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Supplemental; Small compounds modulate and bind MscL similarly 

 
 

 

 

S3 Fig. Comparison between top docking poses and the representative conformations of 

the two clusters sampled by MD simulations. The Top 1 pose (docking score = -7.22 

kcal/mol) is always shown as brownish sticks and three other poses are shown in greenish 

sticks: Docking Pose 2 (docking score = -6.66 kcal/mol2) in Panel A, Docking Pose 3 (docking 

score = -6.55 kcal/mol) in Panel B and Docking Pose 4 (docking score = -6.48 kcal/mol) in 

Panel C. The representative conformations of Clusters 1 and 2 are shown as greenish and 

brownish sticks (Panel D).  

 


