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Figure S1. The Structure, ID number, AutoDock Vina Score of the 37 compounds retained by virtual 

screening.  



 



 
Figure S2. The RMSD of D3R protein Cα atoms (blue) and Lig fit on Prot (garnet line) of MD 

simulations of using these top metadynamic-recorded conformations as original conformation 

 

 

 

 



 
 

 
 
 

 


