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Understanding how photoexcitation reshapes a molecule’s geometric and electronic structure

is key for the rational design of responsive functional molecules and materials. In this talk, I

will present theoretical studies on molecular systems that undergo pronounced conformational

changes in the excited state, such as molecular switches and twisted intramolecular charge

transfer (TICT) systems. The emphasis will be on the interplay between quantum chemical

simulations and (time-resolved) spectroscopy, particularly (transient) IR and UV/Vis absorption

techniques, examining how these methods jointly reveal how structural twisting influences

transient spectroscopic features, and how this understanding can be translated into practical

design principles.
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