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Abstract (300 word limit)

The structural, electronic, elastic and elastic properties of full-Heusler alloys Cs2CrGe are examined in this study using FP-LAPW method based on density functional theory. Results of our calculations predict that the Hg2CuTi-type structure is more stable than the Cu2MnAl-type structure and the ground state of this alloy is ferromagnetic. The total magnetic moment calculated is according to the Slater-Pauling rule µtot =NV-18 for full-Heusler alloys. The band structure of Cs2CrGe shows half metallic in spin down for the three approaches GGA, GGA+U, and mBJ-GGA with an important magnetic moment equal to 4µB and which is in good agreement with the Slater-Pauling rule. 
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Fig.1. Total energy as a function                                                                           

        of volume for Cs2 CrGe in (FM)       

       and (NM) phase 
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      Fig.2.  Spin-up and spin-down band structures 

      of Cs2CrGe using GAA, and mBJ-GGA
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