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Abstract 
 
We design novel polymer materials by means of atomistic molecular dynamics simulations. We focus on 
various types of star-shaped polymers, which are promising candidates for the realization of new 
emerging applications, as for example energy storage. The used computational method allows us to 
describe chemical details of the material and thus to mimic the behavior of the polymer structures, 
whose synthesis in real lab conditions is a very time-consuming task. 
 


