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<Template for interaction of CYP2E1 with substrates>

6-Aminochrysene
(as inhibitor)

‘ 7,12-Dimethylbenzo[a]anthracene

‘ Benzo[a]pyrene

Pyrene ‘

1 _ i -

Benzo[a]pyrene 7,8-dihydrodiol G 1-Methylpyrene ‘

1-Nitropyrene ‘

‘ Oxidized site
i

Dibenzo[a,h]anthracene

AV Boundary

A core space of CYP2E1 active site was extracted from polycyclic aromatic hydrocarbons substrates
and inhibitor. Arrows indicate the major site of the oxidation (interaction with heme - oxygen). Assumed
space boundary is shown as chain.
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<List of chemicals associated with CYP2E1>

Acetaminophen, Acetone, Acetonitrile, 2-Acetylbenzothiophene, Acrylonitrile, S-adenosyl-I-methionine,
Ametryne, 6-Aminochrysene, Amino[a]carboline, 3-Amino-1,2,4-triazole, Aniline, 2-Anisidine, Anisole,
Anthracene-9-carboxaldehyde, 9-Anthraldehyde, Arachidonic acid, Atrazine, Benzo[a]pyrene,
Benzo[a]pyrene-7,8-dihydrodiol, 2,2'-Bipyridine, 1,3-Butadiene, {-Butylacetylene, N-Butylaniline, t-Butyl
ethyl ether, 4-fert-Butylioluene, Caffeine, Carbamazepine, 4-Chloroaniline, 2-Chloro-4-toluidine, 4-Chloro-2-
toluidine, Chlorzoxazone, Coumarin, 4-Cyclopropylanisole, 4-Cymene, 4-Cresol, Dacarbazine, cis-
Crotononitrile, Dapsone, Deprenyl, Diallylsulfone, 2,4-Diaminoanisole, 2,4- and 2,6-Diaminotoluene,
Dibenzo[a,h]anthracene, 1,2- and 1,4-Dichlorobenzene 1,2-Dichloro-1-fluoroethane, 1,1-Dichloro-2,2,2-
trifluoroethane, Diethyl ether, N,N-Diethylthiocarbamate, 2,5-Difluoroaniline, 2,3- and 2,6-Dimethylaniline,
7,12-Dimethylbenzo[alanthracene, 2,6-Dimethylnaphthalene, Dimethylsulfoxide, 1,3-Dinitrobenzene,
Enflurane, Estragole, Ethosuximide, Ethylbenzene, Ethyl isocyanide, Ethylmorphine, 1-Ethylpyrene,
Flutamide, Furan, Genistein, 1,1,2,3,3,3-Hexafluoropropyl methyl ether, 13-Hydroperoxy-9,11-
octadecadienoic acid, 3-Hydroxypyridine, Isoflurane, Isoprene, Isoquinoline, Lauric acid, (R+)-Menthofuran,
7-Methoxy-4-trifluoromethylcoumarin, 3-Methylacetanilide, Methylamino[a]carboline, 2- and 4-
Methylanisole, Methyleugenol, N-Methylformamide, 3-Methylindole, 6-Methylnorharman, 4-Methylpyrazole,
1-Methylpyrene, 4-Methyltriazole, Nabumetone, Naphthalene, 2- and 4-Nitroanisole, Nitrobenzene, 6-
Nitrochrysene, 4-Nitrophenol, 1-Nitropyrene, N-Nitrosobenzylmethylamine, N-Nitrosodimethylamine, N-
Nitrosodiethylamine, N-Nitrosodipropylamine, N-Nitrosodiamylamine, N-Nitrosoethylmethylamine, 2-, 3-
and 4-Nitrotoluene, Norharman, Oleic acid, 13-Oxo0-9,11-tridecadienoic acid, Pargyline, Phenanthrene,
Phenethyl isothiocyanate, Phenylacetylene, 5-Phenyl-1-pentyne, Propofol, 2-n-Propyl-quinoline, Pulegone,
Pyrene, Quinoline, Safrole, Styrene, 4-Vinylcyclohexene, 1,2,3,5-Tetrachlorobenzene, Theobromine,
Theophylline, Toluene, 2-Toluidine, Tranylcypromine, 1,2,4-Trichlorobenzene, 1,1,2-Trichloro-2-
fluoroethane, 2,2,2-Trifluoroethanol, 1,2,4-trimethylbenzene, Urethane, Vinylcarbamate, 1,2-, 1,3- and 1,4-
Xylene. (Total 125 chemicals)
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*Bogaards,et al., 1995
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