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ABSTRACT

Electronic structure and spin moment of Ce;_ , Y, Fe, are calculated using a fully self-consistent discrete variational
method within the local density framework. These results are used to explain the effect of magnetic properties and magne-
tostriction on Ce-site substituted by Y in CeFe,. Stoner action obtained indicates that the local Fe magnetic moment pro-
vides mainly the weak ferromagnetism from CeFe, and Ce-site local moment is unstable. The local magnetic moment of
Fe-site depends strongly on the volume change of the investigated system which does not noticeably affect the density of
state and magnetic properties. The Ce-site substituted by Y results in two effects on electronic structure that is the de-
scent of Fermi surface and the descent of the main peak of Ce 4f energy level. The competition of the two descents results

in the fluctuation of Ce valence.

Keywords Ce;_,Y Fe, electronic structure spin moment magnetostriction

PACC 7525 7530

" Project supported by the National Natural Science Foundation of China Grant No. 59871062 .



