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Study of electronic structure and magnetism of full-Heusler
FeMnCrSn alloy based on first-principles calculation
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( College of Science s Yanbian University , Yanji 133002, China )

Abstract: We investigated the electronic structures, magnetism, and half-metallic properties of quaternary full-
Heusler FeMnCrSn alloy by first-principles calculation. Calculated results show that 1) the structural stability
of FeMnCrSn is not only related to the atomic ordering in the unit cell, but also related to the magnetic cou-
pling between the magnetic atoms; 2) the alloy with the II-structure has a lowest energy, thus the structure is
most stable, the alloy with the I-structure is meta-stable, and the alloy with the III-structure is most unstable;
3) the alloy with the I- and II-structures has high spin-polarization, whereas the spin-polarization is low in the
I1I-structure.
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