
Mul$scale	  Simula$on	  of	  Protein	  Conforma$onal	  
Changes	  and	  Intra-‐protein	  Communica$on	  

•  Two	  pathways	  connec$ng	  the	  open	  
and	  closed	  states	  of	  adenylate	  kinase	  	  

•  Local	  unfolding	  prevented	  opening	  
from	  the	  closed	  conforma$on	  
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•  Mechanical	  coupling	  of	  residues	  changes	  
during	  protein	  dynamics	  

•  Mechanical	  coupling	  varia$on	  and	  
conforma$onal	  change	  are	  intermi@ent	  

Temporal	  changes	  (percentage)	  in	  	  
residue	  mechanical	  coupling	  strength	  	  

Domain-‐domain	  distances	  during	  	  
conforma$onal	  changes	  of	  adenylate	  kinase	  


