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 Data collection   

    

 Number of frames  395 

 Oscillation step (deg)  0.5 

 Detector distance (mm)  55 

 Wavelength (Å)  1.5418 

 Exposure per frame (s)  75 

    

 Indexing and scaling   

    

 Cell parameters a (Å) 94.35 

  b (Å) 100.70 

  c (Å) 101.10 

  α = β = γ (deg) 90 

 Space group  P212121 

 Resolution limit (Å)  2.30 

 Number of total reflections  334728 

 Number of unique reflections  42870 

 Average multiplicity a  7.8 (7.6) 

 <I/σ(I)>  12.2 (2.2) 

 Rmeas  0.154 (0.999) 

 Rpim  0.054 (0.360) 

 CC1/2  0.997 (0.751) 

 Completeness (%)  99.8 (97.5) 

 No. of chains per asymmetric unit  8 

 Solvent content (%)  47 

 Overall B-factor (Wilson plot, Å2)  35 

    

 Refinement   

    

 Resolution range (Å)  45.18-2.30 

 Number of protein atoms  7164 

 Number of ligand atoms  24 

 Number of water molecules  541 

 R  0.178 

 Rfree  0.226 

 Rms deviations from ideal values24   

    Bond lengths (Å)  0.010 

    Bond angles (deg)  1.1 

 Average B-factor (Å2)   

    Protein  34 

    Ligand  42 

    Water  40 

    

 MolProbity validation9   

    

 Clashscore  4.71 

 MolProbity score 

 
 

1.91 

 

 Ramachandran plot   

    Favored (%)  97.4 

    Allowed (%)  2.6 

    Disallowed (%)  - 

    

 Deposition   

    PDB code  5U7N 

a Values in parentheses correspond to the highest resolution shell (2.38-2.30 Å) 
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