YEARS OF PDJ
1986 - 2016

—~ —

K(Br,Cl)

= _—r
intermediate
i e

CO, peak due to ——
trace impurity in SO, gas release

the gas cylinder. detected using
pu-GC

Intermediate

SO (gas)

e

260 300 450 55

38 385 30 395 40 405 41 415 42 425 43 435 44 Temperature (°C)
Retention Time (s)

. ‘ m \..i'm

[l I | LI} e wn S LI

D’ +"CAMBRIDGE

% INTERNATIONAL CENTRE FOR DIFFRACTION DATA U N IVE RS ITY P RE S S Volume 3 1 / Number O 2 / ]une 2 0 1 6



http://crossmark.crossref.org/dialog/?doi=10.1017/S0885715616000245&domain=pdf
https://doi.org/10.1017/S0885715616000245

DECTRIS®

detecting the future

Microstrip Hybrid Photon
Counting X-ray Detector Series

Top performance in all high-throughput
applications

- Noise-free single-photon counting
from Ti to Ag radiation

- Compact design fits in any
diffractometer

DecTAIS Bg&:g@é% - 640- and 1280-strip modules

- Multi-modular systems for the
laboratory

laboratory and industry

rpsrdorora LTRSS S LR T ok YIS CIH R iy press


https://doi.org/10.1017/S0885715616000245

Volume 31 Number 2 June 2016

Powder Diffraction

An International Journal of Materials Characterization

CODEN: PODIE2
ISSN: 0885-7156

EDITORIAL

Tom Blanton The Denver X-ray Conference — celebrating 65 years of bringing together the 89
high-energy scattering community

TECHNICAL ARTICLES

Mark A. Rodriguez, Eric Monitoring of CoS, reactions using high-temperature XRD coupled with gas 90

N. Coker, James J. M. Griego, chromatography (GC)

Curtis D. Mowry, Adam

S. Pimentel and Travis

M. Anderson

James A. Kaduk, Kai Zhong,  Crystal structure of rivastigmine hydrogen tartrate Form I (Exelon®), 97

Amy M. Gindhart and C14H23N202(C4H5O6)

Thomas N. Blanton

Baozhuo Zhang and Marcus High-energy synchrotron X-ray diffraction measurements of simple bending of 104

L. Young pseudoelastic NiTi shape memory alloy wires

Zhixun Wang, Hangkong Li,  Synthesis, crystal structure, and thermal stability of new borates NagREB,Og 110

Gemei Cai and Zhanpeng Jin  (RE =Pr, Sm, Eu)

James A. Kaduk, Kai Zhong,  Crystal structure of mupirocin form I, CogH4409 118

Amy M. Gindhart and

Thomas N. Blanton

Peter Metz, Robert Koch, X-ray and neutron total scattering analysis of H,, - (Bip2Cag 55510 25)(Ago.25Nag 75) 126

Bernadette Cladek, Nb;O; - xH,O perovskite nanosheet booklets with stacking disorder

Katharine Page,

Joerg Neuefeind and

Scott Misture

James A. Kaduk, Kai Zhong,  Crystal structure of paliperidone, C,3H,7FN4O; 135

Amy M. Gindhart and

Thomas N. Blanton

James A. Kaduk, Kai Zhong,  Crystal structure of choline fenofibrate (Trilipix®), (CsH14NO) (C17H4C10y,) 142

Amy M. Gindhart and

Thomas N. Blanton

NEW DIFFRACTION DATA

Jose H. Quintana Mendoza, Synthesis and X-ray diffraction data of 2-morpholino-2-(3,4,5-trimethoxyphenyl) 149

J. A. Henao, Aurora L. acetonitrile, (C;5H,oN,Oy,)

Carrefio Otero and Vladimir

V. Kouznetsov

Liu Qi Guo, Shou Jun Zheng, X-ray powder diffraction data for trelagliptin succinate, C;3sH,oFN50,°C4HcO,4 153

Xjao Li Ma and Hui Li

https://doi.org/10.1017/50885715616000245 Published online by Cambridge University Press


https://doi.org/10.1017/S0885715616000245

Shoujun Zheng, Kailin Xu,
Qing Wang, XiaoLin Tang,
Yanmei Huang, Pei

Xiao Tang, Lijuan Chen and
Hui Li

DATA REPORT

Qing Wang, Dan Guo,
Bin Tang and Hui Li

X-ray powder diffraction data for 2-[((3R)-5-oxo0-4-phenyltetrahy drofuran-3-yl)
methyl]isoindoline-1,3-dione, C;oH;5NO,4

X-ray powder diffraction data for 5-chloro-N-(4-(5,6-dihydro-3-(4-morpholinyl)-2-
oxo-1(2H)-pyridinyl)phenyl)-pentanamide, C,oH,¢CIN;0;

INTERNATIONAL REPORT

Winnie Wong-Ng

CALENDARS

Gang Wang

Gang Wang

The 2015 Materials Science & Technology (MS&T15) Conference & Exhibition

Calendar of Short Courses & Workshops

Calendar of Forthcoming Meetings

https://doi.org/10.1017/50885715616000245 Published online by Cambridge University Press

155

159

162

164

165


https://doi.org/10.1017/S0885715616000245

Powder Diffraction

An International Journal of Materials Characterization

Editor-in-Chief

Camden Hubbard

Applied Diffraction Services

110 Crestview Lane

Oak Ridge, Tennessee 37830, U.S.A.
camden.hubbard@me.com

Managing Editor

Nicole M. Ernst Boris

International Centre for Diffraction Data

12 Campus Boulevard

Newtown Square, Pennsylvania 19073-3273, U.S.A.
boris @icdd.com

Editor for New Diffraction Data

Soorya Kabekkodu

International Centre for Diffraction Data

12 Campus Boulevard

Newtown Square, Pennsylvania 19073-3273, U.S.A.
kabekkodu@icdd.com

Editors

Xiaolong Chen

Institute of Physics

Chinese Academy of Sciences

No. 8 Nansanjie, Zhongguancun, Haidian District,
Beijing 100190,

China

xlchen@iphy.ac.cn

José Miguel Delgado
Universidad de Los Andes
Facultad de Ciencias
Departamento de Quimica
Lab. de Cristalografia
Mérida 5101

Venezuela

migueld @ula.ve

Norberto Masciocchi

Universita dell'Insubria

Dipartimento di Scienza e Alta Tecnologia
via Valleggio 11

Como 22100

ltaly

norberto.masciocchi @ uninsubria.it

Editors for Crystallography Education
James Kaduk

Poly Crystallography Inc.

423 East Chicago Avenue

Naperville, lllinois 60540-5407, U.S.A.
Kaduk @ polycrystallography.com

Brian H. Toby

Argonne National Laboratory
Advanced Photon Source

9700 S. Cass Ave., Bldg. 401/B4192,
Argonne, lllinois 60439-4856, U.S.A.
brian.toby @anl.gov

International Reports Editor

Winnie Wong-Ng

Materials Measurement Science Division
National Institute of Standards and Technology
100 Bureau Drive, Mail Stop 8520
Gaithersburg, MD 20899-8520, U.S.A.
winnie.wong-ng @nist.gov

Calendar of Meetings and Workshops Editor
Gang Wang

Institute of Physics

Chinese Academy of Sciences

No. 8 Nansanijie, Zhongguancun, Haidian District,
Beijing 100190,

China

gangwang @iphy.ac.cn

Onthe Cover: From Figures 4, 5 and 8 in Technical Article “Monitoring
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in air as a function of temperature. Left — HTXRD patterns showing
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~260° C and 450° C. Right—the derived reaction sequences. The ver-
tical axis in each plot shows the temperature. (Courtesy: Rodriguez,
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Anderson, T. M. of Sandia National Laboratory).
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often usedto completely describe the structure of a material. Successful indexing of a powder pattern
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techniques. One unique aspect of this workshop is the extensive use of computer laboratory
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