
Volume 37  /  Number 03  /  September 2022
https://doi.org/10.1017/S0885715622000355 Published online by Cambridge University Press

https://doi.org/10.1017/S0885715622000355


Powder DiffractionJournal of Materials CharacterizationJournal of the International Centre for Diffraction Datahttps://www.cambridge.org/core/journals/powder-diffractionVolume 37, Issues 1-4eISSN: 1945-7413; ISSN: 0885-7156
Editor-in-ChiefCamden Hubbard, Applied Diffraction Services, USA
Managing EditorNicole Ernst Boris, International Centre for Diffraction Data, USA
Editors for New Diffraction DataStacy Gates-Rector, International Centre for Diffraction Data, USASoorya Kabekkodu, International Centre for Diffraction Data, USA
Associate Editor for New Diffraction DataFrank Rotella, Argonne National Laboratory (Retired), USA
EditorsXiaolong Chen, Institute of Physics, Chinese Academy of Sciences, ChinaJosé Miguel Delgado, Universidad de Los Andes, VenezuelaNorberto Masciocchi, Università dell’Insubria, Italy
Editors for Crystallography EducationJames Kaduk, Poly Crystallography Inc., USABrian H. Toby, Argonne National Laboratory, USA
International Reports EditorWinnie Wong-Ng, National Institute of Standards and Technology, USA
Calendar of Meetings and Workshops EditorGang Wang, Chinese Academy of Sciences, China
Advisory BoardEvgeny Antipov, Moscow State University, Russian FederationXiaolong Chen, Chinese Academy of Sciences, ChinaJose Miguel Delgado, University de Los Andes, VenezuelaSteve Hillier, The James Hutton Institute, UKTakashi Ida, Nagoya Institute of Technology, JapanMatteo Leoni, University of Trento, ItalyVanessa Peterson, Australian Nuclear Science and Technology Organisation, AustraliaMark Rodriguez, Sandia National Labs, USAT.N. Guru Row, Indian Institute of Science, IndiaAllison Keene, Cambridge University Press, USAInformation about editors and editorial board members correct as of 1st January 2022. For the latest information please see https://www.cambridge.org/core/journals/powder-diffraction/information/editorial-board
Aims & ScopeICDD’s quarterly, and special topical issue, international journal, Powder Diffraction, focuses on materials characterization employing X-ray powder diffrac-tion and related techniques. With feature articles covering a wide range of applications, from mineral analysis to epitactic growth of thin ilms to advances in application software and hardware, this journal offers a wide range of practical applications. ICDD, in collaboration with the Denver X-ray Conference Organizing Committee, has increased services for the subscribers of Powder Diffraction and authors of Advances in X-ray Analysis. Beginning in 2006, ICDD offered a copy of the previous year’s edition of AXA to Powder Diffraction institutional subscribers who receive both print and on-line versions.  This effectively doubles the number of articles annually available to Powder Diffraction subscribers and signi icantly increases the circulation for the authors in Advances in X-ray Analysis. 
Subject coverage includes: • Techniques and procedures in X-ray powder diffractometry • Advances in instrumentation • Study of materials including organic materials, minerals, metals and thin ilm superconductors • Publication of powder data on new materials
International Centre for Diffraction Data The International Centre for Diffraction Data (ICDD®) is a non-pro it scienti ic organization dedicated to collecting, editing, publishing, and distributing powder diffraction data for the identi ication of materials. The membership of the ICDD consists of worldwide representation from academe, government, and industry.© International Centre for Diffraction Data Published by Cambridge University Press.

https://doi.org/10.1017/S0885715622000355 Published online by Cambridge University Press

https://doi.org/10.1017/S0885715622000355


Volume 37 Number 3 September 2022

CODEN: PODIE2
ISSN: 0885-7156

EDITORIAL

Camden R. Hubbard Recent readership and impact metrics for the Journal Powder Diffraction (PDJ)
doi:10.1017/S0885715622000306

121

TECHNICAL ARTICLES

Winnie Wong-Ng, Yuqi
Yang, YuCheng Lan,
Guangyao Liu, Amrit Kafle,
Weifang Liu, Jie Hou,
Donald Windover,
Qing Huang, Sergiy Krylyuk
and James A. Kaduk

Powder X-ray structural analysis and bandgap measurements for (CaxSr2−x)MnWO6

(x = 0.25, 0.5, 0.75, 1.5, 1.75)
doi:10.1017/S0885715622000185

122

Chenjing Liang,
Jianghai Zhuang,
Chenghan Zhuang,
Zhaoxia Zhang, Guanglie Lv
and Guoqing Zhang

Crystal morphology prediction and experimental verification of venlafaxine
hydrochloride
doi:10.1017/S0885715622000264

133

NEW DIFFRACTION DATA

James A. Kaduk,
Stacy Gates-Rector,
Amy M. Gindhart and
Thomas N. Blanton

Crystal structure of merimepodib, C23H24N4O6

doi:10.1017/S0885715622000148
143

Yewon Lee, Yulong Wang,
Peter G. Khalifah,
Peter W. Stephens,
James A. Kaduk,
Stacy Gates-Rector,
Amy M. Gindhart and
Thomas N. Blanton

Crystal structure of baricitinib, C16H17N7O2S
doi:10.1017/S088571562200015X

150

James A. Kaduk,
Nicholas C. Boaz,
Stacy D. Gates-Rector,
Amy M. Gindhart and
Thomas N. Blanton

Crystal structure of fulvestrant hydrate (ethyl acetate), C32H47F5O3S
(H2O)0.16(C4H8O2)0.025
doi:10.1017/S0885715622000239

157

Dier Shi, Jiyong Liu and
Xiurong Hu

Crystal structure and X-ray powder diffraction data for two solid-state forms of
topiroxostat
doi:10.1017/S088571562200029X

166

James A. Kaduk Crystal structure of alfuzosin hydrochloride, C19H28N5O4Cl
doi:10.1017/S0885715622000288

171

INTERNATIONAL REPORT

Susan A. Bourne ePCCr: an online conference organized jointly with the African Light Source and the
African Physical Society
doi:10.1017/S0885715622000276

183

https://doi.org/10.1017/S0885715622000355 Published online by Cambridge University Press

https://doi.org/10.1017/S0885715622000355


CALENDARS OF MEETINGS, SHORT COURSES AND WORKSHOPS

Gang Wang Calendar of forthcoming meetings
doi:10.1017/S0885715622000318

187

Gang Wang Calendar of short courses and workshops
doi:10.1017/S088571562200032X

188

On the Cover: In the manuscript ”Crystal Morphology Prediction and Experimental Verification of Venlafaxine Hydrochloride”
by C. Liang, et al, it was shown that modeling can be successfully used to predict the influence of solvent effects on crystal habit
of venlafaxine hydrochloride. Modeling of habit of the precipitates was based on the modified attachment energy model using
molecular dynamics simulation and was supported by showing the differences in the X-ray powder diffraction patterns of the
three precipitates compared with the calculated pattern. Further, physical properties of the precipitates from the three solvents
were shown to be related with the morphologies of the crystals.
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