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Enabling X-ray free electron laser crystallography for challenging
biological systems from a limited number of crystals.

Uervirojnsngkoorn M, Zeldin OB, Lyubimov AY, Hattne J, Brewster AS, Sauter NK,
Brunger AT, Weis Wi gLife 03 2015

Bottom Line: We implemented a data processing system based on
classical post-refinement techniques, adapted to specific properties of
XFEL diffraction data.Moreover, the number of observations for a
reflection necessary to assemble an accurate data set could be reduced
to a few observations. These developments will help expand the
applicability of XFEL crystallography to challenging biological systems,
including cases where sample s limited.

fig7: Quality of synchrotron vs. post-refined XFEL diffraction data sets
for myoglobin.Difference Fourier (mFo-DFo) omit maps at 1.35 A
around the heme group (which was omitted from molecular replacement
and mode! refinement), generated from (A) the synchrotron diffraction
data and corresponding mode! with PDB ID 1JW3 (for comparison, all
reflections past 1.35 A resolution were excluded) and (B) the post-
refined myoglobin XFEL diffraction data set using all 757 diffraction
images (Table 1). The maps are contoured at 2.5
0.DO:hitp:/dx.doi.ora/10.7554/eLife.05421.013
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