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We are predicting the most stable conformations of Neuropeptide FF (NPFF) using 
Replica Exchange Molecular Dynamics (REMD). NPFF has been implicated in pain 
modulation in mammals through the opiod system.1 A lack of a crystal structure for this 
short peptide has greatly hindered our understanding of ligand-receptor interactions for 
this system; its flexibility makes REMD an appropriate method for structural analyses.2 

We identify correlations among the three most stable conformations and compare the 
results to an experimental binding affinity assay. 
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