IOPSClence iopscience.iop.org

Home Search Collections Journals About Contactus My IOPscience

Phase stability of ZnO from first-principles calculations (abstract only)

This article has been downloaded from IOPscience. Please scroll down to see the full text article.
2008 J. Phys.: Condens. Matter 20 064220
(http://iopscience.iop.org/0953-8984/20/6/064220)

View the table of contents for this issue, or go to the journal homepage for more

Download details:
IP Address: 129.252.86.83
The article was downloaded on 29/05/2010 at 10:32

Please note that terms and conditions apply.



http://iopscience.iop.org/page/terms
http://iopscience.iop.org/0953-8984/20/6
http://iopscience.iop.org/0953-8984
http://iopscience.iop.org/
http://iopscience.iop.org/search
http://iopscience.iop.org/collections
http://iopscience.iop.org/journals
http://iopscience.iop.org/page/aboutioppublishing
http://iopscience.iop.org/contact
http://iopscience.iop.org/myiopscience

IOP PUBLISHING JOURNAL OF PHYSICS: CONDENSED MATTER

J. Phys.: Condens. Matter 20 (2008) 064220 (1p) doi:10.1088/0953-8984/20/6/064220

Phase stability of ZnO from
first-principles calculations

Jan Wrobel!? and Jacek Piechota®

! Faculty of Physics, Warsaw University of Technology, Warszawa, Poland
2 Interdisciplinary Centre for Materials Modelling, Warsaw University, Warszawa, Poland

Received 17 December 2007
Published 24 January 2008
Online at stacks.iop.org/JPhysCM/20/064220

Abstract

First-principles calculations of the phonon dispersion relations and the phonon density of states
for ZnO polymorphs: wurtzite, zinc-blende, rocksalt structures, and as yet the experimentally
undiscovered CsCl structure, are presented. All the phases were exposed to pressures ranging
from 0 to 20 GPa. The pressure—temperature phase diagram of ZnO was constructed and
compared to experimental data, where available.
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