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Abstract:

The computational simulation of biological processes is a complex task which requires the combination of
different quantum and classical mechanical approaches. Moreover, these hybrid calculations must often

be performed within a dynamic framework to account for conformational sampling. In this contribution, t
he modeling of chemical and physical processes occurring in different biological media will be discussed, i
ncluding the permeation of drugs across lipid membranes, charge transfer events on DNA, and the bindin
g of photoswitches to membrane proteins, among others.
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