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Supplementary Table: Data collection and refinement statistics for zVDR-LBD-CTA 

 

 

 

 

 zVDR LBD / CTA 

Data Collection and processing 

statistics 

 

     Beamline Proxima 2A 

     Wavelength (Å) 0.98 

     Space group P6522 

     Unit cell parameters (Å, °) a=b=65.74 c=264.82, ==90 =120 

     Resolution (Å) 28.47-2.39  

             Total reflections 352720 

    Unique  reflections 14257 

     Multiplicity 24.7 

     I/(I) 12.26 

     Completness 99.22 

      Wilson B-factor 71.49 

                CC1/2 0.999 

Refinement  

      Reflections used in 

refinement 

14189 

       Reflections used for R-

free 

710 

      Rwork / Rfree     0.24 / 0.28 

      R.M.S.D. Bond lengths (Å) 0.004 

      R.M.S.D. Bond angles (°) 0.64 

Ramachandran  

      Outliers (%) 0 

      Favored (%) 95.85 

Mean B factor (Å2)  

      Protein 88.08 

      Ligand 77.26 


