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Abstract
Compared with the experiment results, the atomic moment of Coy, Fe,;  Mn Si,; dependending on composition and
half-metalic of these alloys have been investigated by GGA + U method. It has been found that with the increase of Mn
content, Coy, Fe,;  Mn Si,; alloys always maintain a high ordered L2, structure and the total moment of these alloys
decrease linearly which is mainly attribute to the reduction of Co atomic moment. It has also been found that with the
increase of Mn content, Co,,Fe,;  Mn Si,; alloys maintain 100% spin polarization and Fermi level move from the edge of

the energy gap to the middle of the energy gap while the gap-width has changed.

Keywords: magnetic properties, half-metal, Heusler alloys
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