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Open metallocene. | X. 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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