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Simulating molecular organisations of liquid crystals and other functional materials in the bulk and
close to interfaces

Many practical applications of liquid crystals (LC) and organic semiconductors, as well as many fundamental physics problems
deal with molecular organizations close to interfaces [1]. Here we plan to show results for the simulation of these organizations at
molecular and atomistic resolution. While molecular resolution models have an important role in studying trends and simple
devices [2], atomistic molecular dynamics simulations [3] can in principle predict actual morphologies and properties at various
temperatures and working conditions from a specific molecular structure. In the talk we present some recent examples of atomistic
simulations for various systems [4-6] trying to show the range and applicability of the results for liquid crystals and organic

electronics.
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