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Modelling Charge Transfer Reactions and Excitations with Sub-
system DFT! MICHELE PAVANELLO, Leiden University, JOHANNES NEUGE-
BAUER, Technical University Braunschweig — The subsystem formulation of DFT
known as Frozen Density Embedding (FDE) offers an excellent platform for study-
ing charge transfer reactions in solvated systems, such as biosystems. We present
the necessary theory developments for the calculation of the electronic couplings as
well as the charge transfer excitations from FDE derived densities. We present pre-
liminary calculations on DNA oligomers radical cations that include donor-bridge,
donor-bridge-acceptor, and fully solvated systems.

IM.P. acknowledges funding by a Marie Curie Fellowship of the European Commis-
sion (PIIF-GA-2009-254444). J.N. is supported by a VIDI grant (700.59.422) of the
Netherlands Organization for Scientific Research (NWO).

Michele Pavanello
Leiden University

Date submitted: 10 Nov 2011 Electronic form version 1.4



