
 
Figure  S1.  Docking  of  the  initial  inhibitor  2‐[(2R)‐butan‐2‐yl]‐4‐{4‐[4‐(4‐  {[(2R,4S)‐2‐(2,4‐

dichlorophenyl)‐2‐(1H‐1,2,4‐triazol‐1‐ylmethyl)‐1,3‐dioxolan‐4‐yl]methoxy}phenyl)piperazin‐1‐

yl]phenyl}‐2,4‐dihydro‐3H‐1,2,4‐triazol‐3‐one to the 5V5Z structure. 

 


