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天冬氨酸热解机理的MNDO研究  
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摘要   本文用MNDO方法全优化计算了天冬氨酸及其热解的中间产物和产物分子的几何构型.
通过对计算结果如键长,键级,双原子作用能以及总能量与键长R~C~-~C,R~C~-~N变化关系的分析,
提出了天冬氨酸的热解机理,与实验结果基本相符, 但关于中间产物的热解,我们认为很可能是先失去CO~2,
而不是CO 
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Studies on thermolysis of asparaginic acid by MNDO method 

WANG HUIXIAN,LUO MINGDAO,QU SONGSHENG,OU YANGLI,LUO DALIN

 

Abstract  The mol. geometries of asparaginic acid, thermolysis intermediates and the end products were optimized by 
MNDO method. The mechanism of thermolysis was discussed. 
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