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Computational chemistry study on characterization of organic solvent separation using MoS»

containing nanofiltration membrane('School of Advanced Engineering, Kogakuin University,

2Graduate School of Engineering, Kogakuin University) O Ryo Arii,! Hayato Higuchi,’
Masaya Miyagawa,' Hiromitsu Takaba'

The nanofiltration membrane composed of polymer has been used to separate organic
solvents, and durability are often spoiled due to swelling. To solve this problem, the inorganic
materials are added to the polymer membranes. However, it is difficult to investigate the effect
of the additive experimentally, so this research builds a molecular structure of polyamide
nanofiltration membrane containing MoS; nanosheet. As a result, through the adsorption of
methanol simulation using grand canonical Montecarlo simulation of methanol, MoS,
nanosheet controls the interaction to methanol and influence the amount of adsorption.
Keywords : Molecular Dynamics, Separation Membrane; Nanosheet; Organic solvent
separation
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