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Chain Atoms Bond (Å) Atoms Angle (°) 
A Nterm-Cu 2.4 Nterm-Cu-His 113 
 His-Cu 1.9 His—Cu-CO 97 
 CO-Cu 2.5 CO-Cu-NH 77 
 NH-Cu 2.2 NH-Cu-Nterm 72 

B Nterm-Cu 2.2 Nterm-Cu-His 99 
 His-Cu 2.0 His—Cu-CO 111 
 CO-Cu 1.9 CO-Cu-NH 75 
 NH-Cu 2.4 NH-Cu-Nterm 74 

C Nterm-Cu 2.2 Nterm-Cu-His 95 
 His-Cu 2.0 His—Cu-CO 114 
 CO-Cu 2.7 CO-Cu-NH 74 
 NH-Cu 2.2 NH-Cu-Nterm 75 

D Nterm-Cu 2.5 Nterm-Cu-His 107 
 His-Cu 1.9 His—Cu-CO 99 
 CO-Cu 2.0 CO-Cu-NH 78 
 NH-Cu 2.3 NH-Cu-Nterm 73 

E Nterm-Cu 2.3 Nterm-Cu-His 110 
 His-Cu 2.0 His—Cu-CO 83 
 CO-Cu 2.0 CO-Cu-NH 88 
 NH-Cu 2.0 NH-Cu-Nterm 79 

F Nterm-Cu 2.4 Nterm-Cu-His 103 
 His-Cu 2.1 His—Cu-CO 111 
 CO-Cu 2.7 CO-Cu-NH 72 
 NH-Cu 2.3 NH-Cu-Nterm 72 

Average Nterm-Cu 2.3±0.1 Nterm-Cu-His 104±7 
 His-Cu 2.0±0.1 His—Cu-CO 103±12 
 CO-Cu 2.3±0.4 CO-Cu-NH 77±6 
 NH-Cu 2.2±0.1 NH-Cu-Nterm 74±3 

 
 
Supplementary Table 1 Bond lengths and angles for Cu2+ coordination in each chain of 
the hexamer.  Nterm refers to the N-terminus, NH and CO refer to the backbone amide 
and carbonyl of Ile1, His refers to the epsilon-Nitrogen of the His31 imidazole ring.  
Errors on averages represent ± 1 standard deviation. 
 


