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Introduction

Recent advances in the X-Ray diffraction facilities at Strathclyde University have ﬂ
led to greater efficiency in screening technologies used to determine new and oar
undiscovered crystalline forms, as well as new methodologies to provide ',,
increased capability in access to high pressure forms using the Xenocs 2.0
SAXS lab beamline.

One Night’s Analysis Co)
Installaton of a new instrument has provided enhanced PolySNAP Cluster Analysis of 40 Collected Samples BCR%R
productivity and screening capability to the facility, allowing for the
analysis of 40 new materials in an overnight collection. Coupled
with Bruker PolySNAP analysis which is integrated into Bruker’s
DIFFRAC.eva software, cluster analysis can be performed to
quickly and effectively highlight materials of interest worthy of £
further study, and eliminate any uninteresting or structurally%
insignificant findings at an early stage. °

DIFFRAC.EVA

Instrument: Bruker D8 Discover HTS
with multi-well flat plate for transmission
measurements.
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Standard Screening:
Source: CuKa'21.54 A
Optics: Focussing Goebel Mirror
Collected range: 4-40° 260 ‘ |
Step Size: 0.017° L : J I ‘l I
Rate: 0.5 seconds per step == it -
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Sample collection time: 18 minutes per
sample

Number of wells: 40

Total collection time: 13 hours
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High Pressure SAXS

Application of a large angle diamond anvil cell to the SAXS
beamline using a custom 3D printed mount and the
DECTRIS Pilatus 1M Detector at its closest range has
expanded the instrument capabilities to allow it to perform
rapid high pressure XRPD analysis of powdered materials
over a reasonable 20 range. Typically, performing these
experiments would require the use of a synchrotron, such
as Diamond Light Source.
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These measurements can be performed using both Copper and
Molybdenum X-Ray sources, providing scattering wavelengths of
1.541A and 0.709A respectively.
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It is hoped that this will streamline the assessment process for
screening new materials before subsequent synchrotron
analyses can confirm collected information.

These methods compliment our techniques in Single Crystal X-Ray Analysis, X-Ray Powder Diffraction, Small Angle X-Ray Scattering and X-Ray Nano-Tomography.

Samples have kindly been provided by the EPSRC Future Continuous Manufacturing and Advanced Crystallisation Research Hub (EP/P006965/1) and Thomas Pickles.
Contact cmac-national-facility@strath.ac.uk for more information about X-Ray Analysis
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