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Study of a hydrophilic-hydrophobic switching surface by meso and micro
simulations
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i ~In this work, the interaction parameters for the coarse-grained simulation
which represent experimental results quantitatively were obtained. The molecular dynamics

simulation, in which the all-atom model is employed, enable us that the coarse-grained simulation
can provide the realistic representation of actual polymer structures. It is, however, found that
the probability distribution of coarse-grained monomer distance in the coarse-grained simulation is
the symmetrical Gaussian type and that i1n the molecular dynamics is asymmetric. This disagreement

indicatgs that the potential function of the bond stretching interaction between monomers should be
improved.
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