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CNDO Calculations on Transition Metal Compounds
VI. The Electronic Structures of NiCpg and NizCps

Wang Zhi~Zhong* Shen Er-Zhong
(Institute of Theoretical Chemistry, Jilin University, Changchun)

Abstract

The electronic structures of mono- and dinuclear metallocenes NiCp, and Ni,Cps

have been calculated by means of CNDO method. The bondings of the two compounds
bave been analyzed and discussed from the compositions of wave functions and density
contour maps and a comparison between NiCps and NigCpi have been carried out. The
characters of chemical bonds in both NiUp, and NisCpF have been indicated.



