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Dealing with Multiple Electronic States

As a single potential energy curve is often drawn in describing chemical
processes, one might easily overlook the importance of other electronic states
that might be reached from the ground electronic state or influence the system in
a subtler way. The presence of multiple electronic states with a possible
multiconfigurational character plays an important role in reactivity and
spectroscopy. The effects are particularly prominent in transition metal systems,
being thus of interest, inter alia, for catalysis, either in industrial applications or in
biological systems (e.g., metalloenzymes).

In my talk, | will present the way one describes, . | W\ 0% |
numerically models and interprets systems in which oor /
multiple electronic states play a decisive role. These
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Figure 1 — The multitude of
electronic statesin FeH*Ar,.
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