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二环丁烷[1.1.0]开环反应的量子化学研究  
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摘要   本文用MNDO方法研究了二环丁烷[1.1.0]开环反应的反应途径, 并优化了该反应的反应物、

产物和过渡态的结构, 在理论上证明了此开环反应的反应机理。 
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A quantum chemical study on ring opening reaction of the bicyclobutane[1.1.0] 

TANG ZUOHUA,CHEN JIANSHE,SUN ZEMIN,TIAN ANMIN,YAN GUOSEN

 

Abstract  MNDO method has been employed to study reaction pathway and to optimize structure of reactant, transition 
state and product of ring opening reaction for the bicyclobutane [1.1.0]. The reaction mechanism has been shown by 
theory. 
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