2

CAMBRIDGE

UNIVERSITY PRESS Volume 29 /~Number 03 / September 2014



http://crossmark.crossref.org/dialog/?doi=10.1017/S0885715614000712&domain=pdf
https://doi.org/10.1017/S0885715614000712

FOR GROUNDBREAKING RESEARCH USING X-RAY TECHNIQUES

The PANalytical Award

Promoting exceptional young scientists

J

PANalytical, the world’s leading supplier of
analytical instrumentation and software for X-ray
diffraction and X-ray fluorescence spectrometry,
continues to reward young scientists.

PANalytical B.V.
Lelyweg 1

7602 EA Almelo

The Netherlands

T +31 546 534 444

F +31 546 534 598
www.panalytical.com
info@panalytical.com

The PANalytical Award endorses an
exceptional journal article dealing with
the use of laboratory X-ray sources as
the primary analytical technique.

No restrictions are placed on the
manufacturer of the X-ray equipment
that was used.

https://doi.org/10.1017/S0885715614000712 Published online by Cambridge University Press

Closing date for
applications
1 December 2014

For more information:

www.panalytical.com/award
award@panalytical.com.

Only first authors who have never held a
professorship are eligible for the award.
An independent committee will select
the winning entry.

The winning scientist receives
a €5 000 payment.

\/ PANalytical

get insight


https://doi.org/10.1017/S0885715614000712

Powder Diffraction

An International Journal of Materials Characterization

Volume 29 Number 3 September 2014

CODEN: PODIE2
ISSN: 0885-7156

EDITORIAL

Tom Blanton
Editor-in-Chief (interim)

Powder Diffraction: Here for you now and in the future

CRYSTALLOGRAPHY EDUCATION

Hans-Rudolf Wenk,

Luca Lutterotti,

Pamela Kaercher,
WaruntornKanitpanyacharoen,
Lowell Miyagi and

Roman Vasin

TECHNICAL ARTICLES

Sytle M. Antao and Stephanie
A. Round

Xiaopeng Zeng,

Jingjing Yang, Lizhen Zhang,
Lijuan Chen and

Wenxia Yuan

X.Y. Li, B. Zhang,
7.G. Zhang, L.H. He, H. Li,
X.J. Huang and F.W. Wang

Naoki Takani and
Hisanori Yamane

W. Wong-Ng, J.A. Kaduk,
G. Tan, Y. Yan and X. Tang

Y. Fujii
James A. Kaduk, Cyrus
E. Crowder, Kai Zhong,

Timothy G. Fawcett and
Matthew R. Suchomel

James A. Kaduk, Cyrus
E. Crowder, Kai Zhong,
Timothy G. Fawcett and
Matthew R. Suchomel

Dipak K. Hazra,
Soumen Ghosh,
Paramita Chatterjee,
Somnath Ghosh,
Monika Mukherjee and
Alok K. Mukherjee

Rietveld texture analysis from synchrotron diffraction images. II. Complex
multiphase materials and diamond anvil cell experiments

Crystal chemistry of birefringent spessartine

Homogeneous dispersion of high-conductive reduced graphene oxide sheets for
polymethylmethacrylate nanocomposites

Crystallographic structure of LiFe; _,Mn, PO, solid solutions studied by neutron
powder diffraction

Structure analysis of CaTi;_,Sn,O5; (x=0.0-1.0) solid solutions
X-ray powder reference patterns of the Fe(Sb,, Te;_,) skutterudites for
thermoelectric applications

Improvement of surface and interface roughness estimation on X-ray reflectivity

Crystal structure of atomoxetine hydrochloride (Strattera), C;7,H,,NOCI

Crystal structure of dutasteride (Avodart), C,7H,0FsN,O,

C-H---O and C-H---X (X = Cl/Br) hydrogen bond tuned supramolecular assembly: a
combined X-ray powder diffraction and Hirshfeld surface analysis

https://doi.org/10.1017/50885715614000712 Published online by Cambridge University Press

219

220

233

241

248

254

260

265
269

274

280


https://doi.org/10.1017/S0885715614000712

NEW DIFFRACTION DATA

A. Dugarte, J. Contreras, X-ray powder diffraction data of the antifungal agents, clotrimazole and fluconazole 289
G. Diaz de Delgado, monohydrate

J.M. Delgado, J.L. Pinto and

J.A. Henao

Shan Shan Li, Xiao Qing Wu, X-ray powder diffraction data for bisacodyl, C,,H9NO, 295
Qing Wang, Pei Xiao Tang

and Hui Li

Degui Li, Ming Qin, The X-ray powder diffraction data for CeCo3Ni, 298

Liuqing Liang, Zhao Lu,
Shuhui Liu, Caimin Huang,
Bing He and Lingmin Zeng

Silvioney A. Silva, Crystal structures of N,N'-bis(thiophen-2-ylmethyl)ethane-1,2-diaminium 300
Norberto Masciocchi and hydrochloride and of its [AuCl4]™ salt solved by powder diffraction
Alexandre Cuin

LABORATORY NOTE

Timothy Greening Identification of a-phase crystallization Pigment Red 254 in artist’s paints by powder 307
X-ray diffraction

INTERNATIONAL REPORT

David Taylor and International Report: BCA Spring Meeting 2014 311

David Rendle

CALENDARS
Gang Wang Calendar of Forthcoming Meetings Powder Diffraction September 2014 315
Gang Wang Calendar of Short Courses & Workshops Powder Diffraction September 2014 316

https://doi.org/10.1017/50885715614000712 Published online by Cambridge University Press


https://doi.org/10.1017/S0885715614000712

Powder Diffraction

An International Journal of Materials Characterization

Editor-in-Chief

Camden Hubbard

Applied Diffraction Corp.
110 Crestview Lane

Oak Ridge, TN 37830
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

Dr. 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@aphy.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

Analytical Science Research Services
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. 433/D003,
Argonne, lllinois 60439-4856, U.S.A.
brian.toby @anl.gov

International Reports Editor

Winnie Wong-Ng

National Institute of Standards and Technology
100 Bureau Drive, Mail Stop 8520
Gaithersburg, Maryland 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 Nansanjie, Zhongguancun, Haidian District,
Beijing 100190,

China

gangwang @aphy.iphy.ac.cn

On the Cover: Figure 10: Texture information for ferropericlase
at 39.6 GPa represented as pole figures (a, b) and inverse pole
figures (c). (a) Pole figures without imposing sample symmetry.
(b) Pole figures imposing fiber symmetry. (c) Inverse pole figure of
the compression direction plotted by BEARTEX. Equal area
projection, contours in multiples of a random distribution in
“Rietveld Texture Analysis from Synchrotron Diffraction Images: II.
Complex multiphase materials and diamond anvil cell experiments.”
(Courtesy of Hans-Rudolf Wenk, Luca Lutterotti, Pamela Kaercher,
Waruntorn Kanitpanyacharoen, Lowell Miyagi, and Roman Vasin).

https://doi.org/10.1017/50885715614000712 Published online by Cambridge University Press

Powder Diffraction is a quarterly journal published by the JCPDS-International Centre
for Diffraction Data through Cambridge University Press.

Powder Diffractionis a journal of practical technique, publishing articles relating to the
widest range of application—from materials analysis to epitactic growth of thin films
and to the latest advances in software. Although practice will be emphasized, theory
will not be neglected, especially as its discussion will relate to better understanding of
technique.

Submit manuscripts online at http://mc.manuscriptcentral.com/pdj. See the instruc-
tions on submitting your manuscript linked on that page. The editors will consider all
manuscripts received, but assume no responsibility regarding them. There is no pub-
lication charge.

Most proofs are handled via email at kdaly @ cambridge.org. Proofs and all corre-
spondence concerning papers in the process of publication can also be addressed
to: Production Editor, Powder Diffraction, Cambridge University Press, 32 Avenue
of the Americas, New York, NY 10013-2473, U.S.A. Please include the job number
in all correspondence.

For advertising rates and schedules contact Cambridge University Press
Advertising Sales. Orders, advertising copy, and offset negatives should be sent to:
Advertising Sales, Cambridge University Press, 32 Avenue of the Americas, New
York, NY, 10013-2473, U.S.A.; Phone: 212-924-3900; Fax: 212-924-3900. Email:
USAdSales @cambridge.org.

Subscription Prices 2014
Print & Online  Online

Individual (U.S. & Canada) $150 $121
Individual (outside U.S. & Canada) $160 $116
Student N/A $30

Institutional or Library $273 $181

Subscription rates to Eastern Hemisphere include air freight service.
Back-Number Prices. 2014 single copies: $75.

Subscription, renewals, and address changes should be addressed to
Subscription Fulfilment, Powder Diffraction, Cambridge University Press, 100
Brook Hill Drive, West Nyack, NY 10013-2113 (for U.S.A., Canada, and Mexico); or
Cambridge University Press, The Edinburgh Building, Shaftsbury Road,
Cambridge, CB2 8RU, Cambridge, England (for UK and elsewhere). Allow at least
six weeks advance notice. For address changes please send both old and
new addresses and, if possible, include a mailing label from the wrapper of a recent
issue.

Claims, Single Copy Replacement, Back Volumes, and Reprints: Missing issue
requests will be honored only if received within six months of publication date (nine
months for Australia and Asia). Single copies of a journal may be ordered and back
volumes are available in print or microform. Individual subscribers please contact
Subscription Fulfillment, Powder Diffraction, Cambridge University Press, 100
Brook Hill Drive, West Nyack, NY 10013-2113. Phone: 845-353-7500; Toll free:
800-872-7423; Fax: 845-353-4141. Email: subscriptions_newyork @ cambridge.org.

Powder Diffraction (ISSN: 0885-7156) is published quarterly (4X annually) by the
JCPDS-International Centre for Diffraction Data through Cambridge University
Press, 32 Avenue of the Americas, New York, NY 10013-2473. POSTMASTER:
Send address changes to Powder Diffraction, Cambridge University Press, 100
Brook Hill Drive West Nyack, NY 10994-2113, USA. Periodicals postage paid in
New York, NY and additional mailing offices.

Permission for Other Use: Permission is granted to quote from the journal with the
customary acknowledgment of the source. To reprint a figure, table, or other excerpt
requires the consent of one of the authors and notification to Cambridge University
Press.

Requests for Permission: No part of this publication may be reproduced in any
forms or by any means, electronic, photocopying, or otherwise, without permission
in writing from Cambridge University Press. Policies, request forms, and contacts
are available at:  http://journals.cambridge.org/action/rightsAndPermissions.
Permission to copy (for users in the U.S.A.) is available from Copyright Clearance
Center: http://www.copyright.com. Email: info @ copyright.com.

Document Delivery and Online Availability: Abstracts of journal articles published
by Cambridge University Press are available from Cambridge Journals Online (http://
journals.cambridge.org/action/displayJournal?jid=PDJ).

Copyright © 2014 JCPDS- International Centre for Diffraction Data, 12 Campus
Blvd., Newtown Square, PA 19073-3273, U.S.A. All rights reserved. www.icdd.
com/products/journals.htm


https://doi.org/10.1017/S0885715614000712
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JOIN ICDD’S ELITE GROUP OF SCIENTISTS

who contribute experimental powder diffraction patterns to the Powder Diffraction File

AS A MEMBER OF THIS ELITE GROUP, YOU WILL RECEIVE
THE FOLLOWING BENEFITS:

e Financial support to aid current research

* Publication of pattern(s), if accepted by the Editorial
Department, in the Powder Diffraction File

e Receive calibration standards
® Purchase certain products at reduced prices

* Web-based access to the list of compounds in the ICDD
master database—includes published patterns, as well as
patterns still in the editorial process

e First-time grantees receive a complimentary one-year
subscription to Powder Diffraction

DISTINGUISHED GRANTEES

2013: (L)
Professor Xinkan Yao

2010: (R)
Dr. Tom Blanton
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Professor Bogdan Lazoryak

2007: (L)
Dr. Miguel Delgado
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Dr. Sergei Kirik

2004: (R)
Dr. Tom Blanton
presenting to
Professor Shao-Fan Lin

2001: (L)
Dr. Tom Blanton
presenting to
Professor Evgeny Antipov

1998: (R)
Dr. Ekkehart Tillmanns

Could you be the next Distinguished Grantee?
www.icdd.com/grants

https://doi.org/10.1017/50885715614000712 Published online by Cambridge University Press

For over 50 years, ICDD has
supported a well-developed
program of grants to researchers
around the world.

One of our main objectives is to
expand the range of reference
materials by producing and cataloging
high-quality X-ray diffraction patterns
in our internationally renowned
database, the Powder Diffraction

File. Thanks to the longevity of this
program, these contributions account
for approximately a quarter of the
current experimental file. ICDD
awards financial support to qualified
investigators in the form of grants-in-
aid on a competitive proposal basis.
The duration of a grant is 12 months
with two cycles per year. Cycle | begins
1 April and Cycle Il begins 1 October.

Geographic Locations of
Grants for the Past 15 Years:

Argentina Malaysia
Austria Netherlands
Canada P.R. of China
Chile Poland
Columbia Portugal

Czech Republic Russia

Estonia Spain

Finland Switzerland
France Taiwan
Germany Tunisia

India Ukraine

Israel United Kingdom
Italy United States
Japan Uruguay

Total Proposals Funded
for the Past 15 Years: 780

For more information on

ICDD’s Grant-in-Aid, visit
www.icdd.com/grants
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