Accepted Manuscript

Structural, elastic and anisotropic properties of CuZr from first-principles
calculations

Guohui Yi, Xinyu Zhang, Jinliang Ning, Jiagian Qin, Xiaowei Sun, Qin Jing,
Mingzhen Ma, Riping Liu

PII: S0254-0584(17)30775-7

DOI: 10.1016/j.matchemphys.2017.10.002
Reference: MAC 20040

To appear in: Materials Chemistry and Physics
Received Date: 30 August 2016

Revised Date: 11 August 2017

Accepted Date: 01 October 2017

Please cite this article as: Guohui Yi, Xinyu Zhang, Jinliang Ning, Jiagian Qin, Xiaowei Sun, Qin
Jing, Mingzhen Ma, Riping Liu, Structural, elastic and anisotropic properties of CuZr from first-
principles calculations, Materials Chemistry and Physics (2017), doi: 10.1016/j.matchemphys.
2017.10.002

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service to
our customers we are providing this early version of the manuscript. The manuscript will undergo
copyediting, typesetting, and review of the resulting proof before it is published in its final form.
Please note that during the production process errors may be discovered which could affect the
content, and all legal disclaimers that apply to the journal pertain.



ACCEPTED MANUSCRIPT

Highlights
1. We systematically investigate structural and elastic properties of CuZr.
2. B19' CuZr shifts to a B33 phase upon geometry optimization.

3. We present detailed anisotropic elastic moduli of the two phases by 3D models.
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