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THE LMTO METHOD STUDY OF ELECTRONIC STRUCTURE
AND MAGNETISM OF NdFe, Mo, COMPOUNDS
WITH ThMn,, TYPE STRUCTURE
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ABSTRACT
In this paper, LMTO method is described briefly. We applied it to calculate the electronic
structure of NdFe oMo, with interstitial N atom which is related to the tetragonal ThMn,, structure.
From the variation of density of states we can obtained the magnetic moment. The function about
variation of magnetic moment after nitration is discussed and campared with calculated local magnetic
moment. In NdFe;qMo, compounds with interstitial N atom, the 8; site has its minimal magnetic

moment.
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