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Formation of ordered structure by intercalation of phenol in organoclay investigated by

molecular simulation ('School of Advanced Engineering, Kogakuin University) OMasaya
Miyagawa,' Fumiya Hirosawa,' Hiromitsu Takaba'

In the present study, we investigated structural changes in methylviologen-modified
montmorillonite (Mont-MV) by molecular dynamics simulation. In Mont-MV, the MV cations
are oriented horizontally. By initial stage of intercalation of phenol, the phenol is interacted
with siloxane surface of Mont while the interlayer structure does not change significantly. As
more phenol molecules are intercalated, however, both the MV cations and phenol molecules
get tilted. This morphology sufficiently rationalizes charge-transfer complex observed
experimentally. Therefore, it is concluded that the MV cation plays as pillar and the formation
of the complex is the secondarily derived function.
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