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Electronic States of Li-GIC

Zhang Kaiming and Ye Ling
(Institute of Modern Physics, Fudon University)

Abstract

A cluster model is proposed. The most stable geometry of IiC, is determined by
minimizing the total energy of the cluster calculated by the charge self-consistent EHT
method. The charge transfer between Li and C, and the density of states are calcula-
ted. It is found that LiCe is a donor compound with metallic properties. Aeccording
to the SCF charge transfer, the modified ionization energy of different atoms in the
cluster can also be worked out and can be used as parameters for the tight-binding
band-structure calculation. In parallel with the TB method, the Green’s function
method is also used for qualitatively analyzing the electronic states contributed from
Li and C.





