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Abstract: In this paper, we investigate the structural, electronic and optical properties of
tetragonal and cubic phase of Sr;NiWOs. The calculations have been performed using the
FP-LAPW method in the framework of perturbation density functional theory whit
GGA+U approximation by Wien2k package. In this research structural properties of
SroNiWOs such as lattice constants, bulk modulus and its derivative properties are
investigated during structural calculations. The result of band structureshow that there is
bandgap 2.80 eV for tetragonal and 2.73 eV for cubic phase. The calculated are in good
agreement with theoretical and experimental results.

Keywords: Double perovskites, density functional theory, bulk modul, bandstructure.

|100112322235214“1.285 [ Downloaded from ijcse.ir on 2025-08-02 ]

[ DOR:

€9
©


https://dor.isc.ac/dor/20.1001.1.23222352.1400.10.2.8.5
http://ijcse.ir/article-1-865-fa.html
http://www.tcpdf.org

