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Simulation study on functions of an anti-microbial peptide
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Here we performed simulation studies on conformations of a defensin-family
peptide, Crp-4, and its interaction with membrane. Our replica-exchange molecular dynamics simulations
have revealed effects of the evolutionally conserved disulfide bridges of Crp-4 on its conformations in
an environment near negatively charged membrane. The spatial distribution of positively charged groups in
the peptide has been shown to correlate with the number of disulfide bridges formed. The disulfide bridge
between Cysll and Cys28 seems to affect the hydrophobic cluster formation within the peptide molecule.
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