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Computatlonal Modelmg of Photocatalysis and Photo-Induced Charge Transfer Dynamics on Surfaces

Photo-induced dynamics on nano-structured semiconductor surfaces is a rapidly developing area of computational chemistry. Photocatalytic water split-
ting and Photo-induced Charge Transfer Processes play key roles in renewable energy conversion and storage. This symposium presents current frontiers in
computational, experimental, and theoretical studies of photoreactions in order to facilitate a synergistic interdisciplinary effort towards computationally
assisted design of novel energy materials. We anticipate that discussions at this symposium will lead to new successful collaborations. We expect to facilitate
the development of computational methods for correct ab initio description of charge transfer states, photoreactions, and electronic state dynamics induced
by interaction with optical perturbations and lattice vibrations. The primary focus is on photovoltaics and photocatalysis at surfaces of semiconductor nano-
structures with a broader interest in time-resolved spectroscopic monitoring of related photoreactions.

SYMPOSIUM HAS 10 HALF-DAY SESSIONS,
2 invited and 4 contributed talks per session

« Electronic Structure and Excited States « Interfaces of Semiconductor Colloidal Nanorods
« Open System Dynamics and Density Matrix «Interaction of Plasmonic and Semiconductor
Nanoparticles

« Surface Hopping and Non-Adiabatic Dynamics
- Titanium Dioxide Surface Photocatalysis

« Photodissociation Theor
4 «Time-Resolved Spectroscopic Monitoring

« Surface Chemistry of Water of Photocatalytic Processes

« Surface Photovoltage and Photovoltaics « Doping and Adsorbed Dyes




