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Supplementary Table 2  

Heavy atoms sites (fractional coordinates) and statistics of RIP phasing 

Pd-MINTS      
 Residue Atom X Y Z Occ 
 Cys-4 S  0.728 0.875 0.109 1.00 
 Cys-8 S  0.844 0.988 0.170 1.00 
 Cys-16 S  0.777 0.911 0.090 0.99 
 Cys-18 S  0.849 1.043 0.146 0.95 
 Asp-1 O 1 0.692 0.723 0.143 0.50 
 MPD-21 O4 0.627 0.872 0.156 0.43 
 Pd Pd(II) 0.816 0.816 0.000 0.40 
Cu-MINTS      
 CuB Cu(II) 0.561 0.238 0.027 1.00 
 CuA Cu(II) 0.420 0.155 -0.196 0.96 
 Wat-10 O 0.640 0.259 -0.011 0.57 
 Cys-4 (chain B) S  0.405 0.168 0.086 0.51 
      
RIP (SHELXD/E) Cu-MINTS Pd-MINTS   
FIND/DSUL 8/4 4/2    
Range of scale factor K 1.000 0.900-0.999   
High resolution cut-off SHELXD (Å) 1.6 1.4    
Expanded in SHELXE to (Å) 1.2 1.2    
K for best CC - 0.912    
CCbesta 28 34.5    
CCweaka 14.7 23.1    
PATFOM 37.8 25.6    
Solvent Content 0.45 0.45    
K for best pseudo-free CC - 0.984    
Contrastb 0.68 1.13    
Connectivityb 0.86 0.91    
Pseudo-free CC 83.3 88.5    
wMPE  (º) (38-1.2 Å) 15.4 19.2    
Map correlation coefficient 0.832 0.842    
SAD (SHARP)      
wMPE (º) (38-1.2Å) 28.6 31.6    
Map correlation coefficient 0.811 0.834    

a Solution from SHELXD with highest CCbest. 
b Solution from SHELXE with highest pseudo-free CC. 
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1  Legends for Supplementary Figures 

Supplementary Figure S1 

SAD density maps of Pd-MINTS contoured at 1.2  using data recorded (a) in-house of crystal 

Mpd3 to 1.9 Å, (b) on beamline ID29 of crystal Mpd1 to 1.3 Å, and (c) using the first 50º (100 

frames) of the ‘Before’ data of crystal Mpd7 to 1.1 Å. 

 

Supplementary Figure S2 

Difference Fourier density (mFo – DFc) around the Cys-8–Cys-18 disulfide bond contoured at 

+3  (blue, cyan) and –3  (red, yellow), calculated on the basis of the refined model. Maps 

were calculated with amplitudes of the ‘Before’ (blue and red), and ‘After’ (yellow and cyan) 

data. Residues are labelled, with subscripts indicating the chain ID in b), c) and primes denoting 

symmetry-related chains. (a) Pd-MINTS. (b,c) Cu-MINTS.  

 

Supplementary Figure S3 

Difference Fourier map (mFo – DFc) around His-3 in Pd-MINTS using phases from a model that 

included only a single conformer for this residue.  

 

Supplementary Figure S4 

Ribbon diagram of Pd-MINTS illustrating the crystal packing.  
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2 Supplementary Figures 

Supplementary Figure S1 
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Supplementary Figure S2 
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Supplementary Figure S3 

 

 

 

Supplementary Figure S4 

 


