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Study on the reactivity of radical-molecular addition reaction using quantum method
WANG GUICHANG,PAN YINMING,ZHAO XUEZHUANG

Abstract In this paper, the reactivity of radical-molecular addition reaction was studied in terms of MNDO semi-
empirical method and the generalized perturbation theory. It is found that a good relationship exists between the second
perturbation energy and the activation energy. In addition, the factors affecting the reaction reactivity were also discussed.
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