
 

 

 

 

Fig. 4. The docking pose differences of 2,4-DNPS and 4-NBT between the Pf- (brown) and h-

TrxR (blue). The docked structures point to the difference in conformation between Try101 

(pfTrxR) and Glu72 (hTrxR) which is proposed to have significant contribution to the observed 

experimental selectivity. 

 


