
Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

SN CID 
NAME STRUCTURE Docking 

SCORE 

1 5280343 

Quercetin 

 -6.888 

2 68077 

Tangeretin 

 -3.588 

3 5280804 

Isoquercetin 

 -3.218 

4 5281643 

Hyperoside 

 -2.576 

5 5280459 

Quercitrin 

 -3.755 

6 5280805 

Rutin MW- 610.5 g/mol 

 -4.047 

7 5320844 

Spiraeoside MW-464.4 g/mol 

 -4.533 

https://pubchem.ncbi.nlm.nih.gov/compound/5280343
https://pubchem.ncbi.nlm.nih.gov/compound/68077
https://pubchem.ncbi.nlm.nih.gov/compound/5280804
https://pubchem.ncbi.nlm.nih.gov/compound/5281643
https://pubchem.ncbi.nlm.nih.gov/compound/5280459
https://pubchem.ncbi.nlm.nih.gov/compound/5280805
https://pubchem.ncbi.nlm.nih.gov/compound/5320844


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

8 5282160 

Quercimeritrin MW-464.4 
g/mol 

 -2.717 

9 5280863 

Kaempferol 

 -3.320 

10 5282149 

Trifolin MW- 448.4 g/mol 

 -4.506 

11 5282102 

Astragalin MW- 448.4 g/mol 

 -5.546 

12 5316673 

Afzelin MW- 432.4 g/mol 

 -3.561 

13 5318767 

Kaempferol-3-O-rutinoside   

 -3.843 

14 5281672 

Myricetin 

 -6.608 

https://pubchem.ncbi.nlm.nih.gov/compound/5282160
https://pubchem.ncbi.nlm.nih.gov/compound/5280863
https://pubchem.ncbi.nlm.nih.gov/compound/5282149
https://pubchem.ncbi.nlm.nih.gov/compound/5282102
https://pubchem.ncbi.nlm.nih.gov/compound/5316673
https://pubchem.ncbi.nlm.nih.gov/compound/5318767
https://pubchem.ncbi.nlm.nih.gov/compound/5281672


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

15 
1231109
9 

Myricetin 3-beta-D-
glucopyranoside MW-480.4 
g/mol 

 #N/A 

16 
5684309
3 

Myricetin 3'-rhamnoside MW-
464.4 g/mol 

 -4.062 

17 
2157786
0 

Myricetin-3-O-rutinoside MW-
626.5 g/mol 

 -4.069 

18 5280445 

Luteolin MW-286.24 g/mol 

 -5.401 

19 5317471 

Luteolin 5-glucoside MW- 
448.4 g/mol 

 -4.193 

20 5280637 

Luteolin 7-O-glucoside MW- 
448.4 g/mol 

 -4.781 

21 114776 

Isoorientin MW- 448.4 g/mol 

 -3.093 

https://pubchem.ncbi.nlm.nih.gov/compound/12311099
https://pubchem.ncbi.nlm.nih.gov/compound/12311099
https://pubchem.ncbi.nlm.nih.gov/compound/56843093
https://pubchem.ncbi.nlm.nih.gov/compound/56843093
https://pubchem.ncbi.nlm.nih.gov/compound/21577860
https://pubchem.ncbi.nlm.nih.gov/compound/21577860
https://pubchem.ncbi.nlm.nih.gov/compound/5280445
https://pubchem.ncbi.nlm.nih.gov/compound/5317471
https://pubchem.ncbi.nlm.nih.gov/compound/5280637
https://pubchem.ncbi.nlm.nih.gov/compound/114776


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

22 5281675 

Orientin MW- 448.4 g/mol 

 -4.996 

23 
1403296
6 

luteolin-7-O-rutinoside MW- 
610.5 g/mol 

 -5.387 

24 
2421197
4 

Luteolin-7,3'-di-o-
glucoside MW- 610.5 g/mol 

 -4.985 

25 5280443 

Apigenin MW- 270.24 g/mol 

 -4.778 

26 72276 

Epicatechin MW- 290.27 
g/mol 

 -3.908 

27 1794427 

Chlorogenic Acid MW- 354.31 
g/mol 

 -5.460 

28 54454 

Simvastatin MW- 418.6 g/mol 

 -2.632 

29 446977 

Methoxyundecylphosphinic 
acid 

 #N/A 

30 135 

4-Hydroxybenzoic acid MW- 
138.12 g/mol 

 -4.415 

https://pubchem.ncbi.nlm.nih.gov/compound/5281675
https://pubchem.ncbi.nlm.nih.gov/compound/14032966
https://pubchem.ncbi.nlm.nih.gov/compound/14032966
https://pubchem.ncbi.nlm.nih.gov/compound/24211974
https://pubchem.ncbi.nlm.nih.gov/compound/24211974
https://pubchem.ncbi.nlm.nih.gov/compound/5280443


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

31 72 

3,4-Dihydroxybenzoic acid 

 -4.530 

32 370 

Gallic Acid MW-170.12 g/mol 

 -5.049 

33 44215 

3-Chloro-4-hydroxy-5-
methoxybenzoic acid MW- 
202.59 g/mol 

 -4.540 

34 8468 

Vanillic Acid MW- 168.15 
g/mol 

 -4.573 

35 3469 

Gentisic Acid MW-154.12 
g/mol 

 -4.641 

36 637542 

p-Coumaric acid MW-164.16 
g/mol 

 -3.540 

37 689043 

Caffeic Acid 

 -5.076 

38 445858 

Ferulic acid MW- 194.18 
g/mol 

 -4.109 

https://pubchem.ncbi.nlm.nih.gov/compound/72
https://pubchem.ncbi.nlm.nih.gov/compound/370
https://pubchem.ncbi.nlm.nih.gov/compound/44215
https://pubchem.ncbi.nlm.nih.gov/compound/8468
https://pubchem.ncbi.nlm.nih.gov/compound/3469
https://pubchem.ncbi.nlm.nih.gov/compound/637542
https://pubchem.ncbi.nlm.nih.gov/compound/689043
https://pubchem.ncbi.nlm.nih.gov/compound/445858


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

39 637775 

4-Hydroxy-3,5-
dimethoxycinnamic acid MW- 
224.21 g/mol 

 -4.686 

40 444539 

Cinnamic Acid MW- 148.16 
g/mol 

 -3.858 

41 7478 

p-Anisic acid MW- 152.15 
g/mol 

 -4.062 

42 338 

Salicylic Acid MW- 138.12 
g/mol 

            -4.361 

43 10742 

Syringic acid MW- 198.17 
g/mol 

 -4.769 

44 
1612977
8 

 

 #N/A 

45 1183 

  Vanillin   

 -4.410 

https://pubchem.ncbi.nlm.nih.gov/compound/637775
https://pubchem.ncbi.nlm.nih.gov/compound/444539
https://pubchem.ncbi.nlm.nih.gov/compound/7478
https://pubchem.ncbi.nlm.nih.gov/compound/338
https://pubchem.ncbi.nlm.nih.gov/compound/10742
https://pubchem.ncbi.nlm.nih.gov/compound/16129778
https://pubchem.ncbi.nlm.nih.gov/compound/16129778
https://pubchem.ncbi.nlm.nih.gov/compound/1183


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

46 442009 

Carnosol MW- 330.4 g/mol 

 #N/A 

47 65126 

Carnosic acid MW- 332.4 
g/mol 

 #N/A 

48 9909368 

Ginkgolide A MW- 408.4 
g/mol 

 -2.915 

49 
4618637
7 

Pycnanthulignene C MW - 
306.4 g/mol 

 -3.518 

50 5204 

1,3-Benzodioxole, 5,5'-
(tetrahydro-1H,3H-furo(3,4-
c)furan-1,4-diyl)bis-,  (1S-
(1alpha,3aalpha,4alpha,6aalp
ha))- MW- 354.4 g/mol 

 
-5.117 

51 
7632115
3 

(2S,3R)-1-[4-[(1R,2R)-2-(1,3-
benzodioxol-5-yl)-2-hydroxy-
1-methyl-ethoxy]-3-methoxy-
phenyl]-4- [4-[(1R,2R)-2-(3,4-
dimethoxyphenyl)-2-hydroxy-
1-methyl-ethoxy]-3-methoxy-
phenyl]-2,3-dimethyl-butane-
1,4-dione MW -730.8 g/mol 

 

#N/A 

52 
5458169
8 

Sinolignan A MW- 618.6 
g/mol 

 -2.526 

https://pubchem.ncbi.nlm.nih.gov/compound/442009
https://pubchem.ncbi.nlm.nih.gov/compound/65126
https://pubchem.ncbi.nlm.nih.gov/compound/9909368
https://pubchem.ncbi.nlm.nih.gov/compound/46186377
https://pubchem.ncbi.nlm.nih.gov/compound/46186377
https://pubchem.ncbi.nlm.nih.gov/compound/5204
https://pubchem.ncbi.nlm.nih.gov/compound/76321153
https://pubchem.ncbi.nlm.nih.gov/compound/76321153
https://pubchem.ncbi.nlm.nih.gov/compound/54581698
https://pubchem.ncbi.nlm.nih.gov/compound/54581698


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

53 
1043891
9 

Cannabisin G MW - 624.7 
g/mol 

 -4.620 

54 
1094875
7 

Hydroxymatairesinol MW - 
374.4 g/mol 

 -4.733 

55 
7294785
9 

4-[[(2R,3R,4R)-4-[(S)-hydroxy-
(4-hydroxy-3-
methoxyphenyl) methyl]-2-
methoxyoxolan-3-yl]methyl]-
2-methoxyphenol MW - 390.4 
g/mol 

 -4.824 

56 5323578 

Palstatin MW - 524.5 g/mol 

 -5.063 

57 
1171102
1 

Deoxypicropodophyllotoxin M
W- 398.4 g/mol 

 -3.943 

58 3084131 

Paulownin MW- 370.4 g/mol 

 -4.449 

59 
4456035
9 

Isogadian MW- 352.3 g/mol 

 -5.203 

60 
2480001
7 

Megislignan MW - 278.3 
g/mol 

 -3.715 

https://pubchem.ncbi.nlm.nih.gov/compound/10438919
https://pubchem.ncbi.nlm.nih.gov/compound/10438919
https://pubchem.ncbi.nlm.nih.gov/compound/10948757
https://pubchem.ncbi.nlm.nih.gov/compound/10948757
https://pubchem.ncbi.nlm.nih.gov/compound/72947859
https://pubchem.ncbi.nlm.nih.gov/compound/72947859
https://pubchem.ncbi.nlm.nih.gov/compound/5323578
https://pubchem.ncbi.nlm.nih.gov/compound/11711021
https://pubchem.ncbi.nlm.nih.gov/compound/11711021
https://pubchem.ncbi.nlm.nih.gov/compound/3084131
https://pubchem.ncbi.nlm.nih.gov/compound/44560359
https://pubchem.ncbi.nlm.nih.gov/compound/44560359
https://pubchem.ncbi.nlm.nih.gov/compound/24800017
https://pubchem.ncbi.nlm.nih.gov/compound/24800017


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

61 
1045258
6 

Podophyllotoxin, deoxy 
isomer   

 -4.094 

62 637011 

[(2S,3R,4R)-2-(4-hydroxy-3,5-
dimethoxyphenyl)-4-[(4-
hydroxy-3,5-
dimethoxyphenyl )methyl]oxo
lan-3-yl]methyl (Z)-3-(4-
hydroxy-3-
methoxyphenyl)prop-2-
enoate MW- 596.6 g/mol 

 

-4.306 

63 332809 

oleiferin C 

 -4.233 
64 9974649   -5.858 

65 
5094163
3 

Zanthpodocarpin B 
 

 #N/A 

66 
2489824
4 

[(2R,3R)-2,3-bis[(4-hydroxy-3-
methoxyphenyl)methyl]-4-
[(Z)-3-(4-hydroxy-3-
methoxyphenyl)prop-2-
enoyl]oxybutyl] (Z)-3-(4-
hydroxy-3-
methoxyphenyl)prop-2-
enoate 
 

 

#N/A 

67 
5733386
8 

Hypoxylonol F 
 

 -3.827 

68 
5733386
6 

Hypoxylonol D 
 

 -4.443 

https://pubchem.ncbi.nlm.nih.gov/compound/10452586
https://pubchem.ncbi.nlm.nih.gov/compound/10452586
https://pubchem.ncbi.nlm.nih.gov/compound/637011
https://pubchem.ncbi.nlm.nih.gov/compound/332809
https://pubchem.ncbi.nlm.nih.gov/compound/9974649
https://pubchem.ncbi.nlm.nih.gov/compound/50941633
https://pubchem.ncbi.nlm.nih.gov/compound/50941633
https://pubchem.ncbi.nlm.nih.gov/compound/24898244
https://pubchem.ncbi.nlm.nih.gov/compound/24898244
https://pubchem.ncbi.nlm.nih.gov/compound/57333868
https://pubchem.ncbi.nlm.nih.gov/compound/57333868
https://pubchem.ncbi.nlm.nih.gov/compound/57333866
https://pubchem.ncbi.nlm.nih.gov/compound/57333866


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

69 
4444717
9 

4-[(1S,2R,3R)-4-(1,3-
benzodioxol-5-yl)-1-hydroxy-
2,3-dimethylbutyl]-2-
methoxyphenol 
 

 

-3.953 

70 
1006967
7 

(3R,4R)-3-[(4-hydroxy-3-
methoxyphenyl)methyl]-4-
[(3,4,5-
trimethoxyphenyl)methyl]oxo
lan-2-one 
 

 -3.170 

71 
4455901
5 

(1S,14S)-9,20,21,25-
tetramethoxy-15,30-
dimethyl-30-oxido-7,23-
dioxa-15-aza-30-
azoniaheptacyclo[22.6.2.23,6.
18,12.114,18.027,31.022,33]
hexatriaconta-
3(36),4,6(35),8,10,12(34),18,
20,22(33),24,26,31-
dodecaene 
 

 

-1.789 

72 5351212 

1-Isotetrandrine 
 

 #N/A 

73 6440407 

Virolin 
 

 -3.244 

74 6413514 

Bastadin-19 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44447179
https://pubchem.ncbi.nlm.nih.gov/compound/44447179
https://pubchem.ncbi.nlm.nih.gov/compound/10069677
https://pubchem.ncbi.nlm.nih.gov/compound/10069677
https://pubchem.ncbi.nlm.nih.gov/compound/44559015
https://pubchem.ncbi.nlm.nih.gov/compound/44559015
https://pubchem.ncbi.nlm.nih.gov/compound/5351212
https://pubchem.ncbi.nlm.nih.gov/compound/6440407
https://pubchem.ncbi.nlm.nih.gov/compound/6413514


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

75 
1043980
6 

9,9'-Di-O-(E)-
feruloylsecoisolariciresinol 
 

 #N/A 

76 
1100270
8 

2(3H)-Furanone, 3,4-bis(1,3-
benzodioxol-5-
ylmethyl)dihydro-, (3S,4S)- 
 

 -3.870 

77 
1389359
8 

Threo-1-(4-hydroxy-3-
methoxyphenyl)-2-(4-(3-
hydroxypropyl)-2-
methoxyphenoxy)-1,3-
propanediol 
 

 #N/A 

78 
5335620
6 

(+)-(7'S,8S,8'S)-3',4-
dihydroxy-2',3,4',5-
tetramethoxy-6',9-epoxy-2,7'-
cyclolignan-9'-ol 
 

 -2.779 

79 
5659926
4 

Ligraminol A 
 

 -3.022 

80 
2621332
2 

Aristolignin 
 

 -4.637 

81 
2159195
0 

8-Hydroxypinoresinol 4'-
glucoside 
 

 -4.417 

https://pubchem.ncbi.nlm.nih.gov/compound/10439806
https://pubchem.ncbi.nlm.nih.gov/compound/10439806
https://pubchem.ncbi.nlm.nih.gov/compound/11002708
https://pubchem.ncbi.nlm.nih.gov/compound/11002708
https://pubchem.ncbi.nlm.nih.gov/compound/13893598
https://pubchem.ncbi.nlm.nih.gov/compound/13893598
https://pubchem.ncbi.nlm.nih.gov/compound/53356206
https://pubchem.ncbi.nlm.nih.gov/compound/53356206
https://pubchem.ncbi.nlm.nih.gov/compound/56599264
https://pubchem.ncbi.nlm.nih.gov/compound/56599264
https://pubchem.ncbi.nlm.nih.gov/compound/26213322
https://pubchem.ncbi.nlm.nih.gov/compound/26213322
https://pubchem.ncbi.nlm.nih.gov/compound/21591950
https://pubchem.ncbi.nlm.nih.gov/compound/21591950


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

82 442214 

Daphnandrine 
 

 -1.935 

83 
1143120
4 

Hydnocarpin D 
 

 -4.632 

84 
7145579
2 

Beilschmin D 
 

 -3.626 

85 
7218939
0 

(+)-
Secoisolariciresinoldiglucosid
e 
  -5.809 

86 
1775581
6 

Pinoresinol-4'-O-(6'-O-(E)-
Feruloyl)-Beta-D-
Glucopyranoside 
 

 
-4.806 

87 
5458006
1 

 Ficusesquilignan A 
 

 -4.413 

88 
1046292
4 

Ciliatoside A 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/442214
https://pubchem.ncbi.nlm.nih.gov/compound/11431204
https://pubchem.ncbi.nlm.nih.gov/compound/11431204
https://pubchem.ncbi.nlm.nih.gov/compound/71455792
https://pubchem.ncbi.nlm.nih.gov/compound/71455792
https://pubchem.ncbi.nlm.nih.gov/compound/72189390
https://pubchem.ncbi.nlm.nih.gov/compound/72189390
https://pubchem.ncbi.nlm.nih.gov/compound/17755816
https://pubchem.ncbi.nlm.nih.gov/compound/17755816
https://pubchem.ncbi.nlm.nih.gov/compound/54580061
https://pubchem.ncbi.nlm.nih.gov/compound/54580061
https://pubchem.ncbi.nlm.nih.gov/compound/10462924
https://pubchem.ncbi.nlm.nih.gov/compound/10462924


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

89 9888378 

(-)-Lyoniresinol 
 

 #N/A 

90 
1172028
6 

[(2S,3S)-3-(acetyloxymethyl)-
4-(7-methoxy-1,3-
benzodioxol-5-yl)-2-[(7-
methoxy-1,3-benzodioxol-5-
yl)methyl]butyl] acetate 
 

 -0.174 

91 
1178581
2 

Patentiflorin A 
 

 -2.933 

92 
4263949
6 

Chushizisins A 
 

 #N/A 

93 5315828 

Chinensinaphthol Methyl 
Ether 
 

 -3.275 

https://pubchem.ncbi.nlm.nih.gov/compound/9888378
https://pubchem.ncbi.nlm.nih.gov/compound/11720286
https://pubchem.ncbi.nlm.nih.gov/compound/11720286
https://pubchem.ncbi.nlm.nih.gov/compound/11785812
https://pubchem.ncbi.nlm.nih.gov/compound/11785812
https://pubchem.ncbi.nlm.nih.gov/compound/42639496
https://pubchem.ncbi.nlm.nih.gov/compound/42639496
https://pubchem.ncbi.nlm.nih.gov/compound/5315828


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

94 
1230963
7 

4-[(3R,3aR,6R,6aR)-6-(4-
hydroxy-3-methoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-2-methoxyphenol 
 

 -5.387 

95 92122 

beta-Peltatin 
 

 -2.630 

96 73078 

Tetrandrine 
 

 -1.434 

97 
1117993
4 

Styraxlignolide D 
 

 -3.899 

98 
4445058
3 

(6R,7S,8S)-8-(4-
hydroxyphenyl)-6,7-dimethyl-
5,6,7,8-
tetrahydronaphthalen-2-ol 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/12309637
https://pubchem.ncbi.nlm.nih.gov/compound/12309637
https://pubchem.ncbi.nlm.nih.gov/compound/92122
https://pubchem.ncbi.nlm.nih.gov/compound/73078
https://pubchem.ncbi.nlm.nih.gov/compound/11179934
https://pubchem.ncbi.nlm.nih.gov/compound/11179934
https://pubchem.ncbi.nlm.nih.gov/compound/44450583
https://pubchem.ncbi.nlm.nih.gov/compound/44450583


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

99 
1231120
5 

4'-
Demethyldeoxypodophylloto
xin beta-D-glucopyranoside 
 

 -3.109 

100 
4457626
0 

6-[(2S,3R)-4-(6-hydroxy-1,3-
dihydro-2-benzofuran-5-yl)-
2,3-dimethylbutyl]-1,3-
benzodioxol-5-ol 
 

 

-4.185 

101 179390 

Talysopine 
 

 -2.453 

102 159949 

Lignan P 
 

 -2.998 

103 332529 

9-(3,4-dimethoxyphenyl)-5-
hydroxy-6H-[2]benzofuro[5,6-
f][1,3]benzodioxol-8-one 
 

 #N/A 

104 
1172506
8 

Meso-
monomethyldihydroguaiareti
c acid 
 

 
-4.739 

https://pubchem.ncbi.nlm.nih.gov/compound/12311205
https://pubchem.ncbi.nlm.nih.gov/compound/12311205
https://pubchem.ncbi.nlm.nih.gov/compound/44576260
https://pubchem.ncbi.nlm.nih.gov/compound/44576260
https://pubchem.ncbi.nlm.nih.gov/compound/179390
https://pubchem.ncbi.nlm.nih.gov/compound/159949
https://pubchem.ncbi.nlm.nih.gov/compound/332529
https://pubchem.ncbi.nlm.nih.gov/compound/11725068
https://pubchem.ncbi.nlm.nih.gov/compound/11725068


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

105 
1523250
7 

4'-
Demethyldehydropodophyllo
toxin 
 

 -3.162 

106 
4444533
8 

(3S,3'S,4S,4'S,5R)-10,10'-
dihydroxy-7,7',9,9'-
tetramethoxy-3,3'-dimethyl-
3,3',4,4'-tetrahydro-1H,1'H-
5,5'-bibenzo[g]isochromene-
4,4'-diyl diacetate 
 

 0.473 

107 
5660027
1 

Ligraminol B 
 

 #N/A 

108 
2158257
1 

(E)-3-[4-[(1R,2R)-1,3-
dihydroxy-1-(4-hydroxy-3-
methoxyphenyl)propan-2-
yl]oxy-3-
methoxyphenyl]prop-2-enal 
 

 #N/A 

109 
5335902
6 

[4-[(5R,5aR,8aR,9R)-5-
hydroxy-8-oxo-5a,6,8a,9-
tetrahydro-5H-
[2]benzofuro[6,5-
f][1,3]benzodioxol-9-yl]-2,6-
dimethoxyphenyl] acetate 
 

 -2.613 

110 
1231546
3 

Sequirin C 
 

 #N/A 

111 442510 

Cleomiscosin A 
 

 -5.391 

https://pubchem.ncbi.nlm.nih.gov/compound/15232507
https://pubchem.ncbi.nlm.nih.gov/compound/15232507
https://pubchem.ncbi.nlm.nih.gov/compound/44445338
https://pubchem.ncbi.nlm.nih.gov/compound/44445338
https://pubchem.ncbi.nlm.nih.gov/compound/56600271
https://pubchem.ncbi.nlm.nih.gov/compound/56600271
https://pubchem.ncbi.nlm.nih.gov/compound/21582571
https://pubchem.ncbi.nlm.nih.gov/compound/21582571
https://pubchem.ncbi.nlm.nih.gov/compound/53359026
https://pubchem.ncbi.nlm.nih.gov/compound/53359026
https://pubchem.ncbi.nlm.nih.gov/compound/12315463
https://pubchem.ncbi.nlm.nih.gov/compound/12315463
https://pubchem.ncbi.nlm.nih.gov/compound/442510


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

112 
4451136
2 

Repenin B 
 

 -4.070 

113 
2514769
7 

Hanultarin 
 

 -3.483 

114 
7145405
7 

4Alpha,5Alpha-
Epoxybeilschmin A 
 

 -4.518 

115 7000209 

(+)-Epieudesmin 
 

 -3.293 

116 
7069572
8 

4-[(3R,3aS,6R,6aS)-3-(1,3-
benzodioxol-5-yl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-2-methoxyphenol 
 

 

-4.529 

117 
1025756
1 

(8R,21S)-13,27-dimethoxy-
7,22-dimethyl-15,29,31-
trioxa-7,22-
diazaoctacyclo[19.9.3.216,19.
14,30.110,14.03,8.025,33.02
8,32]heptatriaconta-
1(30),2,4(34),10(37),11,13,16
,18,25,27,32,35-dodecaene 
 

 

-4.093 

https://pubchem.ncbi.nlm.nih.gov/compound/44511362
https://pubchem.ncbi.nlm.nih.gov/compound/44511362
https://pubchem.ncbi.nlm.nih.gov/compound/25147697
https://pubchem.ncbi.nlm.nih.gov/compound/25147697
https://pubchem.ncbi.nlm.nih.gov/compound/71454057
https://pubchem.ncbi.nlm.nih.gov/compound/71454057
https://pubchem.ncbi.nlm.nih.gov/compound/7000209
https://pubchem.ncbi.nlm.nih.gov/compound/70695728
https://pubchem.ncbi.nlm.nih.gov/compound/70695728
https://pubchem.ncbi.nlm.nih.gov/compound/10257561
https://pubchem.ncbi.nlm.nih.gov/compound/10257561


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

118 
4458413
4 

(1R,2S)-7-hydroxy-1-(4-
hydroxy-3-methoxyphenyl)-2-
N,3-N-bis[2-(4-
hydroxyphenyl)ethyl]-6-
methoxy-1,2-
dihydronaphthalene-2,3-
dicarboxamide 
 

 

-4.695 

119 5213 

Silymarin 
 

 -4.323 

120 
1403447
8 

(6S,7S,8R)-8-(3,4-
dimethoxyphenyl)-6,7-
dimethyl-7,8-dihydro-6H-
benzo[f][1,3]benzodioxol-5-
one 
 

 -3.122 

121 
1000115
0 

Graminone B 
 

 -3.333 

122 
4455944
7 

(E,Z)-bastadin 19 
 

 #N/A 

123 181681 

Medioresinol 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44584134
https://pubchem.ncbi.nlm.nih.gov/compound/44584134
https://pubchem.ncbi.nlm.nih.gov/compound/5213
https://pubchem.ncbi.nlm.nih.gov/compound/14034478
https://pubchem.ncbi.nlm.nih.gov/compound/14034478
https://pubchem.ncbi.nlm.nih.gov/compound/10001150
https://pubchem.ncbi.nlm.nih.gov/compound/10001150
https://pubchem.ncbi.nlm.nih.gov/compound/44559447
https://pubchem.ncbi.nlm.nih.gov/compound/44559447
https://pubchem.ncbi.nlm.nih.gov/compound/181681


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

124 101749 

Galgravin 
 

 -2.080 

125 
1621516
0 

5-[(3R,3aS,6R,6aS)-6-(7-
methoxy-1,3-benzodioxol-5-
yl)-1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-3-methoxybenzene-1,2-
diol 
 

 

-3.780 

126 
5334459
7 

(+)-(8S,8'r)-3',4,4'-Trihydroxy-
5,5'-Dimethoxylignan 
 

 -2.030 

127 460888 

Retrojusticidin B 
 

 -4.955 

128 156517 

Nectandrin B 
 

 -3.956 

129 
5739555
2 

(2S,3R,4S,5S,6R)-2-[4-
[[(3R,4S,5R)-3-hydroxy-5-(4-
hydroxy-3-methoxyphenyl)-4-
(hydroxymethyl)oxolan-3-
yl]methyl]-2-
methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-5.451 

https://pubchem.ncbi.nlm.nih.gov/compound/101749
https://pubchem.ncbi.nlm.nih.gov/compound/16215160
https://pubchem.ncbi.nlm.nih.gov/compound/16215160
https://pubchem.ncbi.nlm.nih.gov/compound/53344597
https://pubchem.ncbi.nlm.nih.gov/compound/53344597
https://pubchem.ncbi.nlm.nih.gov/compound/460888
https://pubchem.ncbi.nlm.nih.gov/compound/156517
https://pubchem.ncbi.nlm.nih.gov/compound/57395552
https://pubchem.ncbi.nlm.nih.gov/compound/57395552


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

130 
1076950
3 

(+)-O-methlangchibangkine 
 

 -2.371 

131 
1387057
1 

4-[(2S,3S,4S,5S)-5-(4-hydroxy-
3-methoxyphenyl)-3,4-
dimethyloxolan-2-yl]-2-
methoxyphenol 
  -4.470 

132 101612 

Asarinin 
 

 -4.439 

133 119458 

Cleistanthin B 
 

 -3.528 

134 443024 

Acanthoside B 
 

 -4.665 

135 
1195346
4 

Perrotettin F 
 

 -4.654 

136 
4688123
1 

(+)-Sesamin dicatechol 
 

 -5.935 

https://pubchem.ncbi.nlm.nih.gov/compound/10769503
https://pubchem.ncbi.nlm.nih.gov/compound/10769503
https://pubchem.ncbi.nlm.nih.gov/compound/13870571
https://pubchem.ncbi.nlm.nih.gov/compound/13870571
https://pubchem.ncbi.nlm.nih.gov/compound/101612
https://pubchem.ncbi.nlm.nih.gov/compound/119458
https://pubchem.ncbi.nlm.nih.gov/compound/443024
https://pubchem.ncbi.nlm.nih.gov/compound/11953464
https://pubchem.ncbi.nlm.nih.gov/compound/11953464
https://pubchem.ncbi.nlm.nih.gov/compound/46881231
https://pubchem.ncbi.nlm.nih.gov/compound/46881231


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

137 6438674 

4-[(1E,3R)-3-(4-
hydroxyphenyl)penta-1,4-
dienyl]phenol 
 

 #N/A 

138 5319272 

Marchantin C 
 

 -4.348 

139 117443 

Cubebin 
 

 -4.463 

140 
4527355
8 

Austrobailignan-7 
 

 -5.708 

141 
7631017
2 

6-[(2R,3R,4S,5S)-5-(3,4-
dimethoxyphenyl)-3,4-
dimethyloxolan-2-yl]-4-
methoxy-1,3-benzodioxole 
 

 -4.166 

142 
1169056
4 

(2S,3R,6S)-2-(Hydroxy(4-
Hydroxy-3,5-
Dimethoxyphenyl)Methyl)-3-
(5-Methoxy-3,4-
Methylenedioxybenzyl)Butyr
olactone 
 

 
-4.508 

143 
4458595
4 

(2S,3S,4R)-4-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-2,3-dimethyl-3,4-
dihydro-2H-naphthalen-1-
one 
  -4.292 

144 
2486242
5 

(2R,3R,4S,5S,6R)-2-[3-[4-
[(1R,2S)-1,3-dihydroxy-1-(4-
hydroxy-3-
methoxyphenyl)propan-2-

 
-4.579 

https://pubchem.ncbi.nlm.nih.gov/compound/6438674
https://pubchem.ncbi.nlm.nih.gov/compound/5319272
https://pubchem.ncbi.nlm.nih.gov/compound/117443
https://pubchem.ncbi.nlm.nih.gov/compound/45273558
https://pubchem.ncbi.nlm.nih.gov/compound/45273558
https://pubchem.ncbi.nlm.nih.gov/compound/76310172
https://pubchem.ncbi.nlm.nih.gov/compound/76310172
https://pubchem.ncbi.nlm.nih.gov/compound/11690564
https://pubchem.ncbi.nlm.nih.gov/compound/11690564
https://pubchem.ncbi.nlm.nih.gov/compound/44585954
https://pubchem.ncbi.nlm.nih.gov/compound/44585954
https://pubchem.ncbi.nlm.nih.gov/compound/24862425
https://pubchem.ncbi.nlm.nih.gov/compound/24862425


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

yl]oxy-3-
hydroxyphenyl]propoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

145 
1452721
8 

(8S,21R)-16,27-dimethoxy-
7,22-dimethyl-29,31-dioxa-
7,22-
diazaoctacyclo[19.9.3.14,30.1
10,14.115,19.03,8.025,33.02
8,32]hexatriaconta-
1(30),2,4(34),10(36),11,13,15
,17,19(35),25,27,32-
dodecaen-13-ol 
 

 

-1.877 

146 233299 

Picropodophyllotoxin acetate 
 

 -2.309 

147 
1603894
0 

(3R,3aR,6aR)-3-(1,3-
benzodioxol-5-yl)-3,3a,4,6a-
tetrahydro-1H-furo[3,4-
c]furan-6-one 
 

 

-4.806 

148 
1433057
2 

Riccardin A 
 

 -2.672 

149 
4457562
8 

(12E,25E,29S)-5,16,21,32,33-
pentabromo-4,20,29-
trihydroxy-12,25-
bis(hydroxyimino)-2,18-dioxa-
10,27-
diazapentacyclo[28.2.2.214,1
7.13,7.119,23]octatriaconta-
1(32),3,5,7(38),14,16,19,21,2
3(35),30,33,36-dodecaene-
11,26-dione 

 
 
 
 
 
 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/14527218
https://pubchem.ncbi.nlm.nih.gov/compound/14527218
https://pubchem.ncbi.nlm.nih.gov/compound/233299
https://pubchem.ncbi.nlm.nih.gov/compound/16038940
https://pubchem.ncbi.nlm.nih.gov/compound/16038940
https://pubchem.ncbi.nlm.nih.gov/compound/14330572
https://pubchem.ncbi.nlm.nih.gov/compound/14330572
https://pubchem.ncbi.nlm.nih.gov/compound/44575628
https://pubchem.ncbi.nlm.nih.gov/compound/44575628


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

 

150 
1171258
0 

[(2S,3R,4R,5S)-4-
(hydroxymethyl)-2,5-bis(7-
methoxy-1,3-benzodioxol-5-
yl)oxolan-3-yl]methyl acetate 
 

 -0.596 

151 443023 

Syringaresinol, (+)- 
 

 -4.652 

152 
1407817
6 

Arisantetralone D 
 

 -3.868 

153 
5334459
8 

rel-(+)-(7'S,8S,8'S)-4,4'-
dihydroxy-3',5,5'-trimethoxy-
2,7'-cyclolignan 
 

 -4.333 

154 
5336043
2 

(-)-Chicanin 
 

 -2.714 

https://pubchem.ncbi.nlm.nih.gov/compound/11712580
https://pubchem.ncbi.nlm.nih.gov/compound/11712580
https://pubchem.ncbi.nlm.nih.gov/compound/443023
https://pubchem.ncbi.nlm.nih.gov/compound/14078176
https://pubchem.ncbi.nlm.nih.gov/compound/14078176
https://pubchem.ncbi.nlm.nih.gov/compound/53344598
https://pubchem.ncbi.nlm.nih.gov/compound/53344598
https://pubchem.ncbi.nlm.nih.gov/compound/53360432
https://pubchem.ncbi.nlm.nih.gov/compound/53360432


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

155 
4458346
1 

Repenin D 
 

 -4.498 

156 170385 

4'-Demthylpodophyllotoxin 
beta-D-glucoside 
 

 -2.466 

157 
1007214
3 

Steganolide A 
 

 -2.643 

158 5274622 

Erythro-carolignan E 
 

 #N/A 

159 
1002363
7 

Cilinaphthalide A 
 

 -4.209 

https://pubchem.ncbi.nlm.nih.gov/compound/44583461
https://pubchem.ncbi.nlm.nih.gov/compound/44583461
https://pubchem.ncbi.nlm.nih.gov/compound/170385
https://pubchem.ncbi.nlm.nih.gov/compound/10072143
https://pubchem.ncbi.nlm.nih.gov/compound/10072143
https://pubchem.ncbi.nlm.nih.gov/compound/5274622
https://pubchem.ncbi.nlm.nih.gov/compound/10023637
https://pubchem.ncbi.nlm.nih.gov/compound/10023637


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

160 
2160006
4 

[(2R,3R)-3-(acetyloxymethyl)-
2-(1,3-benzodioxol-5-
ylmethyl)-4-(3,4,5-
trimethoxyphenyl)butyl] 
acetate 
 

 #N/A 

161 
4684833
4 

15-O-sulfonatobastadin 11 
 

 #N/A 

162 
1117663
3 

(3S,4S)-4-(1,3-benzodioxol-5-
ylmethyl)-3-[(4-hydroxy-3,5-
dimethoxyphenyl)methyl]oxo
lan-2-one 
 

 -4.139 

163 
4623018
9 

(+)-Ampelopsin F 
 

 -4.274 

164 
5667184
5 

(2R,3S,4S)-3a-[(beta-D-
glucopyranosyl)oxy]lyoniresin
ol 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/21600064
https://pubchem.ncbi.nlm.nih.gov/compound/21600064
https://pubchem.ncbi.nlm.nih.gov/compound/46848334
https://pubchem.ncbi.nlm.nih.gov/compound/46848334
https://pubchem.ncbi.nlm.nih.gov/compound/11176633
https://pubchem.ncbi.nlm.nih.gov/compound/11176633
https://pubchem.ncbi.nlm.nih.gov/compound/46230189
https://pubchem.ncbi.nlm.nih.gov/compound/46230189
https://pubchem.ncbi.nlm.nih.gov/compound/56671845
https://pubchem.ncbi.nlm.nih.gov/compound/56671845


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

165 
2499296
4 

(-)-3,3'-
Bisdemethylpinoresinol 
 

 -5.275 

166 
7145947
4 

4Alpha,5Alpha-
Epoxybeilschmin B 
 

 -3.867 

167 
4425470
4 

Magnovatin A 
 

 -5.521 

168 
1427476
0 

erythro-Guaiacylglycerol 
beta-coniferyl ether 
 

 -3.619 

169 
5104047
1 

Metasequirin D 
 

 -4.025 

170 342737 

Sesartemin 
 

 -1.983 

https://pubchem.ncbi.nlm.nih.gov/compound/24992964
https://pubchem.ncbi.nlm.nih.gov/compound/24992964
https://pubchem.ncbi.nlm.nih.gov/compound/71459474
https://pubchem.ncbi.nlm.nih.gov/compound/71459474
https://pubchem.ncbi.nlm.nih.gov/compound/44254704
https://pubchem.ncbi.nlm.nih.gov/compound/44254704
https://pubchem.ncbi.nlm.nih.gov/compound/14274760
https://pubchem.ncbi.nlm.nih.gov/compound/14274760
https://pubchem.ncbi.nlm.nih.gov/compound/51040471
https://pubchem.ncbi.nlm.nih.gov/compound/51040471
https://pubchem.ncbi.nlm.nih.gov/compound/342737


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

171 159962 

beta-Peltatin A methyl ether 
 

 -2.982 

172 
1775570
2 

Pinoresinol-4'-O-[4',6'-O-(E)-
Diferuloyl]-Beta-D-
Glucopyranoside 
 

 
#N/A 

173 
1158246
6 

(2R,3R)-2,3-bis[(7-methoxy-
1,3-benzodioxol-5-
yl)methyl]butane-1,4-diol 
 

 -3.697 

174 122667 

4'-Demethylpodophyllotoxin 
 

 -3.313 

175 
4445333
2 

Forsythialan B 
 

 -5.623 

https://pubchem.ncbi.nlm.nih.gov/compound/159962
https://pubchem.ncbi.nlm.nih.gov/compound/17755702
https://pubchem.ncbi.nlm.nih.gov/compound/17755702
https://pubchem.ncbi.nlm.nih.gov/compound/11582466
https://pubchem.ncbi.nlm.nih.gov/compound/11582466
https://pubchem.ncbi.nlm.nih.gov/compound/122667
https://pubchem.ncbi.nlm.nih.gov/compound/44453332
https://pubchem.ncbi.nlm.nih.gov/compound/44453332


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

176 5318737 

Justicidin D 
 

 -3.823 

177 
1119420
7 

Bispsammaplin A 
 

 #N/A 

178 161177 

Podophyllotoxin glucoside 
 

 -2.711 

179 
1067472
0 

(3S,3'S,4S,4'S)-3,3'-Dimethyl-
7,7',9,9'-tetramethoxy-
3,3',4,4'-tetrahydro-5,6'-
bi(1H-naphtho[2,3-c]pyran)-
4,4',10,10'-tetrol 
 

 -4.394 

https://pubchem.ncbi.nlm.nih.gov/compound/5318737
https://pubchem.ncbi.nlm.nih.gov/compound/11194207
https://pubchem.ncbi.nlm.nih.gov/compound/11194207
https://pubchem.ncbi.nlm.nih.gov/compound/161177
https://pubchem.ncbi.nlm.nih.gov/compound/10674720
https://pubchem.ncbi.nlm.nih.gov/compound/10674720


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

180 9976812 

(+)-Neoolivil 
 

 -3.093 

181 
1231123
3 

Limacusine 
 

 #N/A 

182 
2480001
9 

(2S,3S)-3-(hydroxymethyl)-5-
methoxy-2-(3,4,5-
trimethoxyphenyl)-2,3-
dihydropyrano[3,2-
h][1,4]benzodioxin-9-one 
 

 -4.055 

183 
9068221
0 

(2R,3R,4S,5S,6R)-2-[(2R,3R)-
2,3-bis(1,3-benzodioxol-5-
ylmethyl)-4-hydroxybutoxy]-
6-(hydroxymethyl)oxane-
3,4,5-triol 
 

 
#N/A 

184 
1383103
9 

Isomarchantin C 
 

 -2.216 

https://pubchem.ncbi.nlm.nih.gov/compound/9976812
https://pubchem.ncbi.nlm.nih.gov/compound/12311233
https://pubchem.ncbi.nlm.nih.gov/compound/12311233
https://pubchem.ncbi.nlm.nih.gov/compound/24800019
https://pubchem.ncbi.nlm.nih.gov/compound/24800019
https://pubchem.ncbi.nlm.nih.gov/compound/90682210
https://pubchem.ncbi.nlm.nih.gov/compound/90682210
https://pubchem.ncbi.nlm.nih.gov/compound/13831039
https://pubchem.ncbi.nlm.nih.gov/compound/13831039


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

185 234817 

(+-)-Pinoresinol 
 

 -5.245 

186 
7631742
7 

4-[(2R,3R,4S,5S)-5-(3,4-
dimethoxyphenyl)-3,4-
dimethyl-tetrahydrofuran-2-
yl]-2,6-dimethoxy-phenol 
 

 -2.881 

187 
4526838
7 

(-)-Machilusin 
 

 -3.925 

188 
1186941
7 

(-)-Asarinin 
 

 -4.312 

189 
1133006
9 

Styraxlignolide F 
 

 -3.801 

190 
4457538
4 

Alpha-Methylcubebin 
 

 -3.343 

https://pubchem.ncbi.nlm.nih.gov/compound/234817
https://pubchem.ncbi.nlm.nih.gov/compound/76317427
https://pubchem.ncbi.nlm.nih.gov/compound/76317427
https://pubchem.ncbi.nlm.nih.gov/compound/45268387
https://pubchem.ncbi.nlm.nih.gov/compound/45268387
https://pubchem.ncbi.nlm.nih.gov/compound/11869417
https://pubchem.ncbi.nlm.nih.gov/compound/11869417
https://pubchem.ncbi.nlm.nih.gov/compound/11330069
https://pubchem.ncbi.nlm.nih.gov/compound/11330069
https://pubchem.ncbi.nlm.nih.gov/compound/44575384
https://pubchem.ncbi.nlm.nih.gov/compound/44575384


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

191 
1675678
0 

Endiandrin A 
 

 -4.279 

192 
7632675
0 

(1R,2R)-1-(4-hydroxy-3-
methoxyphenyl)-2-[4-[(E)-3-
hydroxyprop-1-enyl]-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 
 

 

#N/A 

193 637584 

Epipinoresinol 
 

 -5.296 

194 
1115851
4 

4'-O-Acetylmananthoside B 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/16756780
https://pubchem.ncbi.nlm.nih.gov/compound/16756780
https://pubchem.ncbi.nlm.nih.gov/compound/76326750
https://pubchem.ncbi.nlm.nih.gov/compound/76326750
https://pubchem.ncbi.nlm.nih.gov/compound/637584
https://pubchem.ncbi.nlm.nih.gov/compound/11158514
https://pubchem.ncbi.nlm.nih.gov/compound/11158514


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

195 
5334459
6 

(+)-(7's,8S,8's)-3',4,4'-
Trihydroxy-5,5'-Dimethoxy-
2,7'-Cyclolignan 
 

 -3.943 

196 
2157450
6 

(1S,2R)-1-(4-hydroxy-3-
methoxyphenyl)-2-[4-(3-
hydroxypropyl)-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 

-3.984 

197 
5733386
7 

Hypoxylonol E 
 

 -6.486 

198 
1033806
1 

(5R,5aS,8aR)-5-(1,3-
benzodioxol-5-yl)-5a,8,8a,9-
tetrahydro-5H-
[2]benzofuro[5,6-
f][1,3]benzodioxol-6-one 
 

 -5.162 

199 
5295175
2 

(3S,3'S,4S,4'S,6'S)-10,10'-
dihydroxy-7,7',9,9'-
tetramethoxy-3,3'-dimethyl-
3,3',4,4'-tetrahydro-1H,1'H-
5,6'-bibenzo[g]isochromene-
4,4'-diyl diacetate 
 

 #N/A 

200 
1179312
0 

(1R,2R)-2-[2-hydroxy-4-(3-
hydroxypropyl)phenoxy]-1-(4-
hydroxy-3-

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/53344596
https://pubchem.ncbi.nlm.nih.gov/compound/53344596
https://pubchem.ncbi.nlm.nih.gov/compound/21574506
https://pubchem.ncbi.nlm.nih.gov/compound/21574506
https://pubchem.ncbi.nlm.nih.gov/compound/57333867
https://pubchem.ncbi.nlm.nih.gov/compound/57333867
https://pubchem.ncbi.nlm.nih.gov/compound/10338061
https://pubchem.ncbi.nlm.nih.gov/compound/10338061
https://pubchem.ncbi.nlm.nih.gov/compound/52951752
https://pubchem.ncbi.nlm.nih.gov/compound/52951752
https://pubchem.ncbi.nlm.nih.gov/compound/11793120
https://pubchem.ncbi.nlm.nih.gov/compound/11793120
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methoxyphenyl)propane-1,3-
diol 
 

201 92129 

alpha-Peltatin 
 

 -3.826 

202 
4458343
4 

Repenin C 
 

 -4.361 

203 
4548232
3 

Nortracheloside 
 

 -4.557 

204 476861 

Terameprocol 
 

 -3.953 

205 
2493923
6 

5-[(1R,2S,3R)-4-(1,3-
benzodioxol-5-yl)-1-ethoxy-
2,3-dimethylbutyl]-1,3-
benzodioxole 
 

 -4.204 

https://pubchem.ncbi.nlm.nih.gov/compound/92129
https://pubchem.ncbi.nlm.nih.gov/compound/44583434
https://pubchem.ncbi.nlm.nih.gov/compound/44583434
https://pubchem.ncbi.nlm.nih.gov/compound/45482323
https://pubchem.ncbi.nlm.nih.gov/compound/45482323
https://pubchem.ncbi.nlm.nih.gov/compound/476861
https://pubchem.ncbi.nlm.nih.gov/compound/24939236
https://pubchem.ncbi.nlm.nih.gov/compound/24939236


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

206 161924 

Dihydroguaiaretic Acid 
 

 -4.552 

207 
5335631
2 

(-)-(7R,7'R,8S,8'S)-4'-hydroxy-
3,3',4,5,5'-pentamethoxy-
7,9':7',9-diepoxylignane 
 

 -2.560 

208 
1205113
7 

5''-Methoxyhydnocarpin-D 
 

 -4.150 

209 
1155467
2 

[(2S,3R,4R,5R)-4-
(hydroxymethyl)-2,5-bis(7-
methoxy-1,3-benzodioxol-5-
yl)oxolan-3-yl]methyl acetate 
 

 -3.505 

210 
4455977
1 

9-(1,3-benzodioxol-5-yl)-4-
[(2S,3R,4R)-4-hydroxy-3-
[(2R,3S,4R,5R)-3,4,5-
trihydroxyoxan-2-yl]oxy-4-
[[(2S,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxolan-2-yl]oxy-
6,7-dimethoxy-3H-
benzo[f][2]benzofuran-1-one 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/161924
https://pubchem.ncbi.nlm.nih.gov/compound/53356312
https://pubchem.ncbi.nlm.nih.gov/compound/53356312
https://pubchem.ncbi.nlm.nih.gov/compound/12051137
https://pubchem.ncbi.nlm.nih.gov/compound/12051137
https://pubchem.ncbi.nlm.nih.gov/compound/11554672
https://pubchem.ncbi.nlm.nih.gov/compound/11554672
https://pubchem.ncbi.nlm.nih.gov/compound/44559771
https://pubchem.ncbi.nlm.nih.gov/compound/44559771


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

211 
1060298
8 

(+)-Angchibangkine 
 

 -2.270 

212 
2524591
3 

5-[(3S,6S)-3-(1,3-benzodioxol-
5-yl)-1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-1,3-benzodioxole 
 

 -5.117 

213 
1384429
1 

Arisantetralone B 
 

 #N/A 

214 
4456853
7 

 
 
(-)-Haplomyrfolol 

 -4.415 

https://pubchem.ncbi.nlm.nih.gov/compound/10602988
https://pubchem.ncbi.nlm.nih.gov/compound/10602988
https://pubchem.ncbi.nlm.nih.gov/compound/25245913
https://pubchem.ncbi.nlm.nih.gov/compound/25245913
https://pubchem.ncbi.nlm.nih.gov/compound/13844291
https://pubchem.ncbi.nlm.nih.gov/compound/13844291
https://pubchem.ncbi.nlm.nih.gov/compound/44568537
https://pubchem.ncbi.nlm.nih.gov/compound/44568537


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

215 
1413760
3 

 
 
 
 
rac-Cubebin 
 
 

 -4.990 

216 72307 

Sesamin 
 

 -5.117 

217 
4434079
7 

(2R,3R,4R,5S)-2,5-Bis-(3,4-
dimethoxy-phenyl)-3,4-
dimethyl-tetrahydro-furan 
 

 -5.542 

218 
7632115
4 

(1R,2R)-2-[2,6-dimethoxy-4-
[(E)-prop-1-enyl]phenoxy]-1-
(7-methoxy-1,3-benzodioxol-
5-yl)propan-1-ol 

 -2.705 

219 
2520293
1 

(2R,3R,4R)-3,4-bis[(4-
hydroxy-3-
methoxyphenyl)methyl]oxola
n-2-ol 

 -4.193 

https://pubchem.ncbi.nlm.nih.gov/compound/14137603
https://pubchem.ncbi.nlm.nih.gov/compound/14137603
https://pubchem.ncbi.nlm.nih.gov/compound/72307
https://pubchem.ncbi.nlm.nih.gov/compound/44340797
https://pubchem.ncbi.nlm.nih.gov/compound/44340797
https://pubchem.ncbi.nlm.nih.gov/compound/76321154
https://pubchem.ncbi.nlm.nih.gov/compound/76321154
https://pubchem.ncbi.nlm.nih.gov/compound/25202931
https://pubchem.ncbi.nlm.nih.gov/compound/25202931


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

220 
1555945
2 

(5S,6S,7R)-5-(3,4-
dimethoxyphenyl)-6,7-
dimethyl-5,6,7,8-
tetrahydrobenzo[f][1,3]benzo
dioxole 

 -2.731 

221 
5091521
1 

Rubiyunnanin C 

 #N/A 

222 
1025759
1 

(3S,4S)-5-((3S,4S)-4,10-
dihydroxy-7,9-dimethoxy-3-
methyl-3,4-dihydro-1H-
benzo(g)isochromen-5-yl)-
7,9-dimethoxy-3-methyl-3,4-
dihydro-1H-
benzo(g)isochromene-4,10-
diol 
 

 -2.478 

223 
1162552
2 

(2S,3S)-2-(3,4-Dihydroxy-5-
Methoxybenzyl)-3-(5-
Methoxy-3,4-
Methylenedioxybenzyl)Butyr
olactone 
 

 -3.756 

https://pubchem.ncbi.nlm.nih.gov/compound/15559452
https://pubchem.ncbi.nlm.nih.gov/compound/15559452
https://pubchem.ncbi.nlm.nih.gov/compound/50915211
https://pubchem.ncbi.nlm.nih.gov/compound/50915211
https://pubchem.ncbi.nlm.nih.gov/compound/10257591
https://pubchem.ncbi.nlm.nih.gov/compound/10257591
https://pubchem.ncbi.nlm.nih.gov/compound/11625522
https://pubchem.ncbi.nlm.nih.gov/compound/11625522


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

224 5316463 

Dehydropodophyllotoxin 
 

 -3.142 

225 
4987157
8 

5-[(2S,3S,4R,5R)-3,4-
dimethyl-5-(3,4,5-
trimethoxyphenyl)oxolan-2-
yl]-2,3-dimethoxyphenol 
 

 -3.532 

226 261477 

Daphnoline 
 

 -2.000 

227 
1384429
5 

Wulignan A1 
 

 -4.170 

https://pubchem.ncbi.nlm.nih.gov/compound/5316463
https://pubchem.ncbi.nlm.nih.gov/compound/49871578
https://pubchem.ncbi.nlm.nih.gov/compound/49871578
https://pubchem.ncbi.nlm.nih.gov/compound/261477
https://pubchem.ncbi.nlm.nih.gov/compound/13844295
https://pubchem.ncbi.nlm.nih.gov/compound/13844295


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

228 
1047609
8 

(3~{S},4~{S})-4-(1,3-
benzodioxol-5-ylmethyl)-3-
[(3,4,5-
trimethoxyphenyl)methyl]oxo
lan-2-one 
 

 -4.210 

229 
2638940
3 

(-)-Larreatricin 
 

 #N/A 

230 64981 

Arctigenin 
 

 -4.868 

231 
1173211
6 

(2R,3R)-3-(4-hydroxy-3,5-
dimethoxyphenyl)-5-
methoxy-2-methyl-2,3-
dihydropyrano[3,2-
h][1,4]benzodioxin-9-one 
 

 -2.775 

232 
2176982
3 

Cagayanine 
 

 -4.559 

https://pubchem.ncbi.nlm.nih.gov/compound/10476098
https://pubchem.ncbi.nlm.nih.gov/compound/10476098
https://pubchem.ncbi.nlm.nih.gov/compound/26389403
https://pubchem.ncbi.nlm.nih.gov/compound/26389403
https://pubchem.ncbi.nlm.nih.gov/compound/64981
https://pubchem.ncbi.nlm.nih.gov/compound/11732116
https://pubchem.ncbi.nlm.nih.gov/compound/11732116
https://pubchem.ncbi.nlm.nih.gov/compound/21769823
https://pubchem.ncbi.nlm.nih.gov/compound/21769823


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

233 325700 

Austrobailignan 1 
 

 -4.039 

234 
1151653
3 

(2S,3S)-2-(3,4-
Methylenedioxybenzyl)-3-(5-
methoxy-3,4-
methylenedioxybenzyl) 
butyrolactone 
 

 -3.913 

235 
5467163
2 

beilschminol A, rel- 
 

 -5.449 

236 
2621004
3 

Steganangin 
 

 -2.015 

237 904795 

Odoratisol B 
 

 -2.586 

https://pubchem.ncbi.nlm.nih.gov/compound/325700
https://pubchem.ncbi.nlm.nih.gov/compound/11516533
https://pubchem.ncbi.nlm.nih.gov/compound/11516533
https://pubchem.ncbi.nlm.nih.gov/compound/54671632
https://pubchem.ncbi.nlm.nih.gov/compound/54671632
https://pubchem.ncbi.nlm.nih.gov/compound/26210043
https://pubchem.ncbi.nlm.nih.gov/compound/26210043
https://pubchem.ncbi.nlm.nih.gov/compound/904795


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

238 
1484112
3 

Perrottetin E 11'-Methyl 
Ether 
 

 -5.751 

239 3010625 

(3aR,4R,9R,9aR)-4,6,7-
trihydroxy-9-(3,4,5-
trimethoxyphenyl)-3a,4,9,9a-
tetrahydro-3H-
benzo[f]isobenzofuran-1-one 
 

 -3.128 

240 
4457629
3 

(9R,13R)-5-hydroxy-3,4-
dimethoxy-11,18,20-
trioxapentacyclo[13.7.0.02,7.
09,13.017,21]docosa-
1(22),2,4,6,15,17(21)-
hexaene-10,14-dione 
  -3.439 

241 
5458169
9 

Sinolignan B 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/14841123
https://pubchem.ncbi.nlm.nih.gov/compound/14841123
https://pubchem.ncbi.nlm.nih.gov/compound/3010625
https://pubchem.ncbi.nlm.nih.gov/compound/44576293
https://pubchem.ncbi.nlm.nih.gov/compound/44576293
https://pubchem.ncbi.nlm.nih.gov/compound/54581699
https://pubchem.ncbi.nlm.nih.gov/compound/54581699


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

242 
4458001
6 

(1S,2R)-1-(1,3-benzodioxol-5-
yl)-2-[4-[(2S,3R,4R,5S)-5-(1,3-
benzodioxol-5-yl)-3,4-
dimethyloxolan-2-yl]-2-
methoxyphenoxy]propan-1-ol 
 

 -3.050 

243 3010930 

8-Hydroxypinoresinol 
 

 #N/A 

244 
4548196
7 

(2S,3R,4R)-3,4-bis[(4-hydroxy-
3-
methoxyphenyl)methyl]oxola
n-2-ol 
 

 #N/A 

245 466155 

(5aR,8aS,9R)-4-hydroxy-9-
(3,4,5-trimethoxyphenyl)-
5a,6,8a,9-tetrahydro-5H-
isobenzofuro[6,5-
f][1,3]benzodioxol-8-one 
 

 -3.685 

https://pubchem.ncbi.nlm.nih.gov/compound/44580016
https://pubchem.ncbi.nlm.nih.gov/compound/44580016
https://pubchem.ncbi.nlm.nih.gov/compound/3010930
https://pubchem.ncbi.nlm.nih.gov/compound/45481967
https://pubchem.ncbi.nlm.nih.gov/compound/45481967
https://pubchem.ncbi.nlm.nih.gov/compound/466155


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

246 634353 

Robustol 
 

 -3.983 

247 363127 

Taiwanin C 
 

 -3.839 

248 441064 

Obamegine 
 

 -2.576 

249 7656034 

Limacine 
 

 -2.325 

https://pubchem.ncbi.nlm.nih.gov/compound/634353
https://pubchem.ncbi.nlm.nih.gov/compound/363127
https://pubchem.ncbi.nlm.nih.gov/compound/441064
https://pubchem.ncbi.nlm.nih.gov/compound/7656034


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

250 442918 

Neoisostegane 
 

 -2.600 

251 
1452104
0 

Nudiposide 
 

 #N/A 

252 
2157785
6 

(1S,2R)-1-(4-Hydroxy-3-
methoxyphenyl)-2-[4-[(E)-3-
hydroxyprop-1-enyl]-2-
methoxyphenoxy]propane-
1,3-diol 
 

 -2.523 

253 
1096108
9 

(1S,2R)-1-(4-hydroxy-3,5-
dimethoxyphenyl)-2-[4-[(E)-3-
hydroxyprop-1-enyl]-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 -3.319 

254 325601 

Eudesmine 
 

 -3.679 

https://pubchem.ncbi.nlm.nih.gov/compound/442918
https://pubchem.ncbi.nlm.nih.gov/compound/14521040
https://pubchem.ncbi.nlm.nih.gov/compound/14521040
https://pubchem.ncbi.nlm.nih.gov/compound/21577856
https://pubchem.ncbi.nlm.nih.gov/compound/21577856
https://pubchem.ncbi.nlm.nih.gov/compound/10961089
https://pubchem.ncbi.nlm.nih.gov/compound/10961089
https://pubchem.ncbi.nlm.nih.gov/compound/325601


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

255 
1024980
0 

(+)-8-Methoxyisolariciresinol 
 

 #N/A 

256 
1039167
6 

Tuberculatin 
 

 -3.115 

257 
1606956
1 

Fragransin A2 
 

 -3.176 

258 
7294805
1 

4-[[(2S,3R,4R)-4-[(S)-hydroxy-
(4-hydroxy-3-
methoxyphenyl)methyl]-2-
methoxyoxolan-3-yl]methyl]-
2-methoxyphenol 
 

 -4.647 

259 
1621527
7 

4-[(3R,3aS,6R,6aS)-3-(7-
methoxy-1,3-benzodioxol-5-
yl)-1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-2,6-dimethoxyphenol 
 

 -4.851 

https://pubchem.ncbi.nlm.nih.gov/compound/10249800
https://pubchem.ncbi.nlm.nih.gov/compound/10249800
https://pubchem.ncbi.nlm.nih.gov/compound/10391676
https://pubchem.ncbi.nlm.nih.gov/compound/10391676
https://pubchem.ncbi.nlm.nih.gov/compound/16069561
https://pubchem.ncbi.nlm.nih.gov/compound/16069561
https://pubchem.ncbi.nlm.nih.gov/compound/72948051
https://pubchem.ncbi.nlm.nih.gov/compound/72948051
https://pubchem.ncbi.nlm.nih.gov/compound/16215277
https://pubchem.ncbi.nlm.nih.gov/compound/16215277


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

260 
4442987
2 

(2R,3S,4R,5R,6S)-2-[4-
[(2R,3S,4S)-4-[(4-hydroxy-3-
methoxyphenyl)methyl]-3-
(hydroxymethyl)oxolan-2-yl]-
2-methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 -3.774 

261 36462 

Etoposide 
 

 -3.775 

262 442333 

(4aR,16aS)-
3,4,4a,5,16a,17,18,19-
Octahydro-21,22,26-
trimethoxy-4,17-dimethyl-
2H-1,24:12,15-dietheno-6,10-
metheno-16H-
pyrido(2',3':17,18)(1,10)dioxa
cycloeicosino(2,3,4-
ij)isoquinolin-9-ol 
 

 -1.808 

263 
4548196
2 

Isocubebin 
 

 -4.578 

https://pubchem.ncbi.nlm.nih.gov/compound/44429872
https://pubchem.ncbi.nlm.nih.gov/compound/44429872
https://pubchem.ncbi.nlm.nih.gov/compound/36462
https://pubchem.ncbi.nlm.nih.gov/compound/442333
https://pubchem.ncbi.nlm.nih.gov/compound/45481962
https://pubchem.ncbi.nlm.nih.gov/compound/45481962


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

264 
4457539
8 

(-)-Clusin 
 

 -3.804 

265 
5667184
6 

(2S,3R,4S)-3a-[(beta-D-
glucopyranosyl)oxy]lyoniresin
ol 
 

 -3.074 

266 
1134870
2 

Vitedoamine A 
 

 -5.276 

267 
1175293
8 

Styraxlignolide B 
 

 -2.684 

https://pubchem.ncbi.nlm.nih.gov/compound/44575398
https://pubchem.ncbi.nlm.nih.gov/compound/44575398
https://pubchem.ncbi.nlm.nih.gov/compound/56671846
https://pubchem.ncbi.nlm.nih.gov/compound/56671846
https://pubchem.ncbi.nlm.nih.gov/compound/11348702
https://pubchem.ncbi.nlm.nih.gov/compound/11348702
https://pubchem.ncbi.nlm.nih.gov/compound/11752938
https://pubchem.ncbi.nlm.nih.gov/compound/11752938


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

268 
1004843
6 

(2R,3R,4R,5R)-3,4-Dimethyl-
2,5-bis(3,4,5-
trimethoxyphenyl)tetrahydrof
uran 
 

 #N/A 

269 
7294805
0 

(2S,3R,4S,5R)-2-[4-[(2R)-3-
hydroxy-2-[4-(3-
hydroxypropyl)-2-
methoxyphenoxy]propyl]-2-
methoxyphenoxy]oxane-
3,4,5-triol 
 

 -3.845 

270 158341 

Daphneticin 
 

 -5.051 

271 
4457714
6 

(2R,3R,4S,5R)-2-
[[(2S,3R,4R,5S)-2,5-bis(4-
hydroxy-3,5-
dimethoxyphenyl)-4-
(hydroxymethyl)oxolan-3-
yl]methoxy]oxane-3,4,5-triol 
 

 -3.305 

272 
2381539
4 

(-)-Lariciresinol 
 

 -6.274 

https://pubchem.ncbi.nlm.nih.gov/compound/10048436
https://pubchem.ncbi.nlm.nih.gov/compound/10048436
https://pubchem.ncbi.nlm.nih.gov/compound/72948050
https://pubchem.ncbi.nlm.nih.gov/compound/72948050
https://pubchem.ncbi.nlm.nih.gov/compound/158341
https://pubchem.ncbi.nlm.nih.gov/compound/44577146
https://pubchem.ncbi.nlm.nih.gov/compound/44577146
https://pubchem.ncbi.nlm.nih.gov/compound/23815394
https://pubchem.ncbi.nlm.nih.gov/compound/23815394


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

273 
1045458
9 

Magnosalin 
 

 -2.541 

274 
1040867
9 

Epiaschantin 
 

 -3.991 

275 
1151044
6 

Riccardi F 
 

 -2.773 

276 
1137630
0 

(2S,3R,4S,5S,6R)-2-[4-
[(3R,3aS,6R,6aS)-3a,6a-
dihydroxy-3-(4-hydroxy-3-
methoxyphenyl)-1,3,4,6-
tetrahydrofuro[3,4-c]furan-6-
yl]-2-methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 -5.030 

277 
4456659
8 

(1S,2R)-1-(3,4-
dimethoxyphenyl)-2-(2,6-
dimethoxy-4-prop-2-
enylphenoxy)propan-1-ol 
 

 -4.392 

https://pubchem.ncbi.nlm.nih.gov/compound/10454589
https://pubchem.ncbi.nlm.nih.gov/compound/10454589
https://pubchem.ncbi.nlm.nih.gov/compound/10408679
https://pubchem.ncbi.nlm.nih.gov/compound/10408679
https://pubchem.ncbi.nlm.nih.gov/compound/11510446
https://pubchem.ncbi.nlm.nih.gov/compound/11510446
https://pubchem.ncbi.nlm.nih.gov/compound/11376300
https://pubchem.ncbi.nlm.nih.gov/compound/11376300
https://pubchem.ncbi.nlm.nih.gov/compound/44566598
https://pubchem.ncbi.nlm.nih.gov/compound/44566598


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

278 904797 

4-[(1S,2S)-1-hydroxy-2-[2-
methoxy-4-[(E)-prop-1-
enyl]phenoxy]propyl]-2-
methoxyphenol 
  -3.162 

279 
2157962
4 

Cocsoline 
 

  -2.500 

280 
1150924
6 

(2S,3S)-2-(5-Methoxy-3,4-
methylenedioxybenzyl)-3-
(3,4-methylenedioxybenzyl) 
butyrolactone 
 

 -3.657 

281 
2476274
9 

Kadsuralignan H 
 

 -3.033 

https://pubchem.ncbi.nlm.nih.gov/compound/904797
https://pubchem.ncbi.nlm.nih.gov/compound/21579624
https://pubchem.ncbi.nlm.nih.gov/compound/21579624
https://pubchem.ncbi.nlm.nih.gov/compound/11509246
https://pubchem.ncbi.nlm.nih.gov/compound/11509246
https://pubchem.ncbi.nlm.nih.gov/compound/24762749
https://pubchem.ncbi.nlm.nih.gov/compound/24762749


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

282 
1110110
2 

 
Burseran 
 

 -4.113 

283 
4688347
2 

(-)-Holostyligone 
 

 #N/A 

284 
1045857
0 

Elenoside 
 

 -1.919 

285 
7069572
7 

Pluviatilol 
 

 -4.464 

286 
5660027
2 

Ligraminol E 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11101102
https://pubchem.ncbi.nlm.nih.gov/compound/11101102
https://pubchem.ncbi.nlm.nih.gov/compound/46883472
https://pubchem.ncbi.nlm.nih.gov/compound/46883472
https://pubchem.ncbi.nlm.nih.gov/compound/10458570
https://pubchem.ncbi.nlm.nih.gov/compound/10458570
https://pubchem.ncbi.nlm.nih.gov/compound/70695727
https://pubchem.ncbi.nlm.nih.gov/compound/70695727
https://pubchem.ncbi.nlm.nih.gov/compound/56600272
https://pubchem.ncbi.nlm.nih.gov/compound/56600272


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

287 5317122 

(4aR)-3,4,4a,5,18,19-
Hexahydro-9,21,22,26-
tetramethoxy-4-methyl-2H-
1,24:12,15-dietheno-6,10-
metheno-16H-
pyrido[2',3':17,18][1,10]dioxa
cycloeicosino[2,3,4-
ij]isoquinoline 
 

 -1.663 

288 
1174036
9 

Justicidin F 
 

 -3.376 

289 
1047779
2 

(5S,6R,7R)-5-(3,4-
dimethoxyphenyl)-4-
methoxy-6,7-
bis(methoxymethyl)-5,6,7,8-
tetrahydrobenzo[f][1,3]benzo
dioxole 
 

 -2.590 

290 
1137322
6 

9-(1,3-benzodioxol-5-yl)-5-
hydroxy-4,6,8-trimethoxy-3H-
benzo[f][2]benzofuran-1-one 
 

 -3.368 

https://pubchem.ncbi.nlm.nih.gov/compound/5317122
https://pubchem.ncbi.nlm.nih.gov/compound/11740369
https://pubchem.ncbi.nlm.nih.gov/compound/11740369
https://pubchem.ncbi.nlm.nih.gov/compound/10477792
https://pubchem.ncbi.nlm.nih.gov/compound/10477792
https://pubchem.ncbi.nlm.nih.gov/compound/11373226
https://pubchem.ncbi.nlm.nih.gov/compound/11373226


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

291 332806 

(-)-Dihydroclusin 
 

 -5.854 

292 
7633199
5 

6-[(2R,3S)-4-(2-hydroxy-4,5-
dimethoxyphenyl)-2,3-
dimethylbutyl]-1,3-
benzodioxol-5-ol 
  -4.795 

293 73664 

Phaeanthine 
 

 -2.240 

294 493164 

Taiwanin E 
 

 -3.852 

295 442879 

Hinokinin 
 

 -4.913 

https://pubchem.ncbi.nlm.nih.gov/compound/332806
https://pubchem.ncbi.nlm.nih.gov/compound/76331995
https://pubchem.ncbi.nlm.nih.gov/compound/76331995
https://pubchem.ncbi.nlm.nih.gov/compound/73664
https://pubchem.ncbi.nlm.nih.gov/compound/493164
https://pubchem.ncbi.nlm.nih.gov/compound/442879


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

296 
1458361
1 

(5S,5aR,8aR,9R)-5-hydroxy-4-
methoxy-9-(3,4,5-
trimethoxyphenyl)-5a,6,8a,9-
tetrahydro-5H-
[2]benzofuro[6,5-
f][1,3]benzodioxol-8-one 
 

 -2.474 

297 
4456340
8 

Cleistanthin A 
 

 -4.129 

298 
2362654
4 

4'-O-Methylnyasol 
 

 #N/A 

299 
1401832
7 

Rhaphidecursinol B 
 

 -3.495 

300 
1034185
9 

1-[(1R,2S,3S,4R)-2,3-
dimethyl-4-(2,4,5-
trimethoxyphenyl)cyclobutyl]
-2,4,5-trimethoxybenzene 
 

 -2.552 

https://pubchem.ncbi.nlm.nih.gov/compound/14583611
https://pubchem.ncbi.nlm.nih.gov/compound/14583611
https://pubchem.ncbi.nlm.nih.gov/compound/44563408
https://pubchem.ncbi.nlm.nih.gov/compound/44563408
https://pubchem.ncbi.nlm.nih.gov/compound/23626544
https://pubchem.ncbi.nlm.nih.gov/compound/23626544
https://pubchem.ncbi.nlm.nih.gov/compound/14018327
https://pubchem.ncbi.nlm.nih.gov/compound/14018327
https://pubchem.ncbi.nlm.nih.gov/compound/10341859
https://pubchem.ncbi.nlm.nih.gov/compound/10341859


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

301 
7633561
4 

4-[(2S,3S,4R,5R)-3,4-
dimethyl-5-(3,4,5-
trimethoxyphenyl)tetrahydrof
uran-2-yl]-2,6-dimethoxy-
phenol 
 

 -3.931 

302 
2365744
3 

6'-O-desmethyl ES-242-2 
 

 #N/A 

303 
1146417
6 

Cleomiscosin C 
 

 -4.744 

304 
4548233
0 

(2S,3R,4S,5S,6R)-2-[4-
[(3R,3aS,6R,6aS)-6-[3-
methoxy-4-[(2S,3R,4S,5S,6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-2-methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 -3.836 

https://pubchem.ncbi.nlm.nih.gov/compound/76335614
https://pubchem.ncbi.nlm.nih.gov/compound/76335614
https://pubchem.ncbi.nlm.nih.gov/compound/23657443
https://pubchem.ncbi.nlm.nih.gov/compound/23657443
https://pubchem.ncbi.nlm.nih.gov/compound/11464176
https://pubchem.ncbi.nlm.nih.gov/compound/11464176
https://pubchem.ncbi.nlm.nih.gov/compound/45482330
https://pubchem.ncbi.nlm.nih.gov/compound/45482330


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

305 384876 

Kusunokinin 
 

 -3.499 

306 181325 

(+)-Lariciresinol Dimethyl 
Ether 
 

 -4.217 

307 
7171976
1 

(3R,3aS,6S,6aR)-3,6-bis(3-
hydroxy-4-methoxyphenyl)-
3,4,6,6a-tetrahydro-1H-
furo[3,4-c]furan-3a-ol 
 

 -3.634 

308 3035544 

5-Methoxypodophyllotoxin 
 

 -2.380 

https://pubchem.ncbi.nlm.nih.gov/compound/384876
https://pubchem.ncbi.nlm.nih.gov/compound/181325
https://pubchem.ncbi.nlm.nih.gov/compound/71719761
https://pubchem.ncbi.nlm.nih.gov/compound/71719761
https://pubchem.ncbi.nlm.nih.gov/compound/3035544


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

309 
2342699
9 

Bastadin 13 
 

 -3.003 

310 
1131517
1 

Sacidumlignan B 
 

 -4.565 

311 
1068518
1 

Caruilignan C 
 

 -3.819 

312 3083574 

Picropodopyllotoxone 
 

 -2.910 

https://pubchem.ncbi.nlm.nih.gov/compound/23426999
https://pubchem.ncbi.nlm.nih.gov/compound/23426999
https://pubchem.ncbi.nlm.nih.gov/compound/11315171
https://pubchem.ncbi.nlm.nih.gov/compound/11315171
https://pubchem.ncbi.nlm.nih.gov/compound/10685181
https://pubchem.ncbi.nlm.nih.gov/compound/10685181
https://pubchem.ncbi.nlm.nih.gov/compound/3083574


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

313 442835 

Yatein 
 

 -3.230 

314 
4455999
3 

(1S,2R)-2-[2,6-dimethoxy-4-
[(E)-prop-1-enyl]phenoxy]-1-
(3,4,5-
trimethoxyphenyl)propan-1-
ol 
 

 -3.275 

315 164791 

Podophyllotoxin acetate 
 

 -2.519 

316 384878 

2(3H)-Furanone, dihydro-3-
(3,4,5-trimethoxybenzyl)-4-
veratryl-, trans- 
 

 -3.455 

https://pubchem.ncbi.nlm.nih.gov/compound/442835
https://pubchem.ncbi.nlm.nih.gov/compound/44559993
https://pubchem.ncbi.nlm.nih.gov/compound/44559993
https://pubchem.ncbi.nlm.nih.gov/compound/164791
https://pubchem.ncbi.nlm.nih.gov/compound/384878


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

317 
1396587
6 

Clemiscosin D 
 

 -4.140 

318 
4442167
5 

[(2S,3R,4R,5S)-5-(4-hydroxy-
3,5-dimethoxyphenyl)-4-
(hydroxymethyl)-2-(7-
methoxy-1,3-benzodioxol-5-
yl)oxolan-3-yl]methyl acetate 
 

 -4.205 

319 
1142830
6 

Dihydrocubebin, rel- 
 

 -5.230 

320 9832863 

(12E,25E,28E)-16,21,32,36-
tetrabromo-4,20-dihydroxy-
12,25-bis(hydroxyimino)-
2,18-dioxa-10,27-
diazapentacyclo[28.2.2.214,1
7.13,7.119,23]octatriaconta-
1(32),3,5,7(38),14,16,19,21,2
3(35),28,30,33,36-
tridecaene-11,26-dione 
 

 -2.075 

https://pubchem.ncbi.nlm.nih.gov/compound/13965876
https://pubchem.ncbi.nlm.nih.gov/compound/13965876
https://pubchem.ncbi.nlm.nih.gov/compound/44421675
https://pubchem.ncbi.nlm.nih.gov/compound/44421675
https://pubchem.ncbi.nlm.nih.gov/compound/11428306
https://pubchem.ncbi.nlm.nih.gov/compound/11428306
https://pubchem.ncbi.nlm.nih.gov/compound/9832863


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

321 
1003118
5 

(-)-Lyoniresinol 9'-O-glucoside 
 

 -2.654 

322 
4548232
6 

(3S,4S)-6-[(3S,4S)-4,10-
Dihydroxy-7,9-Dimethoxy-3-
Methyl-3,4-Dihydro-1H-
Benzo[G]Isochromen-5-Yl]-9-
Methoxy-3-Methyl-3,4-
Dihydro-1H-
Benzo[G]Isochromene-
4,7,10-Triol 
 

 -3.370 

323 
2365729
3 

(3S,4S)-6-[(3S,4S)-4,10-
Dihydroxy-7,9-Dimethoxy-3-
Methyl-3,4-Dihydro-1H-
Benzo[G]Isochromen-5-Yl]-9-
Methoxy-3-Methyl-3,4-
Dihydro-1H-
Benzo[G]Isochromene-
4,7,10-Triol 
 

 -3.085 

324 
1142909
9 

(3S,4S)-3-[(4-hydroxy-3-
methoxyphenyl)methyl]-4-
[(7-methoxy-1,3-benzodioxol-
5-yl)methyl]oxolan-2-one 
 

 -4.315 

https://pubchem.ncbi.nlm.nih.gov/compound/10031185
https://pubchem.ncbi.nlm.nih.gov/compound/10031185
https://pubchem.ncbi.nlm.nih.gov/compound/45482326
https://pubchem.ncbi.nlm.nih.gov/compound/45482326
https://pubchem.ncbi.nlm.nih.gov/compound/23657293
https://pubchem.ncbi.nlm.nih.gov/compound/23657293
https://pubchem.ncbi.nlm.nih.gov/compound/11429099
https://pubchem.ncbi.nlm.nih.gov/compound/11429099


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

325 
1231049
3 

(2R,3S,4R,5S)-2,5-bis(3,4-
dimethoxyphenyl)-3,4-
dimethyl-tetrahydrofuran 
 

 #N/A 

326 
2172290
0 

(2R,3S,4R,5S)-2,5-bis(3,4-
dimethoxyphenyl)-3,4-
dimethyl-tetrahydrofuran 
 

 -2.070 

327 73481 

Fangchinoline 
 

 -1.949 

328 
1048338
8 

(+)-Lyoniresinol 9'-O-
glucoside 
 

 #N/A 

329 386603 

(5S,5aR,8aR)-5-(1,3-
benzodioxol-5-yl)-5a,8,8a,9-
tetrahydro-5H-
[2]benzofuro[5,6-
f][1,3]benzodioxol-6-one 
 

 -4.802 

https://pubchem.ncbi.nlm.nih.gov/compound/12310493
https://pubchem.ncbi.nlm.nih.gov/compound/12310493
https://pubchem.ncbi.nlm.nih.gov/compound/21722900
https://pubchem.ncbi.nlm.nih.gov/compound/21722900
https://pubchem.ncbi.nlm.nih.gov/compound/73481
https://pubchem.ncbi.nlm.nih.gov/compound/10483388
https://pubchem.ncbi.nlm.nih.gov/compound/10483388
https://pubchem.ncbi.nlm.nih.gov/compound/386603


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

330 
5089986
3 

(-)-sanguinolignan B 
 

 -3.490 

331 
1393932
6 

4-[(2S,3S,4R,5R)-5-(3,4-
dimethoxyphenyl)-3,4-
dimethyloxolan-2-yl]-2-
methoxyphenol 
 

 -4.046 

332 6439400 

(1S,2S,3R)-1,4-bis(1,3-
benzodioxol-5-yl)-2,3-
dimethylbutan-1-ol 
 

 -3.906 

333 
4445060
7 

(1S,2S,3R)-1,4-bis(1,3-
benzodioxol-5-yl)-2,3-
dimethylbutan-1-ol 
 

 -4.815 

334 100492 

Diphyllin 
 

 -3.753 

https://pubchem.ncbi.nlm.nih.gov/compound/50899863
https://pubchem.ncbi.nlm.nih.gov/compound/50899863
https://pubchem.ncbi.nlm.nih.gov/compound/13939326
https://pubchem.ncbi.nlm.nih.gov/compound/13939326
https://pubchem.ncbi.nlm.nih.gov/compound/6439400
https://pubchem.ncbi.nlm.nih.gov/compound/44450607
https://pubchem.ncbi.nlm.nih.gov/compound/44450607
https://pubchem.ncbi.nlm.nih.gov/compound/100492


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

335 486614 

Pinoresinol 4-O-beta-D-
glucopyranoside 
 

 -3.944 

336 
1069169
3 

(+)-Surinamensin 
 

 -3.193 

337 5323554 

 
Hyoscyamide 
 

 -3.706 

338 
2172294
3 

(+)-Epimagnolin A 
 

 -3.275 

https://pubchem.ncbi.nlm.nih.gov/compound/486614
https://pubchem.ncbi.nlm.nih.gov/compound/10691693
https://pubchem.ncbi.nlm.nih.gov/compound/10691693
https://pubchem.ncbi.nlm.nih.gov/compound/5323554
https://pubchem.ncbi.nlm.nih.gov/compound/21722943
https://pubchem.ncbi.nlm.nih.gov/compound/21722943


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

339 6325789 

Beta-Peltatin-Beta-D-
Glucoside 
 

 -1.445 

340 275968 

(1R,14S)-20,25-dimethoxy-
15,30-dimethyl-7,23-dioxa-
15,30-
diazaheptacyclo[22.6.2.23,6.1
8,12.114,18.027,31.022,33]h
exatriaconta-
3(36),4,6(35),8,10,12(34),18,
20,22(33),24,26,31-
dodecaene-9,21-diol 
 

 
-2.019 

341 5319274 

Marchantin E 
 

 -3.145 

342 
4457839
0 

rel-(3S,3aR,6S,6aS)-3,6-Bis(4-
hydroxy-3-
methoxyphenyl)tetrahydrofur
o[3,4-c]furan-1(3H)-one 
 

 -2.710 

https://pubchem.ncbi.nlm.nih.gov/compound/6325789
https://pubchem.ncbi.nlm.nih.gov/compound/275968
https://pubchem.ncbi.nlm.nih.gov/compound/5319274
https://pubchem.ncbi.nlm.nih.gov/compound/44578390
https://pubchem.ncbi.nlm.nih.gov/compound/44578390


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

343 384877 

Arctigenin methyl ether 
 

 -3.312 

344 9941143 

Bastadin 20 
 

 -3.747 

345 
7147764
2 

(2R,3R,4R,5R,6S)-2-
[[(1S,2R,3R)-7-hydroxy-1-(4-
hydroxy-3,5-
dimethoxyphenyl)-3-
(hydroxymethyl)-6,8-
dimethoxy-1,2,3,4-
tetrahydronaphthalen-2-
yl]methoxy]-6-methyloxane-
3,4,5-triol 
  -5.397 

346 9833337 

(12E,25E)-5,16,21,32,33,36-
hexabromo-4,20-dihydroxy-
12,25-bis(hydroxyimino)-
2,18-dioxa-10,27-
diazapentacyclo[28.2.2.214,1
7.13,7.119,23]octatriaconta-
1(32),3,5,7(38),14,16,19,21,2
3(35),30,33,36-dodecaene-
11,26-dione 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/384877
https://pubchem.ncbi.nlm.nih.gov/compound/9941143
https://pubchem.ncbi.nlm.nih.gov/compound/71477642
https://pubchem.ncbi.nlm.nih.gov/compound/71477642
https://pubchem.ncbi.nlm.nih.gov/compound/9833337


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

347 
7389095
3 

5-[(1R,2R)-2-[4-
[(2S,3R,4R,5S)-5-[4-[(1R,2R)-
2-(1,3-benzodioxol-5-yl)-2-
hydroxy-1-methyl-ethoxy]-3-
methoxy-phenyl]-3,4-
dimethyl-tetrahydrofuran-2-
yl]-2-methoxy-phenoxy]-1-
hydroxy-propyl]-2-methoxy-
phenol 
 

 

#N/A 

348 
4457540
0 

Ethoxyclusin 
 

 -3.516 

349 
1116601
0 

(1S,2S)-2-[2,6-dimethoxy-4-
[(E)-prop-1-enyl]phenoxy]-1-
(3,4,5-
trimethoxyphenyl)propan-1-
ol 
 

 -3.514 

350 
1230226
5 

Calopiptin 
 

 -5.030 

351 
4444718
1 

Phenol, 2-methoxy-4-
[(5R,6R,7S)-5,6,7,8-
tetrahydro-6,7-
dimethylnaphtho[2,3-d]-1,3-
dioxol-5-yl]-, rel- 
 

 -3.930 

https://pubchem.ncbi.nlm.nih.gov/compound/73890953
https://pubchem.ncbi.nlm.nih.gov/compound/73890953
https://pubchem.ncbi.nlm.nih.gov/compound/44575400
https://pubchem.ncbi.nlm.nih.gov/compound/44575400
https://pubchem.ncbi.nlm.nih.gov/compound/11166010
https://pubchem.ncbi.nlm.nih.gov/compound/11166010
https://pubchem.ncbi.nlm.nih.gov/compound/12302265
https://pubchem.ncbi.nlm.nih.gov/compound/12302265
https://pubchem.ncbi.nlm.nih.gov/compound/44447181
https://pubchem.ncbi.nlm.nih.gov/compound/44447181


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

352 159795 

Thalidasine 
 

 

-1.970 

353 
1092675
4 

5-[(3S,3aR,6R,6aR)-6-(3,4-
dimethoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-1,3-benzodioxole 
 

 
-3.119 

354 476859 

4-[(2S,3R)-4-(3,4-
dimethoxyphenyl)-2,3-

dimethylbutyl]-2-
methoxyphenol 

  -4.213 

355 4534 

Nordihydroguaiaretic Acid 
 

 #N/A 

356 73399 

Pinoresinol 
 

 -4.105 

https://pubchem.ncbi.nlm.nih.gov/compound/159795
https://pubchem.ncbi.nlm.nih.gov/compound/10926754
https://pubchem.ncbi.nlm.nih.gov/compound/10926754
https://pubchem.ncbi.nlm.nih.gov/compound/476859
https://pubchem.ncbi.nlm.nih.gov/compound/4534
https://pubchem.ncbi.nlm.nih.gov/compound/73399


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

357 
4526924
8 

(1R,2R,3R)-1-(3,4-
dimethoxyphenyl)-7-
methoxy-2,3-dimethyl-
tetralin-6-ol 
 

 #N/A 

358 
7633583
8 

(2R)-2-[(1R,2R,3R,4R)-2-[(1R)-
1-carboxy-2-(3,4-
dihydroxyphenyl)ethoxy]carb
onyl-3,4-bis(3,4-
dihydroxyphenyl)cyclobutane
carbonyl]oxy-3-(3,4-
dihydroxyphenyl)propanoic 
acid 
 

 
#N/A 

359 
1123448
1 

Sacidumlignan A 
 

 -4.165 

360 
1407817
7 

 
Schisandrone 
 

 -3.697 

361 5321920 

Thalrugosidine 
 

 -1.718 

https://pubchem.ncbi.nlm.nih.gov/compound/45269248
https://pubchem.ncbi.nlm.nih.gov/compound/45269248
https://pubchem.ncbi.nlm.nih.gov/compound/76335838
https://pubchem.ncbi.nlm.nih.gov/compound/76335838
https://pubchem.ncbi.nlm.nih.gov/compound/11234481
https://pubchem.ncbi.nlm.nih.gov/compound/11234481
https://pubchem.ncbi.nlm.nih.gov/compound/14078177
https://pubchem.ncbi.nlm.nih.gov/compound/14078177
https://pubchem.ncbi.nlm.nih.gov/compound/5321920


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

362 100528 

Arctiin 
 

 -3.483 

363 
1171145
3 

(+)-Lyoniresinol 
  

 -3.489 

364 5281867 

Savinin 
 

 -5.211 

365 
1129094
9 

4-[(2S,3S)-4-(3-hydroxy-4-
methoxyphenyl)-2,3-
dimethylbutyl]-6-
methoxybenzene-1,3-diol 
 

 

-6.372 

366 476856 

Dihydroguaiaretic acid, meso- 
 

 -4.994 

367 338287 

Zuihonin A 
 

 -3.673 

https://pubchem.ncbi.nlm.nih.gov/compound/100528
https://pubchem.ncbi.nlm.nih.gov/compound/11711453
https://pubchem.ncbi.nlm.nih.gov/compound/11711453
https://pubchem.ncbi.nlm.nih.gov/compound/5281867
https://pubchem.ncbi.nlm.nih.gov/compound/11290949
https://pubchem.ncbi.nlm.nih.gov/compound/11290949
https://pubchem.ncbi.nlm.nih.gov/compound/476856
https://pubchem.ncbi.nlm.nih.gov/compound/338287


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

368 
1050081
4 

Deoxydehydropodophyllotoxi
n 
 

 -4.060 

369 
4457540
1 

(-)-Cubebinin 
 

 -4.270 

370 
7335086
8 

Erythro-Guaiacylglycerol-
beta-coniferyl aldehyde ether 
 

 -3.985 

371 10607 

Podofilox 
 

 -3.197 

https://pubchem.ncbi.nlm.nih.gov/compound/10500814
https://pubchem.ncbi.nlm.nih.gov/compound/10500814
https://pubchem.ncbi.nlm.nih.gov/compound/44575401
https://pubchem.ncbi.nlm.nih.gov/compound/44575401
https://pubchem.ncbi.nlm.nih.gov/compound/73350868
https://pubchem.ncbi.nlm.nih.gov/compound/73350868
https://pubchem.ncbi.nlm.nih.gov/compound/10607


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

372 159982 

Justicidin A 
 

 -3.356 

373 169007 

Trilobine 
 

 -2.556 

374 
5089986
2 

(-)-sanguinolignan A 
 

 -3.888 

375 
1118910
6 

Isopicropodophyllone 
 

 -3.987 

https://pubchem.ncbi.nlm.nih.gov/compound/159982
https://pubchem.ncbi.nlm.nih.gov/compound/169007
https://pubchem.ncbi.nlm.nih.gov/compound/50899862
https://pubchem.ncbi.nlm.nih.gov/compound/50899862
https://pubchem.ncbi.nlm.nih.gov/compound/11189106
https://pubchem.ncbi.nlm.nih.gov/compound/11189106


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

376 
1177097
2 

Corniculatolide A 
 

 -5.020 

377 
1556008
5 

4-[[(3R,4S,5S)-5-(4-hydroxy-3-
methoxyphenyl)-4-
(hydroxymethyl)oxolan-3-
yl]methyl]-2-methoxyphenol 
 

 -4.906 

378 
4433602
8 

1-(1,3-benzodioxol-5-yl)-2-[4-
[(2S,3R,4R,5S)-5-[4-[2-(3,4-
dimethoxyphenyl)-2-hydroxy-
1-methyl-ethoxy]-3-methoxy-
phenyl]-3,4-dimethyl-
tetrahydrofuran-2-yl]-2-
methoxy-phenoxy]propan-1-
ol 
 

 

#N/A 

379 363128 

Justicidin E 
 

 -4.717 

380 5315779 

Cepharanoline 
 

 -2.168 

https://pubchem.ncbi.nlm.nih.gov/compound/11770972
https://pubchem.ncbi.nlm.nih.gov/compound/11770972
https://pubchem.ncbi.nlm.nih.gov/compound/15560085
https://pubchem.ncbi.nlm.nih.gov/compound/15560085
https://pubchem.ncbi.nlm.nih.gov/compound/44336028
https://pubchem.ncbi.nlm.nih.gov/compound/44336028
https://pubchem.ncbi.nlm.nih.gov/compound/363128
https://pubchem.ncbi.nlm.nih.gov/compound/5315779


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

381 
4548232
9 

Eduesmine 
 

 #N/A 

382 
1160237
5 

(-)-Dihydroguaiaretic acid 
 

 #N/A 

383 9960485 

(+)-2-Norisotetrandrine 
 

 -2.894 

384 
1621516
2 

[(5R,6R,7S)-6-
(acetyloxymethyl)-5-(4-
hydroxy-3,5-
dimethoxyphenyl)-4-
methoxy-5,6,7,8-
tetrahydrobenzo[f][1,3]benzo
dioxol-7-yl]methyl acetate 
 

 -2.693 

https://pubchem.ncbi.nlm.nih.gov/compound/45482329
https://pubchem.ncbi.nlm.nih.gov/compound/45482329
https://pubchem.ncbi.nlm.nih.gov/compound/11602375
https://pubchem.ncbi.nlm.nih.gov/compound/11602375
https://pubchem.ncbi.nlm.nih.gov/compound/9960485
https://pubchem.ncbi.nlm.nih.gov/compound/16215162
https://pubchem.ncbi.nlm.nih.gov/compound/16215162


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

385 
4455539
6 

De-4'-O-methylyangambin 
 

 -4.871 

386 
1569060
4 

Huazhongilexin 
 

 -3.970 

387 
1139827
2 

Styraxlignolide C 
 

 -3.235 

388 134632 

Podophyllinic acid 
 

 -4.456 

https://pubchem.ncbi.nlm.nih.gov/compound/44555396
https://pubchem.ncbi.nlm.nih.gov/compound/44555396
https://pubchem.ncbi.nlm.nih.gov/compound/15690604
https://pubchem.ncbi.nlm.nih.gov/compound/15690604
https://pubchem.ncbi.nlm.nih.gov/compound/11398272
https://pubchem.ncbi.nlm.nih.gov/compound/11398272
https://pubchem.ncbi.nlm.nih.gov/compound/134632


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

389 156202 

(5R,5aR,8aR)-5-(1,3-
benzodioxol-5-yl)-5a,8,8a,9-
tetrahydro-5H-
[2]benzofuro[5,6-
f][1,3]benzodioxol-6-one 
 

 -3.896 

390 
4458428
8 

CID 44584288 
 

 -5.537 

391 
4548232
1 

Episyringaresinol 4'-O-beta-D-
glncopyranoside 
 

 -3.326 

392 
4445060
8 

 
4-[(2R,3R)-4-(1,3-
benzodioxol-5-yl)-2,3-
dimethylbutyl]phenol 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/156202
https://pubchem.ncbi.nlm.nih.gov/compound/44584288
https://pubchem.ncbi.nlm.nih.gov/compound/44584288
https://pubchem.ncbi.nlm.nih.gov/compound/45482321
https://pubchem.ncbi.nlm.nih.gov/compound/45482321
https://pubchem.ncbi.nlm.nih.gov/compound/44450608
https://pubchem.ncbi.nlm.nih.gov/compound/44450608


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

393 
1041540
2 

(+)-1,2-Dehydrotelobine 
 

 -1.953 

394 
4445341
2 

Forsythialan A 
 

 -5.730 

395 
1231057
8 

Isotrilobine 
 

 -2.012 

396 
1003163
1 

(-)-Repandine 
 

 -2.196 

https://pubchem.ncbi.nlm.nih.gov/compound/10415402
https://pubchem.ncbi.nlm.nih.gov/compound/10415402
https://pubchem.ncbi.nlm.nih.gov/compound/44453412
https://pubchem.ncbi.nlm.nih.gov/compound/44453412
https://pubchem.ncbi.nlm.nih.gov/compound/12310578
https://pubchem.ncbi.nlm.nih.gov/compound/12310578
https://pubchem.ncbi.nlm.nih.gov/compound/10031631
https://pubchem.ncbi.nlm.nih.gov/compound/10031631


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

397 
4444826
9 

9-O-Feruloyl-5,5'-
dimethoxylariciresinol 
 

 -4.676 

398 
1621615
7 

Cordyformamide 
 

 #N/A 

399 
1269752
8 

6-[(3S,3aR,6R,6aR)-6-(3,4,5-
trimethoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-4-methoxy-1,3-
benzodioxole 
 

 -4.605 

400 479756 

Wikstromol 
 

 -5.335 

401 321311 

3-Hydroxy-3,4-bis((4-hydroxy-
3-
methoxyphenyl)methyl)oxola
n-2-one 
 

 -4.305 

https://pubchem.ncbi.nlm.nih.gov/compound/44448269
https://pubchem.ncbi.nlm.nih.gov/compound/44448269
https://pubchem.ncbi.nlm.nih.gov/compound/16216157
https://pubchem.ncbi.nlm.nih.gov/compound/16216157
https://pubchem.ncbi.nlm.nih.gov/compound/12697528
https://pubchem.ncbi.nlm.nih.gov/compound/12697528
https://pubchem.ncbi.nlm.nih.gov/compound/479756
https://pubchem.ncbi.nlm.nih.gov/compound/321311


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

402 
5090872
6 

(-)-sanguinolignan D 
 

 -3.540 

403 
1025728
1 

(8S,21S)-13-methoxy-7,22-
dimethyl-15,29,31-trioxa-
7,22-
diazaoctacyclo[19.9.3.216,19.
14,30.110,14.03,8.025,33.02
8,32]heptatriaconta-
1(30),2,4(34),10(37),11,13,16
,18,25,27,32,35-dodecaen-
27-ol 
 

 

-2.215 

404 
5740433
6 

13'-Bromo-tiliacorinine 
 

 -2.318 
405    #N/A 

406 
5740441
9 

4-[(3R,3aR,6S,6aR)-3-(1,3-
benzodioxol-5-yl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-2,6-dimethoxyphenol 
 

 
-4.217 

407 
1452721
9 

2'-Nortiliacorinine 
 

 -2.282 

https://pubchem.ncbi.nlm.nih.gov/compound/50908726
https://pubchem.ncbi.nlm.nih.gov/compound/50908726
https://pubchem.ncbi.nlm.nih.gov/compound/10257281
https://pubchem.ncbi.nlm.nih.gov/compound/10257281
https://pubchem.ncbi.nlm.nih.gov/compound/57404336
https://pubchem.ncbi.nlm.nih.gov/compound/57404336
https://pubchem.ncbi.nlm.nih.gov/compound/57404419
https://pubchem.ncbi.nlm.nih.gov/compound/57404419
https://pubchem.ncbi.nlm.nih.gov/compound/14527219
https://pubchem.ncbi.nlm.nih.gov/compound/14527219


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

408 5319271 

Marchantin B 
 

 -3.377 

409 
7632479
7 

(1R,2R)-2-(4-allyl-2,6-
dimethoxy-phenoxy)-1-(7-
methoxy-1,3-benzodioxol-5-
yl)propan-1-ol 
  -2.788 

410 332427 

Lariciresinol 
 

 -5.812 

411 
5332137
9 

4-[(3R,3aR,6S,6aR)-3-(3,4-
dihydroxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]benzene-1,2-diol 
 

 -5.461 

412 
2513581
2 

Saucerneol I 
 

 -4.917 

413 
5668189
0 

(2R,3S,4R)-3a-[(beta-D-
glucopyranosyl)oxy]lyoniresin
ol 
 

 -2.561 

414 
4433612
6 

1-(3,4-dimethoxyphenyl)-2-
[4-[(2S,3R,4R,5S)-5-[4-[2-(3,4-
dimethoxyphenyl)-2-hydroxy-
1-methyl-ethoxy]-3-methoxy-
phenyl]-3,4-dimethyl-
tetrahydrofuran-2-yl]-2-

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5319271
https://pubchem.ncbi.nlm.nih.gov/compound/76324797
https://pubchem.ncbi.nlm.nih.gov/compound/76324797
https://pubchem.ncbi.nlm.nih.gov/compound/332427
https://pubchem.ncbi.nlm.nih.gov/compound/53321379
https://pubchem.ncbi.nlm.nih.gov/compound/53321379
https://pubchem.ncbi.nlm.nih.gov/compound/25135812
https://pubchem.ncbi.nlm.nih.gov/compound/25135812
https://pubchem.ncbi.nlm.nih.gov/compound/56681890
https://pubchem.ncbi.nlm.nih.gov/compound/56681890
https://pubchem.ncbi.nlm.nih.gov/compound/44336126
https://pubchem.ncbi.nlm.nih.gov/compound/44336126


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

methoxy-phenoxy]propan-1-
ol 
 

415 
1061796
3 

Detetrahydroconidendrin 
 

 -5.200 

416 
1108022
6 

rel-(7R,8R,7'R,8'R)-3',4'-
methylenedioxy-3,4,5,5'-
tetramethoxy-7,7'-
epoxylignan 
 

 -3.247 

417 5315729 

Cassigarol E 
 

 -6.162 

418 
1033985
3 

Austrobailignan 2 
 

 -4.313 

419 
4458343
3 

Repenin A 
 

 -4.548 

https://pubchem.ncbi.nlm.nih.gov/compound/10617963
https://pubchem.ncbi.nlm.nih.gov/compound/10617963
https://pubchem.ncbi.nlm.nih.gov/compound/11080226
https://pubchem.ncbi.nlm.nih.gov/compound/11080226
https://pubchem.ncbi.nlm.nih.gov/compound/5315729
https://pubchem.ncbi.nlm.nih.gov/compound/10339853
https://pubchem.ncbi.nlm.nih.gov/compound/10339853
https://pubchem.ncbi.nlm.nih.gov/compound/44583433
https://pubchem.ncbi.nlm.nih.gov/compound/44583433


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

420 
4455945
3 

4-[(3S,3aR,6S,6aR)-6-(4-
methyl-1,3-benzodioxol-5-yl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-2-methoxyphenol 
 

 

-4.008 

421 471121 

Rabdosiin 
 

 #N/A 

422 
5334459
4 

(+)-(7''S,8S,8'R,8''R)-4,4''-
dihydroxy-3,3',3'',5'-
tetramethoxy-4',8''-oxy-8,8'-
sesquineolignan-7''-ol 
 

 

-4.545 

423 
1031444
1 

Isoguaiacin 
 

 #N/A 

424 
7631017
1 

6-[(2S,3S,4S,5R)-5-(3,4-
dimethoxyphenyl)-3,4-
dimethyloxolan-2-yl]-4-
methoxy-1,3-benzodioxole 
 

 -3.361 

https://pubchem.ncbi.nlm.nih.gov/compound/44559453
https://pubchem.ncbi.nlm.nih.gov/compound/44559453
https://pubchem.ncbi.nlm.nih.gov/compound/471121
https://pubchem.ncbi.nlm.nih.gov/compound/53344594
https://pubchem.ncbi.nlm.nih.gov/compound/53344594
https://pubchem.ncbi.nlm.nih.gov/compound/10314441
https://pubchem.ncbi.nlm.nih.gov/compound/10314441
https://pubchem.ncbi.nlm.nih.gov/compound/76310171
https://pubchem.ncbi.nlm.nih.gov/compound/76310171


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

425 637406 

Agastinol 
 

 -4.970 

426 
2515670
6 

Armaosigenin 
 

 -2.922 

427 500181 

(5S,5aR,8aR,9R)-5-hydroxy-9-
(4-hydroxy-3,5-
dimethoxyphenyl)-5a,6,8a,9-
tetrahydro-5H-
[2]benzofuro[5,6-
f][1,3]benzodioxol-8-one 
 

 -4.466 

428 99620 

Homoaromoline 
 

 -2.375 

429 
1231004
1 

(-)-Zuonin A 
 

 -3.281 

https://pubchem.ncbi.nlm.nih.gov/compound/637406
https://pubchem.ncbi.nlm.nih.gov/compound/25156706
https://pubchem.ncbi.nlm.nih.gov/compound/25156706
https://pubchem.ncbi.nlm.nih.gov/compound/500181
https://pubchem.ncbi.nlm.nih.gov/compound/99620
https://pubchem.ncbi.nlm.nih.gov/compound/12310041
https://pubchem.ncbi.nlm.nih.gov/compound/12310041


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

430 192547 

Zhepeiresinol 
 

 -4.405 

431 
4456000
3 

(-)-Isolariciresinol 9'-O-
glucoside 
 

 #N/A 

432 5281868 

Surinamensin 
 

 -2.412 

433 636677 

(7R,8S,7 R,8 R)-(+)-7-Acetyl-5-
methoxypicropodophyllin 
 

 0.130 

434 192827 

Thujaplicatin methyl ether 
 

 -4.928 

https://pubchem.ncbi.nlm.nih.gov/compound/192547
https://pubchem.ncbi.nlm.nih.gov/compound/44560003
https://pubchem.ncbi.nlm.nih.gov/compound/44560003
https://pubchem.ncbi.nlm.nih.gov/compound/5281868
https://pubchem.ncbi.nlm.nih.gov/compound/636677
https://pubchem.ncbi.nlm.nih.gov/compound/192827


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

435 
1040424
5 

Macelignan 
 

 -3.683 

436 
2365744
2 

6'-O-Desmethyl ES-242-4 
 

 -2.811 

437 176582 

Norlimacusine 
 

 #N/A 

438 
2157962
5 

Oxyacanthan-12'-ol, 6',7-
epoxy-6-methoxy-2,2'-
dimethyl-, (1'alpha)- 
 

 -4.665 

439 5274621 

Demethylcarolignan E 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/10404245
https://pubchem.ncbi.nlm.nih.gov/compound/10404245
https://pubchem.ncbi.nlm.nih.gov/compound/23657442
https://pubchem.ncbi.nlm.nih.gov/compound/23657442
https://pubchem.ncbi.nlm.nih.gov/compound/176582
https://pubchem.ncbi.nlm.nih.gov/compound/21579625
https://pubchem.ncbi.nlm.nih.gov/compound/21579625
https://pubchem.ncbi.nlm.nih.gov/compound/5274621


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

440 158941 

Cleistanthoside A 
 

 -3.952 

441 
2515670
3 

4-[[(3R,4R,5S)-5-ethoxy-4-[(4-
hydroxy-3-methoxy-
phenyl)methyl]tetrahydrofura
n-3-yl]methyl]-2-methoxy-
phenol 
 

 -4.248 

442 
1439013
7 

(1S,4R,7S,10S,13S,16S)-24-
hydroxy-7-(hydroxymethyl)-
10-[(4-
methoxyphenyl)methyl]-
4,9,13,15,29-pentamethyl-
22-oxa-3,6,9,12,15,29-
hexazatetracyclo[14.12.2.218
,21.123,27]tritriaconta-
18,20,23,25,27(31),32-
hexaene-2,5,8,11,14,30-
hexone 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/158941
https://pubchem.ncbi.nlm.nih.gov/compound/25156703
https://pubchem.ncbi.nlm.nih.gov/compound/25156703
https://pubchem.ncbi.nlm.nih.gov/compound/14390137
https://pubchem.ncbi.nlm.nih.gov/compound/14390137


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

443 174003 

Pinoresinol diglucoside 
 

 -6.311 

444 320712 

Thalicberine, O-methyl 
 

 -1.491 

445 1023563 

(-)-Isolariciresinol 
 

 #N/A 

446 
4456658
7 

(3R,4S,5R)-5-(4-hydroxy-3-
methoxyphenyl)-3-[(4-
hydroxy-3-
methoxyphenyl)methyl]-4-
(hydroxymethyl)oxolan-3-ol 
 

 

-5.244 

https://pubchem.ncbi.nlm.nih.gov/compound/174003
https://pubchem.ncbi.nlm.nih.gov/compound/320712
https://pubchem.ncbi.nlm.nih.gov/compound/1023563
https://pubchem.ncbi.nlm.nih.gov/compound/44566587
https://pubchem.ncbi.nlm.nih.gov/compound/44566587


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

447 3083590 

Sylvatesmin 
 

 -4.033 

448 9917980 

Secoisolariciresinol 
diglucoside 
 

 -3.544 

449 
4455993
1 

(2S,3R,4S,5S,6R)-2-[4-
[(3R,3aS,6R,6aS)-3-(3-
hydroxy-4-methoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-2-methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 -3.719 

450 
2157501
4 

3'-Hydroxy-4'-methoxy-4'-
dehydroxynyasol 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/3083590
https://pubchem.ncbi.nlm.nih.gov/compound/9917980
https://pubchem.ncbi.nlm.nih.gov/compound/44559931
https://pubchem.ncbi.nlm.nih.gov/compound/44559931
https://pubchem.ncbi.nlm.nih.gov/compound/21575014
https://pubchem.ncbi.nlm.nih.gov/compound/21575014


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

451 181384 

(+)-2'-Norcepharanthine 
 

 -2.278 

452 
7152431
0 

(1S,2R)-3-N-(4-
acetamidobutyl)-1-(3,4-
dihydroxyphenyl)-7-hydroxy-
2-N-[2-(4-
hydroxyphenyl)ethyl]-6,8-
dimethoxy-1,2-
dihydronaphthalene-2,3-
dicarboxamide 
 

 

#N/A 

453 
4621118
7 

(+)-9'-Isovaleroxylariciresinol 
 

 -4.247 

454 
1004922
3 

Epiyangambin 
 

 -3.212 

https://pubchem.ncbi.nlm.nih.gov/compound/181384
https://pubchem.ncbi.nlm.nih.gov/compound/71524310
https://pubchem.ncbi.nlm.nih.gov/compound/71524310
https://pubchem.ncbi.nlm.nih.gov/compound/46211187
https://pubchem.ncbi.nlm.nih.gov/compound/46211187
https://pubchem.ncbi.nlm.nih.gov/compound/10049223
https://pubchem.ncbi.nlm.nih.gov/compound/10049223


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

455 168759 

(-)-Pluviatolide 
 

 -3.068 

456 
1387057
2 

Tetrahydrofuroguaiacin B 
 

 #N/A 

457 
4688888
8 

5-Hydroxy-6-(4-hydroxy-1-
methyl-5,8-dioxo-6,7-
dihydronaphthalen-2-yl)-2-
methylnaphthalene-1,4-
dione 
 

 #N/A 

458 
1125900
8 

(8R,8'R,9'S)-5-Methoxyclusin 
 

 -3.238 

459 
4445060
6 

(2S,3R)-4-(1,3-benzodioxol-5-
yl)-1-(4-hydroxyphenyl)-2,3-
dimethylbutan-1-one 
  -3.934 

460 
1099511
8 

(2S,3R,4S,5S,6R)-2-[4-
[[(3S,4S,5R)-4-hydroxy-5-(4-
hydroxy-3-methoxyphenyl)-4-
(hydroxymethyl)oxolan-3-
yl]methyl]-2-
methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-5.087 

https://pubchem.ncbi.nlm.nih.gov/compound/168759
https://pubchem.ncbi.nlm.nih.gov/compound/13870572
https://pubchem.ncbi.nlm.nih.gov/compound/13870572
https://pubchem.ncbi.nlm.nih.gov/compound/46888888
https://pubchem.ncbi.nlm.nih.gov/compound/46888888
https://pubchem.ncbi.nlm.nih.gov/compound/11259008
https://pubchem.ncbi.nlm.nih.gov/compound/11259008
https://pubchem.ncbi.nlm.nih.gov/compound/44450606
https://pubchem.ncbi.nlm.nih.gov/compound/44450606
https://pubchem.ncbi.nlm.nih.gov/compound/10995118
https://pubchem.ncbi.nlm.nih.gov/compound/10995118


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

461 
7632477
3 

Saurulignan A 
 

 -3.652 

462 
7069543
3 

Surinamensinol B 
 

 -2.224 

463 
5739010
5 

5-Methoxygalbelgin 
 

 -2.246 

464 177154 

(+)-Atherospermoline 
 

 -1.929 

465 
4420618
2 

Isoeucommin A 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/76324773
https://pubchem.ncbi.nlm.nih.gov/compound/76324773
https://pubchem.ncbi.nlm.nih.gov/compound/70695433
https://pubchem.ncbi.nlm.nih.gov/compound/70695433
https://pubchem.ncbi.nlm.nih.gov/compound/57390105
https://pubchem.ncbi.nlm.nih.gov/compound/57390105
https://pubchem.ncbi.nlm.nih.gov/compound/177154
https://pubchem.ncbi.nlm.nih.gov/compound/44206182
https://pubchem.ncbi.nlm.nih.gov/compound/44206182


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

466 
1039147
7 

Aviculin 
 

 -2.905 

467 
1055769
8 

Ciliatoside B 
 

 #N/A 

468 
1194866
2 

[(2S,3R,4R,5R)-4-
(hydroxymethyl)-2-(7-
methoxy-1,3-benzodioxol-5-
yl)-5-(3,4,5-
trimethoxyphenyl)oxolan-3-
yl]methyl acetate 
 

 
-2.308 

469 
1138245
4 

rel-4-[(1R,2S)-2-Hydroxy-2-(4-
hydroxy-3-methoxyphenyl)-1-
(hydroxymethyl)ethoxy]-3-
methoxybenzaldehyde 
 

 
-5.258 

470 
5335621
1 

(-)-(7'S,8S,8'R)-4,4'-dihydroxy-
3,3',5,5'-tetramethoxy-7',9-
epoxylignan-9'-ol-7-one 
 

 -5.654 

471 
1610983
4 

Dysosmarol 
 

 -5.201 

https://pubchem.ncbi.nlm.nih.gov/compound/10391477
https://pubchem.ncbi.nlm.nih.gov/compound/10391477
https://pubchem.ncbi.nlm.nih.gov/compound/10557698
https://pubchem.ncbi.nlm.nih.gov/compound/10557698
https://pubchem.ncbi.nlm.nih.gov/compound/11948662
https://pubchem.ncbi.nlm.nih.gov/compound/11948662
https://pubchem.ncbi.nlm.nih.gov/compound/11382454
https://pubchem.ncbi.nlm.nih.gov/compound/11382454
https://pubchem.ncbi.nlm.nih.gov/compound/53356211
https://pubchem.ncbi.nlm.nih.gov/compound/53356211
https://pubchem.ncbi.nlm.nih.gov/compound/16109834
https://pubchem.ncbi.nlm.nih.gov/compound/16109834


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

472 
1079134
5 

5,7-dihydroxy-2-[(2R,3R)-2-
(4-hydroxy-3,5-
dimethoxyphenyl)-3-
(hydroxymethyl)-2,3-dihydro-
1,4-benzodioxin-6-
yl]chromen-4-one 
 

 

-4.641 

473 
7145288
4 

Cleistantoxin 
 

 -3.200 

474 
1172402
7 

Guaiacin 
 

 #N/A 

475 
1039607
0 

Bastadin 7 
 

 -3.706 

https://pubchem.ncbi.nlm.nih.gov/compound/10791345
https://pubchem.ncbi.nlm.nih.gov/compound/10791345
https://pubchem.ncbi.nlm.nih.gov/compound/71452884
https://pubchem.ncbi.nlm.nih.gov/compound/71452884
https://pubchem.ncbi.nlm.nih.gov/compound/11724027
https://pubchem.ncbi.nlm.nih.gov/compound/11724027
https://pubchem.ncbi.nlm.nih.gov/compound/10396070
https://pubchem.ncbi.nlm.nih.gov/compound/10396070


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

476 100257 

Thalrugosine 
 

 -2.522 

477 
5733371
3 

(11R,17S,19S)-17-ethoxy-
7,15,19-
trihydroxypentacyclo[10.7.1.0
2,11.03,8.016,20]icosa-
1,3(8),4,6,12(20),13,15-
heptaen-9-one 
 

 
-3.460 

478 
5334459
5 

(+)-(7''S,8S,8'R,8''S)-4,4''-
dihydroxy-3,3',3'',5'-
tetramethoxy-4',8''-oxy-8,8'-
sesquineolignan-7''-ol 
 

 

-5.266 

479 
1069104
9 

(7S,8S)-4,7,9,9'-Tetrahydroxy-
3,3'-dimethoxy-8-O-4'-
neolignan 
 

 -3.860 

480 
1128448
3 

4'-O-Acetylpatentiflorin B 
 

 -1.579 

https://pubchem.ncbi.nlm.nih.gov/compound/100257
https://pubchem.ncbi.nlm.nih.gov/compound/57333713
https://pubchem.ncbi.nlm.nih.gov/compound/57333713
https://pubchem.ncbi.nlm.nih.gov/compound/53344595
https://pubchem.ncbi.nlm.nih.gov/compound/53344595
https://pubchem.ncbi.nlm.nih.gov/compound/10691049
https://pubchem.ncbi.nlm.nih.gov/compound/10691049
https://pubchem.ncbi.nlm.nih.gov/compound/11284483
https://pubchem.ncbi.nlm.nih.gov/compound/11284483


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

481 6915833 

Nyasol 
 

 #N/A 

482 
4526974
8 

Chushizisins D 
 

 -5.030 

483 3013841 

(8R,8'R)-4-
hydroxycubebinone 
 

 -3.882 

484 
1155976
4 

Grewin 
 

 -4.471 

485 
1477835
8 

Rhodiolin 
 

 -5.919 

https://pubchem.ncbi.nlm.nih.gov/compound/6915833
https://pubchem.ncbi.nlm.nih.gov/compound/45269748
https://pubchem.ncbi.nlm.nih.gov/compound/45269748
https://pubchem.ncbi.nlm.nih.gov/compound/3013841
https://pubchem.ncbi.nlm.nih.gov/compound/11559764
https://pubchem.ncbi.nlm.nih.gov/compound/11559764
https://pubchem.ncbi.nlm.nih.gov/compound/14778358
https://pubchem.ncbi.nlm.nih.gov/compound/14778358


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

486 457194 

Alpha-Conidendrin 
 

 -4.668 

487 
1138673
5 

4-[(3S,3aR,6S,6aR)-3-(1,3-
benzodioxol-5-yl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-2,6-dimethoxyphenol 
 

 
#N/A 

488 
1621527
8 

4-[(3S,3aR,6S,6aR)-3-(1,3-
benzodioxol-5-yl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-2,6-dimethoxyphenol 
 

 
-3.459 

489 
1596544
8 

Bastadin 16 
 

 #N/A 

490 486612 

Matairesinoside 
 

 -5.751 

https://pubchem.ncbi.nlm.nih.gov/compound/457194
https://pubchem.ncbi.nlm.nih.gov/compound/11386735
https://pubchem.ncbi.nlm.nih.gov/compound/11386735
https://pubchem.ncbi.nlm.nih.gov/compound/16215278
https://pubchem.ncbi.nlm.nih.gov/compound/16215278
https://pubchem.ncbi.nlm.nih.gov/compound/15965448
https://pubchem.ncbi.nlm.nih.gov/compound/15965448
https://pubchem.ncbi.nlm.nih.gov/compound/486612


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

491 360849 

1H-4,6:16,19-Dietheno-
21,25-metheno-12H-
[1,3]dioxolo[4,5-
g]pyrido[2',3':17,18][1,10]dio
xacycloeicosino[2,3,4-
ij]isoquinoline,2,3,13,14,14a,
15,26,26a-octahydro-22,30-
dimethoxy-1,14-dimethyl-
,(14aS,26aR)- 
 

 
-2.226 

492 160705 

4'-
Demethyldeoxypodophylloto
xin 
 

 -3.279 

493 
4683454
7 

(1S,2R)-1-[4-(1,3-
dihydroxypropan-2-yloxy)-3-
methoxyphenyl]-2-[4-(3-
hydroxypropyl)-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 

-5.844 

494 
2812553
1 

Arctigenin, (+)- 
 

 -4.136 

495 
1035901
2 

Machilin A 
 

 -4.611 

https://pubchem.ncbi.nlm.nih.gov/compound/360849
https://pubchem.ncbi.nlm.nih.gov/compound/160705
https://pubchem.ncbi.nlm.nih.gov/compound/46834547
https://pubchem.ncbi.nlm.nih.gov/compound/46834547
https://pubchem.ncbi.nlm.nih.gov/compound/28125531
https://pubchem.ncbi.nlm.nih.gov/compound/28125531
https://pubchem.ncbi.nlm.nih.gov/compound/10359012
https://pubchem.ncbi.nlm.nih.gov/compound/10359012


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

496 
1032866
2 

Bastadin-4 
 

 #N/A 

497 
4458001
8 

(1S,2R)-2-[4-[(2S,3R,4R,5S)-5-
(1,3-benzodioxol-5-yl)-3,4-
dimethyloxolan-2-yl]-2-
methoxyphenoxy]-1-(3,4-
dimethoxyphenyl)propan-1-
ol 
 

 

#N/A 

498 
4436776
2 

[(9S,14S)-3,4,5-trimethoxy-
10-oxo-11,18,20-
trioxapentacyclo[13.7.0.02,7.
09,13.017,21]docosa-
1(22),2,4,6,15,17(21)-hexaen-
14-yl] acetate 
 

 -2.602 

499 
1005553
5 

4-O-Demethylmanassantin B 
 

 #N/A 

500 
4618637
5 

Pycnanthulignene A 
 

 -4.087 

https://pubchem.ncbi.nlm.nih.gov/compound/10328662
https://pubchem.ncbi.nlm.nih.gov/compound/10328662
https://pubchem.ncbi.nlm.nih.gov/compound/44580018
https://pubchem.ncbi.nlm.nih.gov/compound/44580018
https://pubchem.ncbi.nlm.nih.gov/compound/44367762
https://pubchem.ncbi.nlm.nih.gov/compound/44367762
https://pubchem.ncbi.nlm.nih.gov/compound/10055535
https://pubchem.ncbi.nlm.nih.gov/compound/10055535
https://pubchem.ncbi.nlm.nih.gov/compound/46186375
https://pubchem.ncbi.nlm.nih.gov/compound/46186375


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

501 
1401642
1 

Pakyonol 
 

 -2.312 

502 2203 

(-)-Deoxypodophyllotoxin 
 

 -3.943 

503 
4458238
1 

(-)-Hydnocarpin 
 

 -4.401 

504 
1091969
6 

Picropodophyllin-4-O-|A-D-
glucopyranosyl-(1 inverted 
exclamation marku6)-|A-D-
glucopyranoside 
 

 #N/A 

505 
1122410
9 

Durantin A 
 

 -2.189 

https://pubchem.ncbi.nlm.nih.gov/compound/14016421
https://pubchem.ncbi.nlm.nih.gov/compound/14016421
https://pubchem.ncbi.nlm.nih.gov/compound/2203
https://pubchem.ncbi.nlm.nih.gov/compound/44582381
https://pubchem.ncbi.nlm.nih.gov/compound/44582381
https://pubchem.ncbi.nlm.nih.gov/compound/10919696
https://pubchem.ncbi.nlm.nih.gov/compound/10919696
https://pubchem.ncbi.nlm.nih.gov/compound/11224109
https://pubchem.ncbi.nlm.nih.gov/compound/11224109


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

506 160521 

Isolariciresinol, (+)- 
 

 -4.027 

507 
5090872
5 

(-)-sanguinolignan C 
 

 -2.837 

508 9822388 

Magnone A 
 

 -3.073 

509 
1668147
8 

(3S,3aS,6S,6aR)-3,6-bis(3,4-
dihydroxyphenyl)-3,3a,6,6a-
tetrahydro-1H-furo[3,4-
c]furan-4-one 
 

 -4.369 

510 
7631739
3 

4-[(2S,3R)-4-(6-hydroxy-1,3-
benzodioxol-5-yl)-2,3-
dimethylbutyl]-6-
methoxybenzene-1,3-diol 
 

 

-5.629 

https://pubchem.ncbi.nlm.nih.gov/compound/160521
https://pubchem.ncbi.nlm.nih.gov/compound/50908725
https://pubchem.ncbi.nlm.nih.gov/compound/50908725
https://pubchem.ncbi.nlm.nih.gov/compound/9822388
https://pubchem.ncbi.nlm.nih.gov/compound/16681478
https://pubchem.ncbi.nlm.nih.gov/compound/16681478
https://pubchem.ncbi.nlm.nih.gov/compound/76317393
https://pubchem.ncbi.nlm.nih.gov/compound/76317393


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

511 
1610987
1 

Gravicycle 
 

 -3.468 

512 
2521806
7 

3'-Methoxynyasol 
 

 -3.321 

513 
5335620
7 

(+)-(7S,8S)-1',4-dihydroxy-
3,3',5'-trimethoxy-7',8',9'-
trinor-8,4'-oxyneolignan-7,9-
diol 
  -3.581 

514 5316262 

Cycloolivil 
 

 #N/A 

515 9938773 

(+)-Strephibaberine 
 

 -2.203 

https://pubchem.ncbi.nlm.nih.gov/compound/16109871
https://pubchem.ncbi.nlm.nih.gov/compound/16109871
https://pubchem.ncbi.nlm.nih.gov/compound/25218067
https://pubchem.ncbi.nlm.nih.gov/compound/25218067
https://pubchem.ncbi.nlm.nih.gov/compound/53356207
https://pubchem.ncbi.nlm.nih.gov/compound/53356207
https://pubchem.ncbi.nlm.nih.gov/compound/5316262
https://pubchem.ncbi.nlm.nih.gov/compound/9938773


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

516 
1147802
2 

Patentiflorin B 
 

 -4.512 

517 
1453994
1 

2',2''-Dimethoxysesamin 
 

 -3.047 

518 443018 

Saucernetin 
 

 -5.116 

519 
4455977
2 

9-(1,3-benzodioxol-5-yl)-4-
[(2S,3R,4R)-3-[(2R,3S,4R,5R)-
4-[(2S,3R,4R)-3,4-dihydroxy-
4-(hydroxymethyl)oxolan-2-
yl]oxy-3,5-dihydroxyoxan-2-
yl]oxy-4-hydroxy-4-
[[(2S,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxolan-2-yl]oxy-
6,7-dimethoxy-3H-
benzo[f][2]benzofuran-1-one 
 

 
#N/A 

520 
4461316
0 

(-)-(7'R,8R,8'R)-4,4'-
dihydroxy-3,3',5-trimethoxy-
2,7'-cyclolignan 
 

 -4.612 

https://pubchem.ncbi.nlm.nih.gov/compound/11478022
https://pubchem.ncbi.nlm.nih.gov/compound/11478022
https://pubchem.ncbi.nlm.nih.gov/compound/14539941
https://pubchem.ncbi.nlm.nih.gov/compound/14539941
https://pubchem.ncbi.nlm.nih.gov/compound/443018
https://pubchem.ncbi.nlm.nih.gov/compound/44559772
https://pubchem.ncbi.nlm.nih.gov/compound/44559772
https://pubchem.ncbi.nlm.nih.gov/compound/44613160
https://pubchem.ncbi.nlm.nih.gov/compound/44613160


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

521 9974771 

Anhydrosecoisolariciresinol 
 

 -4.038 

522 641713 

Rel-(7R,8R,7'r,8'r)-3,4,3',4'-
Dimethylene-Dioxy-5,5'-
Dimethoxy-7,7'-Epoxylignan 
 

 -3.967 

523 
5668003
3 

(-)-(7R,7'R,7''R,8S,8'S,8''S)-
4',4''-dihydroxy-3,3',3'',5-
tetramethoxy-7,9':7',9-
diepoxy-4,8''-oxy-8,8'-
sesquineolignan-7'',9''-diol 
 

 -3.738 

524 5422 

Isosinomenine A 
 

 -1.434 

525 452855 

Trachelogenin 
 

 -4.347 

https://pubchem.ncbi.nlm.nih.gov/compound/9974771
https://pubchem.ncbi.nlm.nih.gov/compound/641713
https://pubchem.ncbi.nlm.nih.gov/compound/56680033
https://pubchem.ncbi.nlm.nih.gov/compound/56680033
https://pubchem.ncbi.nlm.nih.gov/compound/5422
https://pubchem.ncbi.nlm.nih.gov/compound/452855


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

526 182210 

3,4-Divanillyltetrahydrofuran 
 

 -4.038 

527 282017 

Hypoepistephanine 
 

 #N/A 

528 6443755 

Ggbce 
 

 -3.619 

529 
5666299
9 

(-)-(7R,7'R,7''S,8S,8'S,8''S)-
4',4''-dihydroxy-3,3',3'',5,5'-
pentamethoxy-7,9':7',9-
diepoxy-4,8''-oxy-8,8'-
sesquineolignan-7'',9''-diol 
 

 -4.694 

https://pubchem.ncbi.nlm.nih.gov/compound/182210
https://pubchem.ncbi.nlm.nih.gov/compound/282017
https://pubchem.ncbi.nlm.nih.gov/compound/6443755
https://pubchem.ncbi.nlm.nih.gov/compound/56662999
https://pubchem.ncbi.nlm.nih.gov/compound/56662999


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

530 
1165454
5 

(3E,4S)-3-[(4-hydroxy-3,5-
dimethoxyphenyl)methyliden
e]-4-[(7-methoxy-1,3-
benzodioxol-5-
yl)methyl]oxolan-2-one 
 

 -3.229 

531 
5666300
0 

(-)-(7R,7'R,7''S,8S,8'S,8''S)-
4',4''-dihydroxy-
3,3',3'',5,5',5''-hexamethoxy-
7,9':7',9-diepoxy-4,8''-oxy-
8,8'-sesquineolignan-7'',9''-
diol 
 

 -3.295 

532 
5667340
2 

(+)-
(7R,7'r,7''r,7'''s,8S,8's,8''s,8'''s
)-4'',4'''-Dihydroxy-
3,3',3'',3''',5,5'-Hexamethoxy-
7,9':7',9-Diepoxy-4,8'':4',8'''-
Bisoxy-8,8'-Dineolignan-
7'',7''',9'',9'''-Tetraol 
 

 #N/A 

533 
4457560
9 

1,3-Bis(4-
hydroxyphenyl)pent-4-en-1-
one 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11654545
https://pubchem.ncbi.nlm.nih.gov/compound/11654545
https://pubchem.ncbi.nlm.nih.gov/compound/56663000
https://pubchem.ncbi.nlm.nih.gov/compound/56663000
https://pubchem.ncbi.nlm.nih.gov/compound/56673402
https://pubchem.ncbi.nlm.nih.gov/compound/56673402
https://pubchem.ncbi.nlm.nih.gov/compound/44575609
https://pubchem.ncbi.nlm.nih.gov/compound/44575609


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

534 72435 

Picropodophyllin 
 

 #N/A 

535 115089 

Enterodiol 
 

 -3.174 

536 
1146229
6 

N,N'-((1Z,3Z)-1,4-Bis(4-
Methoxyphenyl)Buta-1,3-
Diene-2,3-Diyl)Diformamide 
 

 #N/A 

537 
5666648
0 

(-)-(7R,7'R,7''S,8S,8'S,8''S)-
4',4''-dihydroxy-3,3',3'',5-
tetramethoxy-7,9':7',9-
diepoxy-4,8''-oxy-8,8'-
sesquineolignan-7'',9''-diol 
 

 -4.813 

538 
5666300
1 

(+)-
(7R,7'R,7''S,7'''S,8S,8'S,8''S,8''
'S)-4'',4'''-dihydroxy-
3,3',3'',3''',5,5'-hexamethoxy-
7,9':7',9-diepoxy-4,8'':4',8'''-
bisoxy-8,8'-dineolignan-
7'',7''',9'',9'''-tetraol 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/72435
https://pubchem.ncbi.nlm.nih.gov/compound/115089
https://pubchem.ncbi.nlm.nih.gov/compound/11462296
https://pubchem.ncbi.nlm.nih.gov/compound/11462296
https://pubchem.ncbi.nlm.nih.gov/compound/56666480
https://pubchem.ncbi.nlm.nih.gov/compound/56666480
https://pubchem.ncbi.nlm.nih.gov/compound/56663001
https://pubchem.ncbi.nlm.nih.gov/compound/56663001


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

539 114739 

Enterolactone 
 

 -2.112 

540 
5668003
2 

(+)-(7R,7'R,8S,8'S)-4'-hydroxy-
3,3',4,5,5'-pentamethoxy-
7,7'-epoxylignan-9,9'-diol 
 

 -2.663 

541 
1141697
1 

Justiflorinol 
 

 -4.394 

542 
5666648
1 

(-)-(7R,7'R,7''R,8S,8'S,8''S)-
4',4''-dihydroxy-3,3',3'',5,5'-
pentamethoxy-7,9':7',9-
diepoxy-4,8''-oxy-8,8'-
sesquineolignan-7'',9''-diol 
 

 -3.047 

543 98409 

6,6'-Dimethoxy-2,2'-
dimethylberbaman-7,12-diol 
 

 -2.576 

https://pubchem.ncbi.nlm.nih.gov/compound/114739
https://pubchem.ncbi.nlm.nih.gov/compound/56680032
https://pubchem.ncbi.nlm.nih.gov/compound/56680032
https://pubchem.ncbi.nlm.nih.gov/compound/11416971
https://pubchem.ncbi.nlm.nih.gov/compound/11416971
https://pubchem.ncbi.nlm.nih.gov/compound/56666481
https://pubchem.ncbi.nlm.nih.gov/compound/56666481
https://pubchem.ncbi.nlm.nih.gov/compound/98409


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

544 
5667340
1 

(-)-(7R,7'R,7''R,8S,8'S,8''S)-
4',4''-dihydroxy-
3,3',3'',5,5',5''-hexamethoxy-
7,9':7',9-diepoxy-4,8''-oxy-
8,8'-sesquineolignan-7'',9''-
diol 
 

 -3.286 

545 99091 

1,4-Bis(3,4,5-
trimethoxyphenyl)tetrahydro-
1H,3H-furo[3,4-c]furan 
 

 -3.425 

546 
5665955
1 

(+)-
(7R,7'R,7''R,7'''R,8S,8'S,8''S,8''
'S)-4'',4'''-dihydroxy-
3,3',3'',3''',5,5'-hexamethoxy-
7,9':7',9-diepoxy-4,8'':4',8'''-
bisoxy-8,8'-dineolignan-
7'',7''',9'',9'''-tetraol 
 

 #N/A 

547 382073 

Sesamin, (-)- 
 

 -5.493 

https://pubchem.ncbi.nlm.nih.gov/compound/56673401
https://pubchem.ncbi.nlm.nih.gov/compound/56673401
https://pubchem.ncbi.nlm.nih.gov/compound/99091
https://pubchem.ncbi.nlm.nih.gov/compound/56659551
https://pubchem.ncbi.nlm.nih.gov/compound/56659551
https://pubchem.ncbi.nlm.nih.gov/compound/382073


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

548 
7633199
6 

(7R,8S,9S)-9-(1,3-
benzodioxol-5-yl)-7,8-
dimethyl-6,7,8,9-
tetrahydrobenzo[g][1,3]benz
odioxol-5-ol 
 

 -4.281 

549 
1160410
8 

(-)-Syringaresinol 
 

 -6.142 

550 
7068702
7 

(-)-Surinamensinol A 
 

 -2.641 

551 
1405753
4 

5-[(2S,3R)-4-(3,4-
dimethoxyphenyl)-2,3-
dimethylbutyl]-1,3-
benzodioxole 
 

 

-3.132 

552 
3835377
9 

Episteganangin 
 

 -2.974 

https://pubchem.ncbi.nlm.nih.gov/compound/76331996
https://pubchem.ncbi.nlm.nih.gov/compound/76331996
https://pubchem.ncbi.nlm.nih.gov/compound/11604108
https://pubchem.ncbi.nlm.nih.gov/compound/11604108
https://pubchem.ncbi.nlm.nih.gov/compound/70687027
https://pubchem.ncbi.nlm.nih.gov/compound/70687027
https://pubchem.ncbi.nlm.nih.gov/compound/14057534
https://pubchem.ncbi.nlm.nih.gov/compound/14057534
https://pubchem.ncbi.nlm.nih.gov/compound/38353779
https://pubchem.ncbi.nlm.nih.gov/compound/38353779


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

553 73117 

(+)-Eudesmin 
 

 -4.297 

554 
1048430
9 

Procumbenoside A 
 

 -4.041 

555 
7131255
7 

Eleutheroside E 
 

 #N/A 

556 
4683454
6 

(1R,2S)-2-(2,6-dimethoxy-4-
prop-2-enylphenoxy)-1-(4-
hydroxy-3,5-
dimethoxyphenyl)propane-
1,3-diol 
 

 

-2.690 

557 
1621171
0 

(2S,3S)-2-[(2S,3S)-3-(4-
hydroxy-3-methoxyphenyl)-2-
(hydroxymethyl)(2H,3H-
benzo [e]1,4-dioxin-6-yl)]-  -4.616 

https://pubchem.ncbi.nlm.nih.gov/compound/73117
https://pubchem.ncbi.nlm.nih.gov/compound/10484309
https://pubchem.ncbi.nlm.nih.gov/compound/10484309
https://pubchem.ncbi.nlm.nih.gov/compound/71312557
https://pubchem.ncbi.nlm.nih.gov/compound/71312557
https://pubchem.ncbi.nlm.nih.gov/compound/46834546
https://pubchem.ncbi.nlm.nih.gov/compound/46834546
https://pubchem.ncbi.nlm.nih.gov/compound/16211710
https://pubchem.ncbi.nlm.nih.gov/compound/16211710


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

3,5,7-trihydroxychroman-4-
one 
 

558 3086637 

Silybin (mixture of Silybin A 
and Silybin B) 
 

 -4.005 

559 
1116836
2 

(-)-Pinoresinol 4-O-glucoside 
 

 -3.990 

560 
7294806
0 

(3S,4R)-3,4-bis[(4-hydroxy-3-
methoxyphenyl)methyl]-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxolan-2-one 
 

 

-3.070 

561 
2524250
8 

Endiandrin B 
 

 -2.891 

562 
5739029
4 

Armandiside 
 

 -2.980 

563 
1516837
6 

(7'S)-Parabenzlactone 
 

 -5.741 

https://pubchem.ncbi.nlm.nih.gov/compound/3086637
https://pubchem.ncbi.nlm.nih.gov/compound/11168362
https://pubchem.ncbi.nlm.nih.gov/compound/11168362
https://pubchem.ncbi.nlm.nih.gov/compound/72948060
https://pubchem.ncbi.nlm.nih.gov/compound/72948060
https://pubchem.ncbi.nlm.nih.gov/compound/25242508
https://pubchem.ncbi.nlm.nih.gov/compound/25242508
https://pubchem.ncbi.nlm.nih.gov/compound/57390294
https://pubchem.ncbi.nlm.nih.gov/compound/57390294
https://pubchem.ncbi.nlm.nih.gov/compound/15168376
https://pubchem.ncbi.nlm.nih.gov/compound/15168376


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

564 
1146457
4 

(3S,4S)-4-[(7-methoxy-1,3-
benzodioxol-5-yl)methyl]-3-
[(3,4,5-
trimethoxyphenyl)methyl]oxo
lan-2-one 
 

 -3.809 

565 193042 

Dihydrocubebin 
 

 -4.479 

566 
1230963
6 

(-)-Pinoresinol 
 

 -5.245 

567 6711179 

Hypopistephanine 
 

 #N/A 

568 
4414397
8 

(9S,27S)-4,21-dimethoxy-
10,26-dimethyl-2,18,35-
trioxa-10,26-
diazaoctacyclo[27.2.2.13,7.19
,13.116,20.119,23.017,36.02
7,34]heptatriaconta-
1(31),3,5,7(37),13(36),14,16,
19(34),20,22,29,32-
dodecaene 
 

 

-2.181 

https://pubchem.ncbi.nlm.nih.gov/compound/11464574
https://pubchem.ncbi.nlm.nih.gov/compound/11464574
https://pubchem.ncbi.nlm.nih.gov/compound/193042
https://pubchem.ncbi.nlm.nih.gov/compound/12309636
https://pubchem.ncbi.nlm.nih.gov/compound/12309636
https://pubchem.ncbi.nlm.nih.gov/compound/6711179
https://pubchem.ncbi.nlm.nih.gov/compound/44143978
https://pubchem.ncbi.nlm.nih.gov/compound/44143978


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

569 
1427476
1 

threo-Guaiacylglycerol beta-
coniferyl ether 
 

 #N/A 

570 
5338766
7 

N,N'-((1Z,3Z)-1-(4-
hydroxyphenyl)-4-(4-
methoxyphenyl)buta-1,3-
diene-2,3-diyl)diformamide 
 

 #N/A 

571 
1008896
3 

Taxiresinol 
 

 -4.310 

572 3084718 

(-)-Cycleapeltine 
 

 -1.638 

573 
5739382
5 

(2S,3R,4S,5S,6R)-2-
[[(6S,7S,8S)-6-hydroxy-8-(4-
hydroxy-3-methoxyphenyl)-
6,7-bis(hydroxymethyl)-3-
methoxy-7,8-dihydro-5H-
naphthalen-2-yl]oxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-3.580 

https://pubchem.ncbi.nlm.nih.gov/compound/14274761
https://pubchem.ncbi.nlm.nih.gov/compound/14274761
https://pubchem.ncbi.nlm.nih.gov/compound/53387667
https://pubchem.ncbi.nlm.nih.gov/compound/53387667
https://pubchem.ncbi.nlm.nih.gov/compound/10088963
https://pubchem.ncbi.nlm.nih.gov/compound/10088963
https://pubchem.ncbi.nlm.nih.gov/compound/3084718
https://pubchem.ncbi.nlm.nih.gov/compound/57393825
https://pubchem.ncbi.nlm.nih.gov/compound/57393825


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

574 
7633561
5 

4-[(2S,3R,4S,5R)-5-(3,4-
dimethoxyphenyl)-3,4-

dimethyl-tetrahydrofuran-2-
yl]-2-methoxy-phenol 

  
-4.627 

575 
1175737
7 

(2S,3R,4S,5S,6R)-2-[4-
[[(3R,4S,5R)-3,4-dihydroxy-5-
(4-hydroxy-3-
methoxyphenyl)-4-
(hydroxymethyl)oxolan-3-
yl]methyl]-2-
methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-3.436 

576 
1621516
1 

[(2S,3R,4R)-2-(7-methoxy-1,3-
benzodioxol-5-yl)-4-[(7-
methoxy-1,3-benzodioxol-5-
yl)methyl]oxolan-3-
yl]methanol 

 

 

-2.615 

577 
4445059
6 

Oleiferin D 
 

 -4.934 

578 
4460607
8 

Khainaoside A 
 

 -3.186 

579 
4688705
2 

(1R,2R)-1-[4-(1,3-
dihydroxypropan-2-yloxy)-
3,5-dimethoxyphenyl]-2-[4-
(3-hydroxypropyl)-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 

#N/A 

580 
4688705
3 

(1R,2R)-1-[4-(1,3-
dihydroxypropan-2-yloxy)-3-
methoxyphenyl]-2-[4-(3-
hydroxypropyl)-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/76335615
https://pubchem.ncbi.nlm.nih.gov/compound/76335615
https://pubchem.ncbi.nlm.nih.gov/compound/11757377
https://pubchem.ncbi.nlm.nih.gov/compound/11757377
https://pubchem.ncbi.nlm.nih.gov/compound/16215161
https://pubchem.ncbi.nlm.nih.gov/compound/16215161
https://pubchem.ncbi.nlm.nih.gov/compound/44450596
https://pubchem.ncbi.nlm.nih.gov/compound/44450596
https://pubchem.ncbi.nlm.nih.gov/compound/44606078
https://pubchem.ncbi.nlm.nih.gov/compound/44606078
https://pubchem.ncbi.nlm.nih.gov/compound/46887052
https://pubchem.ncbi.nlm.nih.gov/compound/46887052
https://pubchem.ncbi.nlm.nih.gov/compound/46887053
https://pubchem.ncbi.nlm.nih.gov/compound/46887053


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

581 
4688708
4 

(1S,2R)-1-[4-(1,3-
dihydroxypropan-2-yloxy)-
3,5-dimethoxyphenyl]-2-[4-
(3-hydroxypropyl)-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 

#N/A 

582 
4688708
5 

(1R,2S)-1-[4-(1,3-
dihydroxypropan-2-yloxy)-3-
methoxyphenyl]-2-[4-(3-
hydroxypropyl)-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 
-3.055 

583 
4688812
6 

7-hydroxy-1-(4-hydroxy-3,5-
dimethoxyphenyl)-2-N,3-N-
bis[2-(4-
hydroxyphenyl)ethyl]-6,8-
dimethoxy-1,2-
dihydronaphthalene-2,3-
dicarboxamide 
 

 

-4.921 

584 
4690514
0 

(2S,3S,4S,5S,6S)-2-
[[(1R,2S,3S)-7-hydroxy-1-(4-
hydroxy-3,5-
dimethoxyphenyl)-3-
(hydroxymethyl)-6,8-
dimethoxy-1,2,3,4-
tetrahydronaphthalen-2-
yl]methoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-3.616 

585 
4690514
1 

(2S,3S,4S,5S,6S)-2-
[[(1S,2R,3R)-7-hydroxy-1-(4-
hydroxy-3,5-
dimethoxyphenyl)-3-
(hydroxymethyl)-6,8-
dimethoxy-1,2,3,4-
tetrahydronaphthalen-2-
yl]methoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/46887084
https://pubchem.ncbi.nlm.nih.gov/compound/46887084
https://pubchem.ncbi.nlm.nih.gov/compound/46887085
https://pubchem.ncbi.nlm.nih.gov/compound/46887085
https://pubchem.ncbi.nlm.nih.gov/compound/46888126
https://pubchem.ncbi.nlm.nih.gov/compound/46888126
https://pubchem.ncbi.nlm.nih.gov/compound/46905140
https://pubchem.ncbi.nlm.nih.gov/compound/46905140
https://pubchem.ncbi.nlm.nih.gov/compound/46905141
https://pubchem.ncbi.nlm.nih.gov/compound/46905141


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

586 
4684833
5 

Bastadin 26 
 

 #N/A 

587 
4684833
3 

[(12E,25E,28E)-16,21,32,36-
tetrabromo-13,20-dihydroxy-
12,25-bis(hydroxyimino)-
11,26-dioxo-2,18-dioxa-
10,27-
diazapentacyclo[28.2.2.214,1
7.13,7.119,23]octatriaconta-
1(32),3,5,7(38),14,16,19,21,2
3(35),28,30,33,36-tridecaen-
4-yl] hydrogen sulfate 
 

 

#N/A 

588 
5332079
2 

Bastadin 2 
 

 #N/A 

589 
5332186
4 

4-Hydroxysesamin 
 

 -5.872 

590 
2163618
5 

Hedyotol C 
 

 -4.445 

https://pubchem.ncbi.nlm.nih.gov/compound/46848335
https://pubchem.ncbi.nlm.nih.gov/compound/46848335
https://pubchem.ncbi.nlm.nih.gov/compound/46848333
https://pubchem.ncbi.nlm.nih.gov/compound/46848333
https://pubchem.ncbi.nlm.nih.gov/compound/53320792
https://pubchem.ncbi.nlm.nih.gov/compound/53320792
https://pubchem.ncbi.nlm.nih.gov/compound/53321864
https://pubchem.ncbi.nlm.nih.gov/compound/53321864
https://pubchem.ncbi.nlm.nih.gov/compound/21636185
https://pubchem.ncbi.nlm.nih.gov/compound/21636185


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

591 
1562815
9 

Hedyotisol B 
 

 #N/A 

592 
5739555
1 

(2R,3S,4R,5R,6S)-2-[4-
[(2R,3S,4R)-4-hydroxy-4-[(4-
hydroxy-3-
methoxyphenyl)methyl]-3-
(hydroxymethyl)oxolan-2-yl]-
2-methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-5.580 

593 
5739362
1 

(1R,2R)-1-(3,4-
dimethoxyphenyl)-2-[2,6-
dimethoxy-4-[(E)-prop-1-
enyl]phenoxy]propan-1-ol 
 

 
-3.182 

594 
7068549
4 

Manassantin B1 
 

 #N/A 

595 
1147822
4 

(2R,3R,4S,5S,6R)-2-[(E)-3-[4-
[1,3-dihydroxy-1-(4-hydroxy-
3-methoxyphenyl)propan-2-
yl]oxy-3-
methoxyphenyl]prop-2-
enoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-4.636 

596 
7068279
9 

Rel-Magnosalicin 
 

 -2.866 

https://pubchem.ncbi.nlm.nih.gov/compound/15628159
https://pubchem.ncbi.nlm.nih.gov/compound/15628159
https://pubchem.ncbi.nlm.nih.gov/compound/57395551
https://pubchem.ncbi.nlm.nih.gov/compound/57395551
https://pubchem.ncbi.nlm.nih.gov/compound/57393621
https://pubchem.ncbi.nlm.nih.gov/compound/57393621
https://pubchem.ncbi.nlm.nih.gov/compound/70685494
https://pubchem.ncbi.nlm.nih.gov/compound/70685494
https://pubchem.ncbi.nlm.nih.gov/compound/11478224
https://pubchem.ncbi.nlm.nih.gov/compound/11478224
https://pubchem.ncbi.nlm.nih.gov/compound/70682799
https://pubchem.ncbi.nlm.nih.gov/compound/70682799


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

597 
7145105
7 

Furo[3',4':6,7]naphtho[2,3-
d]-1,3-dioxole-5-carbonitrile, 
9-(1,3-benzodioxol-5-yl)-
5,5a,6,8,8a,9-hexahydro-4-
methoxy-8-oxo-, 
(5S,5aR,8aR,9R)- 
 

 -3.648 

598 
7145106
2 

(3aS,4R,5R,10bS)-5-(1,3-
benzodioxol-5-yl)-10-
methoxy-4-(piperidine-1-
carbonyl)-3a,4,5,10b-
tetrahydro-3H-
[2]benzofuro[6,7-
f][1,3]benzodioxol-1-one 
 

 -2.590 

599 
7146008
0 

(3aS,4R,5R,10bS)-5-(1,3-
benzodioxol-5-yl)-10-
methoxy-4-(piperidine-1-
carbonyl)-3a,4,5,10b-
tetrahydro-3H-
[2]benzofuro[6,7-
f][1,3]benzodioxol-1-one 
  -1.728 

600 
4441974
6 

Dehydrorobustol A 
 

 -4.710 

https://pubchem.ncbi.nlm.nih.gov/compound/71451057
https://pubchem.ncbi.nlm.nih.gov/compound/71451057
https://pubchem.ncbi.nlm.nih.gov/compound/71451062
https://pubchem.ncbi.nlm.nih.gov/compound/71451062
https://pubchem.ncbi.nlm.nih.gov/compound/71460080
https://pubchem.ncbi.nlm.nih.gov/compound/71460080
https://pubchem.ncbi.nlm.nih.gov/compound/44419746
https://pubchem.ncbi.nlm.nih.gov/compound/44419746


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

601 
4441973
0 

Dehydrogravicycle 
 

 -2.435 

602 
4442128
9 

5'-Methoxyhedyotisol A 
 

 #N/A 

603 
1675678
1 

Di-O-Acetylendiandrin A 
 

 0.055 

604 
7171793
2 

Cchisanbicolorin A 
 

 #N/A 

605 
4442987
3 

(2R,3S,4R,5R,6S)-2-[4-
[[(3S,4S,5R)-5-(4-hydroxy-3-
methoxyphenyl)-4-
(hydroxymethyl)oxolan-3-
yl]methyl]-2-
methoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-5.690 

https://pubchem.ncbi.nlm.nih.gov/compound/44419730
https://pubchem.ncbi.nlm.nih.gov/compound/44419730
https://pubchem.ncbi.nlm.nih.gov/compound/44421289
https://pubchem.ncbi.nlm.nih.gov/compound/44421289
https://pubchem.ncbi.nlm.nih.gov/compound/16756781
https://pubchem.ncbi.nlm.nih.gov/compound/16756781
https://pubchem.ncbi.nlm.nih.gov/compound/71717932
https://pubchem.ncbi.nlm.nih.gov/compound/71717932
https://pubchem.ncbi.nlm.nih.gov/compound/44429873
https://pubchem.ncbi.nlm.nih.gov/compound/44429873


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

606 
7171951
0 

1-(3,4-dihydroxyphenyl)-7-
hydroxy-2-N,3-N-bis[2-(4-
hydroxyphenyl)ethyl]-6,8-
dimethoxy-1,2-
dihydronaphthalene-2,3-
dicarboxamide 
 

 
-5.349 

607 
4442987
4 

(2S,3R,4R,5S,6R)-2-
(hydroxymethyl)-6-[4-
[[(3S,4S,5R)-4-
(hydroxymethyl)-5-[3-
methoxy-4-[(2R,3S,4R,5R,6S)-
3,4,5-trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]oxolan-3-
yl]methyl]-2-
methoxyphenoxy]oxane-
3,4,5-triol 
 

 

-6.267 

608 
7171894
5 

(2R,3R,4S,5R)-2-[[(2R,3R)-7-
hydroxy-1-(4-hydroxy-3-
methoxyphenyl)-3-
(hydroxymethyl)-6-methoxy-
1,2,3,4-
tetrahydronaphthalen-2-
yl]methoxy]oxane-3,4,5-triol 
 

 

-2.253 

609 
7171402
4 

(13R,14S)-22,33-dimethoxy-
13-methyl-13-oxido-2,5,7,20-
tetraoxa-28-aza-13-
azoniaoctacyclo[25.6.2.216,1
9.13,10.121,25.04,8.031,35.0
14,39]nonatriaconta-
1(33),3(39),4(8),9,16(38),17,1
9(37),21,23,25(36),27,31,34-
tridecaene 
 

 
-1.803 

https://pubchem.ncbi.nlm.nih.gov/compound/71719510
https://pubchem.ncbi.nlm.nih.gov/compound/71719510
https://pubchem.ncbi.nlm.nih.gov/compound/44429874
https://pubchem.ncbi.nlm.nih.gov/compound/44429874
https://pubchem.ncbi.nlm.nih.gov/compound/71718945
https://pubchem.ncbi.nlm.nih.gov/compound/71718945
https://pubchem.ncbi.nlm.nih.gov/compound/71714024
https://pubchem.ncbi.nlm.nih.gov/compound/71714024


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

610 
7334949
2 

2-[4-[(3R,6R)-6-(4-hydroxy-
3,5-dimethoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-2-methoxyphenoxy]-1-(4-
hydroxy-3-
methoxyphenyl)propane-1,3-
diol 
  -4.497 

611 
4444717
8 

4-[4-(1,3-Benzodioxol-5-yl)-1-
methoxy-2,3-dimethylbutyl]-
2-methoxyphenol 
 

 -4.357 

612 
4445536
1 

(1S,4R,7S,10S,13S,16S)-24-
hydroxy-10-[(4-
methoxyphenyl)methyl]-
4,7,9,13,15,29-hexamethyl-
25-nitro-22-oxa-
3,6,9,12,15,29-
hexazatetracyclo[14.12.2.218
,21.123,27]tritriaconta-
18,20,23(31),24,26,32-
hexaene-2,5,8,11,14,30-
hexone 
 

 

#N/A 

613 
4445536
2 

(1S,4R,7S,10S,13S,16S)-24-
methoxy-10-[(4-
methoxyphenyl)methyl]-
4,7,9,13,15,29-hexamethyl-
25-nitro-22-oxa-
3,6,9,12,15,29-
hexazatetracyclo[14.12.2.218
,21.123,27]tritriaconta-
18,20,23(31),24,26,32-
hexaene-2,5,8,11,14,30-
hexone 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/73349492
https://pubchem.ncbi.nlm.nih.gov/compound/73349492
https://pubchem.ncbi.nlm.nih.gov/compound/44447178
https://pubchem.ncbi.nlm.nih.gov/compound/44447178
https://pubchem.ncbi.nlm.nih.gov/compound/44455361
https://pubchem.ncbi.nlm.nih.gov/compound/44455361
https://pubchem.ncbi.nlm.nih.gov/compound/44455362
https://pubchem.ncbi.nlm.nih.gov/compound/44455362


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

614 
4445529
1 

(1S,4R,7S,10S,13S,16S)-24-
methoxy-10-[(4-
methoxyphenyl)methyl]-
4,7,9,13,15,29-hexamethyl-
26-nitro-22-oxa-
3,6,9,12,15,29-
hexazatetracyclo[14.12.2.218
,21.123,27]tritriaconta-
18,20,23,25,27(31),32-
hexaene-2,5,8,11,14,30-
hexone 
  #N/A 

615 
4445532
9 

(1S,4R,7S,10S,13S,16S)-26-
hydroxy-24-methoxy-10-[(4-
methoxyphenyl)methyl]-
4,7,9,13,15,29-hexamethyl-
22-oxa-3,6,9,12,15,29-
hexazatetracyclo[14.12.2.218
,21.123,27]tritriaconta-
18,20,23,25,27(31),32-
hexaene-2,5,8,11,14,30-
hexone 
  #N/A 

616 
4444820
6 

Bastadin 24 
 

 #N/A 

617 
7632477
4 

(2S,3S)-1,4-bis(4-hydroxy-3-
methoxyphenyl)butane-2,3-
diol 
  -5.036 

https://pubchem.ncbi.nlm.nih.gov/compound/44455291
https://pubchem.ncbi.nlm.nih.gov/compound/44455291
https://pubchem.ncbi.nlm.nih.gov/compound/44455329
https://pubchem.ncbi.nlm.nih.gov/compound/44455329
https://pubchem.ncbi.nlm.nih.gov/compound/44448206
https://pubchem.ncbi.nlm.nih.gov/compound/44448206
https://pubchem.ncbi.nlm.nih.gov/compound/76324774
https://pubchem.ncbi.nlm.nih.gov/compound/76324774


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

618 
7631742
8 

[(2R,3R)-2-(2,6-dimethoxy-4-
prop-2-enylphenoxy)-3-
hydroxy-3-(3,4,5-
trimethoxyphenyl)propyl] 
acetate 
 

 #N/A 

619 
5762029
3 

(2Z)-3-(3,4-dihydroxyphenyl)-
2-[(3,4-
dihydroxyphenyl)methylidene
]-4-hydroxypentanedioic acid 
 

 -3.969 

620 
1087198
0 

Dihydrosesamin 
 

 -5.590 

621 
9067627
7 

bis[[(1S,3S,4S)-4-formyl-3-
hydroxy-4-[(Z)-2-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethenyl]cyclohexyl]met
hyl] (2E,3E)-2-[(3,4-
dihydroxyphenyl)methylidene
]-3-[(4-
hydroxyphenyl)methylidene]
butanedioate 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/76317428
https://pubchem.ncbi.nlm.nih.gov/compound/76317428
https://pubchem.ncbi.nlm.nih.gov/compound/57620293
https://pubchem.ncbi.nlm.nih.gov/compound/57620293
https://pubchem.ncbi.nlm.nih.gov/compound/10871980
https://pubchem.ncbi.nlm.nih.gov/compound/10871980
https://pubchem.ncbi.nlm.nih.gov/compound/90676277
https://pubchem.ncbi.nlm.nih.gov/compound/90676277


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

622 
9067627
8 

bis[[(1S,3S,4S)-4-formyl-3-
hydroxy-4-[(Z)-2-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethenyl]cyclohexyl]met
hyl] (1R,2S)-6,7-dihydroxy-1-
(4-hydroxyphenyl)-1,2-
dihydronaphthalene-2,3-
dicarboxylate 
 

 

#N/A 

623 
9067627
9 

bis[[(1S,3S,4S)-4-formyl-3-
hydroxy-4-[(Z)-2-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethenyl]cyclohexyl]met
hyl] (1R,2S)-7,8-dihydroxy-1-
(4-hydroxyphenyl)-1,2-
dihydronaphthalene-2,3-
dicarboxylate 
 

 

#N/A 

624 
9067628
5 

1-O-[[(1S,3S,4S)-4-formyl-3-
hydroxy-4-[(Z)-2-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethenyl]cyclohexyl]met
hyl] 4-O-[[(1S,3S,4S)-4-
formyl-3-hydroxy-4-[2-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethyl]cyclohexyl]methyl
] (2E,3E)-3-[(3,4-
dihydroxyphenyl)methylidene
]-2-[(4-
hydroxyphenyl)methylidene]
butanedioate 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/90676278
https://pubchem.ncbi.nlm.nih.gov/compound/90676278
https://pubchem.ncbi.nlm.nih.gov/compound/90676279
https://pubchem.ncbi.nlm.nih.gov/compound/90676279
https://pubchem.ncbi.nlm.nih.gov/compound/90676285
https://pubchem.ncbi.nlm.nih.gov/compound/90676285


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

625 
9067628
6 

bis[[(1S,3S,4R)-3-hydroxy-4-
(hydroxymethyl)-4-[2-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethyl]cyclohexyl]methyl
] (2E,3E)-2-[(3,4-
dihydroxyphenyl)methylidene
]-3-[(4-
hydroxyphenyl)methylidene]
butanedioate 
 

 

#N/A 

626 
9067628
7 

bis[[(1S,3S,4R)-3-hydroxy-4-
(2-hydroxyethyl)-4-
(hydroxymethyl)cyclohexyl]m
ethyl] (2E,3E)-2-[(3,4-
dihydroxyphenyl)methylidene
]-3-[(4-
hydroxyphenyl)methylidene]
butanedioate 
 

 

#N/A 

627 
9067628
8 

bis[[(1S,3S,4R)-3-hydroxy-4-
(2-hydroxyethyl)-4-
(hydroxymethyl)cyclohexyl]m
ethyl] (2E,3E)-2-[(3,4-
dimethoxyphenyl)methyliden
e]-3-[(4-
methoxyphenyl)methylidene]
butanedioate 
 

 

#N/A 

628 
9067628
9 

dimethyl (2E,3E)-2-[(3,4-
dimethoxyphenyl)methyliden
e]-3-[(4-
methoxyphenyl)methylidene]
butanedioate 
 

 -2.533 

https://pubchem.ncbi.nlm.nih.gov/compound/90676286
https://pubchem.ncbi.nlm.nih.gov/compound/90676286
https://pubchem.ncbi.nlm.nih.gov/compound/90676287
https://pubchem.ncbi.nlm.nih.gov/compound/90676287
https://pubchem.ncbi.nlm.nih.gov/compound/90676288
https://pubchem.ncbi.nlm.nih.gov/compound/90676288
https://pubchem.ncbi.nlm.nih.gov/compound/90676289
https://pubchem.ncbi.nlm.nih.gov/compound/90676289


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

629 
9067629
1 

1-O-[[(1S,3S,4R)-3-hydroxy-4-
(hydroxymethyl)-4-[(Z)-2-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethenyl]cyclohexyl]met
hyl] 4-O-[[(1S,3S,4R)-3-
hydroxy-4-(hydroxymethyl)-4-
[2-[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyethyl]cyclohexyl]methyl
] (2E,3E)-3-[(3,4-
dimethoxyphenyl)methyliden
e]-2-[(4-
methoxyphenyl)methylidene]
butanedioate 
 

 

#N/A 

630 
9068220
9 

(2R,3R,4S,5S,6R)-2-[(2R,3R)-
2,3-bis(1,3-benzodioxol-5-
ylmethyl)-4-hydroxybutoxy]-
6-[[(2R,3R,4R,5S)-3,4-
dihydroxy-5-
(hydroxymethyl)oxolan-2-
yl]oxymethyl]oxane-3,4,5-
triol 
 

 

-2.672 

631 
9068325
3 

[(3S,4R,5R,6S)-4-acetyloxy-6-
[[9-(1,3-benzodioxol-5-yl)-
6,7-dimethoxy-1-oxo-3H-
benzo[f][2]benzofuran-4-
yl]oxy]-5-hydroxyoxan-3-yl] 
acetate 
 

 -2.701 

https://pubchem.ncbi.nlm.nih.gov/compound/90676291
https://pubchem.ncbi.nlm.nih.gov/compound/90676291
https://pubchem.ncbi.nlm.nih.gov/compound/90682209
https://pubchem.ncbi.nlm.nih.gov/compound/90682209
https://pubchem.ncbi.nlm.nih.gov/compound/90683253
https://pubchem.ncbi.nlm.nih.gov/compound/90683253


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

632 
9068325
4 

[(2S,3R,4S,5S)-2-[[9-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-1-oxo-3H-
benzo[f][2]benzofuran-4-
yl]oxy]-3,5-dihydroxyoxan-4-
yl] acetate 
 

 -3.504 

633 
9068325
5 

[(3S,4R,5R,6S)-6-[[9-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-1-oxo-3H-
benzo[f][2]benzofuran-4-
yl]oxy]-4,5-dihydroxyoxan-3-
yl] acetate 
 

 -3.603 

634 
6020024
8 

[(3S,4S,5R,6S)-4,5-
diacetyloxy-6-[[9-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-1-oxo-3H-
benzo[f][2]benzofuran-4-
yl]oxy]oxan-3-yl] acetate 
 

 -3.078 

https://pubchem.ncbi.nlm.nih.gov/compound/90683254
https://pubchem.ncbi.nlm.nih.gov/compound/90683254
https://pubchem.ncbi.nlm.nih.gov/compound/90683255
https://pubchem.ncbi.nlm.nih.gov/compound/90683255
https://pubchem.ncbi.nlm.nih.gov/compound/60200248
https://pubchem.ncbi.nlm.nih.gov/compound/60200248


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

635 
1360739
0 

4-[1,3-Dihydroxy-1-(4-
hydroxy-3-
methoxyphenyl)propan-2-
yl]oxy-3-methoxybenzoic acid 
 

 
-4.833 

636 
1621627
6 

(3R,3aR,6aR)-3-[4-[1,3-
dihydroxy-1-(4-hydroxy-3-
methoxyphenyl)propan-2-
yl]oxy-3,5-dimethoxyphenyl]-
3,3a,4,6a-tetrahydro-1H-
furo[3,4-c]furan-6-one 
 

 -4.091 

637 
1675678
2 

Di-O-Methylendiandrin A 
 

 -4.670 

638 
4442129
3 

(1S,2R)-2-[4-[(3R,3aS,6R,6aS)-
6-[4-[(1S,2R)-1,3-dihydroxy-1-
(4-hydroxy-3-
methoxyphenyl)propan-2-
yl]oxy-3,5-dimethoxyphenyl]-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-3-
yl]-2,6-dimethoxyphenoxy]-1-
(4-hydroxy-3-
methoxyphenyl)propane-1,3-
diol 
 

 

#N/A 

639 
4445060
5 

4-[(Z)-4-(4-hydroxyphenyl)-
2,3-dimethylbut-3-
enyl]phenol 
 

 -4.722 

https://pubchem.ncbi.nlm.nih.gov/compound/13607390
https://pubchem.ncbi.nlm.nih.gov/compound/13607390
https://pubchem.ncbi.nlm.nih.gov/compound/16216276
https://pubchem.ncbi.nlm.nih.gov/compound/16216276
https://pubchem.ncbi.nlm.nih.gov/compound/16756782
https://pubchem.ncbi.nlm.nih.gov/compound/16756782
https://pubchem.ncbi.nlm.nih.gov/compound/44421293
https://pubchem.ncbi.nlm.nih.gov/compound/44421293
https://pubchem.ncbi.nlm.nih.gov/compound/44450605
https://pubchem.ncbi.nlm.nih.gov/compound/44450605


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

640 9854728 

(12E,25E)-5,16,21,32,33-
pentabromo-4,20,29-
trihydroxy-12,25-
bis(hydroxyimino)-2,18-dioxa-
10,27-
diazapentacyclo[28.2.2.214,1
7.13,7.119,23]octatriaconta-
1(32),3,5,7(38),14,16,19,21,2
3(35),30,33,36-dodecaene-
11,26-dione 
 

 

#N/A 

641 
4445532
8 

(1S,4R,7S,10S,13S,16S)-25-
amino-24-methoxy-10-[(4-
methoxyphenyl)methyl]-
4,7,9,13,15,29-hexamethyl-
22-oxa-3,6,9,12,15,29-
hexazatetracyclo[14.12.2.218
,21.123,27]tritriaconta-
18,20,23(31),24,26,32-
hexaene-2,5,8,11,14,30-
hexone 
 

 

#N/A 

642 
4442305
2 

(+)-3,3'-Bisdemethyltanegool 
 

 -4.174 

643 
4445529
2 

1S,4R,7S,10S,13S,16S)-26-
amino-24-methoxy-10-[(4-
methoxyphenyl)methyl]-
4,7,9,13,15,29-hexamethyl-
22-oxa-3,6,9,12,15,29-
hexazatetracyclo[14.12.2.218
,21.123,27]tritriaconta-
18,20,23,25,27(31),32-
hexaene-2,5,8,11,14,30-
hexone 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/9854728
https://pubchem.ncbi.nlm.nih.gov/compound/44455328
https://pubchem.ncbi.nlm.nih.gov/compound/44455328
https://pubchem.ncbi.nlm.nih.gov/compound/44423052
https://pubchem.ncbi.nlm.nih.gov/compound/44423052
https://pubchem.ncbi.nlm.nih.gov/compound/44455292
https://pubchem.ncbi.nlm.nih.gov/compound/44455292


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

644 9577239 

CID 9577239 
 

 #N/A 

645 
1128522
4 

[(2S,3R,4R,5S,6R)-4,5-
diacetyloxy-6-[[9-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-1-oxo-3H-
benzo[f][2]benzofuran-4-
yl]oxy]-2-methyloxan-3-yl] 
acetate 
 

 -0.164 

646 5316937 

dipotassium;(2R)-2-[(1R)-3-
[(1R)-1-carboxylato-2-(3,4-
dihydroxyphenyl)ethoxy]carb
onyl-1-(3,4-dihydroxyphenyl)-
6,7-dihydroxy-1,2-
dihydronaphthalene-2-
carbonyl]oxy-3-(3,4-
dihydroxyphenyl)propanoate 
  #N/A 

647 
4457567
9 

potassium;sodium;(2R)-2-
[(1R)-3-[(1R)-1-carboxylato-2-
(3,4-
dihydroxyphenyl)ethoxy]carb
onyl-1-(3,4-dihydroxyphenyl)-
6-hydroxy-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-1,2-
dihydronaphthalene-2-
carbonyl]oxy-3-(3,4-
dihydroxyphenyl)propanoate 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/9577239
https://pubchem.ncbi.nlm.nih.gov/compound/11285224
https://pubchem.ncbi.nlm.nih.gov/compound/11285224
https://pubchem.ncbi.nlm.nih.gov/compound/5316937
https://pubchem.ncbi.nlm.nih.gov/compound/44575679
https://pubchem.ncbi.nlm.nih.gov/compound/44575679


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

648 
1149150
9 

[(3S,4S,5R,6R)-4,5-
diacetyloxy-6-
[[(2R,3S,4S,5R,6S)-3,4,5-
triacetyloxy-6-[[9-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-1-oxo-3H-
benzo[f][2]benzofuran-4-
yl]oxy]oxan-2-
yl]methoxy]oxan-3-yl] acetate 
 

 
#N/A 

649 452548 

Teniposide 
 

 -3.669 

650 
4456711
3 

Tetramethylbastadin 8 
 

 #N/A 

651 
1031748
4 

Koelreuterin 1 
 

 -3.958 

652 
1114678
4 

Dadahol B 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11491509
https://pubchem.ncbi.nlm.nih.gov/compound/11491509
https://pubchem.ncbi.nlm.nih.gov/compound/452548
https://pubchem.ncbi.nlm.nih.gov/compound/44567113
https://pubchem.ncbi.nlm.nih.gov/compound/44567113
https://pubchem.ncbi.nlm.nih.gov/compound/10317484
https://pubchem.ncbi.nlm.nih.gov/compound/10317484
https://pubchem.ncbi.nlm.nih.gov/compound/11146784
https://pubchem.ncbi.nlm.nih.gov/compound/11146784


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

653 
2486190
1 

Kadangustin H 
 

 -3.389 

654 
4458443
7 

Stegonate A 
 

 -3.226 

655 
2486190
2 

Kadangustin I 
 

 -4.305 

656 133997 

5-
Methoxydehydropodophyllot
oxin 
 

 -1.745 

657 
4458448
4 

Dehydro-Beta-Peltatin Methyl 
Ether 
 

 -2.319 

https://pubchem.ncbi.nlm.nih.gov/compound/24861901
https://pubchem.ncbi.nlm.nih.gov/compound/24861901
https://pubchem.ncbi.nlm.nih.gov/compound/44584437
https://pubchem.ncbi.nlm.nih.gov/compound/44584437
https://pubchem.ncbi.nlm.nih.gov/compound/24861902
https://pubchem.ncbi.nlm.nih.gov/compound/24861902
https://pubchem.ncbi.nlm.nih.gov/compound/133997
https://pubchem.ncbi.nlm.nih.gov/compound/44584484
https://pubchem.ncbi.nlm.nih.gov/compound/44584484


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

658 
4456035
6 

Acutissimalignan A 
 

 -3.660 

659 
4458430
2 

CID 44584302 
 

 -2.800 

660 
1102542
5 

5-[(3S,3aR,6S,6aR)-3-(3,4-
dimethoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-4-methyl-1,3-
benzodioxole 
 

 

-3.149 

661 
1036605
5 

Rhinacanthin E 
 

 -2.977 

https://pubchem.ncbi.nlm.nih.gov/compound/44560356
https://pubchem.ncbi.nlm.nih.gov/compound/44560356
https://pubchem.ncbi.nlm.nih.gov/compound/44584302
https://pubchem.ncbi.nlm.nih.gov/compound/44584302
https://pubchem.ncbi.nlm.nih.gov/compound/11025425
https://pubchem.ncbi.nlm.nih.gov/compound/11025425
https://pubchem.ncbi.nlm.nih.gov/compound/10366055
https://pubchem.ncbi.nlm.nih.gov/compound/10366055


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

662 466077 

Thannilignan 
 

 -5.302 

663 
1045795
9 

Marchantin A Trimethyl Ether 
 

 -2.859 

664 
1507104
0 

Marchantin B Tetramethyl 
Ether 
 

 -2.301 

665 
1041118
9 

Rhinacanthin F 
 

 -2.671 

666 
4458430
0 

Marchantin D 
 

 -3.462 

https://pubchem.ncbi.nlm.nih.gov/compound/466077
https://pubchem.ncbi.nlm.nih.gov/compound/10457959
https://pubchem.ncbi.nlm.nih.gov/compound/10457959
https://pubchem.ncbi.nlm.nih.gov/compound/15071040
https://pubchem.ncbi.nlm.nih.gov/compound/15071040
https://pubchem.ncbi.nlm.nih.gov/compound/10411189
https://pubchem.ncbi.nlm.nih.gov/compound/10411189
https://pubchem.ncbi.nlm.nih.gov/compound/44584300
https://pubchem.ncbi.nlm.nih.gov/compound/44584300


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

667 477162 

Phyllamyricoside A 
 

 -3.010 

668 
4455972
1 

Steganoate B 
 

 -3.148 

669 
1153773
6 

Actaealactone 
 

 -4.507 

670 
4458001
7 

Saucerneol H 
 

 -3.974 

671 
2513594
3 

Saucerneol G 
 

 -4.033 

https://pubchem.ncbi.nlm.nih.gov/compound/477162
https://pubchem.ncbi.nlm.nih.gov/compound/44559721
https://pubchem.ncbi.nlm.nih.gov/compound/44559721
https://pubchem.ncbi.nlm.nih.gov/compound/11537736
https://pubchem.ncbi.nlm.nih.gov/compound/11537736
https://pubchem.ncbi.nlm.nih.gov/compound/44580017
https://pubchem.ncbi.nlm.nih.gov/compound/44580017
https://pubchem.ncbi.nlm.nih.gov/compound/25135943
https://pubchem.ncbi.nlm.nih.gov/compound/25135943


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

672 
4457566
7 

disodium;(2R)-2-[(1R)-3-
[(1R)-1-carboxylato-2-(3,4-
dihydroxyphenyl)ethoxy]carb
onyl-1-(3,4-dihydroxyphenyl)-
6,7-dihydroxy-1,2-
dihydronaphthalene-2-
carbonyl]oxy-3-(3,4-
dihydroxyphenyl)propanoate 
  #N/A 

673 
4457567
8 

potassium;(2R)-2-[(3R,4S)-3-
[(1R)-1-carboxy-2-(3,4-
dihydroxyphenyl)ethoxy]carb
onyl-4-(3,4-dihydroxyphenyl)-
6,7-dihydroxy-3,4-
dihydronaphthalene-2-
carbonyl]oxy-3-(3,4-
dihydroxyphenyl)propanoate 
  #N/A 

674 
2172300
8 

Hydnowightin 
 

 -4.252 

675 5316938 

(2R)-2-[(1R)-3-[(1R)-1-
carboxy-2-(3,4-
dihydroxyphenyl)ethoxy]carb
onyl-1-(3,4-dihydroxyphenyl)-
6,7-dihydroxy-1,2-
dihydronaphthalene-2-
carbonyl]oxy-3-(3,4-
dihydroxyphenyl)propanoic 
acid 
 

 

#N/A 

676 
2159194
9 

4''-O-beta-D-glucosyl-9-O-
(6''''-deoxysaccharosyl)olivil 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44575667
https://pubchem.ncbi.nlm.nih.gov/compound/44575667
https://pubchem.ncbi.nlm.nih.gov/compound/44575678
https://pubchem.ncbi.nlm.nih.gov/compound/44575678
https://pubchem.ncbi.nlm.nih.gov/compound/21723008
https://pubchem.ncbi.nlm.nih.gov/compound/21723008
https://pubchem.ncbi.nlm.nih.gov/compound/5316938
https://pubchem.ncbi.nlm.nih.gov/compound/21591949
https://pubchem.ncbi.nlm.nih.gov/compound/21591949


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

677 
1090864
3 

Dadahol A 
 

 #N/A 

678 
4457189
3 

Cyclobispsammaplin A 
 

 #N/A 

679 
4456711
2 

Tetramethylbastadin 4 
 

 #N/A 

680 
1146792
1 

[(2R,3R,4S,5R,6S)-4,5-
diacetyloxy-6-[[9-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-1-oxo-3H-
benzo[f][2]benzofuran-4-
yl]oxy]-2-methyloxan-3-yl] 
acetate 
 

 -2.701 

https://pubchem.ncbi.nlm.nih.gov/compound/10908643
https://pubchem.ncbi.nlm.nih.gov/compound/10908643
https://pubchem.ncbi.nlm.nih.gov/compound/44571893
https://pubchem.ncbi.nlm.nih.gov/compound/44571893
https://pubchem.ncbi.nlm.nih.gov/compound/44567112
https://pubchem.ncbi.nlm.nih.gov/compound/44567112
https://pubchem.ncbi.nlm.nih.gov/compound/11467921
https://pubchem.ncbi.nlm.nih.gov/compound/11467921


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

681 
2158295
8 

(+)-2-Norobaberine 
 

 -1.933 

682 
4457566
8 

potassium;(2R)-2-[(4R)-3-
[(1R)-1-carboxy-2-(3,4-
dihydroxyphenyl)ethoxy]carb
onyl-4-(3,4-dihydroxyphenyl)-
6,7-dihydroxy-3,4-
dihydronaphthalene-2-
carbonyl]oxy-3-(3,4-
dihydroxyphenyl)propanoate 
  #N/A 

683 
4456687
3 

disodium;[(12E,25E,28E)-
5,16,21,32-tetrabromo-
12,25-bis(hydroxyimino)-
11,26-dioxo-4-sulfonatooxy-
2,18-dioxa-10,27-
diazapentacyclo[28.2.2.214,1
7.13,7.119,23]octatriaconta-
1(32),3,5,7(38),14,16,19,21,2
3(35),28,30,33,36-tridecaen-
20-yl] sulfate 
 

 
#N/A 

684 
4456711
4 

Tetramethylbastadin 9 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/21582958
https://pubchem.ncbi.nlm.nih.gov/compound/21582958
https://pubchem.ncbi.nlm.nih.gov/compound/44575668
https://pubchem.ncbi.nlm.nih.gov/compound/44575668


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

685 477161 

Phyllamyricin E 
 

 -3.230 

686 
2487884
4 

(4-hydroxy-3,5-
dimethoxyphenyl)-

[(3S,4R,5S)-5-(4-hydroxy-3,5-
dimethoxyphenyl)-4-
[[(2R,3R,4S,5R)-3,4,5-

trihydroxyoxan-2-
yl]oxymethyl]oxolan-3-

yl]methanone 
 

 

-4.294 

687 
4457080
0 

Cinbalansan 
 

 -2.491 

688 
4456658
6 

7'-
Hydroxydivanillyltetrahydrofu
ran 
 

 -6.133 

https://pubchem.ncbi.nlm.nih.gov/compound/477161
https://pubchem.ncbi.nlm.nih.gov/compound/24878844
https://pubchem.ncbi.nlm.nih.gov/compound/24878844
https://pubchem.ncbi.nlm.nih.gov/compound/44570800
https://pubchem.ncbi.nlm.nih.gov/compound/44570800
https://pubchem.ncbi.nlm.nih.gov/compound/44566586
https://pubchem.ncbi.nlm.nih.gov/compound/44566586


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

689 
4526640
7 

(+)-Coccuorbiculatine A 
 

 #N/A 

690 
4263950
2 

Chushizisin G 
 

 #N/A 

691 
2515670
5 

4-[[(3R,4R,5S)-5-butoxy-4-[(4-
hydroxy-3-
methoxyphenyl)methyl]oxola
n-3-yl]methyl]-2-
methoxyphenol 
 

 -4.492 

692 
4548232
0 

Isodaphneticin 
 

 -6.427 

693 
4548232
5 

Demethoxydaphneticin 
 

 -5.252 

https://pubchem.ncbi.nlm.nih.gov/compound/45266407
https://pubchem.ncbi.nlm.nih.gov/compound/45266407
https://pubchem.ncbi.nlm.nih.gov/compound/42639502
https://pubchem.ncbi.nlm.nih.gov/compound/42639502
https://pubchem.ncbi.nlm.nih.gov/compound/25156705
https://pubchem.ncbi.nlm.nih.gov/compound/25156705
https://pubchem.ncbi.nlm.nih.gov/compound/45482320
https://pubchem.ncbi.nlm.nih.gov/compound/45482320
https://pubchem.ncbi.nlm.nih.gov/compound/45482325
https://pubchem.ncbi.nlm.nih.gov/compound/45482325


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

694 
4548232
2 

(2S,3S)-2-(hydroxymethyl)-3-
[3-methoxy-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-2,3-
dihydropyrano[3,2-
h][1,4]benzodioxin-9-one 
 

 

-2.814 

695 
4548232
4 

(2R,3R,4R,5S,6R)-5-[4-
[(2R,3S,4S)-4-[(4-hydroxy-3-
methoxyphenyl)methyl]-3-
(hydroxymethyl)oxolan-2-yl]-
2-methoxyphenoxy]-6-
(hydroxymethyl)oxane-2,3,4-
triol 
 

 

-5.007 

696 
4623230
0 

Quiquelignan F 
 

 #N/A 

697 
4623230
1 

Quiquelignan G 
 

 #N/A 

698 
4623229
9 

Quiquelignan E 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/45482322
https://pubchem.ncbi.nlm.nih.gov/compound/45482322
https://pubchem.ncbi.nlm.nih.gov/compound/45482324
https://pubchem.ncbi.nlm.nih.gov/compound/45482324
https://pubchem.ncbi.nlm.nih.gov/compound/46232300
https://pubchem.ncbi.nlm.nih.gov/compound/46232300
https://pubchem.ncbi.nlm.nih.gov/compound/46232301
https://pubchem.ncbi.nlm.nih.gov/compound/46232301
https://pubchem.ncbi.nlm.nih.gov/compound/46232299
https://pubchem.ncbi.nlm.nih.gov/compound/46232299


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

699 
4622901
6 

(E)-3-[4-[1,3-dihydroxy-1-(4-
hydroxy-3-
methoxyphenyl)propan-2-
yl]oxy-3-
methoxyphenyl]prop-2-enal 
 

 #N/A 

700 
2489675
6 

Aceroside I 
 

 -4.552 

701 
7631661
1 

Asperbiphenyl 
 

 #N/A 

702 5488712 

1,4-Butanediol, 2,3-bis(1,3-
benzodioxol-5-ylmethyl)-, 
diacetate, (2R,3R)- 
 

 -2.569 

703 
2342554
4 

Crinemodin-rhodoptilometrin 
bianthrone 
 

 -5.522 

704 
1159098
7 

[(2R,3R,4R,5S)-4-
(hydroxymethyl)-2,5-bis(7-
methoxy-1,3-benzodioxol-5-
yl)oxolan-3-yl]methyl acetate 
 

 -1.829 

https://pubchem.ncbi.nlm.nih.gov/compound/46229016
https://pubchem.ncbi.nlm.nih.gov/compound/46229016
https://pubchem.ncbi.nlm.nih.gov/compound/24896756
https://pubchem.ncbi.nlm.nih.gov/compound/24896756
https://pubchem.ncbi.nlm.nih.gov/compound/76316611
https://pubchem.ncbi.nlm.nih.gov/compound/76316611
https://pubchem.ncbi.nlm.nih.gov/compound/5488712
https://pubchem.ncbi.nlm.nih.gov/compound/23425544
https://pubchem.ncbi.nlm.nih.gov/compound/23425544
https://pubchem.ncbi.nlm.nih.gov/compound/11590987
https://pubchem.ncbi.nlm.nih.gov/compound/11590987


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

705 
4456653
7 

[(2S,3R,4R,5R)-4-
(acetyloxymethyl)-5-(4-
hydroxy-3,5-
dimethoxyphenyl)-2-(7-
methoxy-1,3-benzodioxol-5-
yl)oxolan-3-yl]methyl acetate 
 

 -2.856 

706 
1221788
01 

2-(9,10-Dihydroxy-7-
methoxy-3-methyl-1-oxo-3,4-
dihydrobenzo[g]isochromen-
5-yl)-1,8-dihydroxy-3-
methoxy-6-
methylanthracene-9,10-dione 
 

 -4.253 

707 
1221788
02 

2-(9,10-Dihydroxy-7-
methoxy-3-methyl-1-oxo-3,4-
dihydrobenzo[g]isochromen-
5-yl)-1,8-dihydroxy-3,5-
dimethoxy-6-
methylanthracene-9,10-dione 
 

 -4.238 

708 
4417942
8 

Tiegusanin N 
 

 -3.492 

https://pubchem.ncbi.nlm.nih.gov/compound/44566537
https://pubchem.ncbi.nlm.nih.gov/compound/44566537
https://pubchem.ncbi.nlm.nih.gov/compound/122178801
https://pubchem.ncbi.nlm.nih.gov/compound/122178801
https://pubchem.ncbi.nlm.nih.gov/compound/122178802
https://pubchem.ncbi.nlm.nih.gov/compound/122178802
https://pubchem.ncbi.nlm.nih.gov/compound/44179428
https://pubchem.ncbi.nlm.nih.gov/compound/44179428


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

709 
5667855
8 

(2S,3R,4S,5S,6R)-2-
[[(3R,3aS,4R,6S,6aS)-3,6-
bis(4-hydroxy-3-
methoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-4-
yl]oxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 
-4.017 

710 
4457573
5 

(3R,3aR,6R,6aS)-6-(4-
hydroxy-3-methoxyphenyl)-3-
[3-methoxy-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-3,3a,6,6a-
tetrahydro-1H-furo[3,4-
c]furan-4-one 
 

 -3.833 

711 156760 

N-Desmethylthalrugosidine 
 

 #N/A 

712 
4527228
8 

Chushizisins B 
 

 -3.209 

https://pubchem.ncbi.nlm.nih.gov/compound/56678558
https://pubchem.ncbi.nlm.nih.gov/compound/56678558
https://pubchem.ncbi.nlm.nih.gov/compound/44575735
https://pubchem.ncbi.nlm.nih.gov/compound/44575735
https://pubchem.ncbi.nlm.nih.gov/compound/156760
https://pubchem.ncbi.nlm.nih.gov/compound/45272288
https://pubchem.ncbi.nlm.nih.gov/compound/45272288
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713 275182 

Berbamine 
 

 -1.725 

714 
1149153
9 

(12E,25E,29S)-5,16,21,32-
tetrabromo-4,20,29-
trihydroxy-12,25-
bis(hydroxyimino)-2,18-dioxa-
10,27-
diazapentacyclo[28.2.2.214,1
7.13,7.119,23]octatriaconta-
1(32),3,5,7(38),14,16,19,21,2
3(35),30,33,36-dodecaene-
11,26-dione 
 

 

#N/A 

715 73118 

Diasesartemin-(+) 
 

 -2.471 

716 3010931 

Prinsepiol 
 

 -4.319 

https://pubchem.ncbi.nlm.nih.gov/compound/275182
https://pubchem.ncbi.nlm.nih.gov/compound/11491539
https://pubchem.ncbi.nlm.nih.gov/compound/11491539
https://pubchem.ncbi.nlm.nih.gov/compound/73118
https://pubchem.ncbi.nlm.nih.gov/compound/3010931


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

717 230232 

l-Arctigenin 
 

 -4.868 

718 
7632834
3 

(2S,3S,4R,5R)-2-(3,4-
dimethoxyphenyl)-3,4-
dimethyl-5-(3,4,5-
trimethoxyphenyl)oxolane 
 

 -3.219 

719 
4548233
1 

(2S,3R,4S,5S,6R)-2-[4-
[(3R,3aS,6R,6aS)-3-(4-
hydroxy-3-methoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-c]furan-6-
yl]-2,6-dimethoxyphenoxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 -4.997 

720 
5733386
4 

(11R,17S,19S)-7,15,19-
trihydroxy-17-
methoxypentacyclo[10.7.1.02
,11.03,8.016,20]icosa-
1,3(8),4,6,12(20),13,15-
heptaen-9-one 
  -6.147 

721 
4447894
7 

Vitedoamine B 
 

 -5.057 

https://pubchem.ncbi.nlm.nih.gov/compound/230232
https://pubchem.ncbi.nlm.nih.gov/compound/76328343
https://pubchem.ncbi.nlm.nih.gov/compound/76328343
https://pubchem.ncbi.nlm.nih.gov/compound/45482331
https://pubchem.ncbi.nlm.nih.gov/compound/45482331
https://pubchem.ncbi.nlm.nih.gov/compound/57333864
https://pubchem.ncbi.nlm.nih.gov/compound/57333864
https://pubchem.ncbi.nlm.nih.gov/compound/44478947
https://pubchem.ncbi.nlm.nih.gov/compound/44478947
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722 
1043827
9 

(2R,3R,4S,5S,6R)-2-[(2S,3S)-4-
hydroxy-2,3-bis[(4-hydroxy-
3,5-
dimethoxyphenyl)methyl]but
oxy]-6-
(hydroxymethyl)oxane-3,4,5-
triol 
 

 

-4.642 

723 384870 

3'-O-Demethylarctigenin 
 

 -4.490 

724 177023 

Helioxanthin 
 

 -5.092 

725 405099 

(-)-Carinol 
 

 -3.773 

726 443028 

Yangambin 
 

 -3.425 

https://pubchem.ncbi.nlm.nih.gov/compound/10438279
https://pubchem.ncbi.nlm.nih.gov/compound/10438279
https://pubchem.ncbi.nlm.nih.gov/compound/384870
https://pubchem.ncbi.nlm.nih.gov/compound/177023
https://pubchem.ncbi.nlm.nih.gov/compound/405099
https://pubchem.ncbi.nlm.nih.gov/compound/443028
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727 3246346 

(+)-Candicusine 
 

 #N/A 

728 442836 

Eucommin A 
 

 -4.471 

729 
2160320
7 

Liriodendrin 
 

 #N/A 

730 
4618684
8 

Princepin 
 

 -4.363 

731 
1007343
0 

Plagiochin A 
 

 -3.069 

https://pubchem.ncbi.nlm.nih.gov/compound/3246346
https://pubchem.ncbi.nlm.nih.gov/compound/442836
https://pubchem.ncbi.nlm.nih.gov/compound/21603207
https://pubchem.ncbi.nlm.nih.gov/compound/21603207
https://pubchem.ncbi.nlm.nih.gov/compound/46186848
https://pubchem.ncbi.nlm.nih.gov/compound/46186848
https://pubchem.ncbi.nlm.nih.gov/compound/10073430
https://pubchem.ncbi.nlm.nih.gov/compound/10073430
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732 146680 

Elliptinone 
 

 -5.218 

733 9931715 

Podorhizol 
 

 -3.333 

734 122821 

4-[(2r,3s)-4-(4-Hydroxy-3-
methoxyphenyl)-2,3-
dimethylbutyl]benzene-1,2-
diol 
 

 
-4.268 

735 
1045092
1 

Machilin G 
 

 -4.835 

736 
1197537
8 

(2S,3S,4S,5S)-2,5-bis(3,4-
dimethoxyphenyl)-3,4-
dimethyloxolane 
 

 -3.691 

737 
1088534
0 

Isosilybin B 
 

 -4.995 

738 
1139384
2 

(7S,8S)-methoxy-3',7-epoxy-
8,4'-oxyneolignan-4,9,9'-triol 
 

 #N/A 

739 
1393932
7 

4-[(1R,2R)-1-hydroxy-2-[2-
methoxy-4-[(E)-prop-1-
enyl]phenoxy]propyl]-2-
methoxy-phenol 
 

 
-2.612 

https://pubchem.ncbi.nlm.nih.gov/compound/146680
https://pubchem.ncbi.nlm.nih.gov/compound/9931715
https://pubchem.ncbi.nlm.nih.gov/compound/122821
https://pubchem.ncbi.nlm.nih.gov/compound/10450921
https://pubchem.ncbi.nlm.nih.gov/compound/10450921
https://pubchem.ncbi.nlm.nih.gov/compound/11975378
https://pubchem.ncbi.nlm.nih.gov/compound/11975378
https://pubchem.ncbi.nlm.nih.gov/compound/10885340
https://pubchem.ncbi.nlm.nih.gov/compound/10885340
https://pubchem.ncbi.nlm.nih.gov/compound/11393842
https://pubchem.ncbi.nlm.nih.gov/compound/11393842
https://pubchem.ncbi.nlm.nih.gov/compound/13939327
https://pubchem.ncbi.nlm.nih.gov/compound/13939327


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

740 
1775581
7 

Syringaresinol-4'-O-(4',6'-O-
(E)-Diferuloyl)-Beta-D-
Glucopyranoside 
 

 #N/A 

741 
4455901
8 

(+)-2'-Norcocsuline 
 

 -3.817 

742 
1098251
8 

(-)-Steganone 
 

 -2.943 

743 
1143238
1 

Styraxlignolide E 
 

 -5.295 

744 9867450 

Magnone B 
 

 -4.251 

https://pubchem.ncbi.nlm.nih.gov/compound/17755817
https://pubchem.ncbi.nlm.nih.gov/compound/17755817
https://pubchem.ncbi.nlm.nih.gov/compound/44559018
https://pubchem.ncbi.nlm.nih.gov/compound/44559018
https://pubchem.ncbi.nlm.nih.gov/compound/10982518
https://pubchem.ncbi.nlm.nih.gov/compound/10982518
https://pubchem.ncbi.nlm.nih.gov/compound/11432381
https://pubchem.ncbi.nlm.nih.gov/compound/11432381
https://pubchem.ncbi.nlm.nih.gov/compound/9867450
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745 
1040987
1 

(7R,8R,7'R)-(+)-Lyoniresinol 
 

 -2.823 

746 100231 

Obaberine 
 

 #N/A 

747 
7631017
0 

6-[(2R,3S)-4-(5-hydroxy-2,4-
dimethoxyphenyl)-2,3-
dimethylbutyl]-1,3-
benzodioxol-5-ol 
  -4.897 

748 155977 

3-Furanmethanol, 2-(3,4-
dimethoxyphenyl)tetrahydro-
4-((4-hydroxy-3-
methoxyphenyl)methyl)-, 
(2S,3R,4R)- 
 

 
-5.225 

749 
7632115
2 

6-[(2R,3R,4S,5S)-3,4-
dimethyl-5-(3,4,5-
trimethoxyphenyl)tetrahydrof
uran-2-yl]-4-methoxy-1,3-
benzodioxole 
  -2.986 

https://pubchem.ncbi.nlm.nih.gov/compound/10409871
https://pubchem.ncbi.nlm.nih.gov/compound/10409871
https://pubchem.ncbi.nlm.nih.gov/compound/100231
https://pubchem.ncbi.nlm.nih.gov/compound/76310170
https://pubchem.ncbi.nlm.nih.gov/compound/76310170
https://pubchem.ncbi.nlm.nih.gov/compound/155977
https://pubchem.ncbi.nlm.nih.gov/compound/76321152
https://pubchem.ncbi.nlm.nih.gov/compound/76321152
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750 442369 

Tiliacorinine 
 

 -2.531 

751 9978176 

Isopicrodeoxypodophyllotoxi
n 
 

 -2.990 

752 468863 

Naphtho(2,3-c)furan-1(3H)-
one, 3a,4,9,9a-tetrahydro-
4,6,7-trihydroxy-9-(4-
hydroxy-3,5-
dimethoxyphenyl)-, 
(3aR,4R,9R,9aR)- 
 

 -5.112 

753 
1197547
8 

Ganschisandrine 
 

 -3.961 

754 
1121342
5 

(inverted exclamation 
markA)-Hydnocarpin 
 

 -5.018 

https://pubchem.ncbi.nlm.nih.gov/compound/442369
https://pubchem.ncbi.nlm.nih.gov/compound/9978176
https://pubchem.ncbi.nlm.nih.gov/compound/468863
https://pubchem.ncbi.nlm.nih.gov/compound/11975478
https://pubchem.ncbi.nlm.nih.gov/compound/11975478
https://pubchem.ncbi.nlm.nih.gov/compound/11213425
https://pubchem.ncbi.nlm.nih.gov/compound/11213425
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755 
1132749
6 

(3S,4S)-3-[(4-hydroxy-3,5-
dimethoxyphenyl)methyl]-4-
[(7-methoxy-1,3-benzodioxol-
5-yl)methyl]oxolan-2-one 
 

 -3.497 

756 442710 

Marchantin A 
 

 -4.028 

757 
1066880
2 

Lariciresinol Acetate 
 

 -1.204 

758 
1149708
5 

(+)-Lariciresinol 9'-P-
Coumarate 
 

 -5.035 

759 
1133680
3 

(2R,3E)-2-(4-hydroxybenzoyl)-
3-[(4-
hydroxyphenyl)methylidene]
butanedioic acid 
 

 -4.296 

https://pubchem.ncbi.nlm.nih.gov/compound/11327496
https://pubchem.ncbi.nlm.nih.gov/compound/11327496
https://pubchem.ncbi.nlm.nih.gov/compound/442710
https://pubchem.ncbi.nlm.nih.gov/compound/10668802
https://pubchem.ncbi.nlm.nih.gov/compound/10668802
https://pubchem.ncbi.nlm.nih.gov/compound/11497085
https://pubchem.ncbi.nlm.nih.gov/compound/11497085
https://pubchem.ncbi.nlm.nih.gov/compound/11336803
https://pubchem.ncbi.nlm.nih.gov/compound/11336803
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760 119205 

Matairesinol 
 

 -4.829 

761 
5659926
6 

Ligraminol D 
 

 -3.276 

762 31553 

Silybin 
 

 -4.005 

763 
1231415
8 

(-)-Phylligenin 
 

 -5.091 

764 
1775581
5 

Pinoresinol-4'-O-[3',6'-O-(E)-
Diferuloyl]-Beta-D-
Glucopyranoside 
 

 #N/A 

765 
2229761
3 

Beilschmin A 
 

 -3.227 

https://pubchem.ncbi.nlm.nih.gov/compound/119205
https://pubchem.ncbi.nlm.nih.gov/compound/56599266
https://pubchem.ncbi.nlm.nih.gov/compound/56599266
https://pubchem.ncbi.nlm.nih.gov/compound/31553
https://pubchem.ncbi.nlm.nih.gov/compound/12314158
https://pubchem.ncbi.nlm.nih.gov/compound/12314158
https://pubchem.ncbi.nlm.nih.gov/compound/17755815
https://pubchem.ncbi.nlm.nih.gov/compound/17755815
https://pubchem.ncbi.nlm.nih.gov/compound/22297613
https://pubchem.ncbi.nlm.nih.gov/compound/22297613


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

766 
1105992
0 

Isosilybin A 
 

 -5.417 

767 
1391615
0 

(-)-Cubebininolide 
 

 -2.952 

768 10206 

Cepharanthine 
 

 -2.391 

769 
1007099
2 

Riccardin C 
 

 -4.206 

770 
1026043
0 

Bastadin 14 
 

 #N/A 

771 
5335620
8 

(+)-(7S,8S)-4-Hydroxy-3,3',5'-
Trimethoxy-8',9'-Dinor-8,4'-
Oxyneolignan-7,9-Diol-7'-Oic 
Acid 

 -4.874 

https://pubchem.ncbi.nlm.nih.gov/compound/11059920
https://pubchem.ncbi.nlm.nih.gov/compound/11059920
https://pubchem.ncbi.nlm.nih.gov/compound/13916150
https://pubchem.ncbi.nlm.nih.gov/compound/13916150
https://pubchem.ncbi.nlm.nih.gov/compound/10206
https://pubchem.ncbi.nlm.nih.gov/compound/10070992
https://pubchem.ncbi.nlm.nih.gov/compound/10070992
https://pubchem.ncbi.nlm.nih.gov/compound/10260430
https://pubchem.ncbi.nlm.nih.gov/compound/10260430
https://pubchem.ncbi.nlm.nih.gov/compound/53356208
https://pubchem.ncbi.nlm.nih.gov/compound/53356208


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

772 
1068547
7 

(3R,4R)-3,4-bis[(3-
hydroxyphenyl)methyl]oxolan
-2-one 
Cite 
Download 
 

 -5.033 

773 181796 

Pregomisin 
 

 -3.110 

774 457825 

Isotetrandrine 
 

 -1.747 

775 
1165487
0 

(3R,4S)-3-(4-hydroxy-3,5-
dimethoxybenzoyl)-4-[(7-
methoxy-1,3-benzodioxol-5-
yl)methyl]oxolan-2-one 
 

 -4.186 

776 1548994 

Silibinin B 
 

 -3.941 

https://pubchem.ncbi.nlm.nih.gov/compound/10685477
https://pubchem.ncbi.nlm.nih.gov/compound/10685477
https://pubchem.ncbi.nlm.nih.gov/compound/181796
https://pubchem.ncbi.nlm.nih.gov/compound/457825
https://pubchem.ncbi.nlm.nih.gov/compound/11654870
https://pubchem.ncbi.nlm.nih.gov/compound/11654870
https://pubchem.ncbi.nlm.nih.gov/compound/1548994
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777 
1002239
3 

(7R)-7-Hydroxylariciresinol 
 

 -4.238 

778 362574 

Aromoline 
 

 -1.584 

779 
4622834
8 

5-[(2S,3R,4S,5S)-5-(2,3-
dimethoxyphenyl)-3,4-
dimethyloxolan-2-yl]-1,3-
benzodioxole 
  -2.849 

780 
7389095
4 

4-[(2S,3R,4R,5R)-5-[4-
[(1R,2R)-2-hydroxy-2-(4-
hydroxy-3-methoxy-phenyl)-
1-methyl-ethoxy]-3-methoxy-
phenyl]-3,4-dimethyl-
tetrahydrofuran-2-yl]-2-
methoxy-phenol 
 

 

-4.435 

781 493173 

Justicidin C 
 

 -4.226 

https://pubchem.ncbi.nlm.nih.gov/compound/10022393
https://pubchem.ncbi.nlm.nih.gov/compound/10022393
https://pubchem.ncbi.nlm.nih.gov/compound/362574
https://pubchem.ncbi.nlm.nih.gov/compound/46228348
https://pubchem.ncbi.nlm.nih.gov/compound/46228348
https://pubchem.ncbi.nlm.nih.gov/compound/73890954
https://pubchem.ncbi.nlm.nih.gov/compound/73890954
https://pubchem.ncbi.nlm.nih.gov/compound/493173
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782 
4447894
6 

Vitexdoin A 
 

 -3.193 

783 
5458441
6 

(1S,2S)-1-(4-hydroxy-3-
methoxyphenyl)-2-[4-[(E)-3-
hydroxyprop-1-enyl]-2,6-
dimethoxyphenoxy]propane-
1,3-diol 
 

 

#N/A 

784 345501 

Deoxypodophyllotoxin 
 

 -3.681 

785 185825 

Austrobailignan 5 
 

 -4.175 

786 
2519494
9 

epimagnolin B 
 

 -3.593 

https://pubchem.ncbi.nlm.nih.gov/compound/44478946
https://pubchem.ncbi.nlm.nih.gov/compound/44478946
https://pubchem.ncbi.nlm.nih.gov/compound/54584416
https://pubchem.ncbi.nlm.nih.gov/compound/54584416
https://pubchem.ncbi.nlm.nih.gov/compound/345501
https://pubchem.ncbi.nlm.nih.gov/compound/185825
https://pubchem.ncbi.nlm.nih.gov/compound/25194949
https://pubchem.ncbi.nlm.nih.gov/compound/25194949


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

787 9953821 

4-[(2R,3R)-3-[(3,4-
Dimethoxyphenyl)methyl]-4-
methoxy-2-
(methoxymethyl)butyl]-1,2-
dimethoxybenzene 
 

 -3.065 

788 182278 

Kobusin 
 

 -3.707 

789 9998370 

(3R,4S)-6-hydroxy-4-(4-
hydroxy-3-methoxyphenyl)-3-
(hydroxymethyl)-7-methoxy-
3,4-dihydronaphthalene-2-
carbaldehyde 
 

 -3.898 

790 
1389073
3 

(+)-2-Northalrugosine 
 

 #N/A 

791 5377291 

Hinokiresinol 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/9953821
https://pubchem.ncbi.nlm.nih.gov/compound/182278
https://pubchem.ncbi.nlm.nih.gov/compound/9998370
https://pubchem.ncbi.nlm.nih.gov/compound/13890733
https://pubchem.ncbi.nlm.nih.gov/compound/13890733
https://pubchem.ncbi.nlm.nih.gov/compound/5377291
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792 6400643 

Bastadin-8 
 

 #N/A 

793 169234 

Medioresinol dimethyl ether 
 

 -4.218 

794 472056 

Hiv-IN-8 
 

 #N/A 

795 
1399544
9 

1-Hydroxypinoresinol 1-O-
glucoside 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/6400643
https://pubchem.ncbi.nlm.nih.gov/compound/169234
https://pubchem.ncbi.nlm.nih.gov/compound/472056
https://pubchem.ncbi.nlm.nih.gov/compound/13995449
https://pubchem.ncbi.nlm.nih.gov/compound/13995449
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796 5281879 

5'-Methoxyhydnocarpin 
 

 -4.026 

797 
4455925
0 

Dehydroapateline 
 

 -3.141 

798 65373 

Secoisolariciresinol 

 -4.069 

799 
1384595
5 

(2S,3R,4R)-4-(1,3-
benzodioxol-5-yl)-6,7-
dimethoxy-2,3-dimethyl-
3,4-dihydro-2H-
naphthalen-1-one 

 -3.742 

800 
1322888
4 

(-)-8'-Epi-aristoligone 

 -3.567 

801 
2160349
2 

(2S,3R,4R,5R)-3,4-
dimethyl-2,5-bis(3,4,5-
trimethoxyphenyl)tetrahy
drofuran 

 -3.910 

https://pubchem.ncbi.nlm.nih.gov/compound/5281879
https://pubchem.ncbi.nlm.nih.gov/compound/44559250
https://pubchem.ncbi.nlm.nih.gov/compound/44559250
https://pubchem.ncbi.nlm.nih.gov/compound/65373
https://pubchem.ncbi.nlm.nih.gov/compound/13845955
https://pubchem.ncbi.nlm.nih.gov/compound/13845955
https://pubchem.ncbi.nlm.nih.gov/compound/13228884
https://pubchem.ncbi.nlm.nih.gov/compound/13228884
https://pubchem.ncbi.nlm.nih.gov/compound/21603492
https://pubchem.ncbi.nlm.nih.gov/compound/21603492
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802 
4458402
9 

Thaligosidine 

 -1.790 

803 
4414429
0 

4-[(1R,3aS,4S,6aS)-4-(1,3-
Benzodioxol-5-
yl)tetrahydro-1H,3H-
furo[3,4-c]furan-1-yl]-2-
methoxyphenol 

 

-5.360 

804 
1322888
2 

(2S,3R,4R)-4-(3,4-
dimethoxyphenyl)-6,7-
dimethoxy-2,3-dimethyl-
3,4-dihydro-2H-
naphthalen-1-one 

 -3.679 

805 
2486253
3 

Acutissimalignan B 

 -4.372 

806 
5090085
3 

(5R,6S)-5-(4-hydroxy-3-
methoxyphenyl)-3-
methoxy-6,7-dimethyl-
5,6-dihydronaphthalen-2-
ol 

 -3.691 

807 
1047357
0 

6-[(2S,3R)-4-(6-hydroxy-
1,3-benzodioxol-5-yl)-2,3-
dimethylbutyl]-1,3-
benzodioxol-5-ol 

 

-3.779 

https://pubchem.ncbi.nlm.nih.gov/compound/44584029
https://pubchem.ncbi.nlm.nih.gov/compound/44584029
https://pubchem.ncbi.nlm.nih.gov/compound/44144290
https://pubchem.ncbi.nlm.nih.gov/compound/44144290
https://pubchem.ncbi.nlm.nih.gov/compound/13228882
https://pubchem.ncbi.nlm.nih.gov/compound/13228882
https://pubchem.ncbi.nlm.nih.gov/compound/24862533
https://pubchem.ncbi.nlm.nih.gov/compound/24862533
https://pubchem.ncbi.nlm.nih.gov/compound/50900853
https://pubchem.ncbi.nlm.nih.gov/compound/50900853
https://pubchem.ncbi.nlm.nih.gov/compound/10473570
https://pubchem.ncbi.nlm.nih.gov/compound/10473570
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808 
5733386
5 

Hypoxylonol C 

 -3.762 

809 456051 

4'-
Demethylpicropodophylli
n 

 #N/A 

810 
2177446
9 

disodium;[(12E,25E,28E)-
5,16,21,32-tetrabromo-
12,25-bis(hydroxyimino)-
11,26-dioxo-4-
sulfonatooxy-2,18-dioxa-
10,27-
diazapentacyclo[28.2.2.2
14,17.13,7.119,23]octatri
aconta-
1(32),3,5,7(38),14,16,19,
21,23(35),28,30,33,36-
tridecaen-20-yl] sulfate 

 

#N/A 

811 10680 

Flavone 

 -3.197 

812 5281607 

Chrysin 

 -3.286 

https://pubchem.ncbi.nlm.nih.gov/compound/57333865
https://pubchem.ncbi.nlm.nih.gov/compound/57333865
https://pubchem.ncbi.nlm.nih.gov/compound/456051
https://pubchem.ncbi.nlm.nih.gov/compound/10680
https://pubchem.ncbi.nlm.nih.gov/compound/5281607
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813 358832 

5-o-Desmethylnobiletin 

 -4.650 

814 5280442 

Acacetin 

 #N/A 

815 158311 

Arcapillin 

 -5.153 

816 5281605 

Baicalein 

 #N/A 

817 162464 

Fastigenin 

 -4.471 

818 188323 

Cirsimaritin 

 -4.038 

819 5273755 

 
Eupatilin 

 -3.104 

820 3080750 

Gardenin D 

 -4.752 

821 
1523152
7 

Kuwanon T 

 -4.255 

https://pubchem.ncbi.nlm.nih.gov/compound/358832
https://pubchem.ncbi.nlm.nih.gov/compound/5280442
https://pubchem.ncbi.nlm.nih.gov/compound/158311
https://pubchem.ncbi.nlm.nih.gov/compound/5281605
https://pubchem.ncbi.nlm.nih.gov/compound/162464
https://pubchem.ncbi.nlm.nih.gov/compound/188323
https://pubchem.ncbi.nlm.nih.gov/compound/5273755
https://pubchem.ncbi.nlm.nih.gov/compound/3080750
https://pubchem.ncbi.nlm.nih.gov/compound/15231527
https://pubchem.ncbi.nlm.nih.gov/compound/15231527
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822 5459184 

Ternatin 

 -4.378 

823 471719 

Negletein 

 #N/A 

824 5271805 

Ginkgetin 

 -4.138 

825 467306 

[(2R,3R)-8-[(2R,3R,4R)-
5,7-dihydroxy-3-(3,4,5-
trihydroxybenzoyl)oxy-2-
(3,4,5-
trihydroxyphenyl)chroma
n-4-yl]-5,7-dihydroxy-2-
(3,4,5-
trihydroxyphenyl)chroma
n-3-yl] 3,4,5-
trihydroxybenzoate 

 

#N/A 

826 
7152430
0 

(2R,3R)-8-[(2S,4R)-5,7-
dihydroxy-2-(4-
hydroxyphenyl)-3,4-
dihydro-2H-chromen-4-
yl]-2-(4-hydroxyphenyl)-
3,4-dihydro-2H-
chromene-3,5,7-triol  

-4.827 

https://pubchem.ncbi.nlm.nih.gov/compound/5459184
https://pubchem.ncbi.nlm.nih.gov/compound/471719
https://pubchem.ncbi.nlm.nih.gov/compound/5271805
https://pubchem.ncbi.nlm.nih.gov/compound/467306
https://pubchem.ncbi.nlm.nih.gov/compound/71524300
https://pubchem.ncbi.nlm.nih.gov/compound/71524300


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

827 
7335388
3 

(1S,5S,6R,13R,21S)-5,13-
bis(4-hydroxyphenyl)-
4,12,14-
trioxapentacyclo[11.7.1.0
2,11.03,8.015,20]henicos
a-2(11),3(8),9,15,17,19-
hexaene-6,9,17,19,21-
pentol 

 -4.614 

828 
4461060
5 

Cassiatannin A 

 #N/A 

829 
4457531
3 

Pancibiflavonol 

 -2.918 

830 
1125013
3 

Procyanidin B1 

 -3.609 

831 5281694 

Robustaflavone 

 -6.202 

https://pubchem.ncbi.nlm.nih.gov/compound/73353883
https://pubchem.ncbi.nlm.nih.gov/compound/73353883
https://pubchem.ncbi.nlm.nih.gov/compound/44610605
https://pubchem.ncbi.nlm.nih.gov/compound/44610605
https://pubchem.ncbi.nlm.nih.gov/compound/44575313
https://pubchem.ncbi.nlm.nih.gov/compound/44575313
https://pubchem.ncbi.nlm.nih.gov/compound/11250133
https://pubchem.ncbi.nlm.nih.gov/compound/11250133
https://pubchem.ncbi.nlm.nih.gov/compound/5281694


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

832 5492110 

Ochnaflavone 

 -4.355 

833 5320646 

Podocarpusflavone B 

 -3.662 

834 
2159393
6 

3'-O-
cinnamoylprocyanidin A-
2 

 #N/A 

835 
1196847
1 

(+/-)-Fukugiside 

 #N/A 

836 466314 

Rhusflavanone 

 -3.282 

https://pubchem.ncbi.nlm.nih.gov/compound/5492110
https://pubchem.ncbi.nlm.nih.gov/compound/5320646
https://pubchem.ncbi.nlm.nih.gov/compound/21593936
https://pubchem.ncbi.nlm.nih.gov/compound/21593936
https://pubchem.ncbi.nlm.nih.gov/compound/11968471
https://pubchem.ncbi.nlm.nih.gov/compound/11968471
https://pubchem.ncbi.nlm.nih.gov/compound/466314


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

837 
4456635
3 

Geranin B 

 -4.527 

838 5281600 

Amentoflavone 

 -5.825 

839 5281696 

Sciadopitysin 

 -3.862 

840 
4617395
8 

Cinnamtannin D1 

 #N/A 

841 5318569 

Isoginkgetin 

 -3.387 

https://pubchem.ncbi.nlm.nih.gov/compound/44566353
https://pubchem.ncbi.nlm.nih.gov/compound/44566353
https://pubchem.ncbi.nlm.nih.gov/compound/5281600
https://pubchem.ncbi.nlm.nih.gov/compound/5281696
https://pubchem.ncbi.nlm.nih.gov/compound/46173958
https://pubchem.ncbi.nlm.nih.gov/compound/46173958
https://pubchem.ncbi.nlm.nih.gov/compound/5318569


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

842 
1614615
9 

Parameritannin A-1 

 #N/A 

843 
4456635
2 

(1R,5R,6S,13S,21R)-5,13-
bis(4-hydroxyphenyl)-
4,12,14-
trioxapentacyclo[11.7.1.0
2,11.03,8.015,20]henicos
a-2(11),3(8),9,15,17,19-
hexaene-6,9,17,19,21-
pentol 

 -4.391 

844 
1555972
4 

Heveaflavone 

 -3.782 

845 
1616547
3 

Tannin B 

 #N/A 

846 
1201890
6 

5-Hydroxy-8-[5-(5-
hydroxy-7-methoxy-4-
oxochromen-2-yl)-2-
methoxyphenyl]-2-(4-
hydroxyphenyl)-7-
methoxychromen-4-one 

 

-3.567 

https://pubchem.ncbi.nlm.nih.gov/compound/16146159
https://pubchem.ncbi.nlm.nih.gov/compound/16146159
https://pubchem.ncbi.nlm.nih.gov/compound/44566352
https://pubchem.ncbi.nlm.nih.gov/compound/44566352
https://pubchem.ncbi.nlm.nih.gov/compound/15559724
https://pubchem.ncbi.nlm.nih.gov/compound/15559724
https://pubchem.ncbi.nlm.nih.gov/compound/16165473
https://pubchem.ncbi.nlm.nih.gov/compound/16165473
https://pubchem.ncbi.nlm.nih.gov/compound/12018906
https://pubchem.ncbi.nlm.nih.gov/compound/12018906


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

847 466322 

(2S,3R)-5,7-dihydroxy-3-
[(2S)-5-hydroxy-2-(4-
hydroxyphenyl)-4-oxo-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)tetrahydr
opyran-2-yl]oxy-chroman-
8-yl]-2-(4-
hydroxyphenyl)chroman-
4-one 

 

#N/A 

848 3246477 

(2S,3R)-2-(3,4-
dihydroxyphenyl)-8-
[(2R,3S,4S)-2-(3,4-
dihydroxyphenyl)-3,5,7-
trihydroxy-3,4-dihydro-
2H-chromen-4-yl]-3,4-
dihydro-2H-chromene-
3,5,7-triol 

 

-5.644 

849 5464454 

Morelloflavone 

 -4.091 

850 
1394111
3 

daphnodorin D2 

 -6.016 

851 474541 

Procyanidin B8 

 -5.297 

https://pubchem.ncbi.nlm.nih.gov/compound/466322
https://pubchem.ncbi.nlm.nih.gov/compound/3246477
https://pubchem.ncbi.nlm.nih.gov/compound/5464454
https://pubchem.ncbi.nlm.nih.gov/compound/13941113
https://pubchem.ncbi.nlm.nih.gov/compound/13941113
https://pubchem.ncbi.nlm.nih.gov/compound/474541


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

852 
7631551
3 

2,3-
Dihydrorobustaflavone 

 -4.217 

853 5384799 

4'-O-Methylochnaflavone 

 -5.031 

854 160270 

Dracorubin 

 -2.483 

855 9894522 

Kayaflavone 

 -2.792 

856 161259 

Garcinia biflavonoid 2 

 -3.648 

857 5484010 

Sequoiaflavone 

 -5.826 

https://pubchem.ncbi.nlm.nih.gov/compound/76315513
https://pubchem.ncbi.nlm.nih.gov/compound/76315513
https://pubchem.ncbi.nlm.nih.gov/compound/5384799
https://pubchem.ncbi.nlm.nih.gov/compound/160270
https://pubchem.ncbi.nlm.nih.gov/compound/9894522
https://pubchem.ncbi.nlm.nih.gov/compound/161259
https://pubchem.ncbi.nlm.nih.gov/compound/5484010


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

858 
1034767
4 

(2S,3R)-3-[(2S,3R)-5,7-
dihydroxy-2-(4-
methoxyphenyl)-4-oxo-
2,3-dihydrochromen-3-
yl]-5,7-dihydroxy-2-(4-
hydroxyphenyl)-2,3-
dihydrochromen-4-one 

 

-4.126 

859 
7632528
0 

(2R,3R)-8-[(1aR,7S,7aS)-
1a-(3,4-dihydroxyphenyl)-
4,6-dihydroxy-7,7a-
dihydrooxireno[2,3-
b]chromen-7-yl]-2-(3,4-
dihydroxyphenyl)-3,4-
dihydro-2H-chromene-
3,5,7-triol 

 

-4.830 

860 5320060 

Neochamaejasmin A 

 -3.727 

861 147299 

Procyanidin B4 

 -4.724 

862 
1435335
7 

(2R,3R)-8-[(2S,3R,4R)-3,7-
dihydroxy-2-(4-
hydroxyphenyl)-3,4-
dihydro-2H-chromen-4-
yl]-2-(3,4-
dihydroxyphenyl)-3,4-
dihydro-2H-chromene-
3,5,7-triol 

 

-3.357 

863 
1081681
2 

Robustaflavone-7,4'-
Dimethyl Ether 

 -5.071 

https://pubchem.ncbi.nlm.nih.gov/compound/10347674
https://pubchem.ncbi.nlm.nih.gov/compound/10347674
https://pubchem.ncbi.nlm.nih.gov/compound/76325280
https://pubchem.ncbi.nlm.nih.gov/compound/76325280
https://pubchem.ncbi.nlm.nih.gov/compound/5320060
https://pubchem.ncbi.nlm.nih.gov/compound/147299
https://pubchem.ncbi.nlm.nih.gov/compound/14353357
https://pubchem.ncbi.nlm.nih.gov/compound/14353357
https://pubchem.ncbi.nlm.nih.gov/compound/10816812
https://pubchem.ncbi.nlm.nih.gov/compound/10816812


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

864 
4691985
3 

epicatechin-(4beta->8)-
epicatechin-(4beta->8)-
parameritannin A-1 

 #N/A 

865 9808627 

Ourateaproanthocyanidin 
A 

 -4.449 

866 
4691976
7 

epicatechin-(4beta->8)-
parameritannin A-1 

 #N/A 

867 5494869 

8-[5-(5,7-Dihydroxy-4-
oxo-chromen-2-yl)-2-
methoxy-phenyl]-5-
hydroxy-2-(4-
hydroxyphenyl)-7-
methoxy-chromen-4-one  -3.971 

868 
1043729
1 

2',3'-
Dihydroochnaflavone 

 -5.276 

869 5281609 

Cupressuflavone 

 -3.010 

https://pubchem.ncbi.nlm.nih.gov/compound/46919853
https://pubchem.ncbi.nlm.nih.gov/compound/46919853
https://pubchem.ncbi.nlm.nih.gov/compound/9808627
https://pubchem.ncbi.nlm.nih.gov/compound/46919767
https://pubchem.ncbi.nlm.nih.gov/compound/46919767
https://pubchem.ncbi.nlm.nih.gov/compound/5494869
https://pubchem.ncbi.nlm.nih.gov/compound/10437291
https://pubchem.ncbi.nlm.nih.gov/compound/10437291
https://pubchem.ncbi.nlm.nih.gov/compound/5281609


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

870 
1613089
9 

Cinnamtannin A2 

 #N/A 

871 176988 

(2S)-8-[(2S,3R)-5,7-
dihydroxy-2-(4-
hydroxyphenyl)-4-oxo-
2,3-dihydrochromen-3-
yl]-2-(3,4-
dihydroxyphenyl)-5,7-
dihydroxy-2,3-
dihydrochromen-4-one 

 
-4.411 

872 9872976 

Proanthocyanidin A1 

 -4.123 

873 
1423765
3 

Epicatechin-(4beta-8)-
epicatechin-(4beta-6)-
epicatechin 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/16130899
https://pubchem.ncbi.nlm.nih.gov/compound/16130899
https://pubchem.ncbi.nlm.nih.gov/compound/176988
https://pubchem.ncbi.nlm.nih.gov/compound/9872976
https://pubchem.ncbi.nlm.nih.gov/compound/14237653
https://pubchem.ncbi.nlm.nih.gov/compound/14237653


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

874 122738 

Procyanidin B2, (+)- 

 -3.799 

875 5317050 

Geranin A 

 -4.750 

876 5490003 

7''-O-Methylsciadopitysin 

 -4.491 

877 
1283199
0 

(2R,2'R,3S,3'R)-2,2'-
bis(3,4-dihydroxyphenyl)-
3',5,5',7,7'-pentahydroxy-
2,2',3,3'-tetrahydro-
4H,4'H-3,8'-bichromene-
4,4'-dione  -4.325 

878 390361 

Isochamaejasmin 

 -3.347 

https://pubchem.ncbi.nlm.nih.gov/compound/122738
https://pubchem.ncbi.nlm.nih.gov/compound/5317050
https://pubchem.ncbi.nlm.nih.gov/compound/5490003
https://pubchem.ncbi.nlm.nih.gov/compound/12831990
https://pubchem.ncbi.nlm.nih.gov/compound/12831990
https://pubchem.ncbi.nlm.nih.gov/compound/390361


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

879 
7270304
1 

(1S,5S,6R,13R,21S)-5,13-
bis(4-hydroxyphenyl)-6-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-4,12,14-
trioxapentacyclo[11.7.1.0
2,11.03,8.015,20]henicos
a-2(11),3(8),9,15,17,19-
hexaene-9,17,19,21-
tetrol 

 
#N/A 

880 
2493607
4 

8-[5-(5,7-Dihydroxy-4-
oxochromen-2-yl)-2-
hydroxyphenyl]-5,6,7-
trihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one  -3.129 

881 130556 

2-(3,4-dihydroxyphenyl)-
8-[2-(3,4-
dihydroxyphenyl)-3,5,7-
trihydroxy-3,4-dihydro-
2H-chromen-4-yl]-3,4-
dihydro-2H-chromene-
3,5,7-triol  -4.610 

882 474540 

Procyanidin B6 

 -5.334 

883 
7171266
2 

(2R,3S)-5,7-dihydroxy-3-
[(2R,3S)-5-hydroxy-7-
methoxy-2-(4-
methoxyphenyl)-4-oxo-2,3-
dihydrochromen-3-yl]-2-(4-
hydroxyphenyl)-2,3-
dihydrochromen-4-one  -4.552 

https://pubchem.ncbi.nlm.nih.gov/compound/72703041
https://pubchem.ncbi.nlm.nih.gov/compound/72703041
https://pubchem.ncbi.nlm.nih.gov/compound/24936074
https://pubchem.ncbi.nlm.nih.gov/compound/24936074
https://pubchem.ncbi.nlm.nih.gov/compound/130556
https://pubchem.ncbi.nlm.nih.gov/compound/474540
https://pubchem.ncbi.nlm.nih.gov/compound/71712662
https://pubchem.ncbi.nlm.nih.gov/compound/71712662


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

884 124025 

Procyanidin A2 

 -5.016 

885 
7152186
2 

(2R,3S)-8-[(2S,4R)-5,7-
dihydroxy-2-(4-
hydroxyphenyl)-3,4-dihydro-
2H-chromen-4-yl]-2-(4-
hydroxyphenyl)-3,4-dihydro-
2H-chromene-3,5,7-triol 
  

 -3.721 

886 169853 

Procyanidin C1 
 

 
 #N/A 

887 
1674552
5 

(2S)-3-[(2S,3S)-5,7-dihydroxy-
2-(4-methoxyphenyl)-4-oxo-
2,3-dihydrochromen-3-yl]-
5,7-dihydroxy-2-(4-
methoxyphenyl)-2,3-
dihydrochromen-4-one  

 
 
 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/124025
https://pubchem.ncbi.nlm.nih.gov/compound/71521862
https://pubchem.ncbi.nlm.nih.gov/compound/71521862
https://pubchem.ncbi.nlm.nih.gov/compound/169853
https://pubchem.ncbi.nlm.nih.gov/compound/16745525
https://pubchem.ncbi.nlm.nih.gov/compound/16745525


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

888 
7631799
3 

(1S,5S,13R)-1,9,17,19-
tetrahydroxy-5,13-bis(4-
hydroxyphenyl)-4,12,14-
trioxapentacyclo[11.8.0.02,11
.03,8.015,20]henicosa-
2(11),3(8),9,15,17,19-hexaen-
21-one 

 -5.030 

889 
1041485
6 

3,8'-Biapigenin 

 -3.813 

890 5494868 

Sotetsuflavone 

 -5.002 

891 124017 

Procyanidin B5 

 -6.144 

892 
4457531
4 

Garcinianin 

 -3.066 

https://pubchem.ncbi.nlm.nih.gov/compound/76317993
https://pubchem.ncbi.nlm.nih.gov/compound/76317993
https://pubchem.ncbi.nlm.nih.gov/compound/10414856
https://pubchem.ncbi.nlm.nih.gov/compound/10414856
https://pubchem.ncbi.nlm.nih.gov/compound/5494868
https://pubchem.ncbi.nlm.nih.gov/compound/124017
https://pubchem.ncbi.nlm.nih.gov/compound/44575314
https://pubchem.ncbi.nlm.nih.gov/compound/44575314


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

893 5320644 

Podocarpusflavone A 

 -5.749 

894 
7631795
2 

(2R,3R)-8-[(1aR,7S,7aS)-4,6-
dihydroxy-1a-(4-
hydroxyphenyl)-7,7a-
dihydrooxireno[2,3-
b]chromen-7-yl]-2-(3,4-
dihydroxyphenyl)-3,4-
dihydro-2H-chromene-3,5,7-
triol 
  

 
 
 
 
 -4.463 

895 
1198333
3 

(2S,3R)-7-hydroxy-3-[(2R,3S)-
7-hydroxy-2-(4-
hydroxyphenyl)-4-oxo-2,3-
dihydrochromen-3-yl]-2-(4-
hydroxyphenyl)-2,3-
dihydrochromen-4-one 
 

 
 
 
 
 
 
 
 
 
 
 -2.259 

https://pubchem.ncbi.nlm.nih.gov/compound/5320644
https://pubchem.ncbi.nlm.nih.gov/compound/76317952
https://pubchem.ncbi.nlm.nih.gov/compound/76317952
https://pubchem.ncbi.nlm.nih.gov/compound/11983333
https://pubchem.ncbi.nlm.nih.gov/compound/11983333


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

896 
1079497
0 

Diinsininol 
 

 #N/A 

897 5319895 

8-[5,7-Dihydroxy-2-(4-
hydroxyphenyl)-4-oxo-
chroman-3-yl]-2-(3,4-
dihydroxyphenyl)-5,7-
dihydroxy-chromen-4-one 
 

 -4.537 

898 
1067623
3 

Diinsinin 
 

 #N/A 

899 
4446046
8 

Dimeric catechin 
 

 -5.016 

900 
2384406
9 

(+)-Volkensiflavone 
 

 -3.683 

https://pubchem.ncbi.nlm.nih.gov/compound/10794970
https://pubchem.ncbi.nlm.nih.gov/compound/10794970
https://pubchem.ncbi.nlm.nih.gov/compound/5319895
https://pubchem.ncbi.nlm.nih.gov/compound/10676233
https://pubchem.ncbi.nlm.nih.gov/compound/10676233
https://pubchem.ncbi.nlm.nih.gov/compound/44460468
https://pubchem.ncbi.nlm.nih.gov/compound/44460468
https://pubchem.ncbi.nlm.nih.gov/compound/23844069
https://pubchem.ncbi.nlm.nih.gov/compound/23844069


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

901 637122 

epigallocatechin-(4beta-
>8,2beta->O-7)-epicatechin 
 

 -6.525 

902 
7334632
9 

(1S,5R,6S,13R,21S)-5-(3,4-
dihydroxyphenyl)-13-(4-
hydroxyphenyl)-4,12,14-
trioxapentacyclo[11.7.1.02,11
.03,8.015,20]henicosa-
2(11),3(8),9,15,17,19-
hexaene-6,9,17,19,21-pentol 
 

 -5.631 

903 
1612974
1 

Cinnamtannin A3 
 

 #N/A 

904 
5294443
5 

Epiafzelechin-(2beta-O-
>7,4beta->8)-ent-epicatechin 
 

 -3.852 

https://pubchem.ncbi.nlm.nih.gov/compound/637122
https://pubchem.ncbi.nlm.nih.gov/compound/73346329
https://pubchem.ncbi.nlm.nih.gov/compound/73346329
https://pubchem.ncbi.nlm.nih.gov/compound/16129741
https://pubchem.ncbi.nlm.nih.gov/compound/16129741
https://pubchem.ncbi.nlm.nih.gov/compound/52944435
https://pubchem.ncbi.nlm.nih.gov/compound/52944435


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

905 
7270304
2 

(1S,7R,15S,19S,26R,27S,31S,3
2S)-7,19,27-tris(4-
hydroxyphenyl)-6,8,18,20,28-
pentaoxaoctacyclo[17.11.1.1
7,15.02,17.05,16.09,14.021,3
0.024,29]dotriaconta-
2(17),3,5(16),9,11,13,21(30),
22,24(29)-nonaene-
3,11,13,23,26,31,32-heptol 
 

 

#N/A 

906 
7270324
0 

(1S,7R,15S,19S,26R,27S,31S,3
2S)-19-(3,4-dihydroxyphenyl)-
7,27-bis(4-hydroxyphenyl)-
6,8,18,20,28-
pentaoxaoctacyclo[17.11.1.1
7,15.02,17.05,16.09,14.021,3
0.024,29]dotriaconta-
2(17),3,5(16),9,11,13,21(30),
22,24(29)-nonaene-
3,11,13,23,26,31,32-heptol 
 

 

#N/A 

907 
4457524
8 

(2S)-5,7-dihydroxy-2-(4-
methoxyphenyl)-8-[(2R,3R)-
4,5,7-trihydroxy-2-(4-
hydroxyphenyl)-3,4-dihydro-
2H-chromen-3-yl]-2,3-
dihydrochromen-4-one 
 

 -3.420 

908 
1178641
9 

5-Hydroxy-2-[4-[2-hydroxy-5-
(5-hydroxy-7-methoxy-4-oxo-
2,3-dihydrochromen-2-
yl)phenoxy]phenyl]-7-
methoxy-2,3-
dihydrochromen-4-one 
 

 

-4.018 

909 
1147828
8 

2,3,2'',3''-
Tetrahydroochnaflavone 
 

 -6.004 

https://pubchem.ncbi.nlm.nih.gov/compound/72703042
https://pubchem.ncbi.nlm.nih.gov/compound/72703042
https://pubchem.ncbi.nlm.nih.gov/compound/72703240
https://pubchem.ncbi.nlm.nih.gov/compound/72703240
https://pubchem.ncbi.nlm.nih.gov/compound/44575248
https://pubchem.ncbi.nlm.nih.gov/compound/44575248
https://pubchem.ncbi.nlm.nih.gov/compound/11786419
https://pubchem.ncbi.nlm.nih.gov/compound/11786419
https://pubchem.ncbi.nlm.nih.gov/compound/11478288
https://pubchem.ncbi.nlm.nih.gov/compound/11478288


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

910 475277 

Cinnamtannin B1 
 

 #N/A 

911 
4455946
3 

(2S)-6-[(2S)-5,7-dihydroxy-2-
(4-hydroxyphenyl)-4-oxo-2,3-
dihydrochromen-8-yl]-5,7-
dihydroxy-2-(4-
methylphenyl)-2,3-
dihydrochromen-4-one 
 

 -3.058 

912 
1110393
6 

5-Hydroxy-8-[5-hydroxy-7-
methoxy-2-(4-
methoxyphenyl)-4-
oxochromen-8-yl]-7-
methoxy-2-(4-
methoxyphenyl)chromen-4-
one 
 

 

-3.536 

913 146798 

Procyanidin B3 
 

 -4.917 

914 
4979895
5 

Sikokianin B 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/475277
https://pubchem.ncbi.nlm.nih.gov/compound/44559463
https://pubchem.ncbi.nlm.nih.gov/compound/44559463
https://pubchem.ncbi.nlm.nih.gov/compound/11103936
https://pubchem.ncbi.nlm.nih.gov/compound/11103936
https://pubchem.ncbi.nlm.nih.gov/compound/146798
https://pubchem.ncbi.nlm.nih.gov/compound/49798955
https://pubchem.ncbi.nlm.nih.gov/compound/49798955


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

915 161087 

Garcinia biflavonoid 1 
 

 -3.474 

916 467305 

epigallocatechin-(4beta->8)-
epigallocatechin-3-O-gallate 
 

 #N/A 

917 
4442010
6 

8-[5-[(2S)-5,7-dihydroxy-4-
oxo-2,3-dihydrochromen-2-
yl]-2-hydroxyphenyl]-5,7-
dihydroxy-2-(4-
hydroxyphenyl)chromen-4-
one 
 

 -4.676 

918 5281599 

Agathisflavone 
 

 -5.755 

919 467746 

(3,8'-Bi-2H-1-benzopyran)-
4,4'(3H,3'H)-dione, 5,5',7,7'-
tetrahydroxy-2,2'-bis(4-
hydroxyphenyl)-, (2S,2'S,3R)- 
 

 -3.486 

https://pubchem.ncbi.nlm.nih.gov/compound/161087
https://pubchem.ncbi.nlm.nih.gov/compound/467305
https://pubchem.ncbi.nlm.nih.gov/compound/44420106
https://pubchem.ncbi.nlm.nih.gov/compound/44420106
https://pubchem.ncbi.nlm.nih.gov/compound/5281599
https://pubchem.ncbi.nlm.nih.gov/compound/467746


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

920 
1435335
9 

(2R,3R)-8-[(2R,3R,4R)-3,7-
dihydroxy-2-(4-
hydroxyphenyl)-3,4-dihydro-
2H-chromen-4-yl]-2-(3,4-
dihydroxyphenyl)-3,4-
dihydro-2H-chromene-3,5,7-
triol 
 

 
-3.290 

921 5315459 

Bilobetin 
 

 -4.431 

922 
1175733
1 

6-[5-(5,7-Dihydroxy-4-oxo-
chromen-2-yl)-2-methoxy-
phenyl]-5,7-dihydroxy-2-(4-
hydroxyphenyl)chromen-4-
one 
 

 

-5.962 

923 
1001084
9 

Aescultitannin B 
 

 #N/A 

924 
7069035
8 

Spectaflavoside A 
 

 #N/A 

925 
1032553
2 

(2R,3S)-2-(3,4-
dihydroxyphenyl)-6-
[(2R,3S,4S)-2-(3,4-
dihydroxyphenyl)-3,7-
dihydroxy-3,4-dihydro-2H-
chromen-4-yl]-3,4-dihydro-
2H-chromene-3,5,7-triol 
 

 

-5.701 

https://pubchem.ncbi.nlm.nih.gov/compound/14353359
https://pubchem.ncbi.nlm.nih.gov/compound/14353359
https://pubchem.ncbi.nlm.nih.gov/compound/5315459
https://pubchem.ncbi.nlm.nih.gov/compound/11757331
https://pubchem.ncbi.nlm.nih.gov/compound/11757331
https://pubchem.ncbi.nlm.nih.gov/compound/10010849
https://pubchem.ncbi.nlm.nih.gov/compound/10010849
https://pubchem.ncbi.nlm.nih.gov/compound/70690358
https://pubchem.ncbi.nlm.nih.gov/compound/70690358
https://pubchem.ncbi.nlm.nih.gov/compound/10325532
https://pubchem.ncbi.nlm.nih.gov/compound/10325532


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

926 
1613097
3 

Cinnamtannin B2 
 

 #N/A 

927 
7068839
4 

Daphnodorin F 
 

 -5.134 

928 
1069616
0 

Palodesangren C 
 

 -3.707 

929 
4456716
1 

4-[(2S)-5-hydroxy-7-methoxy-
8-(3-methylbut-2-enyl)-3,4-
dihydro-2H-chromen-2-
yl]benzene-1,3-diol 
 

 -4.275 

930 
5733304
0 

Morusyunnansins F 
 

 -3.305 

https://pubchem.ncbi.nlm.nih.gov/compound/16130973
https://pubchem.ncbi.nlm.nih.gov/compound/16130973
https://pubchem.ncbi.nlm.nih.gov/compound/70688394
https://pubchem.ncbi.nlm.nih.gov/compound/70688394
https://pubchem.ncbi.nlm.nih.gov/compound/10696160
https://pubchem.ncbi.nlm.nih.gov/compound/10696160
https://pubchem.ncbi.nlm.nih.gov/compound/44567161
https://pubchem.ncbi.nlm.nih.gov/compound/44567161
https://pubchem.ncbi.nlm.nih.gov/compound/57333040
https://pubchem.ncbi.nlm.nih.gov/compound/57333040


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

931 5276890 

Gallocatechin gallate 
 

 -4.767 

932 
4983144
4 

(2R,3R)-3,5,7-trihydroxy-6,8-
dimethyl-2-phenyl-2,3-
dihydrochromen-4-one 
 

 -4.049 

933 184877 

Kuwanon L 
 

 -4.107 

934 73205 

Sigmoidin B 
 

 -4.490 

935 
4459344
9 

Leachianone A 
 

 -3.237 

936 
4442863
0 

Kushenol K 
 

 -3.439 

937 509245 

Sophoraflavanone B 
 

 -4.601 

https://pubchem.ncbi.nlm.nih.gov/compound/5276890
https://pubchem.ncbi.nlm.nih.gov/compound/49831444
https://pubchem.ncbi.nlm.nih.gov/compound/49831444
https://pubchem.ncbi.nlm.nih.gov/compound/184877
https://pubchem.ncbi.nlm.nih.gov/compound/73205
https://pubchem.ncbi.nlm.nih.gov/compound/44593449
https://pubchem.ncbi.nlm.nih.gov/compound/44593449
https://pubchem.ncbi.nlm.nih.gov/compound/44428630
https://pubchem.ncbi.nlm.nih.gov/compound/44428630
https://pubchem.ncbi.nlm.nih.gov/compound/509245


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

938 
1388901
0 

(2S)-5,7,2'-
Trihydroxyflavanone 
 

 -3.977 

939 6546086 

6-Prenylpinocembrin 
 

 -4.280 

940 
5090821
3 

4',3''-Di-O-Methylapocynin-B 
 

 -1.226 

941 
1421802
7 

Licoflavanone 
 

 #N/A 

942 
1025176
1 

(2S)-5,7,2',4'-Tetrahydroxy-8-
prenyl-5'-(1,1-
dimethylallyl)flavanone 
 

 -3.453 

943 
1040806
9 

Abyssinones Iii 
 

 -4.880 

944 503267 

(2S)-5,7-dihydroxy-8-methyl-
4-oxo-2-phenyl-chromane-6-
carbaldehyde 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/13889010
https://pubchem.ncbi.nlm.nih.gov/compound/13889010
https://pubchem.ncbi.nlm.nih.gov/compound/6546086
https://pubchem.ncbi.nlm.nih.gov/compound/50908213
https://pubchem.ncbi.nlm.nih.gov/compound/50908213
https://pubchem.ncbi.nlm.nih.gov/compound/14218027
https://pubchem.ncbi.nlm.nih.gov/compound/14218027
https://pubchem.ncbi.nlm.nih.gov/compound/10251761
https://pubchem.ncbi.nlm.nih.gov/compound/10251761
https://pubchem.ncbi.nlm.nih.gov/compound/10408069
https://pubchem.ncbi.nlm.nih.gov/compound/10408069
https://pubchem.ncbi.nlm.nih.gov/compound/503267


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

945 195173 

Sigmoidin E 
 

 -4.553 

946 
2114679
5 

Theaflavin-3,3'-digallate 
 

 #N/A 

947 65056 

(+)-epicatechin-3-O-gallate 
 

 -4.685 

948 
2159235
3 

(1R,5S,17R,19R)-9,19-
dihydroxy-5-phenyl-19-[(E)-2-
phenylethenyl]-4,12,18-
trioxatetracyclo[15.3.1.02,11.
03,8]henicosa-2(11),3(8),9-
triene-7,13-dione 
  -3.327 

949 
4455907
7 

(2S)-6-(Gamma,Gamma-
Dimethylallyl)-5,4'-Dihydroxy-
3'-Methoxy-6'',6''-
Dimethylpyran(2'',3'':7,8)Flav
anone 
 

 -3.992 

https://pubchem.ncbi.nlm.nih.gov/compound/195173
https://pubchem.ncbi.nlm.nih.gov/compound/21146795
https://pubchem.ncbi.nlm.nih.gov/compound/21146795
https://pubchem.ncbi.nlm.nih.gov/compound/65056
https://pubchem.ncbi.nlm.nih.gov/compound/21592353
https://pubchem.ncbi.nlm.nih.gov/compound/21592353
https://pubchem.ncbi.nlm.nih.gov/compound/44559077
https://pubchem.ncbi.nlm.nih.gov/compound/44559077


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

950 
1673709
6 

(2S)-5,7-dihydroxy-2-[7-(3-
methylbut-2-enyl)-1-
benzofuran-5-yl]-2,3-
dihydrochromen-4-one 
 

 -2.738 

951 157671 

4H-1-Benzopyran-4-one, 2-
(2,6-dihydroxyphenyl)-2,3-
dihydro-5,7-dihydroxy-, (2S)- 
 

 -4.038 

952 
2476291
6 

Catiguanin B 
 

 -3.872 

953 
1104683
9 

(2S)-8-[(2S)-2-hydroxy-3-
methylbut-3-enyl]-5,7-
dimethoxy-2-phenyl-2,3-
dihydrochromen-4-one 
 

 -4.401 

954 
1430976
0 

Macarangaflavanone B 
 

 -4.182 

955 
1573586
2 

Exiguaflavanone B 
 

 -3.750 

https://pubchem.ncbi.nlm.nih.gov/compound/16737096
https://pubchem.ncbi.nlm.nih.gov/compound/16737096
https://pubchem.ncbi.nlm.nih.gov/compound/157671
https://pubchem.ncbi.nlm.nih.gov/compound/24762916
https://pubchem.ncbi.nlm.nih.gov/compound/24762916
https://pubchem.ncbi.nlm.nih.gov/compound/11046839
https://pubchem.ncbi.nlm.nih.gov/compound/11046839
https://pubchem.ncbi.nlm.nih.gov/compound/14309760
https://pubchem.ncbi.nlm.nih.gov/compound/14309760
https://pubchem.ncbi.nlm.nih.gov/compound/15735862
https://pubchem.ncbi.nlm.nih.gov/compound/15735862


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

956 
1090572
1 

(2S)-5,7-Dimethoxy-8-(2S-
Hydroxy-3-Methyl-3-Butenyl)-
3',4'-
Methylenedioxyflavanone 
 

 -3.180 

957 
4456319
8 

Kurarinol 
 

 -3.777 

958 
4456312
2 

kushenol T 
 

 -5.099 

959 
4456315
9 

(2S)-2-(2,4-dihydroxyphenyl)-
5,7-dihydroxy-8-[(2R)-5-
hydroxy-5-methyl-2-prop-1-
en-2-ylhexyl]-2,3-
dihydrochromen-4-one 
 

 

-5.398 

960 5321396 

(2S)-2-[2,2-dimethyl-8-(3-
methylbut-2-enyl)chromen-6-
yl]-7-hydroxy-8-(3-methylbut-
2-enyl)-2,3-dihydrochromen-
4-one 
 

 -2.499 

961 
4458923
1 

6-[(2S)-5,7-dihydroxy-4-oxo-
2,3-dihydrochromen-2-yl]-8-
hydroxy-2,2-dimethyl-3H-
chromen-4-one 
  -5.261 

962 667544 

4H-1-Benzopyran-4-one, 2,3-
dihydro-5,7-dihydroxy-2-
phenyl-, (2R)- 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/10905721
https://pubchem.ncbi.nlm.nih.gov/compound/10905721
https://pubchem.ncbi.nlm.nih.gov/compound/44563198
https://pubchem.ncbi.nlm.nih.gov/compound/44563198
https://pubchem.ncbi.nlm.nih.gov/compound/44563122
https://pubchem.ncbi.nlm.nih.gov/compound/44563122
https://pubchem.ncbi.nlm.nih.gov/compound/44563159
https://pubchem.ncbi.nlm.nih.gov/compound/44563159
https://pubchem.ncbi.nlm.nih.gov/compound/5321396
https://pubchem.ncbi.nlm.nih.gov/compound/44589231
https://pubchem.ncbi.nlm.nih.gov/compound/44589231
https://pubchem.ncbi.nlm.nih.gov/compound/667544


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

963 
1199517
7 

[(2R,3R,4S,5R,6S)-4-
acetyloxy-6-
[(2S,3R,4R,5S,6S)-3-
acetyloxy-2-[2-[(2S)-5,7-
dihydroxy-4-oxo-2,3-
dihydrochromen-2-yl]-4-
hydroxyphenoxy]-5-hydroxy-
6-methyloxan-4-yl]oxy-3,5-
dihydroxyoxan-2-yl]methyl 
acetate 
 

 

#N/A 

964 
2524324
8 

Lespeflorin B4 
 

 -2.512 

965 
5733396
0 

Pilosanol N 
 

 -4.911 

966 
1025077
7 

Lupinifolin 
 

 -3.588 

967 9838882 

(2S,3S)-3,4',5,7-
Tetrahydroxyflavanone 
 

 -5.484 

968 7330513 

abyssinone-IV 
 

 -5.197 

969 114829 

Liquiritigenin 
 

 -4.644 

https://pubchem.ncbi.nlm.nih.gov/compound/11995177
https://pubchem.ncbi.nlm.nih.gov/compound/11995177
https://pubchem.ncbi.nlm.nih.gov/compound/25243248
https://pubchem.ncbi.nlm.nih.gov/compound/25243248
https://pubchem.ncbi.nlm.nih.gov/compound/57333960
https://pubchem.ncbi.nlm.nih.gov/compound/57333960
https://pubchem.ncbi.nlm.nih.gov/compound/10250777
https://pubchem.ncbi.nlm.nih.gov/compound/10250777
https://pubchem.ncbi.nlm.nih.gov/compound/9838882
https://pubchem.ncbi.nlm.nih.gov/compound/7330513
https://pubchem.ncbi.nlm.nih.gov/compound/114829


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

970 
1473079
9 

(2R,3R)-3,7-
Dihydroxyflavanone 
 

 -4.909 

971 
4527265
9 

(S)-5,7-dihydroxy-2-(4-
methoxyphenyl)-8-(3-
methylbut-2-enyl)chroman-4-
one 
 

 -4.018 

972 
5683417
2 

chartaceone A2 
 

 -4.663 

973 
2524316
5 

Lespeflorin A2 
 

 -4.035 

974 
1159630
9 

Glabrol 
 

 -4.106 

975 
1093974
9 

4beta-(2-Aminoethylthio)-
epicatechin 
 

 -3.102 

976 127022 

Pongapinone B 
 

 -3.667 

https://pubchem.ncbi.nlm.nih.gov/compound/14730799
https://pubchem.ncbi.nlm.nih.gov/compound/14730799
https://pubchem.ncbi.nlm.nih.gov/compound/45272659
https://pubchem.ncbi.nlm.nih.gov/compound/45272659
https://pubchem.ncbi.nlm.nih.gov/compound/56834172
https://pubchem.ncbi.nlm.nih.gov/compound/56834172
https://pubchem.ncbi.nlm.nih.gov/compound/25243165
https://pubchem.ncbi.nlm.nih.gov/compound/25243165
https://pubchem.ncbi.nlm.nih.gov/compound/11596309
https://pubchem.ncbi.nlm.nih.gov/compound/11596309
https://pubchem.ncbi.nlm.nih.gov/compound/10939749
https://pubchem.ncbi.nlm.nih.gov/compound/10939749
https://pubchem.ncbi.nlm.nih.gov/compound/127022


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

977 
2476291
5 

Catiguanin A 
 

 -0.685 

978 
1529890
1 

(2S)-2,3-Dihydro-5-hydroxy-7-
methoxy-8-(3-methyl-2-
buten-1-yl)-2-(2,4,6-
trimethoxyphenyl)-4H-1-
benzopyran-4-one 
  -2.558 

979 73160 

(-)-Catechin 
 

 -4.860 

980 467295 

Epiafzelechin 3-O-gallate 
 

 -4.908 

981 107905 

Epicatechin Gallate 
 

 -5.048 

982 
2524316
6 

Lespeflorin A3 
 

 -4.567 

983 92775 

Butin 
 

 -4.921 

https://pubchem.ncbi.nlm.nih.gov/compound/24762915
https://pubchem.ncbi.nlm.nih.gov/compound/24762915
https://pubchem.ncbi.nlm.nih.gov/compound/15298901
https://pubchem.ncbi.nlm.nih.gov/compound/15298901
https://pubchem.ncbi.nlm.nih.gov/compound/73160
https://pubchem.ncbi.nlm.nih.gov/compound/467295
https://pubchem.ncbi.nlm.nih.gov/compound/107905
https://pubchem.ncbi.nlm.nih.gov/compound/25243166
https://pubchem.ncbi.nlm.nih.gov/compound/25243166
https://pubchem.ncbi.nlm.nih.gov/compound/92775


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

984 
4526839
7 

(2s)-5,7-Dihydroxy-2-[4-
methoxy-3-(3-methylbut-2-
enyl) phenyl]-8-(3-methylbut-
2-enyl)-2,3-dihydrochromen-
4-one 
  -4.416 

985 
1142025
6 

Symplocosidin 
 

 -4.548 

986 193679 

Isobavachin 
 

 #N/A 

987 
1175507
2 

methyl (3R)-3-(3,4-
dihydroxyphenyl)-3-[(2R,3R)-
2-(3,4-dihydroxyphenyl)-
3,5,7-trihydroxy-3,4-dihydro-
2H-chromen-8-yl]propanoate 
 

 -3.749 

988 
1045651
6 

Cinchonain Ib 
 

 -4.606 

989 91144 

Farrerol 
 

 -3.325 

https://pubchem.ncbi.nlm.nih.gov/compound/45268397
https://pubchem.ncbi.nlm.nih.gov/compound/45268397
https://pubchem.ncbi.nlm.nih.gov/compound/11420256
https://pubchem.ncbi.nlm.nih.gov/compound/11420256
https://pubchem.ncbi.nlm.nih.gov/compound/193679
https://pubchem.ncbi.nlm.nih.gov/compound/11755072
https://pubchem.ncbi.nlm.nih.gov/compound/11755072
https://pubchem.ncbi.nlm.nih.gov/compound/10456516
https://pubchem.ncbi.nlm.nih.gov/compound/10456516
https://pubchem.ncbi.nlm.nih.gov/compound/91144


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

990 
4441944
6 

(S)-2-(2,4-dihydroxy-5-(3-
methylbut-2-enyl)phenyl)-
5,7-dihydroxy-6-(3-
methylbut-2-enyl)chroman-4-
one 
 

 

-5.291 

991 6475921 

Sophoraflavanone A 
  

 -3.307 

992 282014 

2-(4-Hydroxyphenyl)-3,4-
dihydro-2H-1-benzopyran-
3,5,7-triol 
 

 -4.208 

993 442396 

(S)-2,3-dihydro-5,7-
dihydroxy-2-(4-
hydroxyphenyl)-6,8-dimethyl-
4-benzopyrone 
  -3.325 

994 
1033721
1 

Bavachinin 
 

 -4.616 

995 
2524324
6 

Lespeflorin B1 
 

 -3.690 

996 6548074 

Abyssinone V 4'-methyl ether 
 

 -4.792 

997 
1127298
8 

Catechin-(3'-O-3''')-afzelechin 
 

 -5.161 

https://pubchem.ncbi.nlm.nih.gov/compound/44419446
https://pubchem.ncbi.nlm.nih.gov/compound/44419446
https://pubchem.ncbi.nlm.nih.gov/compound/6475921
https://pubchem.ncbi.nlm.nih.gov/compound/282014
https://pubchem.ncbi.nlm.nih.gov/compound/442396
https://pubchem.ncbi.nlm.nih.gov/compound/10337211
https://pubchem.ncbi.nlm.nih.gov/compound/10337211
https://pubchem.ncbi.nlm.nih.gov/compound/25243246
https://pubchem.ncbi.nlm.nih.gov/compound/25243246
https://pubchem.ncbi.nlm.nih.gov/compound/6548074
https://pubchem.ncbi.nlm.nih.gov/compound/11272988
https://pubchem.ncbi.nlm.nih.gov/compound/11272988


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

998 129362 

Sigmoidin D 
 

 -6.151 

999 
1400902
8 

Prodelphinidin B6 
 

 -4.952 
1000 

2489675
6 

Aceroside I 
 

 #N/A 
1001 10476431 Isomundulinol 

 
O

O

OHO

OH

 #N/A 
1002 52945930 (S)-2-(3,5-

Dihydroxyphenyl)-5,7-
dihydroxychroman-4-one 
 

O

O

OH

OH

HO

HO

 -5.403 

https://pubchem.ncbi.nlm.nih.gov/compound/129362
https://pubchem.ncbi.nlm.nih.gov/compound/14009028
https://pubchem.ncbi.nlm.nih.gov/compound/14009028
https://pubchem.ncbi.nlm.nih.gov/compound/24896756
https://pubchem.ncbi.nlm.nih.gov/compound/24896756
https://pubchem.ncbi.nlm.nih.gov/compound/10476431
https://pubchem.ncbi.nlm.nih.gov/compound/52945930


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1003 51040899 (-)-(2S)-5,7,2'-trihydroxy-
8,3'-diprenylflavanone 
 

O

OHO

OH

OH

 -3.802 
1004 3496769 3',4',7-

Trihydroxyflavanone 
 

O

O

HO

OH

OH

 -4.921 
1005 11420157 Schizolaenone A 

 

O

O

OH

HO

OH

 -2.909 
1006 442397 Fisetinidol 

 
O

HO

OH

OH

OH

 -4.645 

1007 57402414 Excoecariphenol B 
 

O

S

O

OH OH

OH

OHOH

HO

OH

OH

OH

OH

 -3.549 

https://pubchem.ncbi.nlm.nih.gov/compound/51040899
https://pubchem.ncbi.nlm.nih.gov/compound/3496769
https://pubchem.ncbi.nlm.nih.gov/compound/11420157
https://pubchem.ncbi.nlm.nih.gov/compound/442397
https://pubchem.ncbi.nlm.nih.gov/compound/57402414


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1008 44589106 (2S)-5,7-dihydroxy-2-[8-
hydroxy-2,2-dimethyl-5-
(3-methylbut-2-
enyl)chromen-6-yl]-2,3-
dihydrochromen-4-one 
 

O

O

OHO

OH

OH

 -4.164 
1009 26213315 Monotesone B 

 

OH O

O

OH

OH

HO

 -3.260 
1010 373261 Eriodyctiol (flavanone) 

 

O

OOH

HO

OH

OH

 -5.054 
1011 125309 Cyrtominetin 

 

HO

O

O

OH

OH

HO

 -5.678 

1012 44559037 (2S)-6-(gamma,gamma-
dimethylallyl)-5,3'-
dihydroxy-4'-methoxy-
6'',6''-
dimethylpyran[2'',3'':7,8]fl
avanone 
 

O

O

O

O

HO

OH

 -3.847 
1013 442410 Garbanzol 

 

O

OHO

OH

OH

 -5.614 

https://pubchem.ncbi.nlm.nih.gov/compound/44589106
https://pubchem.ncbi.nlm.nih.gov/compound/26213315
https://pubchem.ncbi.nlm.nih.gov/compound/373261
https://pubchem.ncbi.nlm.nih.gov/compound/125309
https://pubchem.ncbi.nlm.nih.gov/compound/44559037
https://pubchem.ncbi.nlm.nih.gov/compound/442410
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1014 44559956 Sanggenol M 
 

OH

HO
O

OH

HO

O

O

OH

HO

OH

 #N/A 

1015 124344 Flemichin D 
 

O

O

HO

OH

OH

O

 -3.946 
1016 14539951 3'-O-Methyldiplacone 

 

HO

O

O

OH

O

HO

 -3.815 
1017 161557 Dihydromyricetin 

 

OH

OH

OH

O

O

HO

HO

OH

 -4.878 

1018 45268825 Prostratol 
 

OHO

O

HO

 

-2.998 

https://pubchem.ncbi.nlm.nih.gov/compound/44559956
https://pubchem.ncbi.nlm.nih.gov/compound/124344
https://pubchem.ncbi.nlm.nih.gov/compound/14539951
https://pubchem.ncbi.nlm.nih.gov/compound/161557
https://pubchem.ncbi.nlm.nih.gov/compound/45268825


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1019 10990534 (2S)-7,4'-Dihydroxy-3'-
Prenylflavan 
 

O OH

HO

 -4.151 
1020 11995072 [(2S,3R,4R,5S,6S)-2-[2-

[(2S)-5,7-dihydroxy-4-oxo-
2,3-dihydrochromen-2-yl]-
4-hydroxyphenoxy]-5-
hydroxy-6-methyl-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-3-yl] acetate 
 

O

O

HO

O

O

HO

OH

O

O

O

O

OH

OH

OHHO

OH

 

-2.922 
1021 442457 5'-Prenylhomoeriodictyol 

 

O

O

HO

HO

O

OH

 -3.659 
1022 11375844 (2S)-2-[2-[(2E)-3,7-

dimethylocta-2,6-dienyl]-
3-hydroxy-4-
methoxyphenyl]-5-
hydroxy-7-methoxy-6-(3-
methylbut-2-enyl)-2,3-
dihydrochromen-4-one 
 

HO

O

O

O O

OH

 -4.411 
1023 14135323 (2S)-dihydrobaicalein 

 
O

O

HO

HO

HO

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/10990534
https://pubchem.ncbi.nlm.nih.gov/compound/11995072
https://pubchem.ncbi.nlm.nih.gov/compound/442457
https://pubchem.ncbi.nlm.nih.gov/compound/11375844
https://pubchem.ncbi.nlm.nih.gov/compound/14135323


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1024 56834173 Chartaceone A3 
 

O

O

OH

O

OH

OH

 -4.257 
1025 10254216 (2R,3R)-2-(2,4-Dihydroxy-

phenyl)-3,7-dihydroxy-8-
(5-hydroxy-2-isopropenyl-
5-methyl-hexyl)-5-
methoxy-chroman-4-one 
 

OH

OH

OO

O

HO OH

HO

 -3.919 
1026 442154 Afzelechin 

 
O

OH

HO

OH

OH

 -5.732 
1027 44179863 Khonklonginol A 

 
O

O

HO

O

OH

O

 #N/A 
1028 157633 2',3,5,6',7-

Pentahydroxyflavanone 
 

OH

O

O OH

OH

HO

OH

 -2.311 
1029 11995581 (2S)-7-hydroxy-2-[3-[(E)-3-

hydroxy-3-methylbut-1-
enyl]-4-methoxy-5-(3-
methylbut-2-enyl)phenyl]-
2,3-dihydrochromen-4-
one 
 

O

O

HO

OH

O

 -4.637 

https://pubchem.ncbi.nlm.nih.gov/compound/56834173
https://pubchem.ncbi.nlm.nih.gov/compound/10254216
https://pubchem.ncbi.nlm.nih.gov/compound/442154
https://pubchem.ncbi.nlm.nih.gov/compound/44179863
https://pubchem.ncbi.nlm.nih.gov/compound/157633
https://pubchem.ncbi.nlm.nih.gov/compound/11995581


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1030 24854123 (2S)-6-[(2E)-3,7-
dimethylocta-2,6-dienyl]-
5,7-dihydroxy-2-(4-
hydroxy-3,5-
dimethoxyphenyl)-2,3-
dihydrochromen-4-one 
 

HO

O

O

O

OH

O

HO

 

-4.029 
1031 10323393 Nymphaeol C 

 

HO

OH

O

O

OHHO

 #N/A 
1032 11995073 [(2R,3S,4S,5R,6S)-6-

[(2S,3R,4R,5S,6S)-3-
acetyloxy-2-[2-[(2S)-5,7-
dihydroxy-4-oxo-2,3-
dihydrochromen-2-yl]-4-
hydroxyphenoxy]-5-
hydroxy-6-methyloxan-4-
yl]oxy-3,4,5-
trihydroxyoxan-2-
yl]methyl acetate 
 

O

O

HO

O

O

HO

OH

O

O

O

O

O

O

OH

OHHO

OH

 

-0.996 

1033 15232524 (2R,3R)-2-[3,4-dihydroxy-
2,6-bis(3-methylbut-2-
enyl)phenyl]-3,5,7-
trihydroxy-8-(3-
methylbut-2-enyl)-2,3-
dihydrochromen-4-one 
 

O

OHO

OH

OH

OH

OH

 -4.777 
1034 6453244 (S)-2,3-Dihydro-5,7-

dihydroxy-8-methyl-2-
phenyl-4-benzopyrone 
 

OH

OHO

O

 -3.012 
1035 639465 Nymphaeol A 

 
HO

O

O

OH

OH

HO

 -5.981 

https://pubchem.ncbi.nlm.nih.gov/compound/24854123
https://pubchem.ncbi.nlm.nih.gov/compound/10323393
https://pubchem.ncbi.nlm.nih.gov/compound/11995073
https://pubchem.ncbi.nlm.nih.gov/compound/15232524
https://pubchem.ncbi.nlm.nih.gov/compound/6453244
https://pubchem.ncbi.nlm.nih.gov/compound/639465


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1036 42607959 Burttinone 
 

O

OHO

OH

OH

O

 -4.905 
1037 11742973 Eriosemaone A 

 
O

O

O

HO

OH

OH

 -4.278 
1038 44584091 Kushenol H 

 

OH

OH

OO

O

HO OH

HO

 -4.189 
1039 10599228 Kushenol X 

 
OH

OHO

O

HO OH

HO

 -2.905 
1040 10253436 (2R,3S)-2-(2,4-

dihydroxyphenyl)-3,7-
dihydroxy-5-methoxy-8-
(5-methyl-2-prop-1-en-2-
ylhex-4-enyl)-2,3-
dihydrochromen-4-one 
 

OH

OO

O

HO OH

HO

 
-3.944 

1041 3012485 5,7,3'-Trihydroxy-4',5'-
(2'''',2''''-Dimethylpyran)-
8,2'-Di(3-Methyl-2-
Butenyl)-(2S)-Flavanone 
 

HO OH

O

O

O

HO

 -4.517 

https://pubchem.ncbi.nlm.nih.gov/compound/42607959
https://pubchem.ncbi.nlm.nih.gov/compound/11742973
https://pubchem.ncbi.nlm.nih.gov/compound/44584091
https://pubchem.ncbi.nlm.nih.gov/compound/10599228
https://pubchem.ncbi.nlm.nih.gov/compound/10253436
https://pubchem.ncbi.nlm.nih.gov/compound/3012485


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1042 5320468 (2r,3r)-3,5,7,3',5'-
Pentahydroxyflavanone 
 

OH

OH

O

O

HO

HO

OH

 -5.094 
1043 9064 Cianidanol 

 
O

OH

HO

OH

OH

OH

 -5.875 
1044 72277 Epigallocatechin 

 O

OH

OH

HO

HO

HO HO

 -4.953 
1045 42608071 Mundulea flavanone B 

 

O

O

HO

OH

O

 -3.639 
1046 7330517 (2S)-7-hydroxy-2-[4-

hydroxy-3-(3-methylbut-2-
enyl)phenyl]-2,3-
dihydrochromen-4-one 
 

O

OHO

OH

 -5.649 

1047 639466 Diplacol 
 

HO

O

O OH

OH

OH

HO

 -5.105 

https://pubchem.ncbi.nlm.nih.gov/compound/5320468
https://pubchem.ncbi.nlm.nih.gov/compound/9064
https://pubchem.ncbi.nlm.nih.gov/compound/72277
https://pubchem.ncbi.nlm.nih.gov/compound/42608071
https://pubchem.ncbi.nlm.nih.gov/compound/7330517
https://pubchem.ncbi.nlm.nih.gov/compound/639466


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1048 11787645 EGCG Octaacetate 
 

O

O O

O

O

O

O

O

O

O

O

O

O

O

O

O

O

O

O

 #N/A 
1049 509244 Cudraflavanone B 

 

OH

O

O

HO

OH

OH

 -5.498 
1050 10696654 Palodesangren A 

 

OH

OH

O

O

O

OH

O

 -3.239 
1051 10572194 Kushenol V 

 
HO O

O

HO OH

O

OH

 -5.185 
1052 72936 Sophoraflavanone G 

 
OH

OHO

O

HO OH

 -3.566 
1053 5317058 Epicatechin Pentaacetate 

 

O

O

O

O

O

O

O

O

O

O

O

 5.077 
1054 24854121 (2S)-2-(3,4-

dimethoxyphenyl)-6-[(2E)-
3,7-dimethylocta-2,6-
dienyl]-5,7-dihydroxy-2,3-
dihydrochromen-4-one 
 

HO

O

O

O

O

HO

 

-4.392 

https://pubchem.ncbi.nlm.nih.gov/compound/11787645
https://pubchem.ncbi.nlm.nih.gov/compound/509244
https://pubchem.ncbi.nlm.nih.gov/compound/10696654
https://pubchem.ncbi.nlm.nih.gov/compound/10572194
https://pubchem.ncbi.nlm.nih.gov/compound/72936
https://pubchem.ncbi.nlm.nih.gov/compound/5317058
https://pubchem.ncbi.nlm.nih.gov/compound/24854121


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1055 12098451 Burttinonedehydrate 
 

O

OHO

OH

O

 #N/A 
1056 5716903 Bonannione A 

 

HO

O

O

OH

HO

 #N/A 
1057 73352327 (2S)-8-[(3-acetyl-2,4,6-

trihydroxy-5-
methylphenyl)methyl]-
5,7-dihydroxy-6-(3-
methylbut-2-enyl)-2-
phenyl-2,3-
dihydrochromen-4-one 
 

OH

OHO
OHHO

O

O

HO

 #N/A 
1058 480869 Kazinol B 

 O

OH

O OH

 #N/A 
1059 10087345 ent-Gallocatechin 4'-

methyl ether 
 O

OH

O

HO

HO

OH OH

 -4.661 

https://pubchem.ncbi.nlm.nih.gov/compound/12098451
https://pubchem.ncbi.nlm.nih.gov/compound/5716903
https://pubchem.ncbi.nlm.nih.gov/compound/73352327
https://pubchem.ncbi.nlm.nih.gov/compound/480869
https://pubchem.ncbi.nlm.nih.gov/compound/10087345


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1060 46871902 Kazinol U 
 OH

OH

O

OH

 #N/A 

1061 11982641 (2S)-2'-
methoxykurarinone 
 

OH

OO

O

HO O

 -5.892 
1062 10433154 3-Methoxyminimiflorin 

 

O

O

O

OH OH

O

 -3.634 
1063 441767 Sophoranone 

 
OH

O

O

OH

 -2.658 
1064 712316 (-)-Taxifolin 

 

O

O

HO

HO

OH OH

OH

 -4.571 

https://pubchem.ncbi.nlm.nih.gov/compound/46871902
https://pubchem.ncbi.nlm.nih.gov/compound/11982641
https://pubchem.ncbi.nlm.nih.gov/compound/10433154
https://pubchem.ncbi.nlm.nih.gov/compound/441767
https://pubchem.ncbi.nlm.nih.gov/compound/712316


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1065 51041756 (2S)-5,7,3',5'-
Tetrahydroxy-8-[3'',8''-
Dimethylocta-2''(E),7''-
Dienyl]Flavonone 
 HO OH

O

O

OHHO

 -3.916 
1066 15689618 Catechin 5-O-gallate 

 
O

OH

O

O

HO

HO

OH

OH

OH

OH

 -5.179 

1067 68071 Pinocembrin 
 

O

OOH

HO

 #N/A 
1068 480854 3-Hydroxyglabrol 

 

O

O

HO

OH

OH

 -5.112 
1069 21676383 Cinchonain Ic 

 
O

O

O

HO

HO HO

OH

OH

OH

 -6.332 
1070 11982272 Silidianin 

 
O

O

O

O

O

HO

HO

OH

OH

OH

 -3.157 

1071 439533 Taxifolin 
 

O

O

HO

HO

OH OH

OH

 -4.522 
1072 246330 Tetrahydroxyflavanone 

 

O

O

OH

HO

HO

HO

 -4.672 

https://pubchem.ncbi.nlm.nih.gov/compound/51041756
https://pubchem.ncbi.nlm.nih.gov/compound/15689618
https://pubchem.ncbi.nlm.nih.gov/compound/68071
https://pubchem.ncbi.nlm.nih.gov/compound/480854
https://pubchem.ncbi.nlm.nih.gov/compound/21676383
https://pubchem.ncbi.nlm.nih.gov/compound/11982272
https://pubchem.ncbi.nlm.nih.gov/compound/439533
https://pubchem.ncbi.nlm.nih.gov/compound/246330


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1073 10411087 Propolin A 
 

HO

HO

O

O OH

OH

OH

 -2.904 
1074 57402293 (2S)-2-(4-hydroxyphenyl)-

8-(3-methylbut-2-enyl)-
3,4-dihydro-2H-chromen-
7-ol 
 

O

HO

OH

 -3.541 
1075 15224381 Erythrisenegalone 

 
O

O

O

HO

OH

 -2.495 
1076 180550 Demethoxymatteucinol 

 

HO

O

O

HO

 -3.222 
1077 10363971 Mundulinol 

 

O

O

OH

OH

O

 -1.862 
1078 15895373 Agrandol 

 

O

O

OH

O

OH

 -1.938 

https://pubchem.ncbi.nlm.nih.gov/compound/10411087
https://pubchem.ncbi.nlm.nih.gov/compound/57402293
https://pubchem.ncbi.nlm.nih.gov/compound/15224381
https://pubchem.ncbi.nlm.nih.gov/compound/180550
https://pubchem.ncbi.nlm.nih.gov/compound/10363971
https://pubchem.ncbi.nlm.nih.gov/compound/15895373


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1079 65064 Epigallocatechin Gallate 
 

O

OH

HO

OH

OH

OH

O

O

OH

OH

OH

 -4.889 
1080 11244528 (2R,3S)-2-(3,5-dihydroxy-

4-methoxyphenyl)-3,5,7-
trihydroxy-2,3-
dihydrochromen-4-one 
 

O

OH

O

O

HO

HO

OH OH

 -4.015 
1081 44408701 CID 44408701 

 

OH

OH

O

HO

OH

OH

O

O

HO

OH

OH

 #N/A 

1082 10025371 6,8-
Diprenylaromadendrin 
 

OH O

O

OH

OH

HO

 -3.011 
1083 17751005 Dihydrorobinetin 

 

OH

O

OHO

HO

HO

HO

 -4.246 
1084 11995179 [(2R,3S,4S,5R,6S)-5-

acetyloxy-6-
[(2S,3R,4R,5S,6S)-3-
acetyloxy-2-[2-[(2S)-5,7-
dihydroxy-4-oxo-2,3-
dihydrochromen-2-yl]-4-
hydroxyphenoxy]-5-
hydroxy-6-methyloxan-4-
yl]oxy-3,4-dihydroxyoxan-
2-yl]methyl acetate 
 

O

O

HO

O

O

HO

OH

O

O

O

O

O

O

OH

OHO

O

OH

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/65064
https://pubchem.ncbi.nlm.nih.gov/compound/11244528
https://pubchem.ncbi.nlm.nih.gov/compound/44408701
https://pubchem.ncbi.nlm.nih.gov/compound/10025371
https://pubchem.ncbi.nlm.nih.gov/compound/17751005
https://pubchem.ncbi.nlm.nih.gov/compound/11995179


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1085 10064832 abyssinone II 
 

O

OHO

OH

 -5.649 
1086 442153 Abyssinone V 

 
OH

O

OHO

OH

 -5.732 
1087 157102 (-)-Candidone 

 

O O

O

O

 -2.988 

1088 44179864 Khonklonginol B 
 

O

O

HO

O

OH

O

 -3.163 
1089 712318 (-)-Epitaxifolin 

 

O

O

HO

HO

OH OH

OH

 -6.089 
1090 44257120 4'-O-Methylgallocatechin 

 
O

OH

O

HO

HO

OH OH

 -7.085 

1091 182232 (+)-Epicatechin 
 

O

OH

HO

OH

OH

OH

 -3.900 

https://pubchem.ncbi.nlm.nih.gov/compound/10064832
https://pubchem.ncbi.nlm.nih.gov/compound/442153
https://pubchem.ncbi.nlm.nih.gov/compound/157102
https://pubchem.ncbi.nlm.nih.gov/compound/44179864
https://pubchem.ncbi.nlm.nih.gov/compound/712318
https://pubchem.ncbi.nlm.nih.gov/compound/44257120
https://pubchem.ncbi.nlm.nih.gov/compound/182232


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1092 44559644 (2S,3R)-3,5,7-trihydroxy-2-
(4-hydroxyphenyl)-8-(3-
methylbut-2-enyl)-2,3-
dihydrochromen-4-one 
 

HO OH

O

O

OH

OH

 -2.886 

1093 21721861 bonanniol A 
 

HO

O

O OH

OH

HO

 -5.186 

1094 6576809 2-(3,4-Dimethoxyphenyl)-
5,7-dimethoxy-3-
chromanol 
 

O

O

O

O

HO

O

 -3.658 
1095 124035 Senegalensin 

 

OH O

O

OH

HO

 -3.052 
1096 442414 Kazinol A 

 

HO

OH

O

OH

 -3.945 
1097 21721847 Cudraflavanone A 

 
HO

O

O

O

HO

HO

 -4.677 
1098 9882981 (-)-Gallocatechin 

 O

OH

OH

HO

HO

HO HO

 -4.664 

https://pubchem.ncbi.nlm.nih.gov/compound/44559644
https://pubchem.ncbi.nlm.nih.gov/compound/21721861
https://pubchem.ncbi.nlm.nih.gov/compound/6576809
https://pubchem.ncbi.nlm.nih.gov/compound/124035
https://pubchem.ncbi.nlm.nih.gov/compound/442414
https://pubchem.ncbi.nlm.nih.gov/compound/21721847
https://pubchem.ncbi.nlm.nih.gov/compound/9882981


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1099 65084 Gallocatechin 
 O

OH

OH

HO

HO

HO HO

 -5.241 
1100 10648988 Palodesangren B 

 

HO

O

O OO

HO

OH

 -4.014 

1101 57396559 [(2R,3R)-5,7-dihydroxy-2-
(3,4,5-trihydroxyphenyl)-
3,4-dihydro-2H-chromen-
3-yl] (Z)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

O

OH

HO

OH

OH

OH

O

O

OH

 -5.969 
1102 189152 Lawinal 

 

OHO

O

O

OH

 -3.238 
1103 24861960 Tomentodiplacone B 

 
OHO

O

HO

O

OH HO

 -5.199 
1104 5317435 Fustin 

 

O

O

OH

HO

HO

HO

 -5.469 
1105 57333039 Morusyunnansins E 

 
O

HO

OH

O

OH

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/65084
https://pubchem.ncbi.nlm.nih.gov/compound/10648988
https://pubchem.ncbi.nlm.nih.gov/compound/57396559
https://pubchem.ncbi.nlm.nih.gov/compound/189152
https://pubchem.ncbi.nlm.nih.gov/compound/24861960
https://pubchem.ncbi.nlm.nih.gov/compound/5317435
https://pubchem.ncbi.nlm.nih.gov/compound/57333039


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1106 9910234 (2S)-2-(2,4-
dihydroxyphenyl)-5,7-
dihydroxy-8-(5-methyl-2-
prop-1-en-2-ylhex-4-
enyl)-2,3-
dihydrochromen-4-one 
 

OH

OHO

O

HO OH

 
-2.435 

1107 14542252 (2R,3R)-
Lespedezaflavanone C 
 
 

O

OHO

OH

OH

OH

 -3.538 
1108 443639 (-)-Epiafzelechin 

 

O

OH

HO

OH

OH

 -4.208 
1109 24854122 (2S)-6-[(2E)-3,7-

dimethylocta-2,6-dienyl]-
5,7-dihydroxy-2-(3-
hydroxy-4-
methoxyphenyl)-2,3-
dihydrochromen-4-one 
 

HO

O

O

O

OH

HO

 

#N/A 
1110 362637 2-(2,4-Dihydroxyphenyl)-

3,5,7-Trihydroxy-2,3-
Dihydrochromen-4-One 
 

OH

HO

O

O

HO

HO

OH

 -6.112 

1111 46209782 Kuwanon U 
 

OHO

O

OHO

OH

 -4.064 

https://pubchem.ncbi.nlm.nih.gov/compound/9910234
https://pubchem.ncbi.nlm.nih.gov/compound/14542252
https://pubchem.ncbi.nlm.nih.gov/compound/443639
https://pubchem.ncbi.nlm.nih.gov/compound/24854122
https://pubchem.ncbi.nlm.nih.gov/compound/362637
https://pubchem.ncbi.nlm.nih.gov/compound/46209782


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1112 24854124 4'-O-Methyldiplacol 
 

HO

O

O OH

O

OH

HO

 -5.904 
1113 45269666 Euchrenone A3 

 

OHO

O

O OH

OH

 #N/A 
1114 11203804 Epicatechin-(3'-O-7'')-

epiafzelechin 
 

O

HO

HO

OH

O

O

OH

OH

OH

OH

OH

 -4.575 

1115 44559036 (2S)-6-(Gamma,Gamma-
Dimethylallyl)-5-Hydroxy-
3',4'-Dimethoxy-6'',6''-
Dimethylpyran(2'',3'':7,8)
Flavanone 
 

O

O

O

O

O

OH

 
-4.198 

1116 57393562 (2S)-2-(2-hydroxy-4-
methoxyphenyl)-8-(3-
methylbut-2-enyl)-3,4-
dihydro-2H-chromen-7-ol 
 

O

O

OH

OH

 -2.852 
1117 10742453 Kushenol P 

 
HOOH

OHO

O

HO O

 -2.983 
1118 238782 5,7-Dihydroxyflavanone 

 

O

OOH

HO

 #N/A 
1119 21607150 3'-O-Methyldiplacol 

 
HO

O

O OH

OH

O

HO

 -4.290 

https://pubchem.ncbi.nlm.nih.gov/compound/24854124
https://pubchem.ncbi.nlm.nih.gov/compound/45269666
https://pubchem.ncbi.nlm.nih.gov/compound/11203804
https://pubchem.ncbi.nlm.nih.gov/compound/44559036
https://pubchem.ncbi.nlm.nih.gov/compound/57393562
https://pubchem.ncbi.nlm.nih.gov/compound/10742453
https://pubchem.ncbi.nlm.nih.gov/compound/238782
https://pubchem.ncbi.nlm.nih.gov/compound/21607150


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1120 11995178 [(2R,3S,4R,5R,6S)-3-
acetyloxy-6-
[(2S,3R,4R,5S,6S)-3-
acetyloxy-2-[2-[(2S)-5,7-
dihydroxy-4-oxo-2,3-
dihydrochromen-2-yl]-4-
hydroxyphenoxy]-5-
hydroxy-6-methyloxan-4-
yl]oxy-4,5-dihydroxyoxan-
2-yl]methyl acetate 
 

O

O

HO

O

O

HO

OH

O

O

O

O

O

O

O

OOHHO

OH

 

#N/A 
1121 6419835 (-)-Catechin gallate 

 

O

OH

HO

OH

OH

O

O

OH

OH

OH

 -3.609 
1122 46871853  

Schizolaenone C 

HO

O

O

OH

OH

HO

 -5.467 
1123 44424649 5-Deoxyabyssinin Ii 

 

O

O OH

O

HO

 -3.932 

1124 14259001 5,7,3'-Trihydroxy-4'-
methoxy-8-
prenylflavanone 
 

HO OH

O

O

O

HO

 -3.412 

https://pubchem.ncbi.nlm.nih.gov/compound/11995178
https://pubchem.ncbi.nlm.nih.gov/compound/6419835
https://pubchem.ncbi.nlm.nih.gov/compound/46871853
https://pubchem.ncbi.nlm.nih.gov/compound/44424649
https://pubchem.ncbi.nlm.nih.gov/compound/14259001


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1125 2824823 cis-5,7-Dihydroxy-2-
(3,4,5-
trihydroxyphenyl)chroma
n-3-yl 3,4,5-
trihydroxybenzoate 
 

O

OH

HO

OH

OH

OH

O

O

OH

OH

OH

 -3.526 
1126 25243247 Lespeflorin B3 

 OHO

O

HO

HO

 -2.716 

1127 25155335 Macaflavanone G 
 

O

HO

O

O OH

OH

 -1.890 
1128 440735 Eriodictyol 

 
O

OOH

HO

OH

OH

 -5.563 
1129 21596130 Steppogenin 

 
O

OOH

HO

OH

OH

 -3.036 
1130 636686 (2R,3R)-3,4-Dihydro-5,7-

dihydroxy-4-oxo-2-
phenyl-2H-1-benzopyran-
3-yl (2S)-2-
methylbutanoate 
 

O

O

O

OOH

HO

 #N/A 
1131 10356745 (2S)-5,7,2',4'-

Tetrahydroxyflavanone 
 O

OOH

HO

OH

OH

 -3.036 

https://pubchem.ncbi.nlm.nih.gov/compound/2824823
https://pubchem.ncbi.nlm.nih.gov/compound/25243247
https://pubchem.ncbi.nlm.nih.gov/compound/25155335
https://pubchem.ncbi.nlm.nih.gov/compound/440735
https://pubchem.ncbi.nlm.nih.gov/compound/21596130
https://pubchem.ncbi.nlm.nih.gov/compound/636686
https://pubchem.ncbi.nlm.nih.gov/compound/10356745


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1132 44419447 Palodesangren A 
 

OH

OH

O

O

O

OH

O

 -2.952 
1133 11466031 Schizolaenone B 

 
O

O

OH

OH

OH

HO

 -5.176 
1134 11466771 (2S)-2-[2-[(2E)-3,7-

dimethylocta-2,6-dienyl]-
3,4-dimethoxyphenyl]-5-
hydroxy-7-methoxy-6-(3-
methylbut-2-enyl)-2,3-
dihydrochromen-4-one 
 

O

O

O

O O

OH

 -3.280 
1135 12114301 Succedaneaflavanone 

 
O

O

HOOH

O

O

HO

OH HO

OH

 -3.997 
1136 199472 (-)-Gallocatechin gallate 

 

O

OH

HO

OH

OH

OH

O

O

OH

OH

OH

 -3.457 

1137 51040684 (-)-(2S)-5,7,2'-trihydroxy-
5'-(1''',1'''-dimethylallyl)-
8-prenylflavanone 
 

HO

OH O

O

HO

 -4.852 

https://pubchem.ncbi.nlm.nih.gov/compound/44419447
https://pubchem.ncbi.nlm.nih.gov/compound/11466031
https://pubchem.ncbi.nlm.nih.gov/compound/11466771
https://pubchem.ncbi.nlm.nih.gov/compound/12114301
https://pubchem.ncbi.nlm.nih.gov/compound/199472
https://pubchem.ncbi.nlm.nih.gov/compound/51040684


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1138 637111 Jayacanol 
 

O

O

OH

OH OH

O

 #N/A 
1139 6482487 Epicatechin 5,7,3'-

trimethyl ether 
 

O

O

OH

O

OH

O

 -5.000 
1140 3082330 2',3,5,7-

Tetrahydroxyflavanone 
 

O

O OH

OH

HO

OH

 -3.781 
1141 10854625 Kushenol S 

 

HO OH

O

O

OH

 -3.230 
1142 56834283 Chartaceone A4 

 
O

O

OH

O

OH

OH

 -6.479 
1143 25243164 Lespeflorin A1 

 
OHO

O

O

 -3.930 
1144 5315742 Catechin Pentaacetate 

 

O

O

O

O

O

O

O

O

O

O

O

 0.763 

https://pubchem.ncbi.nlm.nih.gov/compound/637111
https://pubchem.ncbi.nlm.nih.gov/compound/6482487
https://pubchem.ncbi.nlm.nih.gov/compound/3082330
https://pubchem.ncbi.nlm.nih.gov/compound/10854625
https://pubchem.ncbi.nlm.nih.gov/compound/56834283
https://pubchem.ncbi.nlm.nih.gov/compound/25243164
https://pubchem.ncbi.nlm.nih.gov/compound/5315742


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1145 442520 Strobopinin 
 

OH

O

O

OH

 #N/A 

1146 10251 Flavanone 
 

O

O

 -4.493 

1147 56834067 rac-(6E)-5-(5,7-dihydroxy-
4-oxo-2-phenyl-3,4-
dihydro-2H-chromen-6-
yl)-7-phenylhept-6-enoic 
acid 
 

O

O

OH

O

OH

OH

 
-4.486 

1148 56834170 (+-)-chartaceone F 
 

O

O OH

O

OH

OH

O OH

 -5.022 

1149 368925 3,5,7-Trihydroxy-2-(4-
hydroxyphenyl)-8-(3-
methyl-2-butenyl)-2,3-
dihydro-4H-chromen-4-
one 
 

HO OH

O

O

OH

OH

 -2.941 
1150 11095 Eriodictyol, (+-)- 

 
O

OOH

HO

OH

OH

 -5.563 

https://pubchem.ncbi.nlm.nih.gov/compound/442520
https://pubchem.ncbi.nlm.nih.gov/compound/10251
https://pubchem.ncbi.nlm.nih.gov/compound/56834067
https://pubchem.ncbi.nlm.nih.gov/compound/56834170
https://pubchem.ncbi.nlm.nih.gov/compound/368925
https://pubchem.ncbi.nlm.nih.gov/compound/11095


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1151 11398079 tanariflavanone C 
 

HO

OH

O

O

OH

HO

HO

 -4.435 
1152 11247668 tanariflavanone D 

 HO O

O

OH

OH

OH

HO

 -6.324 
1153 5319309 5,7-Dihydroxy-2-(2-

hydroxyphenyl)-6,8-
dimethyl-2,3-
dihydrochromen-4-one 
 

HO

O

O

HO

HO

 #N/A 
1154 301798 Poriol 

 

OH

O

O

HO

OH

 -3.277 
1155 439246 Naringenin 

 
O

OOH

HO

OH

 -4.045 

1156 11810419 +/-)-Leachianone G 
 

HO OH

O

O

OH

HO

 -3.150 
1157 20399 (2R-trans)-2,3-dihydro-

3,7-dihydroxy-2-(3,4,5-
trihydroxyphenyl)-4-
benzopyrone 
 

OH

O

OHO

HO

HO

HO

 -4.246 

https://pubchem.ncbi.nlm.nih.gov/compound/11398079
https://pubchem.ncbi.nlm.nih.gov/compound/11247668
https://pubchem.ncbi.nlm.nih.gov/compound/5319309
https://pubchem.ncbi.nlm.nih.gov/compound/301798
https://pubchem.ncbi.nlm.nih.gov/compound/439246
https://pubchem.ncbi.nlm.nih.gov/compound/11810419
https://pubchem.ncbi.nlm.nih.gov/compound/20399


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1158 46871916 (+)-(2R)Kazinol I 
 

OHO

OH

OH

 -3.996 
1159 662 3,5,7-Trihydroxy-2-(4-

hydroxyphenyl)-2,3-
dihydrochromen-4-one 
 O

O

HO

HO

OH

OH

 -2.985 
1160 480764 8-Prenylnaringenin 

 

HO OH

O

O

OH

 -4.601 

1161 16083180 Sophoraflavanone L 
 

O

O

HO

OH

OH

O

 -3.568 
1162 1889 4H-1-Benzopyran-4-one, 

2,3-dihydro-7-hydroxy-2-
(4-hydroxyphenyl)- 
 

O

O

HO

OH

 -4.644 

1163 38351420 (2S)-2,3-Dihydro-5,7-
dihydroxy-2-(4-hydroxy-3-
methoxyphenyl)-6-(3-
methyl-2-buten-1-yl)-4H-
1-benzopyran-4-one 
 

HO O

O

OH

O

OH

 

-4.615 
1164 23958195 Lespeflorin B2 

 
OHO

O

HO

HO

 -3.415 

https://pubchem.ncbi.nlm.nih.gov/compound/46871916
https://pubchem.ncbi.nlm.nih.gov/compound/662
https://pubchem.ncbi.nlm.nih.gov/compound/480764
https://pubchem.ncbi.nlm.nih.gov/compound/16083180
https://pubchem.ncbi.nlm.nih.gov/compound/1889
https://pubchem.ncbi.nlm.nih.gov/compound/38351420
https://pubchem.ncbi.nlm.nih.gov/compound/23958195


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1165 3012486 5,7,3'-Trihydroxy-4'-
Methoxy-8,2'-Di(3-
Methyl-2-Butenyl)-(2S)-
Flavanone 
 

OH

O

O

OHO

OH

 -3.540 
1166 471 (+/-)-Taxifolin 

 

O

O

HO

HO

OH OH

OH

 -3.862 
1167 124049 Glabranin 

 

HO OH

O

O

 #N/A 

1168 367141 [2-(3,4-dihydroxyphenyl)-
5,7-dihydroxy-3,4-
dihydro-2H-chromen-3-
yl] 3,4,5-
trihydroxybenzoate 
 

O

OH

HO

OH

OH

O

O

OH

OH

OH

 -5.048 
1169 14236566 Bavachin 

 

HO

O

O

OH

 -5.201 
1170 44559078 (2S)-6-(Gamma,Gamma-

Dimethylallyl)-3',4'-
Dimethoxy-6'',6''-
Dimethylpyran[2'',3'':7,8]
Flavanone 
 

O

O

O

O

O

 -4.036 

https://pubchem.ncbi.nlm.nih.gov/compound/3012486
https://pubchem.ncbi.nlm.nih.gov/compound/471
https://pubchem.ncbi.nlm.nih.gov/compound/124049
https://pubchem.ncbi.nlm.nih.gov/compound/367141
https://pubchem.ncbi.nlm.nih.gov/compound/14236566
https://pubchem.ncbi.nlm.nih.gov/compound/44559078


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1171 6474788 Epigallocatechin 3-O-p-
coumarate 
 

O

OH

HO

OH

OH

OH

O

O

HO

 -6.839 
1172 157103 4H-1-Benzopyran-4-one, 

2,3-dihydro-5,7-
dihydroxy-2-(2-
hydroxyphenyl)-6,8-
dimethyl-, (2S)- 
 

HO

O

O

HO

HO

 
#N/A 

1173 73202 Pinobanksin 
 

O

O OH

OH

HO

 -3.633 

1174 10425234 (+)-Epigallocatechin 
 O

OH

OH

HO

HO

HO HO

 -4.903 
1175 56666462 (6R,7R)-7,9-dihydroxy-6-

phenyl-6,7-dihydro-
[1,3]dioxolo[4,5-
g]chromen-8-one 
 

O

O
O

OHO

OH

 -3.788 

1176 164215 Sigmoidin F 
 

O

HO

O

O

OHHO

 -3.161 

https://pubchem.ncbi.nlm.nih.gov/compound/6474788
https://pubchem.ncbi.nlm.nih.gov/compound/157103
https://pubchem.ncbi.nlm.nih.gov/compound/73202
https://pubchem.ncbi.nlm.nih.gov/compound/10425234
https://pubchem.ncbi.nlm.nih.gov/compound/56666462
https://pubchem.ncbi.nlm.nih.gov/compound/164215


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1177 10255841 Palodesangren E 
 

HO

O

O OO

HO O

 -4.055 
1178 24824762 3'-O-Methyl-5'-

Hydroxydiplacone 
 

HO

O

O

O

OH

OH

HO

 -5.727 
1179 57391949 Excoecariphenol A 

 

O

S

O

OH OH

OH

OHOH

HO

OH

OH

OH

 -3.263 
1180 49798152 7-O-Methyl Naringenin 

 

O

O

O

OH

OH

 -5.085 
1181 42608091 5,2',3'-Trihydroxy-6,7-

Methylenedioxyflavanone 
 O

OOH

O

O
OH

OH

 -4.433 
1182 57333038 Morusyunnansins D 

 OH

OH

HO

OO

HO OH O

 -7.193 

https://pubchem.ncbi.nlm.nih.gov/compound/10255841
https://pubchem.ncbi.nlm.nih.gov/compound/24824762
https://pubchem.ncbi.nlm.nih.gov/compound/57391949
https://pubchem.ncbi.nlm.nih.gov/compound/49798152
https://pubchem.ncbi.nlm.nih.gov/compound/42608091
https://pubchem.ncbi.nlm.nih.gov/compound/57333038


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1183 57333037 Morusyunnansins C 
 OH

OH

HO

OO

HO OH O

 -3.948 
1184 70687354 (3R)-2-(3,5-dihydroxy-4-

methoxyphenyl)-6-[(2E)-
3,7-dimethylocta-2,6-
dienyl]-3,5,7-trihydroxy-
2,3-dihydrochromen-4-
one 
 

HO

O

O OH

OH

O

OH

HO

 

-6.455 
1185 57520592 6-Geranyl-3',5,5',7-

Tetrahydroxy-4'-
Methoxyflavanone 
 

HO

O

O

OH

O

OH

HO

 -3.701 
1186 70689406 6-Geranyl-4',5,7-

trihydroxy-3',5'-
dimethoxyflavanone 
 

HO

O

O

O

OH

O

HO

 -4.853 
1187 44420736 Alnifoliol 

 
O

OH

HO

OH

OH

OH

 -3.807 
1188 16737250 Abyssinoflavanone Vii 

 

O

OHO

OH

OH

OH

 -5.567 
1189 71659627 (8S)-8-(3,4-

dihydroxyphenyl)-5-
hydroxy-2-(4-hydroxy-4-
methylpentyl)-2-methyl-
3,4,7,8-
tetrahydropyrano[3,2-
g]chromen-6-one 
 

OO

O

HO

HO

OH

OH

 

-4.183 

https://pubchem.ncbi.nlm.nih.gov/compound/57333037
https://pubchem.ncbi.nlm.nih.gov/compound/70687354
https://pubchem.ncbi.nlm.nih.gov/compound/57520592
https://pubchem.ncbi.nlm.nih.gov/compound/70689406
https://pubchem.ncbi.nlm.nih.gov/compound/44420736
https://pubchem.ncbi.nlm.nih.gov/compound/16737250
https://pubchem.ncbi.nlm.nih.gov/compound/71659627


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1190 71659628 (8S)-5-hydroxy-8-(3-
hydroxy-4-
methoxyphenyl)-2-(4-
hydroxy-4-methylpentyl)-
2-methyl-3,4,7,8-
tetrahydropyrano[3,2-
g]chromen-6-one 
 

O O

O

O

OH

OH

HO

 

-4.097 
1191 71659765 (8S)-5-hydroxy-8-(3-

hydroxy-4,5-
dimethoxyphenyl)-2-(4-
hydroxy-4-methylpentyl)-
2-methyl-3,4,7,8-
tetrahydropyrano[3,2-
g]chromen-6-one 
 

OO

O

O

O

HO

OH

OH

 

-3.803 
1192 71659766 (8S)-5-hydroxy-8-(4-

hydroxy-3,5-
dimethoxyphenyl)-2-(4-
hydroxy-4-methylpentyl)-
2-methyl-3,4,7,8-
tetrahydropyrano[3,2-
g]chromen-6-one 
 

OO

O

O

HO

O

OH

OH

 

-4.190 
1193 71659767 (7R,8R)-5,7-dihydroxy-8-

(4-hydroxy-3-
methoxyphenyl)-2-(4-
hydroxy-4-methylpentyl)-
2-methyl-3,4,7,8-
tetrahydropyrano[3,2-
g]chromen-6-one 
 

OO

O

HO

HO

O

OH

OH

 

-3.448 
1194 72189489 (2S)-2,3-

Dihydrotephroglabrin 
 

O

O

O

O

O

 -3.153 
1195 23626478 Tomentodiplacol 

 HO O

O

OH

OH

O

OH

HO

 -5.223 

https://pubchem.ncbi.nlm.nih.gov/compound/71659628
https://pubchem.ncbi.nlm.nih.gov/compound/71659765
https://pubchem.ncbi.nlm.nih.gov/compound/71659766
https://pubchem.ncbi.nlm.nih.gov/compound/71659767
https://pubchem.ncbi.nlm.nih.gov/compound/72189489
https://pubchem.ncbi.nlm.nih.gov/compound/23626478


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1196 76313957 [(2S,3S)-2-(3,4-
dihydroxyphenyl)-5,7-
dihydroxy-4-oxo-2,3-
dihydrochromen-3-yl] 
acetate 
 

O

O

O

OOH

HO

OH

OH

 
-3.939 

1197 76317499 [(2S,3S)-5,7-diacetyloxy-
2-(3,4-dihydroxyphenyl)-
4-oxo-2,3-
dihydrochromen-3-yl] 
acetate 
 

O

O

O

O

O

O

O

O

OH

OH

 -3.462 
1198 26368956 [(2S,3S)-5,7-diacetyloxy-

2-(3,4-
diacetyloxyphenyl)-4-oxo-
2,3-dihydrochromen-3-yl] 
acetate 
 

O

O

O

O

O

O

O

O

O

O

O

O

 4.946 

1199 91557562 2',4',7-Trihydroxy-
flavanone 
 

O

O

HO

OH

HO

 -6.902 
1200 71682406 (2S)-5,7-dihydroxy-6-[(E)-

6-hydroxy-7-methoxy-3,7-
dimethyloct-2-enyl]-2-(4-
hydroxy-3-
methoxyphenyl)-2,3-
dihydrochromen-4-one 
 

HO O

O

OH

O

OH

O

HO

 

-2.792 
1201 68103253 (2S)-7-hydroxy-2-(2-

hydroxy-4-
methoxyphenyl)-5-
methoxy-8-(5-methyl-2-
prop-1-en-2-ylhex-4-
enyl)-2,3-
dihydrochromen-4-one 
 

OH

OO

O

O OH

 

-3.781 

https://pubchem.ncbi.nlm.nih.gov/compound/76313957
https://pubchem.ncbi.nlm.nih.gov/compound/76317499
https://pubchem.ncbi.nlm.nih.gov/compound/26368956
https://pubchem.ncbi.nlm.nih.gov/compound/91557562
https://pubchem.ncbi.nlm.nih.gov/compound/71682406
https://pubchem.ncbi.nlm.nih.gov/compound/68103253


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1202 13831864 (2S)-2-(2,4-
dihydroxyphenyl)-7-
hydroxy-8-[5-methyl-2-(1-
methylvinyl)hex-4-
enyl]chroman-4-one 
 

O

O

OH

OH

HO

 -5.486 

1203 44342137 5-(7-Hydroxy-Chroman-2-
Yl)-3-(3-Methyl-But-2-
Enyl)-Benzene-1,2-Diol 
 

O OH

OH

HO

 -2.741 

1204 10600152 Kazinol Q 
 OH

OH

OHO

 -4.916 
1205 10838380 6-[7-hydroxy-6-(2-

methylbut-3-en-2-yl)-3,4-
dihydro-2H-chromen-2-
yl]-2,2-dimethyl-5-(3-
methylbut-2-enyl)-3,4-
dihydrochromene-3,8-
diol 
 

O

O

HO

OH

OH

 

-3.055 
1206 176920 4'-Methyl-

epigallocatechin 
 

O

OH

O

HO

HO

OH OH

 -4.369 
1207 25147601 (2S)-5,7-dihydroxy-2-(3-

hydroxy-8-methoxy-2,2-
dimethyl-3,4-
dihydrochromen-6-yl)-
2,3-dihydrochromen-4-
one 
 

O

O

O

HO

HO

O

OH

 

-6.064 
1208 10291777 2',4'-Dihydroxy-2''-(1-

hydroxy-1-
methylethyl)dihydrofuro[
2,3-h]flavanone 
 

O

O

O

HO OH

OH

 -7.362 

https://pubchem.ncbi.nlm.nih.gov/compound/13831864
https://pubchem.ncbi.nlm.nih.gov/compound/44342137
https://pubchem.ncbi.nlm.nih.gov/compound/10600152
https://pubchem.ncbi.nlm.nih.gov/compound/10838380
https://pubchem.ncbi.nlm.nih.gov/compound/176920
https://pubchem.ncbi.nlm.nih.gov/compound/25147601
https://pubchem.ncbi.nlm.nih.gov/compound/10291777


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1209 44589132 (2S)-5,7-dihydroxy-2-[3-
hydroxy-2,2-dimethyl-8-
(3-methylbut-2-enyl)-3,4-
dihydrochromen-6-yl]-
2,3-dihydrochromen-4-
one 
 

O

OH

O

OHO

OH

 -3.647 
1210 44589218 (2S)-2-[3,4-dihydroxy-2,2-

dimethyl-8-(3-methylbut-
2-enyl)-3,4-
dihydrochromen-6-yl]-
5,7-dihydroxy-2,3-
dihydrochromen-4-one 
 

O

O

OHHO

O

HO

HO

 -4.376 
1211 44589219 (2S)-5,7-dihydroxy-2-

[3,4,8-trihydroxy-2,2-
dimethyl-7-(3-methylbut-
2-enyl)-3,4-
dihydrochromen-6-yl]-
2,3-dihydrochromen-4-
one 
 

O

OHO

OH

O

OH

OH

OH

 
-3.779 

1212 44589232 (2S)-2-(3,8-dihydroxy-2,2-
dimethyl-3,4-
dihydrochromen-6-yl)-7-
hydroxy-2,3-
dihydrochromen-4-one 
 

O

O

OHO

OH

OH

 
-5.311 

1213 44589233 (2S)-7-hydroxy-2-(3,4,8-
trihydroxy-2,2-dimethyl-
3,4-dihydrochromen-6-
yl)-2,3-dihydrochromen-
4-one 
 

O

O

OHO

OH

OH

OH

 
-3.900 

1214 24861959 Tomentodiplacone 
 

HO O

O

OH

O

OH

HO

 -5.989 

https://pubchem.ncbi.nlm.nih.gov/compound/44589132
https://pubchem.ncbi.nlm.nih.gov/compound/44589218
https://pubchem.ncbi.nlm.nih.gov/compound/44589219
https://pubchem.ncbi.nlm.nih.gov/compound/44589232
https://pubchem.ncbi.nlm.nih.gov/compound/44589233
https://pubchem.ncbi.nlm.nih.gov/compound/24861959


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1215 460685 (2R,3R)-2-[3,4-dimethoxy-
2,6-bis(3-methylbut-2-
enyl)phenyl]-3-hydroxy-
5,7-dimethoxy-8-(3-
methylbut-2-
enyl)chroman-4-one 
 

O

OO

O

OH

O

O

 #N/A 
1216 460686  

(2R,3R)-2-[3,4-dimethoxy-
2,6-bis(3-methylbut-2-
enyl)phenyl]-3,5-
dihydroxy-7-methoxy-8-
(3-methylbut-2-
enyl)chroman-4-one 

O

O OH

O

OH

O

O

 -2.678 
1217 53262726 Pisonivanone 

 

OH

OHO

O

OH

 -4.517 
1218 44257178 Broussoflavan A 

 
O

OH

O

HO

OH

OH

 -3.684 
1219 10453226 [(2R,3R)-2-(3,4-

dihydroxyphenyl)-5,7-
dihydroxy-chroman-3-yl] 
benzoate 
 

O

OH

HO

OH

OH

O

O

 -3.626 

https://pubchem.ncbi.nlm.nih.gov/compound/460685
https://pubchem.ncbi.nlm.nih.gov/compound/460686
https://pubchem.ncbi.nlm.nih.gov/compound/53262726
https://pubchem.ncbi.nlm.nih.gov/compound/44257178
https://pubchem.ncbi.nlm.nih.gov/compound/10453226


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1220 10005461 Palodesangren D 
 

HO

O

O OO

HO

 -4.058 
1221 44589217 (2S)-2-(3,4-dihydroxy-2,2-

dimethyl-3,4-
dihydrochromen-6-yl)-
5,7-dihydroxy-2,3-
dihydrochromen-4-one 
 

O

O

O

OH

OH

OHHO

 

-4.753 
1222 460687 (2R,3R)-3,5-dihydroxy-2-

[3-hydroxy-4-methoxy-
2,6-bis(3-methylbut-2-
enyl)phenyl]-7-methoxy-
8-(3-methylbut-2-
enyl)chroman-4-one 
 

O

OHO

O

OH

OH

O

 #N/A 
1223 44188970 (e)-1-[3,7-Dihydroxy-2-(4-

hydroxy-3-
methoxyphenyl)-5-
methoxy-3,4-dihydro-2h-
chromen-8-yl]-3-
phenylprop-2-en-1-one 
 

O

O

O

HO

O

OH

OH

 -4.726 

1224 45481772 Pongapinone-B 
 

O O

O

O

O

O

 -3.233 
1225 1890 7-Hydroxyflavanone 

 

O

O

OH

 -3.181 

https://pubchem.ncbi.nlm.nih.gov/compound/10005461
https://pubchem.ncbi.nlm.nih.gov/compound/44589217
https://pubchem.ncbi.nlm.nih.gov/compound/460687
https://pubchem.ncbi.nlm.nih.gov/compound/44188970
https://pubchem.ncbi.nlm.nih.gov/compound/45481772
https://pubchem.ncbi.nlm.nih.gov/compound/1890


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1226 20056310 (9S,13S,21R)-7,17-
dihydroxy-1-(5-hydroxy-
2,2-dimethylchromen-8-
yl)-11-methyl-2,20-
dioxapentacyclo[11.7.1.0
3,8.09,21.014,19]henicos
a-3,5,7,10,14(19),15,17-
heptaene-5-carbaldehyde 
 

HO O O

OH

O

OH

O

 -2.705 
1227 10426746 [(2R,3S)-5,7-dihydroxy-2-

(4-hydroxyphenyl)-4-oxo-
2,3-dihydrochromen-3-yl] 
acetate 
 

O

O

O

OOH

HO

OH

 -3.095 
1228 73296637 (2S)-7-hydroxy-2-[2-(2-

hydroxypropan-2-yl)-7-(3-
methylbut-2-enyl)-2,3-
dihydro-1-benzofuran-5-
yl]-8-(3-methylbut-2-
enyl)-2,3-
dihydrochromen-4-one 
 

O

HO

O

O

OH

 -3.543 
1229 101905252 (2S)-7-hydroxy-2-[3-

hydroxy-2,2-dimethyl-8-
(3-methylbut-2-enyl)-3,4-
dihydrochromen-6-yl]-8-
(3-methylbut-2-enyl)-2,3-
dihydrochromen-4-one 
 

O

HO

O

O

OH

 -4.407 
1230 21721869 (7R,8R)-5,7-dihydroxy-8-

(4-hydroxyphenyl)-2,2-
dimethyl-10-(3-
methylbut-2-enyl)-7,8-
dihydropyrano[3,2-
g]chromen-6-one 
 

O

O

HO

HO

OH

O

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/20056310
https://pubchem.ncbi.nlm.nih.gov/compound/10426746
https://pubchem.ncbi.nlm.nih.gov/compound/73296637
https://pubchem.ncbi.nlm.nih.gov/compound/101905252
https://pubchem.ncbi.nlm.nih.gov/compound/21721869


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1231 5458714 Dihydromorin 
 

OH

HO

O

O

HO

HO

OH

 -5.281 
1232 11743107 4-[(2S)-7-hydroxy-6-

methoxy-8-(3-methylbut-
2-enyl)-3,4-dihydro-2H-
chromen-2-yl]-3-(3-
methylbut-2-
enyl)benzene-1,2-diol 
 

OH

OH

OHO

O

 -2.500 
1233 44559427 (+)-Purpurin 

 
O

O

O

O

O

O

O

 -2.914 
1234 467296 Epicatechin 3-O-(3-O-

methylgallate) 
 

O

HO

HO

O

O

O

HO

OH

OH

OH

 -4.590 
1235 51040900 (-)-(2S)-5,2'-dihydroxy-

6'',6''-dimethylchromeno-
(7,8:2'',3'')-3'-
prenylflavanone 
 O

O

OH

O

OH

 -4.931 
1236 1203 2-(3,4-

Dihydroxyphenyl)chroma
n-3,5,7-triol 
 

O

OH

HO

OH

OH

OH

 -3.908 

https://pubchem.ncbi.nlm.nih.gov/compound/5458714
https://pubchem.ncbi.nlm.nih.gov/compound/11743107
https://pubchem.ncbi.nlm.nih.gov/compound/44559427
https://pubchem.ncbi.nlm.nih.gov/compound/467296
https://pubchem.ncbi.nlm.nih.gov/compound/51040900
https://pubchem.ncbi.nlm.nih.gov/compound/1203


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1237 10185 (2r)-2-(3,4-
Dihydroxyphenyl)-3,5,7-
trihydroxy-2,3-dihydro-
4h-chromen-4-one 
 

O

O

HO

HO

OH OH

OH

 -6.089 
1238 14732293 Epicatechin 3',4'-dimethyl 

ether 
 

O

O

HO

HO

OH O

 -4.710 
1239 122850 Aromadendrin 

 

O

O

HO

HO

OH

OH

 -5.218 
1240 11750568 4'-O-Methylbonannione 

A 
 

HO

O

O

O

HO

 -4.194 
1241 484588 Euchrestaflavanone A 

 

O

OHO

OH

OH

 -3.716 
1242 10100323 Calycopterone 

 
O

O

O

O

O

O

O
O

HO

O

 #N/A 
1243 10387631 Nymphaeol B 

 

HO

HO

O

O OH

OH

 -5.085 

https://pubchem.ncbi.nlm.nih.gov/compound/10185
https://pubchem.ncbi.nlm.nih.gov/compound/14732293
https://pubchem.ncbi.nlm.nih.gov/compound/122850
https://pubchem.ncbi.nlm.nih.gov/compound/11750568
https://pubchem.ncbi.nlm.nih.gov/compound/484588
https://pubchem.ncbi.nlm.nih.gov/compound/10100323
https://pubchem.ncbi.nlm.nih.gov/compound/10387631


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1244 180733 Minimiflorin 
 

O

O

OH OH

O

 #N/A 
1245 11995580 abyssinone IV 4'-OMe 

ether 
 

O

O

O

HO

 -4.632 
1246 5276454 Epigallo Catechin Gallate 

 

O

OH

HO

OH

OH

O

O

OH

OH

OH

 -4.996 
1247 11995074 (2S)-2-[2-

[(2S,3R,4R,5S,6S)-3,5-
dihydroxy-6-methyl-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-yl]oxy-5-
hydroxyphenyl]-5,7-
dihydroxy-2,3-
dihydrochromen-4-one 
 

O

O

HO

O

O

HO

OH

HO O

O

OH

OH

OHHO

OH

 

-3.341 
1248 637252 Propolin B 

 
O

O

OH

HO

OH

OH

OH

 -5.029 

https://pubchem.ncbi.nlm.nih.gov/compound/180733
https://pubchem.ncbi.nlm.nih.gov/compound/11995580
https://pubchem.ncbi.nlm.nih.gov/compound/5276454
https://pubchem.ncbi.nlm.nih.gov/compound/11995074
https://pubchem.ncbi.nlm.nih.gov/compound/637252


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1249 45267937 (S)-2,3-Dihydro-7-
hydroxy-2-(4-
hydroxyphenyl)-6,8-bis(3-
methyl-2-butenyl)-4H-1-
benzopyran-4-one 
 

OHO

O

HO

 
-5.908 

1250 442675 Cinchonain Ia 
 

O

O

O

OH

OH

HO

OH

OH

OH

 -4.560 

1251 513197 Isoxanthohumol(Sophora) 
 

HO O

O

O

OH

 -3.703 
1252 3144815 8-Prenyl-rac-pinocembrin 

 

HO OH

O

O

 #N/A 
1253 10812923 (-)-Kurarinone 

 
OH

OO

O

HO OH

 -4.916 

https://pubchem.ncbi.nlm.nih.gov/compound/45267937
https://pubchem.ncbi.nlm.nih.gov/compound/442675
https://pubchem.ncbi.nlm.nih.gov/compound/513197
https://pubchem.ncbi.nlm.nih.gov/compound/3144815
https://pubchem.ncbi.nlm.nih.gov/compound/10812923


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1254 5275227 Leachianone G 
 

HO OH

O

O

OH

HO

 -4.203 
1255 107957 (+)-Catechin Hydrate 

 
O

OH

HO

OH

OH

OH

H2O

 #N/A 
1256 56834171 chartaceone A1 

 

O

O

OH

O

OH

OH

 -4.486 
1257 932 (+-)-Naringenin 

 
O

OOH

HO

OH

 -4.045 
1258 44563121 Kushenol A 

 
HO

OH O

O

OH

 -3.688 
1259 44179862 Khonklonginol H 

 
O

O

O

OH

OH

O

 -3.668 

https://pubchem.ncbi.nlm.nih.gov/compound/5275227
https://pubchem.ncbi.nlm.nih.gov/compound/107957
https://pubchem.ncbi.nlm.nih.gov/compound/56834171
https://pubchem.ncbi.nlm.nih.gov/compound/932
https://pubchem.ncbi.nlm.nih.gov/compound/44563121
https://pubchem.ncbi.nlm.nih.gov/compound/44179862


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1260 688857 (2S)-7-hydroxyflavanone 
 

O

O

OH

 -3.181 

1261 73204 Sigmoidin A 
 OH

OH

O

OHO

OH

 -2.244 
1262 15735861 Exiguaflavanone A 

 
OH

OHO

O

OH

OH

 -4.046 
1263 10366382 CID 10366382 

 
O

O

O

O

HO

HO

OH

OH

OH

 #N/A 
1264 9804842 Epigallocatechin 3-O-(3-

O-methyl)gallate 
 

O

HO

HO

O

O

O

HO

HO

OH

OH

OH

 -4.515 
1265 11728321 (2S)-8-[(2R)-2-hydroxy-3-

methylbut-3-enyl]-5,7-
dimethoxy-2-phenyl-2,3-
dihydrochromen-4-one 
 

O O

O

O

OH

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/688857
https://pubchem.ncbi.nlm.nih.gov/compound/73204
https://pubchem.ncbi.nlm.nih.gov/compound/15735861
https://pubchem.ncbi.nlm.nih.gov/compound/10366382
https://pubchem.ncbi.nlm.nih.gov/compound/9804842
https://pubchem.ncbi.nlm.nih.gov/compound/11728321


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1266 1287 Tea, ext. 
 

O

OH

HO

OH

OH

OH

O

O

OH

OH

OH

 -3.457 
1267 90681446 Sanggenone H 

 

O

O

O

OHHO

OH

 -4.549 
1268 11995180 [(2R,3R,4S,5R,6S)-4,5-

diacetyloxy-6-
[(2S,3R,4R,5S,6S)-3-
acetyloxy-2-[2-[(2S)-5,7-
dihydroxy-4-oxo-2,3-
dihydrochromen-2-yl]-4-
hydroxyphenoxy]-5-
hydroxy-6-methyloxan-4-
yl]oxy-3-hydroxyoxan-2-
yl]methyl acetate 
 

O

O

HO

O

O

HO

OH

O

O

O

O

O

O

OH

O

O

O

O

OH

 

#N/A 
1269 44593508 (2S)-Euchrenone A7 

 

O

O

HO OH

OH

 -4.076 
1270 44584224 2-(4-Hydroxyphenyl)-7-

methoxy-6-(3-methylbut-
2-enyl)chromen-4-one 
 

O O

O

OH

 -4.086 

https://pubchem.ncbi.nlm.nih.gov/compound/1287
https://pubchem.ncbi.nlm.nih.gov/compound/90681446
https://pubchem.ncbi.nlm.nih.gov/compound/11995180
https://pubchem.ncbi.nlm.nih.gov/compound/44593508
https://pubchem.ncbi.nlm.nih.gov/compound/44584224


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1271 52951053 nigrasin I 
 

O

O

OH

OH

HO OH

 #N/A 
1272 24721539 6,7,3',4'-

Tetrahydroxyflavone 
 

O

O

HO

HO

OH

OH

 -5.538 

1273 11347622 Ophioglonol 
 

O

O OH

OHOH

HO

HO

 -3.528 
1274 10355753 6,7,4'-Trihydroxyflavone 

 

O

O

HO

HO

OH

 -4.328 
1275 10365741 Ugonin L 

 

O

O

O

OH

OH

O

 -4.830 
1276 15291301 Brevicornin 

 

HO OH

O

O

O

OH

O

 #N/A 
1277 5281654 Isorhamnetin 

 
O

O

O

HO

HO

OH

OH

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/52951053
https://pubchem.ncbi.nlm.nih.gov/compound/24721539
https://pubchem.ncbi.nlm.nih.gov/compound/11347622
https://pubchem.ncbi.nlm.nih.gov/compound/10355753
https://pubchem.ncbi.nlm.nih.gov/compound/10365741
https://pubchem.ncbi.nlm.nih.gov/compound/15291301
https://pubchem.ncbi.nlm.nih.gov/compound/5281654


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1278 5393151 3,5-Dihydroxyflavone 
 

O

O

OH

HO

 -3.941 
1279 636768 Pongol methyl ether 

 
O

O

O
O

 -5.321 
1280 5281697 Scutellarein 

 

O

O

OH

OH

OH

HO

 -4.221 
1281 10043920 Methyl 3,5-dihydroxy-2-

(3-hydroxy-4-
methoxyphenyl)-4-
oxochromene-7-
carboxylate 
 

O

O

O

O

O

OH

HO

HO

 
-2.775 

1282 11015855 2-(3,4-dihydroxyphenyl)-
6-[(2E)-3,7-dimethylocta-
2,6-dienyl]-5,7-dihydroxy-
3-methoxychromen-4-
one 
 

HO

O

O O

OH

OH

HO

 

-4.894 

1283 5282154 Laricitrin 
 

O

OH

OH

O

O

HO

HO

OH

 -6.567 
1284 10295791 5,7,2',4'-Tetrahydroxy-3-

geranylflavone 
 O

O

HO

OH

HO

HO

 -4.608 

https://pubchem.ncbi.nlm.nih.gov/compound/5393151
https://pubchem.ncbi.nlm.nih.gov/compound/636768
https://pubchem.ncbi.nlm.nih.gov/compound/5281697
https://pubchem.ncbi.nlm.nih.gov/compound/10043920
https://pubchem.ncbi.nlm.nih.gov/compound/11015855
https://pubchem.ncbi.nlm.nih.gov/compound/5282154
https://pubchem.ncbi.nlm.nih.gov/compound/10295791


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1285 3084605 Natsudaidain 
 

O

O

O

O

O

OO

HO

O

 -2.544 
1286 15232378 5-Methoxy-2-phenyl-4H-

furo[2,3-
h][1]benzopyran-4-one 
 

O

O

O

O

 -3.941 
1287 5480298 Petalostemumol G 

 

O

OHO

OH

OH

OH

OH

 -1.594 
1288 16215899 Dehydrolupinifolinol 

 
O

O

HO

HO

OH

O

 -4.587 
1289 25180898 Dorsilurin J 

 

O

O

HO

O

OH OH

 -4.862 
1290 5320946 Rhamnocitrin 

 

O

O

OHO

HO

OH

 -4.791 
1291 5320607 Pinnatin 

 

O

O

O

O

 -5.342 

https://pubchem.ncbi.nlm.nih.gov/compound/3084605
https://pubchem.ncbi.nlm.nih.gov/compound/15232378
https://pubchem.ncbi.nlm.nih.gov/compound/5480298
https://pubchem.ncbi.nlm.nih.gov/compound/16215899
https://pubchem.ncbi.nlm.nih.gov/compound/25180898
https://pubchem.ncbi.nlm.nih.gov/compound/5320946
https://pubchem.ncbi.nlm.nih.gov/compound/5320607


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1292 636685 6-Cinnamylchrysin 
 

HO O

OOH

 #N/A 
1293 5318691 Izalpinin 

 
O O

O

OH

OH

 -4.050 
1294 44584293 Kaempferol 3,4',7-

triacetate 
 

O

O

O

OO

O

OH

O

O

 -0.208 
1295 5481966 Gancaonin P 

 

OH

O

OHO

HO

HO

OH

 -6.274 
1296 57409965 Dodoviscin D 

 
O

O

HO

O

HO

O

HO

OH

OH

 -3.702 

1297 70683923 5,7-Dihydroxy-2-[4-
hydroxy-3,5-bis(3-
methylbut-2-
enyl)phenyl]-3-
methoxychromen-4-one 
 

OH

O

OHO

OH

O

 -2.879 

1298 5487855 Dillenetin 
 

O

O

O

HO

HO

OH O

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/636685
https://pubchem.ncbi.nlm.nih.gov/compound/5318691
https://pubchem.ncbi.nlm.nih.gov/compound/44584293
https://pubchem.ncbi.nlm.nih.gov/compound/5481966
https://pubchem.ncbi.nlm.nih.gov/compound/57409965
https://pubchem.ncbi.nlm.nih.gov/compound/70683923
https://pubchem.ncbi.nlm.nih.gov/compound/5487855


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1299 11080904 (9R,10S)-rel-(-)-9,10-
bis(Acetyloxy)-9,10-
dihydro-5-methoxy-8,8-
dimethyl-2-phenyl-
4H,8H-benzo[1,2-b:3,4-
b']dipyran-4-one 
 

O

O

O

O

O

O

O

O

 -2.421 
1300 5748558 Quercetin 7,3',4'-

trimethyl ether 
 

O

O

O

O

HO

OH O

 -4.512 
1301 10957726 Pongaglabrone 

 
O

O

O

O

O

 -5.175 
1302 1880 7,8-Dihydroxyflavone 

 

O

OHO

OH

 #N/A 
1303 5282073 4',7-Dihydroxyflavone 

 

O

OHO

OH

 -4.111 
1304 5281648 Hypolaetin 

 

O

O

OH

OHHO

HO

HO

 -3.523 
1305 11349817 licoflavone B 

 HO O

O

OH

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11080904
https://pubchem.ncbi.nlm.nih.gov/compound/5748558
https://pubchem.ncbi.nlm.nih.gov/compound/10957726
https://pubchem.ncbi.nlm.nih.gov/compound/1880
https://pubchem.ncbi.nlm.nih.gov/compound/5282073
https://pubchem.ncbi.nlm.nih.gov/compound/5281648
https://pubchem.ncbi.nlm.nih.gov/compound/11349817


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1306 5281701 Tricetin 
 

OH

OH

OH

O

O

HO

HO

 -6.928 
1307 14005 Quercetin pentaacetate 

 

O

O

O

O

O

O

O

O

O

O

O

O

 6.324 
1308 16212154 2-(3,4-Dihydroxyphenyl)-

3,5,7-trihydroxy-4H-1-
benzopyran-4-one 
hydrate (1:?) 
 

O

O

HO

HO

OH OH

OH

H2O

 #N/A 
1309 11743840 Broussonol C 

 
O

O

O

OH

OH

OH

OH

 #N/A 
1310 5281616 Galangin 

 

O

O OH

OH

HO

 #N/A 
1311 10000451 3,5,3'-Trihydroxy-6,7,8,4'-

tetramethoxyflavone 
 

O

O

O

O

O

O

OH

HO

HO

 -2.529 
1312 1849 6,8-Diprenylkaempferol 

 

OH O

O

OH

OH

HO

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5281701
https://pubchem.ncbi.nlm.nih.gov/compound/14005
https://pubchem.ncbi.nlm.nih.gov/compound/16212154
https://pubchem.ncbi.nlm.nih.gov/compound/11743840
https://pubchem.ncbi.nlm.nih.gov/compound/5281616
https://pubchem.ncbi.nlm.nih.gov/compound/10000451
https://pubchem.ncbi.nlm.nih.gov/compound/1849


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1313 21673119 6-[(E)-5-[(1S,4aS,8aS)-
5,5,8a-trimethyl-2-
methylidene-3,4,4a,6,7,8-
hexahydro-1H-
naphthalen-1-yl]-3-
methylpent-2-enyl]-3,5,7-
trihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one 
 

OH

O

OHO

HO

OH

 

-5.179 

1314 25181116 Dorsilurin G 
 

OHO

OOH

OH

HO

OH

 -3.487 

1315 161860 2'-Hydroxyflavone 
 

O

O

OH

 -3.903 
1316 5281638 6-Hydroxykaempferol 

 

O

O

OH

OH

OH

HO

HO

 #N/A 
1317 68112 5-Hydroxyflavone 

 

O

O

OH

 #N/A 
1318 44233939 Ugonin P 

 
HO O

O

OH

OH

OH

 -3.080 
1319 53321447 5-Hydroxy-3-(4-hydroxy-

3-methyl-but-2-enyl)-8,8-
dimethyl-2-(2,4,5-
trihydroxy-phenyl)-8H-
pyrano[2,3-f]chromen-4-
one 
 

O

O

O

HO

HO OH

OH

OH

 -3.666 

https://pubchem.ncbi.nlm.nih.gov/compound/21673119
https://pubchem.ncbi.nlm.nih.gov/compound/25181116
https://pubchem.ncbi.nlm.nih.gov/compound/161860
https://pubchem.ncbi.nlm.nih.gov/compound/5281638
https://pubchem.ncbi.nlm.nih.gov/compound/68112
https://pubchem.ncbi.nlm.nih.gov/compound/44233939
https://pubchem.ncbi.nlm.nih.gov/compound/53321447


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1320 5318585 Isolicoflavonol 
 

O

O

HO

HO

OH

OH

 #N/A 
1321 5320287 Ombuin 

 
O

O

O

O

HO

OH OH

 -4.534 
1322 11536318 Strobochrysin 

 

OH

O

O

OH

 #N/A 
1323 10404353 Prudomestin 

 

O

O

O

OH

HO

O

OH

 -3.334 
1324 5315126 Uralenol 

 

O

O

HO

HO

OH OH

OH

 -2.591 
1325 44234197 Ugonin S 

 
O

OH

O

O

HO

HO

 -5.428 

1326 10047854 Macarangin 
 

HO

O

O OH

OH

HO

 -3.403 
1327 5322064 5,7,2'-Trihydroxyflavone 

O

O OH

OH

OH

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5318585
https://pubchem.ncbi.nlm.nih.gov/compound/5320287
https://pubchem.ncbi.nlm.nih.gov/compound/11536318
https://pubchem.ncbi.nlm.nih.gov/compound/10404353
https://pubchem.ncbi.nlm.nih.gov/compound/5315126
https://pubchem.ncbi.nlm.nih.gov/compound/44234197
https://pubchem.ncbi.nlm.nih.gov/compound/10047854
https://pubchem.ncbi.nlm.nih.gov/compound/5322064


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1328 15677602 Isolaxifolin 

O

O

HO

OH

O

 -4.101 
1329 96506 5,6,7,8,4'-

Pentahydroxyflavone 

O

O

OHHO

HO

HO

OH

 -4.131 

1330 5281670 Morin 
 

OH

HO

O

O

HO

HO

OH

 -3.991 
1331 9929189 Sophoflavescenol 

HO O

O

O

OH

OH

 -2.132 
1332 91825842 8,3'-Diprenylapigenin 

O

OHO

OH

OH

 -4.567 

1333 5481968 Morusinol 
O

O

O

OH

HO OH

OH

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/15677602
https://pubchem.ncbi.nlm.nih.gov/compound/96506
https://pubchem.ncbi.nlm.nih.gov/compound/5281670
https://pubchem.ncbi.nlm.nih.gov/compound/9929189
https://pubchem.ncbi.nlm.nih.gov/compound/91825842
https://pubchem.ncbi.nlm.nih.gov/compound/5481968


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1334 14557105 Heterophyllin 

O

O

OH

HO

OH

OH

O

 -4.418 
1335 5481248 3,5,7-Trihydroxy-3',4',5'-

trimethoxyflavone 

O

O

O

O

O

HO

HO

OH

 #N/A 

1336 392451 Dihydrocudraflavone B 

OO

OOH

OH

OH

 -5.828 
1337 10246505 Licoflavone C 

HO OH

O

O

OH

 -4.344 
1338 4020240 Sericetin 

O

O

OH

OH

O

 #N/A 
1339 10453852  

3,5-Dihydroxy-6,7,8,3',4'-
pentamethoxyflavone 

O

O

O

O

O

O

OH

HO

O

 -2.801 

https://pubchem.ncbi.nlm.nih.gov/compound/14557105
https://pubchem.ncbi.nlm.nih.gov/compound/5481248
https://pubchem.ncbi.nlm.nih.gov/compound/392451
https://pubchem.ncbi.nlm.nih.gov/compound/10246505
https://pubchem.ncbi.nlm.nih.gov/compound/4020240
https://pubchem.ncbi.nlm.nih.gov/compound/10453852


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1340 5315394 Yinyanghuo B 

O

OHO

OH

OH

OH

 -4.411 
1341 5280544 Herbacetin 

O

O

OH

HO

OH

OH

OH

 -3.409 
1342 6453535 3,4',5-Trihydroxy-3',6,7-

trimethoxyflavone 

O

O

OH

HO

OH

OH

OH

 -4.687 
1343 11045499 Millettocalyxin C 

O

O

O

O

O

 -4.895 
1344 5472481 Millettocalyxin C 

O

O

O

O

O

 -3.563 

https://pubchem.ncbi.nlm.nih.gov/compound/5315394
https://pubchem.ncbi.nlm.nih.gov/compound/5280544
https://pubchem.ncbi.nlm.nih.gov/compound/6453535
https://pubchem.ncbi.nlm.nih.gov/compound/11045499
https://pubchem.ncbi.nlm.nih.gov/compound/5472481


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1345 390520 Artocarpetin A 

O

O

HO OH

OH

O

 -3.476 
1346 44537939 2-(3,4-Dihydroxyphenyl)-

3-hydroxyfuro[2,3-
h]chromen-4-one 

O

O

O

HO

OH

OH

 -3.654 
1347 5281666 Kaempferide 

O

O

O OH

OH

HO

 -3.149 
1348 44178659 Khonklonginol F 

O

O

HO

O

OH

O

 #N/A 
1349 53317404 3-[(2S,3R,4R)-4-

[[(2R,3R,4R,5S,6S)-3,5-
dihydroxy-4-methoxy-6-
methyloxan-2-
yl]oxymethyl]-3,4-
dihydroxyoxolan-2-yl]oxy-
2-(3,4-dihydroxyphenyl)-
5,7-dihydroxychromen-4-
one 

O
O

O

HO
O

O

O

HO

OH

HO

HO

HO

OH

O

HO

 

-4.351 
1350 52936206 5,7,4'-Trihydroxy-3,6-

dimethoxy-3',5'-
diprenylflavone OH

O

O

HO

O

HO

O

 -3.988 

https://pubchem.ncbi.nlm.nih.gov/compound/390520
https://pubchem.ncbi.nlm.nih.gov/compound/44537939
https://pubchem.ncbi.nlm.nih.gov/compound/5281666
https://pubchem.ncbi.nlm.nih.gov/compound/44178659
https://pubchem.ncbi.nlm.nih.gov/compound/53317404
https://pubchem.ncbi.nlm.nih.gov/compound/52936206


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1351 5489485 Limocitrin 
 

O

O

O

OH

HO

O

OH

OH

 -5.018 
1352 5481964 Licoflavonol 

 

OH

O

OHO

HO

OH

 -4.871 

1353 5320945 Rhamnazin 
 

O O

O

OH

OH

O

OH

 -4.638 
1354 11958336 2',8'-Biapigenin 

 

O

O

OH

HO

OH

O

O

HO

HO

OH

 -4.574 

1355 5281610 Datiscetin 
 

O

O OH

OH

HO

OH

 -3.704 
1356 51041990 5,7,3'-Trihydroxy-3,5'-

dimethoxy-2'-(3'-
methylbut-2-enyl)flavone 
 

OH

O

O

OHO

OH

O

 -2.264 
1357 5281674 Norwogonin 

 

O

O

OH

HO

OH

 -3.905 
1358 15291875 Kanzonol D 

 

O

OHO

OH

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5489485
https://pubchem.ncbi.nlm.nih.gov/compound/5481964
https://pubchem.ncbi.nlm.nih.gov/compound/5320945
https://pubchem.ncbi.nlm.nih.gov/compound/11958336
https://pubchem.ncbi.nlm.nih.gov/compound/5281610
https://pubchem.ncbi.nlm.nih.gov/compound/51041990
https://pubchem.ncbi.nlm.nih.gov/compound/5281674
https://pubchem.ncbi.nlm.nih.gov/compound/15291875


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1359 97142 3-Hydroxy-3',4',5,7-
tetramethoxyflavone 
 

O

O

O

O

O

HO

O

 -3.534 
1360 12305751 Dorsilurin F 

 

O

OHO

OH

OH

OH

 #N/A 
1361 5287969 Alvocidib 

 

N

OH

O

O

ClHO

OH

 #N/A 
1362 25147638 Dorsilurin F 

 

O

OHO

OH

OH

OH

 -4.031 
1363 5319452 5-Deoxyrhamnocitrin 

 

O

O

O

OH

OH

 -3.404 

1364 5281604 Azaleatin 
 

O

O

O

OH

OH

OH

HO

 -3.761 

1365 5319000 Licoflavone A 
 

HO

O

O

OH

 #N/A 
1366 5280647 Gossypetin 

 

O

O

OH

OHHO

HO

HO

HO

 -4.812 

https://pubchem.ncbi.nlm.nih.gov/compound/97142
https://pubchem.ncbi.nlm.nih.gov/compound/12305751
https://pubchem.ncbi.nlm.nih.gov/compound/5287969
https://pubchem.ncbi.nlm.nih.gov/compound/25147638
https://pubchem.ncbi.nlm.nih.gov/compound/5319452
https://pubchem.ncbi.nlm.nih.gov/compound/5281604
https://pubchem.ncbi.nlm.nih.gov/compound/5319000
https://pubchem.ncbi.nlm.nih.gov/compound/5280647


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1367 5318980 Icaritin 
 

HO OH

O

O

O

OH

 #N/A 
1368 53363479 Notabilisin C 

 
OH

OH

O

O

HO OH

OH

 -4.972 
1369 5481970  

Norartocarpetin 
OH

HO

O

O

HO

HO

 -5.118 

1370 25178185 Dorsilurin K 
 

O

O

O

O

OH OH

 #N/A 
1371 5281642 6-Hydroxyluteolin 

 

O

O

OH

OH

OH

HO

HO

 -5.059 
1372 5481962 Artonin E 

 

O

O

O

HO

HO OH

OH

 -6.024 
1373 624831 3-Hydroxy-5,7-

dimethoxy-2-(4-
methoxyphenyl)chromen-
4-one 
 

O

O

O

O

O

HO

 -4.796 

https://pubchem.ncbi.nlm.nih.gov/compound/5318980
https://pubchem.ncbi.nlm.nih.gov/compound/53363479
https://pubchem.ncbi.nlm.nih.gov/compound/5481970
https://pubchem.ncbi.nlm.nih.gov/compound/25178185
https://pubchem.ncbi.nlm.nih.gov/compound/5281642
https://pubchem.ncbi.nlm.nih.gov/compound/5481962
https://pubchem.ncbi.nlm.nih.gov/compound/624831


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1374 25178184 Dorsilurin I 
 

HO

O

O

HO

OH

OH

O

 #N/A 
1375 12314892 7-Hydroxy-4'-

methoxyflavonol 
 

O

O

OHO

OH

 -3.537 

1376 5320471 3,5,7,2',6'-
Pentahydroxyflavone 
 

OH

O

O OH

OH

HO

OH

 -4.018 
1377 5458461 Artocarpin 

 

OH O

O

OHHO

O

 -4.807 
1378 25180897 Dorsilurin H 

 HO

O

O

O

HO

OH

OH

 -3.271 
1379 5281953 Syringetin 

 

O

OH

O

O

O

HO

HO

OH

 -4.169 
1380 9866908 Broussoflavonol F 

 

O

OHO

OH

OH

OH

 -2.051 

https://pubchem.ncbi.nlm.nih.gov/compound/25178184
https://pubchem.ncbi.nlm.nih.gov/compound/12314892
https://pubchem.ncbi.nlm.nih.gov/compound/5320471
https://pubchem.ncbi.nlm.nih.gov/compound/5458461
https://pubchem.ncbi.nlm.nih.gov/compound/25180897
https://pubchem.ncbi.nlm.nih.gov/compound/5281953
https://pubchem.ncbi.nlm.nih.gov/compound/9866908


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1381 49800177 2-(3,4-dihydroxyphenyl)-
5,7-dihydroxy-6-
[(2S,3S,5R,6R)-5-hydroxy-
6-methyl-4-oxo-3-
[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxyoxan-2-
yl]chromen-4-one 
 

O

O

O

O

HO

HO

O

O

OH

OH

HO

OH

OHHO

 

-5.600 
1382 5281665 Isoscutellarein 

 

O

O

OH

HO

OH

OH

 -3.739 
1383 14583584 Beta-Anhydroicaritin 

 
O O

O

OH

O

OH

 -3.170 
1384 12114698 Ugonin K 

 

HO

O

O

OH

OH

O

 -3.713 
1385 44258296 5,7-Dihydroxy-2-(5-

hydroxy-2,2-dimethyl-2H-
1-benzopyran-8-yl)-3-(3-
methyl-2-buten-1-yl)-4H-
1-benzopyran-4-one 
 

O

OOH

HO

OH

O

 -2.608 

1386 5393152 3,7-Dihydroxyflavone 
 

O

OHO

OH

 -4.245 
1387 5491798 3,5-Dihydroxy-7,8-

dimethoxyflavone 
 O

OHO

O

HO

O

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/49800177
https://pubchem.ncbi.nlm.nih.gov/compound/5281665
https://pubchem.ncbi.nlm.nih.gov/compound/14583584
https://pubchem.ncbi.nlm.nih.gov/compound/12114698
https://pubchem.ncbi.nlm.nih.gov/compound/44258296
https://pubchem.ncbi.nlm.nih.gov/compound/5393152
https://pubchem.ncbi.nlm.nih.gov/compound/5491798


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1388 5315396 Yinyanghuo D 
 

O

O

HO

HO

OH

 #N/A 
1389 5319924 Cudraflavone C 

 

HO O

O

OH

OH

OH

 -3.518 
1390 10343070 Broussonol E 

 

O

O

OH

OH

HO

OH

HO

 -6.464 
1391 5481965 Topazolin 

 
OHO

O

O

HO

OH

 #N/A 
1392 10978265 Lanceolatin B 

 

O

O
O

 -4.282 
1393 54583211 Nigrasin H 

 
O

O

O

HO OH

OH

 -5.340 

https://pubchem.ncbi.nlm.nih.gov/compound/5315396
https://pubchem.ncbi.nlm.nih.gov/compound/5319924
https://pubchem.ncbi.nlm.nih.gov/compound/10343070
https://pubchem.ncbi.nlm.nih.gov/compound/5481965
https://pubchem.ncbi.nlm.nih.gov/compound/10978265
https://pubchem.ncbi.nlm.nih.gov/compound/54583211


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1394 16083184 8-Lavandulylkaempferol 
 

OH

OHO

O

HO

HO

 -1.557 
1395 5352072 O-

Demethylbuchenavianine 
 

N

O

O

HO

OH

 #N/A 
1396 11272651 Lanaroflavone 

 

O

O

OH

HO

O

O

O

HO

HO

OH

 -5.655 
1397 10895435 5,7,3',4'-Tetrahydroxy-6-

geranylflavonol 
 

HO

O

O OH

OH

OH

HO

 -4.437 
1398 14604081 Gancaonin O 

 

OH

O

O

HO

HO

OH

 -5.409 
1399 44537938 2-(3,4-

Dihydroxyphenyl)furo[2,3
-h]chromen-4-one 
 

O

O

O

OH

OH

 -3.871 
1400 10048747 2-[3,4-Dihydroxy-5-(3-

methyl-but-2-enyl)-
phenyl]-8-(1,1-dimethyl-
allyl)-3,5,7-trihydroxy-
chromen-4-one 
 

O

O

OH

HO

OH

OH

OH

 

-2.655 

https://pubchem.ncbi.nlm.nih.gov/compound/16083184
https://pubchem.ncbi.nlm.nih.gov/compound/5352072
https://pubchem.ncbi.nlm.nih.gov/compound/11272651
https://pubchem.ncbi.nlm.nih.gov/compound/10895435
https://pubchem.ncbi.nlm.nih.gov/compound/14604081
https://pubchem.ncbi.nlm.nih.gov/compound/44537938
https://pubchem.ncbi.nlm.nih.gov/compound/10048747


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1401 100633 Karanjin 
 

O

O

O

O

 -4.274 
1402 11741220 (-)-Semiglabrin 

 

 -3.071 

1403 5459196 Betuletol 
 

 -3.331 
1404 16657778 6,7,8-Trihydroxy-2-(4-

hydroxyphenyl)-4H-1-
benzopyran-4-one 
 

 -4.472 
1405 15478904 Dorsilurin C 

 

 -3.668 
1406 12114697 Ugonin J 

 

 -4.056 
1407 57409962 Dodoviscin A 

 

 -2.568 
1408 57409963 Dodoviscin B 

 

 -2.857 

https://pubchem.ncbi.nlm.nih.gov/compound/100633
https://pubchem.ncbi.nlm.nih.gov/compound/11741220
https://pubchem.ncbi.nlm.nih.gov/compound/5459196
https://pubchem.ncbi.nlm.nih.gov/compound/16657778
https://pubchem.ncbi.nlm.nih.gov/compound/15478904
https://pubchem.ncbi.nlm.nih.gov/compound/12114697
https://pubchem.ncbi.nlm.nih.gov/compound/57409962
https://pubchem.ncbi.nlm.nih.gov/compound/57409963


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1409 57409966 Dodoviscin E 
 

 -3.739 
1410 57408287 Dodoviscin G 

 

 -3.307 
1411 57408288 Dodoviscin H 

 

 -3.044 
1412 57408289 Dodoviscin I 

 

 -3.943 
1413 46218174 5'-Prenylaliarin 

 

 -4.344 
1414 12893623   #N/A 
1415 44259048 6-C-Methylkaempferol 

 

 -3.260 
1416 44412799 [4-[3,5-dihydroxy-4-oxo-7-

[(2S,3S,4R,5R)-2,3,4,5-
tetrahydroxyhexanoyl]oxy
chromen-2-yl]phenyl] 
(2S,3S,4R,5R)-2,3,4,5-
tetrahydroxyhexanoate 
 

 

-2.782 

https://pubchem.ncbi.nlm.nih.gov/compound/57409966
https://pubchem.ncbi.nlm.nih.gov/compound/57408287
https://pubchem.ncbi.nlm.nih.gov/compound/57408288
https://pubchem.ncbi.nlm.nih.gov/compound/57408289
https://pubchem.ncbi.nlm.nih.gov/compound/46218174
https://pubchem.ncbi.nlm.nih.gov/compound/12893623
https://pubchem.ncbi.nlm.nih.gov/compound/44259048
https://pubchem.ncbi.nlm.nih.gov/compound/44412799


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1417 44584417 2-[3,4-Dimethoxy-2,6-
bis(3-methylbut-2-
enyl)phenyl]-3,5,7-
trimethoxy-8-(3-
methylbut-2-
enyl)chromen-4-one 
  -2.684 

1418 14130926 Kaempferol Tetraacetate 
 

 -0.466 
1419 44260075 3,5,3'-Trihydroxy-

6,7,8,4',5'-
pentamethoxyflavone 
 

 -3.429 
1420 44584423 2-[3,4-Dimethoxy-2,6-

bis(3-methylbut-2-
enyl)phenyl]-5,7-
dimethoxy-8-(3-
methylbut-2-enyl)-3-
phenacyloxychromen-4-
one 
 

 -2.005 
1421 10368916 Broussoflavonol G 

 

 -2.508 
1422 45270713 4-hydroxy-7-(4-

hydroxyphenyl)-2,3,3-
trimethyl-2H-furo[3,2-
g]chromen-5-one 
 

 
-4.662 

1423 45269028   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44584417
https://pubchem.ncbi.nlm.nih.gov/compound/14130926
https://pubchem.ncbi.nlm.nih.gov/compound/44260075
https://pubchem.ncbi.nlm.nih.gov/compound/44584423
https://pubchem.ncbi.nlm.nih.gov/compound/10368916
https://pubchem.ncbi.nlm.nih.gov/compound/45270713
https://pubchem.ncbi.nlm.nih.gov/compound/45269028


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1424 44234198 Ugonin T 
 

 -5.200 

1425 44233940 Ugonin Q 
 

 -3.873 
1426 44233937 Ugonin N 

 

 -3.981 
1427 101583543 5-Hydroxy-8,8-dimethyl-

3,6-bis(3-methylbut-2-
enyl)-2-(2,4,5-
trihydroxyphenyl)pyrano[
2,3-h]chromen-4-one 
 

 -4.033 
1428 102196501 Pannokin E 

 

 -2.688 
1429 15560536   #N/A 
1430 10359384 Mearnsetin 

 

 -3.668 

https://pubchem.ncbi.nlm.nih.gov/compound/44234198
https://pubchem.ncbi.nlm.nih.gov/compound/44233940
https://pubchem.ncbi.nlm.nih.gov/compound/44233937
https://pubchem.ncbi.nlm.nih.gov/compound/101583543
https://pubchem.ncbi.nlm.nih.gov/compound/102196501
https://pubchem.ncbi.nlm.nih.gov/compound/15560536
https://pubchem.ncbi.nlm.nih.gov/compound/10359384


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1431 14234929 3,7-Dihydroxy-5,3',4'-
trimethoxyflavone 
 

 -3.260 

1432 5281614 Fisetin 
 

 -4.085 
1433 5315393 Yinyanghuo A 

 

 -4.867 
1434 5281699 Tamarixetin 

 

 -6.719 

1435 5281667   #N/A 
1436 399491 Artocarpesin 

 

 -6.214 
1437 5378244 3,3',7-Trihydroxy-4'-

methoxyflavone 
 

 -5.830 
1438 5281668   #N/A 

1439 13911680 Podoverine A 
 

 -2.855 

1440 5281894   #N/A 
1441 10365850 Broussonol D 

 

 -4.293 

https://pubchem.ncbi.nlm.nih.gov/compound/14234929
https://pubchem.ncbi.nlm.nih.gov/compound/5281614
https://pubchem.ncbi.nlm.nih.gov/compound/5315393
https://pubchem.ncbi.nlm.nih.gov/compound/5281699
https://pubchem.ncbi.nlm.nih.gov/compound/5281667
https://pubchem.ncbi.nlm.nih.gov/compound/399491
https://pubchem.ncbi.nlm.nih.gov/compound/5378244
https://pubchem.ncbi.nlm.nih.gov/compound/5281668
https://pubchem.ncbi.nlm.nih.gov/compound/13911680
https://pubchem.ncbi.nlm.nih.gov/compound/5281894
https://pubchem.ncbi.nlm.nih.gov/compound/10365850


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1442 3083586 Pongapin 
 

 -4.503 

1443 5281671   #N/A 
1444 9799499   #N/A 
1445 5322065 3',4',7-Trihydroxyflavone 

 

 -4.519 
1446 156341 Pseudosemiglabrin 

 

 -3.026 
1447 5281692 Robinetin 

 

 -3.903 
1448 275525 Eupatoretin 

 

 -2.827 
1449 5281680 Quercetagetin 

 

 -6.257 
1450 5319925 Cudraflavone B 

 

 -5.807 

https://pubchem.ncbi.nlm.nih.gov/compound/3083586
https://pubchem.ncbi.nlm.nih.gov/compound/5281671
https://pubchem.ncbi.nlm.nih.gov/compound/9799499
https://pubchem.ncbi.nlm.nih.gov/compound/5322065
https://pubchem.ncbi.nlm.nih.gov/compound/156341
https://pubchem.ncbi.nlm.nih.gov/compound/5281692
https://pubchem.ncbi.nlm.nih.gov/compound/275525
https://pubchem.ncbi.nlm.nih.gov/compound/5281680
https://pubchem.ncbi.nlm.nih.gov/compound/5319925


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1451 53363478 Notabilisin A 
 

 -3.106 
1452 5281700   #N/A 
1453 5281691 Rhamnetin 

 

 -3.068 

1454 21147597   #N/A 
1455 5318624 8-Prenylkaempferol 

 

 -2.940 
1456 6451113   #N/A 
1457 11250565 [(2S,3S,4R,5R,6R)-3,5-

dihydroxy-2-methyl-6-
[[(2R,3S,4S,5R,6S)-3,4,5-
trihydroxy-6-[5-hydroxy-2-
(4-hydroxyphenyl)-4-
oxochromen-7-
yl]oxyoxan-2-
yl]methoxy]oxan-4-yl] 
acetate 
 

 

-3.085 
1458 11364979 Kaempferol-3-O-(2,3,4-Tri-

O-Acetyl-Alpha-L-
Rhamnopyranoside) 
 

 -4.573 
1459 10581033   #N/A 
1460 5318083   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/53363478
https://pubchem.ncbi.nlm.nih.gov/compound/5281700
https://pubchem.ncbi.nlm.nih.gov/compound/5281691
https://pubchem.ncbi.nlm.nih.gov/compound/21147597
https://pubchem.ncbi.nlm.nih.gov/compound/5318624
https://pubchem.ncbi.nlm.nih.gov/compound/6451113
https://pubchem.ncbi.nlm.nih.gov/compound/11250565
https://pubchem.ncbi.nlm.nih.gov/compound/11364979
https://pubchem.ncbi.nlm.nih.gov/compound/10581033
https://pubchem.ncbi.nlm.nih.gov/compound/5318083


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1461 442439 Neohesperidin 
 

 -3.377 
1462 44559222 Eriodictoyl-7-O-

sophoroside 
 

 -4.092 
1463 11190157   #N/A 
1464 44232956   #N/A 
1465 11272944 Theograndin Ii 

 

 -4.606 

1466 369636 6-beta-D-Glucopyranosyl-
4',5-dihydroxy-7-
methoxyflavone 
 

 -3.569 
1467 25079965 Kaempferol-7-rhamnoside 

 

 -3.990 
1468 3084995 Isoschaftoside 

 

 -4.128 
1469 11756418 Lethedoside B 

 

 -4.539 

https://pubchem.ncbi.nlm.nih.gov/compound/442439
https://pubchem.ncbi.nlm.nih.gov/compound/44559222
https://pubchem.ncbi.nlm.nih.gov/compound/11190157
https://pubchem.ncbi.nlm.nih.gov/compound/44232956
https://pubchem.ncbi.nlm.nih.gov/compound/11272944
https://pubchem.ncbi.nlm.nih.gov/compound/369636
https://pubchem.ncbi.nlm.nih.gov/compound/25079965
https://pubchem.ncbi.nlm.nih.gov/compound/3084995
https://pubchem.ncbi.nlm.nih.gov/compound/11756418


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1470 70694423 6-Methoxykaempferol 3-
O-rutinoside 
 

 -2.265 
1471 442664 Vicenin-2 

 

 -4.824 
1472 5480249 [(2S,3R,4S,5S,6R)-2-[2-

(3,4-dihydroxyphenyl)-
5,7-dihydroxy-4-oxo-
chromen-3-yl]oxy-4,5-
dihydroxy-6-
(hydroxymethyl)tetrahydr
opyran-3-yl] 3,4,5-
trihydroxybenzoate 
 

 

-6.135 
1473 9890615 5,7-dihydroxy-3-

[(2R,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyl-
tetrahydropyran-2-yl]oxy-
2-(3,4,5-
trihydroxyphenyl)chrome
n-4-one 
 

 -2.524 
1474 24978604   #N/A 
1475 5282152 Lonicerin 

 

 -3.819 
1476 10183148 Ikonnikoside I 

 

 -2.490 

https://pubchem.ncbi.nlm.nih.gov/compound/70694423
https://pubchem.ncbi.nlm.nih.gov/compound/442664
https://pubchem.ncbi.nlm.nih.gov/compound/5480249
https://pubchem.ncbi.nlm.nih.gov/compound/9890615
https://pubchem.ncbi.nlm.nih.gov/compound/24978604
https://pubchem.ncbi.nlm.nih.gov/compound/5282152
https://pubchem.ncbi.nlm.nih.gov/compound/10183148


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1477 57390614 kaempferol 3-O-beta-D-
galactopyranosyl-7-O-
alpha-L-
rhamnopyranoside 
 

 -3.957 
1478 14861259 [(2R,3R,4R,5R,6S)-3,4-

diacetyloxy-6-[4-[(E)-3-
(3,4-
dihydroxyphenyl)prop-2-
enoyl]-2,3-
dihydroxyphenoxy]-5-
hydroxyoxan-2-yl]methyl 
acetate 
 

 

-3.129 
1479 25230434 6''-Acetylhyperin 

 

 -2.674 

1480 44445356 Triphyllin A 
 

 -2.382 

1481 5320435 Patulitrin 
 

 -5.120 

1482 12900986   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/57390614
https://pubchem.ncbi.nlm.nih.gov/compound/14861259
https://pubchem.ncbi.nlm.nih.gov/compound/25230434
https://pubchem.ncbi.nlm.nih.gov/compound/44445356
https://pubchem.ncbi.nlm.nih.gov/compound/5320435
https://pubchem.ncbi.nlm.nih.gov/compound/12900986


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1483 5481224 Guaijaverin 
 

 -3.666 
1484 44612902   #N/A 
1485 10919701   #N/A 

1486 71717056   #N/A 
1487 6451798 Trilobatin 

  -4.158 
1488 10392940 [(2R,3R)-2-(3,4-

dihydroxyphenyl)-7-
hydroxy-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-3,4-dihydro-2H-
chromen-3-yl] benzoate 
 

 

-4.511 
1489 60200221 Oxytroflavoside D 

 

 -3.858 
1490 11828754   #N/A 
1491 5280746   #N/A 
1492 57332648 4'-O-Glucosylaciculatin 

 

 -3.907 
1493 443654 Peonidin-3-glucoside 

 

 -2.365 

https://pubchem.ncbi.nlm.nih.gov/compound/5481224
https://pubchem.ncbi.nlm.nih.gov/compound/44612902
https://pubchem.ncbi.nlm.nih.gov/compound/10919701
https://pubchem.ncbi.nlm.nih.gov/compound/71717056
https://pubchem.ncbi.nlm.nih.gov/compound/6451798
https://pubchem.ncbi.nlm.nih.gov/compound/10392940
https://pubchem.ncbi.nlm.nih.gov/compound/60200221
https://pubchem.ncbi.nlm.nih.gov/compound/11828754
https://pubchem.ncbi.nlm.nih.gov/compound/5280746
https://pubchem.ncbi.nlm.nih.gov/compound/57332648
https://pubchem.ncbi.nlm.nih.gov/compound/443654


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1494 70696487 2-(3,4-dihydroxyphenyl)-
5,7-dihydroxy-6-methoxy-
3-[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 -3.922 

1495 11431848 [(2S,3R,4S,5S,6R)-4,5-
dihydroxy-2-[3-hydroxy-2-
[3-(4-
hydroxyphenyl)propanoyl]
-5-methoxyphenoxy]-6-
(hydroxymethyl)oxan-3-yl] 
acetate 
 

 

1.094 
1496 15939939   #N/A 
1497 72703883 3-(3,4-dihydroxyphenyl)-

1-[2,4-dihydroxy-6-
[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxyphenyl]propan-1-
one 
  -5.311 

1498 44559524 4a(2)a(2)-O-Acetylafzelin 
 

 -4.651 
1499 15409015 5,7-Dihydroxy-3-[[6-O-(4-

hydroxybenzoyl)-beta-D-
glucopyranosyl]oxy]-2-(4-
hydroxyphenyl)-4H-1-
benzopyran-4-one 
 

 -4.445 
1500 157000 Yuankanin 

 -4.646 

https://pubchem.ncbi.nlm.nih.gov/compound/70696487
https://pubchem.ncbi.nlm.nih.gov/compound/11431848
https://pubchem.ncbi.nlm.nih.gov/compound/15939939
https://pubchem.ncbi.nlm.nih.gov/compound/72703883
https://pubchem.ncbi.nlm.nih.gov/compound/44559524
https://pubchem.ncbi.nlm.nih.gov/compound/15409015
https://pubchem.ncbi.nlm.nih.gov/compound/157000


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1501 5745470 Icariside I 

 -4.464 
1502 5293655 Vitamin P 

 #N/A 
1503 14887605 HYPOLAETIN 8-O-beta-D-

GLUCURONIDE 

 -3.816 

1504 71524786 Evolvoside D 

 #N/A 
1505 5488283 Kaempferol 3-O-D-

galactoside 

 -4.506 
1506 40491193 5,7-dihydroxy-3-

[(2S,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxy-2-(3,4,5-
trihydroxyphenyl)chrome
n-4-one 

 -4.606 

https://pubchem.ncbi.nlm.nih.gov/compound/5745470
https://pubchem.ncbi.nlm.nih.gov/compound/5293655
https://pubchem.ncbi.nlm.nih.gov/compound/14887605
https://pubchem.ncbi.nlm.nih.gov/compound/71524786
https://pubchem.ncbi.nlm.nih.gov/compound/5488283
https://pubchem.ncbi.nlm.nih.gov/compound/40491193


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1507 11787589 [(2R,3S,4R,5R,6S)-6-[2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxy-4-
oxochromen-3-yl]oxy-4,5-
dihydroxy-3-(3,4,5-
trihydroxybenzoyl)oxyoxa
n-2-yl]methyl 3,4,5-
trihydroxybenzoate 

 #N/A 
1508 5282155 Sophoraflavonoloside 

 -3.899 
1509 10121947 Quercetin 3,7-diglucoside 

 -3.714 
1510 71720752 2-[4-[(2S,3R,4S,5S,6R)-4,5-

dihydroxy-6-
(hydroxymethyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-
yl]oxyphenyl]-3,5,7-
trihydroxychromen-4-one 

 

-4.406 
1511 10252404 (2S,3S,4S,5R,6R)-6-[2-(3,4-

dihydroxyphenyl)-5,7-
dihydroxychromenylium-
3-yl]oxyoxane-2,3,4,5-
tetrol 

 -3.383 

https://pubchem.ncbi.nlm.nih.gov/compound/11787589
https://pubchem.ncbi.nlm.nih.gov/compound/5282155
https://pubchem.ncbi.nlm.nih.gov/compound/10121947
https://pubchem.ncbi.nlm.nih.gov/compound/71720752
https://pubchem.ncbi.nlm.nih.gov/compound/10252404


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1512 5317025 Linarin 

 -4.412 
1513 5487413 Myricetin 3-O-glucuronide 

 -3.027 
1514 60200066 Oxytroflavoside B 

 #N/A 
1515 11678667 kaempferol 7-O-(2-E-p-

coumaroyl-alpha-L-
rhamnopyranoside) 

 -3.953 
1516 5319938 Multiflorin B 

 -2.871 
1517 10100672 [(2R,3R,4S,5R,6S)-6-[5,7-

dihydroxy-2-(4-hydroxy-3-
methoxyphenyl)-4-
oxochromen-3-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methyl (E)-3-(3,4-
dihydroxyphenyl)prop-2-
enoate 

 

-5.027 

https://pubchem.ncbi.nlm.nih.gov/compound/5317025
https://pubchem.ncbi.nlm.nih.gov/compound/5487413
https://pubchem.ncbi.nlm.nih.gov/compound/60200066
https://pubchem.ncbi.nlm.nih.gov/compound/11678667
https://pubchem.ncbi.nlm.nih.gov/compound/5319938
https://pubchem.ncbi.nlm.nih.gov/compound/10100672


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1518 10876384 Calabricoside A 

 #N/A 
1519 60200370 Oxytroflavoside G 

 #N/A 

1520 442428 Naringin 

 -4.555 
1521 5491384 Apigenin-4'-glucoside 

 -5.719 
1522 9985767 [(2S,3R,4S,5S)-2-[2-(3,4-

dihydroxyphenyl)-5,7-
dihydroxy-4-oxochromen-
3-yl]oxy-4,5-
dihydroxyoxan-3-yl] 3,4,5-
trihydroxybenzoate  -2.382 

1523 5378597 2-(3,4-dihydroxyphenyl)-
5,7-dihydroxy-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 

 -2.733 
1524 5320623 Plantaginin 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/10876384
https://pubchem.ncbi.nlm.nih.gov/compound/60200370
https://pubchem.ncbi.nlm.nih.gov/compound/442428
https://pubchem.ncbi.nlm.nih.gov/compound/5491384
https://pubchem.ncbi.nlm.nih.gov/compound/9985767
https://pubchem.ncbi.nlm.nih.gov/compound/5378597
https://pubchem.ncbi.nlm.nih.gov/compound/5320623


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1525 11342511 3-(4-hydroxyphenyl)-1-[4-
methoxy-3,5-
bis[[(2S,3R,4S,5S,6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy]phenyl]propan-1-
one 

 -5.187 
1526 71489594 5,7-dihydroxy-3-methoxy-

6-methyl-8-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-2-[4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]chromen-4-
one 

 

-4.298 
1527 11827998 [(2S,3R,4S,5S,6R)-2-[2,3-

dihydroxy-4-[(E)-3-(4-
hydroxyphenyl)prop-2-
enoyl]phenoxy]-4,5-
dihydroxy-6-
(hydroxymethyl)oxan-3-yl] 
(E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

 

-4.545 
1528 5321164 aureusidin 6-O-beta-

glucoside 

 -3.493 

1529 46232188 (E)-3-[4-[(2S,3R,4S,5S,6R)-
3-[(2R,3S,4S)-3,4-
dihydroxy-4-
(hydroxymethyl)oxolan-2-
yl]oxy-4,5-dihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-1-(2,4-
dihydroxyphenyl)prop-2-
en-1-one 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11342511
https://pubchem.ncbi.nlm.nih.gov/compound/71489594
https://pubchem.ncbi.nlm.nih.gov/compound/11827998
https://pubchem.ncbi.nlm.nih.gov/compound/5321164
https://pubchem.ncbi.nlm.nih.gov/compound/46232188


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1530 57332513 8-[(2R,4S,5R,6R)-4,5-
dihydroxy-6-methyloxan-
2-yl]-5,7-dihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one 

 #N/A 
1531 25067849 3-[(2R,3S,4S)-3,4-

dihydroxy-4-
(hydroxymethyl)oxolan-2-
yl]oxy-5-hydroxy-2-(4-
hydroxyphenyl)-7-
[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxychromen-4-one 

 

-3.709 
1532 46938449 Farobin A 

 -6.113 
1533 76310272 Neoengeletin 

 -3.450 
1534 10439249 7-methoxy-5-

[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2S,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxan-2-
yl]oxy-2-(3,4,5-
trimethoxyphenyl)chrome
n-4-one 

 

-3.733 

https://pubchem.ncbi.nlm.nih.gov/compound/57332513
https://pubchem.ncbi.nlm.nih.gov/compound/25067849
https://pubchem.ncbi.nlm.nih.gov/compound/46938449
https://pubchem.ncbi.nlm.nih.gov/compound/76310272
https://pubchem.ncbi.nlm.nih.gov/compound/10439249


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1535 44429735 [(2R,3S,4S,5R,6S)-6-[5,7-
dihydroxy-2-(4-hydroxy-3-
methoxyphenyl)-4-
oxochromen-3-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methyl acetate 

  -2.710 
1536 11410680 [(2S,3R,4R,5S)-5-[2-(3,4-

dihydroxyphenyl)-5,7-
dihydroxy-4-oxochromen-
3-yl]oxy-3,4-
dihydroxyoxolan-2-
yl]methyl 3,4,5-
trihydroxybenzoate 

 -6.867 
1537 29231 Keracyanin 

 #N/A 
1538 12004528 Quercetin 3-glucuronide 

 -3.016 

1539 5748416 Quercetin 3-O-alpha-
rhamnopyranosyl-(1-2)-
beta-galactopyranoside 

 -3.606 

https://pubchem.ncbi.nlm.nih.gov/compound/44429735
https://pubchem.ncbi.nlm.nih.gov/compound/11410680
https://pubchem.ncbi.nlm.nih.gov/compound/29231
https://pubchem.ncbi.nlm.nih.gov/compound/12004528
https://pubchem.ncbi.nlm.nih.gov/compound/5748416


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1540 13942386 [(2R,3R,4R,5R,6S)-6-[2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxy-4-
oxochromen-3-yl]oxy-4,5-
dihydroxy-2-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-3-yl] 
(E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

 

#N/A 
1541 5320834 Quercetin 3-gentiobioside 

 -2.718 
1542 10624340 kaempferol-3-O-(4-O-

acetyl-alpha-L-
rhamnopyranoside) 

 -4.102 
1543 14187089 Taxifolin-3-glucoside 

 -3.317 

https://pubchem.ncbi.nlm.nih.gov/compound/13942386
https://pubchem.ncbi.nlm.nih.gov/compound/5320834
https://pubchem.ncbi.nlm.nih.gov/compound/10624340
https://pubchem.ncbi.nlm.nih.gov/compound/14187089


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1544 443651 Petunidin 3-O-glucoside 

 -4.108 
1545 124034 Swertisin 

 -4.145 
1546 44143977 5,7-dihydroxy-2-(4-

hydroxy-3-
methoxyphenyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 

 -5.655 
1547 57384062 Camelliquercetiside D 

 #N/A 

1548 44575467 3-[(2S,3R,4S,5S,6R)-4,5-
dihydroxy-6-
(hydroxymethyl)-3-
[(2R,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxyoxan-2-yl]oxy-5,7-
dihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one 

 

-3.231 

https://pubchem.ncbi.nlm.nih.gov/compound/443651
https://pubchem.ncbi.nlm.nih.gov/compound/124034
https://pubchem.ncbi.nlm.nih.gov/compound/44143977
https://pubchem.ncbi.nlm.nih.gov/compound/57384062
https://pubchem.ncbi.nlm.nih.gov/compound/44575467


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1549 71457745 [(2S,3R,4S,5S,6R)-4,5-
dihydroxy-2-[5-hydroxy-2-
(4-hydroxyphenyl)-4-oxo-
7-[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-3-yl]oxy-6-
(hydroxymethyl)oxan-3-yl] 
(E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

 

#N/A 
1550 44566656 1-[2,4-dihydroxy-3-

[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-3-hydroxy-
3-(4-
hydroxyphenyl)propan-1-
one 

 

-6.152 
1551 441667 Cyanidin 3-glucoside 

 -2.717 
1552 76326395 5,7-dihydroxy-2-(4-

hydroxyphenyl)-3-
methoxy-6-methyl-8-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 

 
-3.428 

1553 14656729 2-(3,4-dihydroxyphenyl)-
7-[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 

 -4.513 

https://pubchem.ncbi.nlm.nih.gov/compound/71457745
https://pubchem.ncbi.nlm.nih.gov/compound/44566656
https://pubchem.ncbi.nlm.nih.gov/compound/441667
https://pubchem.ncbi.nlm.nih.gov/compound/76326395
https://pubchem.ncbi.nlm.nih.gov/compound/14656729


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1554 15559669 Helichrysin A 

 -5.323 
1555 46226585 7-[(2S,3R,4R,5S,6S)-3,5-

dihydroxy-6-methyl-4-
[(2R,3S,4R,5R,6S)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-yl]oxy-3,5,8-
trihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one 

 

-4.442 
1556 5319460 6-Methoxykaempferol 3-

O-glucoside 

 -3.198 

1557 9986191 Panasenoside 

 -3.621 

1558 503737 Liquiritin 

 -4.207 

https://pubchem.ncbi.nlm.nih.gov/compound/15559669
https://pubchem.ncbi.nlm.nih.gov/compound/46226585
https://pubchem.ncbi.nlm.nih.gov/compound/5319460
https://pubchem.ncbi.nlm.nih.gov/compound/9986191
https://pubchem.ncbi.nlm.nih.gov/compound/503737


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1559 10579559 [(2R,3S,4S,5R,6S)-5-
acetyloxy-6-[2,3-
dihydroxy-4-[(E)-3-(4-
hydroxyphenyl)prop-2-
enoyl]phenoxy]-3,4-
dihydroxyoxan-2-
yl]methyl (E)-3-
phenylprop-2-enoate  -4.769 

1560 50898536 Ladanetin-6-O-|A-(6 
inverted exclamation 
marka inverted 
exclamation marka-O-
acetyl)glucoside 

 -2.231 
1561 20055286 5,7-dihydroxy-2-(4-

hydroxyphenyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2S,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 

 -4.510 

1562 10032376 2''-O-Acetyl-3'-O-
Methylrutin 

 -3.392 
1563 21722016 QUERCETIN 3-O-beta-D-

GLUCURONIDE METHYL 
ESTER 

 -0.257 

https://pubchem.ncbi.nlm.nih.gov/compound/10579559
https://pubchem.ncbi.nlm.nih.gov/compound/50898536
https://pubchem.ncbi.nlm.nih.gov/compound/20055286
https://pubchem.ncbi.nlm.nih.gov/compound/10032376
https://pubchem.ncbi.nlm.nih.gov/compound/21722016


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1564 10371911 [(2R,3S,4R,5R,6S)-3-
acetyloxy-6-[4-[(E)-3-(3,4-
dihydroxyphenyl)prop-2-
enoyl]-2,3-
dihydroxyphenoxy]-4,5-
dihydroxyoxan-2-
yl]methyl (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

 

-5.405 
1565 60200220 Oxytroflavoside C 

 #N/A 
1566 11592643 Abacopterin D 

 -4.994 
1567 73395 (2S)-7-[(2S,3R,4S,5S,6R)-

4,5-dihydroxy-6-
(hydroxymethyl)-3-
[(3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxyoxan-2-yl]oxy-5-
hydroxy-2-(3-hydroxy-4-
methoxyphenyl)-2,3-
dihydrochromen-4-one 

 

-3.377 
1568 44587252 Icariside II 

 -1.907 

https://pubchem.ncbi.nlm.nih.gov/compound/10371911
https://pubchem.ncbi.nlm.nih.gov/compound/60200220
https://pubchem.ncbi.nlm.nih.gov/compound/11592643
https://pubchem.ncbi.nlm.nih.gov/compound/73395
https://pubchem.ncbi.nlm.nih.gov/compound/44587252


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1569 24879215 Itoside N 

 #N/A 
1570 52951747 Pedunculosumoside E 

 #N/A 
1571 10390853 Lethedoside A 

 -4.164 
1572 24824094 3,5-dihydroxy-2-(4-

hydroxyphenyl)-7-
[(2R,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxychromen-4-one 

 
-3.840 

1573 5318156 Amurensin 

 -3.536 
1574 11972339 Linaroside 

 -2.686 
1575 21676297 Kaempferol 3-rutinosyl 7-

O-alpha-L-rhamnoside 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/24879215
https://pubchem.ncbi.nlm.nih.gov/compound/52951747
https://pubchem.ncbi.nlm.nih.gov/compound/10390853
https://pubchem.ncbi.nlm.nih.gov/compound/24824094
https://pubchem.ncbi.nlm.nih.gov/compound/5318156
https://pubchem.ncbi.nlm.nih.gov/compound/11972339
https://pubchem.ncbi.nlm.nih.gov/compound/21676297


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1576 71600048 Kaempferol 4'-rutinoside 

 -4.761 
1577 11607311 kaempferol 7-O-(2,3-di-E-

p-coumaroyl-alpha-L-
rhamnopyranoside) 

 #N/A 

1578 20055968 Kaempferol 3-[glucosyl-(1-
>3)-rhamnosyl-(1->6)-
galactoside] 

 #N/A 
1579 52944072 ethyl (2S,3S,4S,5R,6S)-6-

[2-(3,4-dihydroxyphenyl)-
5-hydroxy-4-oxochromen-
7-yl]oxy-3,4,5-
trihydroxyoxane-2-
carboxylate 

 

-4.581 
1580 11050315 Miconioside A 

 -2.771 
1581 54580211 3-O-methylquercetin 7-O-

beta-glucopyranosyl-4'-O-
beta-D-glucopyranoside 

 -3.790 
1582 5319116 Luteolin-4'-o-glucoside 

 -4.145 

https://pubchem.ncbi.nlm.nih.gov/compound/71600048
https://pubchem.ncbi.nlm.nih.gov/compound/11607311
https://pubchem.ncbi.nlm.nih.gov/compound/20055968
https://pubchem.ncbi.nlm.nih.gov/compound/52944072
https://pubchem.ncbi.nlm.nih.gov/compound/11050315
https://pubchem.ncbi.nlm.nih.gov/compound/54580211
https://pubchem.ncbi.nlm.nih.gov/compound/5319116


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1583 5320686 Tiliroside 

 -3.504 
1584 11400338 Aescuflavoside 

 #N/A 
1585 5491408 Myricetin 3-galactoside 

 -2.853 
1586 44593486 Chrysoeriol 7-

neohesperidoside 

 -4.074 
1587 16109837 [(2R,3S,4S,5R,6S)-3,4,5-

trihydroxy-6-[5-hydroxy-2-
(4-hydroxyphenyl)-4-
oxochromen-7-
yl]oxyoxan-2-yl]methyl 
(Z)-3-(4-
hydroxyphenyl)prop-2-
enoate 

 

-4.264 

https://pubchem.ncbi.nlm.nih.gov/compound/5320686
https://pubchem.ncbi.nlm.nih.gov/compound/11400338
https://pubchem.ncbi.nlm.nih.gov/compound/5491408
https://pubchem.ncbi.nlm.nih.gov/compound/44593486
https://pubchem.ncbi.nlm.nih.gov/compound/16109837


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1588 44583691 [(2R,3S,4S,5R,6R)-2-[5,7-
dihydroxy-4-oxo-2-(3,4,5-
trihydroxyphenyl)chrome
n-3-yl]oxy-3,5-dihydroxy-
6-methyloxan-4-yl] 3,4,5-
trihydroxybenzoate 

 -4.649 

1589 51358136 Luteolin-7-O-Alpha-L-
Rhamnoside 

 -5.880 
1590 9934142 Quercetin-3'-glucoside 

 -3.091 
1591 11625890 5,7-Dihydroxy-2-(4-

hydroxyphenyl)-3-
(((2r,3s,4r,5r)-3,4,5-
trihydroxytetrahydro-2h-
pyran-2-yl)oxy)-4h-
chromen-4-one 

 -1.686 
1592 71716455 7-[(2S,3R,4S,5S,6R)-3-

[(2S,3R,4S,5S,6R)-4,5-
dihydroxy-6-
(hydroxymethyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-yl]oxy-4,5-
dihydroxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxy-5-hydroxy-2-(3-
hydroxy-4-
methoxyphenyl)chromen-
4-one 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44583691
https://pubchem.ncbi.nlm.nih.gov/compound/51358136
https://pubchem.ncbi.nlm.nih.gov/compound/9934142
https://pubchem.ncbi.nlm.nih.gov/compound/11625890
https://pubchem.ncbi.nlm.nih.gov/compound/71716455


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1593 44566911 ISOSCUTELLAREIN 8-O-
beta-D-GLUCURONIDE 6''-
METHYL ESTER 

 -2.806 
1594 44478942 [(3S,4R,5S)-5-

[(2S,3R,4S,5S,6R)-4,5-
dihydroxy-2-[5-hydroxy-2-
(4-hydroxyphenyl)-4-
oxochromen-7-yl]oxy-6-
(hydroxymethyl)oxan-3-
yl]oxy-3,4-
dihydroxyoxolan-3-
yl]methyl (E)-3-(4-
hydroxy-3-
methoxyphenyl)prop-2-
enoate 

 

#N/A 
1595 46232263 (2S)-2-[4-

[(2S,3R,4S,5S,6R)-3-
[(2R,3S,4S)-3,4-dihydroxy-
4-(hydroxymethyl)oxolan-
2-yl]oxy-4,5-dihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-7-hydroxy-
2,3-dihydrochromen-4-
one 

 

-2.820 
1596 120742 Nepitrin 

 #N/A 

1597 57393076 Quercetin 3-O-glucosyl-
rhamnosyl-glucoside 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44566911
https://pubchem.ncbi.nlm.nih.gov/compound/44478942
https://pubchem.ncbi.nlm.nih.gov/compound/46232263
https://pubchem.ncbi.nlm.nih.gov/compound/120742
https://pubchem.ncbi.nlm.nih.gov/compound/57393076


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1598 5318644 Cacticin 

 -4.016 
1599 56678971 3-[(2S,3R,4S,5R,6R)-3,5-

dihydroxy-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxy-5,7-dihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one 

 

#N/A 
1600 45479757 Rutin hydrate 

 #N/A 
1601 10095180 kaempferol 7-O-glucoside 

 -3.945 
1602 168849 Pectolinaroside 

 -4.480 
1603 10460858 [(2R,3S,4S,5R,6S)-6-[2,3-

dihydroxy-4-[(E)-3-(4-
hydroxyphenyl)prop-2-
enoyl]phenoxy]-3,4,5-

 
-5.955 

https://pubchem.ncbi.nlm.nih.gov/compound/5318644
https://pubchem.ncbi.nlm.nih.gov/compound/56678971
https://pubchem.ncbi.nlm.nih.gov/compound/45479757
https://pubchem.ncbi.nlm.nih.gov/compound/10095180
https://pubchem.ncbi.nlm.nih.gov/compound/168849
https://pubchem.ncbi.nlm.nih.gov/compound/10460858


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

trihydroxyoxan-2-
yl]methyl (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

1604 21672201 kaempferol 3-O-(3"-O-p-
coumaroyl)-glucoside 

 -3.744 
1605 44575188 7-hydroxy-2-(4-hydroxy-3-

methoxyphenyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 

 #N/A 
1606 348162 2-(4-Hydroxyphenyl)-7-

methoxy-5-[3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-2,3-
dihydrochromen-4-one 

 #N/A 
1607 11039229 6-[(2R,4R,5S,6S)-4,5-

dihydroxy-6-methyloxan-
2-yl]-5-hydroxy-2-(3-
hydroxy-4-
methoxyphenyl)-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 

 

-4.728 
1608 5281613 Diosmin 

 -3.796 

https://pubchem.ncbi.nlm.nih.gov/compound/21672201
https://pubchem.ncbi.nlm.nih.gov/compound/44575188
https://pubchem.ncbi.nlm.nih.gov/compound/348162
https://pubchem.ncbi.nlm.nih.gov/compound/11039229
https://pubchem.ncbi.nlm.nih.gov/compound/5281613


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1609 60200065 Oxytroflavoside A 

 #N/A 
1610 5280441 Vitexin 

 -3.008 
1611 5280704 Apigetrin 

 -5.424 
1612 10461109 Luteolin 7-o-rutinoside 

 -4.869 
1613 14332450 ISOSCUTELLAREIN 8-O-

beta-D-GLUCURONIDE 

 -4.843 
1614 44429738 [(2S,3R,4S,5R,6R)-3,5-

dihydroxy-2-[5-hydroxy-2-
(4-hydroxyphenyl)-4-
oxochromen-7-yl]oxy-6-
(hydroxymethyl)oxan-4-yl] 
(E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

 

-5.384 
1615 10370955 [(2R,3S,4S,5R,6S)-6-[2-

(3,4-dihydroxyphenyl)-
3,5-dihydroxy-6-methoxy-
4-oxochromen-7-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methyl 3-
methylbutanoate 

 
-5.450 

https://pubchem.ncbi.nlm.nih.gov/compound/60200065
https://pubchem.ncbi.nlm.nih.gov/compound/5280441
https://pubchem.ncbi.nlm.nih.gov/compound/5280704
https://pubchem.ncbi.nlm.nih.gov/compound/10461109
https://pubchem.ncbi.nlm.nih.gov/compound/14332450
https://pubchem.ncbi.nlm.nih.gov/compound/44429738
https://pubchem.ncbi.nlm.nih.gov/compound/10370955


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1616 10744475 [(2R,3S,4S,5R,6S)-3,4,5-
trihydroxy-6-[5-hydroxy-6-
methoxy-2-(4-
methoxyphenyl)-4-
oxochromen-7-
yl]oxyoxan-2-yl]methyl 
acetate 

 
-3.106 

1617 10463057 quercetin 3-O-[2-O-(6-O-
E-feruloyl)-beta-D-
glucopyranosyl]-beta-D-
galactopyranoside  #N/A 

1618 15516397 3-((6-O-((2E)-3-(3,4-
Dihydroxyphenyl)-1-oxo-
2-propen-1-yl)-beta-D-
glucopyranosyl)oxy)-5,7-
dihydroxy-2-(4-
hydroxyphenyl)-4H-1-
benzopyran-4-one 

 

#N/A 
1619 44445551 5,7-dihydroxy-2-(4-

hydroxyphenyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one  -3.348 

1620 14861225 kaempferol-3-O-(2-O-
acetyl-alpha-L-
rhamnopyranoside) 

 -5.420 
1621 5489090 Centaurein 

 -3.891 

https://pubchem.ncbi.nlm.nih.gov/compound/10744475
https://pubchem.ncbi.nlm.nih.gov/compound/10463057
https://pubchem.ncbi.nlm.nih.gov/compound/15516397
https://pubchem.ncbi.nlm.nih.gov/compound/44445551
https://pubchem.ncbi.nlm.nih.gov/compound/14861225
https://pubchem.ncbi.nlm.nih.gov/compound/5489090


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1622 5316590 [(2S,3R,4R,5R,6S)-2-[5,7-
dihydroxy-4-oxo-2-(3,4,5-
trihydroxyphenyl)chrome
n-3-yl]oxy-4,5-dihydroxy-
6-methyloxan-3-yl] 3,4,5-
trihydroxybenzoate  -4.376 

1623 44429737 isorhamnetin 3-O-(6"-O-p-
coumaroyl)-glucoside 

 -5.073 
1624 44612901 E,Z-Platanoside 

 #N/A 
1625 10439991 Kaempferol-3-O-(2',6'-di-

O-trans-p-coumaroyl)-
beta-D-glucopyranoside 

 #N/A 
1626 180730 Isoorientin 6-O''-beta-D-

glucopyranoside 

 -4.803 
1627 44566719 3-[(2S,3R,4S,5S,6R)-4,5-

dihydroxy-6-
(hydroxymethyl)-3-
[(2S,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxyoxan-2-yl]oxy-5,7-
dihydroxy-2-[4-hydroxy-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]chromen-4-
one 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5316590
https://pubchem.ncbi.nlm.nih.gov/compound/44429737
https://pubchem.ncbi.nlm.nih.gov/compound/44612901
https://pubchem.ncbi.nlm.nih.gov/compound/10439991
https://pubchem.ncbi.nlm.nih.gov/compound/180730
https://pubchem.ncbi.nlm.nih.gov/compound/44566719


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1628 76317498 3-[(6-Deoxy-alpha-L-
mannopyranosyl)oxy]-5,7-
dihydroxy-2-(3-hydroxy-4-
methoxyphenyl)-4H-1-
benzopyran-4-one 

 #N/A 
1629 11664505 Isorhamnetin-3-O-

neohespeidoside 

 -4.504 
1630 5480901 Buddleoside 

 #N/A 
1631 11765457 2'',4''-Di-O-(E-p-

Coumaroyl)afzelin 

 #N/A 
1632 25115190 Camelliaside B 

 #N/A 
1633 11156985 theograndin I 

 -4.005 

https://pubchem.ncbi.nlm.nih.gov/compound/76317498
https://pubchem.ncbi.nlm.nih.gov/compound/11664505
https://pubchem.ncbi.nlm.nih.gov/compound/5480901
https://pubchem.ncbi.nlm.nih.gov/compound/11765457
https://pubchem.ncbi.nlm.nih.gov/compound/25115190
https://pubchem.ncbi.nlm.nih.gov/compound/11156985


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1634 49800176 Tricin 5-glucoside 

 -4.311 
1635 16219923 Quercitrin hydrate 

 #N/A 

1636 5317991 Helichrysoside 

 -2.467 
1637 23634491 Isorhamnetin 3-O-

Rhamnoside 

 #N/A 
1638 11072999 Calabricoside B 

 #N/A 

1639 52952531 2''-Acetylastragalin 

 -2.372 

https://pubchem.ncbi.nlm.nih.gov/compound/49800176
https://pubchem.ncbi.nlm.nih.gov/compound/16219923
https://pubchem.ncbi.nlm.nih.gov/compound/5317991
https://pubchem.ncbi.nlm.nih.gov/compound/23634491
https://pubchem.ncbi.nlm.nih.gov/compound/11072999
https://pubchem.ncbi.nlm.nih.gov/compound/52952531


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1640 5318645 isorhamnetin 3-O-
glucoside 

 -1.633 
1641 44445354 (2S,3R,4S,5S,6R)-2-

[[(2S,4R)-4-hydroxy-6-
(hydroxymethyl)-2-(4-
hydroxyphenyl)-8-methyl-
5-[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-3,4-dihydro-2H-
chromen-7-yl]oxy]-6-
(hydroxymethyl)oxane-
3,4,5-triol 

 

-4.465 
1642 49798951 2-(3,4-dihydroxyphenyl)-

5,6-dihydroxy-7-
[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxychromen-4-one 

 
-3.771 

1643 5321577 Syringetin-3-o-glucoside 

 -3.814 

1644 10031889 myricetin 7-O-alpha-L-
rhamnopyranosyl-(1->6)-
beta-D-glucopyranoside  -4.915 

1645 11016019 Diosmetin 7-O-beta-D-
glucopyranoside 

 -6.225 
1646 21576261 [(2S,3R,4S,5R,6S)-6-

[(2S,3R,4S,5R,6R)-2-[5,7-
dihydroxy-2-(4-
hydroxyphenyl)-4-
oxochromen-3-yl]oxy-4-
hydroxy-5-[(E)-3-(4-

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5318645
https://pubchem.ncbi.nlm.nih.gov/compound/44445354
https://pubchem.ncbi.nlm.nih.gov/compound/49798951
https://pubchem.ncbi.nlm.nih.gov/compound/5321577
https://pubchem.ncbi.nlm.nih.gov/compound/10031889
https://pubchem.ncbi.nlm.nih.gov/compound/11016019
https://pubchem.ncbi.nlm.nih.gov/compound/21576261


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

hydroxyphenyl)prop-2-
enoyl]oxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-3-
yl]oxy-4,5-dihydroxy-2-
methyloxan-3-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

1647 10076594 [(2R,3S,4S,5R,6S)-6-[2-
(3,4-dihydroxyphenyl)-
3,5-dihydroxy-6-methoxy-
4-oxochromen-7-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methyl 2-
methylpropanoate 

 

-3.759 
1648 5274585 Querciturone 

 -3.231 
1649 21629877 Homoeriodictyol 7-O-

glucoside 

 -1.905 

1650 64982 Baicalin 

 #N/A 
1651 10096911 3'-(3-Methyl-2-Butenyl)-

4'-O-Beta-D-
Glucopyranosyl-4,2'-
Dihydroxychalcone 
 

 -1.542 

https://pubchem.ncbi.nlm.nih.gov/compound/10076594
https://pubchem.ncbi.nlm.nih.gov/compound/5274585
https://pubchem.ncbi.nlm.nih.gov/compound/21629877
https://pubchem.ncbi.nlm.nih.gov/compound/64982
https://pubchem.ncbi.nlm.nih.gov/compound/10096911


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1652 60200223 3-[(2S,3R,4S,5R,6R)-4,5-
dihydroxy-6-
(hydroxymethyl)-3-
[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxyoxan-2-yl]oxy-5-
hydroxy-2-(4-
hydroxyphenyl)-7-
methoxychromen-4-one 
 

 

-3.584 

1653 9805669 Eupalitin 3-galactoside 
 

 -2.594 
1654 5318606 myricetin 3-O-beta-D-

glucopyranoside 
 

 -3.673 
1655 71718795   #N/A 
1656 44575854 Patuletin 3-O-Beta-D-

Robinobioside 
 

 -4.111 
1657 21576259   #N/A 
1658 44258367 Embigenin 

 

 -3.827 

https://pubchem.ncbi.nlm.nih.gov/compound/60200223
https://pubchem.ncbi.nlm.nih.gov/compound/9805669
https://pubchem.ncbi.nlm.nih.gov/compound/5318606
https://pubchem.ncbi.nlm.nih.gov/compound/71718795
https://pubchem.ncbi.nlm.nih.gov/compound/44575854
https://pubchem.ncbi.nlm.nih.gov/compound/21576259
https://pubchem.ncbi.nlm.nih.gov/compound/44258367


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1659 10006384 Quercetin 3-O-(6-O-
acetyl-beta-D-
glucopyranoside) 
 

 -3.584 
1660 71524830   #N/A 
1661 5320826 Quercetagitrin 

 

 -3.636 
1662 5351463   #N/A 
1663 21606527 kaempferol 3-O-beta-D-

glucopyranosyl-7-O-alpha-
L-rhamnopyranoside 
 

 -5.918 

1664 5486199 Kaempferitrin 
 

 -5.113 
1665 57384054   #N/A 
1666 44575359   #N/A 
1667 6453359 2''-O-Galloylhyperin 

 

 -4.559 

https://pubchem.ncbi.nlm.nih.gov/compound/10006384
https://pubchem.ncbi.nlm.nih.gov/compound/71524830
https://pubchem.ncbi.nlm.nih.gov/compound/5320826
https://pubchem.ncbi.nlm.nih.gov/compound/5351463
https://pubchem.ncbi.nlm.nih.gov/compound/21606527
https://pubchem.ncbi.nlm.nih.gov/compound/5486199
https://pubchem.ncbi.nlm.nih.gov/compound/57384054
https://pubchem.ncbi.nlm.nih.gov/compound/44575359
https://pubchem.ncbi.nlm.nih.gov/compound/6453359


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1668 12304323 2-(3,4-dihydroxyphenyl)-
5,7-dihydroxy-3-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 -1.961 
1669 44139740 (2S,3S,4S,5R,6R)-6-

[(2S,3R,4S,5S,6R)-2-[2-
(3,4-dihydroxyphenyl)-5-
hydroxy-4-oxochromen-7-
yl]oxy-4,5-dihydroxy-6-
(hydroxymethyl)oxan-3-
yl]oxy-3,4,5-
trihydroxyoxane-2-
carboxylic acid 
 

 

-4.258 
1670 15944778 Biorobin 

 

 -4.086 

1671 44583911 2-[4-[(2S,3R,4R,5S)-3,4-
dihydroxy-5-
(hydroxymethyl)oxolan-2-
yl]oxy-3-hydroxyphenyl]-
3,5,7-trihydroxychromen-
4-one 
 

 -4.035 

1672 52946742 Pedaliin 6''-acetate 
 

 -3.042 

https://pubchem.ncbi.nlm.nih.gov/compound/12304323
https://pubchem.ncbi.nlm.nih.gov/compound/44139740
https://pubchem.ncbi.nlm.nih.gov/compound/15944778
https://pubchem.ncbi.nlm.nih.gov/compound/44583911
https://pubchem.ncbi.nlm.nih.gov/compound/52946742


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1673 14185728 quercetin 3-O-beta-D-
glucosylgalactoside 
 

 -4.953 
1674 5274586 4H-1-Benzopyran-4-one, 

2-(3,4-dihydroxyphenyl)-
5,7-dihydroxy-3-[(2-O-
beta-D-xylopyranosyl-
beta-D-
galactopyranosyl)oxy] 
  -4.567 

1675 44144273 3-[(2S,5R)-3,4-dihydroxy-
5-(hydroxymethyl)oxolan-
2-yl]oxy-2-(3,4-
dihydroxyphenyl)-5,7-
dihydroxychromen-4-one 
 

 -4.388 
1676 52951627   #N/A 
1677 10485148   #N/A 
1678 46938450 Farobin B 

 

 -3.616 
1679 52951629 Pedunculosumoside C 

 

 -5.001 
1680 44559811 Embinin 

 

 -3.591 

https://pubchem.ncbi.nlm.nih.gov/compound/14185728
https://pubchem.ncbi.nlm.nih.gov/compound/5274586
https://pubchem.ncbi.nlm.nih.gov/compound/44144273
https://pubchem.ncbi.nlm.nih.gov/compound/52951627
https://pubchem.ncbi.nlm.nih.gov/compound/10485148
https://pubchem.ncbi.nlm.nih.gov/compound/46938450
https://pubchem.ncbi.nlm.nih.gov/compound/52951629
https://pubchem.ncbi.nlm.nih.gov/compound/44559811


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1681 44583690 [(2R,3S,4S,5S,6R)-2-[5,7-
dihydroxy-4-oxo-2-(3,4,5-
trihydroxyphenyl)chrome
n-3-yl]oxy-4,5-dihydroxy-
6-methyloxan-3-yl] 3,4,5-
trihydroxybenzoate 
  -5.180 

1682 5315206 Vicinin 2 
 

 -4.195 
1683 6072   #N/A 
1684 10795355   #N/A 
1685 5318591 Isoliquiritin 

  -3.087 

1686 193876 Phellamurin 
 

 -4.017 
1687 5487635 Quercetin 3-O-

Sambubioside 
 

 -3.143 

1688 14825858 kaempferol-3-O-(2,4-di-O-
acetyl-alpha-L-
rhamnopyranoside) 
 

 -2.853 
1689 10101409   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44583690
https://pubchem.ncbi.nlm.nih.gov/compound/5315206
https://pubchem.ncbi.nlm.nih.gov/compound/6072
https://pubchem.ncbi.nlm.nih.gov/compound/10795355
https://pubchem.ncbi.nlm.nih.gov/compound/5318591
https://pubchem.ncbi.nlm.nih.gov/compound/193876
https://pubchem.ncbi.nlm.nih.gov/compound/5487635
https://pubchem.ncbi.nlm.nih.gov/compound/14825858
https://pubchem.ncbi.nlm.nih.gov/compound/10101409


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1690 71717590 viscumneoside III 
 

 -3.093 
1691 52949179 2-(3,5-dihydroxyphenyl)-

5-hydroxy-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 

-5.478 
1692 157745 Choerospondin 

 

 -5.980 
1693 71720748   #N/A 
1694 11215769 5,7-Dihydroxy-2-(3-

hydroxy-4-(((3R,4S,5S,6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)tetrahydr
o-2H-pyran-2-
yl)oxy)phenyl)-3-
(((3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)tetrahydr
o-2H-pyran-2-yl)oxy)-4H-
chromen-4-one 
 

 

-3.770 
1695 44584103 (2S,3R,4R,5R,6S)-2-

[[(2R,3R)-5,7-dihydroxy-2-
(4-hydroxyphenyl)-3,4-
dihydro-2H-chromen-3-
yl]oxy]-6-methyloxane-
3,4,5-triol 
 

 -4.828 
1696 44566792 6-[(2R,4R,5S,6S)-4,5-

dihydroxy-6-methyloxan-
2-yl]-5,7-dihydroxy-2-(3-
hydroxy-4-
methoxyphenyl)chromen-
4-one 
 

 

-4.543 

https://pubchem.ncbi.nlm.nih.gov/compound/71717590
https://pubchem.ncbi.nlm.nih.gov/compound/52949179
https://pubchem.ncbi.nlm.nih.gov/compound/157745
https://pubchem.ncbi.nlm.nih.gov/compound/71720748
https://pubchem.ncbi.nlm.nih.gov/compound/11215769
https://pubchem.ncbi.nlm.nih.gov/compound/44584103
https://pubchem.ncbi.nlm.nih.gov/compound/44566792


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1697 11967161   #N/A 
1698 3084961 Oroxindin 

 

 -3.146 
1699 14282455 Licuraside 

 

 -4.412 
1700 6918652 Mearnsitrin 

 

 -4.527 
1701 12313332   #N/A 
1702 10627784 [(2R,3S,4S,5S,6R)-4,5-

dihydroxy-2-[5-hydroxy-7-
methoxy-4-oxo-2-(3,4,5-
trihydroxyphenyl)chrome
n-3-yl]oxy-6-methyloxan-
3-yl] 3,4,5-
trihydroxybenzoate 
 

 

-4.004 
1703 24721625 3,5,7-trihydroxy-2-(4-

hydroxyphenyl)-6-
[(2S,3R,4R,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]chromen-4-one 
 

 

-4.081 
1704 14135325 Dihydrobaicalin 

 

 -3.207 
1705 54582243 Ophioglonol 4'-O-Beta-D-

Glucopyranoside 
 

 -6.184 

https://pubchem.ncbi.nlm.nih.gov/compound/11967161
https://pubchem.ncbi.nlm.nih.gov/compound/3084961
https://pubchem.ncbi.nlm.nih.gov/compound/14282455
https://pubchem.ncbi.nlm.nih.gov/compound/6918652
https://pubchem.ncbi.nlm.nih.gov/compound/12313332
https://pubchem.ncbi.nlm.nih.gov/compound/10627784
https://pubchem.ncbi.nlm.nih.gov/compound/24721625
https://pubchem.ncbi.nlm.nih.gov/compound/14135325
https://pubchem.ncbi.nlm.nih.gov/compound/54582243


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1706 119258 Astilbin 
 

 -5.692 
1707 6439941 Apigenin-7-O-(6''-O-4-

coumaroyl)-beta-
glucopyranoside 
 

 
 

 -3.838 

1708 442431 Narirutin 
 

 -4.098 
1709 5480899 Acacetin-7-O-Beta-D-

Galactopyranoside 
  -4.853 

1710 21722017   #N/A 
1711 10258610 myricetin 7-O-beta-D-

glucopyranosyl-(1->6)-
beta-D-glucopyranoside 
  -3.431 

1712 57400005   #N/A 
1713 5320861 Reynoutrin 

 

 -2.583 
1714 57401109 Kaempferol 3-O-Alpha-L-

Arabinopyranosyl-7-O-
Alpha-L-
Rhamnopyranoside 
 

 -4.700 

https://pubchem.ncbi.nlm.nih.gov/compound/119258
https://pubchem.ncbi.nlm.nih.gov/compound/6439941
https://pubchem.ncbi.nlm.nih.gov/compound/442431
https://pubchem.ncbi.nlm.nih.gov/compound/5480899
https://pubchem.ncbi.nlm.nih.gov/compound/21722017
https://pubchem.ncbi.nlm.nih.gov/compound/10258610
https://pubchem.ncbi.nlm.nih.gov/compound/57400005
https://pubchem.ncbi.nlm.nih.gov/compound/5320861
https://pubchem.ncbi.nlm.nih.gov/compound/57401109


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1715 5352000 Myricetin 3-rhamnoside 
 

 -4.708 
1716 60200222   #N/A 
1717 443652 Malvidin 3-Glucoside 

 

 -5.961 
1718 5488822 Icariside Ii 

 

 -3.783 
1719 13844658 Apigenin 7-O-

methylglucuronide 
  -4.370 

1720 10032927   #N/A 

1721 441688 Cyanin 
 

 -5.030 
1722 5319484 Apigenin 7-O-glucuronide 

 

 -4.321 

1723 44479682   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5352000
https://pubchem.ncbi.nlm.nih.gov/compound/60200222
https://pubchem.ncbi.nlm.nih.gov/compound/443652
https://pubchem.ncbi.nlm.nih.gov/compound/5488822
https://pubchem.ncbi.nlm.nih.gov/compound/13844658
https://pubchem.ncbi.nlm.nih.gov/compound/10032927
https://pubchem.ncbi.nlm.nih.gov/compound/441688
https://pubchem.ncbi.nlm.nih.gov/compound/5319484
https://pubchem.ncbi.nlm.nih.gov/compound/44479682


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1724 5281621 Gossypin 
 

 -3.291 
1725 10394124 Lethedioside A 

 

 -4.272 
1726 10391471 2-(3-hydroxy-4,5-

dimethoxyphenyl)-7-
methoxy-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 

-2.771 
1727 11968881 Quercetin 7,4'-diglucoside 

 

 -5.078 
1728 71524785   #N/A 
1729 5318717   #N/A 
1730 14334865   #N/A 
1731 21676320 2-(3,4-dihydroxyphenyl)-

3,5,7-trihydroxy-6-
[(2S,3R,4R,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]chromen-4-one 
 

 

-4.866 
1732 162350   #N/A 
1733 5492482   #N/A 
1734 44566721   #N/A 
1735 10604042 [(2R,3S,4S,5R,6R)-3,5-

dihydroxy-2-[5-hydroxy-7-
methoxy-4-oxo-2-(3,4,5-
trihydroxyphenyl)chrome
n-3-yl]oxy-6-methyloxan-
4-yl] 3,4,5-
trihydroxybenzoate 
 

 
-5.504 

https://pubchem.ncbi.nlm.nih.gov/compound/5281621
https://pubchem.ncbi.nlm.nih.gov/compound/10394124
https://pubchem.ncbi.nlm.nih.gov/compound/10391471
https://pubchem.ncbi.nlm.nih.gov/compound/11968881
https://pubchem.ncbi.nlm.nih.gov/compound/71524785
https://pubchem.ncbi.nlm.nih.gov/compound/5318717
https://pubchem.ncbi.nlm.nih.gov/compound/14334865
https://pubchem.ncbi.nlm.nih.gov/compound/21676320
https://pubchem.ncbi.nlm.nih.gov/compound/162350
https://pubchem.ncbi.nlm.nih.gov/compound/5492482
https://pubchem.ncbi.nlm.nih.gov/compound/44566721
https://pubchem.ncbi.nlm.nih.gov/compound/10604042


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1736 5284419 Methylhesperidin 
 

 -3.513 
1737 5481663 Narcissin 

 

 -3.618 
1738 44479683   #N/A 

1739 21582635 7,4'-Di-O-methylapigenin 
5-O-xylosylglucoside 
 

 -3.485 
1740 21626414   #N/A 
1741 11261607 [(2S,3R,4R,5S)-5-[5,7-

dihydroxy-2-(4-
hydroxyphenyl)-4-
oxochromen-3-yl]oxy-3,4-
dihydroxyoxolan-2-
yl]methyl 3,4,5-
trihydroxybenzoate 
 

 -5.807 
1742 90654760   #N/A 
1743 5464455 Thalictiin 

 

 -4.326 
1744 6325460 Kaempferol 3,7-

diglucoside 
 

 -5.324 

1745 11787166 [(2S,3S,4R,5R,6R)-5-
acetyloxy-3-hydroxy-2-
methyl-6-
[[(2R,3S,4S,5R,6S)-3,4,5-
trihydroxy-6-[5-hydroxy-2-

 
-2.643 

https://pubchem.ncbi.nlm.nih.gov/compound/5284419
https://pubchem.ncbi.nlm.nih.gov/compound/5481663
https://pubchem.ncbi.nlm.nih.gov/compound/44479683
https://pubchem.ncbi.nlm.nih.gov/compound/21582635
https://pubchem.ncbi.nlm.nih.gov/compound/21626414
https://pubchem.ncbi.nlm.nih.gov/compound/11261607
https://pubchem.ncbi.nlm.nih.gov/compound/90654760
https://pubchem.ncbi.nlm.nih.gov/compound/5464455
https://pubchem.ncbi.nlm.nih.gov/compound/6325460
https://pubchem.ncbi.nlm.nih.gov/compound/11787166


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

(4-hydroxyphenyl)-4-
oxochromen-7-
yl]oxyoxan-2-
yl]methoxy]oxan-4-yl] 
acetate 
 

1746 13254473 Eriodictyol-7-O-glucoside 
 

 -4.679 
1747 71720749   #N/A 

1748 10211337 3-[(2S,3R,4R,5S,6R)-3,4-
dihydroxy-6-
(hydroxymethyl)-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-yl]oxy-2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxychromen-4-
one 
 

 

-4.073 

1749 21576260   #N/A 
1750 11340276 3-Hydroxyasebotin 

 

 -2.907 
1751 44566720 Leucoside 

 

 -4.239 
1752 44559819 3,5-dihydroxy-2-(4-

hydroxyphenyl)-7-
methoxy-6-
[(2S,3R,4R,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]chromen-4-one 
 

 

-3.294 

https://pubchem.ncbi.nlm.nih.gov/compound/13254473
https://pubchem.ncbi.nlm.nih.gov/compound/71720749
https://pubchem.ncbi.nlm.nih.gov/compound/10211337
https://pubchem.ncbi.nlm.nih.gov/compound/21576260
https://pubchem.ncbi.nlm.nih.gov/compound/11340276
https://pubchem.ncbi.nlm.nih.gov/compound/44566720
https://pubchem.ncbi.nlm.nih.gov/compound/44559819


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1753 45269053 2-(2,4-dihydroxyphenyl)-
3,5-dihydroxy-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 

-3.178 
1754 12304330 2-(3,4-dihydroxyphenyl)-

5,7-dihydroxy-3-
[(2R,3S,4R,5S,6S)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 -4.308 
1755 11294177 Thermopsoside 

 

 -2.941 
1756 71718288   #N/A 
1757 18604930   #N/A 
1758 22838616   #N/A 

1759 52952637   #N/A 
1760 10275538 3,5-dihydroxy-2-(4-

hydroxyphenyl)-7-
[(3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)tetrahydr
opyran-2-yl]oxy-chromen-
4-one 
 

 

-3.945 
1761 5464386   #N/A 

1762 20056942 Syringetin-3-glucoside 
 

 -3.336 
1763 57397583   #N/A 
1764 3550102   #N/A 

1765 4475102   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/45269053
https://pubchem.ncbi.nlm.nih.gov/compound/12304330
https://pubchem.ncbi.nlm.nih.gov/compound/11294177
https://pubchem.ncbi.nlm.nih.gov/compound/71718288
https://pubchem.ncbi.nlm.nih.gov/compound/18604930
https://pubchem.ncbi.nlm.nih.gov/compound/22838616
https://pubchem.ncbi.nlm.nih.gov/compound/52952637
https://pubchem.ncbi.nlm.nih.gov/compound/10275538
https://pubchem.ncbi.nlm.nih.gov/compound/5464386
https://pubchem.ncbi.nlm.nih.gov/compound/20056942
https://pubchem.ncbi.nlm.nih.gov/compound/57397583
https://pubchem.ncbi.nlm.nih.gov/compound/3550102
https://pubchem.ncbi.nlm.nih.gov/compound/4475102


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1766 21026818 5,7-dihydroxy-3-
[(3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxy-2-(3,4,5-
trihydroxyphenyl)chrome
n-4-one 
 

 -2.524 
1767 10371536 Quercetin 3-O-

robinobioside 
 

 -5.083 
1768 57401809   #N/A 
1769 10984927 [(2R,3R,4S,5R,6S)-6-[5,7-

dihydroxy-2-(4-
hydroxyphenyl)-4-
oxochromen-3-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methyl (E)-3-(3,4-
dihydroxyphenyl)prop-2-
enoate 
 

 

-5.719 
1770 14524431   #N/A 

1771 10031482 2''-O-Galloylquercitrin 
 

 -3.694 
1772 11570897 6-hydroxyluteolin 7-O-

laminaribioside 
 

 -5.636 
1773 44478943   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/21026818
https://pubchem.ncbi.nlm.nih.gov/compound/10371536
https://pubchem.ncbi.nlm.nih.gov/compound/57401809
https://pubchem.ncbi.nlm.nih.gov/compound/10984927
https://pubchem.ncbi.nlm.nih.gov/compound/14524431
https://pubchem.ncbi.nlm.nih.gov/compound/10031482
https://pubchem.ncbi.nlm.nih.gov/compound/11570897
https://pubchem.ncbi.nlm.nih.gov/compound/44478943


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1774 70696488 [(2R,3S,4S,5R,6S)-6-[5,7-
dihydroxy-2-(4-
hydroxyphenyl)-6-
methoxy-4-oxochromen-
3-yl]oxy-3,4,5-
trihydroxyoxan-2-
yl]methyl (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 

-3.985 

1775 9830456 Quercetin 3-O-(6''-
galloyl)-beta-D-
glucopyranoside 
 

 -4.465 

1776 443650 Delphinidin 3-O-glucoside 
cation 
 

 -4.692 
1777 92794 Prunin 

 

 -4.181 
1778 12304093 Apigenin-7-O-Glucoside 

 

 -5.424 
1779 5318763   #N/A 
1780 16396576   #N/A 
1781 5320434 Patuletin 3-O-Beta-D-

Galactoside 
 

 -3.660 

https://pubchem.ncbi.nlm.nih.gov/compound/70696488
https://pubchem.ncbi.nlm.nih.gov/compound/9830456
https://pubchem.ncbi.nlm.nih.gov/compound/443650
https://pubchem.ncbi.nlm.nih.gov/compound/92794
https://pubchem.ncbi.nlm.nih.gov/compound/12304093
https://pubchem.ncbi.nlm.nih.gov/compound/5318763
https://pubchem.ncbi.nlm.nih.gov/compound/16396576
https://pubchem.ncbi.nlm.nih.gov/compound/5320434


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1782 185617 Scutellarin 
 

 -1.255 

1783 83489 Eriocitrin 
 

 -4.885 

1784 44439687 methyl (2S,3S,4S,5R,6S)-6-
[5-(5,7-dihydroxy-4-
oxochromen-2-yl)-2-
hydroxyphenoxy]-3,4,5-
trihydroxyoxane-2-
carboxylate 
 

 
-4.843 

1785 3594   #N/A 
1786 9851181 Isorhoifolin 

 

 -3.563 
1787 5282151 Vitexin 2''-O-rhamnoside 

 

 -4.411 
1788 101781 Flavanomarein 

 

 -3.782 
1789 11968829 2-(3,4-dihydroxyphenyl)-

5,7-dihydroxy-6-methoxy-
3-[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 -3.735 
1790 5320313   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/185617
https://pubchem.ncbi.nlm.nih.gov/compound/83489
https://pubchem.ncbi.nlm.nih.gov/compound/44439687
https://pubchem.ncbi.nlm.nih.gov/compound/3594
https://pubchem.ncbi.nlm.nih.gov/compound/9851181
https://pubchem.ncbi.nlm.nih.gov/compound/5282151
https://pubchem.ncbi.nlm.nih.gov/compound/101781
https://pubchem.ncbi.nlm.nih.gov/compound/11968829
https://pubchem.ncbi.nlm.nih.gov/compound/5320313


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1791 5320439 Pedaliin 
 

 -4.561 
1792 44584780   #N/A 
1793 23757173 2-[[(2R,3S)-2-(3,4-

dihydroxyphenyl)-3,5-
dihydroxy-3,4-dihydro-2H-
chromen-7-yl]oxy]oxane-
3,4,5-triol 
 

 

-6.665 

1794 46184804   #N/A 
1795 52949203 5,6-dihydroxy-2-[4-

hydroxy-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-7-methoxy-
3-methylchromen-4-one 
 

 

-3.787 
1796 54581732 5,7-dihydroxy-2-(4-

hydroxyphenyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-[[(E)-3-(4-
hydroxyphenyl)prop-2-
enoxy]methyl]oxan-2-
yl]oxychromen-4-one 
 

 

-4.309 

1797 70683523 3-[(2S,3R,4S,5R)-4,5-
dihydroxy-3-
[(2S,3R,4S,5R,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-yl]oxy-5,7-
dihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one 
 

 

-3.061 

https://pubchem.ncbi.nlm.nih.gov/compound/5320439
https://pubchem.ncbi.nlm.nih.gov/compound/44584780
https://pubchem.ncbi.nlm.nih.gov/compound/23757173
https://pubchem.ncbi.nlm.nih.gov/compound/46184804
https://pubchem.ncbi.nlm.nih.gov/compound/52949203
https://pubchem.ncbi.nlm.nih.gov/compound/54581732
https://pubchem.ncbi.nlm.nih.gov/compound/70683523


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1798 57408402 [(2R,3S,4S,5R,6S)-6-[5,7-
dihydroxy-2-(4-
hydroxyphenyl)-6-
methoxy-4-oxochromen-
3-yl]oxy-3,4,5-
trihydroxyoxan-2-
yl]methyl (E)-3-(4-
hydroxy-3-
methoxyphenyl)prop-2-
enoate 
 

 

-5.393 
1799 57409858 2-(3,4-dihydroxyphenyl)-

5,6-dihydroxy-7-methoxy-
3-[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 -3.373 
1800 70683918 6-Methoxykaempferol3-

O-rutinoside 
 

 -4.600 
1801 57409859 [(2R,3R,4R,5R,6S)-2-

[[(2R,3S,4S,5R,6S)-6-[2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxy-6-methoxy-
4-oxochromen-3-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methoxy]-4,5-
dihydroxy-6-methyloxan-
3-yl] acetate 
  -3.236 

https://pubchem.ncbi.nlm.nih.gov/compound/57408402
https://pubchem.ncbi.nlm.nih.gov/compound/57409858
https://pubchem.ncbi.nlm.nih.gov/compound/70683918
https://pubchem.ncbi.nlm.nih.gov/compound/57409859


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1802 57409957 [(2S,3R,4S,5R,6R)-6-
[[(2R,3S,4S,5R,6S)-6-[2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxy-6-methoxy-
4-oxochromen-3-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methoxy]-4,5-
dihydroxy-2-methyloxan-
3-yl] acetate 
 

 

-3.836 

1803 57409958 [(2R,3R,4R,5R,6S)-2-
[[(2R,3S,4S,5R,6S)-6-[5,7-
dihydroxy-2-(4-
hydroxyphenyl)-6-
methoxy-4-oxochromen-
3-yl]oxy-3,4,5-
trihydroxyoxan-2-
yl]methoxy]-4,5-
dihydroxy-6-methyloxan-
3-yl] acetate 
 

 

-2.015 

1804 57409960 [(2S,3R,4S,5R,6R)-6-
[[(2R,3S,4S,5R,6S)-6-[5,7-
dihydroxy-2-(4-
hydroxyphenyl)-6-
methoxy-4-oxochromen-
3-yl]oxy-3,4,5-
trihydroxyoxan-2-
yl]methoxy]-4,5-
dihydroxy-2-methyloxan-
3-yl] acetate 
 

 

-4.235 
1805 57408283   #N/A 
1806 57408284   #N/A 
1807 57408401 [(2R,3R,4R,5S,6S)-3-

acetyloxy-2-
[[(2R,3S,4S,5R,6S)-6-[5,7-
dihydroxy-2-(4-
hydroxyphenyl)-6-
methoxy-4-oxochromen-
3-yl]oxy-3,4,5-
trihydroxyoxan-2-

 -0.436 

https://pubchem.ncbi.nlm.nih.gov/compound/57409957
https://pubchem.ncbi.nlm.nih.gov/compound/57409958
https://pubchem.ncbi.nlm.nih.gov/compound/57409960
https://pubchem.ncbi.nlm.nih.gov/compound/57408283
https://pubchem.ncbi.nlm.nih.gov/compound/57408284
https://pubchem.ncbi.nlm.nih.gov/compound/57408401


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

yl]methoxy]-5-hydroxy-6-
methyloxan-4-yl] acetate 
 

1808 71459647   #N/A 
1809 71455938   #N/A 
1810 71450590   #N/A 
1811 71461383   #N/A 
1812 71463099   #N/A 
1813 71459648   #N/A 
1814 71457744   #N/A 

1815 71459649   #N/A 
1816 21769758   #N/A 
1817 44429734   #N/A 
1818 44429744   #N/A 
1819 73346766 5,7-dihydroxy-2-(4-

hydroxyphenyl)-3-
[(2S,3R,4S,5R,6R)-3,4,5-
trihydroxy-6-
[[(2S,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-4.448 
1820 46184559 Visartiside A 

 

 -3.729 
1821 5320057 7,8-dihydroxy-2-(4-

hydroxyphenyl)-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-2,3-
dihydrochromen-4-one 
 

 

-6.108 

https://pubchem.ncbi.nlm.nih.gov/compound/71459647
https://pubchem.ncbi.nlm.nih.gov/compound/71455938
https://pubchem.ncbi.nlm.nih.gov/compound/71450590
https://pubchem.ncbi.nlm.nih.gov/compound/71461383
https://pubchem.ncbi.nlm.nih.gov/compound/71463099
https://pubchem.ncbi.nlm.nih.gov/compound/71459648
https://pubchem.ncbi.nlm.nih.gov/compound/71457744
https://pubchem.ncbi.nlm.nih.gov/compound/71459649
https://pubchem.ncbi.nlm.nih.gov/compound/21769758
https://pubchem.ncbi.nlm.nih.gov/compound/44429734
https://pubchem.ncbi.nlm.nih.gov/compound/44429744
https://pubchem.ncbi.nlm.nih.gov/compound/73346766
https://pubchem.ncbi.nlm.nih.gov/compound/46184559
https://pubchem.ncbi.nlm.nih.gov/compound/5320057


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1822 44460558 [(2R,3R,4R,5R,6S)-6-
[(2S,3R,4S,5R,6S)-6-[2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxy-4-
oxochromen-3-yl]oxy-4,5-
dihydroxy-2-methyloxan-
3-yl]oxy-3,4,5-
trihydroxyoxan-2-
yl]methyl acetate 
 

 -3.493 
1823 44460559 2-(3,4-dihydroxyphenyl)-

5,7-dihydroxy-3-
[(2R,3R,4R,5R,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 -3.020 
1824 44460538 3-[(2S,3R,4S,5R,6S)-3,4-

dihydroxy-6-methyl-5-
[(2S,3R,4R,5R,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-yl]oxy-2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxychromen-4-
one 
 

 -2.949 
1825 44429741   #N/A 
1826 44445552 5,7-dihydroxy-2-(3-

hydroxy-4-
methoxyphenyl)-3-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-5.726 

https://pubchem.ncbi.nlm.nih.gov/compound/44460558
https://pubchem.ncbi.nlm.nih.gov/compound/44460559
https://pubchem.ncbi.nlm.nih.gov/compound/44460538
https://pubchem.ncbi.nlm.nih.gov/compound/44429741
https://pubchem.ncbi.nlm.nih.gov/compound/44445552


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1827 44460580 5,7-dihydroxy-2-(4-
hydroxyphenyl)-3-
[(2R,3R,4R,5R,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 
-1.205 

1828 44558983 (2S,3R,4R,5R,6S)-2-
[(2R,3R,4S,5S,6S)-6-[2-
(3,4-dihydroxyphenyl)-
5,7-
dihydroxychromenylium-
3-yl]oxy-3,4,5-
trihydroxyoxan-2-yl]oxy-6-
methyloxane-3,4,5-triol 
 

 -4.437 
1829 44575348 2-(4-hydroxyphenyl)-5-

methoxy-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-3.706 
1830 44584474   #N/A 
1831 44576160   #N/A 
1832 5491783 6-methoxykaempferol 3-

O-beta-D-robinobioside 
 

 -2.511 
1833 44558982   #N/A 
1834 44575349 7-[(2S,3R,4S,5S,6R)-6-

[[(2R,3R,4R,5R,6S)-3,4-
dihydroxy-5,6-  -3.427 

https://pubchem.ncbi.nlm.nih.gov/compound/44460580
https://pubchem.ncbi.nlm.nih.gov/compound/44558983
https://pubchem.ncbi.nlm.nih.gov/compound/44575348
https://pubchem.ncbi.nlm.nih.gov/compound/44584474
https://pubchem.ncbi.nlm.nih.gov/compound/44576160
https://pubchem.ncbi.nlm.nih.gov/compound/5491783
https://pubchem.ncbi.nlm.nih.gov/compound/44558982
https://pubchem.ncbi.nlm.nih.gov/compound/44575349


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

dimethyloxan-2-
yl]oxymethyl]-3,4,5-
trihydroxyoxan-2-yl]oxy-5-
hydroxy-2-(4-
methoxyphenyl)chromen-
4-one 
 

1835 44559598 5-hydroxy-2-(4-
methoxyphenyl)-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-3.633 
1836 44575351   #N/A 
1837 44575345 5-methoxy-2-(4-

methoxyphenyl)-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-3.469 
1838 10794364 3-[(2S,3R,4S,5S,6R)-4,5-

dihydroxy-6-
(hydroxymethyl)-3-
[(2S,3R,4S,5R,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyoxan-2-yl]oxy-5-
hydroxy-2-(4-
hydroxyphenyl)-6,7-
dimethoxychromen-4-one 
 

 

-5.099 
1839 44584492   #N/A 
1840 21672200   #N/A 
1841 44566735   #N/A 
1842 10724604   #N/A 

1843 14283880   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44559598
https://pubchem.ncbi.nlm.nih.gov/compound/44575351
https://pubchem.ncbi.nlm.nih.gov/compound/44575345
https://pubchem.ncbi.nlm.nih.gov/compound/10794364
https://pubchem.ncbi.nlm.nih.gov/compound/44584492
https://pubchem.ncbi.nlm.nih.gov/compound/21672200
https://pubchem.ncbi.nlm.nih.gov/compound/44566735
https://pubchem.ncbi.nlm.nih.gov/compound/10724604
https://pubchem.ncbi.nlm.nih.gov/compound/14283880


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1844 44575347 2-(3,4-dimethoxyphenyl)-
5-methoxy-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-4.289 
1845 44575350   #N/A 

1846 21676310   #N/A 
1847 44575346 2-(3,4-dimethoxyphenyl)-

5-methoxy-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-4.244 
1848 44559262 6-[(2S,4R,5S,6S)-4,5-

dihydroxy-6-methyloxan-
2-yl]oxy-5,7-dihydroxy-2-
(4-hydroxy-3-
methoxyphenyl)chromen-
4-one 
 

 

-4.021 
1849 13034804   #N/A 
1850 45269052 3-[(3R,4R,5R,6S)-4,5-

dihydroxy-6-methyl-3-
[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxyoxan-2-yl]oxy-5,7-
dihydroxy-2-(4-
hydroxyphenyl)chromen-
4-one 
 

 

-3.618 
1851 46226584 3,5,8-trihydroxy-2-(4-

hydroxyphenyl)-7-
[(3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxychromen-4-one 
 

 

-3.925 

https://pubchem.ncbi.nlm.nih.gov/compound/44575347
https://pubchem.ncbi.nlm.nih.gov/compound/44575350
https://pubchem.ncbi.nlm.nih.gov/compound/21676310
https://pubchem.ncbi.nlm.nih.gov/compound/44575346
https://pubchem.ncbi.nlm.nih.gov/compound/44559262
https://pubchem.ncbi.nlm.nih.gov/compound/13034804
https://pubchem.ncbi.nlm.nih.gov/compound/45269052
https://pubchem.ncbi.nlm.nih.gov/compound/46226584


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1852 44460439   #N/A 
1853 44460557 5,7-dihydroxy-2-(4-

hydroxy-3-
methoxyphenyl)-3-
[(2R,3R,4R,5R,6R)-3,4,5-
trihydroxy-6-
[[(2R,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
  -4.620 

1854 44583836 3-[(2S,3R,4R,5S)-4-acetyl-
3,4-dihydroxy-5-
(hydroxymethyl)oxolan-2-
yl]oxy-5,7-dihydroxy-2-
(3,4,5-
trihydroxyphenyl)chrome
n-4-one 
 

 -4.944 
1855 44583838 3-[(2S,3R,4R,5S)-4-acetyl-

3,4-dihydroxy-5-(1-
hydroxy-2-
oxopropyl)oxolan-2-
yl]oxy-5,7-dihydroxy-2-
(3,4,5-
trihydroxyphenyl)chrome
n-4-one 
  -4.965 

1856 11577879 [3-[(2S,3R,4R,5S)-3,4-
dihydroxy-5-
(hydroxymethyl)oxolan-2-
yl]oxy-2-(3,4-
dihydroxyphenyl)-7-
hydroxy-4-oxochromen-5-
yl] 3,4,5-
trihydroxybenzoate 
 

 

-5.828 
1857 14462822   #N/A 
1858 44566601   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44460439
https://pubchem.ncbi.nlm.nih.gov/compound/44460557
https://pubchem.ncbi.nlm.nih.gov/compound/44583836
https://pubchem.ncbi.nlm.nih.gov/compound/44583838
https://pubchem.ncbi.nlm.nih.gov/compound/11577879
https://pubchem.ncbi.nlm.nih.gov/compound/14462822
https://pubchem.ncbi.nlm.nih.gov/compound/44566601


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1859 122179244 (2S)-2-(3,5-dihydroxy-4-
methoxyphenyl)-5-
hydroxy-6,8-dimethyl-7-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-2,3-
dihydrochromen-4-one 
 

 

-4.633 
1860 44391816   #N/A 

1861 44583918 apigenin-4''-O-(2''''-O-p-
coumaroyl)-beta-D-
glucopyranoside 
 

 -4.702 
1862 44583919 apigenin-4''-O-(6''''-O-p-

coumaroyl)-beta-D-
glucopyranoside 
 

 

-6.029 
1863 11318115 [(2R,3S,4S,5R,6S)-3,4,5-

trihydroxy-6-[3,5,6-
trihydroxy-2-(4-
hydroxyphenyl)-4-
oxochromen-7-
yl]oxyoxan-2-yl]methyl 
acetate 
 

 

-3.216 
1864 118707633 [(2R,3S,4S,5R,6S)-6-[2-

(3,4-dimethoxyphenyl)-
5,7-dihydroxy-4-
oxochromen-3-yl]oxy-
3,4,5-trihydroxyoxan-2-
yl]methyl (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 

-5.488 
1865 118707634 8-C-alpha-L-

Arabinopyranosylapigenin 
 

 -3.459 

https://pubchem.ncbi.nlm.nih.gov/compound/122179244
https://pubchem.ncbi.nlm.nih.gov/compound/44391816
https://pubchem.ncbi.nlm.nih.gov/compound/44583918
https://pubchem.ncbi.nlm.nih.gov/compound/44583919
https://pubchem.ncbi.nlm.nih.gov/compound/11318115
https://pubchem.ncbi.nlm.nih.gov/compound/118707633
https://pubchem.ncbi.nlm.nih.gov/compound/118707634


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1866 10603568 Isovitexin 6''-O-Glucoside 
 

 -6.051 
1867 11203112 Kaempferol-3-O-(2,3-Di-

O-Acetyl-Alpha-L-
Rhamnopyranoside) 
 

 -4.590 
1868 10071442 Sulfurein 

 

 -4.516 

1869 21578027   #N/A 
1870 5490334 Hibifolin 

 

 -3.145 
1871 442437 Neoastilbin 

 

 -2.646 

1872 51003567 3-[(2S,3R,4R,5S,6S)-3,5-
dihydroxy-4-methoxy-6-
methyloxan-2-yl]oxy-2-
(3,4-dihydroxyphenyl)-
5,7-dihydroxychromen-4-
one 
 

 -4.667 

https://pubchem.ncbi.nlm.nih.gov/compound/10603568
https://pubchem.ncbi.nlm.nih.gov/compound/11203112
https://pubchem.ncbi.nlm.nih.gov/compound/10071442
https://pubchem.ncbi.nlm.nih.gov/compound/21578027
https://pubchem.ncbi.nlm.nih.gov/compound/5490334
https://pubchem.ncbi.nlm.nih.gov/compound/442437
https://pubchem.ncbi.nlm.nih.gov/compound/51003567


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1873 5318997 Icariin 
 

 -3.721 
1874 5481882   #N/A 
1875 22841567 5,7-dihydroxy-3-

[(3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-2-(3,4,5-
trihydroxyphenyl)chrome
n-4-one 
 

 -3.673 
1876 12304322 2-(3,4-dihydroxyphenyl)-

5,7-dihydroxy-3-
[(2S,3R,4R,5R,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 -3.430 
1877 57332512 7-De-O-methylaciculatin 

 

 -4.124 

1878 129663 (2S)-7-hydroxy-2-(3-
hydroxy-4-
methoxyphenyl)-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-2,3-
dihydrochromen-4-one 
 

 

-4.513 
1879 159460 Cirsimarin 

 

 -3.786 

https://pubchem.ncbi.nlm.nih.gov/compound/5318997
https://pubchem.ncbi.nlm.nih.gov/compound/5481882
https://pubchem.ncbi.nlm.nih.gov/compound/22841567
https://pubchem.ncbi.nlm.nih.gov/compound/12304322
https://pubchem.ncbi.nlm.nih.gov/compound/57332512
https://pubchem.ncbi.nlm.nih.gov/compound/129663
https://pubchem.ncbi.nlm.nih.gov/compound/159460


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1880 185766 6-Hydroxyluteolin 7-
glucoside 
 

 -3.196 

1881 5320835 Quercetin 3,4'-diglucoside 
 

 -3.770 
1882 5488619 4H-1-Benzopyran-4-one, 

5,7-dihydroxy-2-(4-
hydroxyphenyl)-3-((2-O-
(3,4,5-trihydroxybenzoyl)-
beta-D-
glucopyranosyl)oxy)- 
 

 
-5.315 

1883 14730437 Kaempferol 3,4'-
diglucoside 
 

 -3.566 
1884 52952636 2''-Acetylpaeonoside 

 

 -3.110 
1885 11182168   #N/A 
1886 5282150 Rhoifolin 

 

 -3.742 

https://pubchem.ncbi.nlm.nih.gov/compound/185766
https://pubchem.ncbi.nlm.nih.gov/compound/5320835
https://pubchem.ncbi.nlm.nih.gov/compound/5488619
https://pubchem.ncbi.nlm.nih.gov/compound/14730437
https://pubchem.ncbi.nlm.nih.gov/compound/52952636
https://pubchem.ncbi.nlm.nih.gov/compound/11182168
https://pubchem.ncbi.nlm.nih.gov/compound/5282150


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1887 10371537 5,6,7,4'-
Tetrahydroxyflavonol 3-O-
rutinoside 
 

 -3.140 
1888 5481982 baohuoside II 

 

 -2.964 
1889 5490064 Avicularin 

 

 -4.540 
1890 53317755 2-(3,4-dihydroxyphenyl)-

3,5-dihydroxy-7-
[(2S,3R,4S,5R,6R)-3,4,5-
trihydroxy-6-
[[(2S,3S,4S,5S,6R)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 

-3.925 
1891 46184560 Visartiside B 

 
 -3.538 

https://pubchem.ncbi.nlm.nih.gov/compound/10371537
https://pubchem.ncbi.nlm.nih.gov/compound/5481982
https://pubchem.ncbi.nlm.nih.gov/compound/5490064
https://pubchem.ncbi.nlm.nih.gov/compound/53317755
https://pubchem.ncbi.nlm.nih.gov/compound/46184560


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1892 44584495 2-(3,4-dihydroxyphenyl)-
5,7-dihydroxy-3-
[(2S,3R,4S,5R,6R)-3,4,5-
trihydroxy-6-
[[(2S,3R,4S,5S)-3,4,5-
trihydroxyoxan-2-
yl]oxymethyl]oxan-2-
yl]oxychromen-4-one 
 

 
-3.664 

1893 71716454   #N/A 

1894 11247865 Asebogenin 2'-O-beta-D-
ribohexo-3-ulopyranoside 
 

 -3.056 
1895 25067894 [(3R,4S,5R)-3,4-dihydroxy-

5-[5-hydroxy-2-(4-
hydroxyphenyl)-4-oxo-7-
[(2S,3R,4R,5R,6S)-3,4,5-
trihydroxy-6-methyloxan-
2-yl]oxychromen-3-
yl]oxyoxolan-3-yl]methyl 
acetate 
 

 

-5.372 

1896 6450184 Maritimein 
 

 -5.678 
1897 21576262   #N/A 

1898 3083618 (2R)-7-hydroxy-2-(4-
hydroxyphenyl)-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-2,3-
dihydrochromen-4-one 
 

 

-4.164 
1899 5281673   #N/A 
1900 176457   #N/A 
1901 16091525   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44584495
https://pubchem.ncbi.nlm.nih.gov/compound/71716454
https://pubchem.ncbi.nlm.nih.gov/compound/11247865
https://pubchem.ncbi.nlm.nih.gov/compound/25067894
https://pubchem.ncbi.nlm.nih.gov/compound/6450184
https://pubchem.ncbi.nlm.nih.gov/compound/21576262
https://pubchem.ncbi.nlm.nih.gov/compound/3083618
https://pubchem.ncbi.nlm.nih.gov/compound/5281673
https://pubchem.ncbi.nlm.nih.gov/compound/176457
https://pubchem.ncbi.nlm.nih.gov/compound/16091525


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1902 13093776 2-(3,4-dihydroxyphenyl)-
5-hydroxy-7-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-4-one 
 

 

-4.303 
1903 9911508   #N/A 
1904 50993776 2''-O-alpha-L-

rhamnosylisoorietin 
 

 -4.221 
1905 10621 Hesperidin 

 

 -3.792 
1906 5315462 Buddlenoid A 

 
 -4.189 

1907 10031891 Quercetin 3-O-caffeyl-
glucoside 
 

 -5.386 
1908 14730806   #N/A 
1909 5318240 6-Hydroxykaempferol 7-

O-|A-glucopyranoside 
 

 -2.440 

1910 15595751 Transilin 
 

 -3.707 
1911 10459196 5,7-Dihydroxy-2-(4-

Hydroxyphenyl)-4-Oxo-4h-
Chromen-3-Yl 3,4-Di-O-
Acetyl-6-Deoxy-Alpha-L-
Mannopyranoside 
 

 -4.217 

https://pubchem.ncbi.nlm.nih.gov/compound/13093776
https://pubchem.ncbi.nlm.nih.gov/compound/9911508
https://pubchem.ncbi.nlm.nih.gov/compound/50993776
https://pubchem.ncbi.nlm.nih.gov/compound/10621
https://pubchem.ncbi.nlm.nih.gov/compound/5315462
https://pubchem.ncbi.nlm.nih.gov/compound/10031891
https://pubchem.ncbi.nlm.nih.gov/compound/14730806
https://pubchem.ncbi.nlm.nih.gov/compound/5318240
https://pubchem.ncbi.nlm.nih.gov/compound/15595751
https://pubchem.ncbi.nlm.nih.gov/compound/10459196


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1912 5491604 5,7-dihydroxy-2-(4-
hydroxyphenyl)-3,8-
bis[[(2S,3R,4S,5S,6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy]chromen-4-one 
 

 -5.169 
1913 10175330 Kaempferol-3-Beta-D-(6-

O-Cis-P-
Coumaroyl)Glucopyranosi
de 
 

 -4.117 
1914 52951748 Pedunculosumoside F 

 

 -3.893 
1915 44584170 afzelechin-3-O-alpha-

Lrhamnopyranoside 
 

 -6.417 
1916 14406834 5,7-dihydroxy-2-[3-

methoxy-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]chromen-4-
one 
 

 
-4.671 

1917 6441269 Marein 
 

 -3.681 

https://pubchem.ncbi.nlm.nih.gov/compound/5491604
https://pubchem.ncbi.nlm.nih.gov/compound/10175330
https://pubchem.ncbi.nlm.nih.gov/compound/52951748
https://pubchem.ncbi.nlm.nih.gov/compound/44584170
https://pubchem.ncbi.nlm.nih.gov/compound/14406834
https://pubchem.ncbi.nlm.nih.gov/compound/6441269


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1918 5318659 Isosalipurposide 
 

 -3.596 
1919 25104522 Luteolin 7-O-sophoroside 

 

 -5.200 
1920 10908299 [(2S,3R,4S,5S,6R)-6-

(acetyloxymethyl)-2-[2,3-
dihydroxy-4-[(E)-3-(4-
hydroxyphenyl)prop-2-
enoyl]phenoxy]-4,5-
dihydroxyoxan-3-yl] (E)-3-
(4-hydroxyphenyl)prop-2-
enoate 
 

 -4.750 
1921 11751616 2-(3,4-dihydroxyphenyl)-

5,7-dihydroxy-4-oxo-4H-
chromen-3-yl D-
galactopyranoside 
 

 -2.576 
1922 44566503   #N/A 
1923 9809744 2''-O-Acetylrutin 

 

 -2.738 
1924 21721975   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5318659
https://pubchem.ncbi.nlm.nih.gov/compound/25104522
https://pubchem.ncbi.nlm.nih.gov/compound/10908299
https://pubchem.ncbi.nlm.nih.gov/compound/11751616
https://pubchem.ncbi.nlm.nih.gov/compound/44566503
https://pubchem.ncbi.nlm.nih.gov/compound/9809744
https://pubchem.ncbi.nlm.nih.gov/compound/21721975


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1925 10134240 Anastatin A 
 

 -4.596 
1926 10407286 Anastatin B 

 

 -5.777 
1927 442361 7,4'-Dihydroxy-8-

methylflavan 
 

 -4.021 
1928 497362 (+)-Myristinin D 

 

 -4.257 

1929 23657296 Abacopterin G 
 

 -3.170 
1930 23657295   #N/A 

1931 10413640   #N/A 
1932 497359 (+)-Myristinin A 

 

 -3.161 
1933 440832 Pelargonidin 

 

 -7.362 
1934 68247   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/10134240
https://pubchem.ncbi.nlm.nih.gov/compound/10407286
https://pubchem.ncbi.nlm.nih.gov/compound/442361
https://pubchem.ncbi.nlm.nih.gov/compound/497362
https://pubchem.ncbi.nlm.nih.gov/compound/23657296
https://pubchem.ncbi.nlm.nih.gov/compound/23657295
https://pubchem.ncbi.nlm.nih.gov/compound/10413640
https://pubchem.ncbi.nlm.nih.gov/compound/497359
https://pubchem.ncbi.nlm.nih.gov/compound/440832
https://pubchem.ncbi.nlm.nih.gov/compound/68247


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1935 229016 4'-Hydroxyflavone 
 

 -3.175 
1936 68245   #N/A 
1937 158280 7,4'-Dihydroxyflavan 

 

 -3.924 

1938 10391273 Sideroxylonal A 
 

 -2.489 

1939 466078 7-Hydroxy-3',4'-
methylenedioxyflavan 
 

 -3.404 

1940 11669392 7-O-Galloyltricetiflavan 
 

 -1.158 
1941 128861 2-(3,4-Dihydroxyphenyl)-

3,5,7-trihydroxy-1-
Benzopyrylium 
 

 -7.500 
1942 11706751 [2-(3,5-Dihydroxy-4-

phenoxycarbonyloxy-
phenyl)-5-hydroxy-
chroman-7-yl] 3,4,5-
trihydroxybenzoate 
 

 

-0.406 
1943 23657297 Abacopterin F 

 

 -2.504 

https://pubchem.ncbi.nlm.nih.gov/compound/229016
https://pubchem.ncbi.nlm.nih.gov/compound/68245
https://pubchem.ncbi.nlm.nih.gov/compound/158280
https://pubchem.ncbi.nlm.nih.gov/compound/10391273
https://pubchem.ncbi.nlm.nih.gov/compound/466078
https://pubchem.ncbi.nlm.nih.gov/compound/11669392
https://pubchem.ncbi.nlm.nih.gov/compound/128861
https://pubchem.ncbi.nlm.nih.gov/compound/11706751
https://pubchem.ncbi.nlm.nih.gov/compound/23657297


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1944 128853 3,5,7-Trihydroxy-2-(3,4,5-
trihydroxyphenyl)-1-
benzopyrylium 
 

 -4.449 
1945 9848832 Sideroxylonal B 

 

 -4.015 
1946 11064571   #N/A 

1947 46883348   #N/A 
1948 185609 4'-Hydroxy-7-

methoxyflavan 
 

 -3.380 
1949 5317284 Nepetin 

 

 -4.366 
1950 5315858 Chrysosplenol G 

 

 -3.795 
1951 79730 5,7,4'-Trimethoxyflavone 

 

 -2.778 
1952 5320462 Penduletin 

 

 -4.338 
1953 71746244 (2S)-2-(4-hydroxy-3-

methoxyphenyl)-7-
methoxy-3,4-dihydro-2H-
chromen-6-ol 
 

 

-4.724 

https://pubchem.ncbi.nlm.nih.gov/compound/128853
https://pubchem.ncbi.nlm.nih.gov/compound/9848832
https://pubchem.ncbi.nlm.nih.gov/compound/11064571
https://pubchem.ncbi.nlm.nih.gov/compound/46883348
https://pubchem.ncbi.nlm.nih.gov/compound/185609
https://pubchem.ncbi.nlm.nih.gov/compound/5317284
https://pubchem.ncbi.nlm.nih.gov/compound/5315858
https://pubchem.ncbi.nlm.nih.gov/compound/79730
https://pubchem.ncbi.nlm.nih.gov/compound/5320462
https://pubchem.ncbi.nlm.nih.gov/compound/71746244


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1954 5280862 Isokaempferide 
 

 -3.983 
1955 637885 Tupichinol A 

 

 -3.012 
1956 5748697   #N/A 
1957 71746243 (2S)-4'-Hydroxy-6,7,3'-

trimethoxyflavan 
 

 -3.894 
1958 386322 Melisimplexin 

 

 -3.249 
1959 10429470   #N/A 
1960 442583 5,6,7-Trimethoxy-2-

phenyl-4H-1-benzopyran-
4-one 
 

 -2.064 
1961 11584214 Abacopterin B 

 

 -3.050 
1962 71746435 4-[(2S)-6-hydroxy-7-

methoxy-3,4-dihydro-2H-
chromen-2-yl]benzene-
1,2-diol 
 

 

-4.534 

https://pubchem.ncbi.nlm.nih.gov/compound/5280862
https://pubchem.ncbi.nlm.nih.gov/compound/637885
https://pubchem.ncbi.nlm.nih.gov/compound/5748697
https://pubchem.ncbi.nlm.nih.gov/compound/71746243
https://pubchem.ncbi.nlm.nih.gov/compound/386322
https://pubchem.ncbi.nlm.nih.gov/compound/10429470
https://pubchem.ncbi.nlm.nih.gov/compound/442583
https://pubchem.ncbi.nlm.nih.gov/compound/11584214
https://pubchem.ncbi.nlm.nih.gov/compound/71746435


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1963 5318214 Luteolin 7-methyl ether 
 

 -3.883 
1964 44576022 4'-

Isobutyrylhomoeriodictyo
l 
 

 -4.601 

1965 21142052 (2S)-5-hydroxy-7-
methoxy-6,8-
dimethylflavanone 
 

 -3.999 
1966 5318355 5-Hydroxy-3,6,7,4'-

tetramethoxyflavone 
 

 -3.753 

1967 45273057 Tsugafolin 
 

 -4.027 
1968 73356683   #N/A 
1969 632135 Isosinensetin 

 

 -3.575 

1970 57332647 Aciculatinone 
 

 -3.816 
1971 14017332 (2S)-4'-Hydroxy-7,3'-

dimethoxyflavan 
 

 -4.465 

https://pubchem.ncbi.nlm.nih.gov/compound/5318214
https://pubchem.ncbi.nlm.nih.gov/compound/44576022
https://pubchem.ncbi.nlm.nih.gov/compound/21142052
https://pubchem.ncbi.nlm.nih.gov/compound/5318355
https://pubchem.ncbi.nlm.nih.gov/compound/45273057
https://pubchem.ncbi.nlm.nih.gov/compound/73356683
https://pubchem.ncbi.nlm.nih.gov/compound/632135
https://pubchem.ncbi.nlm.nih.gov/compound/57332647
https://pubchem.ncbi.nlm.nih.gov/compound/14017332


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1972 10406203 3-O-Acetylpadmatin 
 

 -3.492 
1973 44567056 (2S)-8,5'-dihydroxy-7,3',4'-

trimethoxyflavan 
 

 -3.183 
1974 154227 3',4',7-Trimethoxyflavone 

 

 -5.363 
1975 73349082   #N/A 
1976 5379563 5,7-Dihydroxy-3,6,3',4'-

tetramethoxyflavone 
 

 -2.751 
1977 5281702 Tricin 

 

 -3.034 
1978 44567048 (2S)-8-hydroxy-7,3',4',5'-

tetramethoxyflavan 
 

 -4.582 
1979 5351234 5,7-Dihydroxy-3',4'-

dimethoxyflavone 
 

 -3.124 
1980 10961939 [2-Methoxy-5-(3,6,7-

trimethoxy-4-oxo-5-
propanoyloxychromen-2-
yl)phenyl] propanoate 
 

 -2.710 

https://pubchem.ncbi.nlm.nih.gov/compound/10406203
https://pubchem.ncbi.nlm.nih.gov/compound/44567056
https://pubchem.ncbi.nlm.nih.gov/compound/154227
https://pubchem.ncbi.nlm.nih.gov/compound/73349082
https://pubchem.ncbi.nlm.nih.gov/compound/5379563
https://pubchem.ncbi.nlm.nih.gov/compound/5281702
https://pubchem.ncbi.nlm.nih.gov/compound/44567048
https://pubchem.ncbi.nlm.nih.gov/compound/5351234
https://pubchem.ncbi.nlm.nih.gov/compound/10961939


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1981 46883390 (2R,3R)-Alpinone 
 

 -4.380 
1982 44259718 Myricetin 3,4'-dimethyl 

ether 
 

 -3.719 
1983 25022469 5,6,8,3',6'-Pentamethoxy 

flavone 
 

 -3.776 
1984 12308618 Artocarpetin 

 

 -4.013 

1985 688682 2-(4-Methoxyphenyl)-6-
methyl-4H-chromen-4-
one 
 

 -3.653 
1986 5281954   #N/A 
1987 159287 Malvidin 

 

 -4.303 
1988 442662   #N/A 
1989 5386962 5,7,3',4'-Tetrahydroxy-

3,6,8-trimethoxyflavone 
 

 -4.423 
1990 386320 Meliternatin 

 

 -3.921 

https://pubchem.ncbi.nlm.nih.gov/compound/46883390
https://pubchem.ncbi.nlm.nih.gov/compound/44259718
https://pubchem.ncbi.nlm.nih.gov/compound/25022469
https://pubchem.ncbi.nlm.nih.gov/compound/12308618
https://pubchem.ncbi.nlm.nih.gov/compound/688682
https://pubchem.ncbi.nlm.nih.gov/compound/5281954
https://pubchem.ncbi.nlm.nih.gov/compound/159287
https://pubchem.ncbi.nlm.nih.gov/compound/442662
https://pubchem.ncbi.nlm.nih.gov/compound/5386962
https://pubchem.ncbi.nlm.nih.gov/compound/386320


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1991 5281703 Wogonin 
 

 -3.744 
1992 44445076   #N/A 

1993 24750458 3',4',5',7,8-
Pentamethoxyflavone 
 

 -3.947 
1994 14804705 7-Hydroxy-2-(4-

hydroxyphenyl)-3-
methoxy-4H-1-
benzopyran-4-one 
  -5.017 

1995 5464381 5,4'-Dihydroxy-7,3'-
dimethoxyflavone 
 

 -3.221 
1996 5318041 3',4'-Didemethylnobiletin 

 

 -2.601 
1997 26194552 3'-O-Methyltaxifolin 

 

 -5.591 
1998 15298900 (2S)-2,3-Dihydro-5-

hydroxy-7-methoxy-2-
(2,4,6-trimethoxyphenyl)-
4H-1-benzopyran-4-one 
  -3.552 

https://pubchem.ncbi.nlm.nih.gov/compound/5281703
https://pubchem.ncbi.nlm.nih.gov/compound/44445076
https://pubchem.ncbi.nlm.nih.gov/compound/24750458
https://pubchem.ncbi.nlm.nih.gov/compound/14804705
https://pubchem.ncbi.nlm.nih.gov/compound/5464381
https://pubchem.ncbi.nlm.nih.gov/compound/5318041
https://pubchem.ncbi.nlm.nih.gov/compound/26194552
https://pubchem.ncbi.nlm.nih.gov/compound/15298900


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1999 5271991 Ganhuangenin 
 

 -3.228 
2000    #N/A 

2001 161271 

Salvigenin 
 

 -3.782 

2002 177696 

Acerosin 
 

 -4.217 

2003 5318869 

Jaranol 
 

 -3.745 

2004 52316190 

(2S)-8-[(E)-3-hydroxy-3-
methylbut-1-enyl]-7-
methoxy-2-phenyl-2,3-
dihydrochromen-4-one 
 

 -3.865 

2005 5489501 

Caryatin 
 

 -5.156 

2006 96118 

5,6,7,4'-
Tetramethoxyflavone 
 

 -4.160 

https://pubchem.ncbi.nlm.nih.gov/compound/5271991
https://pubchem.ncbi.nlm.nih.gov/compound/161271
https://pubchem.ncbi.nlm.nih.gov/compound/177696
https://pubchem.ncbi.nlm.nih.gov/compound/5318869
https://pubchem.ncbi.nlm.nih.gov/compound/52316190
https://pubchem.ncbi.nlm.nih.gov/compound/5489501
https://pubchem.ncbi.nlm.nih.gov/compound/96118


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2007 73201 

(-)-Pinostrobin 
 

 -4.684 

2008 44566483 

Hamiltone A 
 

 -2.952 

2009 5320438   #N/A 

2010 46232229 

Quiquelignan A 
 

 -3.762 

2011 3083788 

Sideroxylin 
 

 -3.988 

2012 97214 

Eupatorin 
 

 -5.034 

2013 31161 

Pedalitin 
 

 -5.779 

2014 44259719 

3',5,7-Trihydroxy-
3,4',5'-
trimethoxyflavone 
 

 -4.407 

2015 5281603 

Axillarin 
 

 -5.645 

2016 72714814   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/73201
https://pubchem.ncbi.nlm.nih.gov/compound/44566483
https://pubchem.ncbi.nlm.nih.gov/compound/5320438
https://pubchem.ncbi.nlm.nih.gov/compound/46232229
https://pubchem.ncbi.nlm.nih.gov/compound/3083788
https://pubchem.ncbi.nlm.nih.gov/compound/97214
https://pubchem.ncbi.nlm.nih.gov/compound/31161
https://pubchem.ncbi.nlm.nih.gov/compound/44259719
https://pubchem.ncbi.nlm.nih.gov/compound/5281603
https://pubchem.ncbi.nlm.nih.gov/compound/72714814


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2017 256420 

Agecorynin C 
 

 -3.025 

2018 21593928 

4'-Demethylnobiletin 
 

 -3.479 

2019 21575482 

Salcolin A 
 

 -4.511 

2020 44437744 

5,7,40-
Trimethoxyflavan 
 

 -3.215 

2021 23669384   #N/A 

2022 10980660 

(2S)-5-hydroxy-7-
methoxy-8-((E)-3-oxo-
1-butenyl)flavanone 
 

 -2.085 

2023 71746434 

(2S)-3',4'-Dihydroxy-
6,7-dimethoxyflavan 
 

 -4.088 

2024 5320351 

Artemetin 
 

 -3.199 

2025 5748553 

3',4',5,7-Tetrahydroxy-
3,8-dimethoxyflavone 
 

 -4.781 

2026 96539   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/256420
https://pubchem.ncbi.nlm.nih.gov/compound/21593928
https://pubchem.ncbi.nlm.nih.gov/compound/21575482
https://pubchem.ncbi.nlm.nih.gov/compound/44437744
https://pubchem.ncbi.nlm.nih.gov/compound/23669384
https://pubchem.ncbi.nlm.nih.gov/compound/10980660
https://pubchem.ncbi.nlm.nih.gov/compound/71746434
https://pubchem.ncbi.nlm.nih.gov/compound/5320351
https://pubchem.ncbi.nlm.nih.gov/compound/5748553
https://pubchem.ncbi.nlm.nih.gov/compound/96539


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2027 181132 

Aromadendrin 7-
methyl ether 
 

 -4.583 

2028 5496476 

Lethedocin 
 

 -4.398 

2029 52943439 

(2S)-7-hydroxy-5-
methoxy-8-
methylflavanone 
 

 -3.016 

2030 44257197 

5,4'-Dihydroxy-7'-
methoxy-8-
methylflavan 
 

 -5.226 

2031 44259654 

5,7-Dihydroxy-2-(4-
hydroxyphenyl)-3-
methoxy-6,8-dimethyl-
4H-1-benzopyran-4-
one 
 

 
-2.959 

2032 10200272 

5-Hydroxy-3,7,8,3',4'-
pentamethoxyflavone 
 

 -2.820 

2033 13942543   #N/A 

2034 389001 

3',4',5',3,5,6,7-
Heptamethoxyflavone 
 

 -2.522 

https://pubchem.ncbi.nlm.nih.gov/compound/181132
https://pubchem.ncbi.nlm.nih.gov/compound/5496476
https://pubchem.ncbi.nlm.nih.gov/compound/52943439
https://pubchem.ncbi.nlm.nih.gov/compound/44257197
https://pubchem.ncbi.nlm.nih.gov/compound/44259654
https://pubchem.ncbi.nlm.nih.gov/compound/10200272
https://pubchem.ncbi.nlm.nih.gov/compound/13942543
https://pubchem.ncbi.nlm.nih.gov/compound/389001


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2035 369599 

5-Hydroxy-7-methoxy-
6-methylflavone 
 

 -4.523 

2036 171488 

Hymenoxin 
 

 -3.225 

2037 53354811 

(-)-(7''r,8''s)-4'',5,7-
Trihydroxy-3',5'-
Dimethoxy-4',8''-
Oxyflavonolignan-
7'',9''-Diol 
 

 

-5.079 

2038 159029   #N/A 

2039 5280666 

Chrysoeriol 
 

 -4.994 

2040 11174076   #N/A 

2041 5281946   #N/A 

2042 189065 

Chrysosplenol C 
 

 -4.241 

2043 44327242 

5,7-Dihydroxy-8-[2-(5-
hydroxy-7-methoxy-4-
oxochromen-2-yl)-5-
methoxyphenyl]-2-(4-
methoxyphenyl)chrom
en-4-one 
 

 

-3.472 

2044 14157910 

4H-1-Benzopyran-4-
one, 2,3-dihydro-5-
hydroxy-2-(3-hydroxy-
4-methoxyphenyl)-7-
methoxy-, (2S)- 
 

 

-5.310 

2045 20489   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/369599
https://pubchem.ncbi.nlm.nih.gov/compound/171488
https://pubchem.ncbi.nlm.nih.gov/compound/53354811
https://pubchem.ncbi.nlm.nih.gov/compound/159029
https://pubchem.ncbi.nlm.nih.gov/compound/5280666
https://pubchem.ncbi.nlm.nih.gov/compound/11174076
https://pubchem.ncbi.nlm.nih.gov/compound/5281946
https://pubchem.ncbi.nlm.nih.gov/compound/189065
https://pubchem.ncbi.nlm.nih.gov/compound/44327242
https://pubchem.ncbi.nlm.nih.gov/compound/14157910
https://pubchem.ncbi.nlm.nih.gov/compound/20489


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2046 5280699 

Chrysosplenol D 
 

 -5.507 

2047 44479223   #N/A 

2048 5316843 

5,7,3',4'-Tetrahydroxy-
8-methoxyflavone 
 

 -4.992 

2049 21721822 

7-Hydroxy-5-methoxy-
2-(4-methoxyphenyl)-
2,3-dihydrochromen-4-
one 
  -4.027 

2050 5280417 

3,7-Di-O-
methylquercetin 
 

 -2.659 

2051 21632881 

5-Hydroxy-3,7,8-
trimethoxyflavone 
 

 -2.788 

2052 5386960 

4H-1-Benzopyran-4-
one, 5,7-dihydroxy-2-
(4-hydroxyphenyl)-
3,6,8-trimethoxy- 
  -3.404 

2053 54672084 

Diplotrin A 
 

 -2.627 

2054 5490127 

7-Hydroxy-5-methoxy-
2-phenyl-chromen-4-
one 
 

 -3.716 

https://pubchem.ncbi.nlm.nih.gov/compound/5280699
https://pubchem.ncbi.nlm.nih.gov/compound/44479223
https://pubchem.ncbi.nlm.nih.gov/compound/5316843
https://pubchem.ncbi.nlm.nih.gov/compound/21721822
https://pubchem.ncbi.nlm.nih.gov/compound/5280417
https://pubchem.ncbi.nlm.nih.gov/compound/21632881
https://pubchem.ncbi.nlm.nih.gov/compound/5386960
https://pubchem.ncbi.nlm.nih.gov/compound/54672084
https://pubchem.ncbi.nlm.nih.gov/compound/5490127


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2055 51520434 

(2S)-5-hydroxy-7-
methoxy-8-methyl-2-
phenyl-2,3-
dihydrochromen-4-one 
 

 -3.627 

2056 5272653 

5-Hydroxy-3',4',7-
trimethoxyflavone 
 

 -3.648 

2057 100625 

5-Hydroxy-2-(4-
hydroxy-3-
methoxyphenyl)-
3,6,7,8-tetramethoxy-
4H-1-benzopyran-4-
one 
 

 

-3.855 

2058 3084390   #N/A 

2059 5281676 

Oxyayanin A 
 

 -3.514 

2060 155493 

Sideritoflavone 
 

 -4.407 

2061 150893 

3,5,6,7,8,3',4'-
Heptamethoxyflavone 
 

 -3.594 

2062 164544   #N/A 

2063 5281695 

Santin 
 

 -4.325 

2064 21599528 

5,7,3'-Trihydroxy-
3,6,8,4'-
Tetramethoxyflavone 
 

 -4.031 

https://pubchem.ncbi.nlm.nih.gov/compound/51520434
https://pubchem.ncbi.nlm.nih.gov/compound/5272653
https://pubchem.ncbi.nlm.nih.gov/compound/100625
https://pubchem.ncbi.nlm.nih.gov/compound/3084390
https://pubchem.ncbi.nlm.nih.gov/compound/5281676
https://pubchem.ncbi.nlm.nih.gov/compound/155493
https://pubchem.ncbi.nlm.nih.gov/compound/150893
https://pubchem.ncbi.nlm.nih.gov/compound/164544
https://pubchem.ncbi.nlm.nih.gov/compound/5281695
https://pubchem.ncbi.nlm.nih.gov/compound/21599528


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2065 44584772 

2-(3,4-
Dimethoxyphenyl)-
6,7,8-trimethoxy-4H-1-
benzopyran-4-one 
  -4.211 

2066 5118250 

2,3-Dihydro-5,7-
dihydroxy-2-(4-
methoxyphenyl)-4H-1-
benzopyran-4-one 
  -4.807 

2067 72204300 

8-Hydroxy-2-(3-
hydroxy-4,5-
dimethoxyphenyl)-6,7-
dimethoxychromen-4-
one 
  -3.826 

2068 14235159 

CID 14235159 
 

 -4.766 

2069 25181514 

6,4'-Dihydroxy-7-
methoxyflavanone 
 

 -4.725 

2070 21721857 

Dihydrokaempferide 
 

 -5.087 

2071 373260 

Nuchensin 
 

 -2.483 

2072 57381728 

Amyrisin C 
 

 -5.475 

2073 5320475 

Quercetagetin 3-
methyl ether 
 

 -4.124 

https://pubchem.ncbi.nlm.nih.gov/compound/44584772
https://pubchem.ncbi.nlm.nih.gov/compound/5118250
https://pubchem.ncbi.nlm.nih.gov/compound/72204300
https://pubchem.ncbi.nlm.nih.gov/compound/14235159
https://pubchem.ncbi.nlm.nih.gov/compound/25181514
https://pubchem.ncbi.nlm.nih.gov/compound/21721857
https://pubchem.ncbi.nlm.nih.gov/compound/373260
https://pubchem.ncbi.nlm.nih.gov/compound/57381728
https://pubchem.ncbi.nlm.nih.gov/compound/5320475


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2074 629965 

2-(2,6-
Dimethoxyphenyl)-5,6-
dimethoxy-4H-1-
benzopyran-4-one 
 

 -3.842 

2075 52945746   #N/A 

2076 145659 

Sinensetin 
 

 -4.067 

2077 14753671   #N/A 

2078 73571 

Sakuranetin 
 

 -4.297 

2079 5320496 

3',5-Dihydroxy-4',7-
dimethoxyflavone 
 

 -3.561 

2080 10335676 

(2S)-5,7-Dimethoxy-8-
Formylflavanone 
 

 -4.008 

2081 54799 

5,3',4'-Trihydroxy-
3,6,7,8-
tetramethoxyflavone 
 

 -3.279 

2082 182315 

5-O-Methylnaringenin 
 

 -5.257 

2083 243760 

6-Hydroxy-5,7-
dimethoxy-2-(4-
methoxyphenyl)-4H-
chromen-4-one 
  -3.844 

https://pubchem.ncbi.nlm.nih.gov/compound/629965
https://pubchem.ncbi.nlm.nih.gov/compound/52945746
https://pubchem.ncbi.nlm.nih.gov/compound/145659
https://pubchem.ncbi.nlm.nih.gov/compound/14753671
https://pubchem.ncbi.nlm.nih.gov/compound/73571
https://pubchem.ncbi.nlm.nih.gov/compound/5320496
https://pubchem.ncbi.nlm.nih.gov/compound/10335676
https://pubchem.ncbi.nlm.nih.gov/compound/54799
https://pubchem.ncbi.nlm.nih.gov/compound/182315
https://pubchem.ncbi.nlm.nih.gov/compound/243760


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2084 3010100 

4'-Hydroxy-5,6,7,8-
Tetramethoxyflavone 
 

 -3.330 

2085 181092 

4',5-Dihydroxy-3',6,7,8-
tetramethoxyflavone 
 

 -4.866 

2086 147795 

5-Methoxyflavanone 
 

 -4.881 

2087 44392177   #N/A 

2088 44445353 

Eruberin A 
 

 -3.470 

2089 73207 

Xanthomicrol 
 

 -4.589 

2090 5281617 

Genkwanin 
 

 -4.674 

2091 5316733   #N/A 

2092 10071564 

Digicitrin 
 

 -3.394 

https://pubchem.ncbi.nlm.nih.gov/compound/3010100
https://pubchem.ncbi.nlm.nih.gov/compound/181092
https://pubchem.ncbi.nlm.nih.gov/compound/147795
https://pubchem.ncbi.nlm.nih.gov/compound/44392177
https://pubchem.ncbi.nlm.nih.gov/compound/44445353
https://pubchem.ncbi.nlm.nih.gov/compound/73207
https://pubchem.ncbi.nlm.nih.gov/compound/5281617
https://pubchem.ncbi.nlm.nih.gov/compound/5316733
https://pubchem.ncbi.nlm.nih.gov/compound/10071564


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2093 14162697 

Quercetin 3,5,3'-
trimethyl ether 
 

 -4.180 

2094 73635 

Homoeriodictyol 
 

 -4.847 

2095 5352005 

5-Hydroxy-3,7,3',4'-
tetramethoxyflavone 
 

 -3.650 

2096 386319 

Meliternin 
 

 -3.419 

2097 471722   #N/A 

2098 14055876 

2-(3,4-
Dimethoxyphenyl)-5,6-
dimethoxy-4H-1-
benzopyran-4-one 
  -3.920 

2099 5281628 

Hispidulin 
 

 -3.679 

2100 12132943 

(2S)-8-formyl-5-
hydroxy-7-methoxy-6-
methylflavanone 
 

 -3.915 

2101 10885755 

[5-(5-Butanoyloxy-
3,6,7-trimethoxy-4-
oxochromen-2-yl)-2-
methoxyphenyl] 
butanoate 
 

 
-0.413 

https://pubchem.ncbi.nlm.nih.gov/compound/14162697
https://pubchem.ncbi.nlm.nih.gov/compound/73635
https://pubchem.ncbi.nlm.nih.gov/compound/5352005
https://pubchem.ncbi.nlm.nih.gov/compound/386319
https://pubchem.ncbi.nlm.nih.gov/compound/471722
https://pubchem.ncbi.nlm.nih.gov/compound/14055876
https://pubchem.ncbi.nlm.nih.gov/compound/5281628
https://pubchem.ncbi.nlm.nih.gov/compound/12132943
https://pubchem.ncbi.nlm.nih.gov/compound/10885755


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2102 9972910 

Gnaphaliin 
 

 -3.110 

2103 5315857 

Chrysosplenol E 
 

 -3.297 

2104 676307 

4'-Hydroxy-7-
Methoxyflavone 
 

 -4.398 

2105 261859 

Gardenin A 
 

 -2.734 

2106 160237 

Cirsiliol 
 

 -5.436 

2107 5321205 

Scutevulin 
 

 -3.306 

2108 5315263 

Casticin 
 

 -3.876 

2109 177032   #N/A 

2110 5469524 

Desmethoxycentaureid
in 
 

 -4.164 

https://pubchem.ncbi.nlm.nih.gov/compound/9972910
https://pubchem.ncbi.nlm.nih.gov/compound/5315857
https://pubchem.ncbi.nlm.nih.gov/compound/676307
https://pubchem.ncbi.nlm.nih.gov/compound/261859
https://pubchem.ncbi.nlm.nih.gov/compound/160237
https://pubchem.ncbi.nlm.nih.gov/compound/5321205
https://pubchem.ncbi.nlm.nih.gov/compound/5315263
https://pubchem.ncbi.nlm.nih.gov/compound/177032
https://pubchem.ncbi.nlm.nih.gov/compound/5469524


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2111 72204299 

2-(3,4-
Dimethoxyphenyl)-7-
hydroxy-6,8-
dimethoxychromen-4-
one 
 

 

-2.929 

2112 10438002   #N/A 

2113 386323   #N/A 

2114 72701894 

8-Acetyl-2-(3,4-
dihydroxyphenyl)-6,7-
dimethoxychromen-4-
one 
  -3.690 

2115 386331 

Hexamethylquercetage
tin 
 

 -3.489 

2116 9839293 

Fisetin 3-methyl ether 
 

 -3.059 

2117 5281608 

Chrysosplenetin 
 

 -3.085 

2118 5468749 

Kaempferol 3,7,4'-
trimethyl ether 
 

 -3.714 

2119 44446838 

Alnustinol 
 

 -2.600 

2120 54669843 

Diplotrin B 
 

 -2.382 

https://pubchem.ncbi.nlm.nih.gov/compound/72204299
https://pubchem.ncbi.nlm.nih.gov/compound/10438002
https://pubchem.ncbi.nlm.nih.gov/compound/386323
https://pubchem.ncbi.nlm.nih.gov/compound/72701894
https://pubchem.ncbi.nlm.nih.gov/compound/386331
https://pubchem.ncbi.nlm.nih.gov/compound/9839293
https://pubchem.ncbi.nlm.nih.gov/compound/5281608
https://pubchem.ncbi.nlm.nih.gov/compound/5468749
https://pubchem.ncbi.nlm.nih.gov/compound/44446838
https://pubchem.ncbi.nlm.nih.gov/compound/54669843


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2121 4053302 

Alpinetin 
 

 -3.634 

2122 5320693 

Pratol 
 

 -4.024 

2123 49831445 

(2S)-2,7-Dihydroxy-5-
Methoxy-6,8-
Dimethylflavanone 
 

 -5.142 

2124 5352032 

6-Hydroxykaempferol 
3,6-dimethyl ether 
 

 -3.743 

2125 13871363 

Brickellin 
 

 -3.033 

2126 13983769 

2-(1,3-Benzodioxol-5-
yl)-7-hydroxy-3-
methoxychromen-4-
one 
  -3.731 

2127 5280682 

Ayanin 
 

 -2.414 

2128 5318537 

Isocryptomerin 
 

 -6.829 

2129 160921   #N/A 

2130 53468592   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/4053302
https://pubchem.ncbi.nlm.nih.gov/compound/5320693
https://pubchem.ncbi.nlm.nih.gov/compound/49831445
https://pubchem.ncbi.nlm.nih.gov/compound/5352032
https://pubchem.ncbi.nlm.nih.gov/compound/13871363
https://pubchem.ncbi.nlm.nih.gov/compound/13983769
https://pubchem.ncbi.nlm.nih.gov/compound/5280682
https://pubchem.ncbi.nlm.nih.gov/compound/5318537
https://pubchem.ncbi.nlm.nih.gov/compound/160921
https://pubchem.ncbi.nlm.nih.gov/compound/53468592


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2131 160481 

Isosakuranetin 
 

 -4.807 

2132 3083845   #N/A 

2133 10886025 

[2-Methoxy-5-(3,6,7-
trimethoxy-4-oxo-5-
pent-4-
enoyloxychromen-2-
yl)phenyl] pent-4-
enoate 
 

 

-3.451 

2134 16681753 

4',5-Dihydroxy-
3',5',6,7-
tetramethoxyflavone 
 

 -5.207 

2135 77793 

4'-Methoxyflavone 
 

 -5.213 

2136 88881 

5,7-Dimethoxyflavone 
 

 -2.842 

2137 10381709 

Demethoxykanugin 
 

 -5.023 

2138 5316900 

3,3'-di-O-
methylquercetin 
 

 -3.175 

2139 11726019 

Isothymonin 
 

 -4.569 

https://pubchem.ncbi.nlm.nih.gov/compound/160481
https://pubchem.ncbi.nlm.nih.gov/compound/3083845
https://pubchem.ncbi.nlm.nih.gov/compound/10886025
https://pubchem.ncbi.nlm.nih.gov/compound/16681753
https://pubchem.ncbi.nlm.nih.gov/compound/77793
https://pubchem.ncbi.nlm.nih.gov/compound/88881
https://pubchem.ncbi.nlm.nih.gov/compound/10381709
https://pubchem.ncbi.nlm.nih.gov/compound/5316900
https://pubchem.ncbi.nlm.nih.gov/compound/11726019


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2140 44614522 

Beilschmieflavonoid B 
 

 -2.104 

2141 72815   #N/A 

2142 5323535 

(-)-(7''R,8''S)-4'',5,7-
trihydroxy-3',3'',5'-
trimethoxy-4',8''-
oxyflavonolignan-
7'',9''-diol 
 

 

-4.625 

2143 12305452 

Kanugin 
 

 -2.925 

2144 466268 

7-Methoxyflavone 
 

 -5.909 

2145 5280681 

3-Methoxyluteolin 
 

 -4.803 

2146 13964547 

7,3'-Dihydroxy-5,4'-
dimethoxyflavone 
 

 -3.602 

2147 5386958 

2-(3,4-
Dihydroxyphenyl)-
5,7,8-trihydroxy-3-
methoxy-4H-chromen-
4-one 
 

 
-4.624 

https://pubchem.ncbi.nlm.nih.gov/compound/44614522
https://pubchem.ncbi.nlm.nih.gov/compound/72815
https://pubchem.ncbi.nlm.nih.gov/compound/5323535
https://pubchem.ncbi.nlm.nih.gov/compound/12305452
https://pubchem.ncbi.nlm.nih.gov/compound/466268
https://pubchem.ncbi.nlm.nih.gov/compound/5280681
https://pubchem.ncbi.nlm.nih.gov/compound/13964547
https://pubchem.ncbi.nlm.nih.gov/compound/5386958


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2148 5386959 

5,7-Dihydroxy-2-(4-
hydroxy-3-methoxy-
phenyl)-3,6,8-
trimethoxy-chromen-4-
one 
 

 

-4.841 

2149 44260046 

5-Hydroxy-3,6,7,8-
tetramethoxyflavone 
 

 -3.206 

2150 189609 

5-Methoxy-6,7-
methylenedioxyflavone 
 

 -5.197 

2151 5320315   #N/A 

2152 44430534 

4-Epiaglain A 
 

 -2.039 

2153 5281601 

5-Hydroxy-7,4'-
dimethoxyflavone 
 

 -3.633 

2154 72702311   #N/A 

2155 493376 

5,7,3',4',5'-
Pentamethoxyflavone 
 

 -3.667 

https://pubchem.ncbi.nlm.nih.gov/compound/5386959
https://pubchem.ncbi.nlm.nih.gov/compound/44260046
https://pubchem.ncbi.nlm.nih.gov/compound/189609
https://pubchem.ncbi.nlm.nih.gov/compound/5320315
https://pubchem.ncbi.nlm.nih.gov/compound/44430534
https://pubchem.ncbi.nlm.nih.gov/compound/5281601
https://pubchem.ncbi.nlm.nih.gov/compound/72702311
https://pubchem.ncbi.nlm.nih.gov/compound/493376


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2156 602155 

5,7-Dihydroxy-6,8-
dimethyl-4'-
methoxyflavanone 
 

 -3.123 

2157 44258045   #N/A 

2158 147157 

6-Methoxyflavone 
 

 -5.314 

2159 631171 

Fisetin tetramethyl 
ether 
 

 -4.626 

2160 442621 

3',5,6-Trihydroxy-3,4',7-
trimethoxyflavone 
 

 -4.225 

2161 5322078 

4'-Hydroxywogonin 
 

 -5.204 

2162 5378171 

Saltillin 
 

 -3.541 

2163 185670 

5,6,7,3',4',5'-
Hexamethoxyflavone 
 

 -5.284 

2164 72281 

Hesperetin 
 

 -4.750 

https://pubchem.ncbi.nlm.nih.gov/compound/602155
https://pubchem.ncbi.nlm.nih.gov/compound/44258045
https://pubchem.ncbi.nlm.nih.gov/compound/147157
https://pubchem.ncbi.nlm.nih.gov/compound/631171
https://pubchem.ncbi.nlm.nih.gov/compound/442621
https://pubchem.ncbi.nlm.nih.gov/compound/5322078
https://pubchem.ncbi.nlm.nih.gov/compound/5378171
https://pubchem.ncbi.nlm.nih.gov/compound/185670
https://pubchem.ncbi.nlm.nih.gov/compound/72281


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2165 148856 

Tomentin 
 

 -3.399 

2166 188316   #N/A 

2167 54672085 

Diplotrin C 
 

 -5.059 

2168 44430502   #N/A 

2169 44446832   #N/A 

2170 15298902 

Artocarpanone 
 

 -2.741 

2171 97332 

Quercetin pentamethyl 
ether 
 

 -4.166 

2172 21588173 

Neocalyxin A 
 

 -4.166 

2173 54584962 

Tephrocandidin A 
 

 -3.794 

2174 23730738 

(2S)-7,8,3',4',5'-
pentamethoxyflavan 
 

 -4.091 

https://pubchem.ncbi.nlm.nih.gov/compound/148856
https://pubchem.ncbi.nlm.nih.gov/compound/188316
https://pubchem.ncbi.nlm.nih.gov/compound/54672085
https://pubchem.ncbi.nlm.nih.gov/compound/44430502
https://pubchem.ncbi.nlm.nih.gov/compound/44446832
https://pubchem.ncbi.nlm.nih.gov/compound/15298902
https://pubchem.ncbi.nlm.nih.gov/compound/97332
https://pubchem.ncbi.nlm.nih.gov/compound/21588173
https://pubchem.ncbi.nlm.nih.gov/compound/54584962
https://pubchem.ncbi.nlm.nih.gov/compound/23730738


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2175 44567057 

(2S)-2-(3-hydroxy-4,5-
dimethoxyphenyl)-5-
[(2S)-8-hydroxy-7-
methoxy-2-(3,4,5-
trimethoxyphenyl)-3,4-
dihydro-2H-chromen-5-
yl]-7-methoxy-3,4-
dihydro-2H-chromen-8-
ol 
 

 

-3.524 

2176 482576 

3,5,7-Trihydroxy-2-(3-
hydroxy-4-
methoxyphenyl)-2,3-
dihydrochromen-4-one 
  -6.372 

2177 44567058 

(2S)-2-(3-hydroxy-4,5-
dimethoxyphenyl)-5-
[(2S)-8-hydroxy-2-(3-
hydroxy-4,5-
dimethoxyphenyl)-7-
methoxy-3,4-dihydro-
2H-chromen-5-yl]-7-
methoxy-3,4-dihydro-
2H-chromen-8-ol 
 

 

-4.344 

2178 5466138   #N/A 

2179 56658060 

Dihydroisorhamnetin 
 

 -3.168 

2180 44567046   #N/A 

2181 10428459 

5-Hydroxy-7,2',4',5'-
Tetramethoxyflavone 
 

 -3.688 

2182 348130 

4'-5-Dihydroxy-7-
methoxyflavanone, 7-
O-Methylnaringenin, 
Naringenin 7-O-methyl 
ether 
 

 
-4.297 

https://pubchem.ncbi.nlm.nih.gov/compound/44567057
https://pubchem.ncbi.nlm.nih.gov/compound/482576
https://pubchem.ncbi.nlm.nih.gov/compound/44567058
https://pubchem.ncbi.nlm.nih.gov/compound/5466138
https://pubchem.ncbi.nlm.nih.gov/compound/56658060
https://pubchem.ncbi.nlm.nih.gov/compound/44567046
https://pubchem.ncbi.nlm.nih.gov/compound/10428459
https://pubchem.ncbi.nlm.nih.gov/compound/348130


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2183 10970376 

Corymbosin 
 

 -5.121 

2184 40484424 

(2S)-5,7-dihydroxy-2-
(3,4,5-
trimethoxyphenyl)-2,3-
dihydrochromen-4-one 
 

 -3.656 

2185 44559651 

[5-(5-Acetyloxy-3,6,7-
trimethoxy-4-
oxochromen-2-yl)-2-
methoxyphenyl] 
acetate 
  -2.324 

2186 442277 

Broussin 
 

 -3.847 

2187 71579376   #N/A 

2188 13963770 

5-Hydroxy-7,8-
dimethoxyflavanone 
 

 -4.839 

2189 5319509 

Folerogenin 
 

 -4.636 

2190 16093658 

Erycebenin E 
 

 -4.629 

2191 44257590 

8,3'-Dihydroxy-7,4',5'-
trimethoxyflavone 
 

 -4.730 

https://pubchem.ncbi.nlm.nih.gov/compound/10970376
https://pubchem.ncbi.nlm.nih.gov/compound/40484424
https://pubchem.ncbi.nlm.nih.gov/compound/44559651
https://pubchem.ncbi.nlm.nih.gov/compound/442277
https://pubchem.ncbi.nlm.nih.gov/compound/71579376
https://pubchem.ncbi.nlm.nih.gov/compound/13963770
https://pubchem.ncbi.nlm.nih.gov/compound/5319509
https://pubchem.ncbi.nlm.nih.gov/compound/16093658
https://pubchem.ncbi.nlm.nih.gov/compound/44257590


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2192 94525 

5-Methoxyflavone 
 

 -3.566 

2193 44259724   #N/A 

2194 12443122 

Sudachitin 
 

 -5.329 

2195 586387 

Flavanone, 3,5,7-
trihydroxy-4'-methoxy- 
 

 -3.597 

2196 369954 

5,3'-Dihydroxy-
3,6,7,8,4'-
pentamethoxyflavone 
 

 -4.820 

2197 49797761 

(2S)-7-acetyl-5-
hydroxy-2-(4-
methoxyphenyl)-2,3-
dihydrochromen-4-one 
  -4.945 

2198 44392276 

(7-Hydroxy-5-methoxy-
4-oxo-2-
phenylchromen-3-yl) 
acetate 
 

 -2.751 

2199 11196546 

3',7-Dihydroxy-4'-
Methoxyflavan 
 

 -4.699 

2200 57381727 

Amyrisin B 
 

 -4.480 

https://pubchem.ncbi.nlm.nih.gov/compound/94525
https://pubchem.ncbi.nlm.nih.gov/compound/44259724
https://pubchem.ncbi.nlm.nih.gov/compound/12443122
https://pubchem.ncbi.nlm.nih.gov/compound/586387
https://pubchem.ncbi.nlm.nih.gov/compound/369954
https://pubchem.ncbi.nlm.nih.gov/compound/49797761
https://pubchem.ncbi.nlm.nih.gov/compound/44392276
https://pubchem.ncbi.nlm.nih.gov/compound/11196546
https://pubchem.ncbi.nlm.nih.gov/compound/57381727


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2201 76308670 

Thapsakinacetate A 
 

 -3.669 

2202 71664735 

Perviridisin A 
 

 -3.823 

2203 44446554 

3,7,4'-O-
trimethylquercetin 
 

 -3.446 

2204 44446552 

2-(3,4-
Dihydroxyphenyl)-5-
hydroxy-3,7-
dimethoxy-2,3-
dihydrochromen-4-one 
 

 
-3.732 

2205 44446550 

3,4'-O-
Dimethylquercetin 
 

 -5.383 

2206 503269   #N/A 

2207 10005544 

3-O-Methylquercetin 
tetraacetate 
 

 -2.811 

2208 44584490 

Rhamnetin 
Tetraacetate 
 

 -0.054 

https://pubchem.ncbi.nlm.nih.gov/compound/76308670
https://pubchem.ncbi.nlm.nih.gov/compound/71664735
https://pubchem.ncbi.nlm.nih.gov/compound/44446554
https://pubchem.ncbi.nlm.nih.gov/compound/44446552
https://pubchem.ncbi.nlm.nih.gov/compound/44446550
https://pubchem.ncbi.nlm.nih.gov/compound/503269
https://pubchem.ncbi.nlm.nih.gov/compound/10005544
https://pubchem.ncbi.nlm.nih.gov/compound/44584490


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2209 44567045 

Anticancer agent 182 
 

 -4.266 

2210 9798295 

Hamiltone B 
 

 -4.343 

2211 44567055 

(2S)-8,2'-dihydroxy-
7,3',4',5'-
tetramethoxyflavan 
 

 -5.169 

2212 44584491 

Rhamnazin Triacetate 
 

 -0.297 

2213 44575419 

[5-acetyloxy-7,8-
dimethoxy-2-(4-
methoxyphenyl)-4H-
chromen-3-yl] acetate 
 

 -0.975 

2214 14034286 

5,7,4'-Trihydroxy-6,3'-
dimethoxyflavanon 
 

 -2.748 

2215 14078484 

5,4'-Dihydroxy-6,7-
Dimethoxyflavanone 
 

 -5.435 

https://pubchem.ncbi.nlm.nih.gov/compound/44567045
https://pubchem.ncbi.nlm.nih.gov/compound/9798295
https://pubchem.ncbi.nlm.nih.gov/compound/44567055
https://pubchem.ncbi.nlm.nih.gov/compound/44584491
https://pubchem.ncbi.nlm.nih.gov/compound/44575419
https://pubchem.ncbi.nlm.nih.gov/compound/14034286
https://pubchem.ncbi.nlm.nih.gov/compound/14078484


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2216 16099513 

Edulirin A 
 

 -2.374 

2217 16099515 

Isoedulirin A 
 

 -2.608 

2218 16099514 

19,20-Dehydroedulirin 
A 
 

 -4.164 

2219 16099508 

Edulirin B 
 

 -3.380 

2220 16099507 

edulirin A 10-O-acetate 
 

 -5.512 

2221 503268   #N/A 

2222 597405   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/16099513
https://pubchem.ncbi.nlm.nih.gov/compound/16099515
https://pubchem.ncbi.nlm.nih.gov/compound/16099514
https://pubchem.ncbi.nlm.nih.gov/compound/16099508
https://pubchem.ncbi.nlm.nih.gov/compound/16099507
https://pubchem.ncbi.nlm.nih.gov/compound/503268
https://pubchem.ncbi.nlm.nih.gov/compound/597405


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2223 45267919   #N/A 

2224 46232230 

Quiquelignan B 
 

 -2.445 

2225 46232297 

Quiquelignan C 
 

 -4.459 

2226 90682493 

(6S,6aR,7S,12aR)-7-
[(E)-2-(4-
hydroxyphenyl)ethenyl]
-1,8-dimethoxy-6-
phenyl-6,6a,7,12a-
tetrahydrochromeno[3,
2-c]chromene-3,10-diol 
 

 -4.822 

2227 90682494 

(6S,6aR,7S,12aR)-1,8-
dimethoxy-7-[(E)-2-(4-
methoxyphenyl)etheny
l]-6-phenyl-6,6a,7,12a-
tetrahydrochromeno[3,
2-c]chromene-3,10-diol 
 

 -4.490 

2228 90682495 

(6S,6aR,7S,12aR)-1,8-
dimethoxy-6-phenyl-7-
[(E)-2-phenylethenyl]-
6,6a,7,12a-
tetrahydrochromeno[3,
2-c]chromene-3,10-diol 
 

 -3.733 

2229 122179245   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/45267919
https://pubchem.ncbi.nlm.nih.gov/compound/46232230
https://pubchem.ncbi.nlm.nih.gov/compound/46232297
https://pubchem.ncbi.nlm.nih.gov/compound/90682493
https://pubchem.ncbi.nlm.nih.gov/compound/90682494
https://pubchem.ncbi.nlm.nih.gov/compound/90682495
https://pubchem.ncbi.nlm.nih.gov/compound/122179245


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2230 53262779 

Tephrocandidin B 
 

 -4.024 

2231 5315202 

Thevetiaflavone 
 

 -3.175 

2232 44566966 

(2S)-3',5-Dihydroxy-
4',6,7-
trimethoxyflavanone 
 

 -4.992 

2233 15222911 

5,4'-Dihydroxy-7,3',5'-
trimethoxyflavone 
 

 -3.754 

2234 23657445 

Abacopterin H 
 

 -2.727 

2235 183466   #N/A 

2236 5281612 

Diosmetin 
 

 -3.553 

2237 16093656 

Erycibenin D 
 

 -4.634 

2238 369598   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/53262779
https://pubchem.ncbi.nlm.nih.gov/compound/5315202
https://pubchem.ncbi.nlm.nih.gov/compound/44566966
https://pubchem.ncbi.nlm.nih.gov/compound/15222911
https://pubchem.ncbi.nlm.nih.gov/compound/23657445
https://pubchem.ncbi.nlm.nih.gov/compound/183466
https://pubchem.ncbi.nlm.nih.gov/compound/5281612
https://pubchem.ncbi.nlm.nih.gov/compound/16093656
https://pubchem.ncbi.nlm.nih.gov/compound/369598


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2239 69509 

Dracorhodin 
 

 -3.661 

2240 6481484 

5,7-Dihydroxy-8-[2-(5-
hydroxy-7-methoxy-4-
oxo-chromen-2-yl)-5-
methoxy-phenyl]-2-(4-
hydroxyphenyl)chrome
n-4-one 
 

 

-5.163 

2241 5491448 

Chrysosplenol F 
 

 -4.413 

2242 3084066   #N/A 

2243 10450033 

5,7-Dihydroxy-3-
methoxy-2-(4-
methoxyphenyl)-6,8-
dimethylchromen-4-
one 
 

 
-3.003 

2244 21676154 

Myricetin 3,7,3'-
trimethyl ether 
 

 -4.741 

2245 16093657 

Erycibenin F 
 

 -5.225 

2246 5352001   #N/A 

2247 44257591 

3'-Hydroxy-4',5',7,8-
tetramethoxyflavone 
 

 -3.570 

https://pubchem.ncbi.nlm.nih.gov/compound/69509
https://pubchem.ncbi.nlm.nih.gov/compound/6481484
https://pubchem.ncbi.nlm.nih.gov/compound/5491448
https://pubchem.ncbi.nlm.nih.gov/compound/3084066
https://pubchem.ncbi.nlm.nih.gov/compound/10450033
https://pubchem.ncbi.nlm.nih.gov/compound/16093657
https://pubchem.ncbi.nlm.nih.gov/compound/5352001
https://pubchem.ncbi.nlm.nih.gov/compound/44257591


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2248 117900 

Galangin 3,5,7-
trimethyl ether 
 

 -3.795 

2249 5379265 

5,7-Dihydroxy-3',4',5'-
trimethoxyflavone 
 

 -3.162 

2250 45103834 

(-)-(7''s,8''s)-4'',5,7-
Trihydroxy-3',5'-
Dimethoxy-4',8''-
Oxyflavonolignan-
7'',9''-Diol 
 

 

-5.048 

2251 321346 

2,3-Dihydro-5-hydroxy-
7-methoxy-2-(4-
methoxyphenyl)-4H-1-
benzopyran-4-one 
  -4.283 

2252 152430 

5-Hydroxy-6,7,3',4'-
Tetramethoxyflavone 
 

 -3.871 

2253 521171 

3,4',5,6,7-
Pentamethoxyflavone 
 

 -3.900 

2254 631170 

5,7,3',4'-
Tetramethoxyflavone 
 

 -3.783 

2255 628895   #N/A 

2256 631095 

Tetramethylkaempferol 
 

 -3.436 

https://pubchem.ncbi.nlm.nih.gov/compound/117900
https://pubchem.ncbi.nlm.nih.gov/compound/5379265
https://pubchem.ncbi.nlm.nih.gov/compound/45103834
https://pubchem.ncbi.nlm.nih.gov/compound/321346
https://pubchem.ncbi.nlm.nih.gov/compound/152430
https://pubchem.ncbi.nlm.nih.gov/compound/521171
https://pubchem.ncbi.nlm.nih.gov/compound/631170
https://pubchem.ncbi.nlm.nih.gov/compound/628895
https://pubchem.ncbi.nlm.nih.gov/compound/631095


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2257 70696494 

Blumeatin 
 

 -5.331 

2258 11713085   #N/A 

2259 73648 

Umuhengerin 
 

 -5.088 

2260 12303802 

Combretol 
 

 -3.197 

2261 14137569 

4-((2S)-3,4-Dihydro-
5,7-dimethoxy-2H-1-
benzopyran-2-
yl)phenol 
  -3.113 

2262 5466136 

Melisimplin 
 

 -2.518 

2263 688674 

3',4'-Dimethoxyflavone 
 

 -5.232 

2264 5352085 

5,7,3'-Trihydroxy-
3,6,8,4',5'-
pentamethoxyflavone 
 

 -4.424 

2265 5281677 

Pachypodol 
 

 -5.603 

https://pubchem.ncbi.nlm.nih.gov/compound/70696494
https://pubchem.ncbi.nlm.nih.gov/compound/11713085
https://pubchem.ncbi.nlm.nih.gov/compound/73648
https://pubchem.ncbi.nlm.nih.gov/compound/12303802
https://pubchem.ncbi.nlm.nih.gov/compound/14137569
https://pubchem.ncbi.nlm.nih.gov/compound/5466136
https://pubchem.ncbi.nlm.nih.gov/compound/688674
https://pubchem.ncbi.nlm.nih.gov/compound/5352085
https://pubchem.ncbi.nlm.nih.gov/compound/5281677


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2266 136417 

5-Hydroxy-3,6,7,8,3',4'-
hexamethoxyflavone 
 

 -1.743 

2267 42638983 

(E)-1-[(2S,3R)-2-(3,5-
dihydroxyphenyl)-3,7-
dihydroxy-5-methoxy-
3,4-dihydro-2H-
chromen-8-yl]-3-
phenylprop-2-en-1-one 
 

 -2.438 

2268 44258359 

8-Demethylsideroxylin 
 

 -3.316 

2269 11802113 

Elliptifoline 
 

 -2.671 

2270 5386963   #N/A 

2271 5380905 

Quercetin 3,4'-
dimethyl ether 
 

 -3.605 

2272 5379096 

Jaceosidin 
 

 -4.991 

2273 11691140   #N/A 

2274 72344 

Nobiletin 
 

 -4.173 

https://pubchem.ncbi.nlm.nih.gov/compound/136417
https://pubchem.ncbi.nlm.nih.gov/compound/42638983
https://pubchem.ncbi.nlm.nih.gov/compound/44258359
https://pubchem.ncbi.nlm.nih.gov/compound/11802113
https://pubchem.ncbi.nlm.nih.gov/compound/5386963
https://pubchem.ncbi.nlm.nih.gov/compound/5380905
https://pubchem.ncbi.nlm.nih.gov/compound/5379096
https://pubchem.ncbi.nlm.nih.gov/compound/11691140
https://pubchem.ncbi.nlm.nih.gov/compound/72344


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2275 441773 

3,4',5,7-Tetrahydroxy-
3'-methoxyflavylium 
 

 -4.859 

2276 24850296 

Erigeroflavanone 
 

 -3.998 

2277 14414499 

2-(4-Hydroxyphenyl)-
3,5,7-trimethoxy-4H-1-
benzopyran-4-one 
 

 -4.976 

2278 44424648 

Sigmoidin C 
 

 -4.095 

2279 3012489 

4-[(2S)-8,8-dimethyl-
3,4-dihydro-2H-
pyrano[2,3-f]chromen-
2-yl]phenol 
 

 -3.485 

2280 11461162 

Ophioglonin 
 

 -5.896 

2281 11358607 

8,8-Dimethyl-2-phenyl-
4H,8H-benzo[1,2-b:3,4-
b']dipyran-4-one 
 

 -4.852 

https://pubchem.ncbi.nlm.nih.gov/compound/441773
https://pubchem.ncbi.nlm.nih.gov/compound/24850296
https://pubchem.ncbi.nlm.nih.gov/compound/14414499
https://pubchem.ncbi.nlm.nih.gov/compound/44424648
https://pubchem.ncbi.nlm.nih.gov/compound/3012489
https://pubchem.ncbi.nlm.nih.gov/compound/11461162
https://pubchem.ncbi.nlm.nih.gov/compound/11358607


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2282 44444183 

(2S)-5-hydroxy-2-(7-
methoxy-2,2-
dimethylchromen-6-
yl)-6,8,8-trimethyl-2,3-
dihydropyrano[2,3-
h]chromen-4-one 
 

 -2.794 

2283 10320815 

Broussonol B 
 

 -3.724 

2284 44259051   #N/A 

2285 10247422 

Artochamin C 
 

 -3.500 

2286 13940733 

Obovatin 
 

 -3.596 

2287 10958572 

Isopongaflavone 
 

 -4.157 

https://pubchem.ncbi.nlm.nih.gov/compound/44444183
https://pubchem.ncbi.nlm.nih.gov/compound/10320815
https://pubchem.ncbi.nlm.nih.gov/compound/44259051
https://pubchem.ncbi.nlm.nih.gov/compound/10247422
https://pubchem.ncbi.nlm.nih.gov/compound/13940733
https://pubchem.ncbi.nlm.nih.gov/compound/10958572


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2288 5481969 

Cyclomorusin 
 

 -3.438 

2289 5316250 

Cycloheterophyllin 
 

 -2.868 

2290 44584124   #N/A 

2291 44584009 

(2R,3R)-3,5-Dihydroxy-
2-(4-hydroxyphenyl)-
8,8-dimethyl-2,3-
dihydro-4H,8H-
pyrano[2,3-f]chromen-
4-one 
 

 -5.430 

2292 442152 

Abyssinone I 
 

 -3.415 

2293 38364007   #N/A 

2294 44589108 

(S)-5,7-Dihydroxy-2-
(2,2,9,9-Tetramethyl-
2,9-Dihydropyrano[3,2-
H]Chromen-5-
Yl)Chroman-4-One 
 

 -4.106 

2295 10478165 

Petalopurpurenol 
 

 -3.615 

https://pubchem.ncbi.nlm.nih.gov/compound/5481969
https://pubchem.ncbi.nlm.nih.gov/compound/5316250
https://pubchem.ncbi.nlm.nih.gov/compound/44584124
https://pubchem.ncbi.nlm.nih.gov/compound/44584009
https://pubchem.ncbi.nlm.nih.gov/compound/442152
https://pubchem.ncbi.nlm.nih.gov/compound/38364007
https://pubchem.ncbi.nlm.nih.gov/compound/44589108
https://pubchem.ncbi.nlm.nih.gov/compound/10478165


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2296 14162621 

Atalantoflavone 
 

 -3.848 

2297 25243167 

Lespeflorin A4 
 

 -5.074 

2298 14033985 

Pongachromene 
 

 -2.454 

2299 11089909 

Buceracidin A 
 

 -2.857 

2300 16737249 

Abyssinoflavone V 
 

 -3.034 

2301 5316260   #N/A 

2302 5316261 

Cudraflavone A 
 

 -5.110 

https://pubchem.ncbi.nlm.nih.gov/compound/14162621
https://pubchem.ncbi.nlm.nih.gov/compound/25243167
https://pubchem.ncbi.nlm.nih.gov/compound/14033985
https://pubchem.ncbi.nlm.nih.gov/compound/11089909
https://pubchem.ncbi.nlm.nih.gov/compound/16737249
https://pubchem.ncbi.nlm.nih.gov/compound/5316260
https://pubchem.ncbi.nlm.nih.gov/compound/5316261


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2303 11765183   #N/A 

2304 44226791   #N/A 

2305 53249095 

Dalenin 
 

 -3.883 

2306 12311091 

(-)-Isolonchocarpin 
 

 -4.413 

2307 44424650 

5,7-Dihydroxy-2-(8-
methoxy-2,2-
dimethylchromen-6-
yl)-2,3-
dihydrochromen-4-one 
  -3.890 

2308 44589107 

(2S)-5,7-dihydroxy-2-
[8-hydroxy-2-
(hydroxymethyl)-2-
methylchromen-6-yl]-
2,3-dihydrochromen-4-
one 
 

 

-4.003 

2309 44258302 

Cycloartocarpin A 
 

 -2.949 

2310 11811595 

Cycloaltilisin 7 
 

 -4.537 

https://pubchem.ncbi.nlm.nih.gov/compound/11765183
https://pubchem.ncbi.nlm.nih.gov/compound/44226791
https://pubchem.ncbi.nlm.nih.gov/compound/53249095
https://pubchem.ncbi.nlm.nih.gov/compound/12311091
https://pubchem.ncbi.nlm.nih.gov/compound/44424650
https://pubchem.ncbi.nlm.nih.gov/compound/44589107
https://pubchem.ncbi.nlm.nih.gov/compound/44258302
https://pubchem.ncbi.nlm.nih.gov/compound/11811595


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2311 44566810 

Cycloheterphyllin 
Peracetate 
 

 -2.190 

2312 44566809 

Cycloheterphyllin 
Diacetate 
 

 -2.738 

2313 25147600 

(2S)-5,7-dihydroxy-2-
[2-(hydroxymethyl)-8-
methoxy-2-
methylchromen-6-yl]-
2,3-dihydrochromen-4-
one 
 

 

-4.820 

2314 5458462 

3,8-dihydroxy-10-
methoxy-9-[(E)-3-
methylbut-1-enyl]-6-(2-
methylprop-1-enyl)-6H-
chromeno[4,3-
b]chromen-7-one 
 

 

-5.589 

2315 57397368 

4-hydroxy-3,10,11-
trimethoxy-6a,12a-
dihydro-5H-
isochromeno[4,3-
b]chromen-7-one 
 

 

-2.982 

https://pubchem.ncbi.nlm.nih.gov/compound/44566810
https://pubchem.ncbi.nlm.nih.gov/compound/44566809
https://pubchem.ncbi.nlm.nih.gov/compound/25147600
https://pubchem.ncbi.nlm.nih.gov/compound/5458462
https://pubchem.ncbi.nlm.nih.gov/compound/57397368


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2316 21588172 

Calyxin M 
 

 -4.768 

2317 10068857 

3-Deoxy-MS-II 
 

 -3.278 

2318 73352581 

(2S)-2-(2,2-
dimethylchromen-6-
yl)-8,8-dimethyl-2,3-
dihydropyrano[2,3-
f]chromen-4-one 
 

 -4.271 

2319 15224382 

Cycloartocarpesin 
 

 -5.100 

2320 10342975 

Broussonol A 
 

 -3.097 

2321 15426600 

(4R,5R)-5-hydroxy-
10,10,16,16-
tetramethyl-4-phenyl-
3,9,15-
trioxatetracyclo[12.4.0.
02,7.08,13]octadeca-
1(14),2(7),8(13),11,17-
pentaen-6-one  -3.971 

https://pubchem.ncbi.nlm.nih.gov/compound/21588172
https://pubchem.ncbi.nlm.nih.gov/compound/10068857
https://pubchem.ncbi.nlm.nih.gov/compound/73352581
https://pubchem.ncbi.nlm.nih.gov/compound/15224382
https://pubchem.ncbi.nlm.nih.gov/compound/10342975
https://pubchem.ncbi.nlm.nih.gov/compound/15426600


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

2322 637760   #N/A 

2323 4788 

Phloretin 
 

 -5.215 

2324 16727161 

Amorisin 
 

 -4.079 

2325 182462   #N/A 

2326 998 

Phenylacetaldehyde 
 

 -3.928 

2327 442584 

Carlinoside 
 

 -5.162 

2328 5281708 

Daidzein 
 

 -3.119 

2329 5280961 

Genistein 
 

 -3.743 

2330 11349   #N/A 

2331 160767 

2,3-dihydro-3-phenyl-
4H-1-benzopyran-4-
one 
 

 -2.995 

2332 129819557 

3r-Flavanonol 
 

 -5.185 

https://pubchem.ncbi.nlm.nih.gov/compound/637760
https://pubchem.ncbi.nlm.nih.gov/compound/4788
https://pubchem.ncbi.nlm.nih.gov/compound/16727161
https://pubchem.ncbi.nlm.nih.gov/compound/182462
https://pubchem.ncbi.nlm.nih.gov/compound/998
https://pubchem.ncbi.nlm.nih.gov/compound/442584
https://pubchem.ncbi.nlm.nih.gov/compound/5281708
https://pubchem.ncbi.nlm.nih.gov/compound/5280961
https://pubchem.ncbi.nlm.nih.gov/compound/11349
https://pubchem.ncbi.nlm.nih.gov/compound/160767
https://pubchem.ncbi.nlm.nih.gov/compound/129819557


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2333 145858 

Anthocyanins 
 

 -3.784 

2334 3707243 

3-Flavanol 
 

 -2.936 

2335 3086294 

Mulberrofuran F 
 

 -4.374 

2336 12442785 

Silychristin B 
 

 -3.583 

2337 44575972   #N/A 

2338 50994475 

Stemofuran M 
 

 -3.808 

2339 11824478 

(+)-Dehydrodiconiferyl 
Alcohol 
 

 -4.083 

2340 21674271   #N/A 

2341 44470605 

Ocophyllals A 
 

 -5.704 

2342 10265117 

2',4'-Dihydroxy-5,6-
methylenedioxy-2-
phenylbenzofuran 
 

 
-3.588 

2343 16131430   #N/A 

2344 641365   #N/A 

2345 46890015   #N/A 

2346 44577121   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/145858
https://pubchem.ncbi.nlm.nih.gov/compound/3707243
https://pubchem.ncbi.nlm.nih.gov/compound/3086294
https://pubchem.ncbi.nlm.nih.gov/compound/12442785
https://pubchem.ncbi.nlm.nih.gov/compound/44575972
https://pubchem.ncbi.nlm.nih.gov/compound/50994475
https://pubchem.ncbi.nlm.nih.gov/compound/11824478
https://pubchem.ncbi.nlm.nih.gov/compound/21674271
https://pubchem.ncbi.nlm.nih.gov/compound/44470605
https://pubchem.ncbi.nlm.nih.gov/compound/10265117
https://pubchem.ncbi.nlm.nih.gov/compound/16131430
https://pubchem.ncbi.nlm.nih.gov/compound/641365
https://pubchem.ncbi.nlm.nih.gov/compound/46890015
https://pubchem.ncbi.nlm.nih.gov/compound/44577121


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2347 5274624   #N/A 

2348 641366 

Stemofuran D 
 

 -4.923 

2349 5315233 

Epsilon-viniferin, (+)- 
 

 -4.600 

2350 44432364 

Addisofuran B 
 

 -4.873 

2351 21606276   #N/A 

2352 90703276 

Alfafuran 
 

 -3.917 

2353 10095474 

Delta-Viniferin 
 

 -4.608 

2354 44432363 

Addisofuran A 
 

 -6.228 

2355 10335768 

Perseal F 
 

 -5.565 

2356 44584272 

Dimericconiferylacetat
e 
 

 -2.193 

2357 10891313   #N/A 

2358 10621441   #N/A 

2359 16138152   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5274624
https://pubchem.ncbi.nlm.nih.gov/compound/641366
https://pubchem.ncbi.nlm.nih.gov/compound/5315233
https://pubchem.ncbi.nlm.nih.gov/compound/44432364
https://pubchem.ncbi.nlm.nih.gov/compound/21606276
https://pubchem.ncbi.nlm.nih.gov/compound/90703276
https://pubchem.ncbi.nlm.nih.gov/compound/10095474
https://pubchem.ncbi.nlm.nih.gov/compound/44432363
https://pubchem.ncbi.nlm.nih.gov/compound/10335768
https://pubchem.ncbi.nlm.nih.gov/compound/44584272
https://pubchem.ncbi.nlm.nih.gov/compound/10891313
https://pubchem.ncbi.nlm.nih.gov/compound/10621441
https://pubchem.ncbi.nlm.nih.gov/compound/16138152


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2360 70688393 

Dimethyl 
Lithospermate 
 

 -4.889 

2361 44423123 

Bauhibenzofurin A 
 

 -4.010 

2362 46934435 

Glycybenzofuran 
 

 -3.819 

2363 485187 

Egonol glucoside 
 

 -4.081 

2364 636473 

Anigopreissin A 
 

 -5.222 

2365 25243077   #N/A 

2366 56598865 

Egonol-2'''-methyl 
butanoate 
  -4.162 

2367 21633857 

Gnetin C 
 

 -7.265 

2368 45273151   #N/A 

2369 6441498 

Lithospermic Acid 
 

 -4.218 

https://pubchem.ncbi.nlm.nih.gov/compound/70688393
https://pubchem.ncbi.nlm.nih.gov/compound/44423123
https://pubchem.ncbi.nlm.nih.gov/compound/46934435
https://pubchem.ncbi.nlm.nih.gov/compound/485187
https://pubchem.ncbi.nlm.nih.gov/compound/636473
https://pubchem.ncbi.nlm.nih.gov/compound/25243077
https://pubchem.ncbi.nlm.nih.gov/compound/56598865
https://pubchem.ncbi.nlm.nih.gov/compound/21633857
https://pubchem.ncbi.nlm.nih.gov/compound/45273151
https://pubchem.ncbi.nlm.nih.gov/compound/6441498


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2370 46210599   #N/A 

2371 45487138 

Mirandin A 
 

 -2.090 

2372 44566412   #N/A 

2373 3012524   #N/A 

2374 10384052   #N/A 

2375 16129868   #N/A 

2376 10999992 

Conocarpan 
 

 -3.851 

2377 10882982 

Machaeridiol C 
 

 -4.387 

2378 5281728 

Epsilon-Viniferin 
 

 -4.830 

2379 11709174 

Spinosan B 
 

 -4.118 

2380 11078843 

(-)-Dehydrodiconiferyl 
Alcohol 
 

 -4.780 

2381 5458999 

Scirpusin B 
 

 -4.882 

2382 5318993   #N/A 

2383 21606291   #N/A 

2384 46890011   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/46210599
https://pubchem.ncbi.nlm.nih.gov/compound/45487138
https://pubchem.ncbi.nlm.nih.gov/compound/44566412
https://pubchem.ncbi.nlm.nih.gov/compound/3012524
https://pubchem.ncbi.nlm.nih.gov/compound/10384052
https://pubchem.ncbi.nlm.nih.gov/compound/16129868
https://pubchem.ncbi.nlm.nih.gov/compound/10999992
https://pubchem.ncbi.nlm.nih.gov/compound/10882982
https://pubchem.ncbi.nlm.nih.gov/compound/5281728
https://pubchem.ncbi.nlm.nih.gov/compound/11709174
https://pubchem.ncbi.nlm.nih.gov/compound/11078843
https://pubchem.ncbi.nlm.nih.gov/compound/5458999
https://pubchem.ncbi.nlm.nih.gov/compound/5318993
https://pubchem.ncbi.nlm.nih.gov/compound/21606291
https://pubchem.ncbi.nlm.nih.gov/compound/46890011


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2385 14018770 

Egonol Acetate 
 

 -4.480 

2386 20056162 

Mulberrofuran H 
 

 -4.013 

2387 25157566 

Ebenfuran Iv 
 

 -3.857 

2388 53354910 

Pterolinus C 
 

 -5.527 

2389 53483951 

2-(4-hydroxyphenyl)-5-
(E)-
propenylbenzofuran 
 

 

-4.194 

2390 21633203 

Scirpusin A 
 

 -5.461 

2391 38356809 

(2S,3R)-glycosmisic 
acid 
 

 -4.019 

2392 11748527 

Stemofuran G 
 

 -4.476 

2393 10345709 

(2'R,3R)-4',6,6'-
trihydroxy-2'-(4-
hydroxyphenyl)-4-[(E)-
2-(4-
hydroxyphenyl)ethenyl]
spiro[1-benzofuran-
3,3'-2H-1-benzofuran]-
2-one 

 
-4.566 

https://pubchem.ncbi.nlm.nih.gov/compound/14018770
https://pubchem.ncbi.nlm.nih.gov/compound/20056162
https://pubchem.ncbi.nlm.nih.gov/compound/25157566
https://pubchem.ncbi.nlm.nih.gov/compound/53354910
https://pubchem.ncbi.nlm.nih.gov/compound/53483951
https://pubchem.ncbi.nlm.nih.gov/compound/21633203
https://pubchem.ncbi.nlm.nih.gov/compound/38356809
https://pubchem.ncbi.nlm.nih.gov/compound/11748527
https://pubchem.ncbi.nlm.nih.gov/compound/10345709


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

2394 13336517 

Denudatin A 
 

 -4.761 

2395 11757098 

Yuccaol C 
 

 -4.319 

2396 155248 

Moracin C 
 

 -6.034 

2397 10265236 

2-(2,4-
Dihydroxyphenyl)-5-
hydroxy-6-methoxy-
benzofuran 
 

 

-4.135 

2398 157143 

((1S,2R,6R)-2-(2,6-
Dihydroxy-4-(6-
hydroxy-2-
benzofuranyl)phenyl)-
6-(2,4-
dihydroxyphenyl)-4-
methyl-3-cyclohexen-1-
yl)(2,4-
dihydroxyphenyl)meth
anone 
 

 

-3.100 

2399 6440635 

1,3-Benzenediol, 5-(7-
((2E)-3,7-dimethyl-2,6-
octadienyl)-6-methoxy-
2-benzofuranyl)- 
  -5.098 

2400 10860310 

(-)-Licarin B 
 

 -4.180 

2401 10450051   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/13336517
https://pubchem.ncbi.nlm.nih.gov/compound/11757098
https://pubchem.ncbi.nlm.nih.gov/compound/155248
https://pubchem.ncbi.nlm.nih.gov/compound/10265236
https://pubchem.ncbi.nlm.nih.gov/compound/157143
https://pubchem.ncbi.nlm.nih.gov/compound/6440635
https://pubchem.ncbi.nlm.nih.gov/compound/10860310
https://pubchem.ncbi.nlm.nih.gov/compound/10450051


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2402 71579378 

2-(4-Methoxyphenyl)-
7,7-dimethyl-furo[3,2-
g]chromene 
 

 

-5.209 

2403 5458896 

4-[3-(3,5-
dihydroxyphenyl)-6-
hydroxy-4-[(E)-2-(4-
hydroxyphenyl)ethenyl]
-2,3-dihydro-1-
benzofuran-2-
yl]benzene-1,2-diol 
 

 -5.461 

2404 44254598 

Clinopodic Acid H 
 

 -4.085 

2405 478626 

Balanocarpol 
 

 -5.257 

2406 375682   #N/A 

2407 14258445   #N/A 

2408 44566411   #N/A 

2409 641376   #N/A 

2410 44583909   #N/A 

2411 46938439 

Quiquesetinerviusin B 
 

 -5.000 

https://pubchem.ncbi.nlm.nih.gov/compound/71579378
https://pubchem.ncbi.nlm.nih.gov/compound/5458896
https://pubchem.ncbi.nlm.nih.gov/compound/44254598
https://pubchem.ncbi.nlm.nih.gov/compound/478626
https://pubchem.ncbi.nlm.nih.gov/compound/375682
https://pubchem.ncbi.nlm.nih.gov/compound/14258445
https://pubchem.ncbi.nlm.nih.gov/compound/44566411
https://pubchem.ncbi.nlm.nih.gov/compound/641376
https://pubchem.ncbi.nlm.nih.gov/compound/44583909
https://pubchem.ncbi.nlm.nih.gov/compound/46938439


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2412 11723269 

Hierochin C 
 

 -5.041 

2413 50994542 

Stemofuran R 
 

 -5.328 

2414 45487097 

Liliflol A 
 

 -3.339 

2415 52918303 

Berbikonol 
 

 -3.838 

2416 46230149 

(1S,8S,9R,16S)-8,16-
bis(4-hydroxyphenyl)-
15-
oxatetracyclo[8.6.1.02,
7.014,17]heptadeca-
2(7),3,5,10(17),11,13-
hexaene-3,5,9-triol 
 

 -5.047 

2417 5319891 

5-(7,10-Dihydro-4-
methoxy-8-
methylfuro(2,3-
g)(1)benzoxepin-2-yl)-
1,3-benzenediol 
 

 -3.618 

2418 11629084   #N/A 

2419 44559538 

Larixinol 
 

 -3.267 

https://pubchem.ncbi.nlm.nih.gov/compound/11723269
https://pubchem.ncbi.nlm.nih.gov/compound/50994542
https://pubchem.ncbi.nlm.nih.gov/compound/45487097
https://pubchem.ncbi.nlm.nih.gov/compound/52918303
https://pubchem.ncbi.nlm.nih.gov/compound/46230149
https://pubchem.ncbi.nlm.nih.gov/compound/5319891
https://pubchem.ncbi.nlm.nih.gov/compound/11629084
https://pubchem.ncbi.nlm.nih.gov/compound/44559538


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2420 6709746 

XH-14 
 

 -6.307 

2421 5281836 

Licarin A 
 

 -5.069 

2422 53262811   #N/A 

2423 5379033 

Dehydrodiisoeugenol 
 

 -3.344 

2424 71458438   #N/A 

2425 5281297 

Albafuran A 
 

 -6.477 

2426 5319887 

Moracin B 
 

 -4.851 

2427 5319890 

Moracin G 
 

 -3.839 

2428 44577199 

3-[2-(1,3-Benzodioxol-
5-yl)-7-methoxy-1-
benzofuran-5-yl]propyl 
benzoate 
 

 

-4.828 

2429 44427222   #N/A 

2430 23634533 

Jezonocinol A 
 

 -5.840 

2431 155976   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/6709746
https://pubchem.ncbi.nlm.nih.gov/compound/5281836
https://pubchem.ncbi.nlm.nih.gov/compound/53262811
https://pubchem.ncbi.nlm.nih.gov/compound/5379033
https://pubchem.ncbi.nlm.nih.gov/compound/71458438
https://pubchem.ncbi.nlm.nih.gov/compound/5281297
https://pubchem.ncbi.nlm.nih.gov/compound/5319887
https://pubchem.ncbi.nlm.nih.gov/compound/5319890
https://pubchem.ncbi.nlm.nih.gov/compound/44577199
https://pubchem.ncbi.nlm.nih.gov/compound/44427222
https://pubchem.ncbi.nlm.nih.gov/compound/23634533
https://pubchem.ncbi.nlm.nih.gov/compound/155976


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2432 76328405 

(2R)-9,10,11-
trihydroxy-2-(4-
hydroxyphenyl)-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-
2-yl]oxy-2,3-dihydro-
[1]benzofuro[6,7-
c]isochromen-7-one 
 

 

-5.009 

2433 10089764 

Hierochin A 
 

 -4.382 

2434 23655080 

2'-O-Demethylbidwillol 
B 
 

 -5.965 

2435 15953774 

2-(2,4-Dihydroxy-5-
prenylphenyl)-5,6-
methylenedioxybenzof
uran 
  -4.260 

2436 11077369 

Stemofuran J 
 

 -3.390 

2437 72945100 

(2R,3R,4S,5S,6R)-2-
[[(2S,3S)-2-(4-hydroxy-
3-methoxyphenyl)-5-
(3-hydroxypropyl)-7-
methoxy-2,3-dihydro-
1-benzofuran-3-
yl]methoxy]-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-4.690 

https://pubchem.ncbi.nlm.nih.gov/compound/76328405
https://pubchem.ncbi.nlm.nih.gov/compound/10089764
https://pubchem.ncbi.nlm.nih.gov/compound/23655080
https://pubchem.ncbi.nlm.nih.gov/compound/15953774
https://pubchem.ncbi.nlm.nih.gov/compound/11077369
https://pubchem.ncbi.nlm.nih.gov/compound/72945100


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2438 182999 

Ampelopsin A 
 

 -5.096 

2439 6479925 

Lakoochin B 
 

 -1.522 

2440 10076008 

Yuccaol D 
 

 -4.275 

2441 6918234   #N/A 

2442 637056 

Dehydrodiconiferyl 
Alcohol Dibenzoate 
 

 -4.350 

2443 10602086   #N/A 

2444 49866362   #N/A 

2445 5281113   #N/A 

2446 14539883 

Moracin O 
 

 -6.869 

2447 10542808   #N/A 

2448 25256838 

(2S,3S)-2-(3,4-
dihydroxyphenyl)-4-
[(E)-3-[(2R)-3-(3,4-
dihydroxyphenyl)-1-
methoxy-1-oxopropan-
2-yl]oxy-3-oxoprop-1-
enyl]-7-hydroxy-2,3-

 -5.330 

https://pubchem.ncbi.nlm.nih.gov/compound/182999
https://pubchem.ncbi.nlm.nih.gov/compound/6479925
https://pubchem.ncbi.nlm.nih.gov/compound/10076008
https://pubchem.ncbi.nlm.nih.gov/compound/6918234
https://pubchem.ncbi.nlm.nih.gov/compound/637056
https://pubchem.ncbi.nlm.nih.gov/compound/10602086
https://pubchem.ncbi.nlm.nih.gov/compound/49866362
https://pubchem.ncbi.nlm.nih.gov/compound/5281113
https://pubchem.ncbi.nlm.nih.gov/compound/14539883
https://pubchem.ncbi.nlm.nih.gov/compound/10542808
https://pubchem.ncbi.nlm.nih.gov/compound/25256838


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

dihydro-1-benzofuran-
3-carboxylic acid 
 

2449 10010985   #N/A 

2450 72947872 

(2R,3R,4S,5S,6R)-2-[3-
[(2S,3S)-2-(4-hydroxy-
3-methoxyphenyl)-3-
(hydroxymethyl)-7-
methoxy-2,3-dihydro-
1-benzofuran-5-
yl]propoxy]-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-3.873 

2451 44334030   #N/A 

2452 10355545 

2-(2,4-
Dihydroxyphenyl)-5-
(E)-
Propenylbenzofuran 
 

 

-4.097 

2453 10861764   #N/A 

2454 503731   #N/A 

2455 23634534 

Jezonocinol B 
 

 -2.746 

2456 636753 

Tournefolal 
 

 -3.804 

2457 124426 

3',4-O-
Dimethylcedrusin 
 

 -4.703 

2458 42605184   #N/A 

2459 44446828 

2-(2',4'-
Dihydroxyphenyl)-3-
methyl-6-
methoxybenzofuran 
 

 

-3.372 

https://pubchem.ncbi.nlm.nih.gov/compound/10010985
https://pubchem.ncbi.nlm.nih.gov/compound/72947872
https://pubchem.ncbi.nlm.nih.gov/compound/44334030
https://pubchem.ncbi.nlm.nih.gov/compound/10355545
https://pubchem.ncbi.nlm.nih.gov/compound/10861764
https://pubchem.ncbi.nlm.nih.gov/compound/503731
https://pubchem.ncbi.nlm.nih.gov/compound/23634534
https://pubchem.ncbi.nlm.nih.gov/compound/636753
https://pubchem.ncbi.nlm.nih.gov/compound/124426
https://pubchem.ncbi.nlm.nih.gov/compound/42605184
https://pubchem.ncbi.nlm.nih.gov/compound/44446828


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2460 11967401   #N/A 

2461 46890010 

(2s,3s)-3-(3,5-
Dihydroxyphenyl)-2-(4-
Hydroxyphenyl)-4-[(E)-
2-(4-
Hydroxyphenyl)ethenyl
]-2,3-Dihydro-1-
Benzofuran-6-Yl Beta-
D-Glucopyranoside 
 

 

-3.581 

2462 21606288   #N/A 

2463 44139000 

Cathafuran B 
 

 -3.086 

2464 72696082 

[(2R,3S)-2-(4-hydroxy-
3-methoxyphenyl)-7-
methoxy-5-[(E)-3-
oxoprop-1-enyl]-2,3-
dihydro-1-benzofuran-
3-yl]methyl 3-
methylbutanoate 
 

 
-3.166 

2465 11587670 

2-(6-Hydroxy-1,3-
benzodioxol-5-yl)-6-
methoxy-1-benzofuran-
3-carbaldehyde 
 

 
-3.603 

2466 641375   #N/A 

2467 637848   #N/A 

2468 13844644   #N/A 

2469 11130289 

Stemofuran F 
 

 -4.568 

https://pubchem.ncbi.nlm.nih.gov/compound/11967401
https://pubchem.ncbi.nlm.nih.gov/compound/46890010
https://pubchem.ncbi.nlm.nih.gov/compound/21606288
https://pubchem.ncbi.nlm.nih.gov/compound/44139000
https://pubchem.ncbi.nlm.nih.gov/compound/72696082
https://pubchem.ncbi.nlm.nih.gov/compound/11587670
https://pubchem.ncbi.nlm.nih.gov/compound/641375
https://pubchem.ncbi.nlm.nih.gov/compound/637848
https://pubchem.ncbi.nlm.nih.gov/compound/13844644
https://pubchem.ncbi.nlm.nih.gov/compound/11130289


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2470 9959532 

Mulberrofuran G 
 

 -4.039 

2471 10090417 

Ebenfuran III 
 

 -3.260 

2472 25243079 

Lespeflorin F2 
 

 -4.244 

2473 44470606 

Ocophyllals B 
 

 -3.266 

2474 14334313 

Chalcomoracin 
 

 -2.831 

2475 46177530 

2-(3,5-
Dihydroxyphenyl)-6-
hydroxy-1-benzofuran-
5-carbaldehyde 
 

 
-4.129 

2476 72375240 

4-[(2S,3R)-5-[(Z)-3,3-
dimethoxyprop-1-
enyl]-3-
(hydroxymethyl)-7-
methoxy-2,3-dihydro-
1-benzofuran-2-yl]-2-
methoxyphenol 
 

 

-5.573 

2477 179443 

(2S,3S)-2-(3-hydroxy-4-
methoxyphenyl)-6-
methoxy-3-methyl-2,3-
dihydro-1-benzofuran-
5-ol 

 

-5.613 

https://pubchem.ncbi.nlm.nih.gov/compound/9959532
https://pubchem.ncbi.nlm.nih.gov/compound/10090417
https://pubchem.ncbi.nlm.nih.gov/compound/25243079
https://pubchem.ncbi.nlm.nih.gov/compound/44470606
https://pubchem.ncbi.nlm.nih.gov/compound/14334313
https://pubchem.ncbi.nlm.nih.gov/compound/46177530
https://pubchem.ncbi.nlm.nih.gov/compound/72375240
https://pubchem.ncbi.nlm.nih.gov/compound/179443


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

2478 21627696 

Buddlenol B 
 

 -4.665 

2479 25157569 

Ebenfuran V 
 

 -3.714 

2480 10402297   #N/A 

2481 56673143 

7-Demethoxylegonol-2-
methylbutanoate 
 

 
-3.757 

2482 11353654 

Vitisinol B 
 

 -2.241 

2483 636826 

(-)-Simulanol 
 

 -4.016 

2484 384679 

Dihydrodehydrodiconif
eryl alcohol 
 

 -5.592 

2485 10339234 

Hierochin B 
 

 -4.004 

2486 46228974 

(E)-3-[(2R,3S)-2-(3,4-
dimethoxyphenyl)-7-
hydroxy-3-
(hydroxymethyl)-2,3-
dihydro-1-benzofuran-
5-yl]prop-2-en 
 

 

-3.176 

https://pubchem.ncbi.nlm.nih.gov/compound/21627696
https://pubchem.ncbi.nlm.nih.gov/compound/25157569
https://pubchem.ncbi.nlm.nih.gov/compound/10402297
https://pubchem.ncbi.nlm.nih.gov/compound/56673143
https://pubchem.ncbi.nlm.nih.gov/compound/11353654
https://pubchem.ncbi.nlm.nih.gov/compound/636826
https://pubchem.ncbi.nlm.nih.gov/compound/384679
https://pubchem.ncbi.nlm.nih.gov/compound/10339234
https://pubchem.ncbi.nlm.nih.gov/compound/46228974


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2487 10040210 

Dehydroxymethylailant
hoidol 
 

 -3.535 

2488 44139123 

Cathafuran C 
 

 -5.191 

2489 10347890 

Woorenoside I 
 

 -3.185 

2490 71579377 

4-(7,7-
Dimethylfuro[3,2-
g]chromen-2-yl)phenol 
 

 

-4.250 

2491 25242926 

Lespeflorin F1 
 

 -3.686 

2492 25256837 

Monomethyl 
lithospermate 
 

 -1.510 

2493 76311962 

Massonianoside B 
 

 -5.463 

2494 11210533 

Epicoccolide B 
 

 -3.910 

https://pubchem.ncbi.nlm.nih.gov/compound/10040210
https://pubchem.ncbi.nlm.nih.gov/compound/44139123
https://pubchem.ncbi.nlm.nih.gov/compound/10347890
https://pubchem.ncbi.nlm.nih.gov/compound/71579377
https://pubchem.ncbi.nlm.nih.gov/compound/25242926
https://pubchem.ncbi.nlm.nih.gov/compound/25256837
https://pubchem.ncbi.nlm.nih.gov/compound/76311962
https://pubchem.ncbi.nlm.nih.gov/compound/11210533


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2495 15126682 

(2R,3S,3aS)-2-(1,3-
benzodioxol-5-yl)-5,7-
dimethoxy-3-methyl-
3a-prop-2-enyl-2,3-
dihydro-1-benzofuran-
6-one 
 

 
-3.796 

2496 441764 

Silychristin 
 

 -5.457 

2497 122159 

Kadsurenone 
 

 -4.016 

2498 12877769 

(-)-Ephedradine A 
 

 -3.363 

2499 21582569 

Balanophonin 
 

 -2.209 

2500 25135703 

Sorocenol H 
 

 -3.959 

2501 11529700 

Spinosan A 
 

 -4.419 

2502 24899158 

Lespedezavirgatal 
 

 -4.224 

https://pubchem.ncbi.nlm.nih.gov/compound/15126682
https://pubchem.ncbi.nlm.nih.gov/compound/441764
https://pubchem.ncbi.nlm.nih.gov/compound/122159
https://pubchem.ncbi.nlm.nih.gov/compound/12877769
https://pubchem.ncbi.nlm.nih.gov/compound/21582569
https://pubchem.ncbi.nlm.nih.gov/compound/25135703
https://pubchem.ncbi.nlm.nih.gov/compound/11529700
https://pubchem.ncbi.nlm.nih.gov/compound/24899158


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2503 5314231 

Obtusafuran 
 

 -3.519 

2504 14213209   #N/A 

2505 56659293   #N/A 

2506 25157567 

Ebenfuran Vi 
 

 -3.995 

2507 5467256 

Mulberrofuran D 
 

 -3.621 

2508 5274623 

Dihydrodehydroconifer
yl alcohol, (7R,8S)-(-)- 
 

 -3.784 

2509 6440631 

Rataniaphenol I 
 

 -4.187 

2510 46210600   #N/A 

2511 10496641 

Ficusal 
 

 -3.689 

2512 441958 

Vignafuran 
 

 -3.551 

2513 10326334 

Woorenoside Ii 
 

 -3.165 

2514 25243394   #N/A 

2515 46177529 

5-Furo[3,2-
f][1]benzofuran-2-
ylbenzene-1,3-diol 
  -4.146 

2516 42604718 

(-)-Moracin O 
 

 -5.648 

https://pubchem.ncbi.nlm.nih.gov/compound/5314231
https://pubchem.ncbi.nlm.nih.gov/compound/14213209
https://pubchem.ncbi.nlm.nih.gov/compound/56659293
https://pubchem.ncbi.nlm.nih.gov/compound/25157567
https://pubchem.ncbi.nlm.nih.gov/compound/5467256
https://pubchem.ncbi.nlm.nih.gov/compound/5274623
https://pubchem.ncbi.nlm.nih.gov/compound/6440631
https://pubchem.ncbi.nlm.nih.gov/compound/46210600
https://pubchem.ncbi.nlm.nih.gov/compound/10496641
https://pubchem.ncbi.nlm.nih.gov/compound/441958
https://pubchem.ncbi.nlm.nih.gov/compound/10326334
https://pubchem.ncbi.nlm.nih.gov/compound/25243394
https://pubchem.ncbi.nlm.nih.gov/compound/46177529
https://pubchem.ncbi.nlm.nih.gov/compound/42604718


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2517 21633205 

Trans-Scirpusin B 
 

 -4.882 

2518 25208124 

Moracin P 
 

 -5.473 

2519 56598866   #N/A 

2520 16216402   #N/A 

2521 72948049 

(2S,3R,4R,5S,6S)-2-[4-
[(2R,3S)-7-hydroxy-3-
(hydroxymethyl)-5-(3-
hydroxypropyl)-2,3-
dihydro-1-benzofuran-
2-yl]-2-
methoxyphenoxy]-4-
methoxy-6-
methyloxane-3,5-diol 
 

 

-5.724 

2522 11243755 

Neolignan 9-Nor-7,8-
Dehydro-Isolicarin B 
 

 -4.768 

2523 49866361 

(1R,8R,9S,16R)-8,16-
bis(4-hydroxyphenyl)-
15-
oxatetracyclo[8.6.1.02,
7.014,17]heptadeca-
2(7),3,5,10(17),11,13-
hexaene-4,6,9,13-tetrol 
 

 -3.547 

2524 40617444 

(+)-Denudatin B 
 

 -3.256 

https://pubchem.ncbi.nlm.nih.gov/compound/21633205
https://pubchem.ncbi.nlm.nih.gov/compound/25208124
https://pubchem.ncbi.nlm.nih.gov/compound/56598866
https://pubchem.ncbi.nlm.nih.gov/compound/16216402
https://pubchem.ncbi.nlm.nih.gov/compound/72948049
https://pubchem.ncbi.nlm.nih.gov/compound/11243755
https://pubchem.ncbi.nlm.nih.gov/compound/49866361
https://pubchem.ncbi.nlm.nih.gov/compound/40617444


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2525 57397234 

Hopeafuran 
 

 -5.396 

2526 24899156 

Lespedezavirgatol 
 

 -3.544 

2527 15233562 

Glabrocoumarone B 
 

 -5.940 

2528 480777   #N/A 

2529 72426 

Daphnodorin A 
 

 -7.086 

2530 10743213 

Mulberrofuran Z 
 

 -4.611 

2531 14213211   #N/A 

2532 13991587   #N/A 

2533 53356209 

(-)-(7R,8S,7''S,8''R)-
3,3'',5,5'-tetramethoxy-
4''-hydroxy-4',7-epoxy-
8',9'-dinor-4,8''-oxy-
8,3'-sesquineolignan-
7'',9,9''-triol-7'-al 
 

 

-1.822 

https://pubchem.ncbi.nlm.nih.gov/compound/57397234
https://pubchem.ncbi.nlm.nih.gov/compound/24899156
https://pubchem.ncbi.nlm.nih.gov/compound/15233562
https://pubchem.ncbi.nlm.nih.gov/compound/480777
https://pubchem.ncbi.nlm.nih.gov/compound/72426
https://pubchem.ncbi.nlm.nih.gov/compound/10743213
https://pubchem.ncbi.nlm.nih.gov/compound/14213211
https://pubchem.ncbi.nlm.nih.gov/compound/13991587
https://pubchem.ncbi.nlm.nih.gov/compound/53356209


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2534 5316442 

Dehydrodiconiferyl 
alcohol 4-O-beta-D-
glucopyranoside 
  -3.780 

2535 14539884 

5-(6-Hydroxy-7,7-
dimethyl-3a,5,6,7-
tetrahydro-4H-furo(3,2-
g)(1)benzopyran-2-yl)-
benzene-1,3-diol 
 

 

-5.473 

2536 5319889 

Moracin F 
 

 -4.109 

2537 46939885 

Quiquesetinerviusin A 
 

 -3.662 

2538 49866360 

[2-(4-hydroxy-3-
methoxyphenyl)-7-
methoxy-5-[(E)-3-
oxoprop-1-enyl]-2,3-
dihydro-1-benzofuran-
3-yl]methyl 4-
hydroxybenzoate 
 

 

-4.914 

2539 44421295 

CID 44421295 
 

 -2.415 

2540 16216400   #N/A 

2541 16216401   #N/A 

2542 72375239 

4-[(2S,3R)-5-[(E)-3-
hydroxy-3-
methoxyprop-1-enyl]-
3-(hydroxymethyl)-7-
methoxy-2,3-dihydro-
1-benzofuran-2-yl]-2-
methoxyphenol 
 

 

-5.758 

2543 75202314 

Juniperigiside 
 

 -5.697 

https://pubchem.ncbi.nlm.nih.gov/compound/5316442
https://pubchem.ncbi.nlm.nih.gov/compound/14539884
https://pubchem.ncbi.nlm.nih.gov/compound/5319889
https://pubchem.ncbi.nlm.nih.gov/compound/46939885
https://pubchem.ncbi.nlm.nih.gov/compound/49866360
https://pubchem.ncbi.nlm.nih.gov/compound/44421295
https://pubchem.ncbi.nlm.nih.gov/compound/16216400
https://pubchem.ncbi.nlm.nih.gov/compound/16216401
https://pubchem.ncbi.nlm.nih.gov/compound/72375239
https://pubchem.ncbi.nlm.nih.gov/compound/75202314


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2544 10394489 

Alopecurone B 
 

 -4.324 

2545 44445794 

(E)-3-[(2S,3R)-2-(4-
hydroxy-3,5-
dimethoxyphenyl)-3-
(hydroxymethyl)-7-
methoxy-2,3-dihydro-
1-benzofuran-5-
yl]prop-2-enal 
 

 

-5.214 

2546 14274764 

Balaphonin 
 

 -5.463 

2547 44575508 

Malibatol A 
 

 -2.936 

2548 44575509   #N/A 

2549 11530466 

Spinosan A Acetate 
 

 -1.938 

2550 45272229 

(2S,3R,4R,5R,6S)-2-[4-
[(2S,3R)-3-
(hydroxymethyl)-7-
methoxy-5-[(1R,2S)-
1,2,3-
trihydroxypropyl]-2,3-
dihydro-1-benzofuran-
2-yl]-2-
methoxyphenoxy]-6-
methyloxane-3,4,5-triol 

 

-6.127 

https://pubchem.ncbi.nlm.nih.gov/compound/10394489
https://pubchem.ncbi.nlm.nih.gov/compound/44445794
https://pubchem.ncbi.nlm.nih.gov/compound/14274764
https://pubchem.ncbi.nlm.nih.gov/compound/44575508
https://pubchem.ncbi.nlm.nih.gov/compound/44575509
https://pubchem.ncbi.nlm.nih.gov/compound/11530466
https://pubchem.ncbi.nlm.nih.gov/compound/45272229


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

2551 25157570 

Ebenfuran Vii 
 

 -4.074 

2552 45481959 

Ebenfuran Viii 
 

 -6.185 

2553 46226510 

Jezonofol 
 

 -4.483 

2554 10844302 

4,6,12-Trihydroxy-8,16-
bis(4-hydroxyphenyl)-
15-
oxatetracyclo[8.6.1.02,
7.014,17]heptadeca-
1(16),2(7),3,5,10(17),1
1,13-heptaen-9-one 
 

 -5.396 

2555 56677066 

Lawsonicin 
 

 -2.964 

2556 56659552 

(E)-3-[(2R,3S)-3-
(hydroxymethyl)-2-
(3,4,5-
trimethoxyphenyl)-2,3-
dihydro-1-benzofuran-
5-yl]prop-2-en-1-ol 
 

 

-2.857 

2557 56680031 

4-[(2S,3R)-5-[(E)-3-
ethoxyprop-1-enyl]-3-
(hydroxymethyl)-2,3-
dihydro-1-benzofuran-
2-yl]-2-methoxyphenol 
 

 

-2.820 

https://pubchem.ncbi.nlm.nih.gov/compound/25157570
https://pubchem.ncbi.nlm.nih.gov/compound/45481959
https://pubchem.ncbi.nlm.nih.gov/compound/46226510
https://pubchem.ncbi.nlm.nih.gov/compound/10844302
https://pubchem.ncbi.nlm.nih.gov/compound/56677066
https://pubchem.ncbi.nlm.nih.gov/compound/56659552
https://pubchem.ncbi.nlm.nih.gov/compound/56680031


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2558 25243393   #N/A 

2559 46938651   #N/A 

2560 6442393   #N/A 

2561 44576119 

(2R,3S,3aS)-5-methoxy-
2-(7-methoxy-1,3-
benzodioxol-5-yl)-3-
methyl-3a-prop-2-enyl-
2,3-dihydro-1-
benzofuran-6-one 
  -1.811 

2562 14213215 

Rataniaphenol Iii 
 

 -4.249 

2563 72427 

Daphnodorin B 
 

 -6.367 

2564 11798274 

Mulberrofuran X 
 

 -2.163 

2565 76317497 

(2S)-9,10,11-
trihydroxy-2-(4-
hydroxyphenyl)-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-
2-yl]oxy-2,3-dihydro-
[1]benzofuro[6,7-
c]isochromen-7-one 
 

 

-4.473 

2566 11595642 

4-[(2S,3S)-3-
(hydroxymethyl)-5-(3-
hydroxypropyl)-7-
methoxy-2,3-dihydro-
1-benzofuran-2-yl]-2-
methoxyphenol 
 

 

-6.237 

https://pubchem.ncbi.nlm.nih.gov/compound/25243393
https://pubchem.ncbi.nlm.nih.gov/compound/46938651
https://pubchem.ncbi.nlm.nih.gov/compound/6442393
https://pubchem.ncbi.nlm.nih.gov/compound/44576119
https://pubchem.ncbi.nlm.nih.gov/compound/14213215
https://pubchem.ncbi.nlm.nih.gov/compound/72427
https://pubchem.ncbi.nlm.nih.gov/compound/11798274
https://pubchem.ncbi.nlm.nih.gov/compound/76317497
https://pubchem.ncbi.nlm.nih.gov/compound/11595642


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2567 10255261 

Yuccaol A 
 

 -3.176 

2568 50994540 

Stemofuran P 
 

 -3.254 

2569 44567218 

Albanol A 
 

 -5.887 

2570 10746383 

Resveratrol (E)-
Dehydrodimer 11-O-
Beta-D-
Glucopyranoside 
  -2.719 

2571 176929 

Homoegonol 
 

 -2.857 

2572 6261723 

Eupomatenoid 6 
 

 -3.336 

2573 16145527   #N/A 

2574 10266789 

Ebenfuran II 
 

 -4.186 

2575 196402   #N/A 

2576 641378   #N/A 

2577 25243395   #N/A 

2578 56600473   #N/A 

2579 10450050 

Pallidisetin A 
 

 -5.301 

https://pubchem.ncbi.nlm.nih.gov/compound/10255261
https://pubchem.ncbi.nlm.nih.gov/compound/50994540
https://pubchem.ncbi.nlm.nih.gov/compound/44567218
https://pubchem.ncbi.nlm.nih.gov/compound/10746383
https://pubchem.ncbi.nlm.nih.gov/compound/176929
https://pubchem.ncbi.nlm.nih.gov/compound/6261723
https://pubchem.ncbi.nlm.nih.gov/compound/16145527
https://pubchem.ncbi.nlm.nih.gov/compound/10266789
https://pubchem.ncbi.nlm.nih.gov/compound/196402
https://pubchem.ncbi.nlm.nih.gov/compound/641378
https://pubchem.ncbi.nlm.nih.gov/compound/25243395
https://pubchem.ncbi.nlm.nih.gov/compound/56600473
https://pubchem.ncbi.nlm.nih.gov/compound/10450050


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2580 44559982   #N/A 

2581 21589939 

Icariside E4 
 

 -6.504 

2582 10403222 

Tournefolic Acid A 
 

 -3.748 

2583 71460125 

4-[(2S,3R)-3-
(hydroxymethyl)-5-[(E)-
prop-1-enyl]-2,3-
dihydro-1-benzofuran-
2-yl]phenol 
 

 

-4.602 

2584 72428 

Daphnodorin C 
 

 -5.310 

2585 56600472   #N/A 

2586 53262822 

Dehydromelanoxin 
 

 -4.412 

2587 52918181 

(+)-Simulanol 
 

 -3.458 

2588 6441061 

(-)-Licarin-B 
 

 -4.640 

2589 16099540   #N/A 

2590 6440658 

(2R,3R)-2-(4-hydroxy-3-
methoxyphenyl)-N-[2-
(4-
hydroxyphenyl)ethyl]-
5-[(E)-3-[2-(4-

 -4.876 

https://pubchem.ncbi.nlm.nih.gov/compound/44559982
https://pubchem.ncbi.nlm.nih.gov/compound/21589939
https://pubchem.ncbi.nlm.nih.gov/compound/10403222
https://pubchem.ncbi.nlm.nih.gov/compound/71460125
https://pubchem.ncbi.nlm.nih.gov/compound/72428
https://pubchem.ncbi.nlm.nih.gov/compound/56600472
https://pubchem.ncbi.nlm.nih.gov/compound/53262822
https://pubchem.ncbi.nlm.nih.gov/compound/52918181
https://pubchem.ncbi.nlm.nih.gov/compound/6441061
https://pubchem.ncbi.nlm.nih.gov/compound/16099540
https://pubchem.ncbi.nlm.nih.gov/compound/6440658


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

hydroxyphenyl)ethylam
ino]-3-oxoprop-1-enyl]-
7-methoxy-2,3-
dihydro-1-benzofuran-
3-carboxamide 
 

2591 10347292 

Yuccaol E 
 

 -2.796 

2592 660 

Dihydrocoumarin 
 

 -4.026 

2593 5467625 

4'-Chloroaurone 
 

 -5.067 

2594 11186921 

4,6,3',4'-
Tetramethoxyaurone 
 

 -3.242 

2595 5281295 

Sulfuretin 
 

 -5.401 

2596 15298907 

Broussoaurone A 
 

 -6.069 

https://pubchem.ncbi.nlm.nih.gov/compound/10347292
https://pubchem.ncbi.nlm.nih.gov/compound/660
https://pubchem.ncbi.nlm.nih.gov/compound/5467625
https://pubchem.ncbi.nlm.nih.gov/compound/11186921
https://pubchem.ncbi.nlm.nih.gov/compound/5281295
https://pubchem.ncbi.nlm.nih.gov/compound/15298907


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2597 5281220 

Aureusidin 
 

 -5.969 

2598 642382 

Hamiltrone 
 

 -5.895 

2599 10007411 

(2Z)-2-[(2Z)-1,2-bis(3,4-
dihydroxyphenyl)-2-(6-
hydroxy-3-oxo-1-
benzofuran-2-
ylidene)ethylidene]-6-
hydroxy-1-benzofuran-
3-one 
  

-4.898 

2600 5281254 

Hispidol 
 

 -5.345 

2601 5281292 

Maritimetin 
 

 -6.180 

2602 16376440 

(2Z)-6-hydroxy-2-((4-
hydroxy-3-
methoxyphenyl)methyl
idene)-1-benzofuran-3-
one 
  -6.685 

https://pubchem.ncbi.nlm.nih.gov/compound/5281220
https://pubchem.ncbi.nlm.nih.gov/compound/642382
https://pubchem.ncbi.nlm.nih.gov/compound/10007411
https://pubchem.ncbi.nlm.nih.gov/compound/5281254
https://pubchem.ncbi.nlm.nih.gov/compound/5281292
https://pubchem.ncbi.nlm.nih.gov/compound/16376440


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2603 9932617 

2,6-dihydroxy-2-[(4-
hydroxyphenyl)methyl]
-7-[(2S,3R,4R,5S,6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)oxan-
2-yl]-1-benzofuran-3-
one 
 

 
-4.433 

2604 160803 

Maesopsin 
 

 -4.567 

2605 44446830 

2,6-Dihydroxy-2-[(4-
hydroxyphenyl)methyl]
-3-benzofuranone 
 

 
-6.244 

2606 134369 

Carpusin 
 

 -4.834 

2607 5321560 

2-(3,4-
Dihydroxybenzylidene)-
6-hydroxybenzofuran-
3(2H)-one 
  -4.713 

2608 6070438 

Zosteric acid 
 

 -5.216 

2609 13654710   #N/A 

2610 699414   #N/A 

2611 10518022 

(E)-3-[4-(3-
phenylpropanoyloxy)p
henyl]prop-2-enoic 
acid 
 

 

-2.727 

2612 820629   #N/A 

2613 731767   #N/A 

2614 9947201 

(E)-3-[3-(3-methylbut-
2-enyl)-4-(3-
phenylpropanoyloxy)p
henyl]prop-2-enoic 
acid 
 

 

-4.343 

https://pubchem.ncbi.nlm.nih.gov/compound/9932617
https://pubchem.ncbi.nlm.nih.gov/compound/160803
https://pubchem.ncbi.nlm.nih.gov/compound/44446830
https://pubchem.ncbi.nlm.nih.gov/compound/134369
https://pubchem.ncbi.nlm.nih.gov/compound/5321560
https://pubchem.ncbi.nlm.nih.gov/compound/6070438
https://pubchem.ncbi.nlm.nih.gov/compound/13654710
https://pubchem.ncbi.nlm.nih.gov/compound/699414
https://pubchem.ncbi.nlm.nih.gov/compound/10518022
https://pubchem.ncbi.nlm.nih.gov/compound/820629
https://pubchem.ncbi.nlm.nih.gov/compound/731767
https://pubchem.ncbi.nlm.nih.gov/compound/9947201


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2615 10394343 

Leucosceptoside A 
 

 -2.719 

2616 10452024 

methyl (3S)-3-(3,4-
dihydroxyphenyl)-3-
[(E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoyl]oxypropanoate 
 

 
-0.743 

2617 44566285 

Deoxyxanthoangelol H 
 

 -4.647 

2618 1549111 

caffeic acid, (Z)- 
 

 -3.058 

2619 10176654 

Methyl cis-ferulate 
 

 -3.937 

2620 46210731 

Cimicifugic Acid K 
 

 -3.841 

2621 6439771 

Ethyl 3-(4-hydroxy-3,5-
dimethoxyphenyl)prop-
2-enoate 
 

 -3.522 

2622 637429 

Calebin A 
 

 -4.238 

https://pubchem.ncbi.nlm.nih.gov/compound/10394343
https://pubchem.ncbi.nlm.nih.gov/compound/10452024
https://pubchem.ncbi.nlm.nih.gov/compound/44566285
https://pubchem.ncbi.nlm.nih.gov/compound/1549111
https://pubchem.ncbi.nlm.nih.gov/compound/10176654
https://pubchem.ncbi.nlm.nih.gov/compound/46210731
https://pubchem.ncbi.nlm.nih.gov/compound/6439771
https://pubchem.ncbi.nlm.nih.gov/compound/637429


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2623 23656639 

(3-hydroxyphenyl) (E)-
3-(4-hydroxy-3,5-
dimethoxyphenyl)prop-
2-enoate 
 

 
-4.111 

2624 14158117 

1-O-(4-Coumaroyl)-
beta-D-glucose 
 

 -3.935 

2625 44437164 

(e)-4-(3-Bromo-4,5-
dihydroxyphenyl) but-
3-en-2-one 
 

 -4.260 

2626 54738502 

Phellibaumin E 
 

 -4.173 

2627 5284444 

Phenylethyl 3-
methylcaffeate 
  -3.835 

2628 9994897 

N-Caffeoyltyramine 
 

 -3.466 

2629 5354677 

2-Propenoic acid, 3-[4-
(acetyloxy)-3-
methoxyphenyl]- 
 

 -4.195 

2630 10011201   #N/A 

2631 52041673   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/23656639
https://pubchem.ncbi.nlm.nih.gov/compound/14158117
https://pubchem.ncbi.nlm.nih.gov/compound/44437164
https://pubchem.ncbi.nlm.nih.gov/compound/54738502
https://pubchem.ncbi.nlm.nih.gov/compound/5284444
https://pubchem.ncbi.nlm.nih.gov/compound/9994897
https://pubchem.ncbi.nlm.nih.gov/compound/5354677
https://pubchem.ncbi.nlm.nih.gov/compound/10011201
https://pubchem.ncbi.nlm.nih.gov/compound/52041673


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2632 24800714 

[(2R,3S,4R,5R,6R)-4,5-
dihydroxy-6-[[(1S,2S)-5-
(2-hydroxyethyl)-2,4,6-
trimethyl-3-oxo-1,2-
dihydroinden-1-yl]oxy]-
2-
(hydroxymethyl)oxan-
3-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 -3.467 

2633 6124299 

Caffeoylmalic Acid 
 

 -0.522 

2634 5315651 

Campneoside 
 

 -4.599 

2635 11654315 

Angeliferulate 
 

 -5.240 

2636 11397071 

Luzonoid B 
 

 -4.550 

2637 5357283 

Methyl Ferulate 
 

 -2.615 

2638 71578499 

coumaroyl(-4)Rha(a1-
6)Glc(b)-O-Bn 
 

 -4.763 

https://pubchem.ncbi.nlm.nih.gov/compound/24800714
https://pubchem.ncbi.nlm.nih.gov/compound/6124299
https://pubchem.ncbi.nlm.nih.gov/compound/5315651
https://pubchem.ncbi.nlm.nih.gov/compound/11654315
https://pubchem.ncbi.nlm.nih.gov/compound/11397071
https://pubchem.ncbi.nlm.nih.gov/compound/5357283
https://pubchem.ncbi.nlm.nih.gov/compound/71578499


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2639 10469828 

(1E,4E)-1-(4-Hydroxy-3-
methoxyphenyl)-5-(4-
hydroxyphenyl)-1,4-
pentadien-3-one 
 

 

-4.992 

2640 11733480 

Grayanoside A 
 

 -4.021 

2641 6603789 

(Z)-3-(3,4-
Dihydroxyphenyl)prope
noic acid 2-phenylethyl 
ester 
  -4.880 

2642 11232963 

Nhuwnfddclzkpa-
nscuhmnnsa- 
 

 -3.223 

2643 11147473   #N/A 

2644 11655574 

(2R,3S)-2-[(3,4-
dihydroxyphenyl)methy
l]-3-[(E)-3-(3,4-
dimethoxyphenyl)prop-
2-enoyl]oxy-2-
hydroxybutanedioic 
acid 
 

 

1.595 

2645 70681748 

(e)-N-(2-hydroxy-2-(4-
hydroxyphenyl) ethyl)-
3-(3-hydroxy-4-
methoxyphenyl)acryla
mide 
 

 

-5.191 

2646 5320256   #N/A 

2647 11673743 

vittarilide-B 
 

 -4.742 

2648 637829 

Caffeic Acid 3,4-
Dihydroxyphenethyl 
Ester 
 

 
-2.179 

https://pubchem.ncbi.nlm.nih.gov/compound/10469828
https://pubchem.ncbi.nlm.nih.gov/compound/11733480
https://pubchem.ncbi.nlm.nih.gov/compound/6603789
https://pubchem.ncbi.nlm.nih.gov/compound/11232963
https://pubchem.ncbi.nlm.nih.gov/compound/11147473
https://pubchem.ncbi.nlm.nih.gov/compound/11655574
https://pubchem.ncbi.nlm.nih.gov/compound/70681748
https://pubchem.ncbi.nlm.nih.gov/compound/5320256
https://pubchem.ncbi.nlm.nih.gov/compound/11673743
https://pubchem.ncbi.nlm.nih.gov/compound/637829


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2649 11225016 

Luzonoid C 
 

 -3.350 

2650 90676282   #N/A 

2651 44437692 

Ethyl Rosmarinate 
 

 -3.258 

2652 11162295 

FERULOYL-beta-
PHENETHYLAMINE 
  -3.937 

2653 71734603 

[(2S,3S,4R,5R)-2-
[(2R,3R,4S,5R,6R)-3,4-
diacetyloxy-6-
(acetyloxymethyl)-5-
hydroxyoxan-2-yl]oxy-
4-hydroxy-2,5-
bis(hydroxymethyl)oxol
an-3-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 

-0.816 

2654 6450178 

Cimicifugic Acid C 
 

 -3.663 

2655 13962928 

1-O-feruloyl-beta-D-
glucose 
 

 -4.232 

2656 24763163   #N/A 

2657 11155452 

Luzonoid D 
 

 -3.777 

2658 24096391 

N-Trans-
Feruloyloctopamine 
  -5.775 

2659 9857913   -5.118 

https://pubchem.ncbi.nlm.nih.gov/compound/11225016
https://pubchem.ncbi.nlm.nih.gov/compound/90676282
https://pubchem.ncbi.nlm.nih.gov/compound/44437692
https://pubchem.ncbi.nlm.nih.gov/compound/11162295
https://pubchem.ncbi.nlm.nih.gov/compound/71734603
https://pubchem.ncbi.nlm.nih.gov/compound/6450178
https://pubchem.ncbi.nlm.nih.gov/compound/13962928
https://pubchem.ncbi.nlm.nih.gov/compound/24763163
https://pubchem.ncbi.nlm.nih.gov/compound/11155452
https://pubchem.ncbi.nlm.nih.gov/compound/24096391
https://pubchem.ncbi.nlm.nih.gov/compound/9857913


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2660 6479915 

(2R,3R)-2-[3-(3,4-
Dihydroxyphenyl)prop-
2-enoyloxy]-3-
hydroxybutanedioic 
acid 
 

 

-2.598 

2661 44254697 

Fucatoside A 
 

 -4.801 

2662 24862008 

Balanophotannin D 
 

 -5.092 

2663 2518 

3-(3,4-
Dihydroxyphenyl)prop-
2-enoic acid 
 

 -5.076 

2664 6441059 

Fukinolic Acid 
 

 -5.136 

2665 639655 

(S)-rosmarinic acid 
 

 -4.619 

2666 796857 

p-
Hydroxybenzalacetone 
 

 -3.580 

https://pubchem.ncbi.nlm.nih.gov/compound/6479915
https://pubchem.ncbi.nlm.nih.gov/compound/44254697
https://pubchem.ncbi.nlm.nih.gov/compound/24862008
https://pubchem.ncbi.nlm.nih.gov/compound/2518
https://pubchem.ncbi.nlm.nih.gov/compound/6441059
https://pubchem.ncbi.nlm.nih.gov/compound/639655
https://pubchem.ncbi.nlm.nih.gov/compound/796857


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2667 11179020 

1-O-Deisovaeroyl-1-O-
3-Methylvaleroyl-
Luzonoid A 
 

 -4.845 

2668 5321825 

Bis-ferulamidobutane 
  -3.529 

2669 11787128 

(1S,4aS,6S,7aS)-1-
[(2S,3R,4S,5S,6R)-6-
[[(E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoyl]oxymethyl]-
4,5-dihydroxy-3-(4-
hydroxybenzoyl)oxyoxa
n-2-yl]oxy-6-hydroxy-7-
methylidene-4a,5,6,7a-
tetrahydro-1H-
cyclopenta[c]pyran-4-
carboxylic acid 
 

 

-4.349 

2670 11948660 

CID 11948660 
 

 -3.237 

2671 11791705 

(3-methoxyphenyl) (E)-
3-(3,4,5-
trimethoxyphenyl)prop
-2-enoate 
 

 
-3.131 

2672 14241022 

[(1R,4aS,8R,8aS)-7,8-
diformyl-4,4,8a-
trimethyl-1,2,3,4a,5,8-
hexahydronaphthalen-
1-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 

 

-4.157 

https://pubchem.ncbi.nlm.nih.gov/compound/11179020
https://pubchem.ncbi.nlm.nih.gov/compound/5321825
https://pubchem.ncbi.nlm.nih.gov/compound/11787128
https://pubchem.ncbi.nlm.nih.gov/compound/11948660
https://pubchem.ncbi.nlm.nih.gov/compound/11791705
https://pubchem.ncbi.nlm.nih.gov/compound/14241022


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

2673 71522010 

Brevipolide G 
 

 -4.007 

2674 5281800 

Verbascoside 
 

 -5.917 

2675 54718836 

Interfungin B 
 

 -3.707 

2676 25244691 

Clinopodic Acid A 
 

 -5.200 

2677 11722056   #N/A 

2678 736681 

Ethyl Ferulate 
 

 -4.735 

2679 5320237   #N/A 

2680 6440080   #N/A 

2681 11369032 

3-Methyl-2-butenyl 
ferulate 
  -3.236 

2682 11151622 

(R)-N-Trans-
Feruloyloctopamine 
  -5.775 

2683 9986606 

Plantainoside D 
 

 -6.156 

2684 10083644   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/71522010
https://pubchem.ncbi.nlm.nih.gov/compound/5281800
https://pubchem.ncbi.nlm.nih.gov/compound/54718836
https://pubchem.ncbi.nlm.nih.gov/compound/25244691
https://pubchem.ncbi.nlm.nih.gov/compound/11722056
https://pubchem.ncbi.nlm.nih.gov/compound/736681
https://pubchem.ncbi.nlm.nih.gov/compound/5320237
https://pubchem.ncbi.nlm.nih.gov/compound/6440080
https://pubchem.ncbi.nlm.nih.gov/compound/11369032
https://pubchem.ncbi.nlm.nih.gov/compound/11151622
https://pubchem.ncbi.nlm.nih.gov/compound/9986606
https://pubchem.ncbi.nlm.nih.gov/compound/10083644


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2685 24800718 

[(2R,3S,4R,5R,6R)-4,5-
dihydroxy-6-[[(1S,2R)-
5-(2-hydroxyethyl)-
2,4,6-trimethyl-3-oxo-
1,2-dihydroinden-1-
yl]oxy]-2-
(hydroxymethyl)oxan-
3-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 -4.675 

2686 49800189   #N/A 

2687 736823 

methyl (E)-3-(1,3-
benzodioxol-5-yl)-2-
propenoate 
  -4.452 

2688 10254699   #N/A 

2689 637308 

P-Hydroxyphenethyl 
Trans-Ferulate 
  -5.117 

2690 5352115 

N-trans-
feruloylmethoxytyrami
ne 
 

 

-5.075 

2691 11629132   #N/A 

2692 23656804 

2-hydroxyethyl (E)-3-
(3,4-
dihydroxyphenyl)prop-
2-enoate 
 

 

-1.656 

2693 25195168 

Ailanthamide 
 

 -3.743 

2694 10346004 

coumaroyl(3-OH)(-
6)Glc(a1-2b)Fruf 
 

 -3.812 

2695 46833999 

Kodemariosides E 
 

 -4.553 

https://pubchem.ncbi.nlm.nih.gov/compound/24800718
https://pubchem.ncbi.nlm.nih.gov/compound/49800189
https://pubchem.ncbi.nlm.nih.gov/compound/736823
https://pubchem.ncbi.nlm.nih.gov/compound/10254699
https://pubchem.ncbi.nlm.nih.gov/compound/637308
https://pubchem.ncbi.nlm.nih.gov/compound/5352115
https://pubchem.ncbi.nlm.nih.gov/compound/11629132
https://pubchem.ncbi.nlm.nih.gov/compound/23656804
https://pubchem.ncbi.nlm.nih.gov/compound/25195168
https://pubchem.ncbi.nlm.nih.gov/compound/10346004
https://pubchem.ncbi.nlm.nih.gov/compound/46833999


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2696 6449880   #N/A 

2697 735846 

Methyl 3,4,5-
trimethoxycinnamate 
 

 -3.375 

2698 44593361 

Crenatoside 
 

 -4.116 

2699 9903816 

[(1R,2R,3R)-2,3-
dihydroxycyclopentyl] 
(E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoate 
 

 

-5.313 

2700 6474893 

(1E,4E)-1,5-bis(4-
hydroxy-3-
methoxyphenyl)penta-
1,4-dien-3-one 
 

 

-4.011 

2701 10077800 

Lapathoside D 
 

 -4.940 

2702 71578497 

coumaroyl(-2)Rha(a1-
6)Glc(b)-O-Bn 
 

 -4.437 

2703 44202132 

coumaroyl(3-OMe)(-
6)Glc(a1-2?)Hex2ulof 
 

 -3.328 

2704 689075 

Methyl Caffeate 
 

 -3.832 

https://pubchem.ncbi.nlm.nih.gov/compound/6449880
https://pubchem.ncbi.nlm.nih.gov/compound/735846
https://pubchem.ncbi.nlm.nih.gov/compound/44593361
https://pubchem.ncbi.nlm.nih.gov/compound/9903816
https://pubchem.ncbi.nlm.nih.gov/compound/6474893
https://pubchem.ncbi.nlm.nih.gov/compound/10077800
https://pubchem.ncbi.nlm.nih.gov/compound/71578497
https://pubchem.ncbi.nlm.nih.gov/compound/44202132
https://pubchem.ncbi.nlm.nih.gov/compound/689075


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2705 734154   #N/A 

2706 24121289 

6-Feruloylcatalpol 
 

 -4.079 

2707 5281761 

1-Caffeoyl-beta-D-
glucose 
 

 -3.826 

2708 10326741 

3''-O-
methylcrenatoside 
 

 -4.003 

2709 50901244   #N/A 

2710 10054173 

Osmanthuside B6 
 

 -3.833 

2711 10727728 

4-(3,5-Dimethoxy-4-
hydroxyphenyl)-3-
buten-2-one 
 

 -3.628 

2712 5372945 

Paprazine 
 

 -4.133 

2713 5472440 

Artepillin C 
 

 -4.656 

2714 23656637 

(3-hydroxyphenyl) (E)-
3-(3,4,5-
trimethoxyphenyl)prop
-2-enoate 
 

 
-3.906 

https://pubchem.ncbi.nlm.nih.gov/compound/734154
https://pubchem.ncbi.nlm.nih.gov/compound/24121289
https://pubchem.ncbi.nlm.nih.gov/compound/5281761
https://pubchem.ncbi.nlm.nih.gov/compound/10326741
https://pubchem.ncbi.nlm.nih.gov/compound/50901244
https://pubchem.ncbi.nlm.nih.gov/compound/10054173
https://pubchem.ncbi.nlm.nih.gov/compound/10727728
https://pubchem.ncbi.nlm.nih.gov/compound/5372945
https://pubchem.ncbi.nlm.nih.gov/compound/5472440
https://pubchem.ncbi.nlm.nih.gov/compound/23656637


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2715 46209910 

Cimicifugic Acid I 
 

 -4.367 

2716 637540   #N/A 

2717 6441913 

Coniferyl ferulate 
  -4.462 

2718 71578498 

[(2R,3R,4R,5R,6S)-4,5-
dihydroxy-6-methyl-2-
[[(2R,3S,4S,5R,6R)-
3,4,5-trihydroxy-6-
phenylmethoxyoxan-2-
yl]methoxy]oxan-3-yl] 
(Z)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 -3.517 

2719 6440397 

Caftaric Acid 
 

 -2.487 

2720 10403282 

Cuscuta propenamide 
1 
  -4.512 

2721 10367075 

Eutigoside B 
 

 -3.529 

2722 9895632 

Jionoside D 
 

 -2.364 

2723 15945064 

Bockioside B 
 

 -3.144 

2724 5319562 

Methyl-P-Coumarate 
 

 -3.036 

https://pubchem.ncbi.nlm.nih.gov/compound/46209910
https://pubchem.ncbi.nlm.nih.gov/compound/637540
https://pubchem.ncbi.nlm.nih.gov/compound/6441913
https://pubchem.ncbi.nlm.nih.gov/compound/71578498
https://pubchem.ncbi.nlm.nih.gov/compound/6440397
https://pubchem.ncbi.nlm.nih.gov/compound/10403282
https://pubchem.ncbi.nlm.nih.gov/compound/10367075
https://pubchem.ncbi.nlm.nih.gov/compound/9895632
https://pubchem.ncbi.nlm.nih.gov/compound/15945064
https://pubchem.ncbi.nlm.nih.gov/compound/5319562


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2725 44481790 

Cibotiumbaroside B 
 

 -4.372 

2726 5315615 

Rosmarinate 
 

 -4.652 

2727 637541 

3-coumaric acid, (E)- 
 

 -3.689 

2728 24800715 

[(2R,3S,4R,5R,6R)-4,5-
dihydroxy-2-
(hydroxymethyl)-6-[2-
[(2R)-2,4,6-trimethyl-3-
oxo-1,2-dihydroinden-
5-yl]ethoxy]oxan-3-yl] 
(E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 

-3.604 

2729 6450179   #N/A 

2730 45360240   #N/A 

2731 11288990 

3-(4-
Hydroxyphenyl)propen
oic acid 3-phenyl-2-
propenyl ester 
 

 

-4.272 

2732 49800188   #N/A 

2733 5281790 

Prenyl Caffeate 
 

 -4.128 

2734 16745274 

Helonioside A 
 

 -4.478 

2735 5281787   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44481790
https://pubchem.ncbi.nlm.nih.gov/compound/5315615
https://pubchem.ncbi.nlm.nih.gov/compound/637541
https://pubchem.ncbi.nlm.nih.gov/compound/24800715
https://pubchem.ncbi.nlm.nih.gov/compound/6450179
https://pubchem.ncbi.nlm.nih.gov/compound/45360240
https://pubchem.ncbi.nlm.nih.gov/compound/11288990
https://pubchem.ncbi.nlm.nih.gov/compound/49800188
https://pubchem.ncbi.nlm.nih.gov/compound/5281790
https://pubchem.ncbi.nlm.nih.gov/compound/16745274
https://pubchem.ncbi.nlm.nih.gov/compound/5281787


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2736 44559534 

Isocrenatoside 
 

 -4.386 

2737 709 

3-(4-Hydroxy-3-
methoxy-phenyl)prop-
2-enoic acid 
  -4.615 

2738 23656640 

2-hydroxyethyl (E)-3-
(3,4,5-
trimethoxyphenyl)prop
-2-enoate 
 

 
-3.973 

2739 5919576   #N/A 

2740 7966138 

[(E)-3-phenylprop-2-
enyl] (E)-3-(3,4-
dimethoxyphenyl)prop-
2-enoate 
 

 

-2.424 

2741 11742743 

Cimicifugic Acid D 
 

 -2.798 

2742 50901245   #N/A 

2743 46833712 

Kodemariosides A 
 

 -3.328 

2744 6449879 

Cimicifugic Acid A 
 

 2.196 

2745 11391937   #N/A 

2746 11968391   #N/A 

2747 5315874 

Cimiracemate A 
 

 -4.825 

https://pubchem.ncbi.nlm.nih.gov/compound/44559534
https://pubchem.ncbi.nlm.nih.gov/compound/709
https://pubchem.ncbi.nlm.nih.gov/compound/23656640
https://pubchem.ncbi.nlm.nih.gov/compound/5919576
https://pubchem.ncbi.nlm.nih.gov/compound/7966138
https://pubchem.ncbi.nlm.nih.gov/compound/11742743
https://pubchem.ncbi.nlm.nih.gov/compound/50901245
https://pubchem.ncbi.nlm.nih.gov/compound/46833712
https://pubchem.ncbi.nlm.nih.gov/compound/6449879
https://pubchem.ncbi.nlm.nih.gov/compound/11391937
https://pubchem.ncbi.nlm.nih.gov/compound/11968391
https://pubchem.ncbi.nlm.nih.gov/compound/5315874


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2748 54728960 

Phellibaumin D 
 

 -4.356 

2749 10350284   #N/A 

2750 11593149   #N/A 

2751 5273567 

Calceolarioside B 
 

 -4.463 

2752 23656803 

2-acetyloxyethyl (E)-3-
(3,4,5-
trimethoxyphenyl)prop
-2-enoate 
 

 

-4.538 

2753 10026568   #N/A 

2754 53248747   #N/A 

2755 637668 

3-Methoxycinnamic 
Acid 
 

 -3.860 

2756 7766335 

Benzyl ferulate 
 

 -3.837 

2757 44254692 

Clinopodic Acid B 
 

 -4.486 

2758 717531   #N/A 

2759 25245053 

N-Trans-
Sinapoyltyramine 
 

 -5.178 

https://pubchem.ncbi.nlm.nih.gov/compound/54728960
https://pubchem.ncbi.nlm.nih.gov/compound/10350284
https://pubchem.ncbi.nlm.nih.gov/compound/11593149
https://pubchem.ncbi.nlm.nih.gov/compound/5273567
https://pubchem.ncbi.nlm.nih.gov/compound/23656803
https://pubchem.ncbi.nlm.nih.gov/compound/10026568
https://pubchem.ncbi.nlm.nih.gov/compound/53248747
https://pubchem.ncbi.nlm.nih.gov/compound/637668
https://pubchem.ncbi.nlm.nih.gov/compound/7766335
https://pubchem.ncbi.nlm.nih.gov/compound/44254692
https://pubchem.ncbi.nlm.nih.gov/compound/717531
https://pubchem.ncbi.nlm.nih.gov/compound/25245053


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2760 6326021 

Sibiricose A6 
 

 -3.367 

2761 46210734 

Cimicifugic Acid N 
 

 0.193 

2762 643362 

(E)-3-(4-hydroxy-3-
methoxyphenyl)-N-
[(2S)-2-(4-
hydroxyphenyl)-2-
methoxyethyl]prop-2-
enamide 

 
-4.435 

2763 11061786   #N/A 

2764 6440361   #N/A 

2765 9978531   #N/A 

2766 676946   #N/A 

2767 46210732   #N/A 

2768 50899861   #N/A 

2769 735755 

3,4,5-
Trimethoxycinnamic 
acid 
 

 -4.846 

2770 68976271 

Cis-N-
Feruloyloctopamine 
 

 -4.591 

2771 51042201 

Beta-(4-
Hydroxyphenyl)Ethyl-4-
O-E-Caffeoyl-O-[Beta-
D-Apiofuranosyl-(1-
>2)]-Beta-D-
Glucopyranoside  -5.197 

https://pubchem.ncbi.nlm.nih.gov/compound/6326021
https://pubchem.ncbi.nlm.nih.gov/compound/46210734
https://pubchem.ncbi.nlm.nih.gov/compound/643362
https://pubchem.ncbi.nlm.nih.gov/compound/11061786
https://pubchem.ncbi.nlm.nih.gov/compound/6440361
https://pubchem.ncbi.nlm.nih.gov/compound/9978531
https://pubchem.ncbi.nlm.nih.gov/compound/676946
https://pubchem.ncbi.nlm.nih.gov/compound/46210732
https://pubchem.ncbi.nlm.nih.gov/compound/50899861
https://pubchem.ncbi.nlm.nih.gov/compound/735755
https://pubchem.ncbi.nlm.nih.gov/compound/68976271
https://pubchem.ncbi.nlm.nih.gov/compound/51042201


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

2772 51042401 

Beta-(3,4-
Dihydroxyphenyl)Ethyl-
6-O-E-Caffeoyl-O-(Beta-
D-Apiofuranosyl-(1-
>2))-Beta-D-
Glucopyranoside 
 

 

-4.820 

2773 44178755 

Brevipolide B 
 

 -2.963 

2774 44178664 

Brevipolide A 
 

 -3.965 

2775 51042402 

Beta-(3,4-
Dihydroxyphenyl)Ethyl-
3-O-E-Caffeoyl-O-[Beta-
D-Apiofuranosyl-(1-
>2)]-Beta-D-
Glucopyranoside 
 

 

-4.094 

2776 15086370   #N/A 

2777 44576221 

Pervilleine C 
 

 -2.817 

2778 44576222 

Pervilleine D 
 

 -3.948 

2779 1549106 

cis-p-Coumaric acid 
 

 -4.652 

2780 44576223 

Pervilleine E 
 

 -2.942 

2781 9991705   #N/A 

2782 11719580 

6'-coumaroyl-1'-O-[2-
(3,4-
dihydroxyphenyl)ethyl]  -4.211 

https://pubchem.ncbi.nlm.nih.gov/compound/51042401
https://pubchem.ncbi.nlm.nih.gov/compound/44178755
https://pubchem.ncbi.nlm.nih.gov/compound/44178664
https://pubchem.ncbi.nlm.nih.gov/compound/51042402
https://pubchem.ncbi.nlm.nih.gov/compound/15086370
https://pubchem.ncbi.nlm.nih.gov/compound/44576221
https://pubchem.ncbi.nlm.nih.gov/compound/44576222
https://pubchem.ncbi.nlm.nih.gov/compound/1549106
https://pubchem.ncbi.nlm.nih.gov/compound/44576223
https://pubchem.ncbi.nlm.nih.gov/compound/9991705
https://pubchem.ncbi.nlm.nih.gov/compound/11719580


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

-beta-D-
glucopyranoside 
 

2783 5315930 

Cistanoside D 
 

 -3.511 

2784 10919948   #N/A 

2785 5319292 

Martynoside 
 

 -3.474 

2786 21629983 

[(2S,3S,4R,5R)-2-
[(2R,3R,4S,5R,6R)-4-
acetyloxy-6-
(acetyloxymethyl)-3,5-
dihydroxyoxan-2-
yl]oxy-2-
(acetyloxymethyl)-4-
hydroxy-5-
(hydroxymethyl)oxolan
-3-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 

5.944 

2787 6440659 

n-cis-Feruloyltyramine 
 

 -4.841 

2788 11243862   #N/A 

2789 10682896 

Boropinic Acid 
 

 -5.083 

2790 10042201 

(E)-N-[(2S)-2-hydroxy-
2-(4-
hydroxyphenyl)ethyl]-
3-(4-hydroxy-3-
methoxyphenyl)prop-
2-enamide 
 

 

-4.491 

2791 46184565 

Rel-(1S,2R,3R,5S,7R)-
Methyl 7-
Caffeoyloxymethyl-2-  -3.336 

https://pubchem.ncbi.nlm.nih.gov/compound/5315930
https://pubchem.ncbi.nlm.nih.gov/compound/10919948
https://pubchem.ncbi.nlm.nih.gov/compound/5319292
https://pubchem.ncbi.nlm.nih.gov/compound/21629983
https://pubchem.ncbi.nlm.nih.gov/compound/6440659
https://pubchem.ncbi.nlm.nih.gov/compound/11243862
https://pubchem.ncbi.nlm.nih.gov/compound/10682896
https://pubchem.ncbi.nlm.nih.gov/compound/10042201
https://pubchem.ncbi.nlm.nih.gov/compound/46184565


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

Hydroxy-3-Feruloyloxy-
6,8-
Dioxabicyclo(3.2.1)Octa
ne-5-Carboxylate 
 

2792 14841107 

[(2S,3S,4R,5R)-2-
[(2R,3R,4S,5S,6R)-3-
acetyloxy-6-
(acetyloxymethyl)-4,5-
dihydroxyoxan-2-
yl]oxy-2-
(acetyloxymethyl)-4-
hydroxy-5-
(hydroxymethyl)oxolan
-3-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 

2.860 

2793 10438425 

Osmanthuside B 
 

 -4.437 

2794 11948661 

Specioside 
 

 -4.595 

2795 46879025   #N/A 

2796 689095 

3,5-DI-Tert-butyl-4-
hydroxycinnamic acid 
 

 -4.105 

2797 21422472 

(E)-3-(4-hydroxy-3-
prop-2-
enylphenyl)prop-2-
enoic acid 
 

 

-3.451 

2798 70693126 

6'-
Ocaffeoylgoodyeroside 
  -4.749 

https://pubchem.ncbi.nlm.nih.gov/compound/14841107
https://pubchem.ncbi.nlm.nih.gov/compound/10438425
https://pubchem.ncbi.nlm.nih.gov/compound/11948661
https://pubchem.ncbi.nlm.nih.gov/compound/46879025
https://pubchem.ncbi.nlm.nih.gov/compound/689095
https://pubchem.ncbi.nlm.nih.gov/compound/21422472
https://pubchem.ncbi.nlm.nih.gov/compound/70693126


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2799 11381853 

1-Methyl-3-(4'-
hydroxyphenyl)-propyl 
caffeate 
 

 

-4.145 

2800 11450770 

1-Methyl-3-(3',4'-
dihydroxyphenyl)-
propyl caffeate 
 

 

-5.143 

2801 73347275   #N/A 

2802 73350447   #N/A 

2803 90655367 

[(2S)-1-(5,7-dimethoxy-
2-oxochromen-6-yl)-3-
hydroxy-3-
methylbutan-2-yl] (E)-
3-[6-hydroxy-2,4-
dimethoxy-3-(3-
methylbut-2-
enyl)phenyl]prop-2-
enoate 
 

 

-4.441 

2804 90676281   #N/A 

2805 90676539   #N/A 

2806 90676540 

[(2S,3S,4R,5R)-2-
[(2R,3R,4R,5S,6R)-5-
acetyloxy-6-
(acetyloxymethyl)-3,4-
dihydroxyoxan-2-
yl]oxy-2-
(acetyloxymethyl)-4-
hydroxy-5-
(hydroxymethyl)oxolan
-3-yl] (E)-3-(4-
hydroxyphenyl)prop-2-
enoate 
 

 

-0.655 

2807 44429870 

Cistanoside F 
 

 -3.731 

2808 10796065   #N/A 

2809 9897969   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11381853
https://pubchem.ncbi.nlm.nih.gov/compound/11450770
https://pubchem.ncbi.nlm.nih.gov/compound/73347275
https://pubchem.ncbi.nlm.nih.gov/compound/73350447
https://pubchem.ncbi.nlm.nih.gov/compound/90655367
https://pubchem.ncbi.nlm.nih.gov/compound/90676281
https://pubchem.ncbi.nlm.nih.gov/compound/90676539
https://pubchem.ncbi.nlm.nih.gov/compound/90676540
https://pubchem.ncbi.nlm.nih.gov/compound/44429870
https://pubchem.ncbi.nlm.nih.gov/compound/10796065
https://pubchem.ncbi.nlm.nih.gov/compound/9897969


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2810 44558989 

[(2R,3S,4R,5R,6S)-6-
[[(2S,3S,4S)-3,4-
dihydroxy-4-
(hydroxymethyl)oxolan
-2-yl]oxymethyl]-3,4,5-
trihydroxyoxan-2-yl] 
(E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoate 
 

 

-3.931 

2811 9903815 

[(2S,5R)-2,5-
dihydroxycyclopentyl] 
(E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoate 
 

 

-3.838 

2812 44575642   #N/A 

2813 46228758 

[(2R,3R,4S,5R,6R)-5-
acetyloxy-6-[2-(3,4-
dihydroxyphenyl)ethox
y]-3-hydroxy-4-
[[(2S,3R,4R,5R,6S)-
3,4,5-trihydroxy-6-
methyloxan-2-
yl]methoxy]oxan-2-
yl]methyl (E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoate 
 

 

-3.851 

2814 44576224 

Pervilleine F 
 

 -1.926 

2815 44559248 

vittarilide-A 
 

 -3.638 

2816 10264116   #N/A 

2817 11012871 

3-[[(E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoyl]oxymethyl]-
2,3,4-
trihydroxybutanoic acid 
 

 

-0.817 

2818 46228751   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44558989
https://pubchem.ncbi.nlm.nih.gov/compound/9903815
https://pubchem.ncbi.nlm.nih.gov/compound/44575642
https://pubchem.ncbi.nlm.nih.gov/compound/46228758
https://pubchem.ncbi.nlm.nih.gov/compound/44576224
https://pubchem.ncbi.nlm.nih.gov/compound/44559248
https://pubchem.ncbi.nlm.nih.gov/compound/10264116
https://pubchem.ncbi.nlm.nih.gov/compound/11012871
https://pubchem.ncbi.nlm.nih.gov/compound/46228751


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2819 46228757 

Kankanose 
 

 -5.543 

2820 46228750 

2'-Acetylacteoside 
 

 -3.975 

2821 46228747   #N/A 

2822 46228752   #N/A 

2823 46228754   #N/A 

2824 46228755 

Syringalide A 3'-O-Rha 
 

 -4.622 

2825 44205526   #N/A 

2826 46228748   #N/A 

2827 46228759 

[(2R,3R,4R,5R,6R)-6-[2-
(3,4-dihydroxyphenyl)-
2-methoxyethoxy]-5-
hydroxy-2-
(hydroxymethyl)-4-
[[(2S,3R,4R,5R,6S)-
3,4,5-trihydroxy-6-
methyloxan-2-
yl]methoxy]oxan-3-yl] 
(E)-3-(3,4-
dihydroxyphenyl)prop-
2-enoate 
 

 

-5.154 

2828 46228753   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/46228757
https://pubchem.ncbi.nlm.nih.gov/compound/46228750
https://pubchem.ncbi.nlm.nih.gov/compound/46228747
https://pubchem.ncbi.nlm.nih.gov/compound/46228752
https://pubchem.ncbi.nlm.nih.gov/compound/46228754
https://pubchem.ncbi.nlm.nih.gov/compound/46228755
https://pubchem.ncbi.nlm.nih.gov/compound/44205526
https://pubchem.ncbi.nlm.nih.gov/compound/46228748
https://pubchem.ncbi.nlm.nih.gov/compound/46228759
https://pubchem.ncbi.nlm.nih.gov/compound/46228753


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2829 10087731 

6-O-(e)-p-coumaroyl 
glucopyranose 
 

 -3.262 

2830 10427456 

6-O-(E)-
Caffeoylglucopyranose 
 

 -4.557 

2831 44178667 

Brevipolide C 
 

 -4.487 

2832 44178665 

Brevipolide D 
 

 -4.169 

2833 44178668 

Brevipolide E 
 

 -5.134 

2834 44178756 

Brevipolide F 
 

 -3.524 

2835 44395365 

(Z)-1-((1S,2S)-2-((S)-
hydroxy((R)-6-oxo-3,6-
dihydro-2H-pyran-2-
yl)methyl)cyclopropyl)-
1-oxopropan-2-yl 3-
(3,4-
dihydroxyphenyl)acryla
te 
 

 

-5.022 

2836 23656638 

2-hydroxyethyl (E)-3-(4-
hydroxy-3,5-
dimethoxyphenyl)prop-
2-enoate 
 

 
-4.316 

2837 11289949 

Isoferuloyltyramine 
 

 -5.496 

2838 10002902   #N/A 

2839 65035 

(2R)-3-(3,4-
dihydroxyphenyl)-2-[3-
(3,4-dihydroxyphenyl)-

 -5.094 

https://pubchem.ncbi.nlm.nih.gov/compound/10087731
https://pubchem.ncbi.nlm.nih.gov/compound/10427456
https://pubchem.ncbi.nlm.nih.gov/compound/44178667
https://pubchem.ncbi.nlm.nih.gov/compound/44178665
https://pubchem.ncbi.nlm.nih.gov/compound/44178668
https://pubchem.ncbi.nlm.nih.gov/compound/44178756
https://pubchem.ncbi.nlm.nih.gov/compound/44395365
https://pubchem.ncbi.nlm.nih.gov/compound/23656638
https://pubchem.ncbi.nlm.nih.gov/compound/11289949
https://pubchem.ncbi.nlm.nih.gov/compound/10002902
https://pubchem.ncbi.nlm.nih.gov/compound/65035


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

1-oxoprop-2-
enoxy]propanoic acid 
 

2840 643181 

3,4-
Methylenedioxycinnam
ic acid 
  -4.208 

2841 5321318 

Antithiamine factor 
 

 -3.609 

2842 10385745   #N/A 

2843 5281792 

Rosmarinic Acid 
 

 -5.094 

2844 6476333 

Isoacteoside 
 

 -5.025 

2845 25208602   #N/A 

2846 11737833 

Umbelactonyl Caffeate 
 

 -4.262 

2847 46210733 

Cimicifugic Acid M 
 

 -3.181 

2848 54726790 

Interfungin C 
 

 -4.424 

https://pubchem.ncbi.nlm.nih.gov/compound/643181
https://pubchem.ncbi.nlm.nih.gov/compound/5321318
https://pubchem.ncbi.nlm.nih.gov/compound/10385745
https://pubchem.ncbi.nlm.nih.gov/compound/5281792
https://pubchem.ncbi.nlm.nih.gov/compound/6476333
https://pubchem.ncbi.nlm.nih.gov/compound/25208602
https://pubchem.ncbi.nlm.nih.gov/compound/11737833
https://pubchem.ncbi.nlm.nih.gov/compound/46210733
https://pubchem.ncbi.nlm.nih.gov/compound/54726790


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2849 46883312 

Parvifloroside A 
 

 -3.374 

2850 14589006   #N/A 

2851 10033855   #N/A 

2852 11397070 

Luzonoid A 
 

 -4.733 

2853 6438704 

Plicatin B 
 

 -5.102 

2854 44423103 

Plantasioside 
 

 -5.372 

2855 9942292   #N/A 

2856 49866356   #N/A 

2857 5281773 

Forsythoside A 
 

 -3.352 

2858 11967021   #N/A 

2859 44559108   #N/A 

2860 10404039 

Botryllamide E 
 

 -3.864 

2861 5273566 

Calceolarioside A 
 

 -4.797 

2862 24978601 

Acetoside 
 

 -3.610 

https://pubchem.ncbi.nlm.nih.gov/compound/46883312
https://pubchem.ncbi.nlm.nih.gov/compound/14589006
https://pubchem.ncbi.nlm.nih.gov/compound/10033855
https://pubchem.ncbi.nlm.nih.gov/compound/11397070
https://pubchem.ncbi.nlm.nih.gov/compound/6438704
https://pubchem.ncbi.nlm.nih.gov/compound/44423103
https://pubchem.ncbi.nlm.nih.gov/compound/9942292
https://pubchem.ncbi.nlm.nih.gov/compound/49866356
https://pubchem.ncbi.nlm.nih.gov/compound/5281773
https://pubchem.ncbi.nlm.nih.gov/compound/11967021
https://pubchem.ncbi.nlm.nih.gov/compound/44559108
https://pubchem.ncbi.nlm.nih.gov/compound/10404039
https://pubchem.ncbi.nlm.nih.gov/compound/5273566
https://pubchem.ncbi.nlm.nih.gov/compound/24978601


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2863 12002015 

Minecoside 
 

 -5.079 

2864 11968389   #N/A 

2865 10249327 

Agonodepside A 
 

 -3.188 

2866 99613   #N/A 

2867 23725 

Psoromic Acid 
 

 -5.518 

2868 16083179 

Jaboticabin 
 

 -3.539 

2869 14805248 

Scensidin 
 

 -2.652 

2870 16086599   #N/A 

2871 46879135 

Dechlorodeploicin 
 

 -3.780 

2872 135728 

4-Carboxy-3-hydroxy-5-
methylphenyl 4-((2,4-
dihydroxy-6-
methylbenzoyl)oxy)-2-
hydroxy-6-
methylbenzoate 
 

 

-4.270 

https://pubchem.ncbi.nlm.nih.gov/compound/12002015
https://pubchem.ncbi.nlm.nih.gov/compound/11968389
https://pubchem.ncbi.nlm.nih.gov/compound/10249327
https://pubchem.ncbi.nlm.nih.gov/compound/99613
https://pubchem.ncbi.nlm.nih.gov/compound/23725
https://pubchem.ncbi.nlm.nih.gov/compound/16083179
https://pubchem.ncbi.nlm.nih.gov/compound/14805248
https://pubchem.ncbi.nlm.nih.gov/compound/16086599
https://pubchem.ncbi.nlm.nih.gov/compound/46879135
https://pubchem.ncbi.nlm.nih.gov/compound/135728


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2873 5321482 

Squamatic acid 
 

 -5.257 

2874 371611 

Sphaerophorin 
 

 -4.182 

2875 341 

Digallic Acid 
 

 -4.283 

2876 50200 

Mollicellin C 
 

 -4.899 

2877 23723040 

(4-Hydroxy-3-
methoxycarbonyl-2,5-
dimethylphenyl) 3-
formyl-2,4-dihydroxy-6-
methylbenzoate 
 

 

-6.288 

2878 9984290 

Colletotric Acid 
 

 -5.405 

2879 68066 

Atranorin 
 

 -4.620 

2880 16086597 

1,7-bis[(E)-but-2-en-2-
yl]-3,9-dihydroxy-10-
(methoxymethyl)-4-
methylbenzo[b][1,4]be
nzodioxepin-6-one 
 

 -2.586 

https://pubchem.ncbi.nlm.nih.gov/compound/5321482
https://pubchem.ncbi.nlm.nih.gov/compound/371611
https://pubchem.ncbi.nlm.nih.gov/compound/341
https://pubchem.ncbi.nlm.nih.gov/compound/50200
https://pubchem.ncbi.nlm.nih.gov/compound/23723040
https://pubchem.ncbi.nlm.nih.gov/compound/9984290
https://pubchem.ncbi.nlm.nih.gov/compound/68066
https://pubchem.ncbi.nlm.nih.gov/compound/16086597


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2881 10741092 

Garcinisidone A 
 

 -4.678 

2882 634078 

2,4,7,9-Tetrachloro-3,8-
dimethoxy-1,6-
dimethyl-11H-
dibenzo[b,E][1,4]dioxe
pin-11-one 
 

 

-2.289 

2883 71457892 

(-)-Herdmanine L 
 

 -3.420 

2884 5317419 

Fumarprotocetraric 
Acid 
 

 -4.537 

2885 16755902 

4,6-Diformyl-8-
hydroxy-3-methoxy-
1,9-dimethyl-11-oxo-
11H-
dibenzo(b,e)(1,4)dioxe
pin-7-carbonsaeure 
 

 

-4.097 

2886 68244 

Diploicin 
 

 -3.519 

2887 50201 

Mollicellin E 
 

 -1.999 

https://pubchem.ncbi.nlm.nih.gov/compound/10741092
https://pubchem.ncbi.nlm.nih.gov/compound/634078
https://pubchem.ncbi.nlm.nih.gov/compound/71457892
https://pubchem.ncbi.nlm.nih.gov/compound/5317419
https://pubchem.ncbi.nlm.nih.gov/compound/16755902
https://pubchem.ncbi.nlm.nih.gov/compound/68244
https://pubchem.ncbi.nlm.nih.gov/compound/50201


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2888 6439369 

Auranticin A 
 

 -3.357 

2889 44254337 

mollicellin L 
 

 -4.509 

2890 24787300 

Mollicellin J 
 

 -4.173 

2891 643441 

3-Hydroxy-5-
methylphenyl 2,4-
dihydroxy-6-
methylbenzoate 
 

 -2.298 

2892 162780 

Pannarin 
 

 -4.018 

2893 94870 

Diffractaic Acid 
 

 -5.565 

2894 53483956 

Herdmanine C 
 

 -5.475 

2895 174857 

Perlatolinic acid 
 

 -4.202 

2896 10342405 

Atrovirisidone 
 

 -3.338 

https://pubchem.ncbi.nlm.nih.gov/compound/6439369
https://pubchem.ncbi.nlm.nih.gov/compound/44254337
https://pubchem.ncbi.nlm.nih.gov/compound/24787300
https://pubchem.ncbi.nlm.nih.gov/compound/643441
https://pubchem.ncbi.nlm.nih.gov/compound/162780
https://pubchem.ncbi.nlm.nih.gov/compound/94870
https://pubchem.ncbi.nlm.nih.gov/compound/53483956
https://pubchem.ncbi.nlm.nih.gov/compound/174857
https://pubchem.ncbi.nlm.nih.gov/compound/10342405


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2897 44254254   #N/A 

2898 5379546   #N/A 

2899 44583925 

2-[2-(3,4-
Dihydroxybenzoyl)oxy-
4,6-
dihydroxyphenyl]acetic 
acid 
 

 -4.176 

2900 5315245 

Granulatine 
 

 -2.964 

2901 10650 

alpha-Collatolic acid 
 

 -4.840 

2902 16086598 

1,7-bis[(E)-but-2-en-2-
yl]-3,9-dihydroxy-4-
methyl-6-
oxobenzo[b][1,4]benzo
dioxepine-10-
carbaldehyde 
 

 -2.069 

2903 100450 

3-Hydroxy-4,5-
bis(hydroxymethyl)-2-
(3-methylbut-2-en-1-
yl)phenyl 2,4-
dihydroxy-6-
methylbenzoate 
 

 -3.250 

2904 10928896 

[5-(5-Hydroxy-3,6,7-
trimethoxy-4-
oxochromen-2-yl)-2-
methoxyphenyl] 
benzoate 
 

 

-4.144 

https://pubchem.ncbi.nlm.nih.gov/compound/44254254
https://pubchem.ncbi.nlm.nih.gov/compound/5379546
https://pubchem.ncbi.nlm.nih.gov/compound/44583925
https://pubchem.ncbi.nlm.nih.gov/compound/5315245
https://pubchem.ncbi.nlm.nih.gov/compound/10650
https://pubchem.ncbi.nlm.nih.gov/compound/16086598
https://pubchem.ncbi.nlm.nih.gov/compound/100450
https://pubchem.ncbi.nlm.nih.gov/compound/10928896


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2905 11006401 

[5-(5-Benzoyloxy-3,6,7-
trimethoxy-4-
oxochromen-2-yl)-2-
methoxyphenyl] 
benzoate 
 

 -3.381 

2906 15558610 

Alpha-Alectoronic Acid 
 

 -2.890 

2907 25058110   #N/A 

2908 89920   #N/A 

2909 167666 

Barbatic acid 
 

 -5.357 

2910 153009   #N/A 

2911 14581926   #N/A 

2912 73157   #N/A 

2913 233380 

3,8-Dihydroxy-1-
pentanoyl-6-pentyl-
11H-
dibenzo(b,e)(1,4)dioxe
pin-11-one 
 

 -2.881 

2914 491708 

cytonic acid A 
 

 -1.242 

2915 491709 

cytonic acid B 
 

 -3.824 

https://pubchem.ncbi.nlm.nih.gov/compound/11006401
https://pubchem.ncbi.nlm.nih.gov/compound/15558610
https://pubchem.ncbi.nlm.nih.gov/compound/25058110
https://pubchem.ncbi.nlm.nih.gov/compound/89920
https://pubchem.ncbi.nlm.nih.gov/compound/167666
https://pubchem.ncbi.nlm.nih.gov/compound/153009
https://pubchem.ncbi.nlm.nih.gov/compound/14581926
https://pubchem.ncbi.nlm.nih.gov/compound/73157
https://pubchem.ncbi.nlm.nih.gov/compound/233380
https://pubchem.ncbi.nlm.nih.gov/compound/491708
https://pubchem.ncbi.nlm.nih.gov/compound/491709


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2916 90670406 

Spiromastixone A 
 

 -4.291 

2917 90670407 

Spiromastixone B 
 

 -4.882 

2918 90670408 

Spiromastixone C 
 

 -3.122 

2919 90670409 

Spiromastixone D 
 

 -3.849 

2920 90670410 

Spiromastixone E 
 

 -4.162 

2921 90670411 

Spiromastixone F 
 

 -3.664 

https://pubchem.ncbi.nlm.nih.gov/compound/90670406
https://pubchem.ncbi.nlm.nih.gov/compound/90670407
https://pubchem.ncbi.nlm.nih.gov/compound/90670408
https://pubchem.ncbi.nlm.nih.gov/compound/90670409
https://pubchem.ncbi.nlm.nih.gov/compound/90670410
https://pubchem.ncbi.nlm.nih.gov/compound/90670411


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2922 90670412 

Spiromastixone G 
 

 -2.996 

2923 90670413 

Spiromastixone H 
 

 -3.141 

2924 90670414 

Spiromastixone I 
 

 -3.528 

2925 86302535 

Spiromastixone J 
 

 -2.070 

2926 90670415 

Spiromastixone K 
 

 -3.852 

2927 86302536 

Spiromastixone L 
 

 -3.014 

https://pubchem.ncbi.nlm.nih.gov/compound/90670412
https://pubchem.ncbi.nlm.nih.gov/compound/90670413
https://pubchem.ncbi.nlm.nih.gov/compound/90670414
https://pubchem.ncbi.nlm.nih.gov/compound/86302535
https://pubchem.ncbi.nlm.nih.gov/compound/90670415
https://pubchem.ncbi.nlm.nih.gov/compound/86302536


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2928 90670416 

Spiromastixone M 
 

 -2.637 

2929 90670417 

Spiromastixone N 
 

 -5.116 

2930 90670418 

Spiromastixone O 
 

 -2.546 

2931 45267464 

Curtisian T 
 

 -3.546 

2932 86302585   #N/A 

2933 11757435   #N/A 

2934 371610   #N/A 

2935 591238 

Olivetoric acid 
 

 -2.953 

2936 171308 

Oxyphysodic Acid 
 

 -3.698 

2937 52949770   #N/A 

2938 5321461   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/90670416
https://pubchem.ncbi.nlm.nih.gov/compound/90670417
https://pubchem.ncbi.nlm.nih.gov/compound/90670418
https://pubchem.ncbi.nlm.nih.gov/compound/45267464
https://pubchem.ncbi.nlm.nih.gov/compound/86302585
https://pubchem.ncbi.nlm.nih.gov/compound/11757435
https://pubchem.ncbi.nlm.nih.gov/compound/371610
https://pubchem.ncbi.nlm.nih.gov/compound/591238
https://pubchem.ncbi.nlm.nih.gov/compound/171308
https://pubchem.ncbi.nlm.nih.gov/compound/52949770
https://pubchem.ncbi.nlm.nih.gov/compound/5321461


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2939 3001664 

Schisandrin 
 

 -1.761 

2940 24878903   #N/A 

2941 44575997 

Neokadsuranin 
 

 -4.044 

2942 5317081 

Epigomisin O 
 

 -3.385 

2943 65238   #N/A 

2944 108213   #N/A 

2945 44575550 

4,8-Bis(3,5-
dihydroxyphenoxy)dibe
nzo-p-dioxin-1,3,6-triol 
 

 -4.903 

2946 14425702 

methyl 3-O-beta-
glucopyranosyl-gallate 
 

 -2.177 

https://pubchem.ncbi.nlm.nih.gov/compound/24878903
https://pubchem.ncbi.nlm.nih.gov/compound/44575997
https://pubchem.ncbi.nlm.nih.gov/compound/5317081
https://pubchem.ncbi.nlm.nih.gov/compound/65238
https://pubchem.ncbi.nlm.nih.gov/compound/108213
https://pubchem.ncbi.nlm.nih.gov/compound/44575550
https://pubchem.ncbi.nlm.nih.gov/compound/14425702


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2947 124021 

1-O-Galloyl-beta-D-
glucose 
 

 -6.043 

2948 3008868   #N/A 

2949 11632757 

Marlignan O 
 

 -2.461 

2950 10056140   #N/A 

2951 3001666   #N/A 

2952 9876301   #N/A 

2953 151529 

Schisantherin A 
 

 -2.089 

2954 442674   #N/A 

2955 53356306 

1-O-3,4-dimethoxy-5-
hydroxyphenyl-(6-O-
3,5-dimethoxygalloyl)-
beta-D-
glucopyranoside 
 

 

-3.562 

2956 71577009   #N/A 

2957 5464368   #N/A 

2958 44567110   #N/A 

2959 10480940 

7-Phloroeckol 
 

 -5.240 

https://pubchem.ncbi.nlm.nih.gov/compound/124021
https://pubchem.ncbi.nlm.nih.gov/compound/3008868
https://pubchem.ncbi.nlm.nih.gov/compound/11632757
https://pubchem.ncbi.nlm.nih.gov/compound/10056140
https://pubchem.ncbi.nlm.nih.gov/compound/3001666
https://pubchem.ncbi.nlm.nih.gov/compound/9876301
https://pubchem.ncbi.nlm.nih.gov/compound/151529
https://pubchem.ncbi.nlm.nih.gov/compound/442674
https://pubchem.ncbi.nlm.nih.gov/compound/53356306
https://pubchem.ncbi.nlm.nih.gov/compound/71577009
https://pubchem.ncbi.nlm.nih.gov/compound/5464368
https://pubchem.ncbi.nlm.nih.gov/compound/44567110
https://pubchem.ncbi.nlm.nih.gov/compound/10480940


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2960 6438572 

Schisantherin B 
 

 -1.720 

2961 71452599   #N/A 

2962 5388496   #N/A 

2963 11944602 

Picroside Ii 
 

 -5.385 

2964 46832250   #N/A 

2965 128150 

Schisanhenol B 
 

 -2.422 

2966 11527348 

Litseaefoloside C 
  -5.621 

2967 72375656 

3-methoxy-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-[[(E)-3-
phenylprop-2-
enoyl]oxymethyl]oxan-
2-yl]oxybenzoic acid 
 

 

-3.675 

2968 11754973 

(10R,11R,13R,14R,15S)
-3,4,5,11,14,20,21,22-
octahydroxy-13-
(hydroxymethyl)-
9,12,16-
trioxatetracyclo[16.4.0.
02,7.010,15]docosa-
1(22),2,4,6,18,20-
hexaene-8,17-dione 
 

 

-3.304 

https://pubchem.ncbi.nlm.nih.gov/compound/6438572
https://pubchem.ncbi.nlm.nih.gov/compound/71452599
https://pubchem.ncbi.nlm.nih.gov/compound/5388496
https://pubchem.ncbi.nlm.nih.gov/compound/11944602
https://pubchem.ncbi.nlm.nih.gov/compound/46832250
https://pubchem.ncbi.nlm.nih.gov/compound/128150
https://pubchem.ncbi.nlm.nih.gov/compound/11527348
https://pubchem.ncbi.nlm.nih.gov/compound/72375656
https://pubchem.ncbi.nlm.nih.gov/compound/11754973


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2969 26204131 

Angeloylgomisin H 
 

 -1.358 

2970 73568 

Corilagin 
 

 -4.639 

2971 162603   #N/A 

2972 46832525   #N/A 

2973 452240   #N/A 

2974 3002104   #N/A 

2975 158103 

gomisin N 
 

 -2.832 

2976 9802006 

Deoxyschisandrin 
 

 -2.159 

https://pubchem.ncbi.nlm.nih.gov/compound/26204131
https://pubchem.ncbi.nlm.nih.gov/compound/73568
https://pubchem.ncbi.nlm.nih.gov/compound/162603
https://pubchem.ncbi.nlm.nih.gov/compound/46832525
https://pubchem.ncbi.nlm.nih.gov/compound/452240
https://pubchem.ncbi.nlm.nih.gov/compound/3002104
https://pubchem.ncbi.nlm.nih.gov/compound/158103
https://pubchem.ncbi.nlm.nih.gov/compound/9802006


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2977 44567510 

schisantherin F 
 

 -2.965 

2978 130976 

Phlorofucofuroeckol A 
 

 -5.401 

2979 137388   #N/A 

2980 21626545 

Triphloroethol A 
 

 -5.107 

2981 71577007 

Marlignan Q 
 

 -2.832 

2982 46832248   #N/A 

2983 16129626   #N/A 

2984 16066749 

1,3,4-tri-O-galloyl-beta-
glucopyranose 
 

 -5.417 

2985 73347288   #N/A 

2986 14035442   #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44567510
https://pubchem.ncbi.nlm.nih.gov/compound/130976
https://pubchem.ncbi.nlm.nih.gov/compound/137388
https://pubchem.ncbi.nlm.nih.gov/compound/21626545
https://pubchem.ncbi.nlm.nih.gov/compound/71577007
https://pubchem.ncbi.nlm.nih.gov/compound/46832248
https://pubchem.ncbi.nlm.nih.gov/compound/16129626
https://pubchem.ncbi.nlm.nih.gov/compound/16066749
https://pubchem.ncbi.nlm.nih.gov/compound/73347288
https://pubchem.ncbi.nlm.nih.gov/compound/14035442


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2987 16681193 

[(2R,3S,4S,5R,6S)-3,4,5-
trihydroxy-6-(7-
hydroxy-2-
oxochromen-6-
yl)oxyoxan-2-yl]methyl 
3-methoxy-4-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-
2-yl]oxybenzoate 
 

 

-4.852 

2988 44583794 

KadsuphilinB 
 

 -4.507 

2989 10951064 

4-(4''-O-acetyl-alpha-
rhamnopyranosyl)ellagi
c acid 
 

 -2.910 

2990 10417809   #N/A 

2991 16745516 

[(8R,9S,10S)-9-hydroxy-
3,4,5,19-tetramethoxy-
9,10-dimethyl-15,17-
dioxatetracyclo[10.7.0.
02,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] (Z)-2-
methylbut-2-enoate 
 

 

-2.133 

2992 46185077 

Eryciboside F 
 

 -2.733 

https://pubchem.ncbi.nlm.nih.gov/compound/16681193
https://pubchem.ncbi.nlm.nih.gov/compound/44583794
https://pubchem.ncbi.nlm.nih.gov/compound/10951064
https://pubchem.ncbi.nlm.nih.gov/compound/10417809
https://pubchem.ncbi.nlm.nih.gov/compound/16745516
https://pubchem.ncbi.nlm.nih.gov/compound/46185077


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

2993 10416810 

Furosin 
 

 -4.273 

2994 11516888 

Gomisin R 
 

 -3.286 

2995 73178   #N/A 

2996 250397   #N/A 

2997 44575173   #N/A 

2998 9918701   #N/A 

2999 5281855 

Ellagic Acid 
 

 -5.120 

3000 5317803 

Gomisin H 
 

 -1.937 

SN CID 
NAME STRUCTURE DOCKING 

SCORE 

https://pubchem.ncbi.nlm.nih.gov/compound/10416810
https://pubchem.ncbi.nlm.nih.gov/compound/11516888
https://pubchem.ncbi.nlm.nih.gov/compound/73178
https://pubchem.ncbi.nlm.nih.gov/compound/250397
https://pubchem.ncbi.nlm.nih.gov/compound/44575173
https://pubchem.ncbi.nlm.nih.gov/compound/9918701
https://pubchem.ncbi.nlm.nih.gov/compound/5281855
https://pubchem.ncbi.nlm.nih.gov/compound/5317803


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4001 10736822 

2',3'-Dihydro-5,7,8'-
trihydroxy-2',2'-
dimethyl[3,6'-bi-4H-1-
benzopyran]-4-one 
 

 
-4.999 

4002 480859 

Glyasperin C 
 

 -4.979 

4003 5781145 

3-(2,4-
Dimethoxyphenyl)-7-
hydroxychromen-4-one 
 

 -3.473 

4004 46878685 

Isodarparvinol B 
 

 -4.087 

4005 15664151 

Angustone A 
 

 -5.234 

4006 170569 

Irisflorentin 
 

 -2.485 

4007 373519 

(1S,12S)-16-methoxy-
5,7,11,19-
tetraoxapentacyclo[10.8.
0.02,10.04,8.013,18]icos
a-2,4(8),9,13(18),14,16-
hexaene 
 

 

-4.419 

4008 52951634 

Pierreione D 
 

 -3.722 

https://pubchem.ncbi.nlm.nih.gov/compound/10736822
https://pubchem.ncbi.nlm.nih.gov/compound/480859
https://pubchem.ncbi.nlm.nih.gov/compound/5781145
https://pubchem.ncbi.nlm.nih.gov/compound/46878685
https://pubchem.ncbi.nlm.nih.gov/compound/15664151
https://pubchem.ncbi.nlm.nih.gov/compound/170569
https://pubchem.ncbi.nlm.nih.gov/compound/373519
https://pubchem.ncbi.nlm.nih.gov/compound/52951634


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4009 11546269 

Glycyrrhizol A 
 

 -5.682 

4010 15228663 

3'-Methoxyglabradin 
 

 -4.833 

4011 13940642 

(6aR,12aS)-4,11,12a-
trihydroxy-9-methoxy-10-
methyl-6,6a-
dihydrochromeno[3,4-
b]chromen-12-one 
 

 

-3.833 

4012 165103 

Irisolone 
 

 -3.250 

4013 25242995 

Lespeflorin G3 
 

 -3.075 

4014 50899658 

Erythraddison A 
 

 -4.090 

4015 11609971 

Glycyrrhizol B 
 

 -5.381 

https://pubchem.ncbi.nlm.nih.gov/compound/11546269
https://pubchem.ncbi.nlm.nih.gov/compound/15228663
https://pubchem.ncbi.nlm.nih.gov/compound/13940642
https://pubchem.ncbi.nlm.nih.gov/compound/165103
https://pubchem.ncbi.nlm.nih.gov/compound/25242995
https://pubchem.ncbi.nlm.nih.gov/compound/50899658
https://pubchem.ncbi.nlm.nih.gov/compound/11609971


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4016 44575275 

Isoelliptol 
 

 -5.373 

4017 73603 

Neotenone 
 

 -3.440 

4018 7330544 

(1R,14S)-14-hydroxy-7,7-
dimethyl-2,8,18,20,24-
pentaoxahexacyclo[12.11
.0.03,12.04,9.015,23.017,
21]pentacosa-
3(12),4(9),5,10,15,17(21)
,22-heptaen-13-one 
 

 

-4.711 

4019 9927807 

4'-O-Methylglabridin 
 

 -2.832 

4020 44257236 

Maximaisoflavone B 
 

 -4.812 

4021 5319771 

8-O-methylretusin 
 

 -5.314 

4022 5748551 

Isoprunetin 
 

 -3.539 

4023 637051 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44575275
https://pubchem.ncbi.nlm.nih.gov/compound/73603
https://pubchem.ncbi.nlm.nih.gov/compound/7330544
https://pubchem.ncbi.nlm.nih.gov/compound/9927807
https://pubchem.ncbi.nlm.nih.gov/compound/44257236
https://pubchem.ncbi.nlm.nih.gov/compound/5319771
https://pubchem.ncbi.nlm.nih.gov/compound/5748551
https://pubchem.ncbi.nlm.nih.gov/compound/637051


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4024 182148 

(l)-Edunol 
 

 -5.557 

4025 10090416 

Licoarylcoumarin 
 

 -4.420 

4026 76329518 

Scandenin A 
 

 -4.137 

4027 101277 

Pachyrrhizin 
 

 -4.311 

4028 46879997 

Erythribyssin B 
 

 -4.165 

4029 16398538 

Prunetin 4'-O-glucoside 
 

 -4.676 

4030 5481948 

Semilicoisoflavone B 
 

 -4.791 

https://pubchem.ncbi.nlm.nih.gov/compound/182148
https://pubchem.ncbi.nlm.nih.gov/compound/10090416
https://pubchem.ncbi.nlm.nih.gov/compound/76329518
https://pubchem.ncbi.nlm.nih.gov/compound/101277
https://pubchem.ncbi.nlm.nih.gov/compound/46879997
https://pubchem.ncbi.nlm.nih.gov/compound/16398538
https://pubchem.ncbi.nlm.nih.gov/compound/5481948


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4031 10049103 

(1R,5S,6R,14R)-5,6,14-
trihydroxy-17,18-
dimethoxy-7,7-dimethyl-
2,8,21-
trioxapentacyclo[12.8.0.0
3,12.04,9.015,20]docosa-
3(12),4(9),10,15,17,19-
hexaen-13-one 
  -4.153 

4032 219100 

Phenoxodiol 
 

 -3.721 

4033 6439258 

3'-prenyl-4'-
methoxyisoflavone-7-O-
beta-(2''-O-4-
coumaroyl)glucopyranosi
de 
 

 

-4.730 

4034 15228661 

Hispaglabridin B 
 

 -4.216 

4035 49866292 

Epipervilline 
 

 -4.027 

4036 52951514 

Pierreione B 
 

 -4.321 

4037 24763560 

Brandisianin E 
 

 -4.467 

https://pubchem.ncbi.nlm.nih.gov/compound/10049103
https://pubchem.ncbi.nlm.nih.gov/compound/219100
https://pubchem.ncbi.nlm.nih.gov/compound/6439258
https://pubchem.ncbi.nlm.nih.gov/compound/15228661
https://pubchem.ncbi.nlm.nih.gov/compound/49866292
https://pubchem.ncbi.nlm.nih.gov/compound/52951514
https://pubchem.ncbi.nlm.nih.gov/compound/24763560


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4038 25243392 

Lespeflorin I2 
 

 -3.728 

4039 634141 

Scandinone 
 

 -4.981 

4040 22296258 

4-Methoxypterocarpin 
 

 -4.659 

4041 5280448 

Calycosin 
 

 -3.826 

4042 25208756 

Lespecyrtin E4 
 

 -4.452 

4043 26238934 

Isolupabigenin 
 

 -4.296 

https://pubchem.ncbi.nlm.nih.gov/compound/25243392
https://pubchem.ncbi.nlm.nih.gov/compound/634141
https://pubchem.ncbi.nlm.nih.gov/compound/22296258
https://pubchem.ncbi.nlm.nih.gov/compound/5280448
https://pubchem.ncbi.nlm.nih.gov/compound/25208756
https://pubchem.ncbi.nlm.nih.gov/compound/26238934


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4044 24763481 

Brandisianin B 
 

 -4.452 

4045 11610052 

5,7,3',4'-Tetrahydroxy-2'-
(3,3-
dimethylallyl)isoflavone 
 

 -2.508 

4046 45375877 

Erythribyssin C 
 

 -5.026 

4047 46879996 

Erythribyssin A 
 

 -4.080 

4048 5281813 

Wedelolactone 
 

 -4.538 

4049 11537197 

Boeravinone E 
 

 -5.108 

https://pubchem.ncbi.nlm.nih.gov/compound/24763481
https://pubchem.ncbi.nlm.nih.gov/compound/11610052
https://pubchem.ncbi.nlm.nih.gov/compound/45375877
https://pubchem.ncbi.nlm.nih.gov/compound/46879996
https://pubchem.ncbi.nlm.nih.gov/compound/5281813
https://pubchem.ncbi.nlm.nih.gov/compound/11537197


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4050 5282074 

2'-Hydroxygenistein 
 

 -3.717 

4051 114909 

Tephrosin 
 

 -4.042 

4052 53344646 

Mucusisoflavone A 
 

 -4.557 

4053 5281706 

Cajanin 
 

 -4.480 

4054 14707658 

Oregonin 
 

 -5.773 

4055 44233685 
  #N/A 

4056 5469426 

Demethylcurcumin 
 

 -4.578 

4057 71449654 

Plantagineoside B 
 

 -3.469 

4058 11005529 

(2R,3R,4S,5S,6R)-2-
[(3R,5R)-7-(3,4-
dihydroxyphenyl)-5-
hydroxy-1-(4-
hydroxyphenyl)heptan-3-
yl]oxy-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-3.942 

4059 5281767 

(1E,4Z,6E)-5-hydroxy-1,7-
bis(4-hydroxy-3-

 -5.055 

https://pubchem.ncbi.nlm.nih.gov/compound/5282074
https://pubchem.ncbi.nlm.nih.gov/compound/114909
https://pubchem.ncbi.nlm.nih.gov/compound/53344646
https://pubchem.ncbi.nlm.nih.gov/compound/5281706
https://pubchem.ncbi.nlm.nih.gov/compound/14707658
https://pubchem.ncbi.nlm.nih.gov/compound/44233685
https://pubchem.ncbi.nlm.nih.gov/compound/5469426
https://pubchem.ncbi.nlm.nih.gov/compound/71449654
https://pubchem.ncbi.nlm.nih.gov/compound/11005529
https://pubchem.ncbi.nlm.nih.gov/compound/5281767


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

methoxyphenyl)hepta-
1,4,6-trien-3-one 
 

4060 56682299 

7-Methoxychamanetin 
 

 -3.628 

4061 54577120 

(3R,5R)-1,7-Bis(3,4-
dihydroxyphenyl)-5-
hydroxyheptan-3-ylacetat 
 

 -4.591 

4062 45485201 

(E)-1-[3-[(1S,5S,6R)-6-
[3,5-dihydroxy-4-(3-
methylbut-2-
enyl)benzoyl]-5-(2,4-
dihydroxyphenyl)-3-
methylcyclohex-2-en-1-
yl]-2,4-dihydroxyphenyl]-
3-(2,4-
dihydroxyphenyl)prop-2-
en-1-one 
 

 

-4.970 

4063 46210326 
  #N/A 

4064 11068834 

Octahydrocurcumin 
 

 -5.413 

4065 56600475 
  #N/A 

4066 71453290 

Plantagineoside A 
 

 -4.948 

4067 11277770 
  #N/A 

4068 132037 

Vidalol B 
 

 -3.503 

4069 49831652 
  #N/A 

4070 10088141 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/56682299
https://pubchem.ncbi.nlm.nih.gov/compound/54577120
https://pubchem.ncbi.nlm.nih.gov/compound/45485201
https://pubchem.ncbi.nlm.nih.gov/compound/46210326
https://pubchem.ncbi.nlm.nih.gov/compound/11068834
https://pubchem.ncbi.nlm.nih.gov/compound/56600475
https://pubchem.ncbi.nlm.nih.gov/compound/71453290
https://pubchem.ncbi.nlm.nih.gov/compound/11277770
https://pubchem.ncbi.nlm.nih.gov/compound/132037
https://pubchem.ncbi.nlm.nih.gov/compound/49831652
https://pubchem.ncbi.nlm.nih.gov/compound/10088141


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4071 11673627 
  #N/A 

4072 181193 
  #N/A 

4073 637003 

(5r)-5-Hydroxy-1-(4-
hydroxyphenyl)-7-(4-
hydroxy-3-
methoxyphenyl)-3-
heptanone 
 

 

-4.075 

4074 5317593 

1-(4-hydroxy-3-
methoxyphenyl)-7-(4-
hydroxyphenyl)-(4E)-4-
hepten-3-one 
 

 

-3.179 

4075 45483921 
  #N/A 

4076 44559901 
  #N/A 

4077 637455 

7-(4-Hydroxy-3-methoxy-
phenyl)-1-(4-hydroxy-
phenyl)-hept-4-en-3-one 
 

 

-3.945 

4078 6483648 

Panduratin A 
 

 -3.906 

4079 10913542 

Acerogenin B 
 

 -4.837 

4080 124072 

Tetrahydrocurcumin 
 

 -4.956 

https://pubchem.ncbi.nlm.nih.gov/compound/11673627
https://pubchem.ncbi.nlm.nih.gov/compound/181193
https://pubchem.ncbi.nlm.nih.gov/compound/637003
https://pubchem.ncbi.nlm.nih.gov/compound/5317593
https://pubchem.ncbi.nlm.nih.gov/compound/45483921
https://pubchem.ncbi.nlm.nih.gov/compound/44559901
https://pubchem.ncbi.nlm.nih.gov/compound/637455
https://pubchem.ncbi.nlm.nih.gov/compound/6483648
https://pubchem.ncbi.nlm.nih.gov/compound/10913542
https://pubchem.ncbi.nlm.nih.gov/compound/124072


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4081 637439 

Carpinontriol A 
 

 -3.898 

4082 46885723 

Selaginellin A 
 

 -4.748 

4083 5324473 

(1E,4Z,6E)-5-Hydroxy-1,7-
Bis(4-
Hydroxyphenyl)Hepta-
1,4,6-Trien-3-One 
 

 

-3.582 

4084 44602674 

Oregonoyl B 
 

 -6.161 

4085 11771038 

Centrolobol 
 

 -6.139 

4086 56672279 

(2S)-5-hydroxy-6,8-bis[[2-
hydroxy-5-[(2-
hydroxyphenyl)methyl]p
henyl]methyl]-2-phenyl-
2,3-dihydrochromen-4-
one 
 

 

-4.935 

4087 10544128 
  #N/A 

4088 5318039 

Hexahydrocurcumin 
 

 -5.277 

4089 5317598 
  #N/A 

4090 46213118 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/637439
https://pubchem.ncbi.nlm.nih.gov/compound/46885723
https://pubchem.ncbi.nlm.nih.gov/compound/5324473
https://pubchem.ncbi.nlm.nih.gov/compound/44602674
https://pubchem.ncbi.nlm.nih.gov/compound/11771038
https://pubchem.ncbi.nlm.nih.gov/compound/56672279
https://pubchem.ncbi.nlm.nih.gov/compound/10544128
https://pubchem.ncbi.nlm.nih.gov/compound/5318039
https://pubchem.ncbi.nlm.nih.gov/compound/5317598
https://pubchem.ncbi.nlm.nih.gov/compound/46213118


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4091 25141365 

Myricananin A 
 

 -3.497 

4092 49831950 

(-)-(3S)-3-acetoxy-1-(3,4-
dihydroxyphenyl)-7-(4-
hydroxyphenyl)heptane 
 

 -2.003 

4093 15479637 
  #N/A 

4094 49831709 
  #N/A 

4095 11827914 

Licobichalcone 
 

 -2.986 

4096 24901215 

Tsaokoarylone 
 

 -4.338 

4097 5316932 
  #N/A 

4098 44579884 

Myricananin C 
 

 -3.875 

4099 44559997 

Deoxycalyxin A 
 

 -4.691 

https://pubchem.ncbi.nlm.nih.gov/compound/25141365
https://pubchem.ncbi.nlm.nih.gov/compound/49831950
https://pubchem.ncbi.nlm.nih.gov/compound/15479637
https://pubchem.ncbi.nlm.nih.gov/compound/49831709
https://pubchem.ncbi.nlm.nih.gov/compound/11827914
https://pubchem.ncbi.nlm.nih.gov/compound/24901215
https://pubchem.ncbi.nlm.nih.gov/compound/5316932
https://pubchem.ncbi.nlm.nih.gov/compound/44579884
https://pubchem.ncbi.nlm.nih.gov/compound/44559997


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4100 71546305 

(2S,4S,6S)-2-(4-
hydroxyphenyl)-6-[2-(4-
hydroxyphenyl)ethyl]oxa
n-4-ol 
 

 
-6.359 

4101 10519199 
  #N/A 

4102 10722001 

calyxin L 
 

 -5.183 

4103 11684063 

Alnuside B 
 

 -4.832 

4104 10599483 

Platyphyllonol-5-O-Beta-
D-Xylopyranoside 
 

 -3.583 

4105 10896097 

(2R,3R,4S,5S,6R)-2-
[(3R,5R)-5-hydroxy-1,7-
bis(4-
hydroxyphenyl)heptan-3-
yl]oxy-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-4.191 

4106 969516 

Curcumin 
 

 -5.227 

4107 44579885 

Myricananin D 
 

 -4.344 

https://pubchem.ncbi.nlm.nih.gov/compound/71546305
https://pubchem.ncbi.nlm.nih.gov/compound/10519199
https://pubchem.ncbi.nlm.nih.gov/compound/10722001
https://pubchem.ncbi.nlm.nih.gov/compound/11684063
https://pubchem.ncbi.nlm.nih.gov/compound/10599483
https://pubchem.ncbi.nlm.nih.gov/compound/10896097
https://pubchem.ncbi.nlm.nih.gov/compound/969516
https://pubchem.ncbi.nlm.nih.gov/compound/44579885


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4108 54582487 

(5S)-5-[(2R,3R,4S,5S,6R)-
6-[[(2R,3R,4R)-3,4-
dihydroxy-4-
(hydroxymethyl)oxolan-
2-yl]oxymethyl]-3,4,5-
trihydroxyoxan-2-yl]oxy-
1,7-bis(4-
hydroxyphenyl)heptan-3-
one 
 

 

-3.954 

4109 44560846 

(S)-1,7-Diphenyl-6(E)-
hepten-3-ol 
  -2.948 

4110 71449456 

(+)-Juglanin B 11-Sulfate 
 

 -2.846 

4111 23641096 
  #N/A 

4112 49831805 

(-)-(3S)-1-(3,4-
dihydroxyphenyl)-7-(4-
hydroxyphenyl)heptan-3-
ol 
 

 

-5.282 

4113 11801874 

Blepharocalyxin C 
 

 -5.391 

https://pubchem.ncbi.nlm.nih.gov/compound/54582487
https://pubchem.ncbi.nlm.nih.gov/compound/44560846
https://pubchem.ncbi.nlm.nih.gov/compound/71449456
https://pubchem.ncbi.nlm.nih.gov/compound/23641096
https://pubchem.ncbi.nlm.nih.gov/compound/49831805
https://pubchem.ncbi.nlm.nih.gov/compound/11801874


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4114 636530 

4-Hydroxypanduratin A 
 

 -4.213 

4115 49831947 

(+)-(3R)-3-acetoxy-1-(3,4-
dihydroxyphenyl)-7-(4-
hydroxyphenyl)-(6E)-6-
heptene 
 

 -1.325 

4116 11005885 

(2R,3R,4S,5S,6R)-2-
[(3R,5R)-7-(3,4-
dihydroxyphenyl)-5-
hydroxy-1-(4-hydroxy-3-
methoxyphenyl)heptan-
3-yl]oxy-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-3.470 

4117 13347313 

(5S)-5-hydroxy-1,7-bis(4-
hydroxyphenyl)heptan-3-
one 
 

 

-4.684 

4118 21637600 

(2R,3R,4S,5S,6R)-2-[(3R)-
1,7-Bis(4-
Hydroxyphenyl)Heptan-
3-Yl]Oxy-6-[[(2R,3R,4R)-
3,4-Dihydroxy-4-
(Hydroxymethyl)Oxolan-
2-Yl]Oxymethyl]Oxane-
3,4,5-Triol 
 

 

-6.520 

4119 636849 

4-[(3R,5R)-3,5-dihydroxy-
7-(4-
hydroxyphenyl)heptyl]be
nzene-1,2-diol 
 

 

-5.617 

https://pubchem.ncbi.nlm.nih.gov/compound/636530
https://pubchem.ncbi.nlm.nih.gov/compound/49831947
https://pubchem.ncbi.nlm.nih.gov/compound/11005885
https://pubchem.ncbi.nlm.nih.gov/compound/13347313
https://pubchem.ncbi.nlm.nih.gov/compound/21637600
https://pubchem.ncbi.nlm.nih.gov/compound/636849


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4120 10348279 

Epicalyxin K 
 

 -6.006 

4121 9826264 

Platyphylloside 
 

 -4.153 

4122 5469422 
  #N/A 

4123 5318278 
  #N/A 

4124 46230809 

(5S)-1-(3,4-
dihydroxyphenyl)-7-(3-
hydroxyphenyl)-5-
[(2S,3R,4S,5R)-3,4,5-
trihydroxyoxan-2-
yl]oxyheptan-3-one 
 

 

-4.216 

4125 14009033 

Alnusonol 
 

 -4.042 

4126 5316931 

(6e)-1,7-Diphenylhept-6-
en-3-ol 
  -2.948 

4127 54585388 

(2S,3R,4S,5S,6R)-2-
[(2S,3R,4S,5R)-2-[(3R)-
1,7-bis(3,4-
dihydroxyphenyl)heptan-
3-yl]oxy-3,5-
dihydroxyoxan-4-yl]oxy-
6-(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-4.006 

4128 10883331 

(3R,5R)-
Octahydrocurcumin 
  

-5.413 

https://pubchem.ncbi.nlm.nih.gov/compound/10348279
https://pubchem.ncbi.nlm.nih.gov/compound/9826264
https://pubchem.ncbi.nlm.nih.gov/compound/5469422
https://pubchem.ncbi.nlm.nih.gov/compound/5318278
https://pubchem.ncbi.nlm.nih.gov/compound/46230809
https://pubchem.ncbi.nlm.nih.gov/compound/14009033
https://pubchem.ncbi.nlm.nih.gov/compound/5316931
https://pubchem.ncbi.nlm.nih.gov/compound/54585388
https://pubchem.ncbi.nlm.nih.gov/compound/10883331


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4129 53355807 

Ramonanin D 
 

 -2.902 

4130 9952605 

Dimethoxycurcumin 
 

 -4.897 

4131 72164690 

Diarylcomosol III 
 

 -5.887 

4132 11131830 

3,5-Dihydroxy-1,7-
bis(3,4-
dihydroxyphenyl)heptane 
 

 

-5.407 

4133 562075 
  #N/A 

4134 9796792 

Tetrahydrobisdemethoxy
curcumin 
  -4.710 

4135 2889 

1,7-Bis(4-hydroxy-3-
methoxyphenyl)-1,6-
heptadiene-3,5-dione 
 

 

-5.227 

4136 5324476 

p-Hydroxy-curucumin 
 

 -4.060 

4137 161748 
  #N/A 

4138 73353552 

(4E,6E)-1-(4-
hydroxyphenyl)-7-(4-
methoxyphenyl)hepta-
4,6-dien-3-one 
 

 

-4.520 

https://pubchem.ncbi.nlm.nih.gov/compound/53355807
https://pubchem.ncbi.nlm.nih.gov/compound/9952605
https://pubchem.ncbi.nlm.nih.gov/compound/72164690
https://pubchem.ncbi.nlm.nih.gov/compound/11131830
https://pubchem.ncbi.nlm.nih.gov/compound/562075
https://pubchem.ncbi.nlm.nih.gov/compound/9796792
https://pubchem.ncbi.nlm.nih.gov/compound/2889
https://pubchem.ncbi.nlm.nih.gov/compound/5324476
https://pubchem.ncbi.nlm.nih.gov/compound/161748
https://pubchem.ncbi.nlm.nih.gov/compound/73353552


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4139 10370473 

Piperaduncin C 
 

 -3.808 

4140 10973237 

(2R,3R,4S,5S,6R)-2-
[(3R,5R)-5-hydroxy-1-(4-
hydroxy-3-
methoxyphenyl)-7-(4-
hydroxyphenyl)heptan-3-
yl]oxy-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-2.004 

4141 49832001 

(+)-(3R)-3-acetoxy-1-(3,4-
dihydroxyphenyl)-7-(4-
hydroxyphenyl)heptane 
 

 -4.609 

4142 21637601 

aceroside VII 
 

 -2.727 

4143 24769969 

5-[(2S,4R,6S)-4-hydroxy-
6-[2-(4-
hydroxyphenyl)ethyl]oxa
n-2-yl]-3-
methoxybenzene-1,2-diol 
 

 
-4.001 

4144 10447050 

1,7-Bis(4-
Hydroxyphenyl)-1,4,6-
Heptatrien-3-One 
 

 

-5.199 

4145 21577371 

(3R,5S)-1-(4-hydroxy-3,5-
dimethoxyphenyl)-7-(4-
hydroxy-3-
methoxyphenyl)heptane-
3,5-diol 
 

 

-4.775 

https://pubchem.ncbi.nlm.nih.gov/compound/10370473
https://pubchem.ncbi.nlm.nih.gov/compound/10973237
https://pubchem.ncbi.nlm.nih.gov/compound/49832001
https://pubchem.ncbi.nlm.nih.gov/compound/21637601
https://pubchem.ncbi.nlm.nih.gov/compound/24769969
https://pubchem.ncbi.nlm.nih.gov/compound/10447050
https://pubchem.ncbi.nlm.nih.gov/compound/21577371


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4146 44559751 

5-Hydroxy-1,7-diphenyl-
6-hepten-3-one 
  -2.938 

4147 72164689 
  #N/A 

4148 56600677 
  #N/A 

4149 9988230 
  #N/A 

4150 53355806 

Ramonanin C, (rel)- 
 

 -4.960 

4151 44559902 

Gericudranin E 
 

 -4.933 

4152 13888136 

(3R,5R)-1-(4-
hydroxyphenyl)-7-
phenylheptane-3,5-diol 
 

 
-4.200 

4153 44559531 

Yuccaone A 
 

 -2.971 

4154 54577337 

(5S)-5-hydroxy-1-(4-
hydroxy-3-
methoxyphenyl)-7-(4-
hydroxyphenyl)heptan-3-
one 
 

 

-5.405 

4155 38362130 
  #N/A 

4156 49831806 
  #N/A 

4157 11765182 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44559751
https://pubchem.ncbi.nlm.nih.gov/compound/72164689
https://pubchem.ncbi.nlm.nih.gov/compound/56600677
https://pubchem.ncbi.nlm.nih.gov/compound/9988230
https://pubchem.ncbi.nlm.nih.gov/compound/53355806
https://pubchem.ncbi.nlm.nih.gov/compound/44559902
https://pubchem.ncbi.nlm.nih.gov/compound/13888136
https://pubchem.ncbi.nlm.nih.gov/compound/44559531
https://pubchem.ncbi.nlm.nih.gov/compound/54577337
https://pubchem.ncbi.nlm.nih.gov/compound/38362130
https://pubchem.ncbi.nlm.nih.gov/compound/49831806
https://pubchem.ncbi.nlm.nih.gov/compound/11765182


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4158 16116346 

(+)-Galeon 
 

 -3.555 

4159 5319430 

5-Methoxy-1,7-diphenyl-
3-heptanone 
 

 -1.936 

4160 10896495 

(2R,3R,4S,5S,6R)-2-
[(3R,5R)-1,7-bis(3,4-
dihydroxyphenyl)-5-
hydroxyheptan-3-yl]oxy-
6-(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-4.929 

4161 11035325 

Carpinontriol B 
 

 -4.030 

4162 10894788 
  #N/A 

4163 46889081 

Aceroside VIII 
 

 -5.050 

4164 10686571 
  #N/A 

4165 11723901 

(E,5S)-1,7-bis(4-
hydroxyphenyl)-5-
methoxyhept-1-en-3-one 
 

 
-4.946 

https://pubchem.ncbi.nlm.nih.gov/compound/16116346
https://pubchem.ncbi.nlm.nih.gov/compound/5319430
https://pubchem.ncbi.nlm.nih.gov/compound/10896495
https://pubchem.ncbi.nlm.nih.gov/compound/11035325
https://pubchem.ncbi.nlm.nih.gov/compound/10894788
https://pubchem.ncbi.nlm.nih.gov/compound/46889081
https://pubchem.ncbi.nlm.nih.gov/compound/10686571
https://pubchem.ncbi.nlm.nih.gov/compound/11723901


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4166 45275140 

Ramonanin A, (rel)- 
 

 -2.970 

4167 158308 

1-Propanone, 1-(2,4-
dihydroxy-3-((2-
hydroxyphenyl)methyl)-
6-methoxy-5-
methylphenyl)-3-phenyl- 
 

 

-5.565 

4168 5318228 

5-Hydroxy-7-(4'-hydroxy-
3'-methoxyphenyl)-1-
phenyl-3-heptanone 
 

 
-5.308 

4169 25209720 

(2R,3R)-3,5,7-trihydroxy-
2-(4-hydroxyphenyl)-8-
[(4-
hydroxyphenyl)methyl]-
2,3-dihydrochromen-4-
one 
 

 
-2.699 

4170 71680769 

(2S,4R,6S)-2-(4-hydroxy-
3-methoxyphenyl)-6-[2-
(4-hydroxy-3-
methoxyphenyl)ethyl]oxa
n-4-ol 
 

 
-4.755 

4171 46885678 

Selaginellin D 
 

 -4.964 

https://pubchem.ncbi.nlm.nih.gov/compound/45275140
https://pubchem.ncbi.nlm.nih.gov/compound/158308
https://pubchem.ncbi.nlm.nih.gov/compound/5318228
https://pubchem.ncbi.nlm.nih.gov/compound/25209720
https://pubchem.ncbi.nlm.nih.gov/compound/71680769
https://pubchem.ncbi.nlm.nih.gov/compound/46885678


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4172 73447 

Uvaretin 
 

 -5.683 

4173 71680770 

(2S,4S,6S)-2-(4-hydroxy-
3-methoxyphenyl)-6-[2-
(4-hydroxy-3-
methoxyphenyl)ethyl]oxa
n-4-ol 
 

 
-3.230 

4174 54577336 
  #N/A 

4175 44448125 

5-[(2S,4S,6S)-6-[2-(3,4-
dihydroxyphenyl)ethyl]-
4-hydroxyoxan-2-yl]-3-
methoxybenzene-1,2-diol 
  -3.966 

4176 11282492 

  #N/A 

4177 71455005 

Plantagineoside C 
 

 -4.098 

4178 9985898 

Blepharocalyxin D 
 

 -3.775 

4179 161779 

(9R)-16,17-
Dimethoxytricyclo(12.3.1
.12,6)nonadeca-
1(18),2,4,6(19),14,16-
hexaene-3,9,15-triol 
 

 -2.903 

https://pubchem.ncbi.nlm.nih.gov/compound/73447
https://pubchem.ncbi.nlm.nih.gov/compound/71680770
https://pubchem.ncbi.nlm.nih.gov/compound/54577336
https://pubchem.ncbi.nlm.nih.gov/compound/44448125
https://pubchem.ncbi.nlm.nih.gov/compound/11282492
https://pubchem.ncbi.nlm.nih.gov/compound/71455005
https://pubchem.ncbi.nlm.nih.gov/compound/9985898
https://pubchem.ncbi.nlm.nih.gov/compound/161779


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4180 44559999 

calyxin E 
 

 -4.050 

4181 5281847 

Rottlerin 
 

 -5.529 

4182 53387510 

rel-4-((3R,5S)-3,5-
Dihydroxy-7-(4-
hydroxyphenyl)heptyl)be
nzene-1,2-diol 
 

 

-4.456 

4183 45276920 
  #N/A 

4184 10480725 

Piperaduncin A 
 

 -4.482 

4185 10348018 

Iryantherin K 
 

 -5.709 

4186 14608480 

1,7-Bis(4-
hydroxyphenyl)heptan-3-
one 
 

 

-2.745 

https://pubchem.ncbi.nlm.nih.gov/compound/44559999
https://pubchem.ncbi.nlm.nih.gov/compound/5281847
https://pubchem.ncbi.nlm.nih.gov/compound/53387510
https://pubchem.ncbi.nlm.nih.gov/compound/45276920
https://pubchem.ncbi.nlm.nih.gov/compound/10480725
https://pubchem.ncbi.nlm.nih.gov/compound/10348018
https://pubchem.ncbi.nlm.nih.gov/compound/14608480


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4187 13888133 

meso-
Octahydrocurcumin 
  

-4.772 

4188 9994854 

Tricyclo[12.3.1.12,6]nona
deca-
1(18),2,4,6(19),14,16-
hexaene-3,9,17-triol 
 

 -4.484 

4189 3085222 

Diuvaretin 
 

 -3.324 

4190 10097263 

Rubranoside A 
 

 -4.421 

4191 11729201 
  #N/A 

4192 44584770 
  #N/A 

4193 38351522 

(5s)-5-Hydroxy-1-(4-
hydroxyphenyl)-7-(3,4-
dihydroxyphenyl)-3-
heptanone 
 

 

-4.529 

4194 71454818 

Myricanol 11-sulfate 
 

 -3.122 

https://pubchem.ncbi.nlm.nih.gov/compound/13888133
https://pubchem.ncbi.nlm.nih.gov/compound/9994854
https://pubchem.ncbi.nlm.nih.gov/compound/3085222
https://pubchem.ncbi.nlm.nih.gov/compound/10097263
https://pubchem.ncbi.nlm.nih.gov/compound/11729201
https://pubchem.ncbi.nlm.nih.gov/compound/44584770
https://pubchem.ncbi.nlm.nih.gov/compound/38351522
https://pubchem.ncbi.nlm.nih.gov/compound/71454818


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4195 71451260 

myricanone 5-O-(6'-O-
galloyl)glucoside 
 

 -3.234 

4196 102877 

2,4-Bis(1-
Phenylethyl)Phenol 
 

 -4.246 

4197 45485202 

Kuwanon R 
 

 -3.779 

4198 10149390 

1,7-Diphenyl-3,5-
heptanedione 
  -3.125 

4199 155165 

(5R)-5-hydroxy-7-(4-
hydroxy-3-
methoxyphenyl)-1-
phenylheptan-3-one 
 

 

-3.909 

4200 1550234 

Cyqualon 
 

 -4.218 

4201 46881044 

1,7-Bis(4-hydroxy-3-
methoxyphenyl)hepta-
4,6-dien-3-one 
 

 

-4.591 

4202 72164688 

(4E,6E)-7-(3,4-
dihydroxyphenyl)-1-(4-
hydroxyphenyl)hepta-
4,6-dien-3-one 
 

 

-4.682 

4203 6603986 
  #N/A 

4204 6477182 

Dimethylcurcumin 
 

 -5.086 

https://pubchem.ncbi.nlm.nih.gov/compound/71451260
https://pubchem.ncbi.nlm.nih.gov/compound/102877
https://pubchem.ncbi.nlm.nih.gov/compound/45485202
https://pubchem.ncbi.nlm.nih.gov/compound/10149390
https://pubchem.ncbi.nlm.nih.gov/compound/155165
https://pubchem.ncbi.nlm.nih.gov/compound/1550234
https://pubchem.ncbi.nlm.nih.gov/compound/46881044
https://pubchem.ncbi.nlm.nih.gov/compound/72164688
https://pubchem.ncbi.nlm.nih.gov/compound/6603986
https://pubchem.ncbi.nlm.nih.gov/compound/6477182


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4205 11192582 

Pierotin A 
 

 -5.849 

4206 44560847 
  #N/A 

4207 46885721 

4-[{4'-Hydroxy-4-
(hydroxymethyl)-3-[(4-
hydroxyphenyl)ethynyl]bi
phenyl-2-
yl}(phenyl)methylidene]c
yclohexa-2,5-dien-1-one 
 

 -4.697 

4208 73349024 

(E,5R)-5-hydroxy-1,7-
bis(4-
hydroxyphenyl)hept-1-
en-3-one 
 

 

-4.307 

4209 10402312 

Acerogenin E 
 

 -4.159 

4210 44602673 

Oregonoyl A 
 

 -3.784 

4211 24755150 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11192582
https://pubchem.ncbi.nlm.nih.gov/compound/44560847
https://pubchem.ncbi.nlm.nih.gov/compound/46885721
https://pubchem.ncbi.nlm.nih.gov/compound/73349024
https://pubchem.ncbi.nlm.nih.gov/compound/10402312
https://pubchem.ncbi.nlm.nih.gov/compound/44602673
https://pubchem.ncbi.nlm.nih.gov/compound/24755150


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4212 71546304 

(2S,4S,6R)-2-(4-
hydroxyphenyl)-6-[(E)-2-
(4-
hydroxyphenyl)ethenyl]o
xan-4-ol 
 

 

-6.677 

4213 12000158 

(12R)-2-
Oxatricyclo(13.2.2.13,7)ei
cosa-3,5,7(20),15,17,18-
hexaene-4,12-diol 
 

 -4.196 

4214 56950212 

(1E,4E)-1,7-bis(3,4-
dihydroxyphenyl)hepta-
1,4-dien-3-one 
 

 

-4.954 

4215 10426520 

(4E,6E)-1,7-bis(3,4-
dihydroxyphenyl)hepta-
4,6-dien-3-one 
 

 

-5.419 

4216 23786382 

Platyphyllenone 
 

 -2.995 

4217 10616408 

(2R,3S,4S,6S)-2-(4-
hydroxyphenyl)-6-[2-(4-
hydroxyphenyl)ethyl]oxa
ne-3,4-diol 
 

 
-4.227 

4218 11895692 

(4Z)-5-Hydroxy-1,7-bis(4-
hydroxy-3-
methoxyphenyl)-4-
hepten-3-one 
 

 

-5.156 

4219 10429233 

Dihydrocurcumin 
 

 -4.970 

4220 10780267 
  #N/A 

4221 44575993 

(5R)-5-hydroxy-1-(4-
hydroxy-3-
methoxyphenyl)-7-(4-
hydroxyphenyl)heptan-3-
one 
 

 

-3.789 

https://pubchem.ncbi.nlm.nih.gov/compound/71546304
https://pubchem.ncbi.nlm.nih.gov/compound/12000158
https://pubchem.ncbi.nlm.nih.gov/compound/56950212
https://pubchem.ncbi.nlm.nih.gov/compound/10426520
https://pubchem.ncbi.nlm.nih.gov/compound/23786382
https://pubchem.ncbi.nlm.nih.gov/compound/10616408
https://pubchem.ncbi.nlm.nih.gov/compound/11895692
https://pubchem.ncbi.nlm.nih.gov/compound/10429233
https://pubchem.ncbi.nlm.nih.gov/compound/10780267
https://pubchem.ncbi.nlm.nih.gov/compound/44575993


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4222 13888132 

(3S,5S)-
Octahydrocurcumin 
  

-6.005 

4223 56834068 

(+-)-chartaceone B 
 

 -2.954 

4224 21577376 

CID 21577376 
 

 -4.209 

4225 14704507 

Casuarinondiol 
 

 -4.924 

4226 10040339 

5-Hydroxy-7-(4-
hydroxyphenyl)-1-
phenyl-3-heptanone 
 

 
-4.205 

4227 10040223 

Acerogenin C 
 

 -5.163 

4228 56834070 

(+-)-chartaceone D 
 

 -5.112 

https://pubchem.ncbi.nlm.nih.gov/compound/13888132
https://pubchem.ncbi.nlm.nih.gov/compound/56834068
https://pubchem.ncbi.nlm.nih.gov/compound/21577376
https://pubchem.ncbi.nlm.nih.gov/compound/14704507
https://pubchem.ncbi.nlm.nih.gov/compound/10040339
https://pubchem.ncbi.nlm.nih.gov/compound/10040223
https://pubchem.ncbi.nlm.nih.gov/compound/56834070


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4229 56834069 

(+-)-chartaceone C 
 

 -4.395 

4230 56834169 

(+-)-chartaceone E 
 

 -5.789 

4231 10449321 
  #N/A 

4232 11995071 

4-[(3S,5R)-3,5-dihydroxy-
7-(4-hydroxy-3-
methoxyphenyl)heptyl]b
enzene-1,2-diol 
 

 

-4.321 

4233 9928190 

Hirsutanonol 
 

 -4.981 

4234 44233686 

Communin A 
 

 -4.754 

4235 16664188 

Selaginellin 
 

 -2.680 

4236 71575995 

Selaginellin M 
 

 -4.761 

https://pubchem.ncbi.nlm.nih.gov/compound/56834069
https://pubchem.ncbi.nlm.nih.gov/compound/56834169
https://pubchem.ncbi.nlm.nih.gov/compound/10449321
https://pubchem.ncbi.nlm.nih.gov/compound/11995071
https://pubchem.ncbi.nlm.nih.gov/compound/9928190
https://pubchem.ncbi.nlm.nih.gov/compound/44233686
https://pubchem.ncbi.nlm.nih.gov/compound/16664188
https://pubchem.ncbi.nlm.nih.gov/compound/71575995


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4237 56656188 

7-Methoxydichamanetin 
 

 -2.127 

4238 11635614 

(E)-1-[2,4-dihydroxy-3-
[(2S,4R,6S)-2-(4-
hydroxyphenyl)-6-[2-(4-
hydroxyphenyl)ethyl]oxa
n-4-yl]-6-
methoxyphenyl]-3-(4-
hydroxyphenyl)prop-2-
en-1-one 
 

 

-4.386 

4239 44392564 

1,3-Bis-(4-hydroxy-
benzyl)-4-methoxy-9,10-
dihydro-phenanthrene-
2,7-diol 
 

 -4.882 

4240 5318528 

Isochamanetin 
 

 -2.282 

4241 56600474 

  #N/A 

4242 637029 

(-)-Nicolaioidesin B 
 

 -3.012 

4243 10335921 
  #N/A 

4244 71546307 

(2S,4R,6S)-2-(4-
hydroxyphenyl)-6-[2-(4-
hydroxyphenyl)ethyl]oxa
n-4-ol 
 

 
-4.933 

https://pubchem.ncbi.nlm.nih.gov/compound/56656188
https://pubchem.ncbi.nlm.nih.gov/compound/11635614
https://pubchem.ncbi.nlm.nih.gov/compound/44392564
https://pubchem.ncbi.nlm.nih.gov/compound/5318528
https://pubchem.ncbi.nlm.nih.gov/compound/56600474
https://pubchem.ncbi.nlm.nih.gov/compound/637029
https://pubchem.ncbi.nlm.nih.gov/compound/10335921
https://pubchem.ncbi.nlm.nih.gov/compound/71546307


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4245 10817087 

Calyxin A 
 

 -5.789 

4246 46889080 

(2R,3R,4S,5S,6R)-2-[(3R)-
1,7-bis(4-
hydroxyphenyl)heptan-3-
yl]oxy-4,6-
bis(hydroxymethyl)oxane
-3,5-diol 
 

 

-4.168 

4247 46889082 

  #N/A 

4248 46889109 
  #N/A 

4249 46905137 
  #N/A 

4250 46905138 

(2R,3R,4R,5R,6R)-2-
[(3S,5R)-5-hydroxy-1,7-
bis(4-
hydroxyphenyl)heptan-3-
yl]oxy-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-4.388 

4251 46905139 

(5S)-1,7-bis(4-
hydroxyphenyl)-5-
[(2R,3R,4R,5R,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyheptan-3-one 
 

 

-4.356 

4252 54583463 

(5S)-1,7-bis(4-
hydroxyphenyl)-5-
[(2S,3S,4R,5R,6S)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyheptan-3-one 
 

 

-2.184 

4253 53248705 

(+)-Methylphelligrin A 
 

 -3.522 

https://pubchem.ncbi.nlm.nih.gov/compound/10817087
https://pubchem.ncbi.nlm.nih.gov/compound/46889080
https://pubchem.ncbi.nlm.nih.gov/compound/46889082
https://pubchem.ncbi.nlm.nih.gov/compound/46889109
https://pubchem.ncbi.nlm.nih.gov/compound/46905137
https://pubchem.ncbi.nlm.nih.gov/compound/46905138
https://pubchem.ncbi.nlm.nih.gov/compound/46905139
https://pubchem.ncbi.nlm.nih.gov/compound/54583463
https://pubchem.ncbi.nlm.nih.gov/compound/53248705


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4254 53248706 

Epi-methylphelligrin A 
 

 -4.829 

4255 53248708 

Methylphelligrin B 
 

 -3.503 

4256 53248707 

Epi-Methylphelligrin B 
 

 -5.886 

4257 54586497 

Epi-Phelligrin A 
 

 -5.576 

4258 12085445 

(2S)-5,7-dihydroxy-2-(4-
hydroxyphenyl)-6-[(2-
hydroxyphenyl)methyl]-
2,3-dihydrochromen-4-
one 
 

 

-5.662 

4259 53387511 

(3R,5S)-1-(4-hydroxy-3-
methoxyphenyl)-7-(4-
hydroxyphenyl)heptane-
3,5-diol 
 

 

-4.767 

4260 53387512 

5-((3R,5S)-3,5-Dihydroxy-
7-(4-
Hydroxyphenyl)Heptyl)-
3-Methoxybenzene-1,2-
Diol 
 

 

-4.910 

https://pubchem.ncbi.nlm.nih.gov/compound/53248706
https://pubchem.ncbi.nlm.nih.gov/compound/53248708
https://pubchem.ncbi.nlm.nih.gov/compound/53248707
https://pubchem.ncbi.nlm.nih.gov/compound/54586497
https://pubchem.ncbi.nlm.nih.gov/compound/12085445
https://pubchem.ncbi.nlm.nih.gov/compound/53387511
https://pubchem.ncbi.nlm.nih.gov/compound/53387512


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4261 54577124 

4-[(3S,5S)-3-(Acetyloxy)-
5-hydroxy-7-(4-
hydroxyphenyl)heptyl]-
1,2-benzenediol 
 

 -4.637 

4262 54577123 

[(3R,5R)-1-(3,4-
dihydroxyphenyl)-5-
hydroxy-7-(4-
hydroxyphenyl)heptan-3-
yl] acetate 
 

 -4.300 

4263 9981988 

Fissistin 
 

 -3.957 

4264 71717299 

(2R,3R,4R,5R,6R)-2-[(3R)-
1,7-bis(4-
hydroxyphenyl)heptan-3-
yl]oxy-6-[[(2R,3R,4R)-3,4-
dihydroxy-4-
(hydroxymethyl)oxolan-
2-yl]oxymethyl]oxane-
3,4,5-triol 
 

 

-5.259 

4265 71720155 

(5S)-5-[(2R,3R,4S,5S,6R)-
6-[[(2R,3R,4S,5R)-3,4-
dihydroxy-5-
(hydroxymethyl)oxolan-
2-yl]oxymethyl]-3,4,5-
trihydroxyoxan-2-yl]oxy-
1,7-bis(4-
hydroxyphenyl)heptan-3-
one 
 

 

-5.354 

https://pubchem.ncbi.nlm.nih.gov/compound/54577124
https://pubchem.ncbi.nlm.nih.gov/compound/54577123
https://pubchem.ncbi.nlm.nih.gov/compound/9981988
https://pubchem.ncbi.nlm.nih.gov/compound/71717299
https://pubchem.ncbi.nlm.nih.gov/compound/71720155


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4266 71718346 

(2R,3R,4S,5S,6R)-2-[(3R)-
1,7-bis(4-
hydroxyphenyl)heptan-3-
yl]oxy-6-[[(2R,3R,4S,5R)-
3,4-dihydroxy-5-
(hydroxymethyl)oxolan-
2-yl]oxymethyl]oxane-
3,4,5-triol 
 

 

-3.114 

4267 73351444 

(5S)-1,7-bis(4-
hydroxyphenyl)-5-
[(2R,3R,4R,5R,6R)-3,4,5-
trihydroxy-6-[[(2R,3S)-
3,4,4-trihydroxyoxolan-2-
yl]oxymethyl]oxan-2-
yl]oxyheptan-3-one 
 

 

-5.238 

4268 44445075 

3-[4-Hydroxy-5-[3-(4-
hydroxy-2-
methoxyphenyl)-1-(4-
hydroxyphenyl)propyl]-2-
methoxyphenyl]-1-(4-
hydroxyphenyl)propan-1-
one 
 

 

-6.392 

4269 23655742 

Cochinchinenene A 
 

 -3.850 

4270 23655741 

Cochinchinenene C 
 

 -4.377 

https://pubchem.ncbi.nlm.nih.gov/compound/71718346
https://pubchem.ncbi.nlm.nih.gov/compound/73351444
https://pubchem.ncbi.nlm.nih.gov/compound/44445075
https://pubchem.ncbi.nlm.nih.gov/compound/23655742
https://pubchem.ncbi.nlm.nih.gov/compound/23655741


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4271 23655937 

Cochinchinenene D 
 

 -5.680 

4272 23655938 

(2R)-8-methylsocotrin-4'-
ol 
 

 -5.374 

4273 23634523 

Cochinchinenin B 
 

 -5.255 

4274 23634528 

Cochinchinenin C 
 

 -4.624 

4275 86295273 

3,10,17-
Trihydroxytricyclo[12.3.1.
12,6]nonadeca-
1(17),2,4,6(19),14(18),15
-hexaene-9,11-dione 
 

 -4.970 

4276 71346180 

Tricyclo[12.3.1.1~2,6~]no
nadeca-
1(18),2(19),3,5,14,16-
hexaene-3,8,9,11,12,17-
hexol 
 

 -4.438 

https://pubchem.ncbi.nlm.nih.gov/compound/23655937
https://pubchem.ncbi.nlm.nih.gov/compound/23655938
https://pubchem.ncbi.nlm.nih.gov/compound/23634523
https://pubchem.ncbi.nlm.nih.gov/compound/23634528
https://pubchem.ncbi.nlm.nih.gov/compound/86295273
https://pubchem.ncbi.nlm.nih.gov/compound/71346180


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4277 23655936 

Cochinchinenene B 
 

 -6.462 

4278 23634535 

Jezonocinol C 
 

 -5.807 

4279 44584769 

(2R,6S)-2-(4-
hydroxyphenyl)-6-[2-(4-
hydroxyphenyl)ethyl]oxa
ne-3,4-diol 
 

 
-4.489 

4280 44566410 
  #N/A 

4281 11057115 

(3R,5R)-1-(4-hydroxy-3-
methoxyphenyl)-7-(4-
hydroxyphenyl)heptane-
3,5-diol 
 

 

-5.342 

4282 10027544 
  #N/A 

4283 44567145 

2-[1-Hydroxy-2-(4-
hydroxyphenyl)ethyl]-6-
(4-hydroxy-3-
methoxyphenyl)oxan-4-ol 
 

 
-4.557 

4284 11143261 

(3R,5R)-1-(3,4-
dimethoxyphenyl)-7-(4-
methoxyphenyl)heptane-
3,5-diol 
 

 

-5.260 

4285 10914910 

(3R,5R)-1,7-bis(4-
methoxyphenyl)heptane-
3,5-diol 
 

 

-4.177 

https://pubchem.ncbi.nlm.nih.gov/compound/23655936
https://pubchem.ncbi.nlm.nih.gov/compound/23634535
https://pubchem.ncbi.nlm.nih.gov/compound/44584769
https://pubchem.ncbi.nlm.nih.gov/compound/44566410
https://pubchem.ncbi.nlm.nih.gov/compound/11057115
https://pubchem.ncbi.nlm.nih.gov/compound/10027544
https://pubchem.ncbi.nlm.nih.gov/compound/44567145
https://pubchem.ncbi.nlm.nih.gov/compound/11143261
https://pubchem.ncbi.nlm.nih.gov/compound/10914910


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4286 9987332 
  #N/A 

4287 10949483 

(3R,5R)-1,7-bis(3,4-
dimethoxyphenyl)heptan
e-3,5-diol 
 

 

-5.343 

4288 54679856 

Katsumadain B 
 

 -4.661 

4289 13888134 

(1E)-7-Hydroxy-1,7-bis(4-
hydroxy-3-
methoxyphenyl)-1-
heptene-3,5-dione 
 

 

-5.243 

4290 10714326 

12-Hydroxymyricanone 
 

 -5.585 

4291 44579886 

Myricananin E 
 

 -4.028 

4292 13347322 
  #N/A 

4293 10053760 

Iryantherin L 
 

 -4.576 

4294 10380587 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/9987332
https://pubchem.ncbi.nlm.nih.gov/compound/10949483
https://pubchem.ncbi.nlm.nih.gov/compound/54679856
https://pubchem.ncbi.nlm.nih.gov/compound/13888134
https://pubchem.ncbi.nlm.nih.gov/compound/10714326
https://pubchem.ncbi.nlm.nih.gov/compound/44579886
https://pubchem.ncbi.nlm.nih.gov/compound/13347322
https://pubchem.ncbi.nlm.nih.gov/compound/10053760
https://pubchem.ncbi.nlm.nih.gov/compound/10380587


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4295 44567146 

4,17-Dimethoxy-2-
oxatricyclo[13.2.2.13,7]ic
osa-
1(17),3,5,7(20),15,18-
hexaene-10,16-diol 
 

 -4.767 

4296 46226501 

Jezonodione 
 

 -5.322 

4297 46230810 

Platyphyllonol-5-
Xylopyranoside 
 

 -3.941 

4298 57390108 

(E)-1-[2,4-dihydroxy-3-
[(E)-5-hydroxy-1,7-bis(4-
hydroxyphenyl)hept-2-
enyl]-6-methoxyphenyl]-
3-phenylprop-2-en-1-one 
 

 

-4.878 

4299 57402363 

(E)-1-[2,4-dihydroxy-3-
[(E)-5-hydroxy-1-(4-
hydroxyphenyl)-7-
phenylhept-2-enyl]-6-
methoxyphenyl]-3-
phenylprop-2-en-1-one 
 

 

-4.474 

4300 57390523 

(E)-1-[2,4-dihydroxy-3-
[(E)-5-hydroxy-1-(4-
hydroxyphenyl)-7-
phenylhept-2-enyl]-6-
methoxyphenyl]-3-(4-
hydroxyphenyl)prop-2-
en-1-one 
 

 

-4.978 

4301 90681447 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44567146
https://pubchem.ncbi.nlm.nih.gov/compound/46226501
https://pubchem.ncbi.nlm.nih.gov/compound/46230810
https://pubchem.ncbi.nlm.nih.gov/compound/57390108
https://pubchem.ncbi.nlm.nih.gov/compound/57402363
https://pubchem.ncbi.nlm.nih.gov/compound/57390523
https://pubchem.ncbi.nlm.nih.gov/compound/90681447


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4302 5281775 

Gingerenone A 
 

 -4.435 

4303 44445793 

2-[(1R)-1-phenylethyl]-6-
[(1S)-1-
phenylethyl]phenol 
  -4.641 

4304 44560892 

(I+/-S)-4-Hydroxy-I+/--
[(3E)-4-phenyl-3-buten-
1-yl]benzenepropanol 
 

 
-3.949 

4305 25055438 

(1E,6E)-1-(3,4-
dihydroxyphenyl)-7-(4-
hydroxyphenyl)hepta-
1,6-diene-3,5-dione 
 

 

-4.924 

4306 11731236 

(2R,3R,4S,5S,6R)-2-
[(3R,5R)-5-hydroxy-1,7-
bis(4-hydroxy-3-
methoxyphenyl)heptan-
3-yl]oxy-6-
(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-2.996 

4307 46881062 

1,7-Bis(4-Hydroxy-3-
Methoxyphenyl)Heptan-
3-One 
 

 

-3.592 

4308 11142982 

(3R,5R)-1-(4-Hydroxy-3-
methoxyphenyl)-7-(3,4-
dihydroxyphenyl)heptane
-3,5-diol 
 

 

-5.533 

4309 49831860 

(+)-(3R)-1-(3,4-
dihydroxyphenyl)-7-
phenyl-(6E)-6-hepten-3-
ol 
 

 

-4.418 

4310 44582616 

(1E,6E)-1,7-bis(4-acetyl-
3-methoxyphenyl)hepta-
1,6-diene-3,5-dione 
 

 
-3.034 

https://pubchem.ncbi.nlm.nih.gov/compound/5281775
https://pubchem.ncbi.nlm.nih.gov/compound/44445793
https://pubchem.ncbi.nlm.nih.gov/compound/44560892
https://pubchem.ncbi.nlm.nih.gov/compound/25055438
https://pubchem.ncbi.nlm.nih.gov/compound/11731236
https://pubchem.ncbi.nlm.nih.gov/compound/46881062
https://pubchem.ncbi.nlm.nih.gov/compound/11142982
https://pubchem.ncbi.nlm.nih.gov/compound/49831860
https://pubchem.ncbi.nlm.nih.gov/compound/44582616


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4311 10904292 

1,7-Bis(4-Hydroxy-3-
Methoxyphenyl)-1,4,6-
Heptatrien-3-One 
 

 

-4.958 

4312 49831946 

(-)-(3S)-3-acetoxy-1-(3,4-
dihydroxyphenyl)-7-(4-
hydroxyphenyl)-(6E)-6-
heptene 
 

 -0.561 

4313 637394 

Hirsutenone 
 

 -5.125 

4314 44560893 
  #N/A 

4315 54577122 

5-Hydroxy-1,7-bis(4-
hydroxyphenyl)heptan-3-
yl acetate 
 

 -5.825 

4316 9982435 

Katsumadain A 
 

 -3.558 

4317 56675574 

3''-
Demethylhexahydrocurc
umin 
 

 

-4.692 

https://pubchem.ncbi.nlm.nih.gov/compound/10904292
https://pubchem.ncbi.nlm.nih.gov/compound/49831946
https://pubchem.ncbi.nlm.nih.gov/compound/637394
https://pubchem.ncbi.nlm.nih.gov/compound/44560893
https://pubchem.ncbi.nlm.nih.gov/compound/54577122
https://pubchem.ncbi.nlm.nih.gov/compound/9982435
https://pubchem.ncbi.nlm.nih.gov/compound/56675574


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4318 71460296 

[(2R,3S,4S,5R,6S)-6-
[[(11S)-11,17-dihydroxy-
3,4-dimethoxy-5-
tricyclo[12.3.1.12,6]nona
deca-
1(17),2,4,6(19),14(18),15
-hexaenyl]oxy]-3,4,5-
trihydroxyoxan-2-
yl]methyl 3,4,5-
trihydroxybenzoate 
 

 -4.563 

4319 5315472 

Bisdemethoxycurcumin 
 

 -4.970 

4320 44576243 

Andalasin A 
 

 -5.169 

4321 10613719 

1,7-Bis(4-
hydroxyphenyl)hepta-
4,6-dien-3-one 
 

 

-3.234 

4322 56658314 

(3R,5R)-1,7-Bis(3,4-
dihydroxyphenyl)heptane
-3,5-diyl diacetate 
 

 -3.776 

4323 10614892 

1,7-Bis(4-
hydroxyphenyl)-3-
hydroxy-1,3-heptadien-5-
one 
 

 

-4.208 

https://pubchem.ncbi.nlm.nih.gov/compound/71460296
https://pubchem.ncbi.nlm.nih.gov/compound/5315472
https://pubchem.ncbi.nlm.nih.gov/compound/44576243
https://pubchem.ncbi.nlm.nih.gov/compound/10613719
https://pubchem.ncbi.nlm.nih.gov/compound/56658314
https://pubchem.ncbi.nlm.nih.gov/compound/10614892


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4324 46885722 

4-[[2-(4-Hydroxyphenyl)-
6-[2-(4-
hydroxyphenyl)ethynyl]p
henyl]-
phenylmethylidene]cyclo
hexa-2,5-dien-1-one 
 

 -4.857 

4325 21637670 

  #N/A 

4326 15479638 
  #N/A 

4327 180306 

Rawsonol 
 

 -5.581 

4328 25763835 

meso-Hannokinol 
 

 -4.582 

4329 38362126 
  #N/A 

4330 56600476 
  #N/A 

4331 44559998 

Epicalyxin F 
 

 -4.701 

4332 11071056 

(2R,3R,4S,5S,6R)-2-
[(3R,5R)-1-(3,4-
dihydroxyphenyl)-5-
hydroxy-7-(4-
hydroxyphenyl)heptan-3-
yl]oxy-6-

 
-4.660 

https://pubchem.ncbi.nlm.nih.gov/compound/46885722
https://pubchem.ncbi.nlm.nih.gov/compound/21637670
https://pubchem.ncbi.nlm.nih.gov/compound/15479638
https://pubchem.ncbi.nlm.nih.gov/compound/180306
https://pubchem.ncbi.nlm.nih.gov/compound/25763835
https://pubchem.ncbi.nlm.nih.gov/compound/38362126
https://pubchem.ncbi.nlm.nih.gov/compound/56600476
https://pubchem.ncbi.nlm.nih.gov/compound/44559998
https://pubchem.ncbi.nlm.nih.gov/compound/11071056


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

(hydroxymethyl)oxane-
3,4,5-triol 
 

4333 14031380 

[(2R,3S,4S,5R,6S)-6-
[[(11R)-11,17-dihydroxy-
3,4-dimethoxy-5-
tricyclo[12.3.1.12,6]nona
deca-
1(17),2,4,6(19),14(18),15
-hexaenyl]oxy]-3,4,5-
trihydroxyoxan-2-
yl]methyl 3,4,5-
trihydroxybenzoate 
 

 -3.841 

4334 49831756 

(+)-(3R)-1-(3,4-
dihydroxyphenyl)-7-(4-
hydroxyphenyl)-(6E)-6-
hepten-3-ol 
 

 

-4.079 

4335 5372374 

(4Z,6E)-5-Hydroxy-1,7-
bis(4-hydroxy-3-
methoxyphenyl)-4,6-
heptadie n-3-one 
 

 

-4.756 

4336 53327876 

Ramonanin B, (rel)- 
 

 -4.204 

4337 45485203 

Kuwanon V 
 

 -6.553 

https://pubchem.ncbi.nlm.nih.gov/compound/14031380
https://pubchem.ncbi.nlm.nih.gov/compound/49831756
https://pubchem.ncbi.nlm.nih.gov/compound/5372374
https://pubchem.ncbi.nlm.nih.gov/compound/53327876
https://pubchem.ncbi.nlm.nih.gov/compound/45485203


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4338 54577121 

1,2-Benzenediol, 4-
[(3R,5R)-3,5-
bis(acetyloxy)-7-(4-
hydroxyphenyl)heptyl]- 
 

 -0.208 

4339 71579913 

(E,5S)-1-(3,4-
dihydroxyphenyl)-5-
hydroxy-7-(4-
hydroxyphenyl)hept-1-
en-3-one 
 

 

-5.724 

4340 9796708 

1,7-Bis(4-
Hydroxyphenyl)-1-
Heptene-3,5-Dione 
 

 

-5.302 

4341 10440299 

Isorawsonol 
 

 -5.380 

4342 44560848 
  #N/A 

4343 638190 

Letestuianin A 
 

 -4.575 

4344 11034432 

(3R,5R)-1,7-Bis(4-
hydroxyphenyl)-3,5-
heptanediol 
 

 

-5.038 

4345 15945070 

Calipteryxin 
 

 -2.855 

https://pubchem.ncbi.nlm.nih.gov/compound/54577121
https://pubchem.ncbi.nlm.nih.gov/compound/71579913
https://pubchem.ncbi.nlm.nih.gov/compound/9796708
https://pubchem.ncbi.nlm.nih.gov/compound/10440299
https://pubchem.ncbi.nlm.nih.gov/compound/44560848
https://pubchem.ncbi.nlm.nih.gov/compound/638190
https://pubchem.ncbi.nlm.nih.gov/compound/11034432
https://pubchem.ncbi.nlm.nih.gov/compound/15945070


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4346 53262701 

Marianin A 
 

 -3.830 

4347 99693 

Skimmin 
 

 -3.706 

4348 759294 

Jatamansinone 
 

 -4.970 

4349 57402648 

(2s)-5h,5'h-
Spiro[pyrano[3,2-
c]chromen-2,3'-
pyrrolidine]-5,5'-dione 
 

 -3.109 

4350 616064 

Neobyakangelicol 
 

 -3.754 

4351 16173 

6H-dibenzo(b,d)pyran-6-
one 
 

 -3.897 

https://pubchem.ncbi.nlm.nih.gov/compound/53262701
https://pubchem.ncbi.nlm.nih.gov/compound/99693
https://pubchem.ncbi.nlm.nih.gov/compound/759294
https://pubchem.ncbi.nlm.nih.gov/compound/57402648
https://pubchem.ncbi.nlm.nih.gov/compound/616064
https://pubchem.ncbi.nlm.nih.gov/compound/16173


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4352 10612228 

5,7-Dimethoxy-8-[(z)-3-
methylbut-1,3-dienyl]-
coumarin 
 

 -3.178 

4353 5326393 
  #N/A 

4354 10466390 

Dihydroxanthyletin 
 

 -4.895 

4355 6450230 
  #N/A 

4356 21607625 

Haploperoside 
 

 -3.276 

4357 11462054 

(2'R,3'R)-
Epoxyangeloyldecursinol 
 

 -4.164 

4358 13965525 

2H-1-Benzopyran-2-one, 
7-[[(2E,6R)-6-hydroxy-
3,7-dimethyl-2,7-
octadien-1-yl]oxy]- 
 

 

-2.905 

4359 454257 
  #N/A 

4360 6482974 

5,7,8-
Trimethoxycoumarin 
 

 -4.032 

4361 343582 

Luvangetin 
 

 -3.980 

https://pubchem.ncbi.nlm.nih.gov/compound/10612228
https://pubchem.ncbi.nlm.nih.gov/compound/5326393
https://pubchem.ncbi.nlm.nih.gov/compound/10466390
https://pubchem.ncbi.nlm.nih.gov/compound/6450230
https://pubchem.ncbi.nlm.nih.gov/compound/21607625
https://pubchem.ncbi.nlm.nih.gov/compound/11462054
https://pubchem.ncbi.nlm.nih.gov/compound/13965525
https://pubchem.ncbi.nlm.nih.gov/compound/454257
https://pubchem.ncbi.nlm.nih.gov/compound/6482974
https://pubchem.ncbi.nlm.nih.gov/compound/343582


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4362 3047739 

Fraxinol 
 

 -4.944 

4363 5320509 

[(9R,10R)-9-acetyloxy-
8,8-dimethyl-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl] (E)-2-
methylbut-2-enoate 
 

 -2.489 

4364 72414 

Suksdorfin 
 

 -2.404 

4365 10899191 

5-Methoxycoumarin 
 

 -4.185 

4366 68229 

Seselin 
 

 -4.541 

4367 3873459 

Prenyletin 
 

 -6.006 

4368 11953542 

Fukanefurochromone D 
 

 -4.736 

https://pubchem.ncbi.nlm.nih.gov/compound/3047739
https://pubchem.ncbi.nlm.nih.gov/compound/5320509
https://pubchem.ncbi.nlm.nih.gov/compound/72414
https://pubchem.ncbi.nlm.nih.gov/compound/10899191
https://pubchem.ncbi.nlm.nih.gov/compound/68229
https://pubchem.ncbi.nlm.nih.gov/compound/3873459
https://pubchem.ncbi.nlm.nih.gov/compound/11953542


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4369 53316971 

(+)-Oxypeucedanin 
 

 -5.063 

4370 5488186 

Urolithin A 
 

 -4.064 

4371 53320112 

Mammea B/BB, (-)- 
 

 -3.782 

4372 51040687 

Mammea F/BB, (-)- 
 

 -4.738 

4373 44144310 

[(3R)-2,2-dimethyl-8-oxo-
3,4-dihydropyrano[3,2-
g]chromen-3-yl] 3-
methylbut-2-enoate 
 

 

-4.506 

4374 1764914 

6-Methoxy-7-(3-
methylbut-2-
enoxy)chromen-2-one 
 

 

-5.187 

https://pubchem.ncbi.nlm.nih.gov/compound/53316971
https://pubchem.ncbi.nlm.nih.gov/compound/5488186
https://pubchem.ncbi.nlm.nih.gov/compound/53320112
https://pubchem.ncbi.nlm.nih.gov/compound/51040687
https://pubchem.ncbi.nlm.nih.gov/compound/44144310
https://pubchem.ncbi.nlm.nih.gov/compound/1764914


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4375 5281416 

Esculetin 
 

 -5.258 

4376 53326644 

5,7-dihydroxy-6-[(2R)-2-
methylbutanoyl]-8-(3-
methylbut-2-enyl)-4-
propylchromen-2-one 
 

 -4.624 

4377 7067262 

Farnesiferol A 
 

 -4.255 

4378 60201876 

Altissimacoumarin F 
 

 -2.898 

4379 69894 

Isoscopoletin 
 

 -5.614 

4380 454255 
  #N/A 

4381 44479224 

7-Hydroxy-3-[(4-
hydroxyphenyl)methyl]-
6-methoxychromen-2-
one 
 

 

-5.214 

4382 323 

Coumarin 
 

 -3.938 

4383 54682930 

4-Hydroxycoumarin 
 

 -4.711 

4384 850207 

6-hydroxy-7-methyl-2H-
chromen-2-one 
 

 -4.910 

https://pubchem.ncbi.nlm.nih.gov/compound/5281416
https://pubchem.ncbi.nlm.nih.gov/compound/53326644
https://pubchem.ncbi.nlm.nih.gov/compound/7067262
https://pubchem.ncbi.nlm.nih.gov/compound/60201876
https://pubchem.ncbi.nlm.nih.gov/compound/69894
https://pubchem.ncbi.nlm.nih.gov/compound/454255
https://pubchem.ncbi.nlm.nih.gov/compound/44479224
https://pubchem.ncbi.nlm.nih.gov/compound/323
https://pubchem.ncbi.nlm.nih.gov/compound/54682930
https://pubchem.ncbi.nlm.nih.gov/compound/850207


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4385 122843 
  #N/A 

4386 908164 

Pranchimgin 
 

 -4.015 

4387 461128 
  #N/A 

4388 11438305 

Dipetalolactone 
 

 -4.467 

4389 3055167 

Byakangelicol 
 

 -2.960 

4390 11876038 

Ligupersin A 
 

 -3.599 

4391 46883037 

Kamolonol 
 

 -2.967 

4392 46832820 

Conioxepinol A 
 

 -3.554 

4393 15559239 

Farnesiferol C 
 

 -4.163 

https://pubchem.ncbi.nlm.nih.gov/compound/122843
https://pubchem.ncbi.nlm.nih.gov/compound/908164
https://pubchem.ncbi.nlm.nih.gov/compound/461128
https://pubchem.ncbi.nlm.nih.gov/compound/11438305
https://pubchem.ncbi.nlm.nih.gov/compound/3055167
https://pubchem.ncbi.nlm.nih.gov/compound/11876038
https://pubchem.ncbi.nlm.nih.gov/compound/46883037
https://pubchem.ncbi.nlm.nih.gov/compound/46832820
https://pubchem.ncbi.nlm.nih.gov/compound/15559239


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4394 155148 

Racemosin 
 

 -5.133 

4395 53316972 

(R)-(+)-6'-hydroxy-7'-
methoxybergamottin 
 

 -3.603 

4396 3083616 

Fraxidin 
 

 -4.809 

4397 1070679 

[(9S,10S)-10-acetyloxy-
8,8-dimethyl-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-9-yl] 3-
methylbutanoate 
  -1.951 

4398 5133468 

4-Allyloxycoumarin 
 

 -3.782 

4399 15118771 

Avicennol Methyl Ether 
 

 -2.984 

https://pubchem.ncbi.nlm.nih.gov/compound/155148
https://pubchem.ncbi.nlm.nih.gov/compound/53316972
https://pubchem.ncbi.nlm.nih.gov/compound/3083616
https://pubchem.ncbi.nlm.nih.gov/compound/1070679
https://pubchem.ncbi.nlm.nih.gov/compound/5133468
https://pubchem.ncbi.nlm.nih.gov/compound/15118771


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4400 16091571 

4-(3-hydroxy-4-
methoxyphenyl)-7-
methoxy-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxychromen-2-one 
 

 -2.237 

4401 10022392 

angelol B 
 

 -3.762 

4402 928228 

7-Acetoxycoumarin 
 

 -3.107 

4403 15945056 

[(9S,10S)-10-hydroxy-8,8-
dimethyl-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-9-yl] (Z)-2-
methylbut-2-enoate 
 

 -3.317 

4404 54734319 

Coumabiocin C 
 

 -4.511 

4405 44567006 

cis-Methylkhellactone 
 

 -4.112 

4406 66548 

Xanthoxyletin 
 

 -5.142 

https://pubchem.ncbi.nlm.nih.gov/compound/16091571
https://pubchem.ncbi.nlm.nih.gov/compound/10022392
https://pubchem.ncbi.nlm.nih.gov/compound/928228
https://pubchem.ncbi.nlm.nih.gov/compound/15945056
https://pubchem.ncbi.nlm.nih.gov/compound/54734319
https://pubchem.ncbi.nlm.nih.gov/compound/44567006
https://pubchem.ncbi.nlm.nih.gov/compound/66548


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4407 77461168 

methyl (6S)-11,12-
dihydroxy-4-(2-methoxy-
2-oxoethyl)-3,8-dioxo-
2,7-
dioxatricyclo[7.3.1.05,13]
trideca-1(13),4,9,11-
tetraene-6-carboxylate 
 

 -4.207 

4408 10043694 

4,9-Bis[(3-methylbut-2-
en-1-yl)oxy]-7H-furo[3,2-
g]chromen-7-one 
 

 -3.193 

4409 5280371 

Bergaptol 
 

 -4.264 

4410 44144314 

Angelol H 
 

 -3.107 

4411 14133592 

7-(1,1-Dimethylallyl)-2,2-
dimethyl-pyrano[3,2-
g]chromen-8-one 
  -3.782 

4412 65090 

Xanthotoxol 
 

 -3.819 

https://pubchem.ncbi.nlm.nih.gov/compound/77461168
https://pubchem.ncbi.nlm.nih.gov/compound/10043694
https://pubchem.ncbi.nlm.nih.gov/compound/5280371
https://pubchem.ncbi.nlm.nih.gov/compound/44144314
https://pubchem.ncbi.nlm.nih.gov/compound/14133592
https://pubchem.ncbi.nlm.nih.gov/compound/65090


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4413 442128 

Dihydrosamidin 
 

 -3.084 

4414 44347289 

(2R,3R)-8-hydroxy-3-
(hydroxymethyl)-2,3,9-
trimethyl-2H-furo[3,2-
c]chromen-4-one 
 

 -3.632 

4415 15108314 

7-Methoxy-5-
prenyloxycoumarin 
 

 -4.396 

4416 174673 
  #N/A 

4417 99477 

6-hydroxy-2H-chromen-
2-one 
 

 -5.180 

4418 44310181 
  #N/A 

4419 5319259 

Praeruptorin B 
 

 -3.590 

4420 10904483 

Anti-inflammatory agent 
57 
 

 -2.236 

https://pubchem.ncbi.nlm.nih.gov/compound/442128
https://pubchem.ncbi.nlm.nih.gov/compound/44347289
https://pubchem.ncbi.nlm.nih.gov/compound/15108314
https://pubchem.ncbi.nlm.nih.gov/compound/174673
https://pubchem.ncbi.nlm.nih.gov/compound/99477
https://pubchem.ncbi.nlm.nih.gov/compound/44310181
https://pubchem.ncbi.nlm.nih.gov/compound/5319259
https://pubchem.ncbi.nlm.nih.gov/compound/10904483


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4421 3083848 

Bakuchicin 
 

 -4.266 

4422 21668701 

Qianhucoumarin D 
 

 -4.222 

4423 618370 

Braylin 
 

 -4.050 

4424 44144315 

Pangelin 
 

 -3.990 

4425 21676237 
  #N/A 

4426 15945058 
  #N/A 

4427 54706138 

Clorobiocin 
 

 -4.246 

4428 182251 

Oxyimperatorin 
 

 -3.384 

https://pubchem.ncbi.nlm.nih.gov/compound/3083848
https://pubchem.ncbi.nlm.nih.gov/compound/21668701
https://pubchem.ncbi.nlm.nih.gov/compound/618370
https://pubchem.ncbi.nlm.nih.gov/compound/44144315
https://pubchem.ncbi.nlm.nih.gov/compound/21676237
https://pubchem.ncbi.nlm.nih.gov/compound/15945058
https://pubchem.ncbi.nlm.nih.gov/compound/54706138
https://pubchem.ncbi.nlm.nih.gov/compound/182251


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4429 290897 

5-Methoxyseselin 
 

 -4.988 

4430 179620 

Murralongin 
 

 -3.474 

4431 13962183 

4-(3,4-Dihydroxyphenyl)-
5-beta-D-
glucopyranosyloxy-7-
methoxycoumarin 
 

 -2.572 

4432 2841560 

rac Dihydro Samidin 
 

 -2.130 

4433 454259 

Calanolide E2 
 

 -3.313 

https://pubchem.ncbi.nlm.nih.gov/compound/290897
https://pubchem.ncbi.nlm.nih.gov/compound/179620
https://pubchem.ncbi.nlm.nih.gov/compound/13962183
https://pubchem.ncbi.nlm.nih.gov/compound/2841560
https://pubchem.ncbi.nlm.nih.gov/compound/454259


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4434 458010 

(+)-Heraclenin 
 

 -3.024 

4435 108104 

Sphondin 
 

 -4.001 

4436 5323581 

Brasimarin A 
 

 -2.666 

4437 160485 

6-((2R)-2,3-Dihydroxy-3-
methylbutyl)-5,7-
dimethoxy-2H-1-
benzopyran-2-one 
 

 -3.478 

4438 5489487 

Mammea B/BA 
 

 -5.014 

4439 11325377 

(2'S,3'S)-
Epoxyangeloyldecursinol 
 

 -4.169 

https://pubchem.ncbi.nlm.nih.gov/compound/458010
https://pubchem.ncbi.nlm.nih.gov/compound/108104
https://pubchem.ncbi.nlm.nih.gov/compound/5323581
https://pubchem.ncbi.nlm.nih.gov/compound/160485
https://pubchem.ncbi.nlm.nih.gov/compound/5489487
https://pubchem.ncbi.nlm.nih.gov/compound/11325377


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4440 11097348 

Khellactone, cis-(-)- 
 

 -3.939 

4441 10659145 

Osthol hydrate 
 

 -3.589 

4442 5491526 

Edgeworthin 
  -3.687 

4443 94381 
  #N/A 

4444 5354284 

5,7-Dihydroxy-4-
methylcoumarin 
 

 -4.692 

4445 5319252 

[(9R,10R)-8,8-dimethyl-9-
[(E)-2-methylbut-2-
enoyl]oxy-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl] (E)-2-
methylbut-2-enoate 
 

 -2.197 

4446 759292 

(2R)-2-prop-1-en-2-yl-
2,3-dihydrofuro[3,2-
g]chromen-7-one 
 

 
-5.054 

https://pubchem.ncbi.nlm.nih.gov/compound/11097348
https://pubchem.ncbi.nlm.nih.gov/compound/10659145
https://pubchem.ncbi.nlm.nih.gov/compound/5491526
https://pubchem.ncbi.nlm.nih.gov/compound/94381
https://pubchem.ncbi.nlm.nih.gov/compound/5354284
https://pubchem.ncbi.nlm.nih.gov/compound/5319252
https://pubchem.ncbi.nlm.nih.gov/compound/759292


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4447 600670 

Lomatin 
 

 -3.897 

4448 5319307 

7-Methoxy-8-(7-
Methoxy-2-Oxochromen-
6-Yl)Chromen-2-One 
 

 -3.901 

4449 6442182 

Psoralen, 8-geranyl-5-
methoxy- 
 

 -2.779 

4450 12050842 

7-Hydroxy-6-(2-(R)-
Hydroxy-3-Methylbut-3-
Enyl)Coumarin 
  -2.419 

4451 24899915 

Alternariol 5-O-Sulfate 
 

 -6.304 

4452 53318796 

5,7-dihydroxy-6-(3-
methylbut-2-enyl)-8-(3-
methylbutanoyl)-4-
pentyl-2H-chromen-2-
one 
 

 -4.923 

https://pubchem.ncbi.nlm.nih.gov/compound/600670
https://pubchem.ncbi.nlm.nih.gov/compound/5319307
https://pubchem.ncbi.nlm.nih.gov/compound/6442182
https://pubchem.ncbi.nlm.nih.gov/compound/12050842
https://pubchem.ncbi.nlm.nih.gov/compound/24899915
https://pubchem.ncbi.nlm.nih.gov/compound/53318796


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4453 9821539 

(-)-Praeruptorin A 
 

 -2.959 

4454 11244847 

[(9R,10R)-10-hydroxy-
8,8-dimethyl-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-9-yl] (Z)-2-
methylbut-2-enoate 
 

 -3.503 

4455 46832822 

Conioxepinol C 
 

 -3.199 

4456 5281425 

Pteryxin 
 

 -3.325 

4457 11326931 

Fukanefurochromone A 
 

 -5.246 

4458 57345578 

3-Hydroxy-2-(2-
hydroxypropan-2-yl)-9-
methylfuro[3,2-
g]chromen-7-one 
 

 -3.719 

4459 188300 

Phebalosin 
 

 -3.665 

https://pubchem.ncbi.nlm.nih.gov/compound/9821539
https://pubchem.ncbi.nlm.nih.gov/compound/11244847
https://pubchem.ncbi.nlm.nih.gov/compound/46832822
https://pubchem.ncbi.nlm.nih.gov/compound/5281425
https://pubchem.ncbi.nlm.nih.gov/compound/11326931
https://pubchem.ncbi.nlm.nih.gov/compound/57345578
https://pubchem.ncbi.nlm.nih.gov/compound/188300


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4460 5748528 

Isomammein 
 

 -3.515 

4461 5321960 

Toddaculin 
 

 -3.244 

4462 454258 

Calanolide D 
 

 -3.737 

4463 15118769 

Cis-Avicennol 
 

 -1.815 

4464 312089 

Thamnosmonin 
 

 -5.015 

4465 11345068 

6-Hydroxy-7,8-
dimethoxycoumarin 
 

 -4.810 

4466 60201875 

Altissimacoumarin E 
 

 -2.789 

https://pubchem.ncbi.nlm.nih.gov/compound/5748528
https://pubchem.ncbi.nlm.nih.gov/compound/5321960
https://pubchem.ncbi.nlm.nih.gov/compound/454258
https://pubchem.ncbi.nlm.nih.gov/compound/15118769
https://pubchem.ncbi.nlm.nih.gov/compound/312089
https://pubchem.ncbi.nlm.nih.gov/compound/11345068
https://pubchem.ncbi.nlm.nih.gov/compound/60201875


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4467 24899916 

4-Hydroxyalternariol 9-
methyl ether 
 

 -4.529 

4468 64972 

(+)-Calanolide A 
 

 -2.676 

4469 5315947 
  #N/A 

4470 5281417 

Esculin 
 

 -2.543 

4471 11892267 
  #N/A 

4472 442126 

(+)-Decursin 
 

 -3.208 

4473 46226618 

5-(3-Methyl-2-
butenyloxy)-6,7-
methylenedioxycoumarin 
 

 -4.842 

4474 46831977 

7-Methoxy-8-(4-
methylfuran-3-
yl)chromen-2-one 
 

 -3.353 

https://pubchem.ncbi.nlm.nih.gov/compound/24899916
https://pubchem.ncbi.nlm.nih.gov/compound/64972
https://pubchem.ncbi.nlm.nih.gov/compound/5315947
https://pubchem.ncbi.nlm.nih.gov/compound/5281417
https://pubchem.ncbi.nlm.nih.gov/compound/11892267
https://pubchem.ncbi.nlm.nih.gov/compound/442126
https://pubchem.ncbi.nlm.nih.gov/compound/46226618
https://pubchem.ncbi.nlm.nih.gov/compound/46831977


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4475 98608 

Phellopterin 
 

 -2.214 

4476 5326154 

4"-
Hydroxytigloyldecursinol 
  -3.942 

4477 455821 

Khellactone, cis-(+)- 
 

 -3.757 

4478 16211025 
  #N/A 

4479 176970 

Mexoticin 
 

 -3.705 

4480 5273568 

Fraxin 
 

 -4.241 

4481 14236613 

Apiosylskimmin 
 

 -2.601 

4482 53324072 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/98608
https://pubchem.ncbi.nlm.nih.gov/compound/5326154
https://pubchem.ncbi.nlm.nih.gov/compound/455821
https://pubchem.ncbi.nlm.nih.gov/compound/16211025
https://pubchem.ncbi.nlm.nih.gov/compound/176970
https://pubchem.ncbi.nlm.nih.gov/compound/5273568
https://pubchem.ncbi.nlm.nih.gov/compound/14236613
https://pubchem.ncbi.nlm.nih.gov/compound/53324072


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4483 5324562 

Peucedanone 
 

 -4.329 

4484 70684457 

Mammea B/Ac Cyclo D 
 

 -4.926 

4485 906523 

Nodakenetin Tiglate 
 

 -3.479 

4486 10211 

Byakangelicin 
 

 -2.944 

4487 5321961 

6-(2,3-Dihydroxy-3-
Methylbutyl)-5,7-
Dimethoxychromen-2-
One 
 

 -3.090 

4488 759302 

(9R)-9-hydroxy-8,8-
dimethyl-9,10-
dihydropyrano[2,3-
h]chromen-2-one 
 

 -3.897 

https://pubchem.ncbi.nlm.nih.gov/compound/5324562
https://pubchem.ncbi.nlm.nih.gov/compound/70684457
https://pubchem.ncbi.nlm.nih.gov/compound/906523
https://pubchem.ncbi.nlm.nih.gov/compound/10211
https://pubchem.ncbi.nlm.nih.gov/compound/5321961
https://pubchem.ncbi.nlm.nih.gov/compound/759302


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4489 253856 

Khellactone 
 

 -3.757 

4490 45270512 
  #N/A 

4491 24899918 

Alternariol 5-O-Methyl 
Ether-4'-O-Sulfate 
 

 -4.009 

4492 215159 

Taspine 
 

 -3.866 

4493 54676038 

Dicoumarol 
 

 -4.751 

4494 5319956 

Murranganone 
 

 -3.126 

https://pubchem.ncbi.nlm.nih.gov/compound/253856
https://pubchem.ncbi.nlm.nih.gov/compound/45270512
https://pubchem.ncbi.nlm.nih.gov/compound/24899918
https://pubchem.ncbi.nlm.nih.gov/compound/215159
https://pubchem.ncbi.nlm.nih.gov/compound/54676038
https://pubchem.ncbi.nlm.nih.gov/compound/5319956


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4495 10263845 

Cedrecoumarin A 
 

 -4.469 

4496 5281406 

Daphnoretin 
  -4.109 

4497 21679806 

trans-Methylkhellactone 
 

 -4.004 

4498 15118768 

Avicennol 
 

 -3.578 

4499 611672 

2-Isopropenyl-2,3-
dihydrofuro[3,2-
g]chromen-7-one 
 

 
-5.054 

4500 68079 

Isopimpinellin 
 

 -3.945 

4501 71717738 

7-[[(2E,6R)-7-Chloro-6-
hydroxy-3,7-dimethyl-2-
octen-1-yl]oxy]-2H-1-
benzopyran-2-one 
 

 

-3.103 

https://pubchem.ncbi.nlm.nih.gov/compound/10263845
https://pubchem.ncbi.nlm.nih.gov/compound/5281406
https://pubchem.ncbi.nlm.nih.gov/compound/21679806
https://pubchem.ncbi.nlm.nih.gov/compound/15118768
https://pubchem.ncbi.nlm.nih.gov/compound/611672
https://pubchem.ncbi.nlm.nih.gov/compound/68079
https://pubchem.ncbi.nlm.nih.gov/compound/71717738


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4502 10105863 

Norbraylin 
 

 -5.618 

4503 17536 

(+)-Oxypeucedanin 
hydrate 
 

 -3.202 

4504 8417 

Scoparone 
 

 -5.151 

4505 11310556 

5-Methoxy-6,7-
Methylenedioxycoumarin 
 

 -4.426 

4506 65008 
  #N/A 

4507 51040689 
  #N/A 

4508 186907 

Aflatoxin B1 
 

 -3.716 

https://pubchem.ncbi.nlm.nih.gov/compound/10105863
https://pubchem.ncbi.nlm.nih.gov/compound/17536
https://pubchem.ncbi.nlm.nih.gov/compound/8417
https://pubchem.ncbi.nlm.nih.gov/compound/11310556
https://pubchem.ncbi.nlm.nih.gov/compound/65008
https://pubchem.ncbi.nlm.nih.gov/compound/51040689
https://pubchem.ncbi.nlm.nih.gov/compound/186907


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4509 10212 

Imperatorin 
 

 -3.815 

4510 5320318 

Osthenol 
 

 -4.017 

4511 3083928 

6,7,8-
Trimethoxycoumarin 
 

 -4.191 

4512 10658 

Isopsoralen 
 

 -4.112 

4513 5281426 

Umbelliferone 
 

 -4.799 

4514 68486 

Suberosin 
 

 -4.677 

https://pubchem.ncbi.nlm.nih.gov/compound/10212
https://pubchem.ncbi.nlm.nih.gov/compound/5320318
https://pubchem.ncbi.nlm.nih.gov/compound/3083928
https://pubchem.ncbi.nlm.nih.gov/compound/10658
https://pubchem.ncbi.nlm.nih.gov/compound/5281426
https://pubchem.ncbi.nlm.nih.gov/compound/68486


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4515 23260079 

6-Hydroxy-4-methoxy-5-
methylchromen-2-one 
 

 -3.773 

4516 928465 

Oxypeucedanin, (R)- 
 

 -4.839 

4517 11875353 

Epi-Conferdione 
 

 -4.427 

4518 26305 

Nodakenetin 
 

 -5.285 

4519 616303 

Angelicone 
 

 -3.197 

4520 677576 

2-isopropyl-7H-furo[3,2-
g]chromen-7-one 
  -4.901 

4521 5380406 

Urolithin B 
 

 -4.327 

4522 65188 

Xanthyletin 
 

 -4.721 

4523 54730021 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/23260079
https://pubchem.ncbi.nlm.nih.gov/compound/928465
https://pubchem.ncbi.nlm.nih.gov/compound/11875353
https://pubchem.ncbi.nlm.nih.gov/compound/26305
https://pubchem.ncbi.nlm.nih.gov/compound/616303
https://pubchem.ncbi.nlm.nih.gov/compound/677576
https://pubchem.ncbi.nlm.nih.gov/compound/5380406
https://pubchem.ncbi.nlm.nih.gov/compound/65188
https://pubchem.ncbi.nlm.nih.gov/compound/54730021


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4524 54675769 

Novobiocin 
 

 -2.181 

4525 668081 

Jatamansin 
 

 -4.874 

4526 5585 

Trimethylpsoralen 
 

 -4.106 

4527 10748 

Methylumbelliferone 
 

 -5.061 

4528 13650 

3-Hydroxycoumarin 
 

 -4.882 

4529 5323870 

8-Hydroxy-5,6,7-
trimethoxychromen-2-
one 
 

 -3.436 

4530 128834 

Chalepensin 
 

 -4.641 

4531 38347607 

Praeruptorin A 
 

 -2.614 

https://pubchem.ncbi.nlm.nih.gov/compound/54675769
https://pubchem.ncbi.nlm.nih.gov/compound/668081
https://pubchem.ncbi.nlm.nih.gov/compound/5585
https://pubchem.ncbi.nlm.nih.gov/compound/10748
https://pubchem.ncbi.nlm.nih.gov/compound/13650
https://pubchem.ncbi.nlm.nih.gov/compound/5323870
https://pubchem.ncbi.nlm.nih.gov/compound/128834
https://pubchem.ncbi.nlm.nih.gov/compound/38347607


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4532 5360741 

Alternariol monomethyl 
ether 
 

 -4.100 

4533 6474785 

5,7-dimethoxy-8-[(E)-2-
methylbut-2-enoyl]-4-
propyl-chromen-2-one 
 

 -3.387 

4534 5316520 

Demthyl furopinnarin 
 

 -3.578 

4535 90655369 

6-Methoxy-8,8-dimethyl-
9,10-dihydropyrano[2,3-
h]chromen-2-one 
 

 -4.601 

4536 148724 

5,6,7-
Trimethoxycoumarin 
 

 -5.037 

4537 46832824 

Coniofurol A 
 

 -3.245 

https://pubchem.ncbi.nlm.nih.gov/compound/5360741
https://pubchem.ncbi.nlm.nih.gov/compound/6474785
https://pubchem.ncbi.nlm.nih.gov/compound/5316520
https://pubchem.ncbi.nlm.nih.gov/compound/90655369
https://pubchem.ncbi.nlm.nih.gov/compound/148724
https://pubchem.ncbi.nlm.nih.gov/compound/46832824


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4538 5319502 

4-Methylesculetin 
 

 -5.868 

4539 160544 

4-[(3,3-Dimethyloxiran-2-
yl)methoxy]furo[3,2-
g]chromen-7-one 
 

 -4.839 

4540 11290871 

4'-Hydroxydecursin 
 

 -2.999 

4541 11436940 

(+)-trans-Khellactone 
 

 -3.808 

4542 44347272 

Acetic acid (2S,3R)-8-
hydroxy-2,3,9-trimethyl-
4-oxo-2,3-dihydro-4H-
furo[3,2-c]chromen-3-
ylmethyl ester 
 

 

-4.265 

4543 11823236 

(R)-O-isobutyroyllomatin 
 

 -4.592 

4544 320362 

7-Prenyloxycoumarin 
 

 -4.032 

4545 10925304 

Edgeworin 
  -5.101 

https://pubchem.ncbi.nlm.nih.gov/compound/5319502
https://pubchem.ncbi.nlm.nih.gov/compound/160544
https://pubchem.ncbi.nlm.nih.gov/compound/11290871
https://pubchem.ncbi.nlm.nih.gov/compound/11436940
https://pubchem.ncbi.nlm.nih.gov/compound/44347272
https://pubchem.ncbi.nlm.nih.gov/compound/11823236
https://pubchem.ncbi.nlm.nih.gov/compound/320362
https://pubchem.ncbi.nlm.nih.gov/compound/10925304


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4546 3083726 

8-Hydroxybergapten 
 

 -3.901 

4547 10477665 

[(9S,10S)-8,8-dimethyl-
10-(3-methylbut-2-
enoyloxy)-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-9-yl] 3-
methylbutanoate 
 

 
-1.670 

4548 442148 

(+)-Rutamarin 
 

 -3.780 

4549 185819 

Daphnorin 
 

 -4.574 

4550 44546136 

Deacetylmammea E/Bc 
Cyclo D 
 

 -5.560 

4551 10251869 

(-)-Praeruptorin B 
 

 -2.695 

https://pubchem.ncbi.nlm.nih.gov/compound/3083726
https://pubchem.ncbi.nlm.nih.gov/compound/10477665
https://pubchem.ncbi.nlm.nih.gov/compound/442148
https://pubchem.ncbi.nlm.nih.gov/compound/185819
https://pubchem.ncbi.nlm.nih.gov/compound/44546136
https://pubchem.ncbi.nlm.nih.gov/compound/10251869


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4552 11034942 

[(9R,10R)-9-hydroxy-8,8-
dimethyl-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl] 2-
methylpropanoate 
 

 -3.555 

4553 51040688 

Mammea F/BA, (-)- 
 

 -3.321 

4554 342801 

Dentatin 
 

 -3.682 

4555 5317485 

Alloxanthoxyletin 
 

 -4.217 

4556 44347273 

Acetic acid (2R,3R)-8-
hydroxy-2,3,9-trimethyl-
4-oxo-2,3-dihydro-4H-
furo[3,2-c]chromen-3-
ylmethyl ester 
 

 

-2.604 

4557 467236 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11034942
https://pubchem.ncbi.nlm.nih.gov/compound/51040688
https://pubchem.ncbi.nlm.nih.gov/compound/342801
https://pubchem.ncbi.nlm.nih.gov/compound/5317485
https://pubchem.ncbi.nlm.nih.gov/compound/44347273
https://pubchem.ncbi.nlm.nih.gov/compound/467236


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4558 44556806 

8,8-Dimethyl-6-(3-
methylbut-2-
enyl)pyrano[2,3-
f]chromen-2-one 
 

 -3.944 

4559 454254 
  #N/A 

4560 25141330 

Kayeassamin E 
 

 -2.814 

4561 9992853 

(-)-trans-Khellactone 
 

 -3.877 

4562 33306 

Oxypeucedanin 
 

 -4.592 

4563 73191 

Nodakenin 
 

 -4.328 

4564 1119128 

cis-3',4'-
Disenecioylkhellactone 
 

 -2.381 

https://pubchem.ncbi.nlm.nih.gov/compound/44556806
https://pubchem.ncbi.nlm.nih.gov/compound/454254
https://pubchem.ncbi.nlm.nih.gov/compound/25141330
https://pubchem.ncbi.nlm.nih.gov/compound/9992853
https://pubchem.ncbi.nlm.nih.gov/compound/33306
https://pubchem.ncbi.nlm.nih.gov/compound/73191
https://pubchem.ncbi.nlm.nih.gov/compound/1119128


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4565 15008366 

7-[(E,6R)-6-hydroxy-7-
methoxy-3,7-
dimethyloct-2-
enoxy]chromen-2-one 
 

 

-4.262 

4566 2775 

5,7-Dimethoxycoumarin 
 

 -4.166 

4567 54678486 

Warfarin 
 

 -3.532 

4568 5324654 

2H-1-Benzopyran-2-one, 
5,7-dihydroxy- 
 

 -4.841 

4569 53319618 
  #N/A 

4570 68082 

Isobergapten 
 

 -5.281 

4571 46883036 

[(2S,4aR,5S,8aS)-
1,1,4a,8a-tetramethyl-6-
methylidene-5-[(2-
oxochromen-7-
yl)oxymethyl]-
2,3,4,5,7,8-
hexahydronaphthalen-2-
yl] acetate 
 

 

-2.394 

https://pubchem.ncbi.nlm.nih.gov/compound/15008366
https://pubchem.ncbi.nlm.nih.gov/compound/2775
https://pubchem.ncbi.nlm.nih.gov/compound/54678486
https://pubchem.ncbi.nlm.nih.gov/compound/5324654
https://pubchem.ncbi.nlm.nih.gov/compound/53319618
https://pubchem.ncbi.nlm.nih.gov/compound/68082
https://pubchem.ncbi.nlm.nih.gov/compound/46883036


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4572 122783 

8-Hydroxycoumarin 
 

 -4.462 

4573 5317013 

Edultin 
 

 -2.767 

4574 6708593 

Obliquin 
 

 -4.465 

4575 51396729 

d-Laserpitin 
 

 -4.132 

4576 74477 

Oroselone 
 

 -3.306 

4577 10091314 
  #N/A 

4578 5351506 

6-(beta-D-
Glucopyranosyloxy)-7-
hydroxy-2H-1-
benzopyran-2-one 
 

 -3.628 

4579 54734321 

Coumabiocin E 
 

 -4.304 

4580 54734317 

Coumabiocin A 
 

 -3.796 

https://pubchem.ncbi.nlm.nih.gov/compound/122783
https://pubchem.ncbi.nlm.nih.gov/compound/5317013
https://pubchem.ncbi.nlm.nih.gov/compound/6708593
https://pubchem.ncbi.nlm.nih.gov/compound/51396729
https://pubchem.ncbi.nlm.nih.gov/compound/74477
https://pubchem.ncbi.nlm.nih.gov/compound/10091314
https://pubchem.ncbi.nlm.nih.gov/compound/5351506
https://pubchem.ncbi.nlm.nih.gov/compound/54734321
https://pubchem.ncbi.nlm.nih.gov/compound/54734317


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4581 54734320 

Coumabiocin D 
 

 -3.581 

4582 54734318 

Coumabiocin B 
 

 -3.119 

4583 54734246 

  #N/A 

4584 455806 

(9-Acetoxy-8,8-dimethyl-
2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl) acetate 
 

 -0.185 

4585 157112 

2H-1-Benzopyran-2-one, 
8-((2S)-2-hydroxy-3-
methyl-3-butenyl)-5,7-
dimethoxy- 
 

 -4.003 

4586 129659 

7-(Sulfooxy)-2H-1-
benzopyran-2-one 
 

 -4.664 

4587 5316002 

9-(acetyloxy)-8,8-
dimethyl-2-oxo-9,10-
dihydro-2H,8H-
pyrano[2,3-f]chromen-
10-yl 2-methyl-2-
butenoate 
 

 -2.363 

https://pubchem.ncbi.nlm.nih.gov/compound/54734320
https://pubchem.ncbi.nlm.nih.gov/compound/54734318
https://pubchem.ncbi.nlm.nih.gov/compound/54734246
https://pubchem.ncbi.nlm.nih.gov/compound/455806
https://pubchem.ncbi.nlm.nih.gov/compound/157112
https://pubchem.ncbi.nlm.nih.gov/compound/129659
https://pubchem.ncbi.nlm.nih.gov/compound/5316002


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4588 21579664 

4-Senecioyloxymethyl-
6,7-dimethoxycoumarin 
 

 -3.930 

4589 10343524 

Ochrocarpin F 
 

 -0.938 

4590 5359485 

Alternariol 
 

 -4.316 

4591 389002 

8-(1,2-Dihydroxy-3-
methylbut-3-enyl)-7-
methoxychromen-2-one 
 

 -3.186 

4592 10388861 

CID 10388861 
 

 1.147 

https://pubchem.ncbi.nlm.nih.gov/compound/21579664
https://pubchem.ncbi.nlm.nih.gov/compound/10343524
https://pubchem.ncbi.nlm.nih.gov/compound/389002
https://pubchem.ncbi.nlm.nih.gov/compound/10388861


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4593 5411574 

8-Acetyl-7-
hydroxycoumarin 
 

 -4.805 

4594 4114 

8-Methoxypsoralen 
 

 -3.828 

4595 92201 

Columbianetin 
 

 -4.045 

4596 235195 

Geijerin 
 

 -5.031 

4597 14841901 

Artanin 
 

 -4.248 

4598 44593365 

Demethylkotanin 
 

 -4.016 

https://pubchem.ncbi.nlm.nih.gov/compound/5411574
https://pubchem.ncbi.nlm.nih.gov/compound/4114
https://pubchem.ncbi.nlm.nih.gov/compound/92201
https://pubchem.ncbi.nlm.nih.gov/compound/235195
https://pubchem.ncbi.nlm.nih.gov/compound/14841901
https://pubchem.ncbi.nlm.nih.gov/compound/44593365


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4599 5495613 

nor-Dentatin 
 

 -3.027 

4600 188750 

Murraxocin 
 

 -3.184 

4601 11100998 

5-methoxy-2,2-dimethyl-
6-[(E)-2-methylbut-2-
enoyl]-10-propyl-
pyrano[2,3-f]chromen-8-
one 
 

 -3.484 

4602 439499 

Daphnin 
 

 -4.703 

4603 46831976 

7-[[(2R)-3,3-
dimethyloxiran-2-
yl]methoxy]-8-[(2R,3R)-3-
prop-1-en-2-yloxiran-2-
yl]chromen-2-one 
  -3.023 

4604 46905107 

(9R,10S)-10-hydroxy-8,8-
dimethyl-9-
[[(2S,3R,4R,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]methyl]-9,10-
dihydropyrano[2,3-
f]chromen-2-one 

 
-2.731 

https://pubchem.ncbi.nlm.nih.gov/compound/5495613
https://pubchem.ncbi.nlm.nih.gov/compound/188750
https://pubchem.ncbi.nlm.nih.gov/compound/11100998
https://pubchem.ncbi.nlm.nih.gov/compound/439499
https://pubchem.ncbi.nlm.nih.gov/compound/46831976
https://pubchem.ncbi.nlm.nih.gov/compound/46905107


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

4605 65061 

Dihydrocostatolide 
 

 -2.286 

4606 53316704 

Sulfimarin 
 

 -4.038 

4607 53325382 
  #N/A 

4608 57398888 

(2R)-9-[(2S,3R,4S,5S,6R)-
6-ethyl-3,4,5-
trihydroxyoxan-2-yl]oxy-
2-(2-hydroxypropan-2-
yl)-2,3-dihydrofuro[3,2-
g]chromen-7-one 
 

 -4.348 

4609 15223666 
  #N/A 

4610 70682370 

[(1S)-1-[5,7-dihydroxy-8-
(2-methylbutanoyl)-6-(3-
methylbut-2-enyl)-2-
oxochromen-4-yl]propyl] 
acetate 
 

 -3.283 

4611 11589499 
  #N/A 

4612 10023167 
  #N/A 

4613 71584574 

R-(+)-Marmin-6'-
Octanoate 
 

 
-4.643 

4614 71584688 
  #N/A 

4615 71584689 
  #N/A 

4616 71584691 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/65061
https://pubchem.ncbi.nlm.nih.gov/compound/53316704
https://pubchem.ncbi.nlm.nih.gov/compound/53325382
https://pubchem.ncbi.nlm.nih.gov/compound/57398888
https://pubchem.ncbi.nlm.nih.gov/compound/15223666
https://pubchem.ncbi.nlm.nih.gov/compound/70682370
https://pubchem.ncbi.nlm.nih.gov/compound/11589499
https://pubchem.ncbi.nlm.nih.gov/compound/10023167
https://pubchem.ncbi.nlm.nih.gov/compound/71584574
https://pubchem.ncbi.nlm.nih.gov/compound/71584688
https://pubchem.ncbi.nlm.nih.gov/compound/71584689
https://pubchem.ncbi.nlm.nih.gov/compound/71584691


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4617 44310195 

[(9R,10R)-8,8-dimethyl-
10-(2-
methylpropanoyloxy)-2-
oxo-9,10-
dihydropyrano[2,3-
f]chromen-9-yl] (E)-2-
methylbut-2-enoate 
 

 

-1.787 

4618 776123 

Decursinol Angelate 
 

 -4.124 

4619 44309848 

[(9R,10R)-8,8-dimethyl-9-
[(E)-2-methylbut-2-
enoyl]oxy-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl] 2-
methylbutanoate 
 

 -3.088 

4620 76336225 

6-(2,3-Dihydroxy-3-
methylbutyl)-8-hydroxy-
7-methoxychromen-2-
one 
 

 -3.091 

4621 76318070 

(9S,10R)-9-hydroxy-8,8-
dimethyl-10-
[(2R,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxy-9,10-
dihydropyrano[2,3-
f]chromen-2-one 
 

 
-2.261 

https://pubchem.ncbi.nlm.nih.gov/compound/44310195
https://pubchem.ncbi.nlm.nih.gov/compound/776123
https://pubchem.ncbi.nlm.nih.gov/compound/44309848
https://pubchem.ncbi.nlm.nih.gov/compound/76336225
https://pubchem.ncbi.nlm.nih.gov/compound/76318070


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4622 12112042 

5-Methoxy-8,8-dimethyl-
9,10-dihydropyrano[2,3-
h]chromen-2-one 
 

 -4.775 

4623 90655370 

5,7-Dimethoxy-6-(3-
methylbutyl)-coumarin 
 

 -4.456 

4624 90655371 

5,7-Dimethoxy-8-(3-
methylbutyl)-coumarin 
 

 -3.401 

4625 86298516 

[(9S,10S)-8,8-dimethyl-9-
(2-methylpropanoyloxy)-
2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl] 2-
methylpropanoate 
  -2.972 

4626 12315234 

[(9S,10S)-10-acetyloxy-
8,8-dimethyl-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-9-yl] 3-
methylbut-2-enoate 
  -2.617 

4627 11589332 

Fukanefurochromone B 
 

 -5.906 

https://pubchem.ncbi.nlm.nih.gov/compound/12112042
https://pubchem.ncbi.nlm.nih.gov/compound/90655370
https://pubchem.ncbi.nlm.nih.gov/compound/90655371
https://pubchem.ncbi.nlm.nih.gov/compound/86298516
https://pubchem.ncbi.nlm.nih.gov/compound/12315234
https://pubchem.ncbi.nlm.nih.gov/compound/11589332


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4628 467235 

Cordatolide E 
 

 -3.909 

4629 10339247 
  #N/A 

4630 54693224 
  #N/A 

4631 44546260 
  #N/A 

4632 46875315 

7-[(2S,3R,4S,5S,6R)-6-
[[(3R,4R)-3,4-dihydroxy-
4-
(hydroxymethyl)oxolan-
2-yl]oxymethyl]-3,4,5-
trihydroxyoxan-2-
yl]oxychromen-2-one 
 

 

-2.042 

4633 179597 

Sabandinol 
 

 -3.806 

4634 10068841 

[(9R,10R)-9-acetyloxy-
8,8-dimethyl-2-oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl] 2-
methylbutanoate 
 

 -2.050 

4635 442130 

(3'R,4'R)-3'-
Epoxyangeloyloxy-4'-
acetoxy-3',4'-
dihydroseselin 
 

 -3.085 

https://pubchem.ncbi.nlm.nih.gov/compound/467235
https://pubchem.ncbi.nlm.nih.gov/compound/10339247
https://pubchem.ncbi.nlm.nih.gov/compound/54693224
https://pubchem.ncbi.nlm.nih.gov/compound/44546260
https://pubchem.ncbi.nlm.nih.gov/compound/46875315
https://pubchem.ncbi.nlm.nih.gov/compound/179597
https://pubchem.ncbi.nlm.nih.gov/compound/10068841
https://pubchem.ncbi.nlm.nih.gov/compound/442130


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4636 44178672 

Arteminorin C 
 

 -5.791 

4637 12082365 

Dihydroxybergamottin 
 

 -3.373 

4638 49863873 

Baculiferin O 
 

 -3.354 

4639 5321265 

5-methoxy-2,2-dimethyl-
6-[(1E)-3-methylbuta-1,3-
dienyl]pyrano[2,3-
h]chromen-8-one 
 

 -3.118 

4640 181514 

8-[(1R,2S)-1,2-dihydroxy-
3-methylbut-3-enyl]-7-
methoxychromen-2-one 
Cite 
Download 
 

 -3.186 

https://pubchem.ncbi.nlm.nih.gov/compound/44178672
https://pubchem.ncbi.nlm.nih.gov/compound/12082365
https://pubchem.ncbi.nlm.nih.gov/compound/49863873
https://pubchem.ncbi.nlm.nih.gov/compound/5321265
https://pubchem.ncbi.nlm.nih.gov/compound/181514


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4641 44346830 

(2S,3R)-8-hydroxy-3-
(hydroxymethyl)-2,3,9-
trimethyl-2H-furo[3,2-
c]chromen-4-one 
 

 -3.279 

4642 6199 

Psoralen 
 

 -4.474 

4643 73253 

Heraclenol 
 

 -3.556 

4644 5318565 
  #N/A 

4645 5280567 

4-Methylumbelliferone 
 

 -4.402 

4646 15101829 

Daphneside 
 

 -3.747 

4647 45270513 

[(2R,3R,4S,5R,6S)-6-[4-
(3,4-dihydroxyphenyl)-7-
hydroxy-2-oxochromen-
5-yl]oxy-3,4,5-
trihydroxyoxan-2-
yl]methyl acetate 
 

 
-0.633 

https://pubchem.ncbi.nlm.nih.gov/compound/44346830
https://pubchem.ncbi.nlm.nih.gov/compound/6199
https://pubchem.ncbi.nlm.nih.gov/compound/73253
https://pubchem.ncbi.nlm.nih.gov/compound/5318565
https://pubchem.ncbi.nlm.nih.gov/compound/5280567
https://pubchem.ncbi.nlm.nih.gov/compound/15101829
https://pubchem.ncbi.nlm.nih.gov/compound/45270513


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4648 44144309 

Sec-O-
acetylbyakangelicin 
 

 -2.164 

4649 5316871 

5,7-Dimethoxy-8-(3-
methyl-2-oxo-
butyl)chromen-2-one 
 

 -5.644 

4650 473252 

Isomeranzin 
 

 -3.532 

4651 6436246 

Columbianadin 
 

 -5.139 

4652 44584701 

cis-3',4'-
Diisovalerylkhellactone 
 

 -2.688 

4653 454256 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/44144309
https://pubchem.ncbi.nlm.nih.gov/compound/5316871
https://pubchem.ncbi.nlm.nih.gov/compound/473252
https://pubchem.ncbi.nlm.nih.gov/compound/6436246
https://pubchem.ncbi.nlm.nih.gov/compound/44584701
https://pubchem.ncbi.nlm.nih.gov/compound/454256


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4654 5070783 

8-(2,3-Dihydroxy-3-
methylbutyl)-7-
methoxychromen-2-one 
 

 -3.911 

4655 5320206 

Nordentatin 
 

 -3.260 

4656 821449 

Cnidilin 
 

 -3.454 

4657 10404227 

5-hydroxy-2,2-dimethyl-
6-(2-methylbut-3-en-2-
yl)-3H-pyrano[2,3-
h]chromene-4,8-dione 
 

 -4.252 

4658 3083597 

Ayapin 
 

 -4.528 

4659 609315 

4-Methyl-6,7-
methylenedioxycoumarin 
 

 -4.693 

https://pubchem.ncbi.nlm.nih.gov/compound/5070783
https://pubchem.ncbi.nlm.nih.gov/compound/5320206
https://pubchem.ncbi.nlm.nih.gov/compound/821449
https://pubchem.ncbi.nlm.nih.gov/compound/10404227
https://pubchem.ncbi.nlm.nih.gov/compound/3083597
https://pubchem.ncbi.nlm.nih.gov/compound/609315


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4660 46832821 

methyl (4S,5R)-4,7-
dihydroxy-9-
(hydroxymethyl)-6-oxo-
4,5-dihydrooxepino[2,3-
b]chromene-5-
carboxylate 
 

 

-4.235 

4661 176911 

Coumurrayin 
 

 -3.303 

4662 11773397 

6-hydroxy-5-
[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyfuro[2,3-
h]chromen-2-one 
 

 -3.522 

4663 5280569 

Daphnetin 
 

 -5.126 

4664 2355 

Bergapten 
 

 -4.916 

https://pubchem.ncbi.nlm.nih.gov/compound/46832821
https://pubchem.ncbi.nlm.nih.gov/compound/176911
https://pubchem.ncbi.nlm.nih.gov/compound/11773397
https://pubchem.ncbi.nlm.nih.gov/compound/5280569
https://pubchem.ncbi.nlm.nih.gov/compound/2355


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4665 10023029 

DL-Praeruptorin A 
 

 -3.100 

4666 906525 

(-)-Deltoin 
 

 -4.560 

4667 5280460 

Scopoletin 
 

 -4.901 

4668 38361597 

mMelin 
 

 -4.531 

4669 4825 

Pimpinellin 
 

 -3.815 

4670 442127 

(+)-Decursinol 
 

 -4.638 

4671 3819217 

(R)-Meranzin 
 

 -3.773 

https://pubchem.ncbi.nlm.nih.gov/compound/10023029
https://pubchem.ncbi.nlm.nih.gov/compound/906525
https://pubchem.ncbi.nlm.nih.gov/compound/5280460
https://pubchem.ncbi.nlm.nih.gov/compound/38361597
https://pubchem.ncbi.nlm.nih.gov/compound/4825
https://pubchem.ncbi.nlm.nih.gov/compound/442127
https://pubchem.ncbi.nlm.nih.gov/compound/3819217


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4672 636576 

6-Hydroxy-5-isopropyl-
3,8-dimethyl-chromen-2-
one 
 

 -3.913 

4673 442134 

5,7-Dimethoxy-8-
hydroxycoumarin 
 

 -4.245 

4674 5315945 
  #N/A 

4675 6450453 

[8,8-dimethyl-9-[(Z)-2-
methylbut-2-enoyl]oxy-2-
oxo-9,10-
dihydropyrano[2,3-
f]chromen-10-yl] (Z)-2-
methylbut-2-enoate 
  -3.007 

4676 44144279 

Peucedanol 7-O-
glucoside 
 

 -1.632 

4677 10317265 

Hyuganin D 
 

 -2.620 

https://pubchem.ncbi.nlm.nih.gov/compound/636576
https://pubchem.ncbi.nlm.nih.gov/compound/442134
https://pubchem.ncbi.nlm.nih.gov/compound/5315945
https://pubchem.ncbi.nlm.nih.gov/compound/6450453
https://pubchem.ncbi.nlm.nih.gov/compound/44144279
https://pubchem.ncbi.nlm.nih.gov/compound/10317265


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4678 11240776 

6-Methoxycoumarin 
 

 -4.520 

4679 44144278 
  #N/A 

4680 68081 

Isoimperatorin 
 

 -5.129 

4681 54685921 

Hispidin 
 

 -5.505 

4682 205912 

4-Butylresorcinol 
 

 -4.072 

4683 450268 

3-Hydroxyhippuric Acid 
 

 -4.339 

4684 394397 

Tizoxanide 
 

 -4.225 

4685 3503 

  #N/A 

4686 60198001 

Urolithin C 
 

 -5.687 

https://pubchem.ncbi.nlm.nih.gov/compound/11240776
https://pubchem.ncbi.nlm.nih.gov/compound/44144278
https://pubchem.ncbi.nlm.nih.gov/compound/68081
https://pubchem.ncbi.nlm.nih.gov/compound/54685921
https://pubchem.ncbi.nlm.nih.gov/compound/205912
https://pubchem.ncbi.nlm.nih.gov/compound/450268
https://pubchem.ncbi.nlm.nih.gov/compound/394397
https://pubchem.ncbi.nlm.nih.gov/compound/3503
https://pubchem.ncbi.nlm.nih.gov/compound/60198001


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4687 439260 

Norepinephrine 
 

 -5.553 

4688 6918554 

Indacaterol 
 

 -5.591 

4689 94378 

  #N/A 

4690 31211 

Zingerone 
 

 -4.674 

4691 5497124 

Benzoic acid, p-hydroxy-, 
(p-
(diethylamino)benzyliden
e)hydrazide 
  -5.576 

4692 5281222 

Butein 
 

 -7.185 

4693 6420023 

  #N/A 

4694 227456 

  #N/A 

4695 6623 

Bisphenol A 
 

 -3.145 

4696 9015 

4-Methoxyphenol 
 

 -4.815 

https://pubchem.ncbi.nlm.nih.gov/compound/439260
https://pubchem.ncbi.nlm.nih.gov/compound/6918554
https://pubchem.ncbi.nlm.nih.gov/compound/94378
https://pubchem.ncbi.nlm.nih.gov/compound/31211
https://pubchem.ncbi.nlm.nih.gov/compound/5497124
https://pubchem.ncbi.nlm.nih.gov/compound/5281222
https://pubchem.ncbi.nlm.nih.gov/compound/6420023
https://pubchem.ncbi.nlm.nih.gov/compound/227456
https://pubchem.ncbi.nlm.nih.gov/compound/6623
https://pubchem.ncbi.nlm.nih.gov/compound/9015


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4697 81338 

2'-Hydroxy-4'-
methylacetophenone 
 

 -4.866 

4698 75231 

4-Methoxysalicylic Acid 
 

 -5.275 

4699 5920 

 
Liothyronine 

 -3.966 

4700 135413505 

  #N/A 

4701 2722 

Chloroxine 
 

 -3.751 

4702 616236 

Mecarbinate 
 

 -3.986 

4703 4912 

Probucol 
 

 -3.782 

4704 5815 

  #N/A 

4705 102484 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/81338
https://pubchem.ncbi.nlm.nih.gov/compound/75231
https://pubchem.ncbi.nlm.nih.gov/compound/5920
https://pubchem.ncbi.nlm.nih.gov/compound/135413505
https://pubchem.ncbi.nlm.nih.gov/compound/2722
https://pubchem.ncbi.nlm.nih.gov/compound/616236
https://pubchem.ncbi.nlm.nih.gov/compound/4912
https://pubchem.ncbi.nlm.nih.gov/compound/5815
https://pubchem.ncbi.nlm.nih.gov/compound/102484


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4706 2202 

Anthralin 
 

 -4.294 

4707 8434 

Ethylparaben 
 

 -3.565 

4708 5564 

Triclosan 
 

 -3.133 

4709 2799 

  #N/A 

4710 6054 

2-Phenylethanol 
 

 -3.513 

4711 6271 

4'-
Hydroxypropiophenone 
 

 -3.497 

4712 5146 

Salicyl Alcohol 
 

 -4.038 

4713 11745519 

Deoxyarbutin 
 

 -3.891 

4714 73685 

Gallein 
 

 -3.188 

https://pubchem.ncbi.nlm.nih.gov/compound/2202
https://pubchem.ncbi.nlm.nih.gov/compound/8434
https://pubchem.ncbi.nlm.nih.gov/compound/5564
https://pubchem.ncbi.nlm.nih.gov/compound/2799
https://pubchem.ncbi.nlm.nih.gov/compound/6054
https://pubchem.ncbi.nlm.nih.gov/compound/6271
https://pubchem.ncbi.nlm.nih.gov/compound/5146
https://pubchem.ncbi.nlm.nih.gov/compound/11745519
https://pubchem.ncbi.nlm.nih.gov/compound/73685


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4715 12127 

Isovanillin 
 

 -4.633 

4716 5469424 

Demethoxycurcumin 
 

 -5.285 

4717 5281771 

  #N/A 

4718 5281858 

  #N/A 

4719 2214 

Acetovanillone 
 

 -4.420 

4720 68313 

Hordenine 
 

 -3.139 

4721 115067 

Gastrodin 
 

 -2.218 

4722 442514 

Hematoxylin 
 

 -5.568 

4723 11092 

Paeonol 
 

 -5.181 

4724 440936 

Arbutin 
 

 -3.109 

4725 3314 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/12127
https://pubchem.ncbi.nlm.nih.gov/compound/5469424
https://pubchem.ncbi.nlm.nih.gov/compound/5281771
https://pubchem.ncbi.nlm.nih.gov/compound/5281858
https://pubchem.ncbi.nlm.nih.gov/compound/2214
https://pubchem.ncbi.nlm.nih.gov/compound/68313
https://pubchem.ncbi.nlm.nih.gov/compound/115067
https://pubchem.ncbi.nlm.nih.gov/compound/442514
https://pubchem.ncbi.nlm.nih.gov/compound/11092
https://pubchem.ncbi.nlm.nih.gov/compound/440936
https://pubchem.ncbi.nlm.nih.gov/compound/3314


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4726 7456 

Methylparaben 
 

 -3.649 

4727 5318999 

  #N/A 

4728 168114 

(8)-Gingerol 
 

 -1.788 

4729 10393 

Tyrosol 
 

 -4.442 

4730 4947 

Propyl Gallate 
 

 -4.147 

4731 13250 

Ethyl gallate 
 

 -4.613 

4732 3082025 

  #N/A 

4733 82755 

Hydroxytyrosol 
 

 -5.191 

4734 6443484 

Mulberroside A 
 

 -4.979 

4735 92131301 

  #N/A 

4736 194000 

  #N/A 

4737 93009 

Bornyl acetate, (-)- 
 

 -2.687 

https://pubchem.ncbi.nlm.nih.gov/compound/7456
https://pubchem.ncbi.nlm.nih.gov/compound/5318999
https://pubchem.ncbi.nlm.nih.gov/compound/168114
https://pubchem.ncbi.nlm.nih.gov/compound/10393
https://pubchem.ncbi.nlm.nih.gov/compound/4947
https://pubchem.ncbi.nlm.nih.gov/compound/13250
https://pubchem.ncbi.nlm.nih.gov/compound/3082025
https://pubchem.ncbi.nlm.nih.gov/compound/82755
https://pubchem.ncbi.nlm.nih.gov/compound/6443484
https://pubchem.ncbi.nlm.nih.gov/compound/92131301
https://pubchem.ncbi.nlm.nih.gov/compound/194000
https://pubchem.ncbi.nlm.nih.gov/compound/93009


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4738 13846689 

Protosappanin B 
 

 -3.907 

4739 66654 

Xanthoxylin 
 

 -4.910 

4740 460 

Guaiacol 
 

 -3.993 

4741 5962587 

Triacetylresveratrol 
 

 1.119 

4742 68289 

Sesamol 
 

 -4.720 

4743 21648 

4-(4'-Hydroxyphenyl)-2-
butanone 
 

 -4.266 

https://pubchem.ncbi.nlm.nih.gov/compound/13846689
https://pubchem.ncbi.nlm.nih.gov/compound/66654
https://pubchem.ncbi.nlm.nih.gov/compound/460
https://pubchem.ncbi.nlm.nih.gov/compound/5962587
https://pubchem.ncbi.nlm.nih.gov/compound/68289
https://pubchem.ncbi.nlm.nih.gov/compound/21648


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4744 1023768 

Hypocrellin B 
 

 -2.517 

4745 1057 

Pyrogallol 
 

 -5.094 

4746 82452 

3-(4-
Hydroxyphenyl)propanol 
 

 -3.403 

4747 14530 

3',4'-
Dihydroxyacetophenone 
 

 -5.661 

4748 16251 

3,4-Dimethoxyphenol 
 

 -4.878 

4749 70775 

Hydroxychavicol 
 

 -4.649 

4750 127 

Hydroxyphenylacetic acid 
 

 -4.637 

https://pubchem.ncbi.nlm.nih.gov/compound/1023768
https://pubchem.ncbi.nlm.nih.gov/compound/1057
https://pubchem.ncbi.nlm.nih.gov/compound/82452
https://pubchem.ncbi.nlm.nih.gov/compound/14530
https://pubchem.ncbi.nlm.nih.gov/compound/16251
https://pubchem.ncbi.nlm.nih.gov/compound/70775
https://pubchem.ncbi.nlm.nih.gov/compound/127


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4751 7428 

Methyl Gallate 
 

 -4.986 

4752 61253 

  #N/A 

4753 62348 

Vanillyl alcohol 
 

 -4.448 

4754 6442560 

  #N/A 

4755 596894 

Kakuol 
 

 -4.131 

4756 95687 

4-Deoxypyridoxine 5'-
phosphate 
 

 -3.455 

4757 12310757 

Wushanicaritin 
 

 -2.920 

4758 13966122 

Rosmanol 
 

 -3.586 

4759 10038868 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/7428
https://pubchem.ncbi.nlm.nih.gov/compound/61253
https://pubchem.ncbi.nlm.nih.gov/compound/62348
https://pubchem.ncbi.nlm.nih.gov/compound/6442560
https://pubchem.ncbi.nlm.nih.gov/compound/596894
https://pubchem.ncbi.nlm.nih.gov/compound/95687
https://pubchem.ncbi.nlm.nih.gov/compound/12310757
https://pubchem.ncbi.nlm.nih.gov/compound/13966122
https://pubchem.ncbi.nlm.nih.gov/compound/10038868


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4760 72521 

Alkannin 
 

 -4.095 

4761 155240 

Hydroxytyrosol Acetate 
 

 -1.546 

4762 75409 

6-Hydroxy-4-methyl-2-
benzopyrone 
 

 -4.565 

4763 6989 

Thymol 
 

 -4.153 

4764 10459879 

Sennidin B 
 

 -3.291 

4765 14340 

Dihydroferulic Acid 
 

 -3.683 

4766 5923 

  #N/A 

4767 100526 

N-Acetyldopamine 
 

 -5.227 

https://pubchem.ncbi.nlm.nih.gov/compound/72521
https://pubchem.ncbi.nlm.nih.gov/compound/155240
https://pubchem.ncbi.nlm.nih.gov/compound/75409
https://pubchem.ncbi.nlm.nih.gov/compound/6989
https://pubchem.ncbi.nlm.nih.gov/compound/10459879
https://pubchem.ncbi.nlm.nih.gov/compound/14340
https://pubchem.ncbi.nlm.nih.gov/compound/5923
https://pubchem.ncbi.nlm.nih.gov/compound/100526


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4768 10383 

3,5-Dimethoxyphenol 
 

 -4.957 

4769 86 

3-Hydroxyanthranilic 
Acid 
 

 -4.025 

4770 10279 

2-Acetylhydroquinone 
 

 -4.803 

4771 70164 

Methyl Syringate 
 

 -3.952 

4772 97472 

4-Hydroxybenzylamine 
 

 -6.075 

4773 91 

  #N/A 

4774 62453 

4-Vinylphenol 
 

 -4.065 

4775 5610 

Tyramine 
 

 -3.408 

https://pubchem.ncbi.nlm.nih.gov/compound/10383
https://pubchem.ncbi.nlm.nih.gov/compound/86
https://pubchem.ncbi.nlm.nih.gov/compound/10279
https://pubchem.ncbi.nlm.nih.gov/compound/70164
https://pubchem.ncbi.nlm.nih.gov/compound/97472
https://pubchem.ncbi.nlm.nih.gov/compound/91
https://pubchem.ncbi.nlm.nih.gov/compound/62453
https://pubchem.ncbi.nlm.nih.gov/compound/5610


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4776 68073 

2',4',6'-
Trihydroxyacetophenone 
 

 -4.408 

4777 10377 

Olivetol 
 

 -3.534 

4778 17198 

Acetosyringone 
 

 -4.618 

4779 2785758 

7-Hydroxy-3,4-
dihydrocarbostyril 
 

 -4.927 

4780 21059 

Ethyl Maltol 
 

 -4.367 

4781 68310 

N-Acetyl-L-tyrosine 
 

 -4.387 

https://pubchem.ncbi.nlm.nih.gov/compound/68073
https://pubchem.ncbi.nlm.nih.gov/compound/10377
https://pubchem.ncbi.nlm.nih.gov/compound/17198
https://pubchem.ncbi.nlm.nih.gov/compound/2785758
https://pubchem.ncbi.nlm.nih.gov/compound/21059
https://pubchem.ncbi.nlm.nih.gov/compound/68310


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4782 31242 

4-Ethylphenol 
 

 -5.021 

4783 21387 

1-Hydroxypyrene 
 

 -4.666 

4784 12150 

4-Ethoxyphenol 
 

 -4.269 

4785 69505 

  #N/A 

4786 66449 

  #N/A 

4787 11874 

2,3,4-Trihydroxybenzoic 
Acid 
 

 -4.753 

4788 2116 

DL-alpha-Tocopherol 
 

 -3.735 

4789 7144 

2-Methoxy-4-
Methylphenol 
 

 -4.565 

4790 110992 

3-Chloro-L-Tyrosine 
 

 -4.920 

4791 9859500 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/31242
https://pubchem.ncbi.nlm.nih.gov/compound/21387
https://pubchem.ncbi.nlm.nih.gov/compound/12150
https://pubchem.ncbi.nlm.nih.gov/compound/69505
https://pubchem.ncbi.nlm.nih.gov/compound/66449
https://pubchem.ncbi.nlm.nih.gov/compound/11874
https://pubchem.ncbi.nlm.nih.gov/compound/2116
https://pubchem.ncbi.nlm.nih.gov/compound/7144
https://pubchem.ncbi.nlm.nih.gov/compound/110992
https://pubchem.ncbi.nlm.nih.gov/compound/9859500


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4792 7469 

4'-Hydroxyacetophenone 
 

 -5.130 

4793 8663 

2-Naphthol 
 

 -5.298 

4794 6990 

2',4'-
Dihydroxyacetophenone 
 

 -5.052 

4795 31244 

4-Methoxybenzaldehyde 
 

 -3.671 

4796 125 

4-Hydroxybenzyl Alcohol 
 

 -3.683 

4797 7005 

1-Naphthol 
 

 -4.703 

4798 11847 

2,6-Dibromophenol 
 

 -3.848 

4799 85704 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/7469
https://pubchem.ncbi.nlm.nih.gov/compound/8663
https://pubchem.ncbi.nlm.nih.gov/compound/6990
https://pubchem.ncbi.nlm.nih.gov/compound/31244
https://pubchem.ncbi.nlm.nih.gov/compound/125
https://pubchem.ncbi.nlm.nih.gov/compound/7005
https://pubchem.ncbi.nlm.nih.gov/compound/11847
https://pubchem.ncbi.nlm.nih.gov/compound/85704


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4800 6508 

Quinate 
 

 -4.561 

4801 6436237 

Isochlorogenic acid 
 

 -4.551 

4802 5280633 

Neochlorogenic acid 
 

 -4.043 

4803 C14H6O8 

  #N/A 

4804 14354979 

  #N/A 

4805 392622 

  #N/A 

4806 65243 

  #N/A 

4807 24721502 

1,7-Dihydroxy-ginkgolide 
A 
 

 -3.677 

4808 24721483 

(1R,3R,6R,7S,8S,9R,10S,1
3S,16S,17R)-8-Tert-butyl-
6,9,17-trihydroxy-16-
methyl-2,4,14,19-
tetraoxahexacyclo[8.7.2.
01,11.03,7.07,11.013,17]
nonadecane-5,15,18-
trione 
  -2.874 

4809 12310208 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/6508
https://pubchem.ncbi.nlm.nih.gov/compound/6436237
https://pubchem.ncbi.nlm.nih.gov/compound/5280633
https://pubchem.ncbi.nlm.nih.gov/#query=C14H6O8
https://pubchem.ncbi.nlm.nih.gov/compound/14354979
https://pubchem.ncbi.nlm.nih.gov/compound/392622
https://pubchem.ncbi.nlm.nih.gov/compound/65243
https://pubchem.ncbi.nlm.nih.gov/compound/24721502
https://pubchem.ncbi.nlm.nih.gov/compound/24721483
https://pubchem.ncbi.nlm.nih.gov/compound/12310208


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4810 14193399 

(7alpha,14R)-14-
(Acetyloxy)-7-
hydroxykaur-16-ene-
3,15-dione 
 

 -2.373 

4811 289 

Catechol 
 

 -5.005 

4812 44584733 

  #N/A 

4813 243 

Benzoic Acid 
 

 -5.042 

4814 10143380 

Cyanidin 3-
malonylglucoside 
 

 -3.508 

4815 441699 

Cyanidin 3-O-galactoside 
 

 -4.152 

4816 197081 

  #N/A 

4817 56671053 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/14193399
https://pubchem.ncbi.nlm.nih.gov/compound/289
https://pubchem.ncbi.nlm.nih.gov/compound/44584733
https://pubchem.ncbi.nlm.nih.gov/compound/243
https://pubchem.ncbi.nlm.nih.gov/compound/10143380
https://pubchem.ncbi.nlm.nih.gov/compound/441699
https://pubchem.ncbi.nlm.nih.gov/compound/197081
https://pubchem.ncbi.nlm.nih.gov/compound/56671053


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4818 441674 

Keracyanin cation 
 

 -3.284 

4819 11169452 

cyanidin 3-O-sophoroside 
 

 -2.633 

4820 10100906 

Delphinidin 3,5-
diglucoside 
 

 -5.027 

4821 25087690 

  #N/A 

4822 94409 

  #N/A 

4823 441772 

Pelargonin 
 

 -6.504 

https://pubchem.ncbi.nlm.nih.gov/compound/441674
https://pubchem.ncbi.nlm.nih.gov/compound/11169452
https://pubchem.ncbi.nlm.nih.gov/compound/10100906
https://pubchem.ncbi.nlm.nih.gov/compound/25087690
https://pubchem.ncbi.nlm.nih.gov/compound/94409
https://pubchem.ncbi.nlm.nih.gov/compound/441772


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4824 443648 

Pelargonidin 3-glucoside 
ion 
 

 -4.678 

4825 443917 

pelargonidin 3-O-
rutinoside 
 

 -4.516 

4826 23724704 

Pelargonidin 3-O-
sophoroside 
 

 -3.494 

4827 11454027 

Peonidin-3-galactoside 
 

 -3.145 

4828 14311152 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/443648
https://pubchem.ncbi.nlm.nih.gov/compound/443917
https://pubchem.ncbi.nlm.nih.gov/compound/23724704
https://pubchem.ncbi.nlm.nih.gov/compound/11454027
https://pubchem.ncbi.nlm.nih.gov/compound/14311152


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4829 90470732 

Peonidin 3-rutinoside 
 

 -4.632 

4830 165361276 

Petunidin 3-O-(6''-p-
coumaroyl-glucoside) 
 

 -4.339 

4831 155886410 

3-[4-[3,4,5-Trihydroxy-6-
(hydroxymethyl)-3-[(2-
methylphenyl)methyl]oxa
n-2-yl]oxyphenyl]-1-
(2,4,6-
trihydroxyphenyl)propan-
1-one 
 

 

-4.497 

4832 12795889 

  #N/A 

4833 13751990 

  #N/A 

4834 16760075 

Didymin 
 

 -3.509 

4835 10896620 

5,3',4'-Trihydroxy-3-
methoxy-6:7-
methylenedioxyflavone 
4'-O-glucuronide 
  -5.080 

4836 21722024 

5,4'-Dihydroxy-3,3'-
dimethoxy-6:7-
methylenedioxyflavone 
4'-O-glucuronide 
 

 -4.296 

https://pubchem.ncbi.nlm.nih.gov/compound/90470732
https://pubchem.ncbi.nlm.nih.gov/compound/165361276
https://pubchem.ncbi.nlm.nih.gov/compound/155886410
https://pubchem.ncbi.nlm.nih.gov/compound/12795889
https://pubchem.ncbi.nlm.nih.gov/compound/13751990
https://pubchem.ncbi.nlm.nih.gov/compound/16760075
https://pubchem.ncbi.nlm.nih.gov/compound/10896620
https://pubchem.ncbi.nlm.nih.gov/compound/21722024


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4837 21722026 

Jaceidin 4'-glucuronide 
 

 -3.521 

4838 553491 

  #N/A 

4839 10435673 

6''-O-Acetylastragalin 
 

 0.396 

4840 101502553 

  #N/A 

4841 101714006 

  #N/A 

4842 44259786 

  #N/A 

4843 157009735 

  #N/A 

4844 73822534 

  #N/A 

4845 74191751 

  #N/A 

4846 156155 

6''-O-Acetyldaidzin 
 

 -0.557 

4847 5315831 

6''-O-Acetylgenistin 
 

 -0.497 

4848 14500869 

Daidzin 6''-O-Malonate 
 

 -3.366 

4849 15934091 

Malonylgenistin 
 

 -2.599 

4850 92131944 

  #N/A 

4851 187808 

  #N/A 

4852 1548943 

Capsaicin 
 

 -3.460 

4853 107982 

  #N/A 

4854 168836 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/21722026
https://pubchem.ncbi.nlm.nih.gov/compound/553491
https://pubchem.ncbi.nlm.nih.gov/compound/10435673
https://pubchem.ncbi.nlm.nih.gov/compound/101502553
https://pubchem.ncbi.nlm.nih.gov/compound/101714006
https://pubchem.ncbi.nlm.nih.gov/compound/44259786
https://pubchem.ncbi.nlm.nih.gov/compound/157009735
https://pubchem.ncbi.nlm.nih.gov/compound/73822534
https://pubchem.ncbi.nlm.nih.gov/compound/74191751
https://pubchem.ncbi.nlm.nih.gov/compound/156155
https://pubchem.ncbi.nlm.nih.gov/compound/5315831
https://pubchem.ncbi.nlm.nih.gov/compound/14500869
https://pubchem.ncbi.nlm.nih.gov/compound/15934091
https://pubchem.ncbi.nlm.nih.gov/compound/92131944
https://pubchem.ncbi.nlm.nih.gov/compound/187808
https://pubchem.ncbi.nlm.nih.gov/compound/1548943
https://pubchem.ncbi.nlm.nih.gov/compound/107982
https://pubchem.ncbi.nlm.nih.gov/compound/168836


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4855 101129363 

Ellagic acid acetyl-
arabinoside 
 

 -6.017 

4856 101757027 

Ellagic acid acetyl-
xyloside 
 

 -4.878 

4857 101757026 

Ellagic acid arabinoside 
 

 -3.958 

4858 155903165 

  #N/A 

4859 16130897 

  #N/A 

4860 6474640 

1,5-Dicaffeoylquinic acid 
 

 -5.596 

4861 5281769 

Cynarine 
 

 -3.331 

4862 117842555 

  #N/A 

4863 9945785 

  #N/A 

4864 6474309 

3,4-Dicaffeoylquinic acid 
 

 -3.423 

4865 9798666 

Cryptochlorogenic acid 
 

 -5.120 

https://pubchem.ncbi.nlm.nih.gov/compound/101129363
https://pubchem.ncbi.nlm.nih.gov/compound/101757027
https://pubchem.ncbi.nlm.nih.gov/compound/101757026
https://pubchem.ncbi.nlm.nih.gov/compound/155903165
https://pubchem.ncbi.nlm.nih.gov/compound/16130897
https://pubchem.ncbi.nlm.nih.gov/compound/6474640
https://pubchem.ncbi.nlm.nih.gov/compound/5281769
https://pubchem.ncbi.nlm.nih.gov/compound/117842555
https://pubchem.ncbi.nlm.nih.gov/compound/9945785
https://pubchem.ncbi.nlm.nih.gov/compound/6474309
https://pubchem.ncbi.nlm.nih.gov/compound/9798666


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4866 6079067 

Antileishmanial agent-7 
 

 -4.299 

4867 641605 

  #N/A 

4868 67380062 

p-Coumaroyl tartaric acid 
 

 0.407 

4869 13887348 

(2S,3R)-trans-caftaric 
acid 
 

 -3.259 

4870 57517924 

  #N/A 

4871 162517550 

Chalcones A-N-5 
 

 -7.011 

4872 7393 

  #N/A 

4873 7381 

4-tert-Butylcatechol 
 

 -4.817 

4874 1732 

4-Chloro-3-methylphenol 
 

 -4.024 

4875 7245 

2-Chlorophenol 
 

 -4.193 

4876 7933 

3-Chlorophenol 
 

 -4.294 

https://pubchem.ncbi.nlm.nih.gov/compound/6079067
https://pubchem.ncbi.nlm.nih.gov/compound/641605
https://pubchem.ncbi.nlm.nih.gov/compound/67380062
https://pubchem.ncbi.nlm.nih.gov/compound/13887348
https://pubchem.ncbi.nlm.nih.gov/compound/57517924
https://pubchem.ncbi.nlm.nih.gov/compound/162517550
https://pubchem.ncbi.nlm.nih.gov/compound/7393
https://pubchem.ncbi.nlm.nih.gov/compound/7381
https://pubchem.ncbi.nlm.nih.gov/compound/1732
https://pubchem.ncbi.nlm.nih.gov/compound/7245
https://pubchem.ncbi.nlm.nih.gov/compound/7933


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4877 4684 

4-Chlorophenol 
 

 -4.628 

4878 8425 

  #N/A 

4879 342 

M-Cresol 
 

 -4.541 

4880 2879 

P-Cresol 
 

 -4.745 

4881 31404 

2,6-Di-tert-butyl-4-
methylphenol 
 

 -3.359 

4882 31405 

2,6-Di-tert-butylphenol 
 

 -3.836 

4883 8449 

2,4-Dichlorophenol 
 

 -4.823 

4884 66 

2,5-Dichlorophenol 
 

 -4.484 

https://pubchem.ncbi.nlm.nih.gov/compound/4684
https://pubchem.ncbi.nlm.nih.gov/compound/8425
https://pubchem.ncbi.nlm.nih.gov/compound/342
https://pubchem.ncbi.nlm.nih.gov/compound/2879
https://pubchem.ncbi.nlm.nih.gov/compound/31404
https://pubchem.ncbi.nlm.nih.gov/compound/31405
https://pubchem.ncbi.nlm.nih.gov/compound/8449
https://pubchem.ncbi.nlm.nih.gov/compound/66


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4885 11571 

3,5-Dichlorophenol 
 

 -4.682 

4886 7771 

2,4-Dimethylphenol 
 

 -4.750 

4887 10800 

2-Methyl-4,6-
dinitrophenol 
 

 -4.549 

4888 785 

Hydroquinone 
 

 -6.118 

4889 7017 

(1,1'-Biphenyl)-2-ol 
 

 -4.265 

4890 1752 

  #N/A 

4891 992 

Pentachlorophenol 
 

 -3.929 

https://pubchem.ncbi.nlm.nih.gov/compound/11571
https://pubchem.ncbi.nlm.nih.gov/compound/7771
https://pubchem.ncbi.nlm.nih.gov/compound/10800
https://pubchem.ncbi.nlm.nih.gov/compound/785
https://pubchem.ncbi.nlm.nih.gov/compound/7017
https://pubchem.ncbi.nlm.nih.gov/compound/1752
https://pubchem.ncbi.nlm.nih.gov/compound/992


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4892 996 

Phenol 
 

 -4.431 

4893 5054 

Resorcinol 
 

 -4.096 

4894 6028 

2,3,4,6-
Tetrachlorophenol 
 

 -4.130 

4895 27582 

2,3,4-Trichlorophenol 
 

 -4.612 

4896 13619 

2,3,5-Trichlorophenol 
 

 -4.636 

4897 13618 

2,3,6-Trichlorophenol 
 

 -4.152 

4898 7271 

2,4,5-Trichlorophenol 
 

 -4.240 

https://pubchem.ncbi.nlm.nih.gov/compound/996
https://pubchem.ncbi.nlm.nih.gov/compound/5054
https://pubchem.ncbi.nlm.nih.gov/compound/6028
https://pubchem.ncbi.nlm.nih.gov/compound/27582
https://pubchem.ncbi.nlm.nih.gov/compound/13619
https://pubchem.ncbi.nlm.nih.gov/compound/13618
https://pubchem.ncbi.nlm.nih.gov/compound/7271


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4899 6914 

2,4,6-Trichlorophenol 
 

 -4.265 

4900 22245540 

Perylenequinone 
 

 -3.741 

4901 6918469 

Altenusin 
 

 -5.204 

4902 139591629 

Diorcinolic acid 
 

 -6.430 

4903 10286 

Chromone 
 

 -4.124 

https://pubchem.ncbi.nlm.nih.gov/compound/6914
https://pubchem.ncbi.nlm.nih.gov/compound/22245540
https://pubchem.ncbi.nlm.nih.gov/compound/6918469
https://pubchem.ncbi.nlm.nih.gov/compound/139591629
https://pubchem.ncbi.nlm.nih.gov/compound/10286


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4904 156581839 

2-(Ethoxycarbonyl)-4'-
carboxydiorcinal 
 

 -5.552 

4905 71719401 

Methyl 2-hydroxy-4-(3-
hydroxy-5-
methylphenoxy)-6-
methylbenzoate 
 

 

-5.493 

4906 16204067 

Cordyol C 
 

 -4.160 

4907 11779786 

Methyl 4-(2,3-dihydroxy-
5-methylphenoxy)-2-
hydroxy-6-
methylbenzoate 
 

 
-4.444 

4908 16196968 

violaceol II 
 

 -3.984 

4909 11110998 

Averythrin 
 

 -4.798 

4910 10044783 

(-)-Averantin 
 

 -3.610 

4911 68072 

Orsellinic Acid 
 

 -4.151 

https://pubchem.ncbi.nlm.nih.gov/compound/156581839
https://pubchem.ncbi.nlm.nih.gov/compound/71719401
https://pubchem.ncbi.nlm.nih.gov/compound/16204067
https://pubchem.ncbi.nlm.nih.gov/compound/11779786
https://pubchem.ncbi.nlm.nih.gov/compound/16196968
https://pubchem.ncbi.nlm.nih.gov/compound/11110998
https://pubchem.ncbi.nlm.nih.gov/compound/10044783
https://pubchem.ncbi.nlm.nih.gov/compound/68072


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4912 10436 

Orcinol 
 

 -4.750 

4913 7041 

2,6-Dimethoxyphenol 
 

 -4.182 

4914 444972 

Fumaric Acid 
 

 -2.147 

4915 43026534 

[2-(2,4-dichlorophenyl)-
2-oxoethyl] 3,4-dihydro-
2H-1,5-benzodioxepine-
7-carboxylate 
 

 

-4.101 

4916 51217739 

  #N/A 

4917 49946887 

N-[[2-[(3,4-
dichlorophenyl)methoxy]
naphthalen-1-yl]methyl]-
2,3-dihydro-1,4-
benzodioxin-6-amine 
  -4.277 

4918 227 

Anthranilic Acid 
 

 -4.721 

4919 146036241 

6-(2-Acetyl-3,5-
dihydroxybenzyl)-4-
hydroxy-3-methyl-2h-
pyran-2-one 
 

 -4.654 

https://pubchem.ncbi.nlm.nih.gov/compound/10436
https://pubchem.ncbi.nlm.nih.gov/compound/7041
https://pubchem.ncbi.nlm.nih.gov/compound/444972
https://pubchem.ncbi.nlm.nih.gov/compound/43026534
https://pubchem.ncbi.nlm.nih.gov/compound/51217739
https://pubchem.ncbi.nlm.nih.gov/compound/49946887
https://pubchem.ncbi.nlm.nih.gov/compound/227
https://pubchem.ncbi.nlm.nih.gov/compound/146036241


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4920 122190348 

3,5-Dihydroxy-2-[2-(2-
hydroxy-6-
methylphenyl)-2-
oxoethyl]-4-
methylbenzaldehyde 
 

 -3.440 

4921 46831972 

11-Dehydrosydonic Acid 
 

 0.319 

4922 46831973 

  #N/A 

4923 25775004 

  #N/A 

4924 23396613 

Diorcinol 
 

 -5.972 

4925 132526849 

12-Dimethoxypinselin 
 

 -4.225 

4926 132526847 

12-O-acetyl-AGI-B4 
 

 -5.611 

4927 132526848 

11,12-Dihydroxysydonic 
acid 
 

 -2.691 

4928 132526850 

1-Hydroxyboivinianic acid 
 

 -4.103 

https://pubchem.ncbi.nlm.nih.gov/compound/122190348
https://pubchem.ncbi.nlm.nih.gov/compound/46831972
https://pubchem.ncbi.nlm.nih.gov/compound/46831973
https://pubchem.ncbi.nlm.nih.gov/compound/25775004
https://pubchem.ncbi.nlm.nih.gov/compound/23396613
https://pubchem.ncbi.nlm.nih.gov/compound/132526849
https://pubchem.ncbi.nlm.nih.gov/compound/132526847
https://pubchem.ncbi.nlm.nih.gov/compound/132526848
https://pubchem.ncbi.nlm.nih.gov/compound/132526850


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4929 359 

Phloroglucinol 
 

 -4.141 

4930 482720 

  #N/A 

4931 156118 

(+)-Curcuphenol 
 

 -5.013 

4932 184024 

  #N/A 

4933 14016780 

Luteolin 7-sulfate 
 

 -3.255 

4934 14016776 

Apigenin 7-sulfate 
 

 -4.557 

4935 15984097 

Phlorofucofuroeckol B 
 

 -6.421 

4936 21778115 

  #N/A 

4937 20847842 

2,3,6-Tribromo-4,5-
dihydroxymethylbenzene 
 

 -3.534 

4938 21778116 

2,5,6-Tribromo-3,4-
dihydroxybenzaldehyde 
 

 -3.205 

4939 2735032 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/359
https://pubchem.ncbi.nlm.nih.gov/compound/482720
https://pubchem.ncbi.nlm.nih.gov/compound/156118
https://pubchem.ncbi.nlm.nih.gov/compound/184024
https://pubchem.ncbi.nlm.nih.gov/compound/14016780
https://pubchem.ncbi.nlm.nih.gov/compound/14016776
https://pubchem.ncbi.nlm.nih.gov/compound/15984097
https://pubchem.ncbi.nlm.nih.gov/compound/21778115
https://pubchem.ncbi.nlm.nih.gov/compound/20847842
https://pubchem.ncbi.nlm.nih.gov/compound/21778116
https://pubchem.ncbi.nlm.nih.gov/compound/2735032


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4940 10366827 

Symphyoketone 
 

 -2.681 

4941 16757395 

1-(2,3,6-Tribromo-4,5-
dihydroxybenzyl)-
pyrrolidin-2-one 
 

 -2.969 

4942 16757398 

2,3,6-Tribromo-4,5-
dihydroxybenzyl methyl 
sulfone 
 

 -3.476 

4943 23426771 

Bis(2,3,6-tribromo-4,5-
dihydroxybenzyl) ether 
 

 -4.432 

4944 11383736 

2,3,6-Tribromo-4,5-
dihydroxybenzyl methyl 
ether 
 

 -3.084 

4945 85405 

5-Bromo-3,4-
dihydroxybenzaldehyde 
 

 -5.147 

https://pubchem.ncbi.nlm.nih.gov/compound/10366827
https://pubchem.ncbi.nlm.nih.gov/compound/16757395
https://pubchem.ncbi.nlm.nih.gov/compound/16757398
https://pubchem.ncbi.nlm.nih.gov/compound/11383736
https://pubchem.ncbi.nlm.nih.gov/compound/85405


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4946 18100 

3,5-Dibromo-4-
Hydroxybenzaldehyde 
 

 -3.941 

4947 24770033 

7-Bromo-9,10-
dihydrophenanthrene-
2,3,5,6-tetrol 
 

 -4.451 

4948 24770034 

  #N/A 

4949 24761045 

1,8-Dibromo-5,7-
dihydrodibenzo[c,e]oxepi
ne-2,3,9,10-tetraol 
 

 -3.540 

4950 22833196 

Urceolatol 
 

 -2.552 

4951 11273349 

6-(2,3-Dibromo-4,5-
dihydroxybenzyl)-2,3-
dibromo-4,5-dihydroxy 
benzyl methyl ether 
 

 -3.134 

4952 11455599 

3,4-Dibromo-5-[(2,3-
dibromo-4,5-
dihydroxyphenyl)methyl]
benzene-1,2-diol 
 

 -3.072 

https://pubchem.ncbi.nlm.nih.gov/compound/18100
https://pubchem.ncbi.nlm.nih.gov/compound/24770033
https://pubchem.ncbi.nlm.nih.gov/compound/24770034
https://pubchem.ncbi.nlm.nih.gov/compound/24761045
https://pubchem.ncbi.nlm.nih.gov/compound/22833196
https://pubchem.ncbi.nlm.nih.gov/compound/11273349
https://pubchem.ncbi.nlm.nih.gov/compound/11455599


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4953 11340945 

(+)-3-(2,3-Dibromo-4,5-
dihydroxyphenyl)-4-
bromo-5,6-dihydroxy-
1,3-
dihydroisobenzofuran 
 

 -2.710 

4954 10995003 

2,2',3-Tribromo-3',4,4',5-
tetrahydroxy-6'-
ethyloxymethyldiphenyl
methane 
 

 -3.145 

4955 273439942 

  #N/A 

4956 10053921 

Bis(2,3-dibromo-4,5-
dihydroxybenzyl) ether 
 

 -3.496 

4957 21629585 

Methyl 3-bromo-4,5-
dihydroxybenzoate 
 

 -4.809 

4958 4171 

  #N/A 

4959 11500585 

2,3-Dibromo-4,5-
Dihydroxyphenylethanol 
 

 -4.414 

4960 11645303 

3-Bromo-4,5-
Dihydroxyphenylethanol 
Sulfate 
 

 -3.426 

https://pubchem.ncbi.nlm.nih.gov/compound/11340945
https://pubchem.ncbi.nlm.nih.gov/compound/10995003
https://pubchem.ncbi.nlm.nih.gov/substance/273439942
https://pubchem.ncbi.nlm.nih.gov/compound/10053921
https://pubchem.ncbi.nlm.nih.gov/compound/21629585
https://pubchem.ncbi.nlm.nih.gov/compound/4171
https://pubchem.ncbi.nlm.nih.gov/compound/11500585
https://pubchem.ncbi.nlm.nih.gov/compound/11645303


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4961 637298 

3,4-Dibromo-5-[2-bromo-
3,4-dihydroxy-6-
(hydroxymethyl)benzyl]b
enzene-1,2-diol 
 

 -3.421 

4962 357299 

3-(2,3-Dibromo-4,5-
dihydroxy-benzyl)-3,3a,6-
trihydroxy-tetrahydro-
furo[3,2-b]furan-2-one 
 

 -4.976 

4963 78659 

3,4-Dibromo-5-
(hydroxymethyl)-1,2-
benzenediol 
 

 -5.015 

4964 12005 

2,4-Dibromophenol 
 

 -4.315 

4965 1483 

2,4,6-Tribromophenol 
 

 -3.461 

4966 67650327 

1-Methylpyrogallol 
 

 -5.010 

https://pubchem.ncbi.nlm.nih.gov/compound/637298
https://pubchem.ncbi.nlm.nih.gov/compound/357299
https://pubchem.ncbi.nlm.nih.gov/compound/78659
https://pubchem.ncbi.nlm.nih.gov/compound/12005
https://pubchem.ncbi.nlm.nih.gov/compound/1483
https://pubchem.ncbi.nlm.nih.gov/compound/67650327


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4967 13026 

2,3,5-Trihydroxytoluene 
 

 -5.265 

4968 72724507 

Sydowiol B 
 

 -4.087 

4969 72724508   #N/A 

4970 137661595 

Sydowiol D 
 

 -5.790 

4971 102218164 

Methyl 4-(3,4-
dihydroxybenzamido)but
anoate 
  

-2.436 

4972 11994820 

Chaetopyranin 
 

 -6.079 

4973 14355116 

Isotetrahydroauroglaucin 
 

 -5.878 

4974 44559107 

  #N/A 

4975 119037 

2-Heptyl-3,6-dihydroxy-
5-(3-methyl-2-buten-1-
yl)benzaldehyde 
  -4.550 

4976 14355115 

Isodihydroauroglaucin 
 

 -6.100 

https://pubchem.ncbi.nlm.nih.gov/compound/13026
https://pubchem.ncbi.nlm.nih.gov/compound/102218164
https://pubchem.ncbi.nlm.nih.gov/compound/11994820
https://pubchem.ncbi.nlm.nih.gov/compound/14355116
https://pubchem.ncbi.nlm.nih.gov/compound/44559107
https://pubchem.ncbi.nlm.nih.gov/compound/119037
https://pubchem.ncbi.nlm.nih.gov/compound/14355115


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4977 188287 

Gentisyl Alcohol 
 

 -4.344 

4978 10397307 

Acremonin A 
 

 -4.757 

4979 117121210 

  #N/A 

4980 156581546 

Gliomastin D 
 

 -4.976 

4981 9837238 

CID 9837238 
 

 -5.243 

4982 10336643 

  #N/A 

4983 7253 

Methylhydroquinone 
 

 -4.594 

4984 139586320 

6,8,1'-Tri-o-
methylaverantin 
 

 -4.214 

4985 107849 

Versicolorin B 
 

 -4.018 

4986 10089584 

Uct1072M1 
 

 -3.574 

https://pubchem.ncbi.nlm.nih.gov/compound/188287
https://pubchem.ncbi.nlm.nih.gov/compound/10397307
https://pubchem.ncbi.nlm.nih.gov/compound/117121210
https://pubchem.ncbi.nlm.nih.gov/compound/156581546
https://pubchem.ncbi.nlm.nih.gov/compound/9837238
https://pubchem.ncbi.nlm.nih.gov/compound/10336643
https://pubchem.ncbi.nlm.nih.gov/compound/7253
https://pubchem.ncbi.nlm.nih.gov/compound/139586320
https://pubchem.ncbi.nlm.nih.gov/compound/107849
https://pubchem.ncbi.nlm.nih.gov/compound/10089584


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4987 119255 

Averufanin 
 

 -4.468 

4988 638296 

Averufin 
 

 -4.081 

4989 50937035 

Nidurufin 
 

 -3.219 

4990 139585736 

Oxisterigmatocystin D 
 

 -3.194 

4991 101802789 

Oxisterigmatocystin C 
 

 -3.827 

4992 5280389 

Sterigmatocystin 
 

 -3.782 

4993 137637186 

(+/-)-aspergilol G 
 

 -3.495 

https://pubchem.ncbi.nlm.nih.gov/compound/119255
https://pubchem.ncbi.nlm.nih.gov/compound/638296
https://pubchem.ncbi.nlm.nih.gov/compound/50937035
https://pubchem.ncbi.nlm.nih.gov/compound/139585736
https://pubchem.ncbi.nlm.nih.gov/compound/101802789
https://pubchem.ncbi.nlm.nih.gov/compound/5280389
https://pubchem.ncbi.nlm.nih.gov/compound/137637186


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

4994 137655878 

(+/-)-aspergilol H 
 

 -6.066 

4995 137640339 

  #N/A 

4996 132915662 

Aspergilol A 
 

 -4.682 

4997 132915663 

Aspergilol B 
 

 -3.359 

4998 71296155 

(2S)-versicolorone 
 

 -5.068 

4999 132512004 

Coccoquinone A 
 

 -3.008 

5000 22357942 

2-(1,4-Dihydroxybutan-2-
yl)-1,3,6,8-tetrahydroxy-
9,10-anthraquinone 
 

 -4.547 

https://pubchem.ncbi.nlm.nih.gov/compound/137655878
https://pubchem.ncbi.nlm.nih.gov/compound/137640339
https://pubchem.ncbi.nlm.nih.gov/compound/132915662
https://pubchem.ncbi.nlm.nih.gov/compound/132915663
https://pubchem.ncbi.nlm.nih.gov/compound/71296155
https://pubchem.ncbi.nlm.nih.gov/compound/132512004
https://pubchem.ncbi.nlm.nih.gov/compound/22357942


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5001 23902332 

3,8-Dihydroxy-6-methyl-
9-oxo-9H-xanthene-1-
carboxylic acid 
 

 #N/A 

5002 102191486 

Methyl 8-hydroxy-6-
methoxy-3-methyl-9-
oxoxanthene-1-
carboxylate 
  -3.897 

5003 10639 

Physcion 
 

 -4.056 

5004 5281224 

Astaxanthin 
 

 #N/A 

5005 5281248 

Torularhodin 
  #N/A 

5006 5281253 

Torulene 
 

 
#N/A 

5007 5280489 

Beta-Carotene 
 

 #N/A 

5008 21776963 

Neurosporaxanthin beta-
D-glucopyranoside 
  -2.907 

5009 637039 

(2E,4E,6E,8E,10E,12E,14E
,16E,18E,20E)-
2,6,10,15,19-
Pentamethyl-21-(2,6,6-
trimethyl-1-cyclohexen-
1-yl)-
2,4,6,8,10,12,14,16,18,2
0-heneicosadecaenoic 
acid 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/23902332
https://pubchem.ncbi.nlm.nih.gov/compound/102191486
https://pubchem.ncbi.nlm.nih.gov/compound/10639
https://pubchem.ncbi.nlm.nih.gov/compound/5281224
https://pubchem.ncbi.nlm.nih.gov/compound/5281248
https://pubchem.ncbi.nlm.nih.gov/compound/5281253
https://pubchem.ncbi.nlm.nih.gov/compound/5280489
https://pubchem.ncbi.nlm.nih.gov/compound/21776963
https://pubchem.ncbi.nlm.nih.gov/compound/637039


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5010 10685 

Tryptophol 
 

 -4.118 

5011 46880982 

2-(1H-Indol-3-Yl)Ethyl 2-
Hydroxypropanoate 
 

 #N/A 

5012 44605902 

2-(1H-Indol-3-Yl)Ethyl 5-
Hydroxypentanoate 
 

 #N/A 

5013 46918945 

Jbir-81 
 

 #N/A 

5014 46918946 

Jbir-82 
 

 #N/A 

5015 9913062 

Terpeptin 
 

 #N/A 

5016 139584272 

2-Hydroxycircumdatin C 
 

 -3.218 

https://pubchem.ncbi.nlm.nih.gov/compound/10685
https://pubchem.ncbi.nlm.nih.gov/compound/46880982
https://pubchem.ncbi.nlm.nih.gov/compound/44605902
https://pubchem.ncbi.nlm.nih.gov/compound/46918945
https://pubchem.ncbi.nlm.nih.gov/compound/46918946
https://pubchem.ncbi.nlm.nih.gov/compound/9913062
https://pubchem.ncbi.nlm.nih.gov/compound/139584272


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5017 10066780 

Golmaenone 
 

 -4.137 

5018 9996305 

Neoechinulin A 
 

 -1.878 

5019 6223 

Gliotoxin 
 

 -3.498 

5020 636767 

Parasitenone 
 

 -4.576 

5021 56925681 

Acremostrictin 
 

 -3.383 

5022 3081931 

Smenospongine 
 

 -3.246 

https://pubchem.ncbi.nlm.nih.gov/compound/10066780
https://pubchem.ncbi.nlm.nih.gov/compound/9996305
https://pubchem.ncbi.nlm.nih.gov/compound/6223
https://pubchem.ncbi.nlm.nih.gov/compound/636767
https://pubchem.ncbi.nlm.nih.gov/compound/56925681
https://pubchem.ncbi.nlm.nih.gov/compound/3081931


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5023 9898465 

Spongistatin-1 
 

 #N/A 

5024 21589810 

Heteronemin 
 

 #N/A 

5025 15965508 

Sauriol B 
 

 -3.837 

5026 49871581 

Schineolignin B 
 

 -4.310 

5027 156516 

nectandrin A 
 

 -4.305 

5028 13844301 

4-[(2S,3S,4R,5R)-5-(1,3-
benzodioxol-5-yl)-3,4-
dimethyloxolan-2-yl]-2-
methoxyphenol 
  

 
  -4.663 

5029 13870578 

Fragransin C1 
 

 -3.765 

https://pubchem.ncbi.nlm.nih.gov/compound/9898465
https://pubchem.ncbi.nlm.nih.gov/compound/21589810
https://pubchem.ncbi.nlm.nih.gov/compound/15965508
https://pubchem.ncbi.nlm.nih.gov/compound/49871581
https://pubchem.ncbi.nlm.nih.gov/compound/156516
https://pubchem.ncbi.nlm.nih.gov/compound/13844301
https://pubchem.ncbi.nlm.nih.gov/compound/13870578


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5030 443026 

Veraguensin 
 

 -3.535 

5031 138108114 

Henricine 
 

 -3.136 

5032 51381166 

5-[(2R,3R,4S,5S)-5-(1,3-
benzodioxol-5-yl)-3,4-
dimethyloxolan-2-yl]-1,3-
benzodioxole 
 

 
 
  -4.334 

5033 442873 

(+)-Galbacin 
 

 -3.633 

5034 11537446 

Odoratisol D 
 

 -3.644 

5035 13870573 

Machilin I 
 

 -5.446 

5036 234823 

1,4-Bis(3,4-
dimethoxyphenyl)tetrahy
dro-1H,3H-furo[3,4-
c]furan 
 

 -3.679 

5037 5320622 

(+)-Fargesin 
 

 -4.979 

https://pubchem.ncbi.nlm.nih.gov/compound/443026
https://pubchem.ncbi.nlm.nih.gov/compound/138108114
https://pubchem.ncbi.nlm.nih.gov/compound/51381166
https://pubchem.ncbi.nlm.nih.gov/compound/442873
https://pubchem.ncbi.nlm.nih.gov/compound/11537446
https://pubchem.ncbi.nlm.nih.gov/compound/13870573
https://pubchem.ncbi.nlm.nih.gov/compound/234823
https://pubchem.ncbi.nlm.nih.gov/compound/5320622


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5038 46917407 

(+)-Sesamin 
monocatechol 
 

 -3.472 

5039 100067 

Syringaresinol 
 

 -6.142 

5040 179572 

(+)-Demethoxyexcelsin 
 

 -5.249 

5041 10247670 

Piperitol 
 

 -5.146 

5042 3732009 

Sesartemin-(+) 
 

 -1.983 

5043 489947 

6-[(3R,3aR,6S,6aR)-3-
(1,3-benzodioxol-5-yl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-
c]furan-6-yl]-4-methoxy-
1,3-benzodioxole 
 

 

-2.781 

5044 489948 

(+)-Epiexcelsin 
 

 -3.389 

https://pubchem.ncbi.nlm.nih.gov/compound/46917407
https://pubchem.ncbi.nlm.nih.gov/compound/100067
https://pubchem.ncbi.nlm.nih.gov/compound/179572
https://pubchem.ncbi.nlm.nih.gov/compound/10247670
https://pubchem.ncbi.nlm.nih.gov/compound/3732009
https://pubchem.ncbi.nlm.nih.gov/compound/489947
https://pubchem.ncbi.nlm.nih.gov/compound/489948


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5045 14704575 

Otobaphenol 
 

 -4.310 

5046 10903924 

Burchellin 
 

 -3.635 

5047 21580159 

Armenin-B 
 

 -3.769 

5048 101619552 

(2R,3R,3aR,5R)-2-(1,3-
benzodioxol-5-yl)-5,7-
dimethoxy-3-methyl-3a-
prop-2-enyl-2,3,4,5-
tetrahydro-1-benzofuran-
6-one 
 

 
-3.678 

5049 44559515 

Canellin C 
 

 -2.247 

5050 101321349 

2-(1,3-Benzodioxol-5-yl)-
5,7-dimethoxy-3-methyl-
3a-prop-2-enyl-2,3,4,7-
tetrahydro-1-benzofuran-
7a-ol 
 

 
-3.541 

https://pubchem.ncbi.nlm.nih.gov/compound/14704575
https://pubchem.ncbi.nlm.nih.gov/compound/10903924
https://pubchem.ncbi.nlm.nih.gov/compound/21580159
https://pubchem.ncbi.nlm.nih.gov/compound/101619552
https://pubchem.ncbi.nlm.nih.gov/compound/44559515
https://pubchem.ncbi.nlm.nih.gov/compound/101321349


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5051 131751410 

Licarin C 
 

 -3.435 

5052 10088744 

Obovatifol 
 

 -3.095 

5053 11703153 

Odoratisol A 
 

 -3.829 

5054 10043816 

2,3-dimethoxy-5-
[(2S,3S)-7-methoxy-3-
methyl-5-[(E)-prop-1-
enyl]-2,3-dihydro-1-
benzofuran-2-yl]phenol 
 

 

-4.125 

5055 101046977 

1-[(2S,3S)-2-(1,3-
benzodioxol-5-yl)-7-
methoxy-3-methyl-2,3-
dihydro-1-benzofuran-5-
yl]propane-1,2-diol 
  -5.293 

5056 10316467 

1-[(2S,3S)-2-(4-hydroxy-
3-methoxyphenyl)-7-
methoxy-3-methyl-2,3-
dihydro-1-benzofuran-5-
yl]propane-1,2-diol 
 

 
-5.800 

5057 10362039 

1-[(2S,3S)-2-(3,4-
dimethoxyphenyl)-7-
methoxy-3-methyl-2,3-
dihydro-1-benzofuran-5-
yl]propane-1,2-diol 
 

 
 

-4.774 

5058 10385713 

1-[(2S,3S)-2-(3-hydroxy-
4,5-dimethoxyphenyl)-7-
methoxy-3-methyl-2,3-
dihydro-1-benzofuran-5-
yl]propane-1,2-diol 
 

 
-5.182 

https://pubchem.ncbi.nlm.nih.gov/compound/131751410
https://pubchem.ncbi.nlm.nih.gov/compound/10088744
https://pubchem.ncbi.nlm.nih.gov/compound/11703153
https://pubchem.ncbi.nlm.nih.gov/compound/10043816
https://pubchem.ncbi.nlm.nih.gov/compound/101046977
https://pubchem.ncbi.nlm.nih.gov/compound/10316467
https://pubchem.ncbi.nlm.nih.gov/compound/10362039
https://pubchem.ncbi.nlm.nih.gov/compound/10385713


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5059 101046978 

1-[(2R,3R)-2-(4-hydroxy-
3-methoxyphenyl)-7-
methoxy-3-methyl-2,3-
dihydro-1-benzofuran-5-
yl]propan-2-one 
 

 

-3.702 

5060 6442251 

(-)-Acuminatin 
 

 -3.482 

5061 442834 

Denudatin B 
 

 -3.489 

5062 10315195 

3-methoxy-5-[7-
methoxy-3-methyl-5-[(E)-
prop-1-enyl]-1-
benzofuran-2-
yl]benzene-1,2-diol 
 

 
-3.799 

5063 101918993 

(6R,7aR)-6-prop-2-enyl-
7a-[(2R)-1-(3,4,5-
trimethoxyphenyl)propa
n-2-yl]-6,7-dihydro-1,3-
benzodioxol-5-one 
 

 -1.966 

5064 45487149 

2'-Epi-Guianin 
 

 -4.940 

5065 44559520 

3'-Methoxyguianin 
 

 #N/A 

5066 5281737 

Macrophylline 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/101046978
https://pubchem.ncbi.nlm.nih.gov/compound/6442251
https://pubchem.ncbi.nlm.nih.gov/compound/442834
https://pubchem.ncbi.nlm.nih.gov/compound/10315195
https://pubchem.ncbi.nlm.nih.gov/compound/101918993
https://pubchem.ncbi.nlm.nih.gov/compound/45487149
https://pubchem.ncbi.nlm.nih.gov/compound/44559520
https://pubchem.ncbi.nlm.nih.gov/compound/5281737


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5067 5281547 

Cinerin I 
 

 -3.826 

5068 3083437 

(1S,5R,6R,7R,8S)-8-
(Acetyloxy)-7-(3,4-
dimethoxyphenyl)-5-
methoxy-6-methyl-3-(2-
propen-1-
yl)bicyclo(3.2.1)oct-3-en-
2-one 
 

 

-1.824 

5069 10618232 

Denudanolide A 
 

 -3.149 

5070 197600 

Ocobullenone 
 

 -4.062 

5071 442876 

Grandisin 
 

 -1.963 

5072 466076 

Termilignan 
 

 #N/A 

5073 72388 

Anolignan B 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5281547
https://pubchem.ncbi.nlm.nih.gov/compound/3083437
https://pubchem.ncbi.nlm.nih.gov/compound/10618232
https://pubchem.ncbi.nlm.nih.gov/compound/197600
https://pubchem.ncbi.nlm.nih.gov/compound/442876
https://pubchem.ncbi.nlm.nih.gov/compound/466076
https://pubchem.ncbi.nlm.nih.gov/compound/72388


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5074 127406 

3,4,5-Tri-O-galloylquinic 
acid 
 

 -5.815 

5075 135412596 

(3R,3'R,3''R)-9,9''-
Dihydroxy-3,3',3''-
trimethyl-3,3',3''-tris(4-
methyl-3-penten-1-
yl)(8,8':9',8''-ter-3H-
naphtho(2,1-b)pyran)-
7,7',7'',10,10',10''-
hexone 
 

 

#N/A 

5076 3663 

Hypericin 
 

 -5.006 

5077 4978 

Pseudohypericin 
 

 -4.705 

5078 3806 

Juglone 
 

 -4.682 

https://pubchem.ncbi.nlm.nih.gov/compound/127406
https://pubchem.ncbi.nlm.nih.gov/compound/135412596
https://pubchem.ncbi.nlm.nih.gov/compound/3663
https://pubchem.ncbi.nlm.nih.gov/compound/4978
https://pubchem.ncbi.nlm.nih.gov/compound/3806


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5079 10205 

Plumbagin 
 

 -4.168 

5080 3885 

Beta-Lapachone 
 

 -3.387 

5081 5281647 

Mangiferin 
 
 

 -3.871 

5082 478625 

Dibalanocarpol 
 

 #N/A 

5083 122659 

Mallotojaponin 
 

 -3.986 

5084 454457 

Macrocarpal A 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/10205
https://pubchem.ncbi.nlm.nih.gov/compound/3885
https://pubchem.ncbi.nlm.nih.gov/compound/5281647
https://pubchem.ncbi.nlm.nih.gov/compound/478625
https://pubchem.ncbi.nlm.nih.gov/compound/122659
https://pubchem.ncbi.nlm.nih.gov/compound/454457


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5085 126969 

Mallotochromene 
 

 #N/A 

5086 5317276 

1H-4a,11-
Ethanobenzo[b]cyclopro
pa[6,7]cyclohept[1,2-
f]oxepin-6,8-
dicarboxaldehyde, 
1a,2,3,4,10,11,11a,11b-
octahydro-7,9-dihydroxy-
1,1,4,11-tetramethyl-10-
(2-methylpropyl)-, 
(1aR,4S,4aS,10R,11R,11a
R,11bR)-rel-(-)- 
 

 

#N/A 

5087 9972913 

Syzygiol 
 

 -5.816 

5088 179829 

Butyrylmallotochromano
l 
 

 -3.032 

5089 5467341 

Peltatol A 
 

 #N/A 

5090 503991 

1-Butanone, 1-[3-acetyl-
2,4,6-trihydroxy-5-(2-
hydroxy-3-methyl-3-
butenyl)phenyl]-3-
methyl- 
  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/126969
https://pubchem.ncbi.nlm.nih.gov/compound/5317276
https://pubchem.ncbi.nlm.nih.gov/compound/9972913
https://pubchem.ncbi.nlm.nih.gov/compound/179829
https://pubchem.ncbi.nlm.nih.gov/compound/5467341
https://pubchem.ncbi.nlm.nih.gov/compound/503991


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5091 192694 

Woodorien 
 

 -3.562 

5092 164642 

Betonicine 
 

 -4.389 

5093 441438 

L-chiro-Inositol, 1-deoxy- 
 

 -5.065 

5094 157009865 

2,4-Methylene 
cholesterol 
 

 #N/A 

5095 5281762 

5-O-Caffeoylshikimic acid 
 

 -5.028 

5096 23266570 

6-Chloroapigenin 
 

 -5.153 

5097 44257795 

Apigenin 5-glucoside 
 

 -3.586 

https://pubchem.ncbi.nlm.nih.gov/compound/192694
https://pubchem.ncbi.nlm.nih.gov/compound/164642
https://pubchem.ncbi.nlm.nih.gov/compound/441438
https://pubchem.ncbi.nlm.nih.gov/compound/157009865
https://pubchem.ncbi.nlm.nih.gov/compound/5281762
https://pubchem.ncbi.nlm.nih.gov/compound/23266570
https://pubchem.ncbi.nlm.nih.gov/compound/44257795


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5098 14730805 

Apigenin 5-O-beta-D-
glucopyranoside; 
Apigenin 5-O-beta-D-
glucoside; Apigenin 5-
glucoside; Apigenin 5-
beta-D-glucopyranoside 
 

 
 

-3.586 

5099 6452123 

Gossypitrin 
 

 -2.895 

5100 222284 

(-)-beta-Sitosterol 
 
 

 #N/A 

5101 287064 

Methyl 3,4-
Dihydroxybenzoate 
 

 -4.045 

5102 5282166 

quercetin 3-O-
sophoroside 
 

 #N/A 

5103 8742 

Shikimic Acid 
 

 -4.292 

https://pubchem.ncbi.nlm.nih.gov/compound/14730805
https://pubchem.ncbi.nlm.nih.gov/compound/6452123
https://pubchem.ncbi.nlm.nih.gov/compound/222284
https://pubchem.ncbi.nlm.nih.gov/compound/287064
https://pubchem.ncbi.nlm.nih.gov/compound/5282166
https://pubchem.ncbi.nlm.nih.gov/compound/8742


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5104 3715 

Indomethacin 
 

 -3.180 

5105 2662 

Celecoxib 
 

 -1.668 

5106 1893 

7-Nitroindazole 
 

 -4.309 

5107 7020 

Xanthone 
 

 -3.716 

5108 72300 

Magnolol 
 

 -4.259 

5109 8530 

1,4-Naphthoquinone 
 

 -4.327 

https://pubchem.ncbi.nlm.nih.gov/compound/2662
https://pubchem.ncbi.nlm.nih.gov/compound/1893
https://pubchem.ncbi.nlm.nih.gov/compound/7020
https://pubchem.ncbi.nlm.nih.gov/compound/72300
https://pubchem.ncbi.nlm.nih.gov/compound/8530


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5110 443021 

Steganacin 
 

 -3.325 

5111 72303 

Honokiol 
 

 -3.766 

5112 291296 

Cupanone 
 

 -4.266 

5113 21827796 

rel-(7S,8S,7'R,8'R)-
3,3',4,4',5,5'-
hexamethoxy-7.O.7',8.8'-
lignan 
 

 -3.352 

5114 138113907 

(2R,3S,4R)-Tetrahydro-2-
(4-hydroxy-3-
methoxyphenyl)-4-[(4-
hydroxy-3-
methoxyphenyl)methyl]-
3-(hydroxymethyl)-3,4-
furandiol; Vladinol A 
 

 

-4.783 

5115 101712 

Phillyrin 
 

 -3.800 

https://pubchem.ncbi.nlm.nih.gov/compound/443021
https://pubchem.ncbi.nlm.nih.gov/compound/72303
https://pubchem.ncbi.nlm.nih.gov/compound/291296
https://pubchem.ncbi.nlm.nih.gov/compound/21827796
https://pubchem.ncbi.nlm.nih.gov/compound/138113907
https://pubchem.ncbi.nlm.nih.gov/compound/101712


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5116 99641 

Dihydronitidine 
 

 -5.632 

5117 173273 

Triptophenolide 
 

 -3.369 

5118 5281544 

Oleuropein 
 

 #N/A 

5119 637563 

Anethole 
 

 -3.663 

5120 10364 

Carvacrol 
 

 -4.538 

5121 8815 

Estragole 
 

 #N/A 

5122 73337 

(+)-Magnoflorine 
 

 -3.796 

5123 9884612 

Epirosmanol 
 

 #N/A 

5124 3218 

Embelin 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/99641
https://pubchem.ncbi.nlm.nih.gov/compound/173273
https://pubchem.ncbi.nlm.nih.gov/compound/5281544
https://pubchem.ncbi.nlm.nih.gov/compound/637563
https://pubchem.ncbi.nlm.nih.gov/compound/10364
https://pubchem.ncbi.nlm.nih.gov/compound/8815
https://pubchem.ncbi.nlm.nih.gov/compound/73337
https://pubchem.ncbi.nlm.nih.gov/compound/9884612
https://pubchem.ncbi.nlm.nih.gov/compound/3218


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5125 164676 

Tanshinone Iia 
 

 #N/A 

5126 9926694 

(S)-6-(Hydroxymethyl)-
1,6-dimethyl-6,7,8,9-
tetrahydrophenanthro(1,
2-b)furan-10,11-dione 
 

 -5.063 

5127 114917 

Tanshinone I 
 

 -3.410 

5128 479501 

Acetylshikonin 
 

 -3.880 

5129 479503 

Shikonin 
 

 -3.822 

5130 5317321 

Alkannan 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/164676
https://pubchem.ncbi.nlm.nih.gov/compound/9926694
https://pubchem.ncbi.nlm.nih.gov/compound/114917
https://pubchem.ncbi.nlm.nih.gov/compound/479501
https://pubchem.ncbi.nlm.nih.gov/compound/479503
https://pubchem.ncbi.nlm.nih.gov/compound/5317321


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5131 10168 

Rhein 
 

 -3.127 

5132 10207 

Aloe emodin 
 

 -5.252 

5133 3220 

Emodin 
 

 -4.208 

5134 10208 

Chrysophanol 
 

 -3.972 

5135 123917 

2,3-Bis(3'-
hydroxybenzyl)butyrolact
one 
 

 -5.033 

5136 123725 

2,3-Bis(3'-
hydroxybenzyl)butane-
1,4-diol 
 

 -3.928 

https://pubchem.ncbi.nlm.nih.gov/compound/10168
https://pubchem.ncbi.nlm.nih.gov/compound/10207
https://pubchem.ncbi.nlm.nih.gov/compound/3220
https://pubchem.ncbi.nlm.nih.gov/compound/10208
https://pubchem.ncbi.nlm.nih.gov/compound/123917
https://pubchem.ncbi.nlm.nih.gov/compound/123725


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5137 193309 

Isogalbulin 
 

 -2.837 

5138 73265181 

(S)-gamma-
(Dibenzylphospho-
hydroxymethyl)-gamma-
butyrolactone 
 

 -2.521 

5139 168013573 

(2S,3S)-3-[[3-[[4-[(2S,3S)-
3,4-dihydroxy-3-[(4-
hydroxy-3-
methoxyphenyl)methyl]-
2-(hydroxymethyl)butyl]-
2-
methoxyphenoxy]metho
xy]-4-
hydroxyphenyl]methyl]-
2-[(4-hydroxy-3-
methoxyphenyl)methyl]b
utane-1,2,4-triol 
 

 

#N/A 

5140 11234404 

Burseranin 
 

 -4.070 

https://pubchem.ncbi.nlm.nih.gov/compound/193309
https://pubchem.ncbi.nlm.nih.gov/compound/73265181
https://pubchem.ncbi.nlm.nih.gov/compound/168013573
https://pubchem.ncbi.nlm.nih.gov/compound/11234404


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5141 12305411 

(1R,2S)-1-(3,4-
dimethoxyphenyl)-6,7-
dimethoxy-2,3-dimethyl-
1,2-dihydronaphthalene 
 

 -2.589 

5142 24861903 

Kadangustin J 
 

 -2.633 

5143 11395057 

Eusiderin 
 

 -3.448 

5144 914268 

(6S)-2-Chloro-
5,6,7,8,9,10-hexahydro-
cyclohept[b]indole-6-
carboxamide 
 

 -4.206 

5145 90279258 

N-[4-(3-amino-4-
hydroxy-4,5-
dimethylpiperidin-1-yl)-
7-hydroxy-6,7-dihydro-
5H-cyclopenta[b]pyridin-
3-yl]-6-(2,6-
difluorophenyl)-5-
fluoropyridine-2-
carboxamide 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/12305411
https://pubchem.ncbi.nlm.nih.gov/compound/24861903
https://pubchem.ncbi.nlm.nih.gov/compound/11395057
https://pubchem.ncbi.nlm.nih.gov/compound/914268
https://pubchem.ncbi.nlm.nih.gov/compound/90279258


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5146 76114 

Benzene, 4-bromo-1,2-
dimethoxy- 
 

 -3.860 

5147 13870128 

(1R,12S,13R,14R,23S)-
4,18-dimethoxy-13,14-
dimethyl-2,6,8,20,22-
pentaoxahexacyclo[10.10
.1.01,19.03,11.05,9.016,
23]tricosa-
3,5(9),10,15,18-pentaen-
17-one 
 

 

-2.817 

5148 44134293 

(1S,9S,15R,16R,17S)-
4,5,6,9,10,11-
hexamethoxy-15,16-
dimethyl-8-
oxatetracyclo[7.7.1.02,7.
013,17]heptadeca-
2,4,6,10,13-pentaen-12-
one 
 

 

#N/A 

5149 3732429 

5-Menthyloxy-2(5h)-
furanone 
 

 -3.009 

5150 7498 

Benzyl Bromide 
 

 -3.644 

5151 22416599 

Furofuran 
 

 -3.676 

https://pubchem.ncbi.nlm.nih.gov/compound/76114
https://pubchem.ncbi.nlm.nih.gov/compound/13870128
https://pubchem.ncbi.nlm.nih.gov/compound/44134293
https://pubchem.ncbi.nlm.nih.gov/compound/3732429
https://pubchem.ncbi.nlm.nih.gov/compound/7498
https://pubchem.ncbi.nlm.nih.gov/compound/22416599


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5152 68262 

2,6-Dimethoxy-1,4-
Benzoquinone 
 

 -4.248 

5153 2259 

Aurintricarboxylic Acid 
 

 -5.316 

5154 780 

Homogentisic Acid 
 

 -4.687 

5155 4276 

Myristicin 
 

 -3.746 

5156 10189 

Eugenin 
 

 -4.301 

5157 21592366 

Colpol 
 

 -4.528 

5158 9852188 

Nabiximols 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/68262
https://pubchem.ncbi.nlm.nih.gov/compound/2259
https://pubchem.ncbi.nlm.nih.gov/compound/780
https://pubchem.ncbi.nlm.nih.gov/compound/4276
https://pubchem.ncbi.nlm.nih.gov/compound/10189
https://pubchem.ncbi.nlm.nih.gov/compound/21592366
https://pubchem.ncbi.nlm.nih.gov/compound/9852188


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5159 4133 

Methyl Salicylate 
 

 -3.399 

5160 6057 

L-Tyrosine 
 

 -4.246 

5161 5281693 

Robinin 
 

 #N/A 

5162 107876 

Procyanidin 
 

 -3.546 

5163 13989933 

Martinoside 
 

 -5.013 

5164 5490884 

Camboginol 
 

 -3.678 

https://pubchem.ncbi.nlm.nih.gov/compound/4133
https://pubchem.ncbi.nlm.nih.gov/compound/6057
https://pubchem.ncbi.nlm.nih.gov/compound/5281693
https://pubchem.ncbi.nlm.nih.gov/compound/107876
https://pubchem.ncbi.nlm.nih.gov/compound/13989933
https://pubchem.ncbi.nlm.nih.gov/compound/5490884


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5165 5491637 

Iristectorigenin A 
 

 -5.347 

5166 6474310 

Isochlorogenic acid A 
 

 -4.607 

5167 13916049 

Lavandoside 
 

 -2.569 

5168 14825516 

Linocaffein 
 

 -3.920 

5169 14104302 

(+)-Catechin 3-O-glucose 
 

 #N/A 

5170 12137509 

Cyanidin 3-arabinoside 
cation 
 

 -4.252 

https://pubchem.ncbi.nlm.nih.gov/compound/5491637
https://pubchem.ncbi.nlm.nih.gov/compound/6474310
https://pubchem.ncbi.nlm.nih.gov/compound/13916049
https://pubchem.ncbi.nlm.nih.gov/compound/14825516
https://pubchem.ncbi.nlm.nih.gov/compound/14104302
https://pubchem.ncbi.nlm.nih.gov/compound/12137509


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5171 5281780 

4,5-Dicaffeoylquinic acid 
 

 -3.576 

5172 74977117 

Malvidin 3-O-(6''-p-
coumaroyl-glucoside) 
 

 #N/A 

5173 23724733 

Pelargonidin 3-(6-p-
coumaroyl)glucoside 
 

 -3.920 

5174 688715 

3,4'-Dihydroxyflavone 
 

 -4.086 

5175 586300 

3,4-
Dihydroxybenzohydrazid
e 
 

 -4.614 

5176 10692563 

Oleoside 11-Methyl Ester 
 

 #N/A 

5177 6453057 

(2S,3R,4S,5S,6R)-2-[2-
hydroxy-4-(2-
hydroxyethyl)phenoxy]-
6-(hydroxymethyl)oxane-
3,4,5-triol 
 

 

-2.625 

https://pubchem.ncbi.nlm.nih.gov/compound/5281780
https://pubchem.ncbi.nlm.nih.gov/compound/74977117
https://pubchem.ncbi.nlm.nih.gov/compound/23724733
https://pubchem.ncbi.nlm.nih.gov/compound/688715
https://pubchem.ncbi.nlm.nih.gov/compound/586300
https://pubchem.ncbi.nlm.nih.gov/compound/10692563
https://pubchem.ncbi.nlm.nih.gov/compound/6453057


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5178 5280960 

2',4,4',6'-
Tetrahydroxychalcone 
  -3.413 

5179 13188898 

1-[2,6-Dihydroxy-4-
[3,4,5-trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxyphenyl]-3-(4-
hydroxyphenyl)propan-1-
one 
 

 

-5.524 

5180 5281764 

(-)-Chicoric acid 
 

 -1.799 

5181 10975489 

Cyclohex-2-ene-1-
carboxylic acid 
 

 -4.601 

5182 5280535 

p-Coumaryl alcohol 
 

 -4.537 

5183 1549095 

Coniferyl Alcohol 
 

 -4.399 

5184 5280507 

Sinapyl alcohol 
 

 -4.509 

5185 7121 

Veratric Acid 
 

 -4.662 

5186 137566 

4-Amino-3-
hydroxybenzoic acid 
 

 -4.328 

https://pubchem.ncbi.nlm.nih.gov/compound/5280960
https://pubchem.ncbi.nlm.nih.gov/compound/13188898
https://pubchem.ncbi.nlm.nih.gov/compound/5281764
https://pubchem.ncbi.nlm.nih.gov/compound/10975489
https://pubchem.ncbi.nlm.nih.gov/compound/5280535
https://pubchem.ncbi.nlm.nih.gov/compound/1549095
https://pubchem.ncbi.nlm.nih.gov/compound/5280507
https://pubchem.ncbi.nlm.nih.gov/compound/7121
https://pubchem.ncbi.nlm.nih.gov/compound/137566


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5187 5969616 

N-Feruloyl Serotonin 
 

 -5.764 

5188 14135369 

Glyceryl 1,3-diferulate 
 

 -3.538 

5189 77547 

Ethyl 3,4-
Dihydroxybenzoate 
 

 -3.917 

5190 73170 

Alpha-Amyrin 
 

 -2.454 

5191 73145 

Beta-Amyrin 
 

 -4.241 

5192 72326 

Betulin 
 

 #N/A 

5193 C30H50O2 

  #N/A 

5194 21633449 

Erythrodiol diacetate 
 

 -1.769 

https://pubchem.ncbi.nlm.nih.gov/compound/5969616
https://pubchem.ncbi.nlm.nih.gov/compound/14135369
https://pubchem.ncbi.nlm.nih.gov/compound/77547
https://pubchem.ncbi.nlm.nih.gov/compound/73170
https://pubchem.ncbi.nlm.nih.gov/compound/73145
https://pubchem.ncbi.nlm.nih.gov/compound/72326
https://pubchem.ncbi.nlm.nih.gov/#query=C30H50O2
https://pubchem.ncbi.nlm.nih.gov/compound/21633449


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5195 13942832 

Glochidone 
 

 -2.704 

5196 259846 

Lupeol 
 

 #N/A 

5197 5281331 

Alpha-Spinasterol 
 

 #N/A 

5198 5280794 

Stigmasterol 
 

 #N/A 

5199 444679 

Ergosterol 
 

 #N/A 

5200 164619 

Ononitol, (+)- 
 

 -4.874 

5201 91434 

Sambunigrin 
 

 -3.857 

https://pubchem.ncbi.nlm.nih.gov/compound/13942832
https://pubchem.ncbi.nlm.nih.gov/compound/259846
https://pubchem.ncbi.nlm.nih.gov/compound/5281331
https://pubchem.ncbi.nlm.nih.gov/compound/5280794
https://pubchem.ncbi.nlm.nih.gov/compound/444679
https://pubchem.ncbi.nlm.nih.gov/compound/164619
https://pubchem.ncbi.nlm.nih.gov/compound/91434


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5202 119033 

Prunasin 
 

  -4.336 

5203 12897787 

(2S)-3-hydroxy-3-methyl-
2-[(2S,3R,4S,5S,6R)-
3,4,5-trihydroxy-6-
(hydroxymethyl)oxan-2-
yl]oxybutanenitrile 
 

 
-3.538 

5204 185872 

Epiheterodendrin 
 

 #N/A 

5205 3083642 

Acacipetalin 
 

 -2.843 

5206 73309 

Echinocystic Acid 
 

 -2.376 

5207 6449780 

(9Z)-(12S,13R)-12,13-
Epoxyoctadecenoic acid 
 

 #N/A 

5208 443953 

Erythromycin ethyl 
succinate 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/119033
https://pubchem.ncbi.nlm.nih.gov/compound/12897787
https://pubchem.ncbi.nlm.nih.gov/compound/185872
https://pubchem.ncbi.nlm.nih.gov/compound/3083642
https://pubchem.ncbi.nlm.nih.gov/compound/73309
https://pubchem.ncbi.nlm.nih.gov/compound/6449780
https://pubchem.ncbi.nlm.nih.gov/compound/443953


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5209 440053 

3-(Uracil-1-yl)-L-alanine 
 

 -5.487 

5210 439227 

Pipecolic acid, (-)- 
 

 -4.727 

5211 145742  

L-Proline 
 

 -4.825 

5212 5810 

L-Hydroxyproline 
 

 -4.887 

5213 140623 

Piperidine-2-
carboxamide 
 

 -4.329 

5214 27919 

3-(1-Nitrosopyrrolidin-2-
yl)pyridine 
 

 -3.244 

5215 938 

Nicotinic Acid 
 

 -4.798 

5216 9727 

N-Methyltyramine 
 

 -4.317 

https://pubchem.ncbi.nlm.nih.gov/compound/440053
https://pubchem.ncbi.nlm.nih.gov/compound/439227
https://pubchem.ncbi.nlm.nih.gov/compound/145742
https://pubchem.ncbi.nlm.nih.gov/compound/5810
https://pubchem.ncbi.nlm.nih.gov/compound/140623
https://pubchem.ncbi.nlm.nih.gov/compound/27919
https://pubchem.ncbi.nlm.nih.gov/compound/938
https://pubchem.ncbi.nlm.nih.gov/compound/9727


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5217 161359 

Baeocystin 
 

 -3.338 

5218 31721 

(+-)-p-
Methoxyamphetamine 
  -3.372 

5219 4076 

Mescaline 
 

 -4.275 

5220 681 

Dopamine 
 

 -4.800 

5221 4980 

Psilocin 
 

 -3.428 

5222 129684628 

N'-cinnamoylhistamine 
 

 #N/A 

5223 1614 

3,4-
Methylenedioxyampheta
mine 
 

 
-4.661 

5224 10688914 

Hamilcone 
 

 -4.682 

5225 5281294 

Okanin 
 

 -5.740 

5226 638278 

Isoliquiritigenin 
 

 -6.445 

https://pubchem.ncbi.nlm.nih.gov/compound/161359
https://pubchem.ncbi.nlm.nih.gov/compound/31721
https://pubchem.ncbi.nlm.nih.gov/compound/4076
https://pubchem.ncbi.nlm.nih.gov/compound/681
https://pubchem.ncbi.nlm.nih.gov/compound/4980
https://pubchem.ncbi.nlm.nih.gov/compound/129684628
https://pubchem.ncbi.nlm.nih.gov/compound/1614
https://pubchem.ncbi.nlm.nih.gov/compound/10688914
https://pubchem.ncbi.nlm.nih.gov/compound/5281294
https://pubchem.ncbi.nlm.nih.gov/compound/638278


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5227 5318991 

Licoagrochalcone D 
 

 -5.152 

5228 5712116 

(E)-2'-Hydroxy-3,4-
dimethoxychalcone 
 

 -3.935 

5229 12314983 

Robinetinidol 
 

 -6.929 

5230 135335907 

Pinus caribaea Morelet 
tannin 
 

 

-3.544 

5231 44258705 

7,8,4'-Trihydroxy-3,3'-
dimethoxyflavone 
 

 -5.360 

5232 44258702 

Transilitin 
 

 -3.640 

5233 5491382 

Rhamnetin 3-rhamnoside 
 

 #N/A 

5234 25230796 

Quercetin-3-O-b-D-
galactopyranosyl-(1 
inverted exclamation 
marku6)-b-D-
glucopyranoside 
 

 -3.394 

5235 44257998 

Quercetin 7-(6''-
galloylglucoside) 
  -5.283 

https://pubchem.ncbi.nlm.nih.gov/compound/5318991
https://pubchem.ncbi.nlm.nih.gov/compound/5712116
https://pubchem.ncbi.nlm.nih.gov/compound/12314983
https://pubchem.ncbi.nlm.nih.gov/substance/135335907
https://pubchem.ncbi.nlm.nih.gov/compound/44258705
https://pubchem.ncbi.nlm.nih.gov/compound/44258702
https://pubchem.ncbi.nlm.nih.gov/compound/5491382
https://pubchem.ncbi.nlm.nih.gov/compound/25230796
https://pubchem.ncbi.nlm.nih.gov/compound/44257998


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5236 15560442 

3,7,8,3',4'-
Pentahydroxyflavone 
 

 -4.380 

5237 90657201 

Kaempferide 7-glucoside 
 

 -3.196 

5238 74978085 

Kaempferol 7-(6''-
galloylglucoside) 
 

 -3.807 

5239 42607833 

7,8,4'-
Trihydroxyflavanone 
 

 -3.850 

5240 12309904 

7,8,3',4'-
Tetrahydroxyflavanone 
 

 -4.021 

5241 91196552 

Isookanin 
 

 -4.021 

5242 14284599 

Epicatechin-(4beta->8)-
gallocatechin 
 

 -3.630 

https://pubchem.ncbi.nlm.nih.gov/compound/15560442
https://pubchem.ncbi.nlm.nih.gov/compound/90657201
https://pubchem.ncbi.nlm.nih.gov/compound/74978085
https://pubchem.ncbi.nlm.nih.gov/compound/42607833
https://pubchem.ncbi.nlm.nih.gov/compound/12309904
https://pubchem.ncbi.nlm.nih.gov/compound/91196552
https://pubchem.ncbi.nlm.nih.gov/compound/14284599


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5243 51042196 

Epirobinetinidol-
(4beta,8)-catechin 
 

 -3.452 

5244 44187798 

Epioritin-4alpha-ol 
 

 -3.584 

5245 169996 

(2R,3R,4R)-2-(3,4-
Dihydroxyphenyl)-3,4-
dihydro-2H-1-
benzopyran-3,4,7,8-
tetrol 
  -4.364 

5246 15559981 

Epimesquitol-4beta-ol 
 

 -3.519 

5247 44257117 

Gallocatechin 7,4'-di-O-
gallate 
 

 -3.750 

5248 44257116 

Gallocatechin 7,3'-di-O-
gallate 
  -4.821 

5249 73813318 

Catechin 3',5-diglucoside 
 

 #N/A 

5250 471393 

Catechin 7-O-gallate 
 

 -4.236 

https://pubchem.ncbi.nlm.nih.gov/compound/51042196
https://pubchem.ncbi.nlm.nih.gov/compound/44187798
https://pubchem.ncbi.nlm.nih.gov/compound/169996
https://pubchem.ncbi.nlm.nih.gov/compound/15559981
https://pubchem.ncbi.nlm.nih.gov/compound/44257117
https://pubchem.ncbi.nlm.nih.gov/compound/44257116
https://pubchem.ncbi.nlm.nih.gov/compound/73813318
https://pubchem.ncbi.nlm.nih.gov/compound/471393


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5251 135390844 

68Ga-Psma-617 
 

 #N/A 

5252 442260 

Auriculoside 
 

 -2.571 

5253 162935 

3-Bromo-4,5-
dihydroxybenzoic acid 
 

 -4.489 

5254 12575 

Isovanillic Acid 
 

 -4.339 

5255 14425 

Dodecyl Gallate 
 

 #N/A 

5256 442793 

(6)-Gingerol 
 

 -2.438 

5257 6451084 

Salvianolic Acid B 
 

 #N/A 

5258 16211399 

Apigenin-7-(2-O-
apiosylglucoside) 
 

 -2.389 

https://pubchem.ncbi.nlm.nih.gov/compound/135390844
https://pubchem.ncbi.nlm.nih.gov/compound/442260
https://pubchem.ncbi.nlm.nih.gov/compound/162935
https://pubchem.ncbi.nlm.nih.gov/compound/12575
https://pubchem.ncbi.nlm.nih.gov/compound/14425
https://pubchem.ncbi.nlm.nih.gov/compound/442793
https://pubchem.ncbi.nlm.nih.gov/compound/6451084
https://pubchem.ncbi.nlm.nih.gov/compound/16211399


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5259 6253 

Cytarabine 
 

 -4.260 

5260 441852 

Convallatoxin 
 

 #N/A 

5261 15443 

Azaperone 
 

 -5.639 

5262 6032 

Kanamycin 
 

 -4.178 

5263 11814656   

L-erythro-L-glycero-D-
altro-7-Trideculo-7,4-
furanosonic acid, 2,7-
anhydro-3,4-di-C-
carboxy-8,9,10,12,13-
pentadeoxy-12-
(phenylmethyl)-, 11-
acetate 5-((4E,6R)-6-
methyl-9-phenyl-4-
nonenoate), (7S)- 
 

 

#N/A 

5264 73386 

Petunidin 
 

 #N/A 

5265 30231 

Neohesperidin 
dihydrochalcone 
 

 -5.114 

https://pubchem.ncbi.nlm.nih.gov/compound/6253
https://pubchem.ncbi.nlm.nih.gov/compound/441852
https://pubchem.ncbi.nlm.nih.gov/compound/15443
https://pubchem.ncbi.nlm.nih.gov/compound/6032
https://pubchem.ncbi.nlm.nih.gov/compound/11814656
https://pubchem.ncbi.nlm.nih.gov/compound/73386
https://pubchem.ncbi.nlm.nih.gov/compound/30231


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5266 10301 

1,4-Benzodioxan 
 

 -3.828 

5267 71816802 

(2S,3S)-5-methoxy-3-
methyl-7-prop-2-enyl-2-
(3,4,5-
trimethoxyphenyl)-2,3-
dihydro-1,4-
benzodioxine 
  -3.576 

5268 129653 

3-[2-(3,4-
Dihydroxyphenyl)-3-
(hydroxymethyl)-2,3-
dihydro-1,4-benzodioxin-
6-yl]prop-2-enal 
 

 

-5.442 

5269 5459018 

2-Propenal, 3-(2-(3,4-
dihydroxyphenyl)-2,3-
dihydro-3-
(hydroxymethyl)-1,4-
benzodioxin-6-yl)- 
 

 

-1.884 

5270 156875 

Cleomiscosin B 
 

 -3.885 

5271 10366595 

Aiphanol 
 

 -5.017 

5272 101273945 

2',4'-Dihydroxy-3,7':4,8'-
diepoxylign-7-ene 
 

 -3.691 

https://pubchem.ncbi.nlm.nih.gov/compound/10301
https://pubchem.ncbi.nlm.nih.gov/compound/71816802
https://pubchem.ncbi.nlm.nih.gov/compound/129653
https://pubchem.ncbi.nlm.nih.gov/compound/5459018
https://pubchem.ncbi.nlm.nih.gov/compound/156875
https://pubchem.ncbi.nlm.nih.gov/compound/10366595
https://pubchem.ncbi.nlm.nih.gov/compound/101273945


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5273 101273948 

trans-Rodgersinine B 
 

 -5.793 

5274 6444016 

Isoamericanol A 
 

 #N/A 

5275 637304 

Americanol 
 

 -5.009 

5276 5489114 

(Rac)-Hydnocarpin 
 

 -5.018 

5277 6354 

Ethylene Oxide 
 

 -3.258 

5278 7858 

Allyl Alcohol 
  -1.803 

5279 5315892   #N/A 

5280 10873 

Cinnamyl Alcohol 
 

 -3.572 

5281 46173976 

Lappaol A 
 

 -4.307 

5282 102232211 

3-[[2-(4-Hydroxy-3-
methoxyphenyl)-3-
(hydroxymethyl)-7-
methoxy-2,3-dihydro-1-
benzofuran-5-yl]methyl]-
4-[(4-hydroxy-3-
methoxyphenyl)methyl]o
xolan-2-one 
 

 

-5.295 

https://pubchem.ncbi.nlm.nih.gov/compound/101273948
https://pubchem.ncbi.nlm.nih.gov/compound/6444016
https://pubchem.ncbi.nlm.nih.gov/compound/637304
https://pubchem.ncbi.nlm.nih.gov/compound/5489114
https://pubchem.ncbi.nlm.nih.gov/compound/6354
https://pubchem.ncbi.nlm.nih.gov/compound/7858
https://pubchem.ncbi.nlm.nih.gov/compound/5315892
https://pubchem.ncbi.nlm.nih.gov/compound/46173976
https://pubchem.ncbi.nlm.nih.gov/compound/102232211


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5283 323896 

4-[[3-[1,3-Dihydroxy-1-
(4-hydroxy-3-
methoxyphenyl)propan-
2-yl]-4-hydroxy-5-
methoxyphenyl]methyl]-
3-[(4-hydroxy-3-
methoxyphenyl)methyl]o
xolan-2-on 
 

 

-1.829 

5284 73425459 

Lappaol F 
 

 #N/A 

5285 157009746 

7-Oxomatairesinol 
 

 #N/A 

5286 6336781 

(+)-Secoisolariciresinol 
 

 -4.930 

5287 68876 

Cloricromen 
 

 #N/A 

5288 5477248 

Bornyl caffeate 
 

 #N/A 

5289 6442489 

Bornyl p-coumarate 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/323896
https://pubchem.ncbi.nlm.nih.gov/compound/73425459
https://pubchem.ncbi.nlm.nih.gov/compound/157009746
https://pubchem.ncbi.nlm.nih.gov/compound/6336781
https://pubchem.ncbi.nlm.nih.gov/compound/5477248
https://pubchem.ncbi.nlm.nih.gov/compound/6442489


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5290 17191 

C.I. Disperse Blue 3 
 

 -3.503 

5291 5959 

Chloramphenicol 
 

 -3.747 

5292 174133 

PCG (combination) 
 

 #N/A 

5293 131752837 

Peonidin 3-caffeoyl 
sophoroside-5-glucoside 
 

 #N/A 

5294 157009778 

Peonidin 3-caffeoyl-
rutinoside 5-glucoside 
 

 #N/A 

5295 9897848 

Petunidin-3-(p-
coumaroyl)-rutinoside-5-
glucoside 
 

 #N/A 

5296 23724702 

Malvidin-3-(p-
coumaroyl)-rutinoside-5-
glucoside 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/17191
https://pubchem.ncbi.nlm.nih.gov/compound/5959
https://pubchem.ncbi.nlm.nih.gov/compound/174133
https://pubchem.ncbi.nlm.nih.gov/compound/131752837
https://pubchem.ncbi.nlm.nih.gov/compound/157009778


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5297 2733652 

Methyl 3,5-
bis(benzyloxy)benzoate 
 

 -2.479 

5298 3040551 

Ritodrine Hydrochloride 
 

 #N/A 

5299 135401907 

Allopurinol 
 

 -4.923 

5300 10365740 

2-(3,4-dihydroxyphenyl)-
6-[[(1R)-2,2-dimethyl-6-
methylidenecyclohexyl]
methyl]-5-hydroxy-7-
methoxychromen-4-one 
 

 
-3.808 

5301 639665 

Xanthohumol 
 

 -4.132 

5302 10282 

p-Menth-1-en-3-ol 
 

 #N/A 

5303 102085574 

quercetin 3-O-
sophoroside-7-O-
rhamnoside 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/3040551
https://pubchem.ncbi.nlm.nih.gov/compound/135401907
https://pubchem.ncbi.nlm.nih.gov/compound/639665
https://pubchem.ncbi.nlm.nih.gov/compound/10282
https://pubchem.ncbi.nlm.nih.gov/compound/102085574


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5304 155320 

Chamaejasmin 
 

 -2.260 

5305 638024 

Piperine 
 

 -5.871 

5306 7028 

Pseudoephedrine 
 

 #N/A 

5307 10177 

2H-Indol-2-one, 3-(1,3-
dihydro-3-oxo-2H-indol-
2-ylidene)-1,3-dihydro- 
 

 -2.707 

5308 167691 

Verticinone 
 

 -3.142 

5309 73549 

Tryptanthrin 
 

 -4.739 

5310 5368397 

3,3'-Dihydroxy-beta,beta-
carotene-4,4'-dione 
  #N/A 

5311 134729363 

Dehydro fucoxanthin 
acetate 
 

 

#N/A 

5312 162859 

Platycodin D 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/155320
https://pubchem.ncbi.nlm.nih.gov/compound/638024
https://pubchem.ncbi.nlm.nih.gov/compound/7028
https://pubchem.ncbi.nlm.nih.gov/compound/10177
https://pubchem.ncbi.nlm.nih.gov/compound/167691
https://pubchem.ncbi.nlm.nih.gov/compound/73549
https://pubchem.ncbi.nlm.nih.gov/compound/5368397
https://pubchem.ncbi.nlm.nih.gov/compound/134729363
https://pubchem.ncbi.nlm.nih.gov/compound/162859


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5313 14038398 

Igalan 
 

 -4.171 

5314 92138 

Elemol 
 

 -4.354 

5315 159861 

Gracillin 
 

 #N/A 

5316 91453 

(+)-Hecogenin 
 

 -2.151 

5317 6303 

Cordycepin 
 

 -3.707 

5318 69068 

2,3-Dimethoxy-5-methyl-
1,4-benzoquinone 
 

 -3.717 

5319 46173859 

Ophiopogonin D' 
 

 #N/A 

5320 5353001 

Spilanthol 
  -1.543 

https://pubchem.ncbi.nlm.nih.gov/compound/14038398
https://pubchem.ncbi.nlm.nih.gov/compound/92138
https://pubchem.ncbi.nlm.nih.gov/compound/159861
https://pubchem.ncbi.nlm.nih.gov/compound/91453
https://pubchem.ncbi.nlm.nih.gov/compound/6303
https://pubchem.ncbi.nlm.nih.gov/compound/69068
https://pubchem.ncbi.nlm.nih.gov/compound/46173859
https://pubchem.ncbi.nlm.nih.gov/compound/5353001


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5321 123914 

3'-Sialyllactose 
 

 #N/A 

5322 3086007 

Ginsenosides 
 

 #N/A 

5323 12855920 

Ginsenoside Rh1 
 

 -3.258 

5324 16091459 

Talosin A 
 

 -4.878 

5325 16091460 

Talosin B 
  -4.211 

5326 102132637 

(2R,3R,10R)-2-(3,4-
dihydroxyphenyl)-3,5-
dihydroxy-10-(4-hydroxy-
3,5-dimethoxyphenyl)-
3,4,9,10-tetrahydro-2H-
pyrano[2,3-f]chromen-8-
one 
  -3.396 

5327 16750993 

Asterelin A 
 

 -2.789 

5328 5711223 

2',4'-Dihydroxy-4-
methoxychalcone 
  -3.161 

5329 9853400 

YM 26734 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/123914
https://pubchem.ncbi.nlm.nih.gov/compound/3086007
https://pubchem.ncbi.nlm.nih.gov/compound/12855920
https://pubchem.ncbi.nlm.nih.gov/compound/16091459
https://pubchem.ncbi.nlm.nih.gov/compound/16091460
https://pubchem.ncbi.nlm.nih.gov/compound/102132637
https://pubchem.ncbi.nlm.nih.gov/compound/16750993
https://pubchem.ncbi.nlm.nih.gov/compound/5711223
https://pubchem.ncbi.nlm.nih.gov/compound/9853400


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5330 23667944 

Tectorigenin sodium 
sulfonate 
 

 #N/A 

5331 125526 

WS 7528 
 

 -5.031 

5332 9890958 

6-(6-(4-
Hydroxypiperidinyl)hexyl
oxy)-3-methylflavone 
hydrochloride 
 

 

#N/A 

5333 135750 

Terflavoxate 
 

 -3.012 

5334 148842 

Upidosin 
 

 -4.219 

5335 54410 

Flavodilol 
 

 #N/A 

5336 389710 

5-amino-2-(4-amino-3-
fluorophenyl)-6,8-
difluoro-7-methyl-4H-1-
benzopyran-4-one 
 

 -3.192 

5337 4713 

2-(2-amino-3-
methoxyphenyl)-4H-1-
benzopyran-4-one 
 

 -3.063 

https://pubchem.ncbi.nlm.nih.gov/compound/23667944
https://pubchem.ncbi.nlm.nih.gov/compound/125526
https://pubchem.ncbi.nlm.nih.gov/compound/9890958
https://pubchem.ncbi.nlm.nih.gov/compound/135750
https://pubchem.ncbi.nlm.nih.gov/compound/148842
https://pubchem.ncbi.nlm.nih.gov/compound/54410
https://pubchem.ncbi.nlm.nih.gov/compound/389710
https://pubchem.ncbi.nlm.nih.gov/compound/4713


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5338 23643975 

P 276-00 
 

 #N/A 

5339 55748 

Flavone-8-Acetic Acid 
 

 #N/A 

5340 9864881 

2-(2,6-Dimethyl-4-((1E)-
3-(4-(methylthio)phenyl)-
3-oxo-1-propen-1-
yl)phenoxy)-2-
methylpropanoic acid 
 

 

#N/A 

5341 10286159 

Erteberel 
 

 -4.164 

5342 121301049 

Galicaftor 
 

 -3.508 

5343 86291103 

Tenalisib 
 

 -5.272 

5344 9952125 

Recoflavone 
 

 -5.292 

https://pubchem.ncbi.nlm.nih.gov/compound/23643975
https://pubchem.ncbi.nlm.nih.gov/compound/55748
https://pubchem.ncbi.nlm.nih.gov/compound/9864881
https://pubchem.ncbi.nlm.nih.gov/compound/10286159
https://pubchem.ncbi.nlm.nih.gov/compound/121301049
https://pubchem.ncbi.nlm.nih.gov/compound/9952125


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5345 67409219 

Voruciclib 
 

 -3.307 

5346 124083048 

Tp-1287 
 

 #N/A 

5347 5282219 

Sofalcone 
 

 -4.554 

5348 3747 

Ipriflavone 
 

 -3.778 

5349 72950888 

Umbralisib 
 

 #N/A 

5350 3354 

Flavoxate 
 

 -2.464 

5351 443942 

Dimefline Hydrochloride 
 

 #N/A 

5352 5486699 

Troxerutin 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/67409219
https://pubchem.ncbi.nlm.nih.gov/compound/124083048
https://pubchem.ncbi.nlm.nih.gov/compound/5282219
https://pubchem.ncbi.nlm.nih.gov/compound/3747
https://pubchem.ncbi.nlm.nih.gov/compound/72950888
https://pubchem.ncbi.nlm.nih.gov/compound/3354
https://pubchem.ncbi.nlm.nih.gov/compound/443942
https://pubchem.ncbi.nlm.nih.gov/compound/5486699


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5353 166796 

Flavodate disodium 
 

 #N/A 

5354 14373218 

[2-Methoxy-5-[7-[6-[(6-
methyl-3,4,5-
trisulfooxyoxan-2-
yl)oxymethyl]-3,4,5-
trisulfooxyoxan-2-yl]oxy-
4-oxo-5-
sulfooxychromen-2-
yl]phenyl] hydrogen 
sulfate 
 

 

#N/A 

5355 8395 

Efloxate 
 

 -5.350 

5356 

121304016 Remdesivir 
 

 -4.284 

5357 

2719 Chloroquine 
 

 -3.615 

5358 

64927 Chloroquine Phosphate 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/166796
https://pubchem.ncbi.nlm.nih.gov/compound/14373218
https://pubchem.ncbi.nlm.nih.gov/compound/8395


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5359 

3652 Hydroxychloroquine 
 

 #N/A 

5360 

12947 Hydroxychloroquine 
Sulfate 
 

 
#N/A 

5361 5281650 

Mangostin 
 

 -4.265 

5362 154279 

(S)-7-Hydroxy-5-
methoxy-2-
phenylchroman-4-one 
 

 -3.634 

5363 6443665 

Hydroxysafflor Yellow A 
 

 #N/A 

5364 16186813 

Glansrin D 
 

 #N/A 

5365 108065 

Proanthocyanidin 
 

 -4.449 

5366 161464 

Leonurine 
 

 -2.954 

https://pubchem.ncbi.nlm.nih.gov/compound/5281650
https://pubchem.ncbi.nlm.nih.gov/compound/154279
https://pubchem.ncbi.nlm.nih.gov/compound/6443665
https://pubchem.ncbi.nlm.nih.gov/compound/16186813
https://pubchem.ncbi.nlm.nih.gov/compound/108065
https://pubchem.ncbi.nlm.nih.gov/compound/161464


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5367 656561 

4-Hydroxyglucobrassicin 
 

 -4.663 

5368 656498 

Glucotropeolin 
 

 -3.535 

5369 656547 

Glucolepidiin 
 

 -3.272 

5370 9548634 

Glucoraphanin 
 

 -3.729 

5371 9548637 

Glucoiberverin 
 

 -3.809 

5372 102154672 

[(2S,3R,4S,5S,6R)-3,4,5-
trihydroxy-6-
(hydroxymethyl)oxan-2-
yl] (1Z)-5-sulfanyl-N-
sulfooxypentanimidothio
ate 
 

 

-2.668 

5373 9016 

1,4-Dimethoxybenzene 
 

 -3.358 

https://pubchem.ncbi.nlm.nih.gov/compound/656561
https://pubchem.ncbi.nlm.nih.gov/compound/656498
https://pubchem.ncbi.nlm.nih.gov/compound/656547
https://pubchem.ncbi.nlm.nih.gov/compound/9548634
https://pubchem.ncbi.nlm.nih.gov/compound/9548637
https://pubchem.ncbi.nlm.nih.gov/compound/102154672
https://pubchem.ncbi.nlm.nih.gov/compound/9016


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5374 9548645 

5-(Methylsulfinyl)pentyl-
glucosinolate 
 

 -4.041 

5375 656539 

Glucoerucin 
 

 -3.340 

5376 15559531 

4-Methylsulfinyl-3-
butenyl glucosinolate 
 

 -3.603 

5377 124079390 

Glucoibarin 
 

 -4.091 

5378 5901757 

Dactylin 
 

 #N/A 

5379 44259293 

Quercetin 3,3',4'-
triglucoside 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/9548645
https://pubchem.ncbi.nlm.nih.gov/compound/656539
https://pubchem.ncbi.nlm.nih.gov/compound/15559531
https://pubchem.ncbi.nlm.nih.gov/compound/124079390
https://pubchem.ncbi.nlm.nih.gov/compound/5901757
https://pubchem.ncbi.nlm.nih.gov/compound/44259293


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5380 14186901 

Kaempferol 3-O-
rhamninoside 
 

 #N/A 

5381 14730813 

Quercetin 3-(6''-malonyl-
glucoside) 
 

 -3.933 

5382 44259426 

Myricetin 3-glucoside 
 

 -4.731 

5383 44259475 

Laricitrin 3-glucoside 
 

 -2.156 

5384 44258009 

Isorhamnetin-3-
glucoside 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/14186901
https://pubchem.ncbi.nlm.nih.gov/compound/14730813


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5385 44259492 

Syringetin 3-glucoside 
 

 -5.072 

5386 1110 

Succinic Acid 
 

 -3.472 

5387 5570 

Trigonelline 
 

 -4.760 

5388 936 

Nicotinamide 
 

 -4.488 

5389 5429 

Theobromine 
 

 -4.543 

5390 2153 

Theophylline 
 

 -4.524 

https://pubchem.ncbi.nlm.nih.gov/compound/1110
https://pubchem.ncbi.nlm.nih.gov/compound/5570
https://pubchem.ncbi.nlm.nih.gov/compound/936
https://pubchem.ncbi.nlm.nih.gov/compound/5429
https://pubchem.ncbi.nlm.nih.gov/compound/2153


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5391 44144307 

Dihydrodaphnodorin B 
 

 -3.543 

5392 5367706 

3-Hexenyl benzoate, (3Z)- 
 

 -4.166 

5393 64802 

Dihydrochalcone 
 

 -2.884 

5394 114429 

(S)-2,3-Dihydro-5,7-
dihydroxy-6-methyl-2-
phenyl-4-benzopyrone 
 

 -3.180 

5395 165506 

4'-Hydroxyflavanone 
 

 -3.600 

5396 97860 

6-Methoxyflavanone 
 

 -3.305 

5397 2734580 

(+-)-6-Hydroxyflavanone 
 

 -3.704 

https://pubchem.ncbi.nlm.nih.gov/compound/44144307
https://pubchem.ncbi.nlm.nih.gov/compound/5367706
https://pubchem.ncbi.nlm.nih.gov/compound/64802
https://pubchem.ncbi.nlm.nih.gov/compound/114429
https://pubchem.ncbi.nlm.nih.gov/compound/165506
https://pubchem.ncbi.nlm.nih.gov/compound/97860
https://pubchem.ncbi.nlm.nih.gov/compound/2734580


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5398 10315196 

5,7-Dihydroxy-2-(4-
hydroxyphenyl)-6-(2-
methylbut-3-en-2-yl)-2,3-
dihydrochromen-4-one 
 

 #N/A 

5399 466276 

6-Bromoflavone 
 

 -2.916 

5400 4735 

Pentamidine 
 

 -3.539 

5401 101019951 

Naringenin 7-sulfate 
 

 -4.970 

5402 2519 

Caffeine 
 

 -4.215 

5403 124016 

3,3'-Digalloylprocyanidin 
B2 
 

 #N/A 

5404 11614663 

procyanidin B4 3-O-
gallate 
 

 #N/A 

5405 12309865 

Quercetin-3-O-
arabinoside 
 

 -6.172 

https://pubchem.ncbi.nlm.nih.gov/compound/10315196
https://pubchem.ncbi.nlm.nih.gov/compound/466276
https://pubchem.ncbi.nlm.nih.gov/compound/4735
https://pubchem.ncbi.nlm.nih.gov/compound/101019951
https://pubchem.ncbi.nlm.nih.gov/compound/2519
https://pubchem.ncbi.nlm.nih.gov/compound/124016
https://pubchem.ncbi.nlm.nih.gov/compound/11614663
https://pubchem.ncbi.nlm.nih.gov/compound/12309865


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5406 10394 

3-(4-
Hydroxyphenyl)propionic 
acid 
 

 -4.648 

5407 999 

Phenylacetic Acid 
 

 -4.342 

5408 6328657 

Ceftiofur 
 

 -3.937 

5409 119838 

2,3-Dihydro-3,5-
dihydroxy-6-methyl-4H-
pyran-4-one 
 

 -4.750 

5410 2566 

Carbofuran 
 

 -3.178 

5411 237332 

5-
(Hydroxymethyl)furfural 
  -4.453 

5412 69988 

2-Methoxybenzene-1,4-
diol 
 

 -6.077 

5413 985 

Palmitic Acid 
  #N/A 

5414 12366 

Ethyl palmitate 
 

 
#N/A 

5415 5282184 

Ethyl Linoleate 
 

 
#N/A 

5416 5364430 

9-Octadecenoic acid, 
ethyl ester 
 

 

#N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/10394
https://pubchem.ncbi.nlm.nih.gov/compound/999
https://pubchem.ncbi.nlm.nih.gov/compound/6328657
https://pubchem.ncbi.nlm.nih.gov/compound/119838
https://pubchem.ncbi.nlm.nih.gov/compound/2566
https://pubchem.ncbi.nlm.nih.gov/compound/237332
https://pubchem.ncbi.nlm.nih.gov/compound/69988
https://pubchem.ncbi.nlm.nih.gov/compound/985
https://pubchem.ncbi.nlm.nih.gov/compound/12366
https://pubchem.ncbi.nlm.nih.gov/compound/5282184
https://pubchem.ncbi.nlm.nih.gov/compound/5364430


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5417 74708 

2-Hydroxyxanthone 
 

 -4.008 

5418 10887971 

(+)-Sabinene 
 

 #N/A 

5419 6616 

Camphene 
 

 -3.155 

5420 31253 

Myrcene 
 

 #N/A 

5421 7460 

alpha-PHELLANDRENE 
 

 #N/A 

5422 79044 

2-Carene 
 

 #N/A 

5423 530422 

4-Carene, (1S,3R,6R)-(-)- 
 

 -3.658 

5424 7461 

Gamma-Terpinene 
 

 #N/A 

5425 440917 

(+)-Limonene 
 

 -3.356 

5426 2758 

1,8-Cineole 
 

 -4.505 

https://pubchem.ncbi.nlm.nih.gov/compound/74708
https://pubchem.ncbi.nlm.nih.gov/compound/10887971
https://pubchem.ncbi.nlm.nih.gov/compound/6616
https://pubchem.ncbi.nlm.nih.gov/compound/31253
https://pubchem.ncbi.nlm.nih.gov/compound/7460
https://pubchem.ncbi.nlm.nih.gov/compound/79044
https://pubchem.ncbi.nlm.nih.gov/compound/530422
https://pubchem.ncbi.nlm.nih.gov/compound/7461
https://pubchem.ncbi.nlm.nih.gov/compound/440917
https://pubchem.ncbi.nlm.nih.gov/compound/2758


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5427 5320250 

beta-Ocimene, (3Z)- 
 

 #N/A 

5428 11230 

Terpinen-4-ol 
 

 -4.613 

5429 5463682 

2-Butenoic acid, 2-
methyl-, 3-methylbutyl 
ester, (2E)- 
  #N/A 

5430 5367681 

3-Hexenyl isovalerate, 
(3Z)- 
 

 1.572 

5431 563197 

Cycloisolongifolene 
 

 #N/A 

5432 111037 

alpha-Terpinyl acetate 
 

 -3.399 

5433 519960 

Cyclosativene 
 

 #N/A 

5434 530426 

Isoledene 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5320250
https://pubchem.ncbi.nlm.nih.gov/compound/11230
https://pubchem.ncbi.nlm.nih.gov/compound/5463682
https://pubchem.ncbi.nlm.nih.gov/compound/5367681
https://pubchem.ncbi.nlm.nih.gov/compound/563197
https://pubchem.ncbi.nlm.nih.gov/compound/111037
https://pubchem.ncbi.nlm.nih.gov/compound/519960
https://pubchem.ncbi.nlm.nih.gov/compound/530426


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5435 5366074 

beta-Damascenone 
 

 -3.594 

5436 93081 

beta-Cubebene 
 

 #N/A 

5437 6918391 

Beta-Elemene 
 

 #N/A 

5438 99856 

3H-3a,7-
Methanoazulene, 
2,4,5,6,7,8-hexahydro-
1,4,9,9-tetramethyl-, 
[3aR-
(3aalpha,4beta,7alpha)]- 
 

 
#N/A 

5439 133110026 

Resin 
 

 #N/A 

5440 91354 

1H-Cycloprop(e)azulene, 
decahydro-1,1,7-
trimethyl-4-methylene-, 
(1aR-
(1aalpha,4abeta,7alpha,7
abeta,7balpha))- 
  -2.804 

5441 5281520 

Humulene 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/5366074
https://pubchem.ncbi.nlm.nih.gov/compound/93081
https://pubchem.ncbi.nlm.nih.gov/compound/6918391
https://pubchem.ncbi.nlm.nih.gov/compound/99856
https://pubchem.ncbi.nlm.nih.gov/compound/133110026
https://pubchem.ncbi.nlm.nih.gov/compound/91354
https://pubchem.ncbi.nlm.nih.gov/compound/5281520


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5442 11830551 

(-)-alpha-Himachalene 
 

 -3.659 

5443 10223 

Naphthalene, 
1,2,3,5,6,8a-hexahydro-
4,7-dimethyl-1-(1-
methylethyl)-, (1S-cis)- 
 

 #N/A 

5444 12313020 

gamma-Muurolene 
 

 #N/A 

5445 86895 

Cuparene 
 

 #N/A 

5446 12306048 

alpha-Cadinene, (+)- 
 

 #N/A 

5447 91746579 

trans-Cadina-1,4-diene 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/11830551
https://pubchem.ncbi.nlm.nih.gov/compound/10223
https://pubchem.ncbi.nlm.nih.gov/compound/12313020
https://pubchem.ncbi.nlm.nih.gov/compound/86895
https://pubchem.ncbi.nlm.nih.gov/compound/12306048
https://pubchem.ncbi.nlm.nih.gov/compound/91746579


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5448 5281519 

Germacrene B 
 

 -3.051 

5449 110745 

Palustrol 
 

 #N/A 

5450 92231 

Spathulenol 
 

 -3.180 

5451 6429080 

Gleenol 
 

 -4.885 

5452 11996452 

Viridiflorol 
 

 #N/A 

5453 92812 

Ledum camphor 
 

 -4.325 

https://pubchem.ncbi.nlm.nih.gov/compound/5281519
https://pubchem.ncbi.nlm.nih.gov/compound/110745
https://pubchem.ncbi.nlm.nih.gov/compound/92231
https://pubchem.ncbi.nlm.nih.gov/compound/6429080
https://pubchem.ncbi.nlm.nih.gov/compound/11996452
https://pubchem.ncbi.nlm.nih.gov/compound/92812


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5454 3084331 

epi-alpha-Muurolol 
 

 -3.719 

5455 11770062 

Cubenol 
 

 -4.063 

5456 12302222 

tau-Cadinol 
 

 #N/A 

5457 6428380 

Eudesm-11-en-4-ol 
 

 -3.327 

5458 6430770 

Cembrene 
 

 -3.507 

5459 61303 

2-Pentadecanone 
  #N/A 

5460 5280435 

Phytol 
  #N/A 

5461 443773 

Dioncophylline A 
 

 -5.804 

https://pubchem.ncbi.nlm.nih.gov/compound/3084331
https://pubchem.ncbi.nlm.nih.gov/compound/11770062
https://pubchem.ncbi.nlm.nih.gov/compound/12302222
https://pubchem.ncbi.nlm.nih.gov/compound/6428380
https://pubchem.ncbi.nlm.nih.gov/compound/6430770
https://pubchem.ncbi.nlm.nih.gov/compound/61303
https://pubchem.ncbi.nlm.nih.gov/compound/5280435
https://pubchem.ncbi.nlm.nih.gov/compound/443773


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5462 31703 

Doxorubicin 
 

 -3.917 

5463 94328 

Quinidine Gluconate 
 

 #N/A 

5464 443939 

Doxorubicin 
Hydrochloride 
 

 #N/A 

5465 101339724 

Gentisoyl glucoside 
 

 -4.578 

5466 19 

2,3-Dihydroxybenzoic 
Acid 
 

 -4.728 

5467 348154 

Dihydrocaffeic Acid 
 

 -3.852 

5468 5462261 

3-Isopropylmalate 
 

 -3.515 

https://pubchem.ncbi.nlm.nih.gov/compound/31703
https://pubchem.ncbi.nlm.nih.gov/compound/94328
https://pubchem.ncbi.nlm.nih.gov/compound/443939
https://pubchem.ncbi.nlm.nih.gov/compound/101339724
https://pubchem.ncbi.nlm.nih.gov/compound/19
https://pubchem.ncbi.nlm.nih.gov/compound/348154
https://pubchem.ncbi.nlm.nih.gov/compound/5462261


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5469 9840292 

P-Coumaric acid 
glucoside 
 

 -4.136 

5470 14630703 

Chrysoeriol glucuronide 
 

 -3.993 

5471 21632979 

Cistanoside E 
 

 -4.711 

5472 5487631 

Demethyleustomin 
 

 -3.537 

5473 5282153 

Luteolin 7-diglucuronide 
 

 -4.803 

5474 10530480 

Yunnaneic acid D 
 

 -4.184 

5475 10651175 

Yunnaneic acid F 
 

 -4.863 

5476 129650168 

2-hydroxy-2-[(E)-3-(4-
hydroxy-3-
methoxyphenyl)prop-2-
enoyl]butanedioic acid 
 

 
-3.749 

https://pubchem.ncbi.nlm.nih.gov/compound/9840292
https://pubchem.ncbi.nlm.nih.gov/compound/14630703
https://pubchem.ncbi.nlm.nih.gov/compound/21632979
https://pubchem.ncbi.nlm.nih.gov/compound/5487631
https://pubchem.ncbi.nlm.nih.gov/compound/5282153
https://pubchem.ncbi.nlm.nih.gov/compound/10530480
https://pubchem.ncbi.nlm.nih.gov/compound/10651175
https://pubchem.ncbi.nlm.nih.gov/compound/129650168


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5477 5280601 

Luteolin 7-glucuronide 
 

 -3.131 

5478 161314 

Crotepoxide 
 

 -0.946 

5479 23760102 

Sagerinic acid 
 

 #N/A 

5480 11765414 

Salvianolic Acid L 
 

 #N/A 

5481 71311620 

Salvianolic acid A hydrate 
 

 #N/A 

5482 157010000 

2-[4-[(E)-3-[1-carboxy-2-
(3,4-
dihydroxyphenyl)ethoxy]
-3-oxoprop-1-enyl]-2-
hydroxyphenoxy]-3-(3,4-
dihydroxyphenyl)-3-
hydroxypropanoic acid 
 

 
-3.156 

https://pubchem.ncbi.nlm.nih.gov/compound/5280601
https://pubchem.ncbi.nlm.nih.gov/compound/161314
https://pubchem.ncbi.nlm.nih.gov/compound/23760102
https://pubchem.ncbi.nlm.nih.gov/compound/11765414
https://pubchem.ncbi.nlm.nih.gov/compound/71311620
https://pubchem.ncbi.nlm.nih.gov/compound/157010000


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5483 490367 

19Alpha-Hydroxyasiatic 
Acid 
 

 #N/A 

5484 5467200 

Dehydrosilylbin 
 

 -3.961 

5485 13991590 

Salvianolic acid C 
 

 -1.639 

5486 129730334 

Trihydroxyoctadecadieno
ic acid 
 

 

-4.334 

5487 9858729 

Pinellic acid 
  #N/A 

5488 445638 

Palmitoleic Acid 
 

 
#N/A 

5489 101952 

Diosgenin acetate 
 

 -3.629 

5490 73659 

Maslinic Acid 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/490367
https://pubchem.ncbi.nlm.nih.gov/compound/5467200
https://pubchem.ncbi.nlm.nih.gov/compound/13991590
https://pubchem.ncbi.nlm.nih.gov/compound/129730334
https://pubchem.ncbi.nlm.nih.gov/compound/9858729
https://pubchem.ncbi.nlm.nih.gov/compound/445638
https://pubchem.ncbi.nlm.nih.gov/compound/101952
https://pubchem.ncbi.nlm.nih.gov/compound/73659


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5491 13547825 

2,6-Dimethyl-5,7-
octadien-2-ol-, (5Z)- 
 

 -1.010 

5492 13092559 

Bisabolol oxide A 
 

 #N/A 

5493 91865027 

(-)-Bisabolol oxide B 
 

 -3.384 

5494 64685 

Borneol 
 

 #N/A 

5495 556685 

3-Cyclohexen-1-ol 
 

 -4.471 

5496 5352496 

Tonghaosu 
 

 -3.379 

5497 94254 

1-Methyl-4-(1-
methylethylidene)-2-(1-
methylvinyl)-1-
vinylcyclohexane 
 

 #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/13547825
https://pubchem.ncbi.nlm.nih.gov/compound/13092559
https://pubchem.ncbi.nlm.nih.gov/compound/91865027
https://pubchem.ncbi.nlm.nih.gov/compound/64685
https://pubchem.ncbi.nlm.nih.gov/compound/556685
https://pubchem.ncbi.nlm.nih.gov/compound/5352496
https://pubchem.ncbi.nlm.nih.gov/compound/94254


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5498 13854255 

Ent-Spathulenol 
 

 #N/A 

5499 10812 

M-Cymene 
 

 -3.769 

5500 68346 

Artemisia ketone 
 

 -2.424 

5501 10719 

Chamazulene 
 

 -4.555 

5502 1713001 

  #N/A 

5503 611841 

7-Isopropyl-1,4-dimethyl-
2-azulenol 
 

 -4.353 

5504 6351 

  #N/A 

5505 156989 

  #N/A 

5506 53388780 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/13854255
https://pubchem.ncbi.nlm.nih.gov/compound/10812
https://pubchem.ncbi.nlm.nih.gov/compound/68346
https://pubchem.ncbi.nlm.nih.gov/compound/10719
https://pubchem.ncbi.nlm.nih.gov/compound/1713001
https://pubchem.ncbi.nlm.nih.gov/compound/611841
https://pubchem.ncbi.nlm.nih.gov/compound/6351
https://pubchem.ncbi.nlm.nih.gov/compound/156989
https://pubchem.ncbi.nlm.nih.gov/compound/53388780


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5507 53388781 

[(8R,9S,10R,11R)-11-
acetyloxy-14-hydroxy-
3,4,5,15,16-
pentamethoxy-9,10-
dimethyl-8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] (Z)-2-
methylbut-2-enoate 
 

 -0.636 

5508 53388782 

[(8R,9S,10R,11R)-11,14-
dihydroxy-3,4,5,15,16-
pentamethoxy-9,10-
dimethyl-8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] benzoate 
 

 

-3.439 

5509 53388921 

[(8R,9S,10R,11R)-11-
acetyloxy-14-hydroxy-
3,4,5,15,16-
pentamethoxy-9,10-
dimethyl-8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] benzoate 
 

 

1.843 

5510 13844280 

[(9R,10R,11S)-11,14-
dihydroxy-4,5,15,16-
tetramethoxy-9,10-
dimethyl-3-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] (E)-2-
methylbut-2-enoate 
  -1.272 

https://pubchem.ncbi.nlm.nih.gov/compound/53388781
https://pubchem.ncbi.nlm.nih.gov/compound/53388782
https://pubchem.ncbi.nlm.nih.gov/compound/53388921
https://pubchem.ncbi.nlm.nih.gov/compound/13844280


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5511 56970640 

KadsuralignanL 
 

 -1.963 

5512 10461385 

SchizanrinH 
 

 0.665 

5513 25243041 

  #N/A 

5514 14078133 

methyl schisantherin F 
 

 -1.626 

5515 145709619 

AngeloylbinankadsurinB 
 

 -1.026 

https://pubchem.ncbi.nlm.nih.gov/compound/56970640
https://pubchem.ncbi.nlm.nih.gov/compound/10461385
https://pubchem.ncbi.nlm.nih.gov/compound/25243041
https://pubchem.ncbi.nlm.nih.gov/compound/14078133
https://pubchem.ncbi.nlm.nih.gov/compound/145709619


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5516 101927630 

[(8S,9R,10R)-16-hydroxy-
3,4,5,14,15-
pentamethoxy-9,10-
dimethyl-8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] acetate 
  1.488 

5517 102004694 

  #N/A 

5518 25243042 

[(8R,9S,10S,11S)-11-
acetyloxy-3,9-dihydroxy-
4,5,14,15,16-
pentamethoxy-9,10-
dimethyl-8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] (Z)-2-
methylbut-2-enoate 
 

 

-1.717 

5519 16745508 

Renchangianin A 
 

 -1.515 

5520 102073771 

Renchangianin B 
 

 -2.080 

https://pubchem.ncbi.nlm.nih.gov/compound/101927630
https://pubchem.ncbi.nlm.nih.gov/compound/102004694
https://pubchem.ncbi.nlm.nih.gov/compound/25243042
https://pubchem.ncbi.nlm.nih.gov/compound/16745508
https://pubchem.ncbi.nlm.nih.gov/compound/102073771


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5521 102073772 

[(8R,9R,10S,11R)-3,16-
dihydroxy-4,5,14,15-
tetramethoxy-9,10-
dimethyl-11-[(E)-3-
phenylprop-2-enoyl]oxy-
8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] (Z)-2-
methylbut-2-enoate 
 

 

-3.366 

5522 5317805 

  #N/A 

5523 15736323 

  #N/A 

5524 102176162 

[(9S,10R,11S)-11-
hydroxy-4,5,14,15,16-
pentamethoxy-9,10-
dimethyl-3-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] (Z)-2-
methylbut-2-enoate 
  -2.305 

5525 13844276 

[(8S,9S,10S,11R)-11-
hexanoyloxy-9,14-
dihydroxy-3,4,5,15,16-
pentamethoxy-9,10-
dimethyl-8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] benzoate 
 

 
-3.394 

5526 634470 

Schisandrol B 
 

 -2.931 

5527 167995042 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/102073772
https://pubchem.ncbi.nlm.nih.gov/compound/5317805
https://pubchem.ncbi.nlm.nih.gov/compound/15736323
https://pubchem.ncbi.nlm.nih.gov/compound/102176162
https://pubchem.ncbi.nlm.nih.gov/compound/13844276
https://pubchem.ncbi.nlm.nih.gov/compound/634470
https://pubchem.ncbi.nlm.nih.gov/compound/167995042


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5528 13844274 

Schisantherin E 
 

 -1.457 

5529 14890558 

[(8R,9S,10S)-14-hydroxy-
3,4,5,15,16-
pentamethoxy-9,10-
dimethyl-8-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaenyl] benzoate 
 

 

-1.522 

5530 45484639 

Schisanwilsonin G 
 

 -1.767 

5531 45484597 

Schisanwilsonin D 
 

 -2.380 

5532 14213996 

  #N/A 

5533 145709739 

  #N/A 

5534 23915 

  #N/A 

5535 102004650 

CID 102004650 
 

 -4.660 

5536 44426589 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/13844274
https://pubchem.ncbi.nlm.nih.gov/compound/14890558
https://pubchem.ncbi.nlm.nih.gov/compound/45484639
https://pubchem.ncbi.nlm.nih.gov/compound/45484597
https://pubchem.ncbi.nlm.nih.gov/compound/14213996
https://pubchem.ncbi.nlm.nih.gov/compound/145709739
https://pubchem.ncbi.nlm.nih.gov/compound/23915
https://pubchem.ncbi.nlm.nih.gov/compound/102004650
https://pubchem.ncbi.nlm.nih.gov/compound/44426589


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5537 14992069 

Benzoylgomisin H 
 

 -0.832 

5538 634476 

Isogomisin O 
 

 -3.005 

5539 53388465 

Ananonin A 
 

 -1.963 

5540 53388466 

Ananonin B 
 

 -2.116 

5541 53388467 

[(8R,9S,10R,11R)-
3,4,5,19-tetramethoxy-
9,10-dimethyl-11-
propanoyloxy-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] benzoate  -2.766 

https://pubchem.ncbi.nlm.nih.gov/compound/14992069
https://pubchem.ncbi.nlm.nih.gov/compound/634476
https://pubchem.ncbi.nlm.nih.gov/compound/53388465
https://pubchem.ncbi.nlm.nih.gov/compound/53388466
https://pubchem.ncbi.nlm.nih.gov/compound/53388467


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

5542 101808347 

[(8R,9S,10R,11R)-11-
butanoyloxy-3,4,5,19-
tetramethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] benzoate 
  -1.732 

5543 53388622 

[(8R,9S,10R,11R)-
3,4,5,19-tetramethoxy-
9,10-dimethyl-11-(2-
methylpropanoyloxy)-
15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] benzoate 
 

 
-2.799 

5544 53388623 

[(8R,9S,10R,11R)-
3,4,5,19-tetramethoxy-
9,10-dimethyl-11-(2-
methylbutanoyloxy)-
15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] benzoate 
  -1.347 

5545 53388624 

[(8R,9S,10R,11R)-
3,4,5,19-tetramethoxy-
9,10-dimethyl-8-[(Z)-2-
methylbut-2-enoyl]oxy-
15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] 2-
methylbutanoate 
  -2.345 

https://pubchem.ncbi.nlm.nih.gov/compound/101808347
https://pubchem.ncbi.nlm.nih.gov/compound/53388622
https://pubchem.ncbi.nlm.nih.gov/compound/53388623
https://pubchem.ncbi.nlm.nih.gov/compound/53388624


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5546 53388625 

[(8R,9S,10R,11R)-11-
acetyloxy-19-hydroxy-
3,4,5-trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] (Z)-2-
methylbut-2-enoate 
 

 

-2.826 

5547 53388778 

[(8R,9S,10R,11R)-19-
hydroxy-3,4,5-
trimethoxy-9,10-
dimethyl-11-
propanoyloxy-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] (Z)-2-
methylbut-2-enoate 
 

 

-2.319 

5548 53388779 

[(8R,9S,10R,11R)-19-
hydroxy-3,4,5-
trimethoxy-9,10-
dimethyl-8-[(Z)-2-
methylbut-2-enoyl]oxy-
15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] 2-
methylbutanoate 
 

 
-1.740 

5549 145709612 

Kadsurarin 
 

 -1.866 

https://pubchem.ncbi.nlm.nih.gov/compound/53388625
https://pubchem.ncbi.nlm.nih.gov/compound/53388778
https://pubchem.ncbi.nlm.nih.gov/compound/53388779
https://pubchem.ncbi.nlm.nih.gov/compound/145709612


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5550 11656280 

Heteroclitin A 
 

 -2.300 

5551 558337 

(3,4,5,19-Tetramethoxy-
9,10-dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl) 2-
methylbut-2-enoate 
 

 -2.708 

5552 23259948 

CID 23259948 
 

 -2.300 

5553 145709682 

Isovaleroylbinankadsurin
A 
 

 
 -2.180 

https://pubchem.ncbi.nlm.nih.gov/compound/11656280
https://pubchem.ncbi.nlm.nih.gov/compound/558337
https://pubchem.ncbi.nlm.nih.gov/compound/23259948
https://pubchem.ncbi.nlm.nih.gov/compound/145709682


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5554 145709271 

KadsuralignanG 
 

 -3.056 

5555 24762748 

kadsuralignanI 
 

 -1.981 

5556 24762751 

Kadsuralignan K 
 

 -2.881 

5557 145709441 

Isobutyroylbinankadsurin
A 
 

 -2.250 

https://pubchem.ncbi.nlm.nih.gov/compound/145709271
https://pubchem.ncbi.nlm.nih.gov/compound/24762748
https://pubchem.ncbi.nlm.nih.gov/compound/24762751
https://pubchem.ncbi.nlm.nih.gov/compound/145709441


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5558 11698256 

Longipedunin B 
 

 -2.494 

5559 145709380 

Kadsuralignan A 
 

 -3.051 

5560 145709269 

  #N/A 

5561 10077212 

SchizanrinF 
 

 -3.178 

5562 169450795 

  #N/A 

5563 46210711 

(9R,10R,11R)-
3,4,5,11,19-
pentamethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaene 
 

 -2.905 

https://pubchem.ncbi.nlm.nih.gov/compound/11698256
https://pubchem.ncbi.nlm.nih.gov/compound/145709380
https://pubchem.ncbi.nlm.nih.gov/compound/145709269
https://pubchem.ncbi.nlm.nih.gov/compound/10077212
https://pubchem.ncbi.nlm.nih.gov/compound/169450795
https://pubchem.ncbi.nlm.nih.gov/compound/46210711


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5564 44179425 

[(8R,9R,10R,11R)-
3,4,5,19-tetramethoxy-
9,10-dimethyl-11-
propanoyloxy-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] (Z)-2-
methylbut-2-enoate 
 

 

-2.590 

5565 145709665 

HeteroclitalignanA 
 

 -3.119 

5566 154723703 

  #N/A 

5567 10478619 

Acetyl-binankadsurin A 
 

 -2.603 

5568 138112521 

LongipedlignanB 
 

 -2.462 

https://pubchem.ncbi.nlm.nih.gov/compound/44179425
https://pubchem.ncbi.nlm.nih.gov/compound/145709665
https://pubchem.ncbi.nlm.nih.gov/compound/154723703
https://pubchem.ncbi.nlm.nih.gov/compound/10478619
https://pubchem.ncbi.nlm.nih.gov/compound/138112521


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5569 145709639 

LongipedlignanC 
 

 -3.367 

5570 145709722 

LongipedlignanE 
 

 -1.256 

5571 145709525 

HeteroclitinP 
 

 -2.329 

5572 145709720 

  #N/A 

5573 16757281 

kadsuphilol B 
 

 -1.068 

https://pubchem.ncbi.nlm.nih.gov/compound/145709639
https://pubchem.ncbi.nlm.nih.gov/compound/145709722
https://pubchem.ncbi.nlm.nih.gov/compound/145709525
https://pubchem.ncbi.nlm.nih.gov/compound/145709720
https://pubchem.ncbi.nlm.nih.gov/compound/16757281


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5574 145709383 

PropinquaninC 
 

 -1.468 

5575 13844283 

Schisantherin G 
 

 -1.710 

5576 16203510 

HeteroclitinQ 
 

 -3.864 

5577 25243117 

[(8R,9S,10S,11S)-3,9,11-
trihydroxy-4,5,19-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] benzoate 
 

 

-2.715 

5578 25243118 

[(8R,9S,10S,11S)-8-
acetyloxy-9,19-
dihydroxy-3,4,5-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] (E)-3-
phenylprop-2-enoate  -4.566 

https://pubchem.ncbi.nlm.nih.gov/compound/145709383
https://pubchem.ncbi.nlm.nih.gov/compound/13844283
https://pubchem.ncbi.nlm.nih.gov/compound/16203510
https://pubchem.ncbi.nlm.nih.gov/compound/25243117
https://pubchem.ncbi.nlm.nih.gov/compound/25243118


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

5579 102484882 

[(8R,9S,10R,11S)-11-
acetyloxy-3-hydroxy-
4,5,19-trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-8-yl] benzoat 
 

 

-1.910 

5580 102484884 

[(8R,9S,10R,11S)-3,9-
dihydroxy-4,5,19-
trimethoxy-9,10-
dimethyl-8-[(Z)-2-
methylbut-2-enoyl]oxy-
15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] (Z)-2-
methylbut-2-enoate 
 

 

-2.283 

5581 145709432 

SchizanrinG 
 

 0.833 

5582 102155781 

[(8S,9R,10S,11R)-3,8,10-
trihydroxy-4,5,19-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] acetat 
 

 -3.831 

https://pubchem.ncbi.nlm.nih.gov/compound/102484882
https://pubchem.ncbi.nlm.nih.gov/compound/102484884
https://pubchem.ncbi.nlm.nih.gov/compound/145709432
https://pubchem.ncbi.nlm.nih.gov/compound/102155781


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5583 102155783 

[(8S,9R,10S,11R)-3,8,10-
trihydroxy-4,5,19-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] benzoate 
 

 -4.259 

5584 102384387 

[(9R,10R,11R)-3,4,5,19-
tetramethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] 
propanoate 
 

 -2.216 

5585 5321175 

Schisantherin C 
 

 -2.900 

5586 46192500 

Methylgomisin O 
 

 -2.853 

https://pubchem.ncbi.nlm.nih.gov/compound/102155783
https://pubchem.ncbi.nlm.nih.gov/compound/102384387
https://pubchem.ncbi.nlm.nih.gov/compound/5321175
https://pubchem.ncbi.nlm.nih.gov/compound/46192500


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5587 91864462 

Angeloylgomisin O 
 

 -2.229 

5588 46210712 

(9R,10R,11R)-3,4,11,19-
tetramethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-5-ol 
 

 -3.277 

5589 46210713 

[(9R,10R,11R)-5-hydroxy-
3,4,19-trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] acetate 
 

 -2.831 

5590 91826818 

Benzoylgomisin O 
 

 -1.977 

5591 137347368 

SchirubrisinB 
 

 -1.426 

https://pubchem.ncbi.nlm.nih.gov/compound/91864462
https://pubchem.ncbi.nlm.nih.gov/compound/46210712
https://pubchem.ncbi.nlm.nih.gov/compound/46210713
https://pubchem.ncbi.nlm.nih.gov/compound/91826818
https://pubchem.ncbi.nlm.nih.gov/compound/137347368


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5592 163338 

Schizandrer A 
 

 -2.301 

5593 71522019 

[(9R,10R,11S)-3,10-
dihydroxy-4,5,19-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] benzoate 
 

 -2.422 

5594 145709744 

Kadsutherin 
 

 -2.660 

5595 11540695 

Longipedunin C 
 

 -1.594 

https://pubchem.ncbi.nlm.nih.gov/compound/163338
https://pubchem.ncbi.nlm.nih.gov/compound/71522019
https://pubchem.ncbi.nlm.nih.gov/compound/145709744
https://pubchem.ncbi.nlm.nih.gov/compound/11540695


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5596 52914210 

ArisanschininA 
 

 -2.325 

5597 102144622 

Neglschisandrin E 
 

 -2.940 

5598 102384386 

[(9R,10R,11R)-3,19-
dihydroxy-4,5-
dimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] (Z)-2-
methylbut-2-enoate 
 

 -2.105 

5599 91864464 

Benzoylisogomisin O 
 

 -1.787 

https://pubchem.ncbi.nlm.nih.gov/compound/52914210
https://pubchem.ncbi.nlm.nih.gov/compound/102144622
https://pubchem.ncbi.nlm.nih.gov/compound/102384386
https://pubchem.ncbi.nlm.nih.gov/compound/91864464


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5600 73000112 

(3-Hydroxy-4,5,19-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl) benzoate 
 

 -2.708 

5601 10098554 

[(9R,10R,11S)-19-
hydroxy-3,4,5-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] (E)-3-
phenylprop-2-enoate 
  0.270 

5602 10003571 

Kadsumarin A 
 

 -2.636 

https://pubchem.ncbi.nlm.nih.gov/compound/73000112
https://pubchem.ncbi.nlm.nih.gov/compound/10098554
https://pubchem.ncbi.nlm.nih.gov/compound/10003571


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5603 5317806 

Gomisin L1, (-)- 
 

 -4.152 

5604 5317807 

Gomisin L2, (-)- 
 

 -2.250 

5605 91864463 

Angeloylisogomisin O 
 

 -2.351 

5606 71530364 

[(9R,10R,11S)-5,10-
dihydroxy-3,4,19-
trimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] benzoate 
 

 -2.575 

https://pubchem.ncbi.nlm.nih.gov/compound/5317806
https://pubchem.ncbi.nlm.nih.gov/compound/5317807
https://pubchem.ncbi.nlm.nih.gov/compound/91864463
https://pubchem.ncbi.nlm.nih.gov/compound/71530364


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5607 71530365 

[(9R,10R,11S)-4,5,10-
trihydroxy-3,19-
dimethoxy-9,10-
dimethyl-15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaen-11-yl] benzoate 
 

 -2.103 

5608 5321170 

R(+)-Gomisin M1 
 

 -3.146 

5609 102316916 

[(11S,12R,13S,14R)-14-
benzoyloxy-3,22-
dimethoxy-12,13-
dimethyl-5,7,18,20-
tetraoxapentacyclo[13.7.
0.02,10.04,8.017,21]doc
osa-
1(22),2,4(8),9,15,17(21)-
hexaen-11-yl] benzoate 
  -2.964 

https://pubchem.ncbi.nlm.nih.gov/compound/71530365
https://pubchem.ncbi.nlm.nih.gov/compound/5321170
https://pubchem.ncbi.nlm.nih.gov/compound/102316916


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5610 102316917 

[(11R,12S,13R,14S)-14-
acetyloxy-3,22-
dimethoxy-12,13-
dimethyl-5,7,18,20-
tetraoxapentacyclo[13.7.
0.02,10.04,8.017,21]doc
osa-
1(22),2,4(8),9,15,17(21)-
hexaen-11-yl] benzoate 
 

 -2.889 

5611 102316918 

[(11R,12S,13R,14S)-14-
hydroxy-3,22-dimethoxy-
12,13-dimethyl-
5,7,18,20-
tetraoxapentacyclo[13.7.
0.02,10.04,8.017,21]doc
osa-
1(22),2,4(8),9,15,17(21)-
hexaen-11-yl] benzoate 
 

 -2.746 

5612 10006085 

schisantherinL 
 

 -2.693 

5613 145709267 

KadusurainB 
 

 -2.798 

https://pubchem.ncbi.nlm.nih.gov/compound/102316917
https://pubchem.ncbi.nlm.nih.gov/compound/102316918
https://pubchem.ncbi.nlm.nih.gov/compound/10006085
https://pubchem.ncbi.nlm.nih.gov/compound/145709267


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5614 145709448 

KadusurainC 
 

 -1.989 

5615 145709320 

AcetylepigomisinR 
 

 -3.344 

5616 10030195 

O-Acetylschisantherin L 
 

 -2.824 

5617 145709531 

KadsurindutinA 
 

 -1.793 

https://pubchem.ncbi.nlm.nih.gov/compound/145709448
https://pubchem.ncbi.nlm.nih.gov/compound/145709320
https://pubchem.ncbi.nlm.nih.gov/compound/10030195
https://pubchem.ncbi.nlm.nih.gov/compound/145709531


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5618 10257632 

SchisantherinN 
 

 -3.507 

5619 145709273  

SchisantherinM 
 

 -2.004 

5620 119112 

Schizandrin-
C;Wuweizisu-C 
 

 -2.727 

5621 44426588 

Kadsuphilol C 
 

 -2.828 

https://pubchem.ncbi.nlm.nih.gov/compound/10257632
https://pubchem.ncbi.nlm.nih.gov/compound/145709273
https://pubchem.ncbi.nlm.nih.gov/compound/119112
https://pubchem.ncbi.nlm.nih.gov/compound/44426588


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5622 12940701 

Kadethrin 
 

 -3.018 

5623 102073773 

[(2S,8'S,10'S,11'R)-3',14'-
dihydroxy-4',5',15',16'-
tetramethoxy-10'-
methyl-11'-[(Z)-2-
methylbut-2-
enoyl]oxyspiro[oxirane-
2,9'-
tricyclo[10.4.0.02,7]hexa
deca-1(16),2,4,6,12,14-
hexaene]-8'-yl] benzoate 
 

 

-3.034 

5624 102189865 

[(8S,9S,10S,11R)-3-
hydroxy-4,5,19-
trimethoxy-10-methyl-
11-[(Z)-2-methylbut-2-
enoyl]oxyspiro[15,17-
dioxatetracyclo[10.7.0.02
,7.014,18]nonadeca-
1(19),2,4,6,12,14(18)-
hexaene-9,2'-oxirane]-8-
yl] benzoate 
 

 

-2.720 

5625 75130910 

  #N/A 

5626 78385000 

CID 78385000 
 

 -2.544 

https://pubchem.ncbi.nlm.nih.gov/compound/12940701
https://pubchem.ncbi.nlm.nih.gov/compound/102073773
https://pubchem.ncbi.nlm.nih.gov/compound/102189865
https://pubchem.ncbi.nlm.nih.gov/compound/75130910
https://pubchem.ncbi.nlm.nih.gov/compound/78385000


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5627 145709445 

KadoblongifolinA 
 

 -3.926 

5628 145709462 

KadoblongifolinB 
 

 -2.965 

5629 138112236 

KadoblongifolinC 
 

 -4.137 

5630 14352824 

  #N/A 

5631 14352826 

  #N/A 

5632 145709336 

Longipedunin A 
 

 -3.834 

5633 13989568 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/145709445
https://pubchem.ncbi.nlm.nih.gov/compound/145709462
https://pubchem.ncbi.nlm.nih.gov/compound/138112236
https://pubchem.ncbi.nlm.nih.gov/compound/14352824
https://pubchem.ncbi.nlm.nih.gov/compound/14352826
https://pubchem.ncbi.nlm.nih.gov/compound/145709336
https://pubchem.ncbi.nlm.nih.gov/compound/13989568


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5634 102144623 

[(9R,10Z)-4,5,14,15,16-
pentamethoxy-9,10-
dimethyl-3-
tricyclo[10.4.0.02,7]hexa
deca-
1(16),2,4,6,10,12,14-
heptaenyl] (Z)-2-
methylbut-2-enoate 
 

 -0.877 

5635 338282 

9,12,13,14-
Tetramethoxy-18,19-
dimethyl-5,7,20-
trioxapentacyclo[15.2.1.0
2,10.04,8.011,16]icosa-
2,4(8),9,11,13,15-
hexaene 
 

 -2.690 

5636 138112680 

KadsulignanM 
 

 -2.536 

5637 101681781 

  #N/A 

5638 127040 

  #N/A 

5639 145709199 

Gnetuhainin I 
 

 -3.840 

5640 10736226 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/102144623
https://pubchem.ncbi.nlm.nih.gov/compound/338282
https://pubchem.ncbi.nlm.nih.gov/compound/138112680
https://pubchem.ncbi.nlm.nih.gov/compound/101681781
https://pubchem.ncbi.nlm.nih.gov/compound/127040
https://pubchem.ncbi.nlm.nih.gov/compound/145709199
https://pubchem.ncbi.nlm.nih.gov/compound/10736226


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5641 853433 

Isoeugenol 
 

 -3.968 

5642 12835430 

Coniferyl acetate 
 

 -2.674 

5643 68148 

  #N/A 

5644 5474441 

4-Propenylphenol, (E)- 
 

 -3.806 

5645 442882 

Justicidin B 
 

 -3.807 

5646 204 

Allantoin 
 

 -5.841 

5647 5742590 

Sitogluside 
 

 -2.826 

5648 128959 

  #N/A 

5649 37542 

Ribavirin 
 

 -4.985 

5650 158370 

Sesaminone 
 

 -4.900 

https://pubchem.ncbi.nlm.nih.gov/compound/853433
https://pubchem.ncbi.nlm.nih.gov/compound/12835430
https://pubchem.ncbi.nlm.nih.gov/compound/68148
https://pubchem.ncbi.nlm.nih.gov/compound/5474441
https://pubchem.ncbi.nlm.nih.gov/compound/442882
https://pubchem.ncbi.nlm.nih.gov/compound/204
https://pubchem.ncbi.nlm.nih.gov/compound/5742590
https://pubchem.ncbi.nlm.nih.gov/compound/128959
https://pubchem.ncbi.nlm.nih.gov/compound/37542
https://pubchem.ncbi.nlm.nih.gov/compound/158370


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5651 53462696 

8'-Episesaminone 
 

 -5.029 

5652 101494896 

(5S,7R,8S,9S,10R,16S,18S
,23R)-7-(hydroxymethyl)-
12,12,19,19-tetramethyl-
4,6,11-
trioxapentacyclo[13.9.0.0
3,13.05,10.018,23]tetrac
osa-1,3(13),14-triene-
2,8,9,16,23-pentol 
 

 

-2.200 

5653 101705429 

(2R,3S,4S,5R,6S)-2-
(hydroxymethyl)-6-[4-
[(2S,3R)-3-
(hydroxymethyl)-5-[(E)-3-
hydroxyprop-1-enyl]-7-
methoxy-2,3-dihydro-1-
benzofuran-2-yl]-2,6-
dimethoxyphenoxy]oxan
e-3,4,5-triol 
 

 

-4.781 

5654 10329 

Dihydrobenzofuran 
 

 -4.050 

5655 10947295 

Vitrofolal E 
 

 -5.336 

5656 51003489 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/53462696
https://pubchem.ncbi.nlm.nih.gov/compound/101494896
https://pubchem.ncbi.nlm.nih.gov/compound/101705429
https://pubchem.ncbi.nlm.nih.gov/compound/10329
https://pubchem.ncbi.nlm.nih.gov/compound/10947295
https://pubchem.ncbi.nlm.nih.gov/compound/51003489


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5657 11102092 

Schisandrol A 
 

 -2.436 

5658 49871579 

  #N/A 

5659 49871576 

(1S,3R,7R,10S,15S,17S,18
R,21R,22S,23S,25S,29S)-
7,18-dihydroxy-
9,9,18,23,25-
pentamethyl-
4,8,16,20,28-
pentaoxaoctacyclo[13.12
.1.115,22.01,13.03,7.03,
10.017,21.025,29]nonac
os-12-ene-5,14,19,24-
tetrone 
 

 -1.774 

5660 11649593 

Lancifodilactone N 
 

 -2.154 

https://pubchem.ncbi.nlm.nih.gov/compound/11102092
https://pubchem.ncbi.nlm.nih.gov/compound/49871579
https://pubchem.ncbi.nlm.nih.gov/compound/49871576
https://pubchem.ncbi.nlm.nih.gov/compound/11649593


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5661 54671424 

(1S,3R,7R,10S,15S,17R,1
8S,21R,22S,23S,25S,29S)-
7-hydroxy-9,9,18,23,25-
pentamethyl-
4,8,16,20,28-
pentaoxaoctacyclo[13.12
.1.115,22.01,13.03,7.03,
10.017,21.025,29]nonac
os-12-ene-5,14,19,24-
tetrone 
 

 -2.539 

5662 102084207 

(1S,3R,7R,10S,15S,17R,1
8S,21R,22S,23R,25S,29S)
-7-hydroxy-9,9,18,23,25-
pentamethyl-
4,8,16,20,28-
pentaoxaoctacyclo[13.12
.1.115,22.01,13.03,7.03,
10.017,21.025,29]nonac
os-12-ene-5,14,19,24-
tetrone 
 

 -2.732 

5663 102325007 

[(1R,2S,4S,6R,7R,8R,10S,
13R,15R,19R,22S,24R)-
13-hydroxy-7,21,21-
trimethyl-8-[(2S)-4-
methyl-5-oxo-2H-furan-
2-yl]-11,17-dioxo-
3,9,16,20-
tetraoxaheptacyclo[11.11
.0.02,4.02,10.06,10.015,
19.015,22]tetracosan-24-
yl] (Z)-2-methylbut-2-
enoate 
 

 

-2.616 

https://pubchem.ncbi.nlm.nih.gov/compound/54671424
https://pubchem.ncbi.nlm.nih.gov/compound/102084207
https://pubchem.ncbi.nlm.nih.gov/compound/102325007


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5664 102325008 

[(1R,2S,4S,6R,7R,8R,10R,
11S,13S,15R,19R,22S,24R
)-11-acetyloxy-13-
hydroxy-7,21,21-
trimethyl-8-[(2S)-4-
methyl-5-oxo-2H-furan-
2-yl]-17-oxo-3,9,16,20-
tetraoxaheptacyclo[11.11
.0.02,4.02,10.06,10.015,
19.015,22]tetracosan-24-
yl] (Z)-2-methylbut-2-
enoate 
 

 

0.342 

5665 102325009 

[(1S,3R,7R,10S,12R,13R,1
4S,15S,17R,18R,19R,21S)
-1,15-dihydroxy-
9,9,14,18-tetramethyl-
19-[(2S)-4-methyl-5-oxo-
2H-furan-2-yl]-5-oxo-
4,8,20-
trioxahexacyclo[11.10.0.
03,7.03,10.014,21.017,2
1]tricosan-12-yl] acetate 
 

 

-2.510 

5666 24879112 

Wuweizidilactone H 
 

 -2.500 

5667 10302451 

Saracatinib 
 

 -3.985 

https://pubchem.ncbi.nlm.nih.gov/compound/102325008
https://pubchem.ncbi.nlm.nih.gov/compound/102325009
https://pubchem.ncbi.nlm.nih.gov/compound/24879112
https://pubchem.ncbi.nlm.nih.gov/compound/10302451


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5668 156422 

Doramapimod 
 

 -3.649 

5669 5284616 

  #N/A 

5670 445643 

  #N/A 

5671 19161 

Bumadizone 
 

 -3.831 

5672 60961 

Adenosine 
 

 -3.548 

5673 9415 

Monocrotaline 
 

 -5.311 

https://pubchem.ncbi.nlm.nih.gov/compound/156422
https://pubchem.ncbi.nlm.nih.gov/compound/5284616
https://pubchem.ncbi.nlm.nih.gov/compound/445643
https://pubchem.ncbi.nlm.nih.gov/compound/19161
https://pubchem.ncbi.nlm.nih.gov/compound/60961
https://pubchem.ncbi.nlm.nih.gov/compound/9415


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5674 10258 

Indoxyl sulfate 
 

 -4.561 

5675 798 

Indole 
 

 -4.025 

5676 94672 

Sesaminol 
 

 -4.389 

5677 11578719 

  #N/A 

5678 7095 

  #N/A 

5679 11670815 

(R)-biphenyl-4-yl(4-(2-
(2,3-
dihydroxypropylamino)-
6-ethylthieno[2,3-
d]pyrimidin-4-
yl)piperazin-1-
yl)methanone 
 

 -5.600 

5680 

6918774 Corosolic Acid 
 

 -3.344 

5681 11019783 

Isololiolide 
 

 -5.949 

https://pubchem.ncbi.nlm.nih.gov/compound/10258
https://pubchem.ncbi.nlm.nih.gov/compound/798
https://pubchem.ncbi.nlm.nih.gov/compound/94672
https://pubchem.ncbi.nlm.nih.gov/compound/11578719
https://pubchem.ncbi.nlm.nih.gov/compound/7095
https://pubchem.ncbi.nlm.nih.gov/compound/11670815
https://pubchem.ncbi.nlm.nih.gov/compound/11019783


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5682 100332 

Loliolide 
 

 -4.578 

5683 21630916 

4,5-Dihydroblumenol A 
 

 -4.850 

5684 91895373 

Isomartynoside 
 

 -4.770 

5685 53462730 

  #N/A 

5686 135453894 

5,8-Dihydroxy-3-
(hydroxymethyl)benzo[f][
2]benzofuran-4,9-dione 
 

 -3.684 

5687 5387564 

Bractein 
 

 -5.683 

5688 10071695 

Cannflavin A 
 

 -5.134 

5689 11428177 

Crotaorixin 
 

 -5.347 

5690 14539948 

Diplacone 
 

 -4.616 

5691 101967071 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/100332
https://pubchem.ncbi.nlm.nih.gov/compound/21630916
https://pubchem.ncbi.nlm.nih.gov/compound/91895373
https://pubchem.ncbi.nlm.nih.gov/compound/53462730
https://pubchem.ncbi.nlm.nih.gov/compound/135453894
https://pubchem.ncbi.nlm.nih.gov/compound/5387564
https://pubchem.ncbi.nlm.nih.gov/compound/10071695
https://pubchem.ncbi.nlm.nih.gov/compound/11428177
https://pubchem.ncbi.nlm.nih.gov/compound/14539948
https://pubchem.ncbi.nlm.nih.gov/compound/101967071


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5692 5316862 

Umckalin 
 

 -4.522 

5693 42607985 

4'-O-Methyldiplacone 
 

 -4.721 

5694 11964501 

Artonin B 
 

 -3.461 

5695 161747 

Cochlioquinone A 
 

 -1.943 

5696 76309270 

Isocochlioquinone C 
 

 -2.418 

5697 6449999 

Cannabigerolic Acid 
 

 -3.043 

5698 25016410 

bipinnatone A 
  -4.142 

5699 102404043 

(2R,3R)-2-[3-[5-
[(3S,3aR,6S,6aR)-3-(4-
hydroxy-3-
methoxyphenyl)-
1,3,3a,4,6,6a-
hexahydrofuro[3,4-
c]furan-6-yl]-2-hydroxy-
3-methoxyphenyl]-4,5-
dihydroxyphenyl]-3,5,7-
trihydroxy-2,3-
dihydrochromen-4-one 
 

 

-4.484 

https://pubchem.ncbi.nlm.nih.gov/compound/5316862
https://pubchem.ncbi.nlm.nih.gov/compound/42607985
https://pubchem.ncbi.nlm.nih.gov/compound/11964501
https://pubchem.ncbi.nlm.nih.gov/compound/161747
https://pubchem.ncbi.nlm.nih.gov/compound/76309270
https://pubchem.ncbi.nlm.nih.gov/compound/6449999
https://pubchem.ncbi.nlm.nih.gov/compound/25016410
https://pubchem.ncbi.nlm.nih.gov/compound/102404043


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5700 5472701 

Rhuschalcone Vi 
  -4.683 

5701 44257191 

Viscutin 1 
 

 -4.041 

5702 44257192 

Viscutin 2 
 

 -5.710 

5703 

44257190 Viscutin 3 
 

 -4.411 

5704 41774   #N/A 

5705 24850658 

  #N/A 

5706 454714 

Anolignan C 
 

 -3.442 

5707 8193 

  #N/A 

5708 10408 

  #N/A 

5709 73641 

  #N/A 

5710 119034 

Asiatic Acid 
 

 -3.136 

https://pubchem.ncbi.nlm.nih.gov/compound/5472701
https://pubchem.ncbi.nlm.nih.gov/compound/24850658
https://pubchem.ncbi.nlm.nih.gov/compound/454714
https://pubchem.ncbi.nlm.nih.gov/compound/8193
https://pubchem.ncbi.nlm.nih.gov/compound/10408
https://pubchem.ncbi.nlm.nih.gov/compound/73641
https://pubchem.ncbi.nlm.nih.gov/compound/119034


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5711 52951052 

Arjunglucoside II 
 

 -2.453 

5712 23844056 

  #N/A 

5713 6450226 

Torilin 
 

 -2.107 

5714 133561959 

[(5R,6S,8R,8aS)-5-(2-
acetyloxypropan-2-yl)-
8a-hydroxy-3,8-dimethyl-
2-oxo-1,4,5,6,7,8-
hexahydroazulen-6-yl] 
(Z)-2-methylbut-2-enoate 
 

 -2.165 

5715 13386214 

n-Butyl |A-D-
fructofuranoside 
 

 -3.362 

5716 852825 

  #N/A 

5717 32804289  

N-[(1R)-1-(2,5-
dimethylthiophen-3-
yl)ethyl]-1,3-benzoxazol-
2-amine 
  -4.394 

5718 4313194 

5-chloro-2-(2-
chlorophenyl)-1H-indole-
3-carbaldehyde 
 

 -4.336 

https://pubchem.ncbi.nlm.nih.gov/compound/52951052
https://pubchem.ncbi.nlm.nih.gov/compound/23844056
https://pubchem.ncbi.nlm.nih.gov/compound/6450226
https://pubchem.ncbi.nlm.nih.gov/compound/133561959
https://pubchem.ncbi.nlm.nih.gov/compound/13386214
https://pubchem.ncbi.nlm.nih.gov/compound/852825
https://pubchem.ncbi.nlm.nih.gov/compound/32804289
https://pubchem.ncbi.nlm.nih.gov/compound/4313194


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5719 4397481 

1-(3-chlorophenyl)-3-
propyl-5,6,7,8-
tetrahydro-4H-
pyrazolo[3,4-b]azepine 
 

 -2.673 

5720 5740401 

(Z)-3-(4-methoxy-2-
methylphenyl)-2-(6-
methyl-1H-benzimidazol-
2-yl)prop-2-enenitrile 
 

 -5.009 

5721 135485245 

2-
(Allylsulfanyl)[1]benzothi
eno[3,2-d]pyrimidin-4-ol 
 

 -2.781 

5722 3780602 

(1,3-Bis(4-methylphenyl)-
1H-pyrazol-4-
YL)methanol 
 

 -3.471 

5723 5091002 

N-(2,6-difluorophenyl)-
2,6-dimethylthieno[2,3-
d]pyrimidin-4-amine 
 

 -6.388 

5724 28533429 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/4397481
https://pubchem.ncbi.nlm.nih.gov/compound/5740401
https://pubchem.ncbi.nlm.nih.gov/compound/135485245
https://pubchem.ncbi.nlm.nih.gov/compound/3780602
https://pubchem.ncbi.nlm.nih.gov/compound/5091002
https://pubchem.ncbi.nlm.nih.gov/compound/28533429


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5725 1511231 

N-(6,7,8,9-
tetrahydrodibenzo[b,d]fu
ran-2-
yl)cyclohexanecarboxami
de 
 

 -3.471 

5726 5767165 

6-chloro-N-[(Z)-(2-chloro-
6-
fluorophenyl)methyliden
eamino]pyridin-2-amine 
 

 -2.526 

5727 2320272 

N-(2,3,4-
trifluorophenyl)quinolin-
2-amine 
 

 -4.061 

5728 29793826 

2,5-dichloro-N-[(3,4-
difluorophenyl)methyl]a
niline 
 

 -2.864 

5729 8963812 

  #N/A 

5730 2510946 

  #N/A 

5731 92541576 

(9S)-2-
(benzylideneamino)-9H-
fluoren-9-ol 
  -5.785 

5732 241167 

2-[(2,4-
Dichlorobenzyl)thio]pyri
midin-4-ol 
 

 -3.472 

5733 1704642 

  #N/A 

5734 6264497 

N-[(Z)-3,4-dihydro-2H-
naphthalen-1-
ylideneamino]-2,4-
difluoroaniline 
 

 -3.431 

https://pubchem.ncbi.nlm.nih.gov/compound/1511231
https://pubchem.ncbi.nlm.nih.gov/compound/5767165
https://pubchem.ncbi.nlm.nih.gov/compound/2320272
https://pubchem.ncbi.nlm.nih.gov/compound/29793826
https://pubchem.ncbi.nlm.nih.gov/compound/8963812
https://pubchem.ncbi.nlm.nih.gov/compound/2510946
https://pubchem.ncbi.nlm.nih.gov/compound/92541576
https://pubchem.ncbi.nlm.nih.gov/compound/241167
https://pubchem.ncbi.nlm.nih.gov/compound/1704642
https://pubchem.ncbi.nlm.nih.gov/compound/6264497


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5735 861855 

N-(4,5-
dihydrobenzo[e][1,3]ben
zothiazol-2-yl)-3-
methylbutanamide 
 

 -3.511 

5736 7601335 

(5S)-5-methyl-N-
(thiophen-2-ylmethyl)-
4,5,6,7-tetrahydro-1-
benzothiophene-2-
carboxamide 
  -3.151 

5737 4082254 

3-(3-chlorophenyl)-5-(4-
fluorophenyl)-1H-
imidazol-2-one 
 

 -4.019 

5738 25332893 

4-(2,5-difluorophenyl)-N-
pyridin-2-yl-1,3-thiazol-2-
amine 
 

 -3.546 

5739 5931520 

(E)-2-(6-methyl-1H-
benzimidazol-2-yl)-3-(5-
methylthiophen-2-
yl)prop-2-enenitrile 
  -6.051 

5740 29301680 

4-[2-Chloro-5-
(trifluoromethyl)anilino]
benzonitrile 
 

 -3.041 

5741 28291429 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/861855
https://pubchem.ncbi.nlm.nih.gov/compound/7601335
https://pubchem.ncbi.nlm.nih.gov/compound/4082254
https://pubchem.ncbi.nlm.nih.gov/compound/25332893
https://pubchem.ncbi.nlm.nih.gov/compound/5931520
https://pubchem.ncbi.nlm.nih.gov/compound/29301680
https://pubchem.ncbi.nlm.nih.gov/compound/28291429


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5742 9109298 

5,6-dimethyl-N-[(1R)-1-
thiophen-2-
ylethyl]thieno[2,3-
d]pyrimidin-4-amine 
 

 -4.524 

5743 42435475 

N-cycloheptyl-1-
(thiophen-2-
yl)cyclopentanecarboxa
mide 
 

 -3.395 

5744 706750 

2,6-Dimethyl-4-(5-
phenyl-tetrazol-2-
ylmethyl)-phenol 
  -3.040 

5745 34318780 

1-(4-chlorophenyl)-N-
(2,4-dimethylphenyl)-1H-
tetrazol-5-amine 
 

 -5.137 

5746 7266959 

N-(1-benzothiophen-5-
yl)-4-
methylsulfanylbenzamid
e 
 

 

-5.551 

5747 658398 

N-(1-ethylbenzimidazol-
2-yl)-1-(1H-indol-3-
yl)methanimine 
 

 -6.681 

https://pubchem.ncbi.nlm.nih.gov/compound/9109298
https://pubchem.ncbi.nlm.nih.gov/compound/42435475
https://pubchem.ncbi.nlm.nih.gov/compound/706750
https://pubchem.ncbi.nlm.nih.gov/compound/34318780
https://pubchem.ncbi.nlm.nih.gov/compound/7266959
https://pubchem.ncbi.nlm.nih.gov/compound/658398


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5748 31160570 

2-cyclopropyl-5-[3-(1H-
pyrazol-5-yl)phenyl]-1,3-
benzoxazole 
  -6.021 

5749 5015279 

1-(2-Methylphenyl)-3-(4-
methylphenyl)-1H-
pyrazole-4-methanol 
 

 -2.775 

5750 5151336 

  #N/A 

5751 620334 

Pyrazole, 4-chloro-3,5-
diphenyl- 
 

 -3.301 

5752 28904031 

2-[(3,5-
dimethylphenoxy)methyl
]-5,6,7,8-tetrahydro-4H-
[1,3]thiazolo[4,5-
b]azepine 
  

-4.630 

5753 18529162 

  #N/A 

5754 4012935 

3-cyclopentyl-1-(3,4-
dimethylphenyl)-5,6-
dihydro-4H-pyrrolo[2,3-
c]pyrazole 
 

 -3.024 

5755 1843891 

  #N/A 

5756 6258394 

  #N/A 

5757 4678458 

  #N/A 

5758 1475061 

7-chloro-N-(2,4-
difluorophenyl)quinazoli
n-4-amine 
 

 -4.265 

https://pubchem.ncbi.nlm.nih.gov/compound/31160570
https://pubchem.ncbi.nlm.nih.gov/compound/5015279
https://pubchem.ncbi.nlm.nih.gov/compound/5151336
https://pubchem.ncbi.nlm.nih.gov/compound/620334
https://pubchem.ncbi.nlm.nih.gov/compound/28904031
https://pubchem.ncbi.nlm.nih.gov/compound/18529162
https://pubchem.ncbi.nlm.nih.gov/compound/4012935
https://pubchem.ncbi.nlm.nih.gov/compound/1843891
https://pubchem.ncbi.nlm.nih.gov/compound/6258394
https://pubchem.ncbi.nlm.nih.gov/compound/4678458
https://pubchem.ncbi.nlm.nih.gov/compound/1475061


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5759 917690 

(E)-N-(3-chloro-2-
methylphenyl)-3-(4-
methylphenyl)prop-2-
enamide 
  -3.426 

5760 35790115 

N-[[3-
(trifluoromethyl)phenyl]
methyl]thieno[3,2-
d]pyrimidin-4-amine 
 

 -5.010 

5761 586511 

2-(((6-Fluoro-4H-1,3-
benzodioxin-8-
yl)methyl)sulfanyl)-1H-
benzimidazole 
 

 -5.127 

5762 2730357 

N2-(3,5-dichlorophenyl)-
4-(1H-pyrrol-1-yl)-1,3,5-
triazin-2-amine 
 

 -3.034 

5763 4539929 

1-(4-chlorophenyl)-3-(4-
methoxyphenyl)-5,6-
dihydro-4H-pyrrolo[2,3-
c]pyrazole 
 

 -3.009 

https://pubchem.ncbi.nlm.nih.gov/compound/917690
https://pubchem.ncbi.nlm.nih.gov/compound/35790115
https://pubchem.ncbi.nlm.nih.gov/compound/586511
https://pubchem.ncbi.nlm.nih.gov/compound/2730357
https://pubchem.ncbi.nlm.nih.gov/compound/4539929


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5764 135912339 

4-(1-Cyclohexyl-3-
methyl-1,4-
dihydroimidazo[4,5-
c]pyrazol-5-
yl)benzonitrile 
 

 -6.493 

5765 42591044 

(7S)-7-(4-
cyclopentyloxyphenyl)-
6,7-dihydro-4H-
thieno[3,2-b]pyridin-5-
one 
 

 -4.940 

5766 1941926 

  #N/A 

5767 28331762 

2-methyl-5-[2-[3-(1H-
pyrazol-5-
yl)phenyl]phenyl]-1,3,4-
thiadiazole 
 

 -3.863 

5768 2823206 

N-[8-chloro-2-
(trifluoromethyl)quinolin
-4-yl]-3-methyl-1,2-
oxazol-5-amine 
 

 -5.815 

5769 8006551 

  #N/A 

5770 135814123 

(5S)-5-(4-
methoxyphenyl)-2,9-
dimethyl-5,6-
dihydropyrazolo[1,5-
c]quinazoline 
 

 -4.625 

https://pubchem.ncbi.nlm.nih.gov/compound/135912339
https://pubchem.ncbi.nlm.nih.gov/compound/42591044
https://pubchem.ncbi.nlm.nih.gov/compound/1941926
https://pubchem.ncbi.nlm.nih.gov/compound/28331762
https://pubchem.ncbi.nlm.nih.gov/compound/2823206
https://pubchem.ncbi.nlm.nih.gov/compound/8006551
https://pubchem.ncbi.nlm.nih.gov/compound/135814123


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5771 46342279 

N-(4-methylcyclohexyl)-
2-(2-
methylphenyl)imidazo[1,
2-a]pyrimidin-3-amine 
 

 -5.091 

5772 232934 

2-chloro-N-methyl-8-
methylsulfanyl-9-
phenylpurin-6-amine 
 

 -4.326 

5773 357480 

6-bromo-5-methyl-2,4-
bis(methylsulfanyl)-7H-
pyrrolo[2,3-d]pyrimidine 
 

 -3.813 

5774 135938091 

5-(2,6-difluorophenyl)-N-
(2-fluorophenyl)-3,6-
dihydro-1,3,4-thiadiazin-
2-imine 
 

 -3.341 

https://pubchem.ncbi.nlm.nih.gov/compound/46342279
https://pubchem.ncbi.nlm.nih.gov/compound/232934
https://pubchem.ncbi.nlm.nih.gov/compound/357480
https://pubchem.ncbi.nlm.nih.gov/compound/135938091


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5775 2222092 

(5R,7R)-5,7-bis(4-
methylphenyl)-4,5,6,7-
tetrahydrotetrazolo[1,5-
a]pyrimidine 
 

 -4.399 

5776 51640541 

(3S)-1-(2-thiophen-2-
ylquinazolin-4-
yl)piperidin-3-ol 
 

 -2.774 

5777 135401238 

3-methyl-1-(4-
methylphenyl)-6-
(trifluoromethyl)-5H-
pyrazolo[3,4-d]pyrimidin-
4-one 
 

 -3.187 

5778 929781 

(7S)-7-(2-chloro-6-
fluorophenyl)-5-phenyl-
4,7-dihydro-
[1,2,4]triazolo[1,5-
a]pyrimidine 
 

 -2.505 

https://pubchem.ncbi.nlm.nih.gov/compound/2222092
https://pubchem.ncbi.nlm.nih.gov/compound/51640541
https://pubchem.ncbi.nlm.nih.gov/compound/135401238
https://pubchem.ncbi.nlm.nih.gov/compound/929781


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5779 25311147 

N-[(4S)-1-(2,3-
dimethylphenyl)-4,5,6,7-
tetrahydroindazol-4-
yl]but-2-ynamide 
 

 -3.205 

5780 6300106 

  #N/A 

5781 9361170 

[4-[2-(4-methylphenyl)-
1,3-thiazol-4-yl]-1H-
pyrrol-2-yl]-pyrrolidin-1-
ylmethanone 
 

 

-2.845 

5782 28475821 

  #N/A 

5783 30515404 

N-(4,6-
difluorobenzo[d]thiazol-
2-yl)-2-(thiophen-2-
yl)acetamide 
 

 -2.442 

5784 5770196 

  #N/A 

5785 8199810 

(2R)-N-(5-chloropyridin-
2-yl)-2-(2,5-
difluorophenyl)sulfanylpr
opanamide 
 

 
-4.721 

5786 2746336 

3-chloro-N-(thian-4-
ylideneamino)-5-
(trifluoromethyl)pyridin-
2-amine 
 

 -5.010 

https://pubchem.ncbi.nlm.nih.gov/compound/25311147
https://pubchem.ncbi.nlm.nih.gov/compound/6300106
https://pubchem.ncbi.nlm.nih.gov/compound/9361170
https://pubchem.ncbi.nlm.nih.gov/compound/28475821
https://pubchem.ncbi.nlm.nih.gov/compound/30515404
https://pubchem.ncbi.nlm.nih.gov/compound/5770196
https://pubchem.ncbi.nlm.nih.gov/compound/8199810
https://pubchem.ncbi.nlm.nih.gov/compound/2746336


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5787 42591045 

(7R)-7-(4-
cyclopentyloxyphenyl)-
6,7-dihydro-4H-
thieno[3,2-b]pyridin-5-
one 
 

 -5.045 

5788 135450497 

(2E,5E)-5-[(2E)-3-(furan-
2-yl)prop-2-en-1-
ylidene]-2-[(4-
methylphenyl)imino]-1,3-
thiazolidin-4-one 
  -5.391 

5789 16458425 

3,4-dichloro-N-(6,7,8,9-
tetrahydro-5H-
[1,2,4]triazolo[1,5-
a]azepin-2-
ylmethyl)aniline 
 

 

-4.334 

5790 20873411 

3-(4-chlorophenyl)-N-
cyclopentyl-
[1,2]oxazolo[5,4-
d]pyrimidin-4-amine 
 

 -3.395 

5791 4457888 

1-(2-propan-2-ylphenyl)-
3-pyridin-4-yl-5,6-
dihydro-4H-pyrrolo[2,3-
c]pyrazole 
 

 -3.529 

https://pubchem.ncbi.nlm.nih.gov/compound/42591045
https://pubchem.ncbi.nlm.nih.gov/compound/135450497
https://pubchem.ncbi.nlm.nih.gov/compound/16458425
https://pubchem.ncbi.nlm.nih.gov/compound/20873411
https://pubchem.ncbi.nlm.nih.gov/compound/4457888


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5792 707991 

(7S)-7-(2-chlorophenyl)-
5-phenyl-4,7-dihydro-
[1,2,4]triazolo[1,5-
a]pyrimidine 
 

 -5.493 

5793 27368997 

6-Chloro-N-(4-chloro-2-
methylphenyl)-1-methyl-
1H-pyrazolo[3,4-
d]pyrimidin-4-amine 
 

 -3.622 

5794 135448525 

6-tert-butyl-1-(4-
methoxyphenyl)-3-
methyl-1,7-dihydro-4H-
pyrazolo[3,4-b]pyridin-4-
one 
 

 -4.112 

5795 26374406 

3,5-dichloro-N-[4-
(cyanomethyl)phenyl]be
nzamide 
 

 -5.705 

5796 6207156 

(5E)-3-(2-fluorophenyl)-
5-(1H-pyrrol-2-
ylmethylidene)-2-
sulfanylidene-1,3-
thiazolidin-4-one 
 

 -3.259 

https://pubchem.ncbi.nlm.nih.gov/compound/707991
https://pubchem.ncbi.nlm.nih.gov/compound/27368997
https://pubchem.ncbi.nlm.nih.gov/compound/135448525
https://pubchem.ncbi.nlm.nih.gov/compound/26374406
https://pubchem.ncbi.nlm.nih.gov/compound/6207156


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5797 1904855 

5-[(2-chloroethyl)amino]-
3-methyl-6H-anthra[1,9-
cd][1,2]oxazol-6-one 
 

 -3.822 

5798 2145681 

[(3R)-5-(4-
hydroxyphenyl)-3-
phenyl-1,3-
dihydropyrazol-2-yl]-
thiophen-2-ylmethanone 
 

 -4.777 

5799 2727618 

  #N/A 

5800 34204196 

N-(1H-indazol-7-yl)-2-[2-
(3-methylphenyl)-1,3-
thiazol-4-yl]acetamide 
 

 -4.273 

5801 21375343 

(E)-2-(4-methylphenyl)-3-
(4-piperidin-1-
ylphenyl)prop-2-
enenitrile 
 

 -3.871 

5802 4667874 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/1904855
https://pubchem.ncbi.nlm.nih.gov/compound/2145681
https://pubchem.ncbi.nlm.nih.gov/compound/2727618
https://pubchem.ncbi.nlm.nih.gov/compound/34204196
https://pubchem.ncbi.nlm.nih.gov/compound/21375343
https://pubchem.ncbi.nlm.nih.gov/compound/4667874


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5803 4254261 

3-[(2,4-
Dimethylanilino)methyl]-
1,3-benzothiazole-2-
thione 
 

 -5.122 

5804 4789201 

4-(2,5-dimethylphenyl)-
N-ethyl-5-methyl-1,3-
thiazol-2-amine 
 

 -3.956 

5805 441923 

  #N/A 

5806 441922 

  #N/A 

5807 9898279 

  #N/A 

5808 13943299 

  #N/A 

5809 11679800 

  #N/A 

5810 91973814 

  #N/A 

5811 91895489 

  #N/A 

5812 9918693 

  #N/A 

5813 101096472 

  #N/A 

5814 119307 

Ginsenoside Rh2 
 

 -2.810 

5815 1549120 

  #N/A 

5816 5757 

Estradiol 
 

 -4.923 

https://pubchem.ncbi.nlm.nih.gov/compound/4254261
https://pubchem.ncbi.nlm.nih.gov/compound/4789201
https://pubchem.ncbi.nlm.nih.gov/compound/441923
https://pubchem.ncbi.nlm.nih.gov/compound/441922
https://pubchem.ncbi.nlm.nih.gov/compound/9898279
https://pubchem.ncbi.nlm.nih.gov/compound/13943299
https://pubchem.ncbi.nlm.nih.gov/compound/11679800
https://pubchem.ncbi.nlm.nih.gov/compound/91973814
https://pubchem.ncbi.nlm.nih.gov/compound/91895489
https://pubchem.ncbi.nlm.nih.gov/compound/9918693
https://pubchem.ncbi.nlm.nih.gov/compound/101096472
https://pubchem.ncbi.nlm.nih.gov/compound/119307
https://pubchem.ncbi.nlm.nih.gov/compound/1549120
https://pubchem.ncbi.nlm.nih.gov/compound/5757


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5817 99938 

Wikstromol 
 

 -3.727 

5818 235321 

  #N/A 

5819 96710 

Aristolactam 
 

 -3.620 

5820 44453654 

Piperundecalidine 
  -3.653 

5821 11790 

Alpha-Naphthoflavone 
 

 -3.574 

5822 32872 

Isofenphos 
 

 -1.450 

5823 57528861 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/99938
https://pubchem.ncbi.nlm.nih.gov/compound/235321
https://pubchem.ncbi.nlm.nih.gov/compound/11790
https://pubchem.ncbi.nlm.nih.gov/compound/32872
https://pubchem.ncbi.nlm.nih.gov/compound/57528861


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5824 71339429 

3,4-Bis[(4-
hydroxyphenyl)methyl]ox
olan-2-one 
 

 -4.888 

5825 22947 

DMDM hydantoin 
 

 -4.377 

5826 11390018 

  #N/A 

5827 24778478 

(1S,6S,7R,9S,11R,13S,19R
,20R)-7-(hydroxymethyl)-
2,8,12,18-
tetraoxatetracyclo[9.9.0.
03,9.013,19]icosa-
3,14,16-triene-6,20-diol 
 

 

-4.459 

5828 2725108 

  #N/A 

5829 85274305 

4-[3-[(3,4-
Dihydroxyphenyl)methyl]
-4-hydroxy-2-
(hydroxymethyl)butyl]be
nzene-1,2-diol 
 

 

-5.536 

5830 54705850 

3-(4-hydroxy-6-oxo-1H-
pyridazin-3-
yl)benzenesulfonic acid 
 

 -4.607 

https://pubchem.ncbi.nlm.nih.gov/compound/71339429
https://pubchem.ncbi.nlm.nih.gov/compound/22947
https://pubchem.ncbi.nlm.nih.gov/compound/11390018
https://pubchem.ncbi.nlm.nih.gov/compound/24778478
https://pubchem.ncbi.nlm.nih.gov/compound/2725108
https://pubchem.ncbi.nlm.nih.gov/compound/85274305
https://pubchem.ncbi.nlm.nih.gov/compound/54705850


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5831 656516 

Amygdalin 
 

 -4.312 

5832 5273569 

Fraxetin 
 

 -5.171 

5833 72610 

1,2,3,9-
Tetrahydropyrrolo[2,1-
b]quinazolin-3-ol 
 

 -5.179 

5834 91458 

Aucubin 
 

 -5.094 

5835 66065 

Bergenin 
 

 -2.801 

https://pubchem.ncbi.nlm.nih.gov/compound/656516
https://pubchem.ncbi.nlm.nih.gov/compound/5273569
https://pubchem.ncbi.nlm.nih.gov/compound/72610
https://pubchem.ncbi.nlm.nih.gov/compound/91458
https://pubchem.ncbi.nlm.nih.gov/compound/66065


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5836 191120 

Erythrocentaurin 
 

 -4.150 

5837 21721881 

Cedrin 
 

 -6.383 

5838 90454 

Cinchonine 
 

 -2.691 

5839 12305769 

Alphitonin 
 

 -5.083 

5840 15825666 

N-p-Coumaroyltyrosine 
 

 -5.272 

5841 71307318 

  #N/A 

5842 5281788 

Plantamajoside 
 

 -4.216 

5843 3084407 

  #N/A 

5844 5282164 

  #N/A 

5845 133568309 

  #N/A 

5846 15816 

  #N/A 

5847 129725134 

  #N/A 

https://pubchem.ncbi.nlm.nih.gov/compound/191120
https://pubchem.ncbi.nlm.nih.gov/compound/21721881
https://pubchem.ncbi.nlm.nih.gov/compound/90454
https://pubchem.ncbi.nlm.nih.gov/compound/12305769
https://pubchem.ncbi.nlm.nih.gov/compound/15825666
https://pubchem.ncbi.nlm.nih.gov/compound/71307318
https://pubchem.ncbi.nlm.nih.gov/compound/5281788
https://pubchem.ncbi.nlm.nih.gov/compound/3084407
https://pubchem.ncbi.nlm.nih.gov/compound/5282164
https://pubchem.ncbi.nlm.nih.gov/compound/133568309
https://pubchem.ncbi.nlm.nih.gov/compound/15816
https://pubchem.ncbi.nlm.nih.gov/compound/129725134


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5848 5408543 

5,7-Dihydroxy-3',4'-
dimethoxyisoflavone 
 

 -3.848 

5849 86007827 

  #N/A 

5850 71618826 

7-Hydroxy-3-[4-hydroxy-
3-[2-hydroxy-5-(7-
hydroxy-4-oxochromen-
3-
yl)phenyl]phenyl]chrome
n-4-one 
 

 

-6.882 

5851 : 100916556   #N/A 

5852 10394345 

Tribulusamide B 
 

 -5.687 

5853 265237 

Withaferin A 
 

 -3.929 

5854 5748205 

3'-Hydroxypuerarin 
 

 -3.172 

5855 195080 

4-Aminospiroperidol 
 

 -3.181 

https://pubchem.ncbi.nlm.nih.gov/compound/86007827
https://pubchem.ncbi.nlm.nih.gov/compound/71618826
https://pubchem.ncbi.nlm.nih.gov/compound/100916556
https://pubchem.ncbi.nlm.nih.gov/compound/10394345
https://pubchem.ncbi.nlm.nih.gov/compound/265237
https://pubchem.ncbi.nlm.nih.gov/compound/5748205
https://pubchem.ncbi.nlm.nih.gov/compound/195080


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5856 442195 

Cephaeline 
 

 -2.813 

5857 72341 

(1R)-1-(((2S,3R,11bS)-3-
Ethyl-1,3,4,6,7,11b-
hexahydro-9,10-
dimethoxy-2H-
benzo(a)quinolizin-2-
yl)methyl)-2,3,4,9-
tetrahydro-1H-
pyrido(3,4-b)indol-6-ol 
 

 

-4.107 

5858 : 5281805   #N/A 

5859 14079439 

Bonducellin 
 

 -5.786 

5860 : 99516   #N/A 

5861 92097 

Taraxerol 
 

 -2.298 

5862 101281365 

(2S,3S)-3-hydroxy-2-
[(1R)-1-
[(8S,9S,10R,13S,14S,17S)
-17-hydroxy-10,13-
dimethyl-1-oxo-
7,8,9,11,12,14,15,16-
octahydro-4H-
cyclopenta[a]phenanthre
n-17-yl]ethyl]-5-
(hydroxymethyl)-4-
methyl-2,3-
dihydropyran-6-one 
 

 

-2.781 

https://pubchem.ncbi.nlm.nih.gov/compound/442195
https://pubchem.ncbi.nlm.nih.gov/compound/72341
https://pubchem.ncbi.nlm.nih.gov/compound/5281805
https://pubchem.ncbi.nlm.nih.gov/compound/14079439
https://pubchem.ncbi.nlm.nih.gov/compound/99516
https://pubchem.ncbi.nlm.nih.gov/compound/92097
https://pubchem.ncbi.nlm.nih.gov/compound/101281365


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5863 54704420 

Precatorine 
 

 -6.405 

5864 : 184310   #N/A 

5865 : 441764   #N/A 

5866 5490351 

Kakkalide 
 

 -3.869 

5867 101916289 

8,9b-Bis(7-hydroxy-4-
oxochromen-3-yl)-4,4a-
dihydrodibenzofuran-3-
one 
 

 -3.148 

5868 70684083 

 
2,3-
Didehydrosomnifericin 

 -3.304 

5869 6451058 

Abrusogenin 
 

 -2.990 

https://pubchem.ncbi.nlm.nih.gov/compound/54704420
https://pubchem.ncbi.nlm.nih.gov/compound/184310
https://pubchem.ncbi.nlm.nih.gov/compound/441764
https://pubchem.ncbi.nlm.nih.gov/compound/5490351
https://pubchem.ncbi.nlm.nih.gov/compound/101916289
https://pubchem.ncbi.nlm.nih.gov/compound/70684083
https://pubchem.ncbi.nlm.nih.gov/compound/6451058


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5870 69502 

Alloimperatorin 
 

 -2.748 

5871 244297   #N/A 

5872 12308714 

Azadiradione 
 

 -1.979 

5873 6293 

Alizarin 
 

 -5.036 

5874 44256979 

Malvidin 3-
laminaribioside 
 

 -5.382 

5875 5317205 

Erythraline 
 

 -4.361 

https://pubchem.ncbi.nlm.nih.gov/compound/69502
https://pubchem.ncbi.nlm.nih.gov/compound/244297
https://pubchem.ncbi.nlm.nih.gov/compound/12308714
https://pubchem.ncbi.nlm.nih.gov/compound/6293
https://pubchem.ncbi.nlm.nih.gov/compound/44256979
https://pubchem.ncbi.nlm.nih.gov/compound/5317205


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5876 16590 

  #N/A 

5877 124319 

  #N/A 

5878 129704070 

3-(3-Methylbut-2-enyl)-
3,4,7-trihydroxyflavane 
 

 -1.691 

5879 135403798 

Theaflavin 
 

 -3.948 

5880 129710548 

  #N/A 

5881 163644236 

Griffithsin+C37 
 

 
-3.220 

5882 72378 

Lycorine 
 

 -5.236 

5883 85152699 

  #N/A 

5884 122724 

Celastrol 
 

 -2.229 

5885 60825 

Lamivudine 
 

 -4.134 

5886 5281232 

Crocetin 
 -5.417 

https://pubchem.ncbi.nlm.nih.gov/compound/16590
https://pubchem.ncbi.nlm.nih.gov/compound/124319
https://pubchem.ncbi.nlm.nih.gov/compound/129704070
https://pubchem.ncbi.nlm.nih.gov/compound/135403798
https://pubchem.ncbi.nlm.nih.gov/compound/129710548
https://pubchem.ncbi.nlm.nih.gov/substance/163644236
https://pubchem.ncbi.nlm.nih.gov/compound/72378
https://pubchem.ncbi.nlm.nih.gov/compound/85152699
https://pubchem.ncbi.nlm.nih.gov/compound/122724
https://pubchem.ncbi.nlm.nih.gov/compound/60825
https://pubchem.ncbi.nlm.nih.gov/compound/5281232


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

 

5887 86472 

Alpha-Tocopherol 
Acetate 
 

 
-0.212 

5888 439378 

L-Theanine 
 

 -2.327 

5889 5495926 

Garcinone D 
 

 -3.290 

5890 114850 

  #N/A 

5891 54488943 

6-(3-Carboxybut-2-enyl)-
7-hydroxycoumarin 
  -4.187 

5892 6755 

2-Hydroxy-1,4-
naphthoquinone 
 

 -4.879 

5893 5646 

Usnic Acid 
 

 -3.897 

5894 68827 

Artemisinin 
 

 -3.446 

https://pubchem.ncbi.nlm.nih.gov/compound/86472
https://pubchem.ncbi.nlm.nih.gov/compound/439378
https://pubchem.ncbi.nlm.nih.gov/compound/5495926
https://pubchem.ncbi.nlm.nih.gov/compound/114850
https://pubchem.ncbi.nlm.nih.gov/compound/54488943
https://pubchem.ncbi.nlm.nih.gov/compound/6755
https://pubchem.ncbi.nlm.nih.gov/compound/5646
https://pubchem.ncbi.nlm.nih.gov/compound/68827


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5895 4754 

Phenacetin 
 

 -2.164 

5896 2244 

Aspirin 
 

 -4.249 

5897 5288826 

Morphine 
 

 -4.157 

5898 5284371 

Codeine 
 

 -3.934 

5899 5324289 

Thebaine 
 

 -2.354 

5900 128563 

Salvinorin A 
 

 -2.603 

https://pubchem.ncbi.nlm.nih.gov/compound/4754
https://pubchem.ncbi.nlm.nih.gov/compound/2244
https://pubchem.ncbi.nlm.nih.gov/compound/5288826
https://pubchem.ncbi.nlm.nih.gov/compound/5284371
https://pubchem.ncbi.nlm.nih.gov/compound/5324289
https://pubchem.ncbi.nlm.nih.gov/compound/128563


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5901 1254 

Menthol 
 

 -3.770 

5902 446220 

Cocaine 
 

 -3.409 

5903 16078 

  #N/A 

5904 2353 

Berberine 
 

 -6.126 

5905 1930 

  #N/A 

5906 12308806 

  #N/A 

5907 638011 

Citral 
 

 -1.053 

5908 10076238 

Liquiritin apioside 
 

 -3.739 

5909 442977 

Imperialine 
 

 -3.687 

5910 667496 

(-)-Vasicine 
 

 -5.179 

https://pubchem.ncbi.nlm.nih.gov/compound/1254
https://pubchem.ncbi.nlm.nih.gov/compound/446220
https://pubchem.ncbi.nlm.nih.gov/compound/16078
https://pubchem.ncbi.nlm.nih.gov/compound/2353
https://pubchem.ncbi.nlm.nih.gov/compound/1930
https://pubchem.ncbi.nlm.nih.gov/compound/12308806
https://pubchem.ncbi.nlm.nih.gov/compound/638011
https://pubchem.ncbi.nlm.nih.gov/compound/10076238
https://pubchem.ncbi.nlm.nih.gov/compound/442977
https://pubchem.ncbi.nlm.nih.gov/compound/667496


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5911 75368808 

  #N/A 

5912 21573744 

Isoverticine 
 

 -2.933 

5913 5315861 

  #N/A 

5914 131900 

Peimine 
 

 -2.363 

5915 307918 

Dibenzocycloocta-1,5-
diene 
 

 -3.518 

5916 8029 

Furan 
 

 -3.895 

5917 414667 

  #N/A 

5918 51668830 

Praeruptorin F 
 

 -3.272 

5919 334704 

(+)-Marmesin 
 

 -5.676 

https://pubchem.ncbi.nlm.nih.gov/compound/75368808
https://pubchem.ncbi.nlm.nih.gov/compound/21573744
https://pubchem.ncbi.nlm.nih.gov/compound/5315861
https://pubchem.ncbi.nlm.nih.gov/compound/131900
https://pubchem.ncbi.nlm.nih.gov/compound/307918
https://pubchem.ncbi.nlm.nih.gov/compound/8029
https://pubchem.ncbi.nlm.nih.gov/compound/414667
https://pubchem.ncbi.nlm.nih.gov/compound/51668830
https://pubchem.ncbi.nlm.nih.gov/compound/334704


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5920 5471349 

Bergamottin 
 

 -4.681 

5921 439514 

Scopolin 
 

 -2.772 

5922 44256720 

Cyanidin 3-sophoroside 
 

 -2.896 

5923 10196837 

Delphinidin 3-
sambubioside 
 

 -5.040 

5924 164999 

  #N/A 

5925 5280896 

Abscisic Acid 
 

 -4.997 

https://pubchem.ncbi.nlm.nih.gov/compound/5471349
https://pubchem.ncbi.nlm.nih.gov/compound/439514
https://pubchem.ncbi.nlm.nih.gov/compound/44256720
https://pubchem.ncbi.nlm.nih.gov/compound/10196837
https://pubchem.ncbi.nlm.nih.gov/compound/164999
https://pubchem.ncbi.nlm.nih.gov/compound/5280896


Schrödinger software (Maestro 11.4, Schrödinger 2017-1).  

5926 5994 

Progesterone 
 

 -3.712 

5927 5352910 

Methyl trans-3-
Hydroxycinnamate 
 

 -3.573 

5928 53921037 

  #N/A 
 

 

 

 

 

https://pubchem.ncbi.nlm.nih.gov/compound/5994
https://pubchem.ncbi.nlm.nih.gov/compound/5352910
https://pubchem.ncbi.nlm.nih.gov/compound/53921037

