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Molecular Dynamics Stody of Aqueous Sodium Chloride
Solutions of Different Concentrations
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Abstract  Microstructures of aqueous sodium chloride solution at different concentrations have been
investigated by molecular dynamics simulation at 298 K. Concentration has litile effect on the short — range
hydration structure of the ions. Two kinds of association modes between Na* and Cl1™ are observed by
simulation, i.e., the contact jon pairs and solvent — separated ion pairs. The simulation results indicate that
when constructing molecular thermodynamics models for highly concentrated electrolyte solutions, the
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contribution of ion association should be considered.
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Table 4 The simulation system of MD
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1 6 & 244 1.13
2 12 12 232 2.7
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Fig.4 Microscopic snapshots of two kinds of association jon pairs of 5.12 mol/L. NaCl aqueous solution at 298 K
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Fig.2 Orientation distribution functions of NaCl aqueous solution at different concentrations
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