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Figure S1. Number of intramolecular hydrogen bonds of protein in time scale. 
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Figure S2. Potential energy, vanderwaals and electrostatic energy vs. simulation time plot of 

protein in complex with ligand. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

2-methylquinolin-4-ol (4) 
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5.1.2. 4-chloro-2-methylquinoline (5) 

 

 

 

 

 

 

 

 

 

 



 

 

 

 

 

5.1.2. 4-chloro-2-methylquinoline (5) 

 

 

 



 

 

5.1.2. 4-chloro-2-methylquinoline (5) 
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