
 
 

 
 
 
Figure S2. The seven CYP2C9 conformations chosen for the ML modeling. The X-ray structure of 
CYP2C9 co-crystallized with losartan (PDB ID 5XXI) is shown in green. One of the MD conformations 
(MD2) is shown in salmon. The heme is shown in sticks. The two loops that surround the substrate 
binding site are highlighted in brown for the other four MD conformations and in cyan for the X-ray 
structure of CYP2C9 co-crystallized with with flurbiprofen (PDB ID 1R9O). The helices and the turn 
b4 are noted. 
 
 
 
 


