
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

S3 Fig. RMSD variations. Plot of the RMSD over the initial conformation of the residues 

Arg319B (A) and Arg207B (B).versus simulation time. Black and red line traces refer to holo and 

apo GabR, respectively. 
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