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We are looking forward to welcoming 
you at our STOE USER MEETING 2019. 

Following the success of last years’ user 
meetings, this year we are pleased to 
invite you for September 5th and 6th.

The meeting will focus on the exchange 
of ideas and presentation of recent 
developments for Single Crystal and 
Powder XRD. External speakers will be 
reporting on recent installations and on 
experiments using their STOE systems. 
As in previous years, we will have a very 
interesting variety of experiences 
present, the list of speakers is currently 
being finalized. 

First of all, the meeting will be a 
platform for an open exchange of ideas 
among users with plenty of 
opportunities to interact with STOE 
scientists. This year we are also inviting 
the Olex2 team to present to you and to 
offer a workshop as part of the 
“Discover STOE” session. 

The “Discover STOE” has proven to be a 

valuable part of the meeting, where you 
can walk in and out to a number of 
stations for specific topics, to chat with 
STOE scientists and other users.  This 
session will take place on Thursday 
afternoon and does usually not end 
before the steaks are ready at the 
traditional Beer & BBQ in our backyard.

The user meeting will take place at STOE 
in Darmstadt, Germany, starting on 
Thursday morning 10 am and ending on 
Friday early afternoon. 

Whether you are a STOE user or a “not-
yet” STOE user being interested in STOE 
XRDs – we are pleased to welcome you! 

Register now using info@stoe.com. 
Participation fee continues to be just 
50€ per person, including meals & 
drinks. 

There is a good choice of hotels within 
walking distance to STOE, we would be 
happy to give you guidance in this 
respect.



A NEW COIN CELL HOLDER 
FOR THE STOE STADI P
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Once started at the synchrotrons, the 
structural in situ analysis of electrode 
materials during a charge-discharge 
cycle in battery cells using X-ray 
diffraction became more and more 
popular. 

Thus, a wide variety of self-made battery 
cell holders in reflection or transmission 
geometry found their way into the 
laboratories over the last years, but all 
commercially available solutions were 
only built for pouch cells and mostly for 
Bragg/Brentano goniometers. A 
commercial coin cell setup for 
transmission geometry still had to be 
developed. 

Based on the studies of the Institute for 
Materials Science of Darmstadt Uni-
versity of Technology[1], the Institute for 
Applied Materials (IAM) at the Karlsruhe 
Institute of Technology (KIT) and the 
Leibnitz Institute for Solid State and 

Materials Research (IFW) Dresden[2, 3], 
STOE now offers such a sample holder.  

The coin cell with Kapton windows can 
be clipped into a standard clamp which 
is integrated in a STOE transmission 
sample holder insert. The sample can be 
slewed to improve the counting 
statistics and to reduce the effects of 
preferred orientations, a two pole 
contacting to a potentiostat is provided.

The first data from a full charge-
discharge cycle of a LiFePO4//Li half-cell, 
measured in the group of Professor A. 
Vlad, IMCN/MOST, UCLouvain on a STOE 
STADI P COMBI equipped with a Mo-
tube, a Ge(111) monochromator for 
pure Ka1 radiation and a Dectris
MYTHEN2 R 1K detector with 1mm chip 
thickness, is presented in the 3D plot 
below.

STOE coin cell battery holder

LiFePO4//Li half-cell charge-discharge cycle 

The provision of the data by the group of Professor A. Vlad, IMCN/MOST, 
UCLouvain is kindly acknowledged!

[1] Baehtz, C., Buhrmester, Th., Bramnik, N.N., Nikolowski, K. 
and Ehrenberg, H., Solid State Ionics, Volume 176, 2005,
1647-1652. 

[2] Herklotz, M., Scheiba, F., Hinterstein, M., Nikolowski, K., 
Knapp, M., Dippel, A.-C., Giebeler, L., Eckert, J. and 
Ehrenberg, H., Journal of Applied Crystallography, Volume 
46, 2013, 1117-1127.

[3] Herklotz, M., Weiß, J., Giebeler, L. and Ahrens, E., German 
Patent DE102015214177B3, 2015.

STOE sample holder insert with battery 
clamp (coin cell not mounted)



EUROPEAN OLEX2 MEETING  
AT STOE
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The 2nd European Olex2 Meeting was 
held in March 2019 at the STOE factory 
in Darmstadt. The ~30 participants 
enjoyed the genuine and warm welcome 
in a pleasant environment and settled 
down to two days of working with 
Olex2.

The meeting was held in two rooms -
‘Getting Started with Olex2’ and 
‘Advanced Olex2’. Participants chose 
which session they wanted to attend 
and were free to move between rooms. 
Horst Puschmann and Michael 
Bodensteiner gave insight into the latest 
developments of the upcoming version 
Olex2-1.3. It is already available through 
the Olex2 installer 
(www.olexsys.org/software) in the alpha 
version to anybody who wants to test it. 

The participants were also treated to a 
look behind the scenes of the STOE 
factory during a guided tour through the 
production facilities.

Getting Started with Olex2

After an introduction into the basic 
procedures of crystal structure 
determination within Olex2, the 
participants of this session started 
working on their own structure 
determinations. During the second day, 
disorder treatment using restraints and 
constraints were demonstrated with 
easy examples. This was followed by 
twin recognition and treatment as well 
as working on the participant’s own 
structural problems.

Advanced Olex2

The advanced session was generally less 
structured and built upon problems that 
the participants had encountered with 
their own structures. Attendees also 
encountered example structures bearing 
complicated disorder or twinning. 
Another key area that was discussed 
was the various ways hydrogen atoms 
can be treated -- opening many new 
possibilities for successful 
crystallographic models. A simple 
Hirschfeld Atom Refinement (HAR) was 
also demonstrated using the corres-
ponding Olex2 implementation of HARt.

Upcoming Workshops

The next opportunity to attend an Olex2 
workshop is just prior to the 32nd 
European Crystallographic Meeting in 
Vienna on Sunday, 18th August 2019. 
There will also be a 2-day Olex2 
workshop as an official part of this year’s 
AsCA on December 16 and 17 in 
Singapore.

And don’t miss the Olex talk and 2-hour 
workshop at the STOE User Meeting 
2019, taking place September 5th & 6th in 
Darmstadt. Participants of the 2nd European Olex2 Meeting at STOE

Olex2
Version 1.3.0-alpha

by Dr Horst Puschmann
OlexSys, horst@olexsys.org

MEET THE 
OLEX2 TEAM AT THE

STOE USER MEETING 2019

Talk & Workshop 
offered
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RECENT INSTALLATIONS

MEET STOE 
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JUNE 10-17, 2019
ACA Summer Course @ Northwestern
Evanston, USA

JULY 20-24, 2019
ACA Annual Meeting 2019
Cincinnati, USA

AUGUST 5-9, 2019
DENVER X-RAY CONFERENCE
LOBARD, IL, USA

AUGUST 13-17, 2019
IUCr & ECA High-Pressure Workshop
VIENNA, AUSTRIA

AUGUST 18-23, 2019
ECM32. VIENNA, AUSTRIA

SEPTEMBER 1-4, 2019
ECSSC, LILLE, FRANCE

SEPTEMBER 5-6, 2019
STOE USER MEETING 2019
DARMSTADT, GERMANY

SEPTEMBER 18-19, 2019
Tipps und Tricks für SHELX 2019
AACHEN, GERMANY

SEPTEMBER 19-20, 2019
1ST JOINT MEETING OF THE “YOUNG 
CRYSTALLOGRAPHERS“ (DGK) AND THE 
„YOUNG CRYSTAL GROWERS“ (DGKK)
COLOGNE, GERMANY

DECEMBER 17-20, 2019
AsCA. SINGAPORE

FIRST STADIVARI IN CHINA 
INSTALLED AT ANHUI UNIVERSITY / CHINA

STOE is very proud to announce that the 
first high-performance STADIVARI Single 
Crystal X-ray Diffractometer (SXRD) in 
China was successfully installed in the 
modern experiment technology center 
of Anhui University. 

In April 2019, the system has been 
installed and tested - the performance 
met very well the customer’s 
requirements, especially for small 
crystals. The system will enable plenty of 
users coming from faculty and other 
units to run their measurements.

The modern experiment technology 
center at Anhui University is a large 
scientific research service platform for 
sharing resource of large-scale analytical 

instruments and interdisciplinary 
research, and also a good experimental 
base for training high-level talents. At 
present, it is the physical and chemical 
analysis center with the largest scale, 
advanced equipment and strongest 
comprehensive analysis and testing 
capability in Anhui. 

The end-user expressed their 
satisfaction at the installation and 
training, and now the equipment is 
running continuously. Congratulations!

From left to right: Researcher Shuxin WANG
of Anhui University; Dr. Jens Meyer of STOE;
Yangchun Rong, Ph.D., of Unite Technology
Limited and Researcher Cheng CHEN of
Anhui University, in front of the STOE
STADIVARI at Anhui University

As featured in our December issue of 
the STOE News, we are proud to have 
installed a STOE STADI P with pure Ka1-
Ag radiation and the Dectris MYTHEN2 R 
4K with four modules at the University 
of Bayreuth. 

The modules are placed on the 
diffractometer arm to cover 140° in 2θ 

of data by moving the detector only 
once. 

This achievement has now been 
recognized with the DECTRIS Award. 
We congratulate Mirijam Zobel, junior 
professor at the University of Bayreuth! 
A detailed report can be found on 
www.dectris.com.

NEW STADI P XRD DIFFRACTOMETER FOR PDF ANALYSIS AT 
UNIVERSITY OF BAYREUTH

STOE STADI P for PDF  Analysis 
equipped with Dectris MYTHEN2 R 4K


