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Ab initio investigation on reaction of ozone with singlet carbene
Li Laicai,Liao Xianwei,Wang Xin,Tian Anmin
Sichuan Normal Univ, Dept Chem Eng.Chengdu(610066);Sichuan Univ, Dept Chem.Chengdu(610064)

Abstract The reaction mechanism of ozone and singlet carbene has been studied by means of the Gaussian-3 method to
optimize the geometries of reactions, transition states, intermediates and products. The energies and structures of the
important transition states, intermediates are reported for the first time. The results show that there are two different
reaction pathways on the reaction of singlet carbene and ozone: the two reaction pathways may take place under suitable
condition and nucleophilic reaction isrelatively easier. Furthermore, two reactions are strong exothermic reactions.
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