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• 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
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© International Centre for Diffraction Data 

Published by Cambridge University Press.

https://doi.org/10.1017/S0885715623000088 Published online by Cambridge University Press

https://doi.org/10.1017/S0885715623000088


Volume 38 Number 2 June 2023

CODEN: PODIE2
ISSN: 0885-7156

TECHNICAL ARTICLE

Takashi Ida Powder X-ray diffraction intensities of corundum calculated by conventional and
density functional theory methods and extracted by deconvolutional treatment on
experimental data
doi:10.1017/S0885715623000131

81

PROCEEDINGS PAPERS

Mark A. Rodriguez,
John Krukar,
Nichole R. Valdez,
James Z. Harris,
Kathryn A. Perkins,
Christopher DiAntonio and
Pin Yang

Evaluating the pressure dependence of PZT structures using a virtual reality
environment
doi:10.1017/S0885715623000143

90

Pamela S. Whitfield Low-temperature crystal structures of the solvent dimethyl carbonate
doi:10.1017/S088571562300009X

100

M. Witte Measurement of coating thickness with X-ray diffraction
doi:10.1017/S088571562300012X

112

Jessica E. Lyza,
Timothy G. Fawcett,
Sarah N. Page and
Kelly L. Cook

Challenges of quantitative phase analysis of iron and steel slags: a look at sample
complexity
doi:10.1017/S0885715623000179

119

INSTRUMENTATION, ANALYSIS AND LABORATORY DEVELOPMENTS

Wolfgang Wisniewski,
Cécile Genevois,
Emmanuel Veron and
Mathieu Allix

Experimental evidence concerning the significant information depth of X-ray
diffraction (XRD) in the Bragg-Brentano configuration
doi:10.1017/S0885715623000052

139

NEW DIFFRACTION DATA

James A. Kaduk,
Anja Vieira Dosen and
Thomas N. Blanton

Crystal structure of encorafenib, C22H27ClFN7O4S
doi:10.1017/S0885715623000118

145

Jose L. Pinto,
Hernando Camargo and
Nelson J. Castellanos

Synthesis and X-ray diffraction data of dichloro-dioxido-(4,4′-dimethyl-2,2′-bipyridyl)
molybdenum (VI)
doi:10.1017/S0885715623000040

152

DATA REPORTS

Massimo Zampieri,
Guseppe Barreca and
Norberto Masciocchi

X-ray powder diffraction data for ESP15228, C19H34O5, a bempedoic acid metabolite
doi:10.1017/S0885715623000106

158

https://doi.org/10.1017/S0885715623000088 Published online by Cambridge University Press

https://doi.org/10.1017/S0885715623000088


Weijing Zeng and
Huashan Liu

Powder diffraction data of the Al0.931Ni1.069Sc5 compound
doi:10.1017/S0885715623000015

161

CALENDARS OF MEETINGS, SHORT COURSES AND WORKSHOPS

Gang Wang Calendar of Forthcoming Meetings
doi:10.1017/S0885715623000209

164

Gang Wang Calendar of Short Courses and Workshops
doi:10.1017/S0885715623000210

165

On the Cover: The cover figure was prepared from data from the manuscript “Challenges of Quantitative Phase Analysis of Iron
and Steel Slags: A Look at Sample Complexity” by J.E. Lyza, T.G. Fawcett, S.N. Page, and K.L. Cook. The upper figure shows a
PXRD pattern for an Electric Arc Furnace (EAF) slag while the lower figure shows the same data revealing the many minor dif-
fraction peaks. The authors found that for various slags the number of phases present could be as many as 15 to 20, many of which
are solid solutions and some exhibiting preferred orientation.

The number of phases and solid solutions of iron and steel slags present many complexities limiting successful quantitative phase
analysis by PXRD methods. This manuscript shows in considerable detail that by thoroughly addressing the multiple analytical
challenges that QXRD phase analysis can be successful.

Enjoy reading this manuscript by Jessica Lyza, Timothy Fawcett, Sarah Page, and Kelly Cook. The authors have clearly shown
that by careful consideration of the “best” reference patterns, obtaining high quality experimental data, and addressing crystallite
size and preferred orientation that the complex slag phase analysis can be successfully performed for samples with 10–20 phases.
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