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Abstract :

The objective of this work is to study the structural, electronic and magnetic
properties of the perovskite compound LaFeOs by using the linearly increasing
plane waves with full potential (FP-LAPW) method integrated into the Wien2K
program within the framework of the density functional theory (DFT), using
different approximations of the generalized gradient GGA. The calculation
showed good agreement of the crystal lattice constant, the compressibility
modulus and the first derivative of the compressibility modulus with the available

results. Analysis of the structure of the energy bands and the density of states

revealed that, the semiconducting nature of the compound LaFeO:s.

Key words: DFT, LaFeQs, Perovskite, Wien2K.
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