Accepted Manuscript

Chinese Journal of

Physics

Theoretical investigations of phases of AlAs by first-principles

Chuanshuai Zhu, Ruike Yang, Qun Wei, Dongyun Zhang

PII: S0577-9073(18)30697-X

DOI: https://doi.org/10.1016/j.cjph.2018.09.010
Reference: CJPH 631

To appear in: Chinese Journal of Physics

Received date: 15 May 2018

Revised date: 8 July 2018

Accepted date: 6 September 2018

Please cite this article as: Chuanshuai Zhu, Ruike Yang, Qun Wei, Dongyun Zhang, Theoret-
ical investigations of phases of AlAs by first-principles, Chinese Journal of Physics (2018), doi:
https://doi.org/10.1016/j.cjph.2018.09.010

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.


https://doi.org/10.1016/j.cjph.2018.09.010
https://doi.org/10.1016/j.cjph.2018.09.010

ACCEPTED MANUSCRIPT

Highlights

® Five potential novel phases of AlAs are proposed.

® The electronic properties are calculated by hybrid functional.
® Pmn2;-AlAs and Pbam-AlAs have direct band gaps.
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