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Simulation on Fluorescent Spectra of Three Organophosphorus Pesticides

WANG Ying, FAN Jie
(School of Chemistry and Pharmaceutical Engineering, Sichuan University of Science & Engineering,

Zigong 643000, China)

Abstract; The compounds molecule of three kinds of organophosphorus pesticides are studied theoretically. The geomet-
ric configurations of three organophosphorus compounds are optimized by B3LYP method of quantum chemistry on basis set
level 6-31G. Vibrational analysis is completed for the compounds, and steady ground state is obtained. And then fluorescent
spectra are calculated by singly excited configuration interaction method ( CIS) on basis set 6-31G. The calculated resulis are
in accordance with the fluorescent spectra in the reference. All calculations use the Gaussian 03 program.
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