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Fig. 1 The elastic constants versus pressure at 0 K
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Fig. 2 The anistropy factor versus pressure Fig. 3 The P-V relations of NiTi, at different temperatures
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First-principles Determination of the Thermodynamics of NiTi, Alloy

WAN Zhongjun, CHENG Hao, SUN Dan, HE Yu, HU Cuie
(College of Physics and Electronic Engineering, Chongqing Normal University, Chongqing 401331, China)

Abstract: [ Purposes ] To investigate the thermodynamics of NiTi;under high pressure and high temperature. [ Methods ] The first-

principle calculations and quasi-harmonic Debye approximation has been used here. [ Findings | The elastic constants and the elastic

anisotropy factor were obtained. Meanwhile, the thermodynamic properties of NiTi, alloy are predicted successfully. [ Conclusions ]

The results are contributing to construct the database of Ni-Ti alloy system.

Keywords: NiTi,; thermodynamics; first-principles
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