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Supplementary Table 1. Statistics of diffraction data and structure refinement  
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a
 Number in parentheses indicate the outer-resolution shell. 

b 
Rmerge hkl i i (hkl) - hkl i Ii (hkl) , where Ii(hkl) is the ith observation of 

reflection hkl. 
c 
Rcryst hkl|Fobs Fcalc hkl |Fobs|, where |Fobs| and |Fcalc| are the observed and calculated 

structure factor amplitudes of a particular reflection and the summation is over 95% of the 

reflections in the specified resolution range. The remaining 5% of the reflections were 

randomly selected (test set) before the structure refinement and not included in the structure 

refinement. 
d
Rfree was calculated for the test set using the same equation as for Rcryst.
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Supplementary Table 2: Comparison of wild type Kb/gp34 and Kb-Y84C/gp34 structures. 

Calculated root mean square deviation (RMSD) of the C! atoms between the indicated 
portions of the structures of wild type Kb/gp34 (PDB 1S7S, Fig. 2) and Kb-Y84C/gp34 (PDB 

3ROO, Fig. 2) or wild type Kb/gp33 (PDB 1S7Q). 

The RMSD values between the two wild-type structures (wild type Kb/gp34 and wild type 
Kb/gp33) are included as a comparison for two structures that are essentially identical. 

Resolutions are: Kb-Y84C/gp34 = 2.1 Å; wild type Kb/gp34 = 2.0 Å; wild type Kb/gp33 = 2.0 Å. 
 

 

 RMSD (Å) between wild type Kb and : 

Kb-Y84C/gp34 wild type Kb/gp33 

entire complex 0.45 0.43 

heavy chain only 0.47 0.44 

!2m only 0.24 0.22 

peptide only 0.12 0.15 

peptide binding cleft (2-176) 
only 

0.32 0.26 
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