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QUANTUM CHEMISTRY COMPUTATIONS FOR
MODEL MOLECULES OF THE ULTIMATE €ARCIN-
OGENS OF CHRYSENE AND 5-METHYLCHRYSENE

Zkang Daren

(Research Center for Eco-Environmental Sciences, Academia Sinica)

ABSTRACT

The model molecules of metabolic ultimate carcinogens(diol-epoxides) of
chrysene and 5-methylchrysene were calculated with ab initio method, The
results showed that due to the effect of a bay region methyl group,the dip-
ole moment and coefficient of the LUMO for diol-epoxide of 5-methylchry-
sene are more favourable to the reaction of the epoxy group with a nucleo-
philic site of DNA, Moreover, an increase in electron density of epoxy ring
promotes the effect of H* catalysis, Accordingly, the carcinogenicity of 5-
methylchrysene is enhanced,



