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State-selective excitations with subsystem TDDFT (FDEc): DIM/QM for molecules adsorbed on large nano-particles:
exciton coupling on excited state potential energy surfaces plasmon-exciton hybridization, surface-enhanced Raman

S. M. Morton and L. Jensen, A discrete interaction

A. Kovyrshin and J. Neugebauer, Potential-energy surfaces of model/quantum mechanical method to describe the
local excited states from subsystem- and selective Kohn— interaction of metal nanoparticles and molecular absorption
Sham-TDDFT. Chem. Phys. 391, 147-156 (2011) J. Chem. Phys. 135, 134103 (2011)

Dye-Sensitized Solar Cell efficiency: estimate electron Charge localization from diabatic states with FDE(m) to
injection with TDDFT excitation and ASCF triplet energies calculate electronic coupling in hole transfers in B-DNA (GT+)

F. Gajardo, M. Barrera, R. Vargas, |. Crivelli, B. Loeb,

Influence of the Nature of the Absorption Band on .. M. Pavanello and J. Neugebauer, Modelling charge transfer
Ruthenium(ll) Polypyridinic Complexes As Dyes for Sensitized reactions with the frozen density embedding formalism.
Solar Cells. Inorg. Chem. 50, 5910-5924 (2011) J. Chem. Phys. 135, 234103 (2011)
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Charge transfer integrals from molecular fragments for All-electric single-molecule motor with non-self-consistent
modeling hole transport in organic electronics (OFETs) Green's functions in ADF
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J.-D. Huang, S.-H. Wen, W.-Q. Deng, K.-L. Han, Simulation of J. S. Seldenthuis, F. Prins, J. M. Thijssen, and H. S. J. van der
Hole Mobility in a-Oligofuran Crystals. Zant, An All-Electric Single-Molecule Motor.
J. Phys. Chem. B 115, 2140-2147 (2011) ACS Nano, 4, 6681-6686 (2010)
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