




      
          


 
           

           


           
   

          



            


             

          
     



 


























 

 
 
 
 
 
 
 
 
 

Figure S1. The geometry of clomipramine (from PDB ID 2Q6H) with 
atom numbering and nomenclature.
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Figure S2. The leucine absolute binding 
free energy decomposition as function of 
from the FEP simuilation with different ion 
types and ion occupancies.  
 
A. Free energy of uncharging (electrostatic 
component) B. Dispersive part of the 
Weeks-Chandler-Anderson (WCA) 
decomposition of the Lennard-Jones 
interactions. C. Repulsive component from 
the WCA analysis. For further information 
please refer to the original Deng and Roux 
papers (see below) 
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