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Molecular dynamics of inhibition, permeation 

and recognition 
 
Can we design specific membrane channel inhibitors? What is the antimicrobial mechanism of 

the human antibiotic dermcidin? What are the molecular determinants of channel permeation 

and gating? What is the molecular basis of protein-protein recognition, and can we alter 

protein binding affinity by computational design? These are some of the questions that are 

addressed at the atomic level by molecular dynamics simulations. 
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