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sowie zu den Preisvortrdgen

Dr. Zbynek Novotny

The Reconstructed Fe304(001) Surface as an Adsorption Template
Single atoms anchored to metal oxides offer great potential for achieving high activity and selectivity in
heterogeneous catalysis. Unfortunately, supported metal atoms are generally not stable and tend to agglomerate
to clusters already at fairly low femperatures (<300 K). In this talk, I will demonstrate the key findings from
my graduate research: a discovery of a unique adsorption properties of the Fes04(001)-(V2x/2) surface and its
ability to stabilize single metal atoms at temperatures as high as 700 K. The properties of single atoms of Fe,
Au and Pd will be discussed. Finally, I will present a brief highlight of my current research at PNNL.

Dr. Martin Richter
Semiclassical Molecular Dynamics - A Modern Way to Connect Theory to Time-Resolved
Experiments
Semiclassical molecular dynamics (MD) simulations have become an indispensable tool for the investigation of
photoinduced processes in molecular systems and can be used to follow femtosecond non-adiabatic relaxation
processes in real time. Exemplarily, the ultrafast relaxation dynamics of pyrimidine nucleobases after UV
excitation is presented. The combination of microscopic MD results with state of the art spectra simulation
methodologies is discussed.
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