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Crytpdin-4 (Crp4) is an o -defensin expressed in the small intestine of
mice. The interaction of Crp4 with negatively charged lipid bilayers increases the membrane
permeability of small molecules. At the same time, Crp4 itself also permeates the membrane. Here, we

performed membrane formation simulations to clarify the intermolecular interactions and to gain
insight into the relationship between Crp4 membrane permeation and the increased membrane
permeability of small molecules. Data analysis of our membrane self-assembly simulations in which
Crp4 was found in the formed membranes revealed the spatial distribution of ions and small molecules
such as water, head groups of lipids, and fluorescent dyes, as well as the characteristics of their
intermolecular interactions.
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Conformations and distributions of Cryptdin-4, lipids, and water observed in membrane self-assembly molecular dynamics
simulations
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