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  Fig.	
  The	
  hydration	
  of	
  the	
   ligand	
  binding	
  cavity	
  of	
  hA2AR.	
  For	
  each	
  system,	
  I-­‐III,	
  the	
  
number	
  of	
  water	
  molecules	
   in	
  the	
   ligand	
  binding	
  cavity	
  of	
  hA2AR	
   is	
  plotted	
  as	
  a	
  function	
  of	
  MD	
  simulated	
  time	
  
over	
  the	
  entire	
  trajectory.	
  
	
  


