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Abstract

In this work, the structural properties of Na,O in cubic structure were investigated by first-principles
calculations. The total energies as a function of volume of a unit cell of cubic Na,O were calculated and
fitted data to the Birch - Murnashan’s equation of state. Then the structural properties such as the
equilibrium energy (E,), the equilibrium volume (V,), the bulk modulus (B,), and its pressure derivative (B',)
were obtained. The obtained parameters are £, = -44.88 eV, V, = 1755 A, B, = 454 GPa, and B’y = 4.3
The calculated results are in good agreement with the values from literature, indicating that our calculations

are reliable.
Keywords: structural properties, Na,O, first-principles calculations

1. unin

asUszneuluiisusenlud (Na,0) lisumnuauladnwmianinideswauinnuasinisuszgndldanud
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