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ABSTRACT The electronic structures of LaNig, which were applied to analyze the bonding styles be-
tween hydrogen and alloying elements in LaNis alloy and roles of hydride forming and non—forming ele-
ments, were investigated by the SCC-DV-X,, (self-consistent—charge discrete variational X, ) method.
It was found that the covalent bond is formed by Nidp orbit hybriding with Hls orbit, and the delo-
calized bond which is weaken when hydride is formed, is formed among Ni atoms and La atoms. The
a axis of LaNis unit cell can been changed easier than ¢ axis when hydrogen atom was absorbed.
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Fig.1 Cluster model used in the calculation
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Fig.3 The 4p-type DOS of Ni atom and the 1s-type DOS

of H atom
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Fig.4 The molecular orbit distribution in the clusters of
LazNilz (a.) and LazNile (b)
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