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Supplementary table 1: Diffraction data and refinement  

D t C ll ti & R fi t 2C3IData Collection & Refinement 2C3I

Space group P65 

Cell dimensions [�] [a=b,c] 98.439, 80.843 

Resolution (last shell) [�] 1.9 (1.9 Š 1.97) 

Unique observations (Rfree set 5%)* 34063 (1709) 

Completeness* [%] 97.2 (92.0) 

Redundancy* 3.5 (2.6) 

Rmerge
* 8.9 (59)Rmerge 8.9 (59)

I/ I * 2.39 (2.39) 

Rwork / Rfree [%] 18.6/21.8 

Atoms (Protein/Ligand/Water) 2246 / 23 / 153 

2B-factors (Protein/Ligand/Water) [�2] 32.4/36.0/39.4

r.m.s.d. bonds [�] 

r.m.s.d. angles [o] 

0.018 

1.59 

Ramachandran 
F bl [%] / ll d [%]

93.2 / 6.8 
Favourable [%] / allowed [%]
*values in brackets refer to last resolution shell used 


