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Computational workflow
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Database content
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Parent compounds Metabolites Similarity searc

PubChem
Compounds’s name InChi Key SMILES

DYSXLQBUUOPLBB-
Download 2,3-Dinitrotoluene 1-methyl-2,3-dinitrobenzene 11761 Q CC1=CC=CC([N+](=0)[0-])=C1[N+](=0)[O-]
UHFFFAQYSA-N

24,5-Trichlorobiphenyl 1,2,4-trichloro-5-phenylb 27514 VGVIKVECUATMNG= 1 c(ey=c(ca=ce=ce=cayc=cicl
- - 4 5-Trichlorobiphenyl 2,4-trichloro-5-phenylbenzene = = =CC=CC= =
Previous 2 3 4 5 . 31 MNext < 2 [P UHFFFAOYSA-N
- - RMBFBMJGBANMMK-
24-Dinitrotoluene 1-methyl-2,4-dinitrobenzene 8461 CC1=CC=C([N+](=0)[O-])C=C1[N+](=0)[O-]
. . ) UHFFFAQYSA-N
Dietary supplement Dietary supplement Dietary supplement

(25,35,45,5R 6R)-3,4,5-

2-Amino-3-
e=Anl=s trihydroxy-6-[(3-methyl-2-

methylimidazo-(4,5- o YLRCRCCBJUCMKF-
L imidazo[4,5- 3035934 CNT1C(NC2OC(C(=0)0)C(0)C(0)C20)=NC2=C3C=CC=NC3=CC=C21
o figuinoline N- SBJFKYEJSA-N

flquinolinyl)amino]-2-
oxanecarboxylic acid

glucuronide

2-Chloro-5-nitro-N-

2-chloro-5-nitro-N- DNTSIBUQMRRYIU-

N=CICI=CC=CC—CNC1=COMN L =IO N=CC = 1]

Showing 1 to 10 of 368 entries Previous 2 3 4 5

Quercetin

Geniposide Naringin

Type: Dietary supplement
PubChem: 5280343

DrugBank: DBO4216

Dietary supplement Dietary supplement

IUPAC: 2-(34-dihydr .5, 7-trihydroxy-1 pyran-4

Standard InChl: InChl=15/C15H1007/c16-7-4-10(19)12-11(5-7)22-15(14{21)13(12)20)6-1-2-8(17)9(18)3-6/h1-5,16-
19.21H

Standard InChiKey: REFJWTPEDVIIY-UHFFFAQYSA-N
SMILES: 0=C1C(0)=C(C2=CC=C(O)C(0)=C2)0C2=CC(0)=CC(Q)=C12
Metabolism-related information:  Increase activity and absorption

Reference: 10.1155/2015/905215

Metabolites

Show ‘ entries Search:

Quercetin Trans-resveratrol Daidzein

Chemical . Reaction
Structure Metablite's name name Genus Species Reference

3-(3 4-Dihydroxyphenyl)propionic acid Cleavage Eubacterium  ramulus 10.1155/2015/905215

pas i g

http://www.way2drug.com/hgmmx/
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MDM-pred models
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http://www.way2drug.com/mdm-pred/
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