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Abstract

In the present work, by using the first-princilpes
calculations within the density functional theory
framework, the structural, electronic and magnetic
properties of AICu2Mn and CuHgTi crystal struc-
tures of the full-Heusler compound Co2TaGa were
studied. The results indicate that the ground state
of this compound is AlCu:Mn-Type with ferro-
magnetic order and a magnetic moment of 2.00us.
The results of electronic structure calculations
show that the ground state has a half-metallic na-
ture with an energy gap of 0.48eV and 100% spin
polarization. According to the results of this study,
the Coz:TaGa Heusler compound can be recom-
mended as a novel material for future aims in
spintronic applications.
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