TOPICS
- Spectroscopy and charge-transfer processes at molecule-surface interfaces with density functional theory and beyond

- Theoretical descriptions of complex solvent environments with macroscopic (continuum) and microscopic approaches:

Spectroscopy and Soft-landing

- Mixed QOM/MM and large-scale quantum simulations of biological and photobiological mechanisms
- Highly accurate spectroscopy and control of molecular systems including wide-amplitude (highly anharmonic) nuclear motions,

van der Waals interactions and EM fields

- Partitioning, embedding and multi-scale simulations of complex systems and spectroscopic implications
- Highly accurate spectroscopic descriptions bridging the gap between small molecules/complexes

and molecular systems of biological relevance/bulk materials

- Challenging design of novel materials and molecular complexes from ab-initio simulations

for optical and spectroscopic applications
- Theoretical modeling of electro-magnetic spectroscopic properties
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