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Table S1  Crystallographic statistics. Values in parentheses are for the outermost shell. 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

*DirAx (Duisenberg, A., 1992) was used for indexing. 
§Percentage of images that were indexed. 
#Intensities from images diffracted to better than 3.5 Å were merged by Monte Carlo 

integration with frame-wise scaling as implemented in the process_hkl command in the 

CrystFEL suite (White et al., 2012).  

†Rsplit 1/√2
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Data collection Light data Dark data 

Wavelength (Å) 1.63 

Space group C2221 

Unit-cell parameter  

a (Å) 46.2 

b (Å) 103.0 

c (Å) 128.4 

Number of collected images 371,648 

Number of hits 20,418 20,890 

Number of indexed patterns* 16,186 16,548 

Indexing rate (%)§ 4.4 4.5 

Number of merged images# 9,460 10,194 

Number of total reflections 3,381,106 3,680,032 

Number of unique reflections 16,276 16,276 

Resolution range (Å) 38.9–2.2 

Completeness (%) 100 (100) 100 (100) 

Rsplit (%)† 8.96 (81.7) 8.74 (65.0) 

CC1/2 99.2 (55.1) 98.8 (60.8) 

<I/σ(I)> 7.45 (1.49) 7.90 (1.82) 


