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Abstract

have been investigated BaXO3 (With X=Fe,Mn)The structural, electronic and magnetic properties of
using the full-potential linearized augmented plane wave method and flexibility (FP-LAPW ( integrated
in the Wien2k program within the framework of the density functional theory DFT, using different
approximations of the generalized gradient GGA and GGA-EV, We were able to calculate of the crystal
lattice constant, the compressibility modulus and the first derivative of the compressibility modulus
Analysis of the structure of the energy bands and the density of states revealed the semiconductor nature
of the compound and determination of the total and partial magnetic moment of the compound.

Key words: Perovskite, Wien2k, FP-LAPW, DFT, GGA.



