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The adsorption property of layered clay minerals has been investigated for decades due to
its large reserve, but compositional optimization for ideal functional materials has yet to be
accomplished. Computational chemistry has been believed to accelerate material
development, but it is only applied to simple organically modified clay and gas adsorption
systems. The author herein reports the modeling of organo-montmorillonite in the water-
immersed state by the molecular dynamics method. Two approaches are proposed: one is
based on the corresponding thermogravimetry data, and the other is thermodynamic
analysis obtained only by the simulation.
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