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We employed first principles calculations to predict the structural and thermodynamic properties of of K1-xNaxFeF3(x=0,0.25, 0.5, 0.75) alloy using the pseudopotential method with the plane wave (PP) in the context of the functional theory of the DFT density. The structural properties are obtained by minimization of energy in function of volume. Elastic constants C11, C12 and C44 and mechanical properties as shear modulus , Young’s modulus , Poisson coefficient v, compressibility    and Lame´ are calculated. The thermodynamic propreties (thermal expansion, bulk modulus, heat capacity and the Debye temperature) in function of pressure and temperature are obtained using the quasi harmonic Debye model.
























