
Table 1: Showing Percentage yield of Plant Extract
	Plants
	Root Powder used (g)
	Solvent used (ml)
	Extract obtained (g)
	Percentage yield

	Oroxylum indicum- EtOH (95%)
	100
	1000
	16.9
	16.9 %

	Oroxylum indicum- Hydro-EtOH (70%)
	100
	1000
	15.5
	15.5 %

	Oroxylum indicum- Aq.
	100
	1000
	13.5
	13.5 %


Table 2: Preliminary phytochemical investigation of extracts
	Phytochemical
	Standard Test
	Ethanolic
	Hydro-EtOH
	Aqueous

	Alkaloids
	Hager’s Test
	+ve
	+ve
	+ve

	Glycosides 
	Aq.NaOH test
	+ve
	+ve
	+ve

	Flavonoids
	Alkaline Test
	+ve
	+ve
	+ve

	Tannins
	Lead acetate Test
	+ve
	-ve
	+ve

	Steroids
	Salkowski Test
	+ve
	+ve
	-ve



Table 3: Total Phenol and flavonoid content of extract 
	Sample
	Absorbance (Y)
	C=X
(𝜇𝑔/𝑚l)
	V
(mL)
	M
(mg)
	TPC 


	Total Phenol content

	Gallic Acid
	2.486
	387.1211298
	0.5
	1
	193.5606

	Extract
	1.345
	201.1895709
	0.5
	1
	100.5948

	Total flavonoid content

	Sample
	Absorbance (Y)
	C=X
(𝜇𝑔/𝑚l)
	V
(mL)
	M
(mg)
	TFC 

	Quercetin
	0.527
	83.07713199
	1
	1
	83.07713199

	Extract
	0.59
	72.90630975
	1
	1
	72.90630975



Table 4: 2D, 3D, structure & Smiles of selected ligands from Oroxylum Indicum
	[bookmark: _Hlk202908592]Code
	Ligand Name
	2D
	Pathway interaction
	2d structure
	3d structure

	OI 1. 
	Flavanone,5,7-dihydroxy-6-methoxy-
	COc1c(O)cc2c(c1O)C(=O)C[C@H](O2)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/2052448119/pieChartTop15.png]
	[image: Flavanone, 5,7-dihydroxy-6-methoxy-]
	[image: ]

	OI 2. 
	Scutellarin
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccc(cc2)O)[C@@H]([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/2127331935/pieChartTop15.png]
	[image: Scutellarin]
	[image: ]

	OI 3. 
	Oroxylin A
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/360416673/pieChartTop15.png]
	[image: Oroxylin A]
	[image: ]

	OI 4. 
	Nepetin
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccc(c(c1)O)O
	[image: http://www.swisstargetprediction.ch/results/1803120725/pieChartTop15.png]
	[image: Nepetin]
	[image: ]

	OI 5. 
	6-Hydroxyluteolin
	Oc1ccc(cc1O)c1cc(=O)c2c(o1)cc(c(c2O)O)O
	[image: http://www.swisstargetprediction.ch/results/589548022/pieChartTop15.png]
	[image: 6-Hydroxyluteolin]
	[image: ]

	OI 6. 
	Chrysin
	Oc1cc(O)c2c(c1)oc(cc2=O)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/1386243653/pieChartTop15.png]
	[image: Chrysin]
	[image: ]


	OI 7. 
	Baicalein
	Oc1cc2oc(cc(=O)c2c(c1O)O)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/2174382/pieChartTop15.png]
	[image: Baicalein][image: 4-Hydroxycinnamic acid]
	
[image: ]

	OI 8. 
	Dihydrobaicalein
	O=C1CC(Oc2c1c(O)c(c(c2)O)O)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/256964890/pieChartTop15.png]
	[image: Dihydrobaicalein]
	[image: ]

	OI 9. 
	Scutellarein 7-rutinoside
	OC1[C@@H](OC([C@H]([C@@H]1O)O)CO[C@@H]1OC(C)[C@@H]([C@@H](C1O)O)O)Oc1cc2oc(cc(=O)c2c(c1O)O)c1ccc(cc1)O

	[image: http://www.swisstargetprediction.ch/results/1875239368/pieChartTop15.png]
	[image: Scutellarein 7-rutinoside]
	[image: ]

	OI 10. 
	Apigenin 7,4'-dimethyl ether
	COc1ccc(cc1)c1cc(=O)c2c(o1)cc(cc2O)OC
	[image: http://www.swisstargetprediction.ch/results/285375640/pieChartTop15.png]
	[image: Apigenin 7,4'-dimethyl ether]
	[image: ]

	OI 11. 
	4-Hydroxycinnamic acid
	OC(=O)/C=C/c1ccc(cc1)O
	[image: http://www.swisstargetprediction.ch/results/1226109819/pieChartTop15.png]
	[image: Scutellarein]
	[image: ]

	OI 12. 
	Scutellarein
	Oc1ccc(cc1)c1cc(=O)c2c(o1)cc(c(c2O)O)O
	[image: http://www.swisstargetprediction.ch/results/1663050760/pieChartTop15.png]
	[image: beta-Sitosterol]
	[image: ]

	OI 13. 
	beta-Sitosterol
	CC[C@@H](C(C)C)CC[C@H]([C@H]1CC[C@@H]2[C@]1(C)CC[C@H]1[C@H]2CC=C2[C@]1(C)CC[C@@H](C2)O)C
	[image: http://www.swisstargetprediction.ch/results/1744813984/pieChartTop15.png]
	[image: Aloe emodin]
	[image: ]

	OI 14. 
	Aloe emodin
	OCc1cc(O)c2c(c1)C(=O)c1c(C2=O)c(O)ccc1
	
	[image: Aloe emodin]
	[image: ]

	OI 15. 
	Baicalin
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccccc2)[C@@H]([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/1877533309/pieChartTop15.png]
	[image: Baicalin]
	[image: ]

	OI 16. 
	Anthraquinone
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccc(cc2)O)[C@@H]([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/1011381001/pieChartTop15.png]
	[image: Scutellarin]
	[image: ]

	OI 17. 
	Oroxindin
	COc1c(O[C@@H]2O[C@H](C(=O)O)[C@H]([C@@H]([C@H]2O)O)O)cc(c2c1oc(cc2=O)c1ccccc1)O
	[image: http://www.swisstargetprediction.ch/results/1700834337/pieChartTop15.png]
	[image: Oroxindin]
	[image: ]

	OI 18. 
	Hispidulin
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccc(cc1)O
	[image: http://www.swisstargetprediction.ch/results/161374936/pieChartTop15.png]
	[image: Hispidulin]
	[image: ]

	OI 19. 
	Ellagic acid
	Oc1cc2c(=O)oc3c4c2c(c1O)oc(=O)c4cc(c3O)O
	[image: http://www.swisstargetprediction.ch/results/115722879/pieChartTop15.png]
	[image: Ellagic acid]
	[image: ]

	OI 20. 
	Dimethyl terephthalate
	COC(=O)c1ccc(cc1)C(=O)OC
	[image: http://www.swisstargetprediction.ch/results/207251036/pieChartTop15.png]
	[image: Dimethyl terephthalate]
	[image: ]

	OI 21. 
	biochanin A
	COc1ccc(cc1)c1coc2c(c1=O)c(O)cc(c2)O
	[image: http://www.swisstargetprediction.ch/results/864384927/pieChartTop15.png]
	[image: biochanin A]
	[image: ]

	OI 22. 
	Myristic acid
	CCCCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/725376769/pieChartTop15.png]
	[image: Myristic acid]
	[image: ]

	OI 23. 
	Lauric acid
	CCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/900548693/pieChartTop15.png]
	[image: Lauric acid]
	[image: ]

	OI 24. 
	Octanoic acid
	CCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/455351527/pieChartTop15.png]
	[image: Octanoic acid]
	[image: ]

	OI 25. 
	Stearic acid
	CCCCCCCCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/581927928/pieChartTop15.png]
	[image: Stearic acid]
	[image: ]

	OI 26. 
	Baicalein 6-glucoside
	OCC1O[C@@H](Oc2c(O)cc3c(c2O)c(=O)cc(o3)c2ccccc2)C([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/2009117450/pieChartTop15.png]
	[image: Baicalein 6-glucoside]
	[image: ]

	OI 27. 
	Palmitic acid
	CCCCCCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/829402240/pieChartTop15.png]
	[image: Palmitic acid]
	[image: ]

	OI 28. 
	gamma-Tocopherol
	C[C@H](CCC[C@@H](CCCC(C)C)C)CCC[C@]1(C)CCc2c(O1)c(C)c(c(c2)O)C
	[image: http://www.swisstargetprediction.ch/results/1529780935/pieChartTop15.png]
	[image: gamma-Tocopherol]
	[image: ]

	OI 29. 
	Palmitoleic acid
	CCCCCC/C=CCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/1790427419/pieChartTop15.png]
	[image: Palmitoleic acid]
	[image: ]

	OI 30. 
	Oleic acid
	CCCCCCCC/C=CCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/1969736958/pieChartTop15.png]
	[image: Oleic acid]
	[image: ]

	OI 31. 
	Linoleic acid
	CCCCC/C=CC/C=CCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/1904852075/pieChartTop15.png]
	[image: Linoleic acid]
	[image: ]

	OI 32. 
	5,7-Dihydroxy-2-phenyl-6-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one
	OCC1OC(Oc2c(O)cc3c(c2O)c(=O)cc(o3)c2ccccc2)C(C(C1O)O)O

	[image: http://www.swisstargetprediction.ch/results/1904852075/pieChartTop15.png]
	[image: 5,7-Dihydroxy-2-phenyl-6-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one]
	[image: ]

	OI 33. 
	Prunetin
	COc1cc(O)c2c(c1)occ(c2=O)c1ccc(cc1)O
	[image: http://www.swisstargetprediction.ch/results/1252317924/pieChartTop15.png]
	[image: Prunetin]
	[image: ]



Table 5: The SwissADME evaluation profiles for several bioactive chemical structures.
	Molecule Identifier
	Code
	Molecular Weight
gm/mol
	Consensus log P o/w
	GI Absorption
	BBB Permeant
	Skin Permeation log Kp (cm/s)
	Lipinski Violations
	drug-likeness and oral bioavailability profiles

	Molecule 1
	OI 1.
	286.28
	2.27
	High
	Yes
	-6.02
	0
	[image: ]

	Molecule 2
	OI 2.
	462.36
	-0.22
	Low
	No
	-8.59
	2
	[image: ]

	Molecule 3
	OI 3.
	284.26
	2.56
	High
	No
	-5.56
	0
	[image: ]

	Molecule 4
	OI 4.
	316.26
	1.74
	High
	No
	-6.45
	0
	[image: ]

	Molecule 5
	OI 5.
	302.24
	1.42
	High
	No
	-6.60
	0
	[image: ]

	Molecule 6
	OI 6.
	254.24
	2.55
	High
	Yes
	-5.35
	0
	[image: ]

	Molecule 7
	OI 7.
	270.24
	2.24
	High
	No
	-5.70
	0
	[image: ]

	Molecule 8
	OI 8.
	272.25
	1.94
	High
	No
	-6.17
	0
	[image: ]

	Molecule 9
	OI 9.
	594.52
	-1.02
	Low
	No
	-10.06
	3
	[image: ]

	Molecule 10
	OI 10.
	298.29
	2.79
	High
	Yes
	-5.51
	0
	[image: ]

	Molecule 11
	OI 11.
	164.16
	1.26
	High
	Yes
	-6.26
	0
	[image: ]

	Molecule 12
	OI 12.
	286.24
	1.81
	High
	No
	-6.16
	0
	[image: ]

	Molecule 13
	OI 13.
	414.71
	7.24
	Low
	No
	-2.20
	1
	[image: ]

	Molecule 14
	OI 14.
	270.24
	1.50
	High
	No
	-6.66
	0
	[image: ]

	Molecule 15
	OI 15.
	446.36
	0.25
	Low
	No
	-8.23
	2
	[image: ]

	Molecule 16
	OI 16.
	462.36
	-0.22
	Low
	No
	-8.59
	2
	[image: ]

	Molecule 17
	OI 17.
	460.39
	0.49
	Low
	No
	-8.09
	1
	[image: ]

	Molecule 18
	OI 18.
	300.26
	2.12
	High
	No
	-6.01
	0
	[image: ]

	Molecule 19
	OI 19.
	302.19
	1.00
	High
	No
	-7.36
	0
	[image: ]

	Molecule 20
	OI 20.
	194.18
	1.85
	High
	Yes
	-5.89
	0
	[image: ]

	Molecule 21
	OI 21.
	284.26
	2.44
	High
	No
	-5.91
	0
	[image: ]

	Molecule 22
	OI 22.
	228.37
	4.45
	High
	Yes
	-3.35
	0
	[image: ]

	Molecule 23
	OI 23.
	200.32
	3.51
	High
	Yes
	-4.54
	0
	[image: ]

	Molecule 24
	OI 24.
	144.21
	2.23
	High
	Yes
	-5.01
	0
	[image: ]

	Molecule 25
	OI 25.
	284.48
	5.93
	High
	No
	-2.19
	1
	[image: ]

	Molecule 26
	OI 26.
	432.38
	0.34
	Low
	No
	-8.33
	1
	[image: ]

	Molecule 27
	OI 27.
	256.42
	5.20
	High
	Yes
	-2.77
	1
	[image: ]

	Molecule 28
	OI 28.
	416.68
	7.83
	Low
	No
	-1.51
	1
	[image: ]

	Molecule 29
	OI 29.
	254.41
	Linear (>4.15)
	High
	Yes
	-1.51
	1
	[image: ]

	Molecule 30
	OI 30.
	284.48
	5.93
	High
	No
	-2.19
	1 
	[image: ]

	Molecule 31
	OI 31.
	280.45
	5.42
	High
	Yes
	-2.45
	0 
	[image: ]

	Molecule 32
	OI 32.
	432.38
	0.34
	Low
	No
	-8.33
	1 
	[image: ]

	Molecule 33
	OI 33.
	284.26
	2.44
	High
	No
	-5.91
	0
	[image: ]




Table 6: Disease and Target integration
	Sr.no.
	Chemical constituent name  
	Smile
	Molecular formula
	Molecular weight
	Number of HBA
	Number of HBD
	MolLogP 
	MolLogS 
	MolPSA 
	MolVol 
	pKa of most Basic/Acidic group 
	BBB Score The Blood-Brain Barrier (BBB) Score
	Number of stereo centers
	Drug-likeness model score

	
	
	
	
	
	
	
	
	(in Log(moles/L))
	(in mg/L)
	
	
	
	
	
	

	1. 
	Flavanone, 5,7-dihydroxy-6-methoxy-
	COc1c(O)cc2c(c1O)C(=O)C[C@H](O2)c1ccccc1
	 C16 H14 O5
	 286.08
	 5
	 2
	 2.88
	-3.20 
	179.79
	 59.95 A2
	 272.31 A3
	 <0. / 8.25
	 3.16 
	 1
	 0.39

	2. 
	Scutellarin
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccc(cc2)O)[C@@H]([C@H]([C@@H]1O)O)O
	 C15 H15 N O3
	 257.11
	 3
	 1
	 2.68
	 -2.84 
	375.19
	 43.86 A2
	 262.08 A3
	 -3.04 / 3.75
	 4.25
	 0
	 0.29

	3. 
	Oroxylin A
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccccc1
	 C16 H12 O5
	 284.07
	 5
	 2
	 3.51
	 -3.41 
	109.29
	 61.53 A2
	 281.33 A3
	 <0. / 6.66
	 3.14 
	 0
	 0.05

	4. 
	Nepetin
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccc(c(c1)O)O
	 C16 H12 O7
	 316.06
	 7
	 4
	 2.62
	 -3.14 
	231.00
	 94.63 A2
	 304.61 A3
	 <0. / 6.66
	 2.65 
	 0
	 0.44

	5. 
	6-Hydroxyluteolin
	Oc1ccc(cc1O)c1cc(=O)c2c(o1)cc(c(c2O)O)O
	 C15 H10 O7
	 302.04
	 7
	 5
	 2.42
	 -2.94 
	348.45
	 102.39 A2
	 283.44 A3
	 <0. / 6.51
	 2.55 
	 0
	 0.29

	6. 
	Chrysin
	Oc1cc(O)c2c(c1)oc(cc2=O)c1ccccc1
	 C15 H10 O4
	 254.06
	 4
	 2
	 3.67
	 -3.51 
	79.10
	 55.95 A2
	 249.59 A3
	 <0. / 6.70
	 3.71 
	 0
	 0.7

	7. 
	Baicalein
	Oc1cc2oc(cc(=O)c2c(c1O)O)c1ccccc1
	 C15 H10 O5
	 270.05
	 5
	 3
	 3.30
	 -3.27 
	144.76
	 69.29 A2
	 260.17 A3
	 <0. / 6.51
	 3.03 
	 0
	  0.59

	8. 
	Dihydrobaicalein
	O=C1CC(Oc2c1c(O)c(c(c2)O)O)c1ccccc1
	 C15 H12 O5
	 272.07
	 5
	 3
	 2.68
	 -2.93 
	322.46
	 67.71 A2
	 251.14 A3
	 <0. / 8.10
	 3.05 
	 1
	 0.29

	9. 
	Scutellarein 7-rutinoside
	OC1[C@@H](OC([C@H]([C@@H]1O)O)CO[C@@H]1OC(C)[C@@H]([C@@H](C1O)O)O)Oc1cc2oc(cc(=O)c2c(c1O)O)c1ccc(cc1)O
	 C27 H30 O15
	 594.16 (> 500)
	 15 (> 10)
	 9 (> 5)
	 -0.04
	 -1.51 
	18427.75
	 196.22 A2
	 519.85 A3
	 <0. / 7.96
	 1.24 
	 10
	 0.95

	10. 
	Scutellarein
	Oc1ccc(cc1)c1cc(=O)c2c(o1)cc(c(c2O)O)O
	 C15 H10 O6
	 286.05
	 6
	 4
	 2.85
	 -3.15 
	204.21
	 86.91 A2
	 270.71 A3
	 <0. / 6.51
	 2.78 
	 0
	 0.43

	11. 
	Apigenin 7,4'-dimethyl ether
	COc1ccc(cc1)c1cc(=O)c2c(o1)cc(cc2O)OC
	 C17 H14 O5
	 298.08
	 5
	 1
	 4.17
	 -4.66 
	6.52
	 53.42 A2
	 302.73 A3
	 <0. / 10.09
	 3.92 
	 0
	 0.23

	12. 
	 4-Hydroxycinnamic acid
	OC(=O)/C=C/c1ccc(cc1)O
	 C9 H8 O3
	 164.05
	 3
	 2
	 1.66
	 -1.66 
	3596.82
	 46.24 A2
	 162.15 A3
	 <0. / 4.54
	 2.96 
	 0
	 -0.81

	13. 
	 beta-Sitosterol
	CC[C@@H](C(C)C)CC[C@H]([C@H]1CC[C@@H]2[C@]1(C)CC[C@H]1[C@H]2CC=C2[C@]1(C)CC[C@@H](C2)O)C
	 C29 H50 O
	 414.39
	 1
	 1
	 8.45 (> 5)
	 -6.34 
	0.19
	 16.28 A2
	 519.36 A3
	 <0. / 16.77
	 3.94
	 9
	 0.78

	14. 
	Aloe emodin

	OCc1cc(O)c2c(c1)C(=O)c1c(C2=O)c(O)ccc1
	 C15 H10 O5
	 270.05
	 5
	 3
	 2.14
	 -2.59 
	699.71
	 76.39 A2
	 255.84 A3
	 <0. / 9.06
	 2.93 
	 0
	 0.01

	15. 
	 Baicalin
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccccc2)[C@@H]([C@H]([C@@H]1O)O)O
	 C21 H18 O11
	 446.08
	 11 (> 10)
	 6 (> 5)
	 1.78
	 -2.03 
	4205.40
	 143.74 A2
	 397.35 A3
	 <0. / 4.33
	 1.66 
	 5
	  0.59

	16. 
	 Anthraquinone
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccc(cc2)O)[C@@H]([C@H]([C@@H]1O)O)O
	 C21 H18 O12
	 462.08
	 12 (> 10)
	 7 (> 5)
	 1.33
	 -1.87 
	6225.11
	 161.36 A2
	 407.90 A3
	 <0. / 4.33
	 1.61 
	 5
	 0.84

	17. 
	 Oroxindin
	COc1c(O[C@@H]2O[C@H](C(=O)O)[C@H]([C@@H]([C@H]2O)O)O)cc(c2c1oc(cc2=O)c1ccccc1)O
	 C22 H20 O11
	 460.10
	 11 (> 10)
	 5
	 1.74
	 -2.09 
	3781.23
	 136.73 A2
	 418.58 A3
	 <0. / 4.33
	 1.61 
	 5
	 0.70

	18. 
	 Hispidulin
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccc(cc1)O
	 C16 H12 O6
	 300.06
	 6
	 3
	 3.06
	 -3.15 
	211.39
	 79.15 A2
	 291.88 A3
	 <0. / 6.66
	 2.88 
	 0
	 0.46

	19. 
	 Ellagic acid
	Oc1cc2c(=O)oc3c4c2c(c1O)oc(=O)c4cc(c3O)O
	 C14 H6 O8
	 302.01
	 8
	 4
	 1.53
	 -1.62 
	7265.67
	 105.23 A2
	 272.21 A3
	 <0. / 7.05
	 2.51 
	 0
	 -1.11

	20. 
	 Dimethyl terephthalate
	COC(=O)c1ccc(cc1)C(=O)OC
	 C10 H10 O4
	 194.06
	 4
	 0
	 2.44
	 -2.41 
	748.48
	 42.59 A2
	 189.06 A3
	 <0. / 29.23
	 3.65 
	 0
	 -1.61

	21. 
	biochanin A 
	COc1ccc(cc1)c1coc2 c(c1=O)c(O)cc(c2)O
	C16 H12 O5
	284.27
	5
	2
	2.5- 2.7
	-3.6
	70
	79.90 A2
	238
	6.9
	5.3
	3.2
	0.75

	22. 
	 Myristic acid
	CCCCCCCCCCCCCC(=O)O
	 C14 H28 O2
	 228.21
	 2
	 1
	 5.63 (> 5)
	 -5.17 
	1.54
	 28.89 A2
	 270.11 A3
	 <0. / 4.26
	 4.29 
	 0
	 -0.54

	23. 
	 Lauric acid
	 CCCCCCCCCCCC(=O)O
	 C12 H24 O2
	 200.18
	 2
	 1
	 4.62
	 -4.58 
	5.29
	 28.89 A2
	 234.30 A3
	 <0. / 4.26
	 4.15 
	 0
	 -0.54

	24. 
	 Octanoic acid
	CCCCCCCC(=O)O
	 C8 H16 O2
	 144.12
	 2
	 1
	 2.59
	 -2.39 
	591.59
	 28.89 A2
	 162.68 A3
	 <0. / 4.26
	 3.68 
	 0
	 -0.54

	25. 
	 Stearic acid
	CCCCCCCCCCCCCCCCCC(=O)O
	 C18 H36 O2
	 284.27
	 2
	 1
	 7.65 (> 5)
	 -5.87  
	0.38
	 28.89 A2
	 341.74 A3
	 <0. / 4.26
	 4.40 
	 0
	 -0.54

	26. 
	 Baicalein 6-glucoside
	OCC1O[C@@H](Oc2c(O)cc3c(c2O)c(=O)cc(o3)c2ccccc2)C([C@H]([C@@H]1O)O)O
	 C21 H20 O10
	 432.11
	 10
	 6 (> 5)
	 1.02
	 -1.79 
	7020.85
	 133.84 A2
	 391.73 A3
	 <0. / 6.20
	 1.70 
	 5
	 0.30

	27. 
	 Palmitic acid
	CCCCCCCCCCCCCCCC(=O)O
	 C16 H32 O2
	 256.24
	 2
	 1
	 6.64 (> 5)
	 -5.79  
	0.42
	 28.89 A2
	 305.93 A3
	 <0. / 4.26
	 4.36 
	 0
	 -0.54

	28. 
	 gamma-Tocopherol
	C[C@H](CCC[C@@H](CCCC(C)C)C)CCC[C@]1(C)CCc2c(O1)c(C)c(c(c2)O)C
	 C28 H48 O2
	 416.37
	 2
	 1
	 9.48 (> 5)
	 -5.81 
	0.65
	 23.00 A2
	 499.52 A3
	 <0. / 11.62
	 4.63 
	 3
	 0.48

	29. 
	Palmito
leic acid 
	CCCCCC/C=CCCC CCCCC(=O)O
	C16 H 30 O2
	254.41
	2
	1
	6.1
	5.8
	0.45
	37.30 A2
	278 A3
	4.9
	6.1
	3.1
	0.15

	30. 
	Oleic acid
	CCCCCCCC/C=CCCCCCCCC(=O)O
	 C18 H34 O2
	 282.26
	 2
	 1
	 7.11 (> 5)
	 -5.75 
	0.50
	 28.89 A2
	 348.59 A3
	 <0. / 4.26
	 4.40 
	 0
	 -0.30

	31. 
	 Linoleic acid
	CCCCC/C=CC/C=CCCCCCCCC(=O)O
	 C18 H32 O2
	 280.24
	 2
	 1
	 6.60 (> 5)
	 -5.69 
	0.58
	 28.89 A2
	 353.96 A3
	 <0. / 4.26
	 4.40 
	 0
	 -0.30

	32. 
	5,7-Dihydroxy-2-phenyl-6-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one
	OCC1OC(Oc2c(O)cc3c(c2O)c(=O)cc(o3)c2ccccc2)C(C(C1O)O)O
	 C21 H20 O10
	 432.11
	 10
	 6 (> 5)
	 1.02
	 -1.79 
	7020.85
	 133.84 A2
	 391.73 A3
	 <0. / 6.20
	 1.70 
	 5
	 0.30

	33. 
	 Prunetin
	COc1cc(O)c2c(c1)occ(c2=O)c1ccc(cc1)O
	 C16 H12 O5
	 284.07
	 5
	 2
	 2.34
	 -2.62 
	688.23
	79.9  A2
	 281.98 A3
	 <0. / 9.74
	 3.12 
	 0
	 0.38






Table 8: Swiss target prediction
	Sr.no.
	chemical constituents 
	smiles 
	Swiss target prediction 

	1. 
	Flavanone, 5,7-dihydroxy-6-methoxy-
	COc1c(O)cc2c(c1O)C(=O)C[C@H](O2)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/2052448119/pieChartTop15.png]

	2. 
	Scutellarin
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccc(cc2)O)[C@@H]([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/2127331935/pieChartTop15.png]

	3. 
	Oroxylin A
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/360416673/pieChartTop15.png]

	4. 
	Nepetin
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccc(c(c1)O)O
	[image: http://www.swisstargetprediction.ch/results/1803120725/pieChartTop15.png]

	5. 
	6-Hydroxyluteolin
	Oc1ccc(cc1O)c1cc(=O)c2c(o1)cc(c(c2O)O)O
	[image: http://www.swisstargetprediction.ch/results/589548022/pieChartTop15.png]

	6. 
	Chrysin
	Oc1cc(O)c2c(c1)oc(cc2=O)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/1386243653/pieChartTop15.png]

	7. 
	Baicalein
	Oc1cc2oc(cc(=O)c2c(c1O)O)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/2174382/pieChartTop15.png]

	8. 
	Dihydrobaicalein
	O=C1CC(Oc2c1c(O)c(c(c2)O)O)c1ccccc1
	[image: http://www.swisstargetprediction.ch/results/256964890/pieChartTop15.png]

	9. 
	Scutellarein 7-rutinoside
	OC1[C@@H](OC([C@H]([C@@H]1O)O)CO[C@@H]1OC(C)[C@@H]([C@@H](C1O)O)O)Oc1cc2oc(cc(=O)c2c(c1O)O)c1ccc(cc1)O

	[image: http://www.swisstargetprediction.ch/results/1875239368/pieChartTop15.png]

	10. 
	Apigenin 7,4'-dimethyl ether
	COc1ccc(cc1)c1cc(=O)c2c(o1)cc(cc2O)OC
	[image: http://www.swisstargetprediction.ch/results/285375640/pieChartTop15.png]

	11. 
	4-Hydroxycinnamic acid
	OC(=O)/C=C/c1ccc(cc1)O
	[image: http://www.swisstargetprediction.ch/results/1226109819/pieChartTop15.png]

	12. 
	Scutellarein
	Oc1ccc(cc1)c1cc(=O)c2c(o1)cc(c(c2O)O)O
	[image: http://www.swisstargetprediction.ch/results/1663050760/pieChartTop15.png]

	13. 
	beta-Sitosterol
	CC[C@@H](C(C)C)CC[C@H]([C@H]1CC[C@@H]2[C@]1(C)CC[C@H]1[C@H]2CC=C2[C@]1(C)CC[C@@H](C2)O)C
	[image: http://www.swisstargetprediction.ch/results/1744813984/pieChartTop15.png]

	14. 
	Aloe emodin
	OCc1cc(O)c2c(c1)C(=O)c1c(C2=O)c(O)ccc1
	

	15. 
	Baicalin
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccccc2)[C@@H]([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/1877533309/pieChartTop15.png]

	16. 
	Anthraquinone
	OC(=O)[C@H]1O[C@@H](Oc2cc3oc(cc(=O)c3c(c2O)O)c2ccc(cc2)O)[C@@H]([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/1011381001/pieChartTop15.png]

	17. 
	Oroxindin
	COc1c(O[C@@H]2O[C@H](C(=O)O)[C@H]([C@@H]([C@H]2O)O)O)cc(c2c1oc(cc2=O)c1ccccc1)O
	[image: http://www.swisstargetprediction.ch/results/1700834337/pieChartTop15.png]

	18. 
	Hispidulin
	COc1c(O)cc2c(c1O)c(=O)cc(o2)c1ccc(cc1)O
	[image: http://www.swisstargetprediction.ch/results/161374936/pieChartTop15.png]

	19. 
	Ellagic acid
	Oc1cc2c(=O)oc3c4c2c(c1O)oc(=O)c4cc(c3O)O
	[image: http://www.swisstargetprediction.ch/results/115722879/pieChartTop15.png]

	20. 
	Dimethyl terephthalate
	COC(=O)c1ccc(cc1)C(=O)OC
	[image: http://www.swisstargetprediction.ch/results/207251036/pieChartTop15.png]

	21. 
	biochanin A
	COc1ccc(cc1)c1coc2c(c1=O)c(O)cc(c2)O
	[image: http://www.swisstargetprediction.ch/results/864384927/pieChartTop15.png]

	22. 
	Myristic acid
	CCCCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/725376769/pieChartTop15.png]

	23. 
	Lauric acid
	CCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/900548693/pieChartTop15.png]

	24. 
	Octanoic acid
	CCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/455351527/pieChartTop15.png]

	25. 
	Stearic acid
	CCCCCCCCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/581927928/pieChartTop15.png]

	26. 
	Baicalein 6-glucoside
	OCC1O[C@@H](Oc2c(O)cc3c(c2O)c(=O)cc(o3)c2ccccc2)C([C@H]([C@@H]1O)O)O
	[image: http://www.swisstargetprediction.ch/results/2009117450/pieChartTop15.png]

	27. 
	Palmitic acid
	CCCCCCCCCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/829402240/pieChartTop15.png]

	28. 
	gamma-Tocopherol
	C[C@H](CCC[C@@H](CCCC(C)C)C)CCC[C@]1(C)CCc2c(O1)c(C)c(c(c2)O)C
	[image: http://www.swisstargetprediction.ch/results/1529780935/pieChartTop15.png]

	29. 
	Palmitoleic acid
	CCCCCC/C=CCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/1790427419/pieChartTop15.png]

	30. 
	Oleic acid
	CCCCCCCC/C=CCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/1969736958/pieChartTop15.png]

	31. 
	Linoleic acid
	CCCCC/C=CC/C=CCCCCCCCC(=O)O
	[image: http://www.swisstargetprediction.ch/results/1904852075/pieChartTop15.png]

	32. 
	5,7-Dihydroxy-2-phenyl-6-[3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]oxychromen-4-one
	OCC1OC(Oc2c(O)cc3c(c2O)c(=O)cc(o3)c2ccccc2)C(C(C1O)O)O

	[image: http://www.swisstargetprediction.ch/results/1904852075/pieChartTop15.png]

	33. 
	Prunetin
	COc1cc(O)c2c(c1)occ(c2=O)c1ccc(cc1)O
	[image: http://www.swisstargetprediction.ch/results/1252317924/pieChartTop15.png]
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Physicochemical Properties

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds
Num. H-bond acceptors
Num. H-bond donors
Molar Refractivity

TPSA

Topological Polar Surface
Area: Calculated from

Ertl P. et al. 2000 J. Med.
Chem.

Log Py (LOGP)

iLOGP: in-house physics-
based method implemented
from

Daina A et al. 2014 J. Chem.
Inf. Model.

Log Py, (XLOGP3)

XLOGP3:  Atomistic  and
knowledge-based method
calculated by

XLOGP  program, version
3.2.2, courtesy of CCBG,
Shanghai Institute of Organic
Chemistry

Log Py, (WLOGP)

WLOGP: Atomistic method
implemented from

Wildman SA and Crippen
GM. 1999 J. Chem. Inf.
Model.

Log Py (MLOGP)

MLOGP: Topological method
implemented from

Moriguchi 1. et al. 1992
Chem. Pharm. Bull.
Moriguchi 1. et al. 1994
Chem. Pharm. Bull.

Lipinski PA. et al. 2001 Adv.
Drug. Deliv. Rev.

Log Py (SILICOS-IT)

SILICOS-IT: Hybrid
fragmental/topological
method calculated by
FILTER-IT program, version
1.0.2, courtesy of SILICOS-IT,
https://www.silicos-it.be

Consensus Log Py,

Consensus  Log P,y
Average of all five predictions

FLEX

INSATU

C16H1405
286.28 g/mol
21

12

0.19

2

5

76.04

75.99 A2

Lipophilicity

249

2.85

LPO

INSOLU

SizE

POLAR

Log S (ESOL)

ESOL: Topological method
implemented from

Delaney JS. 2004 J. Chem.
Inf. Model.

Solubility
Class

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Log S (Al)

Ali:  Topological ~ method
implemented from
Ali J. et al. 2012 J. Chem. Inf.

Model.

Solubility
Class

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Log S (SILICOS-IT)

SILICOS-IT: Fragmental
method calculated by
FILTER-IT program, version
1.0.2, courtesy of SILICOS-IT,
https://www.silicos-it.be

Solubility
Class

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Gl absorption

Gatrointestinal absorption:
according to the white of the
BOILED-Egg

BBB permeant

BBB permeation: according
to the yolk of the BOILED-
Egg

P-gp substrate

P-glycoprotein  substrate:
SVM model built on 1033
molecules (training set)

and tested on 415 molecules

(test set)
10-fold CV: ACC=0.72 /
AUC=0.77
External: ACC=0.88 !
AUC=0.94

CYP1A2 inhibitor

Cytochrome P450 1A2
inhibitor: SVM model built on
9145 molecules (training set)
and tested on 3000
molecules (test set)

10-fold CV: ACC=0.83 /
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External: ACC=0.84 !
AUC=0.91

CYP2C19 inhibitor

Cytochrome P450 2C19
inhibitor: SVM model built on
9272 molecules (training set)
and tested on 3000
molecules (test set)

Water Solubility

-3.70

5.70e-02 mg/ml ; 1.99e-04 mol/l

Soluble

-4.10

2.25e-02 mg/ml ; 7.86e-05 mol/l

Moderately soluble

-4.12

2.19e-02 mg/ml ; 7.66e-05 mol/I

Moderately soluble

Pharmacokinetics

High

Yes




image101.jpg
FLEX

INSATU

LIPO

INSOLU

- SIZE

POLAR




image102.jpg
FLEX

INSATU

LIPO

INSOLU

- SIZE

POLAR




image103.png




image104.jpg
LIPO

FLEX . SIZE

INSATU POLAR

INSOLU




image105.jpg
LIPO

INSATU POLAR

INSOLU




image106.png
SMILES ~ 0=C10C(002616(0)c(c(e2)0)0)eTeccost
Physicochemical Proprtios.

Formuia
Molecular weight

Num. hoavy atoms.

Nurm. arom. heavy atoms.
Fraction Csp3.

Nurm. rotatable bonds

Num. H-bond acosptors

Nurm. H-bond donors

Malar Rafractivity

TPSA®

[opologicat Polar Surface
Arca: Caloulate:

Er R ot 2000 3. Medt
Ghem

Log Py (LOGP) &

ILOGP: in-house _physics-
based method Impiomerted

Baina A
inf. Made,

al. 2014 3. Chem,

Log Payy (XLOGP3) ©

XLOGP3:  Atomistic and
knowledge-based  method

XLOGP program,  version
322, coiresy o CCBG,
Shanghai Institute of Organic
Chamisiry

Log Pap, (WLOGP) @

WLOGP: Atomistic method
implomantad from

Wiidman SA and Crippan
GM. 1999 . Chem. " inf

Log Pony (MLOGP) &

MLOGP: Topological method
implomented fror

Moriguchi 1. st al. 1992
Chem. Pharm. Bull
Moriguchi 1. ot al. 1994

Uipineki PA ot al. 2001 Adv.
Drug. Deliv. Rev.

Log Py (SILICOS-T) ©

siicos Hybrid
fragmentaliopological
moihod calculated by
FILTER-T program. version
1.0.2, courtesy of SILICOST,
hitps:ivewnw silcos- o

Consensus Log P, @

Consensus  Log  Pow:
Average of allfiva pradictions

c1sH1205
272.25 gfmol
20

12

013

1

s
7157
86.09 A

Lipophilisity

223

219

o7t

ol Mogel, - 2004 J. Chem.
inf. Model
Solubilty

Ciass ©

s Log S scale
iheolublo < 10 < Poory < 6
< Moderataly < 4 < Seluble <
2 Very <0< Highly

Log S (AN) &

Ali:  Topological  method
implomonted from

All . ol 8l. 2012 3. Chem. Int.
Model

Solubility
Ciass @

< WModerataly < 4 < Seluble <
2 Very <0< Highly

Log S (siLicos- M) ©

SILICOS4T  Fragmental
mothod calculated by
FILTER'T program. version
1.0.2, courtesy of SILICOSHT,
hitps:/iveww silcos it be

Solubilty
Class ©

Solubllity class: Log S scalo
Insoluble < -10 < Poorly < -6
< Modarataly < 4 < Saluble <
2 Very <6 < Fighly

G absorption ©
Gatrointestinal_absorption:
according 1o ho whilo of the
BOILED Eg0

888 permeant

BBB permeation: according
to the yolk of the BOILED
Fag

P-gp substrate @

Esiveoprotein | substrate
buitt_on

AUC-0.54

CYP1AZ inhibitor ©

Cytochrome  Paso  1A2
inhibitor: SVM model bult on
9145 moleculos (iaining sot)
and 3600
molocuios lost col)_
Ac

Extemal: | AcC=084 1
1

CYP2C19 inhibitor ©

Cytochrome  Paso  2C19
itor: SVM model bul on
5273 mojocutes (raining 500
and | osted o
moloculos (1ot sl
0gold GV ACC:

AUC<0.87

8.740-02 mg/m ; 3.210-04 mol

Soluble

-390

2.770-02 mg/mi ; 1.020-04 mol

Solubla

a4z

1.046-01 mgimi : 3.826-04 moln

Soluble

Pharmacokinetics.

High

ves.

ves.




image107.jpg
LIPO

INSATU POLAR

INSOLU




image108.jpg
FLEX

INSATU

LIPO

INSOLU

- SIZE

POLAR




image109.jpg
LIPO

INSATU POLAR

INSOLU




image110.jpg
LIPO

INSATU POLAR

INSOLU




image111.jpg
FLEX

INSATU

LIPO

INSOLU

- SIZE

POLAR




image7.png




image112.jpg
FLEX

INSATU

LIPO

INSOLU

- SIZE

POLAR




image113.png
SMILES

FLEX

INSATU

[C@@H](C@HI(C@@H]10)0)0

Physicochemical Properties

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds
Num. H-bond acceptors
Num. H-bond donors
Molar Refractivity

TPSA

Topological Polar Surface
Area: Calculated from

Ertl P. et al. 2000 J. Med.
Chem.

Log Py (ILOGP)

iLOGP: in-house physics-
based method implemented

from
Daina A et al. 2014 J. Chem.
Inf. Model.

Log Py (XLOGP3)

XLOGP3:  Atomistic  and
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WLOGP: Atomistic method
implemented from
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Lipinski PA. et al. 2001 Adv.
Drug. Deliv. Rev.

Log Py (SILICOS-IT)
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Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
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Log S (Ali)

Ali:  Topological  method
implemented from
Ali J. et al. 2012 J. Chem. Inf.

Model.
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Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
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SILICOS-IT: Fragmental
method calculated by
FILTER-IT program, version
1.0.2, courtesy of SILICOS-IT,
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according to the white of the
BOILED-Egg

BBB permeant

BBB permeation: according
to the yolk of the BOILED-
Egg

P-gp substrate

P-glycoprotein  substrate:
SVM model built on 1033
molecules (training set)

and tested on 415 molecules

(test set)
10-fold CV: ACC=0.72 /
AUC=0.77
External: ACC=0.88 !
AUC=0.94

CYP1A2 inhibitor

Cytochrome P450 1A2
inhibitor: SVM model built on
9145 molecules (training set)

and tested on 3000

molecules (test set)

10-fold CV: ACC=0.83 /
AUC=0.90

External: ACC=0.84 !
AUC=0.91

CYP2C19 inhibitor

Cytochrome P450 2C19
inhibitor: SVM model built on
9272 molecules (training set)

and tested on 3000
molecules (test set)

10-fold CV: ACC=0.80 /
AUC=0.86
External:

AUC=0.87

ACC=0.80 !

CYP2C9 inhibitor

Cytochrome P450 2C9
inhibitor: SVM model built on
5940 molecules (training set)

Soluble

-4.63

1.04e-02 mg/ml ; 2.33e-05 mol/l

Moderately soluble

-2.22

2.67e+00 mg/ml ; 5.98e-03 mol/l

Soluble

Pharmacokinetics

z

0

Yes
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SMILES COc1¢(0)cc2e(c10)c(=0)cc(02)c1cec(cc1)O

Physicochemical Properties

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds
Num. H-bond acceptors
Num. H-bond donors
Molar Refractivity

TPSA

Topological Polar Surface
Area: Calculated from

Ertl P. et al. 2000 J. Med.
Chem.

Log Py (LOGP)

iLOGP: in-house physics-
based method implemented
from

Daina A et al. 2014 J. Chem.
Inf. Model.

Log Py, (XLOGP3)

XLOGP3:  Atomistic  and
knowledge-based method
calculated by

XLOGP  program, version
3.2.2, courtesy of CCBG,
Shanghai Institute of Organic
Chemistry

Log Py, (WLOGP)

WLOGP: Atomistic method
implemented from

Wildman SA and Crippen
GM. 1999 J. Chem. Inf.
Model.

Log Py (MLOGP)

MLOGP: Topological method
implemented from

Moriguchi 1. et al. 1992
Chem. Pharm. Bull.
Moriguchi 1. et al. 1994
Chem. Pharm. Bull.

Lipinski PA. et al. 2001 Adv.
Drug. Deliv. Rev.

Log Py (SILICOS-IT)

SILICOS-IT: Hybrid
fragmental/topological
method calculated by
FILTER-IT program, version
1.0.2, courtesy of SILICOS-IT,
https://www.silicos-it.be

Consensus Log Py,

Consensus  Log P,y
Average of all five predictions

FLEX

OH  INSATU

C16H1206
300.26 g/mol
22

16

0.06

2

6

80.48

100.13 A

Lipophilicity

2.99

0.22

2.55

Log S (ESOL)

ESOL: Topological method
implemented from

Delaney JS. 2004 J. Chem.
Inf. Model.

Solubility

Class

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Log S (Al)

Ali:  Topological ~ method
implemented from

Ali J. et al. 2012 J. Chem. Inf.
Model.

Solubility

Class

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Log S (SILICOS-IT)

SILICOS-IT: Fragmental
method calculated by
FILTER-IT program, version
1.0.2, courtesy of SILICOS-IT,
https://www.silicos-it.be

Solubility

Class

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Gl absorption

Gatrointestinal absorption:
according to the white of the
BOILED-Egg

BBB permeant

BBB permeation: according
to the yolk of the BOILED-
Egg

P-gp substrate

P-glycoprotein  substrate:
SVM model built on 1033
molecules (training set)

and tested on 415 molecules
(test set)

10-fold CV: ACC=0.72 /
AUC=0.77

External: ACC=0.88 !
AUC=0.94

CYP1A2 inhibitor

Cytochrome P450 1A2
inhibitor: SVM model built on
9145 molecules (training set)
and tested on 3000
molecules (test set)

10-fold CV: ACC=0.83 /
AUC=0.90

External: ACC=0.84 !
AUC=0.91

CYP2C19 inhibitor

Cytochrome P450 2C19
inhibitor: SVM model built on
9272 molecules (training set)
and tested on 3000
molecules (test set)

Water Solubility

-3.99

3.06e-02 mg/ml ; 1.02e-04 mol/l

Soluble

-4.76

5.26e-03 mg/ml ; 1.75e-05 mol/l

Moderately soluble

-4.52

9.07e-03 mg/ml ; 3.02e-05 mol/l

Moderately soluble

Pharmacokinetics

High

z

o
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SMILES  CCCCCCCEeeeeee(=0)0

Physicochemical Properties

Formula
Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds

Num. H-bond acceplors

Num. Heband donors.

Molar Refractivity

TPSA®

Topological Polar Surface
Area: Calculated from

Entl P, et al. 2000 J. Med
Chem.

Log Pay, (LOGP) &

ILOGP: in-house _physics-
based method implemented
from

Daina A et al. 2014 J. Chom.
inf. Model.

Log Pay (XLOGP3) &

XLOGP3:  Atomistic and
knowledge-based  method
Galoulated by

XLOGP _program,  version
322 courtesy of CCBG,
Shanghal Insttute of Organic
Chemistry.

Log Pay, (WLOGP) &

WLOGP: Atomistic method
implemented from

Widman SA and _Crippen
GM. 1999 . Chem.  Inf.
Model

Log P, (MLOGP) &

MLOGP: Topological method
implemented from

Moriguchi 1. ot al. 1002
Chern. Pharm. Bul.
Moriguchi 1. ot al. 1904

Chem. Pharm. Bul.
Lpinski PA. ot al. 2001 Adv.
Drug. Deliv. Rov.

Log Py, (SILICOS-T) ©

siLicosAT Hybrid
fragmentalfiopological
mathod calculated by
FILTERIT program, version
1.0.2, courtesy of SILICOSHT,
hitps /iwww silicos-it o

Consensus Log Py @

Consensus  Log  Fou:
Average of all ive predictions

Cramzsoz
228.37 gimol
16

o

093

12

2

1

7118

3730 A

Lipophilicity

FE"

ar7

269

aa5

Class @

Solubility class: Log S scale.
Insoluble < 10 < Poarly < -6
< Moderately < 4 < Soluble <
2 Very <0 < Highly

Log s (A1) ©

A
implemented from
All L. ot al. 2012 J. Chem. Int.
Model

Topological  method

Solubilty
Class ©

Solubility class: Log S scale.
Insoluble < -10 < Poorly < -6
< Moderately < 4 < Soluble <
2 Very <0 < Highly

Log § (SILICOST) @

SILICOSAT  Fragmental
mathod calculated by

FILTERIT program. version

1.0.2, courtesy of SILICOSAT,
hitps:/www silicos-it s

Solubilty
Ciass @

Solubility class: Log S scale
insoluble < -10 < Poorly < -6

< Moderately < 4 < Soluble <
-2 Very <0 < Highly

Gl absorption ©

Gatrointestinal absorption:
according to the white of the
BOILED-Egg

888 pormoant ©
BBE permeation: according
to the yolk of the BOILED:
Egg

P-gp substrate ©
P-glycoprotein _substrate:
SVM model buit on 1033
molecules (iraining set)

and tested on 415 molecules

i

Extemal  ACC-088 1
AUC=0.94

CYP1AZ inhibitor ©

Cytochrome  Paso  1a2
inhibitor: SVM modal buil on
9145 molecules (training set)
andfested on
molscules (1ost sot)
0dold  CV: ACH
AUC=0.90
Extomal:  ACC=084 1
AUC=0.91

CYP2C19 inhibitor ©

Cytochrome  Paso 2C19
inhibitor: SVM modal buil on
5272 molecules (training set)
and fested on

molecules (tost sot)
0dold  CV:  AGC:

AcC=080 1

CYP2C9 inhibitor ©

Cytochrome  Paso  2co
inhibitor: SVM modal buit on
5940 molecules (fraining set)

Modoratoly soluble.

667

4.836-05 mg/mi ; 2.116-07 moll

Poorly soluble

7.126-03 ma/mi : 3.126-05 mol

Moderately soluble.

Pharmacokinetics

High
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SMILES CCCCCCCCECECaeaeee(=0)0
Physicochemical Properties

Formula C18H3602
Molecular weight 284.48 g/mol
Num. heavy atoms 20
Num. arom. heavy atoms 0
Fraction Csp3 0.94
Num. rotatable bonds. 16
Num. H-bond acceptors 2
Num. H-bond donors 1
Molar Refractivity 90.41
TPSA©
Topological Polar Surface
Area: Calculated from 37.30 A
Erti P. ot al. 2000 J. Med.
Chem.
Lipophilicity

L0g Py (LOGP) @

iLOGP: in-house physics-
based method implemented 4 50
from

Daina A et al. 2014 J. Chem.

Inf. Model.

Log Poyy (XLOGP3) ©

XLOGP3:  Atomistic and
knowledge-based  method
calculated by b2
XLOGP _program,  version

322, courtesy of CCBG,
Shanghai Institute of Organic
Chemistry

Log Pon, (WLOGP) @

WLOGP: Atomistic method
implemented from 633
Wildman SA and Crippen
GM. 1999 J. Chem. Inf.
Model.

Log Poy, (MLOGP) &

MLOGP: Topological method
implemented from

Moriguchi 1. et al. 1992
Chem. Pharm. Bull 467
Morigichi I et "al. 1994

Chem. Pharm. Bull
Lipinski PA. ot al. 2001 Adv.
Drug. Deliv. Rev.

L0g Py (SILICOS-IT) ©

sILICOSAT:
fragmental/topological
method calculated by 8.13
FILTER-IT program. version
1.0.2, courtesy of SILICOS-IT,
hitps:/iwwwsilicos-it be

Hybrid

Consensus Log Poyy @

Consensus  Log Py, 593
Average of all five predictions

Solubility
Class @

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Log S (Ali) ©@

Ali:  Topological
implemented from
All J. et al. 2012 J. Chem. Inf.
Model

method

Solubility
Class @

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very < 0 < Highly

Log S (SILICOS-IT) &

SILICOST: Fragmental
method calculated by
FILTER-IT program, vers
1.0.2, courtesy of SILICOS-IT,
hitps:/Awww.silicos-it.be

Solubility
Class @

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
-2 Very <0 < Highly

Gl absorption

Gatrointestinal absorption:
according to the white of the
BOILED-Egg

BBB permeant ©

BBB permeation: according
to the yolk of the BOILED-
Egg

P-gp substrate @

P-glycoprotein  substrate:
SVM model built on 1033
molecules (training set)

and tested on 415 molecules
(test set)

10-fold _ CV: ACC=0.72 /
AUC=0.77

Extemnal:  ACH
AUC=0.94

88

CYP1A2 inhibitor &

Cytochrome ~ P450  1A2
inhibitor: SVM model built on
9145 molecules (training set)
and  tested on 3000
molecules (test sot)

10fold CV: ACC=0.83 /
AUC=0.90

External:
AUC=0.91

Acc=0.84 1

CYP2C19 inhibitor &

Cytochrome  P450  2C19
inhibitor: SVM model built on
9272 molecules (training set)
and  tested on 3000
molecules (test st)

10fold CV: ACC=0.80 /
AUC=0.86
Extemal:  ACC=0.80  /
AUC=0.87

5.260-04 mg/mi ; 1.856-06 mol/l

Moderately soluble

887

3.808-07 mg/mi ; 1.336-09 mol/l

Poorly soluble

o 611

2.190-04 mg/ml ; 7.710-07 moll

Poorly soluble

Pharmacokinetics

High

Yes
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smies Slc@Hicccc@aH
(CCCC(C)CICICCCIC@IT(C)CCa26(01)e(Clele(c2)0)C

Physicochemical Properties

Formula
Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds.

Num. H-bond acceptors

Num. H-bond donors

Molar Refractivity

TPSA®

Topological Polar Surface
Area: Calculated from

El P. et al. 2000 J. Mad
Chem

Log Py (LOGP) &

ILOGP: in-house _physics-
based method implemented
from

Daina A et al. 2014 . Chom.
Inf. Model

Log Py (XLOGP3) &

XLOGP3:  Atomistic and
knowledge-based  method
calculated by

XLOGP program,  version '

322, courtesy of CCBG,
Shanghal Institute of Organic.
Chemistry

Log Py (WLOGP) &

WLOGP: Atomistic method
implomontod from

Wiidman SA ‘and _Crippen
GM. 1999 4. Chem. Inf.
Model.

Log Py, (MLOGP) @

MLOGP: Topological method
implemented from

Moriguchi I ot al. 1992
Chem. Pharm. Bull
Morguehi I ot 'al. 1954
Chem. Pharm. B

Clpmeid A st 2001 Adv.
Drug. Deliv. Rev.

Log Py (SILICOSIT) &

SiLicosT: Hybrid
fragmentalitopological
method caleulated by
FILTER-IT program. version
1.02. courtesy of SILICOS-IT,
hitps:/iwww silicos-t be

Consensus Log P @

Consensus  Log Py
Average of all five predictions.

H

C28H4802
416.68 g/mol
30

6

079

12

2

1

134.31

2048 A

Lipophiliity

518

033

7.83

Log S (ESOL) @

ESOL: Topological method
implemented from

Delaney JS. 2004 J. Chem
Inf. Model

Solubility
Class @

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < -4 < Soluble <
2 Very <0 < Highly

Log S (Al) &

Ali:  Topological  method
implemented from

Al ot al. 2012 J. Chem. Inf.
Model.

Solubilty
Class @

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6

< Moderately < 4 < Soluble <
-2 Very <0 < Highly

Log S (SILICOS-IT) ©

SILICOSIT.  Fragmental
method calculated by

FILTERT program, version

1.0.2, courtesy of SILICOS-IT,
hitps:l/www.silicos-it be

Solubilty
Class @

Solubility class: Log S scale
Insoluble < -10 < Poorly < -6
< Moderately < 4 < Soluble <
“2Very < 0 < Highly.

Gl absorption @

Gatrointestinal absorption:
according 10 the white of the
BOILED-Egg

888 permeant ©

BBB permeation: according
to_the yolk of the BOILED-
Egg

P-gp substrate ©

P-glycoprotein _ substrate:
SUM model built on 1033
molecules (training set)

and tested on 415 molecules.

(tost sot)
10f0id OV ACC=072 /
AUC=0.77
Extemal  ACC=088
AUC=0.94

CYP1AZ inhibitor ©

Cytochrome  Paso  1A2
inhibitor: SVM model built on
9145 molecules (training set)
and  tested on 3000
molecules (test set)

10f0ld CV: ACC=083 /
AUC=0.90

Extomal  ACC=084
AUC=081

CYP2C18 inhibitor ©

Cytochrome Paso _ 2C19
+ SVM model buif on
5275 metocutes (raining S0
and  fested on 3000
molecules (test set)

Water Solubility

829

2.150.06 mg/mi ; 5.166-09 moll

Poorly soluble

1089

5.380-00 mg/ml ; 1.206-11 moll

Insoluble

6.806-07 mg/mi ; 1.636-08 moll

Poorly solublo

Pharmacokineics

z

Yes
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