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#% 1: Crystallographic summary

Data collection

X-ray source PF-AR
Beamline NE3A

Osc. angle (°) 0.5
Exposure time (s) 1
Wavelength (A) 1.0000
Temperature (K) 95

Space group P2,2,2,
Unit-cell parameters (A, °) a=63.7,b=80.6, c=107.5
Resolution (A) 64.47-3.25 (3.43-3.25)
Observations 65,197 (9,864)
Unique reflections 16,823 (2,530)
Completeness (%) 99.9 (100.0)
Redundancy 3.8(3.8)
Average I/0o(1) 9.3 (3.5)
Rmerge (%) 0.137 (0.458)
Mosaicity (°) 0.3

B-factor (A?) 413
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