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The interface formed between an aqueous salt solution and a hydrophobic liquid has been 
investigated using molecular dynamics simulations, to compare ion distribution and interfacial 
properties. Hexane has been selected as the hydrophobic liquid. Hydrophilic liquid is an aqueous  
solution of  NaCl   to  analyze the behavior of monovalent anions and cations at hexane/water 
interface. The interfacial tension of hexane/pure water interface was found to be 60 mN/m, in 
reasonable agreement with the experimental value of 54 mN/m at the temperature of 25° and the 
pressure of 1 atm. Our simulations also show the increase in hexane/water interfacial tension 
with the increase of salt concentration consistent with experimental data. Density profiles of 
hexane, water, anions and cations reveal the formation of a double layer, so that the anions are 
closer to the interface than cations. Radial distribution function (RDF) studies show a noticeable 
difference between the interfacial and bulk RDFs, so that the interfacial RDFs  have a higher first 
hydration shell peak than  the bulk RDFs. 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 

 


