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A research project will often define at its 
inception a material or family of closely related 
materials for study. Sometimes obtaining crystal 
structure(s) is deemed to be highly useful and 
of high importance, yet unforeseen problems in 
obtaining high quality diffraction data can lead 
to difficulties in realising project goals. This 
may be for a number of reasons such as sample 
sensitivities, a propensity for twinning or simply 
weak diffraction.

It is therefore of great importance to have, not 
only a diffractometer capable of providing 
the best possible data from the sample, but 
also powerful software which can extract the 
maximum information possible from that data.

The CrysAlisPro[1] software package contains 
many tools and features for data processing 
which are designed to achieve these goals. 
The algorithms which underpin these tools are 
under continual development with new methods 
investigated and added to make getting the best 
quality data as easy as possible.

Some recent advances and results are presented 
herein.

[1] Agilent Technologies, CrysAlisPro Software 
system, 2013, Agilent Technologies UK Ltd.
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