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Cyclic peptides have attracted much attention in recent years as pharmaceuticals, but they face
the problem of being rapidly eliminated from the body by renal efflux. In order to overcome this
problem, binding to the transporter, human serum albumin, is important. Analysis of the interaction
between cyclic peptides and albumin in complex structures will reveal the interactions that are
important for binding to albumin and will be useful for cyclic peptide design. Molecular dynamics
simulations and interaction analysis were performed on the complex structure of human serum
albumin and colistin. Interaction analysis revealed that hydrogen bonding with atoms
constituting the main chain is the predominant mechanism in both the linear and ring

structures of colistin.
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