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HL 58: Focus Session: Structure and Transport in Organic Photovoltaics Il (jointly with CPP)

Time: Wednesday 15:00-17:00

HL 58.1 Wed 15:00 ER 270
Many-body perturbation theory calculations for organic pho-
tovoltaics — eCaARINA FABER, CLAUDIO ATTACCALITE, and XAVIER
Brase — Institut Néel, CNRS, Grenoble, France

We evaluate the performance of ab initio GW calculations for ioniza-
tion energies (IEs) and for HOMO-LUMO gaps of thirteen gas phase
molecules of interest for organic electronic and photovoltaics, including
e.g. pentacene and free-base porphyrins. Our calculations are based on
an efficient Gaussian-basis implementation of GW with explicit treat-
ment of the dynamical screening through contour deformation tech-
niques. We show that we significantly improve the IEs and gaps as
compared to DFT Kohn-Sham results. Moreover, we study within the
GW and Bethe-Salpeter approach the low lying singlet charge-transfer
excitations in molecular donor/ acceptor complexes associating ben-
zene, naphtalene and anthracene derivatives with the TCNE accep-
tor. Our calculations demonstrate that such techniques can reproduce
the experimental data with a mean absolute error of 0.1-0.15 €V for
the present set of dimers, which is in excellent agreement with the
best time-dependent density functional studies with optimized range-
separated functionals. The present results pave the way for the study
of photoinduced charge-transfer processes in photovoltaic devices with
a parameter-free ab initio approach showing equivalent accuracy for
finite and extended systems. Finally, we show in the case of C60 that
the magnitude of the electron-phonon coupling, an important quantity
that governs the mobility of carriers in organic systems, is much better
described within GW as compared to standard DFT calculations.

HL 58.2 Wed 15:15 ER 270
Transport and Electric Fields in Amorphous Silicon Organic
Hybrid Solar Cells — oSEBASTIAN SCHAEFER!, TiM SCHULZEZ,
Lars Korre?, Aap Gorp1IN3, JAN WORDENWEBERS, and DIETER
NeHER! — 1Universitit Potsdam, Germany — 2Helmholtz Zentrum

Berlin, Germany — 3Forschungszentrum Jiilich GmbH, Germany

We investigated hybrid structures based on nip a-Si:H cells where the
p-type layer is replaced by the low band gap polymer PCPDTBT. In
these devices the polymer acts as an extraction layer for holes gen-
erated in the intrinsic a-Si:H layer and additionally generates charge
carriers in the red part of the spectrum, where a-Si:H does not absorb.
IV- and quantum efficiency measurements of the hybrid cell show that
both materials contribute to the photocurrent generation, indicating
that exciton splitting at the hybrid interface as well as hole transfer
from a-Si:H to the polymer are provided by the structure. However,
low short circuit currents and fill factors lead to poor efficiencies. Sim-
ulations of the hybrid device band structure with AFORS-HET (Au-
tomat for Simulation of Heterostructures, Helmholtz Zentrum Berlin)
indicate that low electric fields in the amorphous silicon layer may lead
to the limited performance. This turns out to be a general problem
of hybrid inorganic-organic devices since the dielectric constants differ
remarkably between these materials. We investigated the electric fields
in the hybrid cell with electroabsorption measurements which support
our theoretical assumptions. Further studies show that by using doped
organic layers the electric field is reconditioned in the amorphous sili-
con, leading to much better device performance.

HL 58.3 Wed 15:30 ER 270
Field-dependent Charge Carrier Generation, Recombination
and Extraction in Polymer Based Solar Cells — eJULIANE
KNIEPERT, ILjA LANGE, JAMES BLAKESLEY, and DIETER NEHER —
Universitat Potsdam, Institut fiir Physik und Astronomie

Recently we used the time-delayed collection field (TDCF) method to
show that charge generation in solvent annealed P3HT:PCBM solar
cells is independent of the electric field[1]. In these blends solvent
or thermal annealing leads to a phase-separated morphology and the
corresponding solar cells exhibit high values for the external quantum
efficiency and fill factor. By contrast, non-treated devices show signif-
icantly lower currents and fill factors.

A fundamental understanding of the processes leading to high fill
factors and currents is of great importance for the development of a
new generation of high efficiency polymer solar cells.

Here, we apply bias-dependent TDCF measurements to probe the
generation and recombination of charge carriers in pristine and ther-
mally annealed devices spincast from chloroform. In conjunction with
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numerical modelling, we show that the differences in the I-V character-
istics are not caused by field-dependent dissociation or by the enhanced
recombination in non-treated blends, but rather by more efficient ex-
traction of holes in the annealed blend.

[1] J. Kniepert et al., J. Phys. Chem. Lett. 2, 700 (2011)

HL 58.4 Wed 15:45 ER 270
Phase separation in ternary charge-transfer-complexes —
eDiana Nanoval:2, SepasTian Beck?, MiLan Arr?, Tosias
GLASER?, ANNEMARIE Puccr?, KATRIN ScHULTHEISS!, Rasmus
R. ScHRODER®, JENs Prraum?, Worrcane KowaLsky!:3, and
MicHAEL KrocerD3 — lInstitute for High-Frequency Technology
,TU Braunschweig, Germany — 2Kirchhoff-Institute for Physics, U
Heidelberg, Germany — S3Innovation Lab GmbH, Heidelberg, Ger-
many — *Institute for Experimental Physics VI, U Wiirzburg, Ger-

many — °BioQuant, U Heidelberg, Germany

We studied, how mixing of two organic charge-transfer-complexes,
which are deposited via thermal co-evaporation at different concen-
trations by substituting only the acceptor molecules, allows tuning
of the optical and structural properties in analogy to inorganic III-
V semiconductor compounds. The electron diffraction patterns we
collected on samples of a so called ternary CT-system DB-TTF/F4-
TCNQx/TCNQ1-x do not show any indication of a mixed crystalline
phase or novel crystalline order. However, upon mixing of the com-
plexes the crystallinity of the individual phases degrades. This effect
is correlating with mixing ratio. We performed x-ray-diffraction mea-
surements, which confirm the phase separation in the ternary system.
Further, we do not observe a shift or the appearance of new peaks
in the infrared spectra. Hence, there is no electronic interaction in
the presented ternary system between the CT-complexes. In summary
this means, that in the ternary system, a phase-separated growth mode
dominates and mixing of the phases is not achieved.

HL 58.5 Wed 16:00 ER 270
Charge Carrier Dynamics in Blends of PCPDTBT /PC-yBM:
Influence of Solvent Additives — eSTEVE ALBRECHT!, WoL-
FRAM ScHINDLER?, JoNa KuUrPiERs!, SyBILLE ALLARD®, ULLRICH
Scuerr®, and DieTER NEHER! — !Universitit Potsdam, Institute
of Physics and Astronomy, Soft Matter Physics, D-14476 Potsdam,
Germany — 2Helmholtz-Zentrum Berlin fiir Materialien und Energie,
Hahn-Meitner-Platz 1, D-14109 Berlin, Germany — 3Bergische Uni-
versitdt Wuppertal, Macromolecular Chemistry and Institute for Poly-
mer Technology, Gauss-Strasse 20, D-42097 Wuppertal, Germany

We have applied time delayed collection field (TDCF) and photo-
CELIV to investigate the photogeneration, recombination dy-
namics and transport of charge carriers in blends composed of
PCPDTBT:PC79BM processed with and without the solvent additive
diiodooctane. We show that the solvent additive affects several el-
ementary processes involved in the photon to electron conversion in
these blends. First, there is a pronounced field dependence of the
generation of free carriers for both blends, with the field dependence
being more pronounced without the additive. Second and most im-
portant, addition of diiodooctane leads to a three-fold increase of the
carrier mobility, enabling rapid extraction of the charge in competi-
tion with bimolecular recombination. On the other hand, both blends
show rather high but similar bimolecular recombination coefficients.
All together, the improvement in generation and extraction of the free
carriers explains well the twofold increase in device efficiency upon
addition of the processing agent.

HL 58.6 Wed 16:15 ER 270

Equivalent circuit analysis for understanding s-shaped IV-

characteristics in organic solar cells — eBERNHARD EckKER!,
Hans-JoacHiM EGrELHAAFZ, RoLaND STEmM?, JURGEN Parist!, and
ELizaBETH voN HAUFF3* — 1Energy and Semiconductor Research

Laboratory, Institute of Physics, Carl von Ossietzky University, 26111
Oldenburg, Germany — 2Konarka Technology GmbH, Landgrabenstr.
94, Niirnberg, Germany — 3Institute of Physics, Albert-Ludwigs Uni-
versity of Freiburg, 79104 Freiburg, Germany — *Fraunhofer Institute
for Solar Energy Systems, Heidenhofstr. 2, 79110 Freiburg, Germany

In this contribution we investigate the origin of s-shaped current volt-
age (IV) characteristics in inverted solar cells with a TiOx interlayer
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between the cathode and the P3HT:PCBM active layer. Initially, the
solar cells demonstrate s-shaped IV characteristics, resulting in a low
fill factor (FF). Upon light soaking with UV radiation the resistiv-
ity of the TiOx interlayer decreases, the s-shape disappears and the
FF increases. Impedance spectroscopy (IS) is used to investigate the
influence of the resistivity of the TiOx layer on the shape of the IV
characteristics. A simple equivalent circuit is proposed to model the
experimental data in both conditions, i.e. with s-shaped and regular
shaped IV characteristics, respectively. The equivalent circuit elements
can be attributed to the distinct layers in the solar cell, therefore giving
insight into the origin of the s-shape. We show that IS in conjunction
with equivalent circuit analysis can provide detailed information and
we identify the resistivity of the TiOx interlayer ultimately influencing
the shape of the IV characteristics.

HL 58.7 Wed 16:30 ER 270
Effect of AnE-PV copolymer blending on photophysical
and photovoltaic properties — eCHRISTIAN KASTNER!, STEFAN
Tork?, DaNIEL Ayuk MBI Easre?, CurisTorH ULsricHT?, OSLEM
UsLUER34, SILkE RATHGEBER®, and HArRALD Hoppe! — lInstitute of
Physics and Institute of Micro- and Nanotechnologies, Ilmenau Univer-
sity of Technology, Ilmenau, Germany — 2Institute for Print and Me-
dia Technology, Chemnitz University of Technology, Chemnitz, Ger-
many — 3Linz Institute for Organic Solar Cells, Johannes Kepler Uni-
versity Linz, Austria — 4Department of Chemistry, Mugla University,
Mugla, Turkey — ®Institute of Integrated Natural Science, University
Koblenz-Landau, Koblenz, Germany
Abstract:  Investigations on the effect of side-chain variation
of anthracene-containing poly(p-phenylene-ethynylene)-alt-poly(p-
phenylene-vinylene) (PPE-PPV) copolymers (AnE-PVs) showed
promising results for the design of bulk heterojunction solar cells.

Furthermore, statistical side-chain substitution of these AnE-PVs re-
sulted in an increased solar cell performance. Thus, the question arose
whether these results are similarly achievable by blending of differ-
ent copolymers bearing different side-chain substitutions, instead of
side-chain blending of only one polymer backbone. This concept has
been applied to fabricate bulk heterojunction solar cells by blending
mixtures of copolymers with PCBM within a common solution. It
is shown that this concept is beneficial for the solar cell performance
compared to single polymer based donor-acceptor blends.

HL 58.8 Wed 16:45 ER 270
Anisotropy of charge and exciton transport in organic
semiconductors — eVERa Stenr!, REemNHOLD FiNnk?, Jo-
HANNES PrisTER?, BErND ENcELs?, and CARsTEN DEBEL! —
I Physikalisches Institut, Universitit Wiirzburg, 97074 Wiirzburg —
2Institut fiir Physikalische und Theoretische Chemie, Universitit
Tiibingen, 72076 Tiibingen — 2Institut fiir Physikalische und The-
oretische Chemie, Universitdt Wiirzburg, 97074 Wiirzburg

Organic solar cells become more and more interesting for applications
due to their low production costs and easy processability. In order
to increase their efficiency it is very important to understand the ba-
sic principles of charge and exciton transport in these materials. The
charge carrier mobility and the exciton diffusion length are the crucial
material parameters which decide on the applicability for solar cells.
The transport properties and their orientational dependency have been
studied theoretically by means of quantum chemical methods and a
hopping approach using Marcus theory along with the master equation.
This approach is straightforward and is shown to provide qualitatively
good results concerning the directional and morphological dependency
of the transport parameters.



