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In this contribution I present computational protocols to model photoluminescence in molecular
systems which go beyond the nowadays routine modelling of emission energies. Our protocols
merge state-of-the-art quantum chemical calculations, excited state decay rate theories (i.e.,
Fermi-golden rule based)[1] along with semi-classical nonadiabatic excited state dynamics to

Dynamics framework,[5] are presented. Finally, I present our recent efforts to expand our 
protocols from molecular systems to the solid state. In particular I present protocols allowing 
modeling the photophysical properties of organic molecular crystals. The objective is to evaluate 
the effect of various sources of disorder resulting in the shape and broadening of UV-vis 
spectra.[6] These investigations contribute to our continuous efforts towards attaining 
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