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摘要   根据甲亚胺(H2C=NH)1,1-脱氢生成CNH的IRC途径,用ab inito4-31G基组计算了反应进程中的各点,
着重从量子拓扑学的角度讨论了化学键的性质、强度、原子的电子集居等诸拓扑指标的变化,直观、清晰、

定量地描述了H(1)-C键断裂,H(1)-H(2)键形成及从母体脱除的协同非同步过程.该方面的研究未见文献报道. 
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Quantum topological study on the reaction path of 1,1-dehydrogenation of methylenimine 

CAI XINHUA,MENG LINGPENG,ZHENG SHIJUN,CHEN PING,ZHAO CHENGDA

 

Abstract  The IRC path on the hypersurface of the title reaction of H(1)CH(2)=NH (I), to give :C=NH, is found and the 
ab initio (4-31G) calcns. of the change in quantum topolog. properties (e.g., the characteristics and strengths of bonds, 
electronic populations of atoms, etc.) provide a quant. description of the H(1)-C bond cleavage, the formation and 
departure of H(1)-H(2) from I. The title reaction is cooperative but not synchronous. 
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