
Supplemental.  A)  Superposition of AKR1C3 in complex with compound 2 onto coordinates 
for AKR1C2 in complex with ursodeoxycholate (PDB 1IHI), using the align function in PyMol.  
Only compound 2 and AKR1C2 are shown.  AKR1C2 residues that would visibly clash with 
compound 2 are shown as red sticks with van der Waals radii shown as red dots.  B)  
Superposition of AKR1C3 (PDB 3R7M) and AKR1C2 (PDB 4JQ2) in complex with sulindac . 
The positions of sulindac bound to AKR1C3 (green sticks) and AKR1C2 (magenta sticks) are 
compared against coordinates for AKR1C2. AKR1C2 residues that would visibly clash with 
sulindac in the AKR1C3 position are shown as red sticks with van der Waals radii shown as 
red dots.  
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