NG
2CIS .
= All Sciences Abstracts,

AS-ABSTRACTS Volume 1, pp 4, 4, 2023
https://as-proceeding.com/index.php/as-abstracts Cx)é?y,:la%h{ﬁé?sj
All Sciences Proceedings ISSN: 2980-1834
http://as-proceeding.com/ © 2023 Published by All Sciences Proceedings

AB-INITIO STUDY OF STRUCTURAL, ELECTRONIC AND
MAGNETIC PROPERTIES OF RbFeOsAND CsFeOs MATERIALS

Ahmed Memdouh Younsi'? *, Abdelaziz Rabehi?

tUniversity of Biskra, Laboratory of Physics of Photonics and Multifunctional Nanomaterials,
BP 145, RP, 07000 Biskra, Algeria.

2Materials Science and Informatics Laboratory, University of ZianeAchourDjelfa, Post
Office Box 3117, 17000 Djelfa, Algeria.

*(ahmed.younsi@univ-biskra.dz) Email of the corresponding author

Abstract —A density functional theory DFT was applied to calculate structural, electronic and magnetic
properties of Alkali iron perovskites. Gradient generalized approximations GGA-PBE and GGA-WC
within DFT were implemented in CASTEP code (Cambridge Serial Total Energy Package) to conduct
our calculations. Ultra-soft plane wave pseudo-potentials were used to solve Cohen-Sham equations. For
the two materials RbFeO3s and CsFeOs, we found cubic and ferromagnetic ground states. Results indicate
also lattice parameters between 3,80A° and 3,96A° and magnetic moments between 4,45 pg and 4,57us.
Band structures showed that both materials were conductors. This work prospect that the two compounds
candidate to utilize in spintronics technology.
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