Supplementary Tablel

Compound CASID Canonical SMILES Target Probability
2-Hexaprenyl-6-methoxy- CC(=CCCC(=CCCC(=CCCC(=CCee(=ceee(=cec1=c
— ALOX5 0.151273102
1,4-benzoquinone C(=0)C=C(C1=0)0C)C)C)C)C)C)C
2-Hexaprenyl-6-methoxy- CC(=CCCC(=CCCC(=CCCC(=CCee(=ceee(=cec1=c
— MPEG1 0.086885855

1,4-benzoquinone C(=0)C=C(C1=0)0C)C)C)C)C)C)C
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)O0 CHRNA4 0.064951087
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 OAT 0.054487947
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 ENPEP 0.044308319
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 SLC1A2 0.044308319
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 PEPD 0.044308319
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)O0 CPB2 0.03397069
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 PLG 0.03397069
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 CPN1 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 CHRNA3 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 CHRNA7 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 ANPEP 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)O0 GABBR2 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb 959317- CACNA2D

CICN(CCCIN)C(=0)0 0.023832743
oxylic acid 82-9 1
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 SLC6A12 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 ADORA3 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 CHRNB2 0.064951087
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)O0 CHRNB4 0.023832743
oxylic acid 82-9
4-Amino-1-piperidinecarb ~ 959317-

CICN(CCCIN)C(=0)0 GABBRI1 0.023832743

oxylic acid 82-9

5-Megastigmen-7-yne-3,9-  62512-2 CC1=C(C(CC(C1)OC2C(C(C(C(02)CO)0)0)O)(C)C)CHC
SLC5A2 0.109339753
diol 3-glucoside 7-0 C(O)0
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0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675



Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Corchoionoside B

Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A

Tlicifolinoside A

Ilicifolinoside A

Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A

Tlicifolinoside A

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

189344-

54-5

CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C
CC1=CC(=0)CC(C1(C=CC(=0)COC2C(C(C(C(02)CO)O
)0)0)0)(C)C

CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0

CC(=CCOYCOCIC(C(C(C(01)COY0)0)O

CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O

FOLH1

AMD1

ADORAL

VARS

LARS

MGAM

MAG

CXCR2

CCNALI

CCNA2

CCNTI

CDA
PYGM
VEGFA
FGF1
FGF2
HPSE
ADA
MGAM
ADORALI
ADORA2

FOLH1
PSEN2
SI
TREH
CDK1
PNP
ADORA3
ADK
AMY2A
GGH
PIN1

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.115736675

0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076

0.053556076

0.053556076

0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076

0.053556076



Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A
Tlicifolinoside A

Tlicifolinoside A

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)0
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O
CC(=CCO)COCIC(C(C(C(01)CO)0)0)O

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

C1COCCN1CCNC(=0)C2=CC=C(C=C2)Cl

DPP4
HSPAS8
HSPAS
OGA
NAALAD2
LGALS4
LGALS8
CDK2
PSENEN
NCSTN
APHIA
PSEN1
APHI1B
CCNAL
CCNA2

MAOA

MAOB

HTR1A

AKRI1C3

HRH3

HPGDS

KCNAS

EPHX2

PARP1

AR

PRKDC

P2RX7

CYP17A1

WNT3A

HSD11B1

0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076

0.053556076

0.062621967

0.062621967

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076



Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)ClI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

C1COCCN1CCNC(=0)C2=CC=C(C=C2)Cl

PIM1

PIK3CB

PIM2

ALPL

DUSP3

PTPN1

CDC25B

HRH1

BRD3

DYRKIA

CLK4

MKNK1

PDE9A

PDEIC

RADS1

RADI

BCL2A1

PIK3CD

CD38

LIPE

PDE10A

ADORALI

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076



Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)ClI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

C1COCCN1CCNC(=0)C2=CC=C(C=C2)Cl

ADORA2
A

ADORA2B

PDE4B

PRKCZ

PRMT3

EDNRB

EDNRA

ATM

CFTR

TBXASI1

GSK3B

CSNKI1D

MMP12

CSNKIE

CCR9

RPS6KBI1

LSS

PDE4D

BRD4

TYMS

LTA4H

ECE1

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076



Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)ClI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

C1COCCN1CCNC(=0)C2=CC=C(C=C2)Cl

MAPKAP
K2

PFKFB3

FFAR1

KMTSA

FLTI

P2RY12

CDC25C

KDR

CDC25A

AKT1

CDK1

PDGFRB

EGFR

ESR2

LDHA

CDK5

STS

BRS3

BACEI1

CRHR1

CDK4

CDC7

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076



Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

Moclobemide

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

7-9

71320-7

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)ClI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

CICOCCNICCNC(=0)C2=CC=C(C=C2)CI

C1COCCN1CCNC(=0)C2=CC=C(C=C2)Cl

ESR1

DDAHI1

MALTI

GRK2

GAK

RPS6KA2

KCNMA1

CA2

CAl

LRRK2

BRD2

PTGFR

PTGER3

TDP2

NOS2

PDESA

PDE3A

PDE2A

PDE11A

CDKS5R1

PFKFB4

CCNBI1

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076



CCI1C(C(C(C(01)OC2C(C(COC2C3=C(C=C(C4=C30C(=
Molludistin 2"-rhamnoside =~ — AKR1B1 0.105306196
CC4=0)C5=CC=C(C=C5)0)0)0C)0)0)0)0)O

146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O PSEN2 0.119403562
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O VEGFA 0.111501865
94-2
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O FGF1 0.111501865
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O FGF2 0.111501865
94-2
146763- HSP90AA

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O 0.111501865
94-2 1
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O HPSE 0.111501865
94-2
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O IL2 0.111501865
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O ADORAL 0.111501865
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O SLC5A1 0.111501865
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O ADK 0.111501865
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O SLC29A1 0.111501865
94-2
146763- ADORA2

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O 0.111501865
94-2 A
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O ADORA3 0.111501865
94-2
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O PYGL 0.111501865
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O STAT3 0.111501865
94-2
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O RORC 0.111501865
94-2
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O LGALS3 0.111501865
94-2
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O HK2 0.111501865
94-2
146763-

Perilloside C CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O HK1 0.111501865
94-2
146763-

Perilloside C CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O ADORA2B  0.111501865
94-2

Perilloside C 146763-  CC(=C)C1CCC(CC1)COC2C(C(C(C(02)CO)0)0)O MAPK 14 0.111501865



Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)C1CCC(CC1)COC2C(C(C(C(02)CO)0)0)O

LGALS4

LGALS8

PTAFR

CTSK

CTSS

PAHTM

CTSL

PFKFB3

BCL2L1

ADRA2A

ADRA2C

ADRA2B

DRD1

ADRA1D

CYP2D6

ADRAITA

HTR1B

MAP2K1

GPR35

HSPAS

SLC5A4

HSPAS

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865



Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Perilloside C

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

Sampangine

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

146763-

94-2

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

93-8

116664-

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CICCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

CC(=C)CI1CCC(CCI)COC2C(C(C(C(02)C0O)0)0)O

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

C1=CC=C2C(=C1)C3=NC=CC4=C3C(=NC=C4)C2=0

SLC28A2

AKRIB1

EGFR

PSENEN

NCSTN

APHIA

PSEN1

APHIB

METAPI

PAOX

EPHXI1

CHRNA4

CHRNA3

RNPEP

CHRNA7

DNPEP

SLC5A7

DPP4

DNM1

BCHE

CHRNB4

CHRNB2

0.111501865

0.111501865

0.111501865

0.119403562

0.119403562

0.119403562

0.119403562

0.119403562

0.071715932

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076

0.053556076



Solanolone

Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
Sterol
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid

2-Dodecylbenzenesulfonic

93-8

105933-

57-1

27176-8

7-0

27176-8

27176-8

7-0

27176-8

CC1=CC2=C(C=C10)C(=0)C(C3C2C(C(CC3)0)0)0

CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesccno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceescecno
C1CC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceesczecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceesczecno
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesczecno
CICC2CCC3C4CcCe(ceacceesceco
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceescecno
CICC2CCC3C4CcCe(ceacceesceco

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCCCC1=CC=CC=C1S(=0)(=0)0

NR1I3
AR

ESR1
CDC25A
CDC25B
UGT2B7
ESR2
SHBG
HSD11B1
NR1H4
GPBARI1
SHH
TRPM8
CAl

CA2

CA4
POLA1
NPCIL1
CYP19A1
NR1H3
SERPINA6
G6PD
CNR1
CNR2
GABBRI1
HSD17B3
SLC6A3
VDR
GABRA2
AKR1B10
CYP51A1
NR3C1
GABRB2
GABRG2

CHRM2

HTR1A

GRMS

PTGER4

0.75133882
0.743257372
0.607142651
0.552546459
0.552546459
0.534621858
0.489298491
0.452899738
0.207865842
0.171518552
0.171518552
0.171518552
0.162404208
0.162404208
0.080792387
0.071715932
0.071715932
0.071715932
0.062621967
0.062621967
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076
0.053556076

0.053556076

0.111501865

0.111501865

0.111501865

0.111501865



acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid

2-Dodecylbenzenesulfonic

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=CI15(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C1S5(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCCCCI=CC=CC=C1S(=0)(=0)0O

PTGER2

ALOXS

LSS

MAOB

PDE10A

CYP11B1

CYP19A1

PDE4A

CYP11B2

PDE4B

KCNAS

DRD2

PDE4D

CHRNA7

P2RX7

GRM2

CHRM4

AGTR1

PPARG

CNR2

TGM2

MET

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865



acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid

2-Dodecylbenzenesulfonic

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=CI15(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C1S5(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCCCCI=CC=CC=C1S(=0)(=0)0O

EPHX2

HCRTR2

HCRTR1

CYP24Al

CYP27Al1

SLC5A7

PABPC1

IMPDH2

CHRM1

OPRDI1

CPT1A

KCNIJ1

KCNH2

ENPP2

SMO

ADORAL

ADORA2
A
HSP90AA
1

CMALI

MCL1

SLC6A9

TACR1

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865



acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid

2-Dodecylbenzenesulfonic

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=CI15(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C1S5(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCCCCI=CC=CC=C1S(=0)(=0)0O

TSPO

CCNC

CDK8

CNRI1

HTR2A

ADAMTSS

CXCR2

ELANE

MAPK 14

MAPK11

BRAF

HTR1D

SLC6A4

CTSK

KDR

FABP4

FABP3

CRHR1

AR

PGR

PIM1

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865



acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid

2-Dodecylbenzenesulfonic

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=CI15(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C1S5(=0)(=0)O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCCCCI=CC=CC=C1S(=0)(=0)0O

HTR6

NAMPT

SSTR3

DYRKIA

ADRAITA

PFKFB3

DUSP3

PARP1

CPT2

PIK3CA

HDAC6

MTNRIA

INSR

ADRA1D

FAAH

ADRAI1B

TRPV1

ABCG2

LRRK2

NDUFA4

HTR7

MMP9

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865

0.111501865



acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
2-Dodecylbenzenesulfonic
acid
3,4',5-Trihydroxy-3',7-dim
ethoxyflavanone
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid

3-O-Caffeoyl-1-O-methyl

27176-8

7-0

27176-8

7-0

27176-8

7-0

27176-8

7-0

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

CCCCCCCCCCLCCI=CC=CC=C15(=0)(=0)0O

COC1=CC(=C2C(=C1)0C(C(C2=0)0)C3=CC(=C(C=C3)
0)0C)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0

HDACI1

CTSV

CTSL

PIM2

AKRIB1

AKRI1B10

MMP13

MMP2

MMP12

APP

SLC37A4

PYGL

CA2

CAl

CASP3

CA12

CA9

NEU4

ECE1

CASP6

CASP7

0.111501865

0.111501865

0.111501865

0.111501865

0.661195363

0.628755002

0.458331873

0.458331873

0.174258099

0.141778404

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753



quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid
3-O-Caffeoyl-1-O-methyl
quinic acid

3-O-Caffeoyl-1-O-methyl

)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O
)O)C(=0)0
COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)0

CASP8

CASP1

CASP2

PRKCD

PRKCA

ABCBI1

ELANE

CASB

MMP16

MMP14

MMP8

PDE4D

PDE9A

PDEIB

ENGASE

NEU2

MMP1

CFTR

MMP9

HPRT1

ACE

SELL

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753

0.109339753



quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

3-O-Caffeoyl-1-O-methyl

quinic acid

Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate
Carvyl propionate

Carvyl propionate

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

97-45-0

Y0)C(=0)0

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

Y0)C(=0)0

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

)0)C(=0)0

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

)O)C(=0)O

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

)O)C(=0)O

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

Y0)C(=0)0

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

Y0)C(=0)0

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

Y0)C(=0)0

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

Y0)C(=0)0

COC1(CC(C(C(C1)OC(=0)C=CC2=CC(=C(C=C2)0)0)O

)O)C(=0)0

CCC(=0)0C1CC(CC=CIC)C(=C)C
CCC(=0)0C1CC(CC=CIC)C(=C)C
CCC(=0)0C1CC(CC=CIC)C(=C)C
CCC(=0)0C1CC(CC=CIC)C(=C)C
CCC(=0)0C1CC(CC=CIC)C(=C)C
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A
TGFBR1
TAAR1
FNTB
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HSD11B1

AR

NR3Cl1
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CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

PPARA

TERT

LRRK2

ADRB2

ADRBI

ADRB3

CA7

CA3

CA6

CA12

CAl4

CA4

CA13

CASB

CREBBP

NOS1

NOS3

CYP51A1

PPARD

CHRM4

CHRMS5

CHRM1

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898



Eremopetasidione

Eremopetasidione

Eremopetasidione

Eremopetasidione

Eremopetasidione

Eremopetasidione

Eremopetasidione

Eremopetasidione

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

163135-
94-2
163135-
94-2
163135-
94-2
163135-
94-2
163135-
94-2
163135-
94-2
163135-
94-2
163135-

94-2

157226-

47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

CCIC(CCC2CI(C=C(C(=0)C2)C(=0)C)O)O0

C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)0C5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)

MPO

CHRM3

CDK9

FABP1

FKBP1A

HSD17B3

FNTB

CHRNB4

CYP19A1

SRD5AL1

SLC5A1

SLC5A4

SLC5A2

SLC28A3

PTGS1

EIF4A1

EPHX2

TYR

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.048952898

0.351256342

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064



Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Glucoliquiritin apioside

Inulobiose
Inulobiose
Inulobiose

Inulobiose

Inulobiose

Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose

Inulobiose

47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

157226-
47-6

470-58-6
470-58-6
470-58-6

470-58-6

470-58-6

470-58-6
470-58-6
470-58-6
470-58-6
470-58-6
470-58-6
470-58-6
470-58-6
470-58-6
470-58-6
470-58-6

470-58-6

0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)0OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)0C5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C1C(0C2=C(C1=0)C=CC(=C2)OC3C(C(C(C(03)CO)0)
0)0)C4=CC=C(C=C4)OC5C(C(C(C(05)CO)0)0)OC6C(
C(CO6)(CO)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0

C(CIC(C(C(O1)(CO)OCC2(C(C(C(02)C0O)0)0)0)0)0)0O

C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0

TDP1

FGF1

FGF2

HPSE

MAOB

TAS2R31

ADORA3

PTPN2

CDK1

VEGFA

FGF1

HPSE

HSP90AA

1

FGF2

LGALS4

LGALS3

LGALS8

PSEN2

HTR2B

ADRA2A

ADRA2C

ADRA2B

DRD1

DRD2

ADRAID

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.020178064

0.309880067
0.159936683
0.159936683

0.159936683

0.118277085

0.118277085
0.10994577
0.10994577
0.10994577

0.101613855

0.101613855

0.101613855

0.101613855

0.101613855

0.101613855

0.101613855

0.101613855



Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose
Inulobiose

Inulobiose

Isoliquiritin

Isoliquiritin

Isoliquiritin

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

470-58-6

7014-39-

3

7014-39-

3

7014-39-

3

C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C(C1C(C(C(01)(COYOCC2(C(C(C(02)CO)0)0)0)0)0)0
C1=CC(=CC=C1C=CC(=0)C2=C(C=C(C=C2)0)0)0C3C
(C(C(C(03)C0)0)0)0
C1=CC(=CC=C1C=CC(=0)C2=C(C=C(C=C2)0)0)0C3C
(C(C(C(03)C0)0)0)0
C1=CC(=CC=C1C=CC(=0)C2=C(C=C(C=C2)0)0)0C3C
(C(C(C(03)C0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)

HTR2A

HTR2C

DRD3

CYP2D6

HTR6

ADRAIA

HTR1B

RORC

STAT3

FOLH1

TRPV1

PSENEN

NCSTN

APHIA

PSEN1

APHI1B

AKRIB1

TYR

TNF

CYP19A1

SRD5AL1

SLC5A4

PTGS1

EIF4A1

SLC28A3

ADORALI

EPHX2

0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855
0.101613855

0.101613855

0.106165761

0.106165761

0.09832327

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722



Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Naringin 6"-rhamnoside

Neolicuroside

Neolicuroside

120926-

46-7

120926-

CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)OC3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
CC1C(C(C(C(01)OCC2C(C(C(C(02)0C3=CC(=C4C(=0)
CC(0C4=C3)C5=CC=C(C=C5)0)0)OC6C(C(C(C(06)C)
0)0)0)0)0)0)0)0
C1C(C(C(01)0C2C(C(C(OC20C3=CC=C(C=C3)C=CC(=
0)C4=C(C=C(C=C4)0)0)C0)0)0)0)(CO)O
C1C(C(C(01)0C2C(C(C(0C20C3=CC=C(C=C3)C=CC(=

TYR

TAS2R31

TDP1

SLC5A1

MAOB

CYPIBI1

ABCG2

SLC5A2

ABCCl1

HSD17B1

SHBG

CBR1

AMY2A

AKRIB1

TYR

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.049845722

0.235611249

0.095623787
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0)C4=C(C=C(C=C4)0)0)C0)0)0)0)(CO)O

Supplementary Table2

KEGG_class  Pathway  out All

Pvalue

Qvalue

Pathway ID

Genes

Neuroac

tive
Environmenta
ligand-r
1 Information 74
eceptor

293

Processing
interacti

on

Calcium
Environmenta
signalin
1 Information 38
g

189

Processing
pathway

2.79E-

36

3.05E-

15

7.87E-3

4

4.30E-1
3

ko04080

ko04020

ENSG00000011677;ENSG00000022355;ENSG
00000043591;ENSG00000050628;ENSG00000
080644;ENSG00000089041;ENSG0000010030
0;ENSG00000101180;ENSG00000101204;ENS
G00000102239;ENSG00000102468;ENSG000
00113327;ENSG00000113580;ENSG00000115
353;ENSG00000116329;ENSG00000117971;E
NSG00000118432;ENSG00000120907;ENSGO
0000121764;ENSG00000122194;ENSG000001
22420;ENSG00000125384;ENSG00000128271
;ENSG00000133019;ENSG00000135312;ENS
G00000135914;ENSG00000136160;ENSG000
00136928;ENSG00000137252;ENSG00000144
891;ENSG00000145864;ENSG00000146399;E
NSG00000147246;ENSG00000148680;ENSGO
0000149295;ENSG00000150594;ENSG000001
51577;ENSG00000151617;ENSG00000151834
;ENSG00000158748;ENSG00000160716;ENS
G00000163485;ENSG00000164082;ENSG000
00166206;ENSG00000168412;ENSG00000168
539;ENSG00000168959;ENSG00000169252;E
NSG00000169403;ENSG00000170214;ENSGO
0000170425;ENSG00000171522;ENSG000001
71873;ENSG00000175344;ENSG00000178394
;ENSG00000178623;ENSG00000179546;ENS
G00000180210;ENSG00000180720;ENSG000
00181072;ENSG00000184160;ENSG00000184
845;ENSG00000184984;ENSG00000186297;E
NSG00000188778;ENSG00000188822;ENSGO
0000196639;ENSG00000196689;ENSG000002
04681;ENSG00000204983;ENSG00000213903
;ENSG00000274286;ENSG00000278195;ENS
G00000282608
ENSG00000004468;ENSG00000007171;ENSG
00000043591;ENSG00000050628;ENSG00000
089041;ENSG00000089250;ENSG0000010246
8;ENSG00000113721;ENSG00000115353;ENS
G00000120907;ENSG00000122420;ENSG000
00123360;ENSG00000128271;ENSG00000133
019;ENSG00000135914;ENSG00000136160;E
NSG00000144891;ENSG00000146648;ENSGO



Metabolism

Environmenta
1 Information

Processing

Human

Diseases

Human

Diseases

Nitroge
n 3.12E-  2.93E-1
12 17
metaboli 13
sm
cAMP
signalin 1.99E-  1.40E-1
36 208
g 12 0
pathway
EGFR
tyrosine
kinase 6.04E-  3.40E-1
22 82
inhibitor 12 0
resistanc
e
Pathway
9.60E-  4.51E-1
sin 62 550
12 0

cancer

ko00910

ko04024

ko01521

k005200

0000147246;ENSG00000148680;ENSG000001
51617;ENSG00000154229;ENSG00000154678
;ENSG00000158748;ENSG00000164867;ENS
G00000168539;ENSG00000168959;ENSG000
00169252;ENSG00000169403;ENSG00000170
214;ENSG00000170425;ENSG00000171873;E
NSG00000175344;ENSG00000181072;ENSGO
0000184845;ENSG00000184984;ENSG000001
88778;ENSG00000196639
ENSG00000074410;ENSG00000104267;ENSG
00000107159;ENSG00000118298;ENSG00000
131686;ENSG00000133742;ENSG0000016487
9;ENSG00000167434;ENSG00000168748;ENS
G00000169239;ENSG00000174990;ENSG000
00185015
ENSG00000001626;ENSG00000005339;ENSG
00000043591;ENSG00000050628; ENSG00000
051382;ENSG00000065989;ENSG0000007943
5;ENSG00000102882;ENSG00000109339;ENS
G00000111087;ENSG00000113448;ENSG000
00121879;ENSG00000125384;ENSG00000128
271;ENSG00000132155;ENSG00000135312;E
NSG00000136928; ENSG00000142208;ENSGO
0000149295;ENSG00000151617;ENSG000001
57764;ENSG00000158748;ENSG00000163485
;ENSG00000168539;ENSG00000169032;ENS
G00000169252;ENSG00000171608;ENSG000
00172572;ENSG00000178394;ENSG00000179
546;ENSG00000181072;ENSG00000184588;E
NSG00000184845;ENSG00000186298; ENSGO
0000186951;ENSG00000204681
ENSG00000051382;ENSG00000082701;ENSG
00000096968, ENSG00000102882;ENSG00000
105976;ENSG00000108443;ENSG0000011271
5;ENSG00000113721;ENSG00000121879;ENS
G00000128052;ENSG00000132155;ENSG000
00138685;ENSG00000142208;ENSG00000146
648;ENSG00000154229;ENSG00000157764;E
NSG00000162434;ENSG00000168610;ENSGO
0000169032;ENSG00000171552;ENSG000001
71608;ENSG00000174775
ENSG00000005339;ENSG00000007171;ENSG
00000050628, ENSG00000051180;ENSG00000

051382;ENSG00000064012;ENSG0000007375



Human

Diseases

Human

Diseases

AGE-R
AGE
signalin
g

2.74E-  1.10E-0
pathway 25 114

11 9
in
diabetic
complic
ations
Morphin
e 7.71E-  2.72E-0
23 101
addictio 11 9

n

ko04933

ko05032

6;ENSG00000080824;ENSG00000082701;ENS
G00000087245;ENSG00000091831;ENSG000
00096968;ENSG00000100784;ENSG00000100
985;ENSG00000102096;ENSG00000102882;E
NSG00000105639;ENSG00000105976;ENSGO
0000106799;ENSG00000108443;ENSG000001
09339;ENSG00000109471;ENSG00000111087
;ENSG00000112033;ENSG00000112715;ENS
G00000113578;ENSG00000113721;ENSG000
00116478;ENSG00000121879;ENSG00000123
374;ENSG00000125384;ENSG00000128602;E
NSG00000132155;ENSG00000132170;ENSGO
0000133101;ENSG00000135446;ENSG000001
35766;ENSG00000136160;ENSG00000137193
;ENSG00000138685;ENSG00000140009;ENS
G00000142208;ENSG00000144891;ENSG000
00146648;ENSG00000151617;ENSG00000154
229;ENSG00000154342;ENSG00000157404;E
NSG00000157764;ENSG00000162434;ENSGO
0000164305;ENSG00000164362;ENSG000001
64690;ENSG00000165806;ENSG00000168610
;ENSG00000169032;ENSG00000169083;ENS
G00000171522;ENSG00000171552;ENSG000
00171608;ENSG00000174775;ENSG00000196
611
ENSG00000051382;ENSG00000067606;ENSG
00000087245;ENSG00000096968; ENSG00000
102882;ENSG00000106799;ENSG0000010933
9;ENSG00000112062;ENSG00000112715;ENS
G00000117525;ENSG00000121879;ENSG000
00125538;ENSG00000135446;ENSG00000137
193;ENSG00000142208;ENSG00000144891;E
NSG00000154229;ENSG00000163932;ENSGO
0000164305;ENSG00000164867;ENSG000001
68610;ENSG00000171608;ENSG00000174775
;ENSG00000185386;ENSG00000232810
ENSG00000011677;ENSG00000022355;ENSG
00000065989;ENSG00000112541;ENSG00000
113327;ENSG00000113448;ENSG0000012336
0;ENSG00000128655;ENSG00000136928;ENS
G00000145864;ENSG00000151834;ENSG000
00154229;ENSG00000154678;ENSG00000163
485;ENSG00000166206;ENSG00000172572;E

NSG00000173020;ENSG00000184588;ENSGO



Environmenta
1 Information

Processing

Organismal

Systems

Human

Diseases

Human

Diseases

HIF-1
signalin 9.55E-
23 102
g 11
pathway
Seroton
2.26E-
ergic 25 125
10
synapse
MicroR
3.30E-
NAs in 29 168
10
cancer
Acute
myeloid 6.71E-
18 68
leukemi 10

a

2.99E-0

6.38E-0

8.46E-0

1.58E-0

ko04066

ko04726

k005206

ko05221

0000184845;ENSG00000186297;ENSG000001
86642;ENSG00000204681;ENSG00000284741
ENSG00000005339;ENSG00000007171;ENSG
00000051382;ENSG00000079277;ENSG00000
102755;ENSG00000102882;ENSG0000010844
3;ENSG00000111640;ENSG00000112715;ENS
G00000121879;ENSG00000134333;ENSG000
00135766;ENSG00000142208;ENSG00000146
648;ENSG00000154229;ENSG00000156515;E
NSG00000159399;ENSG00000164867;ENSGO
0000168610;ENSG00000169032;ENSG000001
70525;ENSG00000171105;ENSG00000171608
ENSG00000012779;ENSG00000069535;ENSG
00000073756;ENSG00000095303;ENSG00000
100197;ENSG00000102468;ENSG0000010288
2;ENSG00000108576;ENSG00000132155;ENS
G00000135312;ENSG00000135914;ENSG000
00142192;ENSG00000145864;ENSG00000147
246;ENSG00000148680;ENSG00000154229;E
NSG00000157764;ENSG00000158748; ENSGO
0000164305;ENSG00000166206;ENSG000001
69032;ENSG00000174775;ENSG00000178394
;ENSG00000179546;ENSG00000189221
ENSG00000005339;ENSG00000019186;ENSG
00000073756;ENSG00000085563;ENSG00000
088305;ENSG00000100784;ENSG0000010098
5;ENSG00000101224;ENSG00000103222;ENS
G00000105976;ENSG00000112715;ENSG000
00113721;ENSG00000116478;ENSG00000121
879;ENSG00000132155;ENSG00000137193;E
NSG00000138061;ENSG00000143384;ENSGO
0000146648;ENSG00000149311;ENSG000001
54229;ENSG00000154342;ENSG00000156103
;ENSG00000158402;ENSG00000164045;ENS
G00000164305;ENSG00000168610;ENSG000
00169032;ENSG00000174775
ENSG00000005381;ENSG00000051382;ENSG
00000102096;ENSG00000102882;ENSG00000
108443;ENSG00000112033;ENSG0000012187
9;ENSG00000132155;ENSG00000133101;ENS
G00000137193;ENSG00000140379;ENSG000
00142208;ENSG00000157404;ENSG00000157
764;ENSG00000168610;ENSG00000169032;E

NSG00000171608;ENSG00000174775



Human

Diseases

Cellular

Processes

Human

Diseases

Organismal

Systems

Insulin
resistanc 24 122
e
Apoptos

27 153
is
Proteogl

ycans in 32 210

cancer

Progeste
rone-me
diated
22 105
oocyte

maturati

on

7.49E-

10

8.26E-

10

1.06E-

09

1.11E-

09

1.62E-0

1.66E-0

8

1.95E-0

1.95E-0
8

ko04931

ko04210

k005205

ko04914

ENSG00000025434;ENSG00000051382;ENSG
00000067606;ENSG00000068976;ENSG00000
071242;ENSG00000082701;ENSG0000010050
4;ENSG00000108443;ENSG00000109339;ENS
G00000110090;ENSG00000121879;ENSG000
00142208;ENSG00000142949;ENSG00000163
932;ENSG00000164867;ENSG00000168610;E
NSG00000171105;ENSG00000171608;ENSGO
0000179295;ENSG00000186298; ENSG000001
86951;ENSG00000196396;ENSG00000198408
;ENSG00000232810
ENSG00000051382;ENSG00000064012;ENSG
00000102882;ENSG00000103811;ENSG00000
106144;ENSG00000109339;ENSG0000012187
9;ENSG00000132155;ENSG00000135047;ENS
G00000136943;ENSG00000138794;ENSG000
00140379;ENSG00000142208;ENSG00000143
384;ENSG00000143387;ENSG00000143799;E
NSG00000149311;ENSG00000163131;ENSGO
0000164305;ENSG00000164733;ENSG000001
65806;ENSG00000169032;ENSG00000171552
;ENSG00000171608;ENSG00000174775;ENS
G00000178607;ENSG00000232810
ENSG00000051382;ENSG00000087245;ENSG
00000091831;ENSG00000100985;ENSG00000
102882;ENSG00000105976;ENSG0000010844
3;ENSG00000111679;ENSG00000112062;ENS
G00000112715;ENSG00000121879;ENSG000
00128052;ENSG00000128602;ENSG00000132
155;ENSG00000135047;ENSG00000138685;E
NSG00000142208;ENSG00000146648;ENSGO
0000154229;ENSG00000154342;ENSG000001
57764;ENSG00000164305;ENSG00000164690
;ENSG00000168610;ENSG00000169032;ENS
G00000171608;ENSG00000173083;ENSG000
00174775;ENSG00000179295;ENSG00000185
386;ENSG00000186298;ENSG00000232810
ENSG00000051382;ENSG00000071242;ENSG
00000080824;ENSG00000082175;ENSG00000
101224;ENSG00000102882;ENSG0000010933
9;ENSG00000112062;ENSG00000121879;ENS
G00000123374;ENSG00000132155;ENSG000
00133101;ENSG00000134057;ENSG00000142
208;ENSG00000145386;ENSG00000157764;E



NSG00000158402;ENSG00000164045;ENSGO
0000169032;ENSG00000170312;ENSG000001
71608;ENSG00000185386

ENSG00000027075;ENSG00000051382;ENSG

Inflamm 00000102468;ENSG00000104321;ENSG00000
atory 109339;ENSG00000112062;ENSG0000012187
mediato 9;ENSG00000125384;ENSG00000125538;ENS

Organismal r 3.09E-  5.13E-0 G00000135914;ENSG00000144481;ENSG000

21 101 ko04750

Systems regulati 09 8 00147246;ENSG00000154229;ENSG00000163
on of 932;ENSG00000171522;ENSG00000171608;E
TRP NSG00000184381;ENSG00000185386;ENSGO
channels 0000186298;ENSG00000196639;ENSG000001

96689

ENSG00000051180;ENSG00000051382;ENSG
00000102882;ENSG00000106799;ENSG00000

108443;ENSG00000109339;ENSG0000011271

Pancreat
Human 591E-  9.27E-0 5;ENSG00000121879;ENSG00000132155;ENS
ic 18 77 ko05212
Diseases 09 8 G00000135446;ENSG00000142208;ENSG000
cancer
00146648;ENSG00000157764;ENSG00000162
434;ENSG00000168610;ENSG00000169032;E
NSG00000171552;ENSG00000171608
ENSGO00000051382;ENSG00000073756;ENSG
00000102882;ENSG00000112062;ENSG00000
VEGF
Environmenta 112715;ENSG00000121879;ENSG0000012805
signalin 7.02E-  1.04E-0
1 Information 16 61 ko04370 2;ENSG00000132155;ENSG00000142208;ENS
g 09 7
Processing G00000154229;ENSG00000162889;ENSG000
pathway
00164867;ENSG00000169032;ENSG00000171
608;ENSG00000174775;ENSG00000185386
ENSG00000007171;ENSG00000051382;ENSG
00000067606;ENSG00000087245;ENSG00000
089250;ENSG00000100985;ENSG0000010288
2;ENSG00000106799;ENSG00000109339;ENS
Relaxin
G00000112062;ENSG00000112715;ENSG000
Organismal signalin 9.96E-  1.40E-0
24 138 ko04926 00121879;ENSG00000132155;ENSG00000136
Systems g 09 7
160;ENSG00000137745;ENSG00000142208;E
pathway
NSG00000146648;ENSG00000154229;ENSGO
0000164867,ENSG00000169032;ENSG000001
71608;ENSG00000174775;ENSG00000185386
;ENSG00000196611
Prolacti ENSGO00000051382;ENSG00000082701;ENSG
n 00000091831;ENSG00000096968;ENSG00000
Organismal 2.09E-  2.80E-0
signalin 17 74 ko04917 102882;ENSG00000109339;ENSG0000011206
Systems 08 7
g 2;ENSG00000121879;ENSG00000132155;ENS

pathway G00000140009;ENSG00000142208;ENSG000



Human

Diseases

Human

Diseases

Environmenta
1 Information

Processing

Human

Diseases

Organismal

Systems

Bladder

cancer

Central
carbon
metaboli
sm in

cancer

cGMP -
PKG
signalin
g
pathway

Prostate

cancer

Regulati
on of
lipolysis
in
adipocyt

€

16

26

43

69

172

101

56

2.87E-
08

4.75E-

08

4.88E-
08

9.73E-
08

1.21E-

07

3.68E-0

5.73E-0
7

5.73E-0

7

1.10E-0

1.31E-0
6

ko05219

ko05230

ko04022

ko05215

ko04923

00148795;ENSG00000168610;ENSG00000169
032;ENSG00000171608;ENSG00000174775;E
NSG00000185386
ENSG00000025708;ENSG00000087245;ENSG
00000100784;ENSG00000100985;ENSG00000
102882;ENSG00000112715;ENSG0000013215
5;ENSG00000135446;ENSG00000146648;ENS
G00000157764;ENSG00000169032;ENSG000
00174775;ENSG00000196611
ENSG00000051382;ENSG00000102882;ENSG
00000105976;ENSG00000113721;ENSG00000
121879;ENSG00000132155;ENSG0000013433
3;ENSG00000142208;ENSG00000146648;ENS
G00000156515;ENSG00000157404;ENSG000
00159399;ENSG00000160211;ENSG00000169
032;ENSG00000171608;ENSG00000174775
ENSG00000043591;ENSG00000102882;ENSG
00000116329;ENSG00000120907;ENSG00000
132155;ENSG00000136160;ENSG0000013873
5;ENSG00000142208;ENSG00000144891;ENS
G00000150594;ENSG00000151617;ENSG000
00156113;ENSG00000163485;ENSG00000164
867;ENSG00000169032;ENSG00000169252;E
NSG00000170214;ENSG00000171105;ENSGO
0000171873;ENSG00000172572;ENSG000001
84160;ENSG00000186298;ENSG00000186642
;ENSG00000188778;ENSG00000274286;ENS
G00000282608
ENSG00000005339;ENSG00000051382;ENSG
00000080824;ENSG00000082701;ENSG00000
100985;ENSG00000102882;ENSG0000011372
1;ENSG00000121879;ENSG00000123374;ENS
G00000132155;ENSG00000142208;ENSG000
00146648;ENSG00000149968;ENSG00000157
764;ENSG00000169032;ENSG00000169083;E
NSG00000171608;ENSG00000174775;ENSGO
0000277893
ENSG00000043591;ENSG00000050628;ENSG
00000051382;ENSG00000073756;ENSG00000
079435;ENSG00000095303;ENSG0000012187
9;ENSG00000142208;ENSG00000163485;ENS
G00000169252;ENSG00000170323;ENSG000
00171105;ENSG00000171608;ENSG00000188

778



Human

Diseases

Organismal

Systems

Environmenta
1 Information

Processing

Organismal

Systems

Environmenta
1 Information

Processing

Endocri
ne 2.01E-  2.03E-0
20 116
resistanc 07 6
e
C-type
lectin
receptor 2.01E-  2.03E-0
20 116
signalin 07 6
g
pathway
FoxO
signalin 2.36E-  2.30E-0
22 139
g 07 6
pathway
Insulin
signalin 3.27E-  3.07E-0
23 153
g 07
pathway
Sphingo
lipid
4.08E-  3.61E-0
signalin 21 132
07 6
g
pathway

ko01522

ko04625

ko04068

ko04910

ko04071

ENSG00000051382;ENSG00000087245;ENSG
00000091831;ENSG00000100197;ENSG00000
100985;ENSG00000102882;ENSG0000010844
3;ENSG00000109339;ENSG00000112062;ENS
G00000121879;ENSG00000132155;ENSG000
00135446;ENSG00000140009;ENSG00000142
208;ENSG00000146648;ENSG00000157764;E
NSG00000169032;ENSG00000171608;ENSGO
0000174775;ENSG00000185386
ENSG00000051382;ENSG00000064012;ENSG
00000073756;ENSG00000102882;ENSG00000
109339;ENSG00000109471;ENSG0000011206
2;ENSG00000121879;ENSG00000125538;ENS
G00000132155;ENSG00000137752;ENSG000
00142208;ENSG00000162889;ENSG00000163
932;ENSG00000171608;ENSG00000172175;E
NSG00000174775;ENSG00000179295;ENSGO
0000185386;ENSG00000232810
ENSG00000005339;ENSG00000051382;ENSG
00000102882;ENSG00000106799;ENSG00000
109339;ENSG00000112062;ENSG0000012187
9;ENSG00000123374;ENSG00000132155;ENS
G00000134057;ENSG00000142208;ENSG000
00146648;ENSG00000149311;ENSG00000157
764;ENSG00000168610;ENSG00000169032;E
NSG00000171105;ENSG00000171608;ENSGO
0000174775;ENSG00000185386;ENSG000002
13923;ENSG00000283900
ENSG00000051382;ENSG00000067606;ENSG
00000068976;ENSG00000079277;ENSG00000
079435;ENSG00000082701;ENSG0000010050
4;ENSG00000102882;ENSG00000108443;ENS
G00000109339;ENSG00000121879;ENSG000
00132155;ENSG00000142208;ENSG00000142
949;ENSG00000156515;ENSG00000157764;E
NSG00000159399;ENSG00000169032;ENSGO
0000171105;ENSG00000171608;ENSG000001
74775;ENSG00000186298;ENSG00000196396
ENSG00000051382;ENSG00000066027;ENSG
00000067606;ENSG00000102882;ENSG00000
103222;ENSG00000109339;ENSG0000011206
2;ENSG00000113575;ENSG00000116329;ENS
G00000121879;ENSG00000132155;ENSG000

00142208;ENSG00000154229;ENSG00000163



Organismal

Systems

Metabolism

Organismal

Systems

Environmenta
1 Information

Processing

Human

Diseases

Choliner
4.10E-
gic 20 121
07
synapse
Steroid
hormon
5.61E-
e 15 72
07
biosynth
esis
Neurotr
ophin
6.16E-
signalin 20 124
07
g
pathway
Rapl
signalin 8.66E-
27 211
g 07
pathway
Melano 1.17E-
15 76
ma 06

3.61E-0

4.79E-0
6

5.11E-0

6

6.97E-0

6

9.15E-0
6

ko04725

ko00140

ko04722

ko04015

ko05218

485;ENSG00000164867;ENSG00000169032;E
NSG00000171608;ENSG00000174775;ENSGO
0000185386;ENSG00000232810;ENSG000002
82608
ENSG00000051382;ENSG00000080644;ENSG
00000096968, ENSG00000101204;ENSG00000
102882;ENSG00000115665;ENSG0000011797
1;ENSG00000121879;ENSG00000133019;ENS
G00000142208;ENSG00000154229;ENSG000
00160716;ENSG00000168539;ENSG00000169
032;ENSG00000171608;ENSG00000174775;E
NSG00000175344;ENSG00000180720;ENSGO
0000181072;ENSG00000184984
ENSG00000086696;ENSG00000101846;ENSG
00000108786;ENSG00000117594;ENSG00000
130948;ENSG00000137869;ENSG0000013806
1;ENSG00000145545;ENSG00000148795;ENS
G00000160882;ENSG00000171234;ENSG000
00176387;ENSG00000179142;ENSG00000196
139;ENSG00000277893
ENSG00000051382;ENSG00000071242;ENSG
00000080815;ENSG00000082701;ENSG00000
100784;ENSG00000102882;ENSG0000010933
9;ENSG00000112062;ENSG00000121879;ENS
G00000132155;ENSG00000142208;ENSG000
00143801;ENSG00000157764;ENSG00000162
889;ENSG00000163932;ENSG00000169032;E
NSG00000171608;ENSG00000174775;ENSGO
0000179295;ENSG00000185386
ENSG00000051382;ENSG00000067606;ENSG
00000102755;ENSG00000102882;ENSG00000
105976;ENSG00000112062;ENSG0000011271
5;ENSG00000113578;ENSG00000113721;ENS
G00000118432;ENSG00000121879;ENSG000
00128052;ENSG00000128271;ENSG00000132
155;ENSG00000138685;ENSG00000142208;E
NSG00000146648;ENSG00000149295;ENSGO
0000154229;ENSG00000157404;ENSG000001
57764;ENSG00000169032;ENSG00000170425
;ENSG00000171105;ENSG00000171608;ENS
G00000174775;ENSG00000185386
ENSG00000051382;ENSG00000102882;ENSG
00000105976;ENSG00000113578;ENSG00000
113721;ENSG00000121879;ENSG0000013215



Organismal

Systems
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Supplementary Table3
name Description Betweenness Centrality Closeness Centrality Degree
Inulobiose comound 0.00434041 0.31404959 3
CREBBP target 0.0158264 0.37254902 2
TYK2 target 0.010209 0.37254902 2
JAK2 target 0.010209 0.37254902 2
JAK3 target 0.010209 0.37254902 2
JAKI target 0.010209 0.37254902 2
RORA target 0.010209 0.37254902 2
MAPK3 target 0.09922822 0.46341463 3
Eremopetasidione comound 0.20728131 0.41758242 10
TGFBRI target 0.02560455 0.33333333 2
ILIB target 0.02560455 0.33333333 2
Carvylpropionate comound 7.11E-04 0.25503356 2
PRKCA target 0.06845798 0.38 3
3 O Caffeoyl 1 O
comound 0 0.27737226 1
methylquinicacid
PIK3CA target 0.01453678 0.35185185 2
MAPKI11 target 0.0137547 0.35185185 2
RAF1 target 0.01453678 0.35185185 2
2_Dodecylbenzenesu
comound 0.07905023 0.36893204 6
Ifonicacid
Sterol comound 0 0.28148148 1
MAP2K1 target 0.02933351 0.36538462 2
MAPK 14 target 0.02320451 0.36538462 3
RORC target 0.05132536 0.39583333 4
STAT3 target 0.0138141 0.34545455 3
HSP90AAL target 0.0416347 0.37254902 4
PerillosideC comound 0.05861554 0.38383838 6
ESR1 target 0.09941723 0.3877551 4
AKTI target 0.0054147 0.32758621 2
GSK3B target 0.0054147 0.32758621 2
PIK3CD target 0.0054147 0.32758621 2
PIK3CB target 0.0054147 0.32758621 2
Moclobemide comound 0.01705615 0.2992126 5
MAPK10 target 0.01486148 0.34545455 2
HDACI1 target 0.0368812 0.37254902 3
CorchoionosideB comound 0.03591825 0.35514019 4
HRAS target 0.04179788 0.34545455 3
IL2 target 0.05850047 0.36538462 4
5_Megastigmen_7_y comound 0.00759509 0.33628319 2
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