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Molecular systems of increasing size and complexity from small prebiotic molecules of astroche-
mical interest [1,2], medium size chromophores important for technology applications [3] to larger
bio-molecules such as proteins [4,5] are nowadays studied by broad range of experimental techni-
ques, involving different parts of electromagnetic spectrum [6], as depicted in Figure 1. However, it
is seldom straightforward to link the rich experimental data to the desired information on the spe-
cific structure and properties of complex molecular systems. I will discuss status and perspective of
the project aimed at development, validation and application of QM based computational protocols

supporting to decode and analyze experimental data based on light-matter interaction.
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Analysis: from “what is known” vs first priciples

Rysunek 1: QM support for experiment
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