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Reaction M echanism and Dynamic I nvestigations of Poly-channel Decomposition Reactions of
o-Pyridyl Radical
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Abstract Utilizing Gaussian94 program package, all speciesinvolved in decomposition reactions of o-pyridyl radical
were optimized fully at B3LY P/6-311+ +G** level. Intrinsic reaction coordinate cal cul ations were employed to confirm
the connections of the transition states and products, and transition states were ascertained by the number of imaginary
frequency (0 or 1). The reaction mechanism was elucidated by the vibrational mode analysis and electronic population
analysis, and the reaction rate constants were calculated with transition state theory.
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