
 
 
 
 

 
 
 
 

Fig. S3: Plot of total energy calculated for a free TMC278 molecule while varying the 
torsion angle τ5.  The conformation of TMC278 molecule from the wild-type 
RT/TMC278 structure was used as starting model.  In the energy minimization, the 
torsion angle τ5 was rotated from 0 to 360º in steps of 10º and each conformation was 
energy minimized keeping other four rotatable torsion angles (τ1−τ4) fixed; the energy 
minimization was carried out using program MACROMODEL in the software package 
Schrödinger V8.0 (http://www.schrodinger.com/). 




