Synchrotron Serial Crystallography with Multi-stage Merging of 1000's of Images
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KAMO [1] and Blend [2] provide particularly effective tools to automatically manage the merging
of large numbers of data sets from synchrotron serial crystallography. The requirement for
manual intervention in the process can be reduced by extending Blend to support additional
clustering options to improve the sensitivity to differences in unit cell parameters and to allow for
clustering of nearly complete datasets on the basis of intensity differences. One applies KAMO
twice, first using cell parameters. In this step either the simple cell vector distance of the original
Blend is used, or the more sensitive NCDist [3], to find clusters to merge to at higher levels of
completeness. In the second step one uses KAMO again using the correlation between the
intensities at the common HKLs [4] to merge clusters in a way sensitive to structural differences
that may not perturb the cell parameters sufficiently to make meaningful clusters.
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