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Figure S3. Cys66 is located in the active site of TcdA. Ribbon structure of the TcdA dimer (in chain 

colors), with ATP, Cys66, K+ and Na+ in spheres (CPK colors). Cys66 is located in the active site of TcdA, 

defined by its proximity to ATP, although there are no direct interactions between Cys66 atoms and ATP. 

The inset shows the active site pocket with ATP, ATP-contacting residues (as in Figure 2a in the 

manuscript) and Cys66 represented in sticks. Cys66 side chain is split in two alternate conformations which 

are nearly equally occupied, as shown in the overall dimer view and the inset view. The disordered loop 

(residues 214-236) is shown as a dashed line; two additional cysteine residues, Cys220 and Cys234, fall into 

the disordered loop and, therefore, cannot be located in the structure. 

 

 

 

 


