Accepted Manuscript a —

e R s et s mmis

ultramicroscopy

Using Molecular Dynamics for Multislice TEM Simulation of Thermal hjournal committod to the advancement of new

) | : methods, tooks and theories in microscopy
Diffuse Scattering in AlGaN

o oo
5

[ [

Florian F. Krause, Dennis Bredemeier, Marco Schowalter,
Thorsten Mehrtens, Tim Grieb, Andreas Rosenauer

PIl: S0304-3991(18)30005-6 | =
DOI: 10.1016/j.ultramic.2018.03.025

Reference: ULTRAM 12562 S————— e ———
To appear in: Ultramicroscopy

Received date: 18 January 2018

Revised date: 22 March 2018

Accepted date: 28 March 2018

Please cite this article as: Florian F. Krause, Dennis Bredemeier, Marco Schowalter,
Thorsten Mehrtens, Tim Grieb, Andreas Rosenauer, Using Molecular Dynamics for Multi-
slice TEM Simulation of Thermal Diffuse Scattering in AlGaN, Ultramicroscopy (2018), doi:
10.1016/j.ultramic.2018.03.025

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.ultramic.2018.03.025
https://doi.org/10.1016/j.ultramic.2018.03.025

ACCEPTED MANUSCRIPT

Highlights

e molecular dynamics simulations used to determine thermal displacements

used for frozen phonon simulations of CTEM and STEM

Stillinger-Weber type potential derived for the thermal dynamics of AlGaN

displacement calculations in alloys including correlation

e comparison to quantum mechanical calculated results shows very good agree“\&q
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