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Theoretical investigation on ultrafast electronic relaxation dynamics in
transition metal complexes
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We have developed a model electronic Hamiltonian to compute excited states
of a prototypical tris(bipyridine)iron(ll) complex in a computationally cheap fashion for the use in
molecular dynamics simulations. Through nonadiabatic molecular dynamics simulations by using the
developed model Hamiltonian, we have studied the electronic relaxation dynamics in detail and
successfully provided the insight into relaxation pathways after photoexcitation.
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