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The First-Principles Study for Structural and Finite
Thermodynamic Properties of GaN and ScN

ZHOU Ming-lin, SHANG Xin-hua

(Department of Computer Science, Xinyang Agricultural College, Xinyang He'nan 464000, China)

Abstract: The structural, phonon and finite temperature thermodynamic properties of rock salt ScN and GaN has

been calculated by first-principles calculations. The supercell method is used to calculate the phonon density of

states. Additionally, by the quasistatic approach, the thermal expansion efficient, heat capacity and entropy are pre-

dicted. Present results are in good agreement with the available experimental data.
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