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Ice diffraction is a much bigger and more widespread problem in protein crystallography than commonly
recognized [1]. ‘Ice rings’ are notoriously difficult to account for in integration [2]. The resulting experimental
structure factor errors can affect the modelling of macromolecular structures and may even prevent their
solution. Furthermore, ice rings are hard to recognize from diffraction images produced by modern pixel
detectors, and even harder to identify in already processed data [1].

In order to address this problem, a new software tool, AUSPEX, has been developed. Here, it will be demon-
strated how AUSPEX facilitates the detection of common problems in data collection and processing [3],
allowing for visual inspection of the observed intensity (or amplitudes) distribution versus resolution and
automatic ice ring detection. AUSPEX can also be used to investigate the structure and distribution of errors
within crystallographic data sets; this reveals a number of additional pathologies in the processing and con-
version of X-ray and neutron data.
AUSPEX will be available via CCP4 and as a web service.
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