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Development of simulation method about swelling soft structure by intercalation
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By molecular dynamics simulation and Monte Carlo method, method for modeling
of water-immersed organoclay was developed. The water content was first estimated from the
corresponding thermogravimetry data. However, a novel method for the estimation was developed by
analyzing the intercalated water thermodynamically. The water content estimated by our analysis was
well consistent with the corresponding experimental value.
The adsorption site was discussed based on the nanostructure and diffusivity of the adsorbate, and
it was found that the site was dependent on the organocation, especially its length of the alkyl
chain. The adsorption selectivity observed experimentally was reproduced by solvation free energy
analysis.
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