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Theoretical Study on Reaction between O(3P) and CH,=CHCI
HU Wu-Hong*, SHEN Wei
(Department of Chemistry, Fuling Normal College, Fuling, Chongging 408003)

Abstract By means of the density functional theory and QCISD (Quadratic configuration interaction calcul ation)
methods, the reaction between O(3P) and CH,=CHCI has been studied. The geometries for the reactants, products,

intermediates and transition states have been completely optimized at UB3LY P/6-311+ +G(d,p), UB3LY P/6-311+ +G
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(3df,3pd) computational levels. All the transition states have been verified by the vibrational analysis and the internal
reaction coordinate calculations. The mechanism of the reaction has been confirmed. In view of energies, the channel of
forming the products CH,=CHO+Cl is more favorable than the other channels.
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