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Abstract

iIn this work, we conducted a theoretical study to calculate the structural, electronic, magnetic,
gand optical properties of two compounds, MnAgF3 and NiAgF3, within the framework of
gDensity Functional Theory (DFT) using the Wien2k program based on the Full-Potential
gLinearized Augmented Plane Wave (FP-LAPW) method. We utilized both the Generalized
iGradien‘[ Approximation (GGA) and the modified Becke-Johnson (mBJ) approximation to
:calculate the exchange-correlation potential. For the structural properties, we determined the
:Values of the lattice constant, compressibility modulus, and cohesive energy. To understand the
:electromc behavior of each compound, we calculated and analyzed the electronic band structure
:and the total (TDOS) and partial (PDOS) electronic density of states. Additionally, we studied
:the total and partial magnetic moments of the atoms constituting the three compounds. Finally,
:we calculated the optical properties of both MnAgF3 and NiAgF3 by computing the real and
:Hnagmary parts of the dielectric function and subsequently deriving other optical parameters
I
i

:such as absorption, refractive index, extinction coefficient, and optical conductivity..
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