
Computer simulations create the future 

   
   

 

Drug Design 

simulation with K simulation before K 

K computer has made molecular dynamics (MD) simulation more easily 
and reliably useful in MD-based drug design. 

 Simulation of molecular behavior including solvent (water molecule) became  
possible with K.  Able to accurately predict binding affinities of several hundred 
pairs between pharmaceutical candidate compound and protein in a week. 

Accuracy 
50％+ 

Accuracy 
~5％ 
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