Table S6 – The complete molecular docking results for all studied compounds against their corresponding protein.
	Target no.
	Target name
	Ligand No.
	Ligand name
	Binding Affinity
	Binding Pocket

	1
	GPD2
	
	
	
	

	
	
	C04
	Moracin D
	-9.8
	A

	
	
	C03
	Moracin P
	-9.7
	A

	
	
	D01
	NADH
	-9.0
	A

	
	
	C01
	Moracin C
	-8.6
	A

	
	
	C02
	butyl lucidenate N
	-7.8
	B

	
	
	D02
	Metformin
	-4.3
	C

	2
	IRS1
	
	
	
	

	
	
	C06
	5-[5-(4-Hydroxy-Benzyl)-4-(4-Methoxy-Benzyl)-1-Methyl-1H-Imidazol-2-Ylamino]-3-Methyl-Imidazole-2,4-Dione
	-7.2
	A

	
	
	C05
	5-[1-(4-Hydroxy-Benzyl)-4-(4-Methoxy-Benzyl)-1H-Imidazol-2-Ylamino]-3-Methyl-Imidazole-2,4-Dione
	-7.1
	B

	
	
	D01
	[4-({5-(AMINOCARBONYL)-4-[(3-METHYLPHENYL)AMINO]PYRIMIDIN-2-YL}AMINO)PHENYL]ACETIC ACID (DB08513)
	-6.3
	B

	
	
	C07
	Staurosporine
	Eliminated due to docking error
	Eliminated due to docking error

	3
	PPARG
	
	
	
	

	
	
	C95
	2-Tert-Butyl-6-[(3-Tert-Butyl-2-Hydroxy-5-Methylphenyl)Methyl]-4-Methylphenol
	-7.4
	A

	
	
	C94
	Linoleic Acid
	-5.8
	B

	
	
	C93
	2-Methylpropyl Nitrite
	-4.5
	B

	
	
	C92
	Para-Menth-3-Ene-1,2,8-Triol
	-6.0
	A

	
	
	C91
	(3R,5R)-3,5-Dihydroxy-1-(3,4-Dihydroxyphenyl)-7-(4-Hydroxyphenyl)-Heptane 3-O-Beta-D-Glucopyranoside
	-7.5
	B

	
	
	C90
	Chrysin
	-8.7
	B

	
	
	C89
	Mycophenolic Acid
	-7.0
	B

	
	
	C88
	Isosilybin A
	-9.1
	B

	
	
	C87
	Digitoxin
	-8.3
	E

	
	
	C86
	3,5,5-Trimethylcyclohex-2-En-1-One
	-5.5
	B

	
	
	C85
	Anisaldehyde
	-5.0
	A

	
	
	C84
	(2E,4E,8Z,10E/Z)-N-Isobutyl-2,4,8,10-Dodecatetraenamide
	-6.9
	B

	
	
	C83
	Diosmetin
	-7.7
	B

	
	
	C82
	Pseudobaptogenin
	-7.7
	B

	
	
	C81
	Amorphastilbol
	-8.9
	B

	
	
	C08
	Plantagineoside B
	-8.7
	B

	
	
	C09
	Yangonin
	-7.5
	B

	
	
	C10
	Bavachinin
	-8.5
	B

	
	
	C11
	Plantagineoside A
	-9.3
	B

	
	
	C12
	4-Nonylphenol
	-6.2
	A

	
	
	C13
	Piperitol
	-8.7
	B

	
	
	C14
	Cladrin
	-7.4
	B

	
	
	C15
	Silibinin
	-8.6
	B

	
	
	C16
	(1'r,2'r)-4-O-Methylguaiacyl Glycerol
	-6.1
	A

	
	
	C17
	2,4-Hexadienal
	-4.4
	B

	
	
	C18
	Dodeca-2E,4E,8Z,10Z-Tetraenoic Acid Isobutylamide
	-5.8
	B

	
	
	C19
	(3R,5R)-3,5-Dihydroxy-1,7-Bis(4-Hydroxyphenyl)Heptane 3-O-Beta-D-Glucopyranoside
	-7.4
	B

	
	
	C20
	Resveratrol
	-7.0
	B

	
	
	C21
	Tirotundin
	-6.6
	C

	
	
	C22
	Amorfrutin A
	-7.7
	B

	
	
	C23
	Dodeca-2E,4Z,10Z-Trien-8-Ynoic Acid Isobutylamide
	-6.5
	B

	
	
	C24
	Bavachinin A
	-8.6
	B

	
	
	C25
	7-Hydroxy-2-(4-Hydroxyphenyl)Chromen-4-One
	-8.1
	B

	
	
	C26
	2-Naphthalen-1-Ylacetic Acid
	-7.2
	A

	
	
	C27
	Digoxin
	-8.1
	D

	
	
	C28
	Odoratin
	-7.3
	B

	
	
	C29
	Chrysoeriol
	-7.6
	B

	
	
	C30
	Saurufuran A
	-8.1
	B

	
	
	C31
	Isoliquiritigenin
	-7.5
	A

	
	
	C32
	Pluviatilol
	-8.2
	B

	
	
	C33
	Ethyl (9E,12E,15E)-Octadeca-9,12,15-Trienoate
	-5.2
	A

	
	
	C34
	Methyl Dodecanoate
	-5.9
	B

	
	
	C35
	Dodecanoate
	-6.0
	B

	
	
	C36
	2,4-Dimethylphenol
	-5.4
	B

	
	
	C37
	Benzofuran
	-5.5
	B

	
	
	C38
	Tagitinin A
	-6.8
	C

	
	
	C39
	Quercetin
	-7.6
	A

	
	
	C40
	2-Hydroxy-2-Phenylacetonitrile
	-5.6
	B

	
	
	C41
	Oxedrine
	-5.3
	A

	
	
	C42
	Angolensin
	-7.5
	A

	
	
	C43
	Palmitic Acid
	-4.9
	A

	
	
	C44
	Saurufuran B
	-8.1
	B

	
	
	C45
	4-(2-Phenylpropan-2-Yl)Phenol
	-7.7
	A

	
	
	C46
	Michler's Ketone
	-6.8
	B

	
	
	C47
	Colchicine
	-6.5
	D

	
	
	C48
	Furan-2-Ylmethyl Acetate
	-5.3
	B

	
	
	C49
	Acacetin
	-7.6
	B

	
	
	C50
	Griseofulvin
	-6.6
	B

	
	
	C51
	2,4-Dihydroxybenzoic Acid
	-5.3
	D

	
	
	C52
	3-(3,4-Dihydroxyphenyl)-7-Hydroxychromen-4-One
	-7.5
	B

	
	
	C53
	Chlorothalonil
	-5.9
	A

	
	
	C54
	Pyrene
	-8.6
	A

	
	
	C55
	Sesamol
	-5.8
	B

	
	
	C56
	Cycloheximide
	-7.8
	B

	
	
	C57
	Emodin
	-8.1
	A

	
	
	C58
	Capsaicin
	-6.9
	A

	
	
	C59
	(1R,2S,5R,6R)-5'-O-Methylpluviatilol
	-8.6
	B

	
	
	C60
	Guggulsterone
	-8.4
	A

	
	
	C61
	Quinidine
	-7.8
	B

	
	
	C62
	Sodium Lauryl Sulfate
	-5.4
	B

	
	
	C63
	N-Isobutyl-(2E,4E)-Dodecadienamide
	-5.4
	A

	
	
	C64
	Decanoic Acid
	-5.7
	B

	
	
	C65
	Ethacrynic Acid
	-6.8
	A

	
	
	C66
	Syringetin
	-7.3
	B

	
	
	C67
	Iodoform
	-2.6
	A

	
	
	C68
	Rhein
	-8.1
	B

	
	
	C69
	Colforsin
	-6.5
	A

	
	
	C70
	Dichlorvos
	-5.2
	B

	
	
	C71
	Methyleugenol
	-6.0
	B

	
	
	C72
	Hexadeca-2E,9Z,12Z,14E-Tetraenoic Acid Isobutylamide
	-5.4
	A

	
	
	C73
	Rotenone
	-8.4
	B

	
	
	C74
	Warfarin
	-7.4
	B

	
	
	C75
	Dodeca-2E,4E,8Z,10E-Tetraenoic Acid Isobutylamide
	-6.6
	B

	
	
	C76
	N-Isobutyl-2E,4E,8Z-Decatrienamide
	-6.6
	B

	
	
	C77
	Thiram
	-3.6
	B

	
	
	C78
	Questiomycin B
	-5.2
	B

	
	
	C79
	Metolachor
	-5.1
	C

	
	
	C80
	Phenothiazine
	-7.2
	B

	
	
	D01
	Troglitazone
	-7.9
	A

	
	
	D02
	Rosiglitazone
	-6.9
	B

	
	
	D03
	Pioglitazone
	-8.5
	B

	
	
	D04
	Icosapent
	-6.5
	A

	
	
	D05
	AMG- 131 
	-9.1
	A

	4
	IAPP
	
	
	
	

	
	
	C96
	Curcumin 
(1E,4Z,6E)-5-hydroxy-1,7-bis(4-hydroxy-3-methoxyphenyl)hepta-1,4,6-trien-3-one
	-35.6
	A

	
	
	D01
	Copper (DB09130)
	Inappropriate molecular form
	Inappropriate molecular form

	5
	GCK
	
	
	
	

	
	
	D03
	3-[(4-fluorophenyl)sulfanyl]-N-(4-methyl-1,3-thiazol-2-yl)-6-[(4-methyl-4H-1,2,4-triazol-3-yl)sulfanyl]pyridine-2-carboxamide
	-8.9
	A

	
	
	D02
	2-amino-N-(4-methyl-1,3-thiazol-2-yl)-5-[(4-methyl-4H-1,2,4-triazol-3-yl)sulfanyl]benzamide
	-8.0
	A

	
	
	C97
	Rohitukine
	-7.8
	A

	
	
	D01
	Beta-D-Glucose
	-5.2
	A

	6
	ABCC8
	
	
	
	

	
	
	D04
	Gliquidone
	-10.7
	A

	
	
	Z01
	Glyburide 
	-10.7
	A

	
	
	D05
	Glimepiride
	-10.0
	A

	
	
	D01
	Gliclazide
	-9.2
	A

	
	
	C99
	Berberrubine
	-8.5
	A

	
	
	D02
	Nateglinide
	-8.3
	A

	
	
	C98
	Berberine Chloride
	-8.2
	A

	
	
	D03
	Tolbutamide
	-7.5
	A

	7
	MAPK8IP1
	
	
	
	

	
	
	C100
	Apigenin
	-7.1
	A

	
	
	C57
	Emodin
	-7.0
	A

	
	
	D01
	Halicin
	-5.8
	A

	8
	MTNR1B
	
	
	
	

	
	
	D03
	Tasimelteon
	-8.2
	A

	
	
	Z01
	N-[2-(5-methoxy-1H-indol-3-yl)ethyl]cyclopropanecarboxamide
	-7.7
	A

	
	
	Z03
	Propionamide
	-7.6
	A

	
	
	Z02
	No name
	-7.4
	A

	
	
	C103
	Melatonin
	-7.3
	A

	
	
	D02
	Agomelatine
	-6.8
	B

	
	
	C104
	5-Meo-Dmt
	-6.6
	A

	
	
	D01
	Ramelteon
	-6.3
	C

	
	
	C102
	Serotonin
	-6.2
	A

	
	
	C101
	Dopamine
	-5.6
	A

	
	
	Z04
	Dopamine hydrochloride
	-5.6
	A

	9
	AKT2
	
	
	
	

	
	
	C105
	Chelerythrine
	-10.4
	A

	
	
	C109
	Alvocidib
	-10.2
	A

	
	
	D01
	Capivasertib
	-9.7
	A

	
	
	C107
	A-443654
	-9.3
	A

	
	
	D02
	N-[(1S)-2-amino-1-phenylethyl]-5-(1H-pyrrolo[2,3-b]pyridin-4-yl)thiophene-2-carboxamide 
	-9.1
	A

	
	
	C111
	Sp-600125
	-8.6
	A

	
	
	C110
	1-(5-Isoquinolinesulfonyl)-2-Methylpiperazine
	-8.3
	A

	
	
	C97
	Rohitukine
	-8.2
	A

	
	
	C113
	Sunitinib
	-8.1
	A

	
	
	C114
	Harmalol
	-7.7
	A

	
	
	C108
	Harmine
	-7.5
	A

	
	
	C106
	Harman
	-7.4
	A

	
	
	C115
	Harmaline
	-7.3
	A

	10
	PTPN1
	
	
	
	

	
	
	C117
	Salicylic acid
	-5.2
	I

	
	
	C118
	Erythrodiol
	-8.4
	C

	
	
	C119
	Eryvarin K
	-7.3
	A

	
	
	C120
	Kumujian C
	-6.1
	D

	
	
	C121
	Curcumanolides A
	-6.5
	A

	
	
	C122
	Licoagrochalcone C
	-7.4
	A

	
	
	C123
	Sigmoidin B
	-7.9
	A

	
	
	C124
	Abyssinones Iii
	-7.6
	A

	
	
	C125
	Licochalcone B
	-7.2
	A

	
	
	C126
	(3beta,4alpha,5alpha)-4-Methylergost-24(28)-ene-3-ol
	-7.0
	D

	
	
	C127
	Sigmoidin E
	-7.8
	B

	
	
	C128
	Gypensapogenin E
	-8.2
	A

	
	
	C129
	Celastrol
	-7.5
	E

	
	
	C130
	Rotundic Acid
	-7.3
	F

	
	
	C131
	(-)-Pinoresinol
	-6.9
	A

	
	
	C132
	Erybreadin B
	-7.5
	G

	
	
	C133
	Isozedoarondiol
	-6.7
	E

	
	
	C134
	Coussaric Acid
	-7.6
	D

	
	
	C135
	Erystagallin A
	-7.7
	A

	
	
	C136
	Usimine C
	Eliminated due to docking error
	Eliminated due to docking error

	
	
	C137
	Trrap-IN-1
	-7.2
	E

	
	
	C138
	Sigmoidin C
	-7.8
	A

	
	
	C139
	Glabridin
	-7.9
	A

	
	
	C140
	Acetyl Oleanolic Acid
	-8.1
	A

	
	
	C141
	Addisofuran B
	-6.9
	A

	
	
	C142
	Castanin (Afrormosin)
	-6.9
	A

	
	
	C143
	3Alpha,24,29-Trihydroxyolean-12-En-28-Oic Acid
	-7.9
	C

	
	
	C144
	Abyssinoflavanone Vi
	-8.1
	F

	
	
	C145
	6,7-Dihydroxy-2-(4-Hydroxyphenyl)Chromen-4-One
	-7.0
	A

	
	
	C146
	Kumujian A
	-6.5
	A

	
	
	C147
	Zedoarondiol
	-7.1
	A

	
	
	C148
	Arteminorin D
	-7.1
	A

	
	
	C149
	5-Methoxycanthinone
	-6.7
	A

	
	
	C150
	Gypensapogenin C
	-8.2
	A

	
	
	C151
	Rhododendric Acid A
	-7.1
	G

	
	
	C152
	Scutellarein
	-7.5
	A

	
	
	C153
	Epi-Oleanolic Acid
	-7.8
	C

	
	
	C154
	Addisofuran A
	-7.4
	A

	
	
	C155
	Kanzonol Y
	-7.3
	A

	
	
	C156
	Abyssinone-Vi-4-O-Methyl Ether
	-7.4
	C

	
	
	C157
	(20R,23R)-3Beta,20-Dihydroxyldammarane-24-Ene-21-Oic Acid-21,23-Lactone
	-8.2
	A

	
	
	C158
	Diospyric Acid B
	-7.3
	D

	
	
	C159
	Phaeocaulisin F
	-6.5
	G

	
	
	C160
	(S)-5,7,8'-Trihydroxy-2',2'-Dimethyl-2,6'-Bichroman-4,4'-Dione
	-8.1
	A

	
	
	C161
	Glycybenzofuran
	-7.1
	A

	
	
	C162
	(20S)-Dammarane-24(25)-Ene-3Beta,20,21-Tetrol
	-6.7
	A

	
	
	C163
	Ohioensin F	
	-8.3
	A

	
	
	C164
	Trans-(7R,8R)-3-Methoxy-1'-Carboxy-4',7-Epoxy-8,3'-Oxyneolignan-4,9-Diol
	-7.2
	A

	
	
	C165
	Harman-3-Carboxylic Acid
	-6.5
	A

	
	
	C166
	Syringaresinol
	-6.6
	A

	
	
	C167
	Mulberrofuran W
	-6.6
	A

	
	
	C168
	Oleanolic_Acid
	-8.4
	C

	
	
	C169
	Zedoarondiol
	-6.8
	A

	
	
	C170
	Abyssinone Iv
	-7.5
	E

	
	
	C171
	(-)-3,3'-Bisdemethylpinoresinol
	-7.1
	A

	
	
	C172
	Liquirtigenin
	-6.8
	A

	
	
	C173
	11-Keto Boswellic Acid
	-8.0
	A

	
	
	C174
	Licoagrochalcone D
	-7.0
	A

	
	
	C175
	Picrasidine E
	-6.7
	E

	
	
	C176
	19Alpha,24-Dihydroxyurs-12-En-3-On-28-Oic Acid
	-7.3
	D

	
	
	C177
	Atranorin
	-7.2
	A

	
	
	C178
	Sophorapterocarpan A
	-7.7
	E

	
	
	C179
	Glabrol
	-7.6
	A

	
	
	C180
	Isocurcumenol
	-6.3
	A

	
	
	C181
	Picrasidine C
	-6.4
	A

	
	
	C182
	Isolaserpitin
	-7.1
	C

	
	
	C183
	4-Hydroxyloncarpin
	-7.3
	A

	
	
	C184
	(1R,2S,5S,10S,14R,15R,21R)-1,2,8,8,15,20,20-heptamethyl-18-oxo-19-oxapentacyclo[12.9.0.02,11.05,10.015,21]tricos-11-ene-5-carboxylic acid
	-8.2
	C

	
	
	C185
	18Alpha-Glycyrrhetinic Acid
	-8.8
	A

	
	
	C186
	Pomolic Acid
	-7.7
	D

	
	
	C187
	(8S,9S,10R,13R,14S,17R)-10,13-Dimethyl-17-[(2R)-6-Methyl-5-Methylideneheptan-2-Yl]-1,2,6,7,8,9,11,12,14,15,16,17-Dodecahydrocyclopenta[A]Phenanthren-3-One
	-6.9
	E

	
	
	C188
	Kaurenoic Acid
	-7.0
	A

	
	
	C189
	Resveratrol
	-6.7
	A

	
	
	C190
	4'-Hydroxy-5,7-Dimethoxyisoflavone
	-6.5
	D

	
	
	C191
	Phaseollidin
	-7.1
	G

	
	
	C192
	Glisoflavone
	-7.9
	A

	
	
	C193
	(E)-1-[2-Hydroxy-4-Methoxy-3-(3-Methylbut-2-Enyl)Phenyl]-3-(4-Hydroxyphenyl)Prop-2-En-1-One
	-7.2
	F

	
	
	C194
	4,5-Dimethoxycanthin-6-One
	-6.9
	A

	
	
	C195
	Licoagrochalcone A
	-7.5
	F

	
	
	C196
	Auriculasin
	-8.0
	A

	
	
	C197
	Liquiritin
	-7.5
	A

	
	
	C198
	4-Methylabyssinone V
	-7.5
	J

	
	
	C199
	6,8-Diprenylorobo
	-7.1
	E

	
	
	C200
	Erysubin F
	-8.0
	E

	
	
	C201
	7-Hydroxy-2-(4-Hydroxyphenyl)Chromen-4-One
	-7.2
	A

	
	
	C202
	Licoagrocarpin
	-7.1
	E

	
	
	C203
	Diospyric Acid A
	-7.8
	A

	
	
	C204
	9-Methoxycanthin-6-one
	-7.1
	A

	
	
	C205
	Sigmoidin D
	-7.8
	A

	
	
	C206
	(2S)-2-Hydroxy-2-Phenylacetic Acid
	-5.3
	A

	
	
	C207
	Harman
	-6.0
	C

	
	
	C208
	Odoratin
	-7.2
	A

	
	
	C209
	Morolic Acid
	-8.5
	C

	
	
	C210
	Ohioensin C
	-8.1
	A

	
	
	C211
	Ohioensin A
	-8.1
	G

	
	
	C212
	Oleanderolide
	-8.7
	A

	
	
	C213
	4,8-Dimethoxy-1-Vinyl-9H-Pyrido[3,4-B]Indole
	-6.1
	C

	
	
	C214
	Cyperusol C
	-6.0
	F

	
	
	C215
	(S)-5,7,8'-Trihydroxy-2',2'-Dimethyl-5'-(3-Methylbut-2-Enyl)-2,6'-Bichroman-4-One
	-7.9
	A

	
	
	C216
	Methyl Orsellinate
	-5.4
	A

	
	
	C217
	Abyssinone Vi
	-7.5
	I

	
	
	C218
	Gypensapogenin B
	-8.1
	F

	
	
	C219
	Barbinervic Acid
	-7.4
	C

	
	
	C220
	1-Acetyl-Beta-Carboline
	-6.4
	D

	
	
	C221
	Isoliquiritigenin
	-6.6
	A

	
	
	C222
	Albafuran A
	-7.4
	F

	
	
	C223
	Broussochalcone A
	-7.4
	F

	
	
	C224
	Folitenol
	-8.0
	F

	
	
	C225
	Crenatine
	-6.2
	C

	
	
	C226
	Isolicoflavonol
	-8.2
	A

	
	
	C227
	Abyssinin Ii
	-8.0
	A

	
	
	C228
	Amalorin
	-7.2
	E

	
	
	C229
	Gypensapogenin D
	-8.2
	A

	
	
	C230
	Osajin
	-7.2
	F

	
	
	C231
	2Alpha,3Alpha,23-Trihydroxyursa-12,20(30)-Dien-28-Oic Acid
	-7.4
	D

	
	
	C232
	Bruguiesulfurol
	-4.4
	A

	
	
	C233
	Isoangustone A
	-7.7
	B

	
	
	C234
	5,7-Dihydroxy-3-(4-Hydroxyphenyl)-6,8-Bis(3-Methylbut-2-Enyl)Chromen-4-One
	-7.2
	E

	
	
	C235
	Uralenol
	-8.3
	A

	
	
	C236
	Erybraedin C (Erythrabyssin II)
	-7.1
	A

	
	
	C237
	Quercetin
	-7.4
	B

	
	
	C238
	Erysubin E
	-8.4
	A

	
	
	C239
	7-Hydroxy-4'-Methoxy-3'-(3-Hydroxy-3-Methyl-Trans-But-1-Enyl)-5'-(3-Methylbut-2-Enyl)Flavanone
	-7.5
	B

	
	
	C240
	(3Beta,24R)-Stigmasta-5,28-Diene-3,24-Diol
	-6.9
	B

	
	
	C241
	(2R)-2-Hydroxy-2-Phenylacetic Acid
	-5.5
	C

	
	
	C242
	2'-O-Demethylbidwillol B
	-7.2
	A

	
	
	C243
	cis-Khellactone
	
	

	
	
	C244
	Picrasidine Q
	-6.9
	A

	
	
	C245
	3Beta-Hydroxyetio-17Beta-Dammaranic Acid
	-7.2
	B

	
	
	C246
	Burttinone
	-7.5
	J

	
	
	C247
	(+)-(3S,4R,7S,8S,13R,14S,17R,18R,19R,21S)-25-Norfern-5(10),9(11)-Diene-3,7,19,23,28-Pentaol
	-6.9
	C

	
	
	C248
	Moracin O
	-7.2
	A

	
	
	C249
	Sarcrassin E
	-7.0
	A

	
	
	C250
	Abyssinone Ii
	-7.9
	A

	
	
	C251
	Glycyrdione A
	-7.5
	A

	
	
	C252
	Usimine A
	-6.9
	A

	
	
	C253
	Glabrocoumarone A
	-7.4
	A

	
	
	C254
	9H-Pyrido[3,4-B]Indole-1,3,4-Trione
	-6.9
	A

	
	
	C255
	Gajutsulactone A
	-6.3
	A

	
	
	C256
	Acanthol
	-6.3
	F

	
	
	C257
	Acanthokoreoic Acid A
	-6.7
	A

	
	
	C258
	24-Hydroxyursolic Acid
	-7.3
	A

	
	
	C259
	Licocoumarone
	-7.2
	A

	
	
	C260
	Burttinonedehydrate
	-7.3
	H

	
	
	C261
	Spathodic Acid
	-7.5
	C

	
	
	C262
	Gypensapogenin A
	-8.3
	B

	
	
	C263
	2,6-Dihydroxy-3-Methyl-4-Methoxyacetophenone
	-5.6
	A

	
	
	C264
	Kanzonol B
	-7.8
	A

	
	
	C265
	Carboxynaphthol
	-6.2
	A

	
	
	C266
	Harmanine
	-6.1
	G

	
	
	C267
	Glycyrrhisoflavone
	-7.8
	A

	
	
	C268
	3-Methylcanthin-2,6-dion
	-6.8
	K

	
	
	C269
	Licoagrochacone A
	-7.1
	A

	
	
	C270
	Nigakinone
	-6.8
	A

	
	
	C271
	(3Beta,24S)-Stigmasta-5,28-Diene-3,24-Diol
	-6.9
	B

	
	
	C272
	3-Hydroxyglabrol
	-7.8
	A

	
	
	C273
	Licochalcone E
	-6.9
	F

	
	
	C274
	Phaseol
	-8.1
	A

	
	
	C275
	Shikonin
	-7.5
	A

	
	
	C276
	Methyl Oleanolate
	-8.0
	D

	
	
	C277
	Echinatin
	-6.6
	A

	
	
	C278
	Licoflavonol
	-6.9
	B

	
	
	C279
	3-(Hydroxymethyl)-1,6-diazatetracyclo[7.6.1.05,16.010,15]hexadeca-3,5(16),6,8,10,12,14-heptaen-2-one
	-6.6
	G

	
	
	C280
	Falcarindiol
	-5.0
	G

	
	
	C281
	3-Oxoolean-12-En-27-Oic Acid
	-7.9
	C

	
	
	C282
	Acanthoic Acid
	-6.8
	A

	
	
	C283
	(20S,23S)-3Beta,20-Dihydroxyldammarane-24-Ene-21-Oic Acid-21,23-Lactone
	-8.5
	A

	
	
	C284
	Flemingsin
	-7.2
	E

	
	
	C285
	Episesamin Dicatechol
	-7.1
	A

	
	
	C286
	Abyssinone V
	-7.4
	D

	
	
	C287
	Isoliquiritin
	-7.5
	A

	
	
	C288
	Jatamansin
	-7.5
	A

	
	
	C289
	Kanzonol D
	-7.7
	A

	
	
	C290
	(E)-1-(2,4-Dihydroxyphenyl)-3-(4-Methoxyphenyl)Prop-2-En-1-One
	-6.8
	A

	
	
	C291
	Orsellinic Acid
	-5.4
	I

	
	
	C292
	Asiatic Acid
	-7.3
	A

	
	
	C293
	Picrasidine M
	-8.7
	E

	
	
	C294
	1-Methoxycarbonyl-Beta-Carboline
	-6.4
	D

	
	
	C295
	Glabrone
	-8.4
	E

	
	
	C296
	Xanthoangelol
	-7.0
	A

	
	
	C297
	Picrasidine B
	-5.9
	D

	
	
	C298
	Methyl oleanonate
	-7.6
	A

	
	
	C299
	Oleanonic Acid
	-7.5
	A

	
	
	C300
	Picrasidine D
	-6.1
	E

	
	
	C301
	Erybreadin C
	-7.7
	E

	
	
	C302
	Trans-Phytol
	-5.4
	E

	
	
	C303
	Licoflavanone A
	-7.1
	A

	
	
	C304
	Erythraddison III
	-7.2
	E

	
	
	C305
	(+)-(3S,7S,8S,13R,14S,17R,18R,19R,21S)-25-Norfern-5(10),9-(11)-Diene-3,7,19,28-Tetraol
	-7.1
	C

	
	
	C306
	(S)-5,7-Dihydroxy-2-(2,2,9,9-Tetramethyl-2,9-Dihydropyrano[3,2-H]Chromen-5-Yl)Chroman-4-One
	-8.6
	J

	
	
	C307
	(20S)-Protopanaxadiol
	-6.7
	A

	
	
	C308
	Xanthoangelol F
	-7.4
	B

	
	
	C309
	Momordicoside I aglycone
	-7.4
	A

	
	
	C310
	Licochalcone C
	-7.1
	A

	
	
	C311
	3-methoxycanthin-2,6-dione
	-7.0
	A

	
	
	C312
	Strongylophorine-8
	-8.5
	A

	
	
	C313
	Picrasidine L

	-6.8
	G

	
	
	C314
	Ethaneperoxoic Acid
	-3.8
	A

	
	
	C315
	1-Methoxymethyl-Beta-Carboline
	-5.8
	C

	
	
	C316
	1-Methoxycanthinone
	-6.7
	E

	
	
	C317
	Ohioensin G
	-8.4
	A

	
	
	C318
	Junicedric acid
	-6.5
	A

	
	
	C319
	5-Deoxyabyssinin II
	-7.8
	A

	
	
	C320
	Taiwaniaflavone
	-8.8
	A

	
	
	C321
	Usimine C
	-7.6
	A

	
	
	C322
	3Beta,7Beta,25-Trihydroxycucurbita-5,23(E)-Dien-19-Al
	-7.2
	A

	
	
	C323
	24-Hydroxy-3-Epi-Ursolic Acid
	-7.8
	A

	
	
	C324
	Canthin-6-One
	-6.8
	J

	
	
	C325
	Caffeic Acid
	-5.6
	A

	
	
	C326
	13-Methoxy-6-methyl-1,6-diazatetracyclo[7.6.1.05,16.010,15]hexadeca-4,7,9(16),10(15),11,13-hexaene-2,3-dione
	-7.0
	A

	
	
	C327
	Neorautenol
	-7.6
	E

	
	
	C328
	Mulberrofuran D
	-6.3
	A

	
	
	C329
	Erythraddison IV
	-7.7
	E

	
	
	C330
	Actinidic Acid
	-7.4
	C

	
	
	C331
	(19R)-19-Methoxy-5beta,19-epoxycucurbita-6,23-diene-3beta,25-diol
	-6.7
	A

	
	
	C332
	Procurcumenol
	-6.5
	E

	
	
	C333
	Lobaric Acid
	-7.0
	A

	
	
	C334
	3'-Prenylnaringenin
	-7.6
	A

	
	
	C335
	Aminosalicylic Acid
	-5.3
	A

	
	
	C336
	(20S,24S)-Dammarane-25(26)-Ene-3Beta,12Beta,20,24-Tetrol
	-7.2
	A

	
	
	C337
	Vignafuran
	-6.8
	A

	
	
	C338
	Madecassic Acid
	-7.0
	?

	
	
	C339
	Topazolin
	-6.9
	A

	
	
	C340
	Augustic Acid
	-7.4
	A

	
	
	C341
	Moracin P
	-7.0
	A

	
	
	C342
	Lanceolatin B
	-7.7
	A

	
	
	C343
	Guaidiol
	-6.2
	E

	
	
	C344
	Glycycoumarin
	-7.7
	A

	
	
	C345
	Laserpitin
	-7.0
	A

	
	
	C346
	Abyssinoflavone V
	-8.0
	A

	
	
	C347
	Picrasidine G
	-8.0
	E

	
	
	C348
	2-Bromo-1-Phenylethanone
	-4.8
	F

	
	
	C349
	Canthin-6-one N-oxide
	-6.9
	J

	
	
	C350
	Echrenone B10
	-7.6
	A

	
	
	C351
	Methoxsalen
	-6.6
	A

	
	
	C352
	20(S)-Dammarane-25(26)-Ene-3Beta,12Beta,20-Triol
	-6.5
	A

	
	
	C353
	Selaginellin
	-7.3
	A

	
	
	C354
	Selaginellin M
	-7.2
	A

	
	
	C355
	Olean-12-En-4-Hydroxy-3,28-Dioic Acid
	-7.2
	C

	
	
	C356
	Glabrocoumarone B
	-7.4
	A

	
	
	C357
	Gancaonin I
	-7.4
	A

	
	
	C358
	3-Oxo-Erythrodiol
	-7.8
	C

	
	
	C359
	2-[3,4-Dihydroxy-5-(3-Methylbut-2-Enyl)Phenyl]-3,5,7-Trihydroxy-8-(2-Methylbut-3-En-2-Yl)Chromen-4-One
	-8.5
	A

	
	
	C360
	18Beta-Glycyrrhetic Acid
	-8.8
	A

	
	
	C361
	Uvaol
	-7.5
	A

	
	
	C362
	Karanjin
	-7.3
	B

	
	
	C363
	Sigmoidin F
	-7.6
	B

	
	
	C364
	Xanthoangelol D
	-6.9
	A

	
	
	C365
	Xanthoangelol E
	-6.5
	A

	
	
	C366
	(+)-(3S,5S,7S,8S,13R,14S,17R,18R,19R,21S)-25-Norfern-1(10),9(11)-Diene-3,7,19,28-Tetraol
	-7.1
	A

	
	
	C367
	Methyl3Beta-Hydroxyolean-12-En-27-Oate
	-7.5
	C

	
	
	C368
	3Alpha,24-Dihydroxyolean-12-En-27-Oic Acid
	-7.5
	C

	
	
	C369
	3Beta-Acetoxyolean-12-En-27-Oic Acid
	-7.3
	A

	
	
	C370
	3Beta-Hydroxyolean-12-En-27-Oic Acid
	-7.3
	C

	
	
	C371
	Erythraddison I
	-7.8
	A

	
	
	C372
	Abyssinoflavanone VII
	-7.3
	E

	
	
	C373
	12-Hydroxycurcumenol
	-6.7
	J

	
	
	C374
	Heyneanone A
	-6.3
	A

	
	
	C375
	Heyneanone B
	-6.4
	C

	
	
	C376
	Heyneanones C
	-6.5
	A

	
	
	C377
	(19R,23E)-5,19-Epoxy-19-methoxy-5beta-cucurbita-6,23,25-triene-3beta-ol
	-7.3
	A

	
	
	C378
	(E)-3-[(2R,3S)-2-(3,4-dihydroxyphenyl)-3-(hydroxymethyl)-2,3-dihydro-1,4-benzodioxin-6-yl]prop-2-enoic acid
	-7.2
	A

	
	
	C379
	Rel-Americanoic Acid A
	-7.0
	D

	
	
	C380
	Charantadiol A
	-7.5
	A

	
	
	C381
	3Beta,6Beta-Dihydroxyolean-12-En-27-Oic Acid
	-7.4
	A

	
	
	C382
	3Beta-Hydroxyurs-12-En-27-Oic Acid
	-7.8
	A

	
	
	C383
	Abyssinin I
	-7.7
	A

	
	
	C384
	5-(7-Hydroxy-chroman-2-yl)-3-(3-methyl-but-2-enyl)-benzene-1,2-diol
	-7.7
	A

	
	
	C385
	Sigmoidin G
	-8.2
	A

	
	
	C386
	(2S)-5,7-dihydroxy-2-(3-hydroxy-8-methoxy-2,2-dimethyl-3,4-dihydrochromen-6-yl)-2,3-dihydrochromen-4-one
	-7.3
	D

	
	
	C387
	(2S)-3'',5,7-trihydroxy-2'',2''-dimethyl-8''-(3-methylbut-2-enyl)-2,6''-bichroman-4-one
	-7.7
	B

	
	
	C388
	(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
	-7.7
	E

	
	
	C389
	(2S)-3',7,8'-Trihydroxy-2',2'-Dimethyl-2,6'-Bichroman-4-One
	-7.8
	A

	
	
	C390
	(2S)-3',4',7,8'-Tetrahydroxy-2',2'-Dimethyl-2,6'-Bichroman-4-One
	-7.7
	A

	
	
	C391
	(2S)-5,7,8'-Trihydroxy-2'-(Hydroxymethyl)-2'-Methyl-2,6'-Bichroman-4-One
	-7.7
	A

	
	
	C392
	(2S)-5,7-Dihydroxy-2'-(Hydroxymethyl)-8'-Methoxy-2'-Methyl-2,6'-Bichroman-4-One
	-7.3
	D

	
	
	C393
	(2S)-3',4',5,7-Tetrahydroxy-2',2'-Dimethyl-2,6'-Bichroman-4-One
	-7.7
	B

	
	
	C394
	(R)-4-Hydroxy-5-(hydroxymethyl)-3-(1-oxohexadecyl)-2(5H)-furanone
	-5.1
	A

	
	
	C395
	Nigelladine A
	-6.5
	E

	
	
	C396
	Nigelladine B
	-6.9
	D

	
	
	C397
	(8aR)-2,2,4-trimethyl-6,8a-di(propan-2-yl)-8,9-dihydrocyclopenta[g]quinolin-7-one
	-6.5
	A

	
	
	C398
	(3aS)-2,2,3a,6,6,8,9-heptamethyl-4H-pyrrolo[2,3-g]quinolin-3-one
	-6.8
	D

	
	
	C399
	[(3S,3'R,3'aS,6'S,6aS,6bS,7'aR,9R,11aS,11bR)-3',6',10,11b-tetramethyl-11-oxospiro[1,2,3,4,6,6a,6b,7,8,11a-decahydrobenzo[a]fluorene-9,2'-3a,4,5,6,7,7a-hexahydro-3H-furo[3,2-b]pyridine]-3-yl] formate
	-7.9
	D

	
	
	C400
	[(1R,2S,6S,9S,10S,11R,12S,14S,15S,20S,23R,24S)-10,12-dihydroxy-6,10,23-trimethyl-4-azahexacyclo[12.11.0.02,11.04,9.015,24.018,23]pentacos-17-en-20-yl] formate
	-7.7
	A

	
	
	C401
	(3S,3'R,3'aS,6'S,6aS,6bS,7'aR,9R,10R,11aR,11bR)-3',6',10,11b-tetramethylspiro[1,2,3,4,6,6a,6b,7,8,11a-decahydrobenzo[a]fluorene-9,2'-3a,4,5,6,7,7a-hexahydro-3H-furo[3,2-b]pyridine]-3,10-diol
	-8.1
	A

	
	
	C402
	Acetic acid 23beta-hydroxy-14,15,16,17-tetradehydroveratraman-3beta-yl ester
	-7.9
	A

	
	
	C403
	9H-Pyrido[3,4-B]indole-1-methanol
	-6.4
	J

	
	
	C404
	Ursolic Acid
	-7.8
	A

	
	
	C405
	Epi-Maslinic acid
	-7.8
	C

	
	
	C406
	Epiguaidiol A
	-6.1
	G

	
	
	C407
	Erythraddison II
	-8.0
	A

	
	
	C408
	Curcumanolides B
	-6.7
	A

	
	
	C409
	Yangambin
	-6.5
	A

	
	
	C410
	Angustone A
	-7.8
	A

	
	
	C411
	Scutellaric Acid
	-7.7
	A

	
	
	C412
	Xambioona
	-9.0
	A

	
	
	C413
	Curcumanolide C
	-6.4
	A

	
	
	C414
	15,16-Dinor-8(17),11-labdadien-13-one
	-6.3
	A

	
	
	C415
	Alpha-Tocoquinone
	-4.4
	G

	
	
	C416
	23-Hydroxyursolic Acid
	-7.4
	A

	
	
	C417
	Kuguacin E
	-8.2
	A

	
	
	C418
	Pamoic Acid
	-8.0
	J

	
	
	C419
	Beta-Carboline-1-Propionic Acid
	-6.6
	A

	
	
	C420
	Caulolactone B
	-6.2
	A

	
	
	C421
	Heyneanone D
	-6.4
	A

	
	
	C422
	Picrasidine O
	-7.0
	A

	
	
	C423
	18a-Glycyrrhetinic acid
	-8.8
	A

	
	
	C424
	Euchrestaflavanone A
	-7.7
	A

	
	
	C425
	Aerugidiol
	-7.1
	A

	
	
	C426
	Abyssinone-Iv-4'-O-Methyl Ether
	-7.2
	B

	
	
	C427
	Rotungenic Acid
	-7.2
	D

	
	
	C428
	4'-Methoxyglabridin
	-7.6
	A

	
	
	C429
	Moronic acid
	-8.5
	C

	
	
	C430
	Isobavachalcone
	-7.5
	A

	
	
	C431
	Erythribyssin B
	-7.1
	E

	
	
	C432
	Bergapten
	-6.3
	E

	
	
	C433
	Zerumin A
	-6.0
	F

	
	
	C434
	Cryptotanshinone
	-8.1
	B

	
	
	C435
	Curcumanolide D
	-6.2
	A

	
	
	C436
	Strongylophorin-3
	-8.5
	A

	
	
	C437
	Picrasidine J
	-6.2
	C

	
	
	C438
	Isolupabigenin
	-7.5
	A

	
	
	C439
	Maslinic Acid
	-8.3
	D

	
	
	C440
	Sigmoidin A
	-7.3
	H

	
	
	C441
	Erythribyssin C
	-6.9
	A

	
	
	C442
	Rel-(7Alpha,8Beta)-3-Methoxy-4',7-Epoxy-8,3'-Oxyneolignan-4,9,9'-Triol
	-7.0
	A

	
	
	C443
	Boswellic Acid
	-7.7
	A

	
	
	C444
	Oxycurcumenol Epoxide
	-6.5
	C

	
	
	C445
	Imbricatolic Acid
	-6.1
	G

	
	
	C446
	Licoricidin
	-7.3
	A

	
	
	C447
	Alpinumisoflavone
	-8.1
	A

	
	
	Z01
	NEORAUTENOL
	-7.8
	A

	
	
	Z02
	Caffeic acid
	-5.8
	A

	
	
	Z03
	DNC008197
	-8.3
	G

	
	
	Z04
	Cantharidin
	-6.2
	A

	
	
	D01
	Trodusquemine (DB06333)
	-5.8
	A

	
	
	D02
	Ertiprotafib (DB06521)
	-7.4
	A
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	D02
	Linsitinib ( DB06075)
	-9.3
	A

	
	
	C457
	Altertoxin I
	-9.3
	A

	
	
	C109
	Alvocidib
	-9.2
	A

	
	
	C107
	A-443654
	-9.1
	A

	
	
	C105
	Chelerythrine
	-8.6
	A

	
	
	C456
	Gefitinib
	-8.6
	A

	
	
	C452
	Ellagic Acid
	-8.5
	A

	
	
	C449
	Macrosporin
	-8.4
	A

	
	
	C454
	Alternariol monomethyl ether
	-8.4
	A

	
	
	C455
	Alternariol
	-8.4
	A

	
	
	C112
	Sb-202190
	-8.4
	A

	
	
	C448
	6-O-Methylalaternin
	-8.3
	A

	
	
	C111
	Sp-600125
	-8.3
	A

	
	
	D01
	Fostamatinib (DB12010)
	-8.2
	A

	
	
	C97
	Rohitukine
	-8.1
	A

	
	
	C450
	Altersolanol A
	-8.0
	A

	
	
	C100
	Apigenin
	-7.8
	A

	
	
	C113
	Sunitinib
	-7.7
	A

	
	
	C451
	Myricetin
	-7.9
	B

	
	
	C453
	D-Luciferin
	-6.9
	B

	
	
	C07
	Staurosporine
	Eliminated due to docking error
	Eliminated due to docking error
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	C105
	Chelerythrine
	-10.2
	B

	
	
	C111
	Sp-600125
	-8.8
	B

	
	
	C97
	Rohitukine
	-8.4
	B

	
	
	C112
	Sb-202190
	-8.0
	B

	
	
	D02
	Fostamatinib (DB12010)
	-7.8
	B

	
	
	D01
	Aspirin (DB00945)
	-5.9
	B

	
	
	D03
	Adenosine phosphate ( DB00131)
	-6.9
	C

	
	
	C117
	Salicylic acid
	-5.7
	C

	
	
	C453
	D-Luciferin
	-6.7
	A

	
	
	C07
	Staurosporine
	Eliminated due to docking error
	Eliminated due to docking error
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	D01
	Miglitol (DB00491)
	-5.2
	A

	
	
	C458
	Duvoglustat
	-4.6
	D

	
	
	C459
	Acarbose
	-7.8
	C

	
	
	C460
	Fagomine
	-5.1
	B
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	C404
	Ursolic Acid
	-10.4
	A

	
	
	C168
	Oleanolic_Acid
	-10.3
	A

	
	
	C461
	Euscaphic Acid
	-9.9
	A

	
	
	C462
	Betulinic Acid
	-9.9
	A

	
	
	C463
	Corosolic Acid
	-9.7
	A

	
	
	C296
	Xanthoangelol
	-9.2
	A

	
	
	C292
	Asiatic Acid
	-9.0
	A

	
	
	C338
	Madecassic Acid
	-8.9
	A

	
	
	C193
	(E)-1-[2-Hydroxy-4-Methoxy-3-(3-Methylbut-2-Enyl)Phenyl]-3-(4-Hydroxyphenyl)Prop-2-En-1-One
	-8.7
	A

	
	
	D02
	Ascorbic acid (DB00126)
	-5.6
	A

	
	
	D03
	Glucosamine (DB01296)
	-5.5
	A

	
	
	D01
	Fludeoxyglucose (18F) ( DB09502)
	-5.6
	B



