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abstract
Despite extensive experimental efforts, the influence of
additives and nanofillers on the electrical properties of polymer
dielectrics remains to be defined. In this contribution, we have
proposed a simplified multi-scale modeling approach combining
molecular dynamics simulations, first-principles calculations
and kinetic Monte Carlo simulations. The modeling approach
proposed 1in this paper 1is <considered capable of predicting
carrier mobilities in polymers with flexible backbones with

reasonable computational load even for polymers with additives.
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Fig. 2 Frequency distribution of the
reorganization energies for (a) electron and
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Figure 3. Computed current waveforms: (a)
RAIRTHDILERRENTEDTH D, linear—linear, (b) log-log, and (c¢) Scher-

Montroll plot. The numbers 1in the legend
denote the thickness of the sample (in p m).
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