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Molecular Dynamics on the Monolayer of Anionic Surfactant at Va-por/Liquid Interface
YUAN Shi-Ling**1:2, CUI Peng?, XU Gui-Ying®, LIU Cheng-Bu?

(l Institute of Colloid and Interface Chemistry, Shandong University, Jinan 250100)
(2 Institute of Theoretical Chemistry, Shandong University, Jinan 250100)

Abstract The structures and dynamic properties of anionic surfactant sodium dodecyl sulfate (SDS) at the vapor/liquid
interface were investigated using molecular dynamics method. Two systemsin which the areas were 0.45 nm? and 0.68
nm? per molecule respectively were selected. The thickness of monolayer was cal culated using radial distribution function
(RDF), and the order of hydorcarbon chain at the interface for different systems were estimated through number density
profiles and orientation correlation for the unit vector in different molecules. Using the diffusion coefficient calculated by
mean square displacement (MSD) of water in the systems, it was found that the diffusion of water moleculesin the
interface was weaker than those in the bulky solution.
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