C o esitdt Excitonic Configuration Interaction CataLiGHT g

@

LL": Tomislav Pitesa, Severin Polonius, Sebastian Mai, Leticia Gonzalez DFG

y /

Institute of Theoretical Chemistry, University of Vienna, Austria
E-mail: tomislav.pitesa@univie.ac.at

| 0 s O (eed e0e [Osel
Multichromophoric QM calculation on () @) @ Building the

systems each chromophore N ..excitonic basis ..<> .Q’ D.‘
DQO with different ’ <>“ ’ ..<> .Q‘ D.‘

embedding schemes .' <>| |.Q ‘ D. ‘

@O0 O8] [O0@)|
@O0 [Oad| [OU@|

OGO

— ESCF —~

20 Mg?* in G-quadruplex
ESCF-ECIS
Full-system QM

w
o

Intensity
N
o

=
o
1

o
1

Energy / eV \_ J/
" . ECIS
ESCF-ECISD ECISD _/
30 Full-system QM R
E 20
: O
107 Hoo Hos Hop -
0 H H H Calculation of full-
0- : . : : +— T $0 §§ SD 4—— system Hamiltonian in
5 6 7 8 9 Diagonalization \ Hpy Hps Hpp excitonic basis

Energy / eV



