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Theoretical Study on the Isomerization, Oxidation and Decomposition
Reaction of 1,2-dimethyl Butyl Ketone Group Radical

LI Yanping', LIU Xiangyu®’, WANG Yuguan', JI Yonggiang®

(1. College of Petrochemical Engineering, Yinchuan Energy Institute, Yinchuan 750105, China;
2. College of Chemistry and Chemical Technology, Ningxia University, Yinchuan 750021, China)

Abstract: The isomerization, oxidation and decomposition reaction of 1,2— dimethyl Butyl ketone group radicals were
systematically studied at the level of B3LYP/6—31g(d). The geometries of reactants, the transition states and the products
were completely optimized. All the transition states and connectivity were verified by the vibrational analysis and the internal
reaction coordinate (IRC) calculations. By the comparison of reaction barriers, the main channel and other channel of reaction
had been found. The results showed that decomposition reaction were easier produced and the main reaction product was acetal-
dehyde, which had consistented with the experimental results.
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