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Influence of the dynamic fluctuation of molecular chains on membrane fouling
properties: Computational chemistry study

Nagumo, Ryo
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Solvation structures in the vicinity of the monomers/oligomers of polymeric
materials and their molecular mobilities were evaluated using molecular dynamics simulations. Robust
solvation structures are observed in the vicinity of the anionic groups of the repeat units of
sulfobetaine and phosphobetaine. The binding strengths of the solvent molecules around the cationic
groups are certainly different depending on the types of betains. We also suggest that the hydration
structures are significant in the vicinity of the phosphobetaine repeat units.
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