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Figure S1: Simulation quality plot for apo protein 



Figure S2: Simulation quality plot for ZINC04196061

Figure S3: Simulation quality plot for ZINC08396840

Simulation quality plot for ZINC04196061 

Simulation quality plot for ZINC08396840 

 

 



 

Figure S4: Ramachandran Plot of Akt-3 modelled protein post MD simulations  

 


