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Recent 1nvestigations demonstrated that organic photovoltaic
(OPV) devices based on S, N-Heteroacenes (SN’s) as acceptors

shows excellent power conversion efficiencies [1].

molecules are ideal alternatives to fullerenes since they are easy

to design and synthesize from building blocks.

we performed Time-Dependant Density Functional Theory (TD-

DFT) calculat;
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of 5,N-he

seroacenes. T'he latter approach includes the chemical
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possible to compare our results with experimental values.

e Structures taken from |2]
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e M0OO-2X functional used for
optimizations;
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Figure 3: a), b) lonization potentials (IP.4.) and c), d) optical gaps (E; caic)
calculated with OT-RSH (green stars) and OT-sRSH (blue circles) func-
tionals for molecules in a), c) tetrahydrofuran (e, = 1.95) and b), d)

TD-DFT calculation
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Figure 1: a) S, N-Heteroheptacene (SN7a) molecule |2| and b) it’s w tuning
curves.
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Figure 4: a) IP’s and E,.. calculated for oligo-SN3 molecules in
dichlorometane solution and b) maximum absorption energy as the inverse
number of double bonds. Solid lines are fits according to the Kuhn Model.
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