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Abstract 
 
Molecules are constantly in motion, dancing between configurations that can be very 

distinct.  These structural fluctuations can have important implications on the behavior of biological 

macromolecules, affecting phenomena ranging from enzyme catalysis to ligand binding.  Computer 

simulations are a powerful tool for studying molecular systems, but often fail to capture the full 

extent of available structural diversity.  Recent developments in nonequilibrium statistical 

mechanics hold promise in addressing this limitation. 
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