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In order to investigate the molecular mechanism by which hydrogels retain water, this research project
aims to elucidate the mechanism of water retention using all-atom molecular dynamics simulation. We
analyze thermodynamic stability such as free energy calculation and static properties such as hydrogen

bond network structure.
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Fig. 1. (a) Degree of swelling in PVA hydrogel. (b) The
solvation free energy Au of water molecule.
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Fig. 2. Coordination number of water and PVA around
FEH, SEDEE
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