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Molecular dynamics of surfactants on aqueous electrolyte solution surfaces
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Molecular dynamics simulation of n-heptanol adsorbed on a water surface were carried out as a parameter of
the amount of n-heptanol. When the amount of n-heptanol is small, a monolayer of n-heptanol was formed on
a water surface. As the amount of n-heptanol increases, the fluctuation of a water surface increases, then a
clear n-heptanol-water interface appears. Molecular dynamics simulations of n-propanol show that the amount
of n-propanol on a water surface increases as the concentration of salt increases.
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Table 1 Calculation conditions

Set H,O [Number]  Alcohol [Number]
I 400 40 (n-heptanol)
11 400 60 (n-heptanol)
I 400 100 (n-heptanol)

18% 400 120 (n-propanol)
v 400 + 100 (LiBr) 120 (n-propanol)
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Fig.3 Local surface tension profiles
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