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Abstract

Molcular dynamics simulation is one of the efficient methods for investigate the
permeation of fluids through nanochanals. In this thesis molecular dynamics simulation
used to stady permeation of pure solvents such as water, methanol and ethanol from boron
nitrid nanotubes in the absence of any applying force and presence of the pressure or
electrical field. Then we examine the separation of the mixtures of water /methanol and
water/ethanol by means of BNNT. All simulations were performed using NAMD.

Keywords:
Molecular dynamics simulation, B-N nanotubes, permeation from B-N nanotubes,
permeation, nanotube
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