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Molecular Dynamics Simulation of Self-Assembly Behavior of
SDBS /BMAB on the Oil-Water Interface

LI Kaiming LIU Ying-lin YAN Hui LIU Min

(School of Chemistry and Chemical Engineering, Liaocheng University, Liaocheng 252059, China)

Abstract The oil-water interface self-assembly mechanism of SDBS/BMAB system was studied by

molecular dynamics simulation. The self-assembly mechanism was explored by simulating the interface ad-

sorption configuration of SDBS/BMAB system, and the adsorption process of SDBS and BMAB on the in-

terface was given. The simulation results of surface tension agree well with the experimental data. Accord-

ing to the simulation results, the self-assembly structure of SDBS/BMAB system on the interface was pro-

posed. At the same time, density curve, radial distribution function and monolayer film diffusion coeffi-

cient were calculated. Based on the calculation results, the effect of interfacial self-assembly between SDBS

and BMAB on reducing interfacial tension was proposed and explored.

Key words molecular dynamics simulation; surfactant; interface self-assembly; interfacial tension



