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In this module you will dive into world of advanced molecular simulations with this practical
which will allow you to familiarize with force field based molecular dynamics simulations of
solid/liquid interfaces also including metal polarization.

What You'll Learn

e How molecular dynamics simulations model real-world interfaces

e The role of metal polarization in interfacial systems

e How dielectric properties influence molecular behavior

Tutorial 1 (basic): Interfaces & Dielectric Effects. In a first tutorial a metal slab in contact with
different liquids/ electrolyte solutions will be considered. In particular, the difference
between a low dielectric and high dielectric liquid will be investigated and the impact of the
image charge potential in the two cases discussed.

Tutorial 2 (more challenging) Edge Effects & Metal Polarization. In a second tutorial the
impact of metal polarization at edges will be investigated. How the molecular distribution at
the edges is affected by the metal polarization will be discussed.



