Table S1. The docking scores of 158 compounds with tyrosinase and adenylate cyclase.

Binding Energy (kcal/mol)

NO. Compound Formula
Tyrosinase  Adenylate cyclase
1 dactylorhin A C40Hs56022 4.6 -6.3
2 gymnoside I C21H30011 -5.3 -8.9
3 gymnoside II C21H30011 -7.8 -8.1
4  gymnoside V C49H2023 -8.5 -8.8
5 gymnoside [X Cs1He4024 23.7 -4.8
6 gymnoside X Cs1He4024 - -
7 militarine C34H46017 - -
8 bletilnoside A C33He2012 -4.2 -8.5
9 bletilnoside B C33He0O12 3.8 -3.8
10 3-O-B-D-glucopyranosyl-3-epiruscogenin C41He0O12 3.5 -4.3
" 3-O-B-D-glucopyranosyl-3-epineoruscogeni CuHssOa 26.4 4
n
12 dancosterol C35Hg0Os 24.4 -5.1
2,7-dihydroxy-4-methoxyphenanthrene-2-O
13 C21H2208 -5.2 -7.1
-glucoside
2,7-dihydroxy-4-methoxyphenanthrene-2,7-
14 C27H32013 -9.0 -10.0
O-diglucoside
3,7-dihydroxy-2,4-dimethoxyphenanthrene-
15 C22H2409 -0.7 -8.5
3-O-glucoside
16 gastrodin Ci3Hi1307 9.4 -8.7
17 2,7-dihydroxy-1-(4’-hydroxybenzyl)-9,10-di CodHscO0 1 7
hydrophenan-threne-4’-O-glucoside
18 3’-hydroxy-5-methoxybibenzyl-3-O-B-D-gl CotHocOs 0 113
ucopyranoside
19 blestritin A C37H3606 -8.8 -9.6
20 Dblestritin B C30H3006 -3.6 -10.1
21 blestritin C C36H3406 -4.9 -10.0
22 bulbocodin C36H3406 -4.6 -10.5
23 bulbocodin C C20H2805 -9.1 -11.1
24 bulbocodin D C20H2805 93 -9.7
25 bulbocol C23H2404 9.2 -10.1
26 gymconopin D C23H2404 -9 -9.7
27 shancigusin B C28H2605 -8.9 -9.6
28 shanciguol C28H2605 -6.2 -10.1
29 arundinan C22H2,03 -8.2 -10
30 arundin C29H2804 -8.7 -9.5
31 batatasin 111 CisH1603 -7.2 -10.2
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57

58

gigantol
3,4’-dihydroxy-5,3,5 -trimethoxybibenzyl
3,3’-dihydroxy-5,4’-dimethoxybibenzyl
3’-O-methylbatatasin III
3,3’-dihydroxy-4-(p-hydroxybenzyl)-5-meth
oxybibenzyl
3,3’-dihydroxy-2-(p-hydroxybenzyl)-5-meth
oxybibenzyl
3’,5-dihydroxy-2-(p-hydroxybenzyl)-3-meth
oxybibenzyl
2’,6’-bis(p-hydroxybenzyl)-5-methoxybiben
zyl-3,3’-diol
2,6-bis(p-hydroxybenzyl)-5,3’-dimethoxybi
benzyl-3-ol
3,3’-dihydroxy-5-methoxy-2,5,6-tris(p
-hydroxybenzyl) bibenzyl
3,37,5-trimethoxybibenzyl
3,5-dimethoxybibenzyl
5-hydroxy-4-(p-hydroxybenzyl)-3’,3-dimeth
oxybibenzyl
3,3’-dihydroxy-5-methoxybibenzyl
5-hydroxy-2-(p-hydroxybenzyl)-3-methoxy
bibenzyl
4-methoxyphenanthrene-2,7-diol
3,4-dimethoxyphenanthrene-2,7-diol
2,4-dimethoxyphenanthrene-3,7-diol
3,5-dimethoxyphenanthrene-2,7-diol
1,5-dimethoxyphenanthrene-2,7-diol
2,4-dimethoxyphenanthrene-7-ol
2,4, 7-trimethoxyphenanthrene
2,3,4,7-tetramethoxyphenanthrene
2,3,4,7-tetramethoxyphenanthrene

1,8-bis(p-hydroxybenzyl)-4-methoxyphenan
threne-2,7-diol

1-(p-hydroxybenzyl)-4,8-dimethoxyphenant
hrene-2,7-diol

1-(p-hydroxybenzyl)-4-methoxyphenanthre

Ci6H1504
C17H2005
C16H1504
C1sHi1503

C22H2004

C22H2204

C22H2004

Cs33H3605

C30H300s5

Ca6H14011

Ci17H2003
CicH1302

C23H2404

Ci5H1603

C22H2,03

Ci15H1203
Ci16H1404
Ci16H1404
C16H1404
C16H1404
C15H1403
Ci7H1603
CisHi504
CisH1504

C29H2405

C23H2005

CooHi504
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8.4
8.3
8.5

-8.2

-8.5

-8.9

-4.3
-8.0

-7.6

-8.5

-8.2

-8.8
-8.6
-8.4
-8.1
-71.5
-8.7
-8.1
-71.5
-7.2

-10.2

-8.6
-8.2
-8.3
-8.2

-8.6

-9.7

-10.4

-10.2

-11.6
-8.5

-8.4

-9.7

-8.6

-9.6
-9.0
-8.3
-9.2
-8.3
-8.5
-9.0
-8.9
-8.1

-10.7

-10.5
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ne-2,7-diol
2-hydroxy-4,7-dimethoxyphenanthrene

3,7-dihydroxy-2,4,8-trimethoxyphenanthren
e

2,7-dihydroxy-3,4-dimethoxyphenanthrene

1-(p-hydroxybenzyl)-4,7-dimethoxyphenant

hrene-2-ol

1-(p-hydroxybenzyl)-4,7-dimethoxyphenant
hrene-2,8-diol
1-(p-hydroxybenzyl)-4,7-dimethoxyphenant
hrene-2,6-diol

bleformin B

blespirol
1,8-dihydroxy-3-methoxy-6-methylanthrace
ne-9,10-dione

2-methylanthraquinone
4,7-dimethoxyphenanthrene-1,2-dione
7-hydroxy-2-methoxyphenanthrene-3,4-dio
ne

37,77 J-trihydroxy-2,2" 4’
-trimethoxy-[1,8’
-biphenanthrene]-3,4-dione

blestrin A

blestrin B

blestrin C

blestrin D

blestriarene A

blestriarene B

blestriarene C

blestrianol A

blestrianol B

blestrianol C
4,7,3°5’-tetramethoxy-9’,10’-dihydro-[1,2’-
biphenanthrene]-2,7’- diol

4,7, 7’ -trimethoxy-9°,10°-dihydro-[1,3’-biph
enanthrene]-2,2”,5’- triol
4,7,4’-trimethoxy-9°,10°-dihydro-[1,1’-biph

enanthrene]-2,2°,7’- triol

Ci6H1403

C17H160s5

Ci6H1404

C23H2004

C23H2005

C23H2005

C23H2005
C2sH1505

Ci16H1205

Ci5H1002
Ci6H1304

Ci5H1304

C31H230s8

C30H2606
C30H2606
C30H2406
C30H2406
C30H2606
C30H2406
C30H206
C30H2606
C37H3207
C37H3007

C32H270¢6

C31H2506

C31H2506

-8.4

-8.4

-8.4

-9.1

-9.3
-6.1

-9.3

-9z.0
-7.7

2.2

-6.9
-9.6
-6.9
-10
-5.0
-3.9
-5.3
-5.4
0.2
4.6

6.5

0.8

-8.7

-7.8

-8.3

-10.5

-94

-10.2

-8.7
-10.3

-9.0

-10.4
-9.0

-8.5

-11.1
-11.9
-11.2
-12.1
-7.1
-7.9
-9.5
-10.2
-10.6
-8.0

-9.8

-8.6

-8.2
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100

4,7,3°,5’-tetramethoxy-9°,10’-dihydro-[1,1°-
biphenanthrene]- 2,2°,7’-triol
4,8,4°,8’-tetramethoxy-[1,1’-biphenanthrene
1-2,7,2°,7°-tetrol

bleformin D
4,4’-dimethoxy-9,10-dihydro-[6,1’-biphena
nthrene]-2,7,2”,7’-tetraol

gymconopin C

4,7-dihydroxy-2-methoxy-9,10-dihydrophen

anthrene

2,7-dihydroxy-3-(p-hydroxybenzyl)-4-meth
oxy-9,10dihydrophenanthrene

4,7-dihydroxy-1-(p-hydroxybenzyl)-2-meth
oxy-9,10dihydrophenanthrene

2,7-dihydroxy-1,6-bis(p-hydroxybenzyl)-4-
methoxy-9,10dihydrophenanthrene

2,7-dihydroxy-1,3-bis(p-hydroxybenzyl)-4-
methoxy-9,10dihydrophenanthrene

2,7-dihydroxy-1-(p-hydroxybenzyl)-4-metho
xy-9,10dihydrophenanthrene

2,4, 7-trimethoxy-9,10-dihydrophenanthrene

2,7-dihydroxy-4-methoxy-9,10-dihydrophen

anthrene

4,5-dihydroxy-2-methoxy-9,10-dihydrophen

anthrene

2,8-dihydroxy-4,7-dimethoxy-9,10-dihydro

phenanthrene

2,8-dihydroxy-1-(p-hydroxybenzyl)-4,7-dim
ethoxy-9,10dihydrophenanthrene

C32H2707

C32H2608

C37H3207

C30H240¢6

C30H2606

Ci5H1403

C22H2004

C22H2004

C29H2605

C29H2605

C22H2004

CI7HI1803

Ci5H1403

Ci5H1403

Ci5H1403

C23H2205

1.1

3.7

-5.5

-9.7

-6.8

-8.8

-8.6

-8.2

-8.7

-8.3

-8.5

-8.5

-10.9

-10.9

-9.2

-10.2
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-10.2
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-9.1
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-9.5
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pleionesin C

(2,3-trans)-2-(4-hydroxy-3-methoxyphenyl)
-3-hydroxymethyl-10methoxy-2,3,4,5-tetrah
ydro-phenanthro[2,1-b]furan-7-o0l
bleochranol A
bleochranol B
bleochranol C
bleochranol D
(2,3-trans)-3-[2-hydroxy-6-(3-hydro-xyphen
ethyl)-4-methoxybenzyl]-2-(4-hydroxy-3-m
ethoxyphenyl)-10-methoxy-2,3,4,5-tetrahyd
rophenanthro[2,1-b]furan-7-ol
shanciol
bletlos A
bletlos B
bletlos C
blestriaren A
Bletilla anthocyanin 1
Bletilla anthocyanin 2
Bletilla anthocyanin 3
Bletilla anthocyanin 4
3-O-(B-glucopyranoside)-7-O-[6-O-(4-O-(6-
O-(4-O-(B-glucopyranosyl)-trans-caffeoyl)-
B-glucopyranosyl)-trans-caffeoyl)p-glucopy
ranoside]
B-sitosterol
B-sitosterol palmitate
stigamasterol
stigamasterol palmitat
3-epiruscogenin
3-epineoruscogenin
(20S,22R)-1B,2B,3P,4B,5pB,7a-hexahydroxys
pirost-25(27)-en-6-one
(1a,30)-1-O-[(B-D-xylopyranosyl-(1—2)-a-
L-rhamnopyranosyl)]-3-
O-D-glucopyranosyl-Sa-spirostan
(1a,30)-1-O-[(B-D-xylopyranosyl-(1—2)-a-
L-rhamnopyranosyl)oxy]-3-O-D-glucopyra
nosyl-25(27)-ene-5a-spirostan

C27H2607

C25H2406

CaoH350s
Ca5H2406
C53H320s
C34H320s

Ci17H1304

C25H2406
CasH2350s
Ca7H2607
Ca27H260
C30H260¢
C75Hs1040
C72H79037
C75Hs1043
C72H79040

Cs7Hg3032

C29H500
CasHs002
C29Has0
C4sH730;
Ca7H4204
C27H4004

C27H3509

C44H71017

C44HgoO17

-8.5

4.5
93
-2.3
-3.9

19.4

-5.8
-3.1
-3.9
-6.1
-4.7
106.3
99.9
112.7
106.3

77.0

-5.4
0.8
-4.6
4.4
-0.4
-0.8

4.3

43.2

44.5

-8.6
-9.9
-9.6
-9.6

-10.6
-7.6
-9.3
-9.5
-1.7
16.6
29.7
46.7
36.6

6.5

-9.6
-6.8
-10.5
-6.5
-9.2
-7.3
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(1a,30)-1-O-[(B-D-xylopyranosyl-(1—2)-a-
L-rhamnopyranosyl)oxy]-epiruscogenin
(1a,30)-1-O-[(B-D-xylopyranosyl-(1—2)-a-
L-rhamnopyranosyl)oxy]-epineoruscogenin
cyclomargenol

cyclomargenone

cycloneolitsol

cyclobalanone

24-methylenecycloartanol palmitate
cyclolaudenol

cyclolaudenone
3B-hydroxyoleane-12-en-28-oic acid
3-O-a-L-rhamnopyranosyl-(1—2)-p-D-gluc
opyranoside

p-hydroxybenzoic acid

protocatechuic acid

cinnamic acid

caffeic acid

2-hydroxysuccinic acid

palmitic acid

syringaresinol

pinoresinol

3”’-methoxynyasol

p-hydroxybenzaldehyde

ferulic acid

3-hydroxycinnamic acid
4-hydroxybenzylamine
4,4’-dihydroxydiphenylmethane
4,4’-dihydroxybenzyl sulfide
5-(hydroxymethyl)-2-furaldehyde
striatolide

schizandrin

brugnanin

bletillanol A

bletillanol B

tupichinol A

mimosine

LERI

C3sHs59012

CssHs7012

C5:Hs40
Cs2Hs30
Cs2Hs40
Cs2Hs30
C47H3102
C51Hs10
C51Hs00

C41Hs55012

C7HsO3
C7HO4
CoH30»
CoH304
C4H50s5
Ci6H3202
C22H260s
C20H2206
CisH1703
C7HsO2
C10H1004
CoH3z0O3
C7HoNO
C13H1202
Ci14sH14502
CsHsO3
CisH3003
Ca24H3207
Cs6HooOs
Ci1sH2105
C1sH200s
Ci17H1504

48.6

355

-0.7
-0.6
-0.7
0.8
7.7
-1.4
0.5

13.7

-5.9
-6.3
-6.5
-6.8
-5.2
-5.7
-9.0
-9.2
-8.5
-5.6
-6.7
-6.7
-5.5
-7.3
-7.2
-5.8
-7.2
-1.3
13.0
-8.4
-8.2
-8.2
-6.4

-8.0
-8.2
-9.0
-8.1
-6.7
-8.5
-9.4

-1.7

-6.0
-6.1
-7.0
-7.0
-4.4
-6.7
-8.5
-9.4
-8.9
-5.4
-7.0
-6.9
-5.4
=17

-5.2
-8.4
-7.0
-5.5
-8.3
-7.6
-8.0

-8.5




