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Bonding and Electronic Structure of Ni,Si

Xu Yongnian
(Institute of Modern Physics, Fudan University)

Xu Jianhua
(Shanghai Institute of Metallurgy, Academia Sinica)

Abstract

By using self-consistent LMTO method, the caleulated band structure of NisSi is
in reasonable agreement with the LCGO result; on the other hand, a substantial diffe-
rence between the two results is mentioned. The result obtained by us shows that the
ionicity is negligibly small in the NisSi, each Ni atom has 10.03 electrons, while the
number of Ni 3d electrons is slightly decreased with respect to the pure metallie nickel.
The comparision between the ealculated Ni 3p core level shift and the A. Franeciosi et
al. photoemission experimental data indicates that the size of the charge transfer seems

reasonable.
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