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开环夹心化合物 IX. STO-3G从头计算法研究戊二烯负离子及其甲基取代衍生物的构象  
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摘要   用STO-3G基组的从头计算和DFP梯度几何优化方法对戊二烯负离子(C5H7^-)
及其甲基取代衍生物进行了骨架优化。得到C5H7^-
构象异构体的稳定顺序为W>S>U。而甲基取代的戊二烯负离子, 其顺序取决于甲基取代的位置。 
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Open metallocene. IX. Ab initio study of conformations of pentadienyl anion and its methyl 
substituted derivatives 
ZHANG YUNHONG,LIU JUZHENG,YU HENGTAI,WANG ZHIZHONG,TANG AOQING

 

Abstract  ab initio Calculation with STO-3G basis sets and DFP geometry optimization method were used to study 
conformation stability of pentadienyl anion and its Me substituted derivatives For pentadienyl anion, the stability 
sequence is W>S>U. But for the Me substituted derivatives of pentadienyl anion, the stability sequence is determine by 
the positions of the Me group. 
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