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Data collection
Beam source BL26B1
Detector MX225HE
Wavelength () 0.80000 0.80000
Oscillation (°) 0.50 0.20
Temperature (K) 100 100
Space group P212121 P21212;
Unit cell parameters
a, b, c(h) 66.71, 98.30, 127.94 66.62, 98.60, 127.40

Resolution range 2 (&)

50.0-1.39 (1.43-1.39)

50.0-1.53 (1.57-1.53)

Observed reflections @ 1064415 (32854) 919944 (53418)
Unique reflections @ 320514 (20129) 244178 (17968)
Completeness 2 (%) 98.0 (83.3) 99.8 (99.1)
I/o(l)® 15.9 (2.4) 15.2 (2.2)
Rumerge ® ° 0.043 (0.268) 0.049 (0.489)
Redundancy 2 3.3(1.6) 3.8 (3.0)
CCyp? 0.999 (0.880) 0.999 (0.799)
Refinement
Rwork/Riree (%) 12.5/14.5 14.4/16.6
R.m.s.d inbonds (A) 0.018 0.015
R.m.s.d in angles (°) 2.598 2.334
Ramachandran plot

Most favored 97.7 97.5

Additional allowed 2.0 2.0

Outlier 0.3 0.5

a Values for the highest resolution shells are given in parentheses.
b Rmerge = ZniaZill (hkDi- 1 (hk1)s|/Znial (hKI).
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