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CNDO calculations on transition metal compounds VI: The electronic structures of NiCp2 and
Ni2Cp3~+
WANG ZHIZHONG,SHEN ERZHONG

Abstract The electronic structures of mono- and dinuclear metallocenes NiCp2 and Ni2Cp3+ have been calculated by
means of CNDO method. The bonding in both the two compounds have been analyzed and discussed from the compns.
of wave functions and d. contour maps and a comparison between NiCp2 and Ni2Cp3+ have been carried out. The
characters of chem. bonds in both NiCp2 and Ni2Cp3+ have been indicated.
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