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In order to simulate carrier transfer in polymers with flexible backbones,
we have proposed a simplified multi-scale modeling approach combining molecular dynamics
simulations, firstprinciples calculations and kinetic Monte Carlo simulations. Hole transfer in
amorphous polyethylene (PE) is studied as a model system. The modeling approach proposed in this
study is considered capable of predicting carrier mobilities in polymers with flexible backbones
with reasonable computational load.

In addition, time-of-flight measurement was conducted. The experimental data agreed well with the
computational results.

tim-of-flight
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