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Conformational	  entropy	  is	  an	  important	  component	  of	  the	  change	  in	  free	  energy	  upon	  interactions	  of	  
biopolymers	  (e.g.	  non-‐covalent	  binding	  of	  two	  proteins).	  We	  will	  discuss	  most	  commonly	  used	  
techniques	  for	  conformational	  entropy	  estimation	  from	  classical	  molecular	  dynamics	  simulations	  as	  well	  
as	  novel	  developments	  for	  high-‐performance	  computing.	  

 
 


