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Abstract: As for thermoresponsive polymers with a lower critical solution temperature (LCST) such
as poly(MN-isopropylacrylamide) (PNiPAM), polymer chains are in an expanded random-coil state
below LCST, whereas they are in a compact globular state above LCST. Although several computer
simulation studies have been carried out on the hydration structures of an atactic PNiPAM, there
have been few simulation studies on those of a PNiPAM with different stereo regularity. In this
study, we conducted a molecular dynamics simulation of a single PNiPAM chain in water, in order
to investigate hydration structures of a PNiPAM and effects of stereo regularity on hydration

structures.
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Fig.1 Snapshots of hydration structures of an atactic
PNiPAM (a) at 250K and (b) at 400K.
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Fig.2 Radius of gyration Rg vs. time t for an
atactic PNiPAM (a) at 250K and (b) at 400K.
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Fig.3 Temperature dependence of the radius of

gyration Rg for atactic, isotactic, and syndiotactic
PNiPAMs.
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