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Molecular modeling of the fouling behavior by using thermodynamic criteria for
the design of membrane materials for water treatment

Nagumo, Ryo
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A simplified approach for predicting the hydrophilicity of the surface of a
polymer material was proposed by using molecular dynamics simulations. The fouling behavior of
acrylate/methacrylate materials, including poly(2-methoxyethyl acrylate) (PMEA), was evaluated by
the simplified approach. The obtained results were in a qualitative agreement with the previous
experimental data. The approach was also applied to assess the correlation between the
hydrophilicities of the foulants and the antifouling properties of betaine materials. This study
sugge§t? the validity of the proposed approach for evaluating the antifouling properties of varied
materials.
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