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15:00-15:30

15:45-16:15
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9:30-10:00
10:45-11:15

C 264

C 264

C 243

PC 203

C 264
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C 130
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C 264

C 264

C 130

C 130

C 264

PC 203

C 130

C 130

C 243
C 243

Polymer films with optically controlled shape and functionality on
a nanometer scale — eSVETLANA SANTER

Field Responses of Magnetic Gels — RUDOLF WEEBER, SOFIA S. KAN-
TOROVICH, e CHRISTIAN HOLM

Functional Nanocomposites: Disordered media with a cooperative
macroscopic action — eMADY ELBAHRI

Direct observation of prefreezing at the interface melt-solid in
polymer crystallization — ANN-KRISTIN LOHMANN, THOMAS HENZE,
eTHOMAS THURN-ALBRECHT

Magnetic particles in polymer harness: Modeling mesoscopic mag-
netomechanics of polymer composites — eYURIY RAIKHER, OLEG
STOLBOV

Spontaneous symmetry breaking in 2D: Kibble-Zurek mechanism in
colloidal monolayers at finite cooling rates — SVEN DEUTSCHLANDER,
GEORG MARET, ePETER KEIM

Ultrafast Coherent Charge Transfer in Solar Cells and Artificial
Light Harvesting Systems — ¢CHRISTOPH LIENAU, EPHRAIM SOMMER,
ANTONIETTA DE S10, RALF VOGELGESANG, MARGHERITA MAIURI, GIULIO
CERULLO, ANGEL RUBI1I0, CARLO A. R0zzI, ELISA MOLINARI

Structure formation at interfaces: breath figures and beyond —
eMASOUD AMIRKHANI

Challenges for the development of coarse-grained simulation models
for complex soft matter systems — eCHRISTINE PETER

Answering old questions with new simulation methods: what is
the behavior of fluctuation spectra and Frank constants in polymer
nematics? — eKo0sTAS DAOULAS, PATRICK GEMUNDEN

Ultraslow dynamics of hydrated metal ions at the water-solid inter-
face observed by atomic force microscopy — e¢KISLON VOITCHOVSKY
Water flow along a solid interface affects the Stern layer — eMISCHA
BonnN

A new perspective of materials processing — eKyUNG HYuN AHN
The Tricontinuous 3ths(5) Phase: A New Morphology in Copoly-
mer Melts — ¢ GERD SCHROEDER-TURK, MICHAEL FISCHER, LILIANA DE
CAMPO, JACOB KIRKENSGAARD, STEPHEN HYDE

Advances in hybrid solar cells: From hybrid organic/inorganic to
perovskite photovoltaics — eLUKAS SCHMIDT-MENDE

The solid state physics of hybrid perovskites — eJARVIST MOORE
FrosT, FEDERICO BRIVIO, KEITH BUTLER, AURELIEN LEGUY, ARTEM
BAKULIN, PIERS BARNES, ARON WALSH

Flow instabilities in soft glassy materials — eSUZANNE FIELDING
Dense granular flow — e ANNETTE ZIPPELIUS
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CPP 68.1

CPP 68.2

CPP 72.1

CPP 72.2

CPP 73.1

CPP 74.1

CPP 76.1

CPP 76.7
CPP 79.1

Thu

Thu

Thu

Thu

Thu

Thu

Fri

Fri
Fri

15:00-15:30

15:30-16:00

15:45-16:15

16:15-16:45

15:30-16:00

17:00-17:30

9:30-10:00

11:30-12:00
9:30-10:00

C 130 Photophysics of organic-inorganic hybrid lead iodide perovskite sin-
gle crystals — eMARIA ANTONIETTA LoOI

C 130 Exciton stabilization in hybrid lead-halide perovskites: photophys-
ical versus structural properties — ¢ ANNAMARIA PETROZZA

PC 203 Flagellar synchronisation through direct hydrodynamic interactions
— eMARCO PoLIN, DoucLAas BRUMLEY, KIRSTY WAN, RAYMOND GOLD-
STEIN

PC 203 Active motion: From single microswimmers to their emergent col-
lective behavior — eHOLGER STARK

C 243 Microscopic flows of complex suspensions — e ANKE LINDNER

C 243 Multiscale Contact Mechanics for Rough Surfaces with Applica-
tions to Rubber Friction and the Leak-rate of Rubber Seals — eBo
PERSSON

C 130 Strong and switchable magnetic couplings in molecular semicon-
ductor films — eMICHELE SERRI, WEI WU, LUKE FLEET, CYRUS HIR-
JIBEHEDIN, NICHOLAS HARRISON, CHRIS KAY, ANDREW FISHER, GABRIEL
AEPPLI, SANDRINE HEUTZ

C 130 Excitonic phenomena in molecular semiconductors — ¢JENS PFLAUM

C 264 From chemical nanomotors to biological microswimmers — ePEER
FI1SCHER

Invited talks of the joint symposium SYOP
See SYOP for the full program of the symposium.

SYOP 1.1
SYOP 1.2

SYOP 1.3

SYOP 1.4

SYOP 1.5

Mon
Mon

Mon

Mon

Mon

15:00-15:30
15:30-16:00

16:00-16:30

16:45-17:15

17:15-17:45

H 0105 Formation mechanisms of covalent nanostructures — ¢JONAS BJORK

H 0105 Selective C-H Activation and C-C coupling on Metal Surfaces —
eLIFENG CHI

H 0105 On-Surface Synthesis on Insulating Substrates — eANGELIKA
KUEHNLE

H 0105 On-surface polymerization - a synthetic route to 2D polymers —
oMARKUS LACKINGER

H 0105 On-surface azide-alkyne click chemistry and a novel metal-organic

network based on Cu adatom trimers — eTROLLE LINDEROTH

Invited talks of the joint symposium SYME
See SYME for the full program of the symposium.

SYME 1.1
SYME 1.2
SYME 1.3
SYME 1.4

SYME 1.5

Sessions

Fri

Fri

Fri

Fri

Fri

CPP 1.1-1.12
CPP 2.1-2.9
CPP 3.1-3.12

CPP 4.1-4.9

CPP 5.1-5.9
CPP 6.1-6.7

9:30-10:00 H 0105 Excitations and charge transfer phenomena in C based systems —
eELISA MOLINARI
10:00-10:30 H 0105 Towards optimal correlation factors for many-electron perturbation
theories — ¢ ANDREAS GRUNEIS
10:30-11:00 H 0105 Towards an ab-initio description of high temperature superconduc-
tivity — e GARNET CHAN
11:15-11:45 H 0105 Correlation effects in unconventional superconductors: from micro-
to nano- and macroscales. — e¢ROSER VALENTI
11:45-12:15 H 0105 Stochastic density functional and GW theories scaling linearly with
system size — eR0OI BAER, DANIEL NEUHAUSER, ERAN RABANI
Mon  9:30-12:45 C 130 Colloids and Complex Liquids I (joint session CPP, BP, DY)
Mon  9:30-12:30 C 264 Focus: Field Controllable Functional Polymers I
Mon  9:30-13:00 C 243 Nanoparticles and Composite Materials I (joint session
CPP, BP)
Mon  9:30-12:15 BH-N 243  Statistical Physics in Biological Systems (joint session DY,
BP, CPP)
Mon  9:30-12:00 BH-N 334 Anomalous Diffusion (joint session DY, CPP)
Mon  9:30-11:30 PC 203 Crystallization, Nucleation and Self Assembly I (joint ses-

sion CPP, DY)
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CPP 8.1-8.14

CPP 9.1-9.14

CPP 10.1-10.5
CPP 11.1-11.13
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CPP 15.1-15.15
CPP 16.1-16.13

CPP 17.1-17.11
CPP 18.1-18.2

CPP 19.1-19.10

CPP 20.1-20.10
CPP 21.1-21.13
CPP 22.1-22.8
CPP 23.1-23.9
CPP 24.1-24.5

CPP 25.1-254

CPP 26.1-26.7

CPP 27.1-27.7
CPP 28.1-28.8
CPP 29.1-29.7
CPP 30.1-30.19
CPP 31.1-31.8
CPP 32.1-32.15
CPP 33.1-33.8
CPP 34.1-34.10
CPP 35.1-35.5
CPP 36.1-36.13

CPP 37.1-37.13
CPP 38.1-38.11
CPP 39.1-39.12

CPP 40.1-40.8
CPP 41.1-414

CPP 42.1-42.5

CPP 43.1-43.26
CPP 44.1-44.13
CPP 45.1-45.13
CPP 46.1-46.20
CPP 47.1-474
CPP 48.1-48.8
CPP 49.1-49.6
CPP 50.1-50.7
CPP 51.1-51.5
CPP 52.1-52.9

Mon
Mon

Mon

Mon
Mon
Mon
Mon
Mon

Mon
Tue

Tue
Tue

Tue

Tue
Tue
Tue
Tue
Tue

Tue

Tue

Tue
Tue
Tue
Tue
Tue
Tue
Tue
Tue
Tue
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Wed
Wed
Wed

Wed
Wed

Wed

Wed
Wed
Wed
Wed
Wed
Wed
Wed
Wed
Wed
Wed

9:30-13:00
15:00-18:45

15:00-18:45

15:00-17:45
15:00-18:45
15:00-19:30
15:00-18:30
15:45-18:30

16:00-19:00
9:30-13:00

9:30-12:30
9:30-10:00

9:30-12:15

9:30-12:30
9:30-13:00
9:30-11:30
10:00-12:30
10:30-12:30

14:00-16:00

14:00-16:00

14:00-16:00
14:00-16:00
14:30-16:15
14:00-16:00
14:00-16:00
14:00-16:00
14:00-16:00
14:00-16:00
14:00-16:00

9:30-13:00

9:30-13:00
9:30-13:00
9:30-13:15

9:30-11:30
9:30-11:00

11:30-12:45

10:00-13:00
10:00-13:00
10:00-13:00
10:00-13:00
10:00-13:00
10:00-13:00
10:00-13:00
10:00-13:00
10:00-13:00
15:00-18:00

H 2032
C 130

C 243

H 0105
BH-N 243
H 2032

C 264

PC 203

Poster A
C 130

BH-N 128
C 243

A 053

H 1028
C 264
PC 203
C 243
HE 101

HE 101

C 130

C 243

C 264
BH-N 243
Poster B
Poster B
Poster B
Poster C
Poster C
Poster C
C 130

C 243
C 264
H 1058

PC 203
EB 407

H 3005

Poster A
Poster A
Poster A
Poster A
Poster A
Poster A
Poster A
Poster A
Poster A
C 130

Organic Electronics and Photovoltaics

Colloids and Complex Liquids II (joint session CPP, BP,
DY)

Nanoparticles and Composite Materials II (joint session
CPP, BP)

On-surface Polymerization

Brownian Motion and Transport (joint session DY, CPP)
Organic Thin Films

Focus: Field Controllable Functional Polymers II
Crystallization, Nucleation and Self Assembly II (joint ses-
sion CPP, DY)

P1: Interfaces and Thin Films

Organic Electronics and Photovoltaics: Transport of
Charges - from Molecules to Devices (joint session with HL,
TT)

Microswimmers (joint session DY, BP, CPP)

On-Surface Polymerization (contributed session to SYOP,
joint session CPP, MI)

Transport: Graphene (joint session TT, CPP, DS, DY, HL,
MA, O)

Membranes and vesicles I (joint session BP, CPP)
Polymer dynamics

Charged Soft Matter I

Interfaces and Thin Films I (joint session CPP, DS)

Focus session: Structure, chemistry, and ion solvation at
solid-liquid interfaces I (joint session O, CPP)

Focus session: Structure, chemistry, and ion solvation at
solid-liquid interfaces II (joint session O, CPP)

Organic Electronics and Photovoltaics: OPV I (joint session
CPP, HL, TT)

Interfaces and Thin Films IT (joint session CPP, DS)

New Instruments and Methods

Reaction-Diffusion Systems (Joint session DY, CPP)

P2: Organic Electronics and Photovoltaics

P3: Hybrid Photovoltaics and Preovskites

P4: Computational Physics of Soft Matter

P5: Microswimmers, Active Liquids

P6: Biomaterials and Biopolymers

P7: Hydrogels and Elastomers

Organic Electronics and Photovoltaics: OPV 1II (joint ses-
sion CPP, HL, TT)

Interfaces and Thin Films III (joint session CPP, DS)
Computational Physics of Soft Matter I

Cell adhesion, mechanics and migration I (Joint session BP,
CPP)

Charged Soft Matter 11

Optical and Nonlinear Optical Properties I (joint session
DF, CPP)

Transport: Fluctuations and Noise (joint session TT, CPP,
DY)

P8: Nanoparticles and Compsite Materials

P9: Crystallization, Nucleation and Self Assembly

P10: Colloids and Complex Liquids

P11: Wetting, Micro and Nano Fluidics

P12: Glasses and Glass Transition

P13: Charged Soft Matter

P14: Polymer Dynamics

P15: Polymers and Fields

P16: New Instruments and Methods

Focus: Electrolytes at Interfaces - Stern Layer (joint session
with CPP, BP)
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CPP 53.1-53.12 Wed 15:00-18:15 HE 101 Inorganic/organic interfaces: Electronic properties IT (joint
session O, CPP)

CPP 54.1-54.12 Wed 15:00-18:15 C 243 Wetting, Micro and Nanofluidics (joint session CPP, DY)

CPP 55.1-55.12 Wed 15:00-18:30 C 264 Flow-Induced Structures in Complex Fluids (with DRG,
Deutsche Rheologische Gesellschaft, and DY)

CPP 56.1-56.12 Wed 15:00-18:30 H 1028 Membranes and vesicles II (joint session BP, CPP)

CPP 57.1-57.7  Wed 15:00-16:45 BH-N 333 Complex Fluids and Soft Matter - Part I (joint session DY,
CPP, BP)

CPP 58.1-58.10 Wed 15:45-18:30 PC 203 Computational Physics of Soft Matter II

CPP 59 Wed 18:30-19:30 C 130 CPP Mitgliederversammlung

CPP 60.1-60.11 Thu 9:30-13:00 C 130 Focus Session Hybrid Photovoltaics and Prevovskites I
(joint session CPP HL, O)

CPP 61.1-61.11 Thu 9:30-13:00 C 243 Focus: Disordered Systems, Glasses under Shear I (joint

session CPP, DY)
CPP 62.1-62.7 Thu 9:30-11:45 BH-N 334 Complex Fluids and Soft Matter - Part II (joint session DY,

CPP, BP)
CPP 63.1-63.11 Thu  9:30-13:00 H 1028 Cytoskeletal filaments (Joint session BP, CPP)
CPP 64.1-64.9 Thu 9:30-12:00 C 264 Flow-Induced Structures in Complex Fluids (with DRG,

Deutsche Rheologische Gesellschaft, and DY)
CPP 65.1-65.4 Thu  9:30-10:30 PC 203 (Hydro)gels and Elastomers

CPP 66.1-66.6  Thu 9:30-11:00 H 3010 Low-Dimensional Systems: Molecular Conductors (joint
session with CPP, HL, MA, O)

CPP 67 Thu 12:00-13:00 C 264 Mitgliederversammlung der Deutschen Rheologischen
Gesellschaft (DRG)

CPP 68.1-68.10 Thu 15:00-18:15 C 130 Focus Session Hybrid Photovoltaics and Perovskites (joint
session CPP, HL)

CPP 69.1-69.11 Thu 15:00-18:00 C 264 Biomaterials and Biopolymers (joint session CPP, BP)

CPP 70.1-70.6  Thu 15:00-16:45 BH-N 334 Complex Fluids and Soft Matter - Part III (joint session
DY, CPP, BP)
CPP 71.1-71.9  Thu 15:00-17:30 BH-N 128 Glasses and Glass transition (joint session DY, CPP, DF)

CPP 72.1-72.7 Thu 15:45-18:00 PC 203 Microswimmers, Active Liquids I (joint session CPP, BP,
DY)

CPP 73.1-73.5 Thu 15:30-17:00 C 243 Focus: Disordered Systems/Glasses under Shear (joint ses-
sion CPP, DY)

CPP 74.1-74.2  Thu 17:00-17:45 C 243 Friction and Lubrication

CPP 75.1-75.2  Thu 18:00-18:30 C 264 Physics of Food (joint session CPP, BP)

CPP 76.1-76.7  Fri 9:30-12:00 C 130 Organic Electronics and Photovoltaics: Devices (joint ses-

sion CPP, HL, TT)

CPP 77.1-77.4  Fri 9:30-11:30 BH-N 243  Special Session in Honor of the 75th Birthday of Siegfried
Hess: Non-equilibrium dynamics of anisotropic fluids (Joint
session DY, CPP)

CPP 78.1-78.7  Fri 9:30-11:15 C 243 Glasses and Glass Transition (joint session CPP, DF, DY)

CPP 79.1-79.7  Fri 9:30-11:30 C 264 Microswimmers, Active Liquids IT (joint session CPP, BP,
DY)

CPP 80.1-80.10  Fri 9:30-12:15 H 0110 Transport: Molecular Electronics (joint session with TT,

CPP, HL, MA, O)

Annual General Meeting of the Chemical and Polymer Physics Division
Mittwoch 18:30-19:30 C 130

e Bericht

e Posterpreis (gestiftet von Asylum Research)

e Verschiedenes
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CPP 1: Colloids and Complex Liquids | (joint session CPP, BP, DY)

Time: Monday 9:30-12:45

CPP 1.1 Mon 9:30 C 130
Disclination lines at homogeneous and heterogeneous colloids
immersed in a chiral liquid crystal — eSERGEJ SCHLOTTHAUER!,
MicHAEL MELLE!, CaroL K. HaLL?, ENRIQUE Diaz-HERRERA®, and
MARTIN ScHEON!2 — 1Technische Universitat Berlin, Berlin, Ger-
many — 2North Carolina State University, Raleigh (NC), USA —
3Universidad Autonoma Metropolitana-Iztapalapa, Iztapalapa , Mex-
ico
We perform Monte Carlo simulations in the isothermal-isobaric ensem-
ble to study defect topologies formed in a cholesteric liquid crystal due
to the presence of a spherical colloidal particle. Topological defects
arise because of the competition between anchoring at the colloidal
surface and the local director. We consider homogeneous colloids with
either local homeotropic or planar anchoring to validate our model by
comparison with earlier lattice Boltzmann studies. The presence of
a Janus colloid in a choleteric host fluid reveals a rich variety of de-
fect structures. Using the Frank free energy we analyze these defects
quantitatively indicating a preferred orientation of the Janus colloid
relative to the cholesteric helix.

CPP 1.2 Mon 9:45 C 130
Anisometry versus anisotropy in systems of colloidal mag-
netic cubes — eJoE DonaLpson! and Soria KanTorovicu!? —
IFaculty of Physics, University of Vienna, Boltzmanngasse 5, 1090
Vienna, Austria — 2Ural Federal University, Lenin av. 51, 620083,
Ekaterinburg, Russia

Contemporary colloid science provides numerous ways of synthesising
particles with non-spherical geometries. Indeed, a whole spectrum of
shapes is now readily accessible, cubes being one such example. The di-
rectionally dependent interactions of these particles are key tools in the
development of new soft materials. An additional internal anisotropy
is introduced into the system when these particles are constructed
from a magnetic medium. Consequently, the interplay between ani-
sometry and anisotropy, and its influence on how magnetic particles
self-assemble, can be studied. Two different magnetic orientations
within the cube have been considered; the first is represented by a
dipole aligned along the [001] crystallographic axis, and the second by
a dipole aligned along the [111] axis. We have determined the ground
state structure of isolated clusters for both systems and have shown
for the [001] orientation a preference for a ground state dominated
by chain formation. In contrast, clusters of [111] orientated particles
tend to arrange in lattices within which dipoles form ring structures
consisting of four dipoles. We shall discuss the consequences of these
structural configurations on the bulk properties of such systems, in-
cluding preliminary predictions of the magnetic properties of dilute
suspensions.

CPP 1.3 Mon 10:00 C 130
Active microrheology of a nematic Liquid crystal —
oTILLMANN STIEGER', ANDREsS CORDOBAZ?, Marco G. Mazza3,
Juan J. pE PaBLo?, and MARTIN ScHOEN! — !Technische Univer-

sité#it Berlin — 2University of Chicago — 3MPIDS Géttingen

The knowledge of rheological properties of soft matter is of great im-
portance for a variety of applications such as lubricants or the re-
duction of friction. The rheology of materials becomes particularly
relevant if systems are miniaturized to the nanometer length scale at
which physical properties of soft matter are altered significantly from
their microscopic bulk properties. The focus of this work are nematic
liquid crystals (LC) which are characterized by a high degree of orien-
tational order along a specific direction. If now a colloid is immersed
into such a nematic host phase properties of the later are effected
greatly at the nanoscale. The colloid perturbs orientational order of
the nematic LC in its vicinity. This causes defect topologies to arise.
We present nonequilibrium molecular dynamics (MD) simulations of a
homogenous colloid with either planar or perpendicular anchoring of
LC molecules at the colloid’s surface. This leads to well known defect
topologies such as the Boojum defect or the Saturn ring. The colloid is
moved periodically, comparable to a typical experimental setup where
one uses optical tweezers. The phase shift and the magnitude of the
measured force response is used to investigate viscoelastic properties
of the LC host phase. Specifically, we are interested in calculating the
dynamic modulus G = G’ + iG", where G’ and G" are storage and

Location: C 130

loss moduli. For both quantities we present analytic expressions that
can be used to analyse our MD data.

CPP 1.4 Mon 10:15 C 130
Characterizing Dissipation during the Crystallization Process
— oSVEN Dorosz — 162a avenue de la faiencerie, L1511 Luxemburg

I present computational results on the compression of a hard sphere
liquid into the solid phase in finite time.

I will discuss the properties of the resulting work distributions and in
particular focus on the correlations between the dissipated heat during
the process and the detected structures in the solid resp. melt.

CPP 1.5 Mon 10:30 C 130
Colloidal Plastic Crystals of Hard Dumbbells under Shear —
oeNiLs HepTNER!2, FaNcFaNG CHU'2, MATTHIAS BALLAUFF!2, and
Joacum DzusieLLab? — 'Helmholtz-Zentrum Berlin, Germany —
2Humboldt-Universitit zu Berlin, Germany

We study the structural response of plastic crystals of colloidal dumb-
bells to an oscillatory shear field using Brownian Dynamics (BD) com-
puter simulations. Under increasing shear strains, a discontinuous
transition is found from a twinned-fcc like crystal to a partially ori-
ented highly ordered sliding-layer state via a disordered intermediate
state. In this novel partially oriented sliding-layer phase, sheared hard
dumbbells exhibit a small but finite collective orientational order. We
show that the orientations of only weakly anisotropic particles play a
crucial role in non-equilibrium transitions. Our findings from simula-
tions are compared to data obtained by rheo-SANS experiments and
reveal the nature of a second rheological yielding event which has not
been observed for crystalline suspensions of hard spheres.

CPP 1.6 Mon 10:45 C 130
Experimental determination of structural and dynamical
heterogeneities in a metastable colloidal fluid — SeBAs-
TiIaAN GoLpe!, Markus FrRanke?, THoMmas PALBERG?, and eHANs
JoacHIM ScuHOPE? — lGraduate School Materials Science in Mainz,
Staudinger Weg 9, 55128 Mainz, Germany — 2DB Systel GmbH,
Weilburger Strafe 22 B4.14, 60326 Frankfurt a. Main — 3Institut
fiir Physik, Johannes Gutenberg-Universitdt, Staudingerweg 7, 55128
Mainz, Germany — 4Eberhards Karls Universitit Tiibingen, Auf der
Morgenstelle 10, 72026 Tiibingen, Germany

Metastable fluids exhibit heterogeneous dynamics as well as hetero-
geneous structure [1]. These dynamical and structural heterogeneities
play an important role in the understanding of the glass transition and
crystallization. Simulations suggest that these heterogeneities in dy-
namics and structure are linked, but the direct experimental proof is
still lacking [2]. Using space- and time-resolved dynamic light scatter-
ing and time-resolved multi angle static light scattering [3], we study
the dynamics and structure in a model system of colloidal hard spheres
during crystallization and vitrification. For the first time, direct corre-
lation between the temporal evolution of the dynamical heterogeneities
and the structural heterogeneities was obtained from an analysis of the
subensemble resolved particle dynamics and the evolution of the static
structure factor.

[1] L. Berthier and G. Biroli, Rev.s of Mod. Phys., 83, (2011,[2] T.
Kawasaki and H. Tanaka, JPCM, 22 (2010),[3] M. Franke, S. Golde
and H.J. Schope, Soft Matter 10, 5380 (2014)

15 min. break

CPP 1.7 Mon 11:15 C 130
Dense Colloidal Suspensions in Microfluidic Flow — ePHILIPP
KaNeEHL and HoLgER STARK — Institut fiir Theoretische Physik,
Technische Universitédt Berlin, D-10623 Berlin

Dense colloidal suspensions in a pressure driven flow accumulate in
the center of the microchannel. Bidisperse mixtures partially demix
depending on their densities [1]. In very dense colloidal systems, one
observes oscillations in the colloidal flow velocity which is attributed to
transient jamming. The oscillations ultimately become irregular when
density is further increased [2].

To develop a theoretical understanding of all these effects, we simu-
late hard spheres under pressure-driven flow in two and three dimen-
sions using the mesoscale simulation technique of multi-particle colli-
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sion dynamics which is an efficient solver of the Navier-Stokes equation
and includes thermal motion.

In our simulations, we reproduce the experimental observations that
a monodisperse suspension enriches the channel center and a binary
mixture segregates into its two species. Comparison with our ana-
lytical model suggests that Brownian motion is crucial for demixing
and that the non-diagonal elements of the collective diffusion tensor
determines, which species enriches the center. Qualitative differences
between 2 and 3 dimensions are found.

Finally, we present first results on monodisperse suspensions near
close packing to understand flow oscillations and transient jamming.
[1] D. Semwogererea and E. R. Weeks, Phys. Fluids, 20, (2008).

[2] A. I. Campbell and M. D. Haw, Soft Matter 6, (2010).

CPP 1.8 Mon 11:30 C 130
Rheological study of anisometric pigment particle suspen-
sions — eYonc GENG, ALEXEY EREMIN, and RALF STANNARIUS —
Otto-von-Guericke-Universitat Magdeburg, FNW/IEP /ANP, Postfach
4120, 39016 Magdeburg, Germany

Rheological properties of colloidal suspensions formed by nanometer
size rod-shaped pigment particles dispersed in a non-polar solvent are
studied. Experiments have shown that these suspensions possess un-
usual properties such as liquid crystalline behaviour at high dispersant
concentration, field-induced phase separation at low and intermediate
concentrations, switching in electric fields, and a reversible response
to the adsorbing light affecting current transients in sandwich cells.1
By doping with small amounts of ferrofluid these pigment dispersions
can form a basis for magneto-responsive materials. A strong magneto-
optical effect has been confirmed. In our studies, we demonstrate a
strong shear-induced birefringence and shear thinning behaviour in
pure dispersions. We also discuss the effects of magnetic fields on the
rheological properties of the pigment/ferrofluid mixtures. This helped
to get a deeper insight into the properties of these suspensions and
understand the mechanisms of the structural changes under external
field such as electric, magnetic and flow.

1. Eremin, Alexey, et al., Adv. Funct. Materials 21.3 (2011): 556-
564.

CPP 1.9 Mon 11:45 C 130
Structure analysis of stable and metastable hard sphere fluids
by confocal microscopy — AcHiM LEDERER! and eHANS JoACHIM
Scuope? — lnstitut fiir Physik, Johannes Gutenberg-Universitét,
Staudingerweg 7, 55128 Mainz, Germany — 2Eberhards Karls Univer-
sitdt Tiibingen, Auf der Morgenstelle 10, 72026 Tibingen, Germany

The structural properties of the metastable melt play a key role in the
understanding of the glass transition and crystal nucleation. Using
laser scanning confocal microscopy we study the structure of stable
and metastable colloidal hard sphere fluids. The used system was
characterized with extreme care to allow a meaningful comparison
with theory and simulation. While the Percus-Yevick (PY) approx-
imation works quite perfectly for stable fluids at moderate volume
fractions, it starts to fail for volume fractions larger than 0.45 ap-
proaching the freezing transition at 0.494. Strong deviation can be
observed in metastable fluids: In the pair correlation function g(r) the
experimental data display a significant higher principal peak and a dif-
ferent shape in the higher order peaks than the PY-approximation. In
the static structure factor S(q) the data display a split in the second

structure factor maximum suggesting a local short range crystalline
like order. An analysis on the particle level reveals the existence of
clusters with higher bond orientation order (q6(i)q6*(j)), although the
overall hexagonal order of the ensemble does not increase.

CPP 1.10 Mon 12:00 C 130
Effects of shear and walls on the diffusion of colloids in mi-
crochannels — @SOMNATH GHOSH, FRIEDER MUGELE, and MICHEL
puiTs — Physics of Complex Fluids group, MESA-+ institute, Uni-
versity of Twente PO Box 217, 7500 AE Enschede, The Netherlands

Colloidal suspensions flowing through micro-channels were studied for
the effects of both shear flow and the proximity of walls on the parti-
cles* self-diffusion. Use of hydrostatic pressure to pump micron-sized
silica spheres dispersed in water-glycerol through poly (dimethylsilox-
ane) channels with a cross section of 30x24 micron, allowed variation
of the Péclet number(P¢é) from 0.01 to 50. To obtain diffusion coeffi-
cients, image-time series from a Confocal Scanning Laser Microscope
were analysed with a method that, after finding the particle trajec-
tories, subtracts the instantaneous convective displacements and sub-
sequently measures the slopes of the Mean Squared Displacement in
the flow (x) and shear (y) directions. The thus obtained Dx and Dy,
which should be equal to the free diffusion coefficient (regardless of
shear) in the dilute limit, both increase strongly with Péclet number
(for Pé>10) in a concentrated suspension. This effect of shear-induced
collisions is counteracted by the contribution of walls, which cause a
strong local reduction in Dx and Dy.

CPP 1.11 Mon 12:15 C 130
Transport of active particles in low-porosity structures —
FraNK WIRNER!, CHRISTIAN ScHOLZ!, and e CLEMENS BECHINGER!:2
— 12, Physikalisches Institut, Universitit Stuttgart, Germany —
2Max-Planck-Institut fiir Intelligente Systeme, Stuttgart, Germany

Transport of active bacteria in porous media is of importance in many
different fields, ranging from bioremediation, groundwater contamina-
tion and enhanced oil recovery to blood perfusion inside the body. We
study the motion of active particles in artificially created porous media
by a semi-experimental approach. In porous media with low porosities
the presence of stagnant parts can lead to a temporary trapping of
active particles in such regions, which can vastly increase their reten-
tion times. We compare the distributions of retention times and the
transport properties of active and purely Brownian particles.

CPP 1.12 Mon 12:30 C 130
Isobutyric acid and water mixture confined in a silica
nanopore — eMICHAEL HARRAcCH and BARBARA DRosSEL — In-
stitut fiir Festkorperphysik, TU Darmstadt, Darmstadt, Germany

We analyze the phase behaviour of water and isobutyric acid mixtures
of differing weight percentages, in a silica nanopore of roughly 4 nm di-
ameter and a corresponding smooth-walled confinement based on the
average potential as given by the pore. While experimental studies
have been interpreted as showing evidence for a phase seperation of
water and isobutyric acid with the water situated at the pore wall we
observe the converse, with the water rich part of the mixture preferring
the pore center. The comparison of the smooth and rough pore allows
us to further determine the importance of potential hydrogen bond
sites and their influence on the static and dynamic characteristics of
the mixture.
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CPP 2: Focus: Field Controllable Functional Polymers |

Time: Monday 9:30-12:30

Invited Talk CPP 2.1 Mon 9:30 C 264
Polymer films with optically controlled shape and function-
ality on a nanometer scale — ¢SVETLANA SANTER — Universitéit
Potsdam

When azo-modified photosensitive polymer films are irradiated with
light interference patterns, topographic variations in the film develop
that follow the field vector distribution resulting in the formation of
surface relief gratings (SRG). In my talk I plan to address two ma-
jor points concerning the experimental efforts to understand SRG for-
mation in azobenzene containing thin polymer films: (i) how is the
orientation of the electric field vector within the interfering electro-
magnetic fields related to the topographical pattern within the SRG;
(ii) how can one measure locally the opto-mechanical forces emerging
during topography change. In the first part, I will present a new set-up
combining an atomic force microscope (AFM) and two-beam interfer-
ometry, with which it is possible to track the topography change in-situ
while at the same time changing polarization and phase of the imping-
ing interference pattern. In the second part of my talk I will present
how graphene can be utilized as a nanoscopic probe in order to char-
acterize local opto-mechanical forces generated within photosensitive
azobenzene containing polymer films. Based upon our experimental
results we can deduce that internal stresses within the film due to
grating formation can exceed 1 GPa. To demonstrate the strength of
the opto-mechanical forces generated within the polymer film in the
last part of my talk I will report on opto-mechanical scission of polymer
chains in photosensitive polymer brushes.

CPP 2.2 Mon 10:00 C 264
Light-induced deformation of azobenzene-containing LC net-
works — eVLaDpIMIR TosHCHEVIKOV!, TaTiana PeTroval2, and
MARINA SAPHIANNIKOVA! — lLeibniz-Institut fiir Polymerforschung
Dresden e.V. — 2Cherepovets State University, Russia

Azobenzene containing polymer networks belong to a class of smart
materials, which are able to change their shape under light illumina-
tion. The photomechanical behavior of these materials is very sensitive
to their chemical structure [1, 2|. In the present study we develop a the-
ory of light-induced deformation of two-component polymer networks,
which contain azobenzene chromophores and liquid crystalline (LC)
mesogens. It is shown that preferential reorientation of chromophores
perpendicular to the polarization direction leads to the reorientation of
the mesogens due to LC interactions between the components. Reori-
entation of the chromophores and mesogens results in the light-induced
deformation of the polymer network. The magnitude of deformation
increases with increase of the volume fraction of chromophores and
the strength of LC interactions between the components. Influence
of the dilution of azobenzene networks by the bent cis-isomers of the
chromophores on the light-induced deformation is discussed.

[1] V. Toshchevikov et al. J. Phys. Chem. B 116 (2012), 913; 118
(2014) 12297.

[2] V. Toshchevikov et al. J. Chem. Phys. 137 (2012), 024903.

CPP 2.3 Mon 10:15 C 264
Towards Understanding Photoswitchable Materials: Molecu-
lar Dynamics Simulation Studies of Azobenzene-Containing
Polymers — eMarcus BockManN and Nikos Dorrsinis — Insti-
tut fiir Festkorpertheorie, Westfilische Wilhelms-Universitat Miinster,
Miinster, Germany

A large number of photoresponsive materials are made from polymers
or liquid crystals that contain azobenzene (AB) as photochromic unit
[1]. In this contribution, we will report on results from our theoretical
studies based on multiscale molecular dynamics (MD) simulation tech-
niques [2-4] applied to helical foldamers [4], artificial muscles [5], liquid
crystals [3], and the phenomenon of photofluidity [6] yielding surface
relief gratings (SRGs) in an active layer of poly-disperse-orange-3-
metacrylamide (PDO3M).

[1] Y. Zhao and T. Ikeda, eds., Smart Light-Responsive Materi-
als:  Azobenzene-ContainingPolymers and Liquid Crystals (Wiley-
VCH, Weinheim, 2009). [2] M. Béckmann, N. L. Doltsinis, and
D. Marx, J. Phys. Chem. A 114, 745 (2010). [3] M. Bock-
mann, D.Marx, C.Peter, L. DelleSite, K. Kremer, and N. Doltsinis,
Phys. Chem. Chem. Phys. 10, 1039 (2011). [4] M. Béckmann, S.

Location: C 264

Braun, N. L. Doltsinis, and D. Marx, J. Chem. Phys. 139, 084108
(2013).  [5] D. Bléger, T. Liebig, R. Thiermann, M. Maskos, J. P.
Rabe, and S. Hecht Angew. Chem. Int. Ed. 50, 12559 (2011). [6] P.
Karageorgiev, D. Neher, B. Schulz, B. Stiller, U. Pietsch, M. Giersig,
and L. Brehmer Nature Materials 4, 699 (2005).

CPP 2.4 Mon 10:30 C 264
Aggregation behaviour of doubly thermo-responsive
poly (sulfobetaine-b-(N-isopropylmethacrylamide) diblock
copolymers — eNATALYA VISHNEVETSKAYA!, VIET HILDEBRANDZ,
MARTINE PHiLIPP!, ANDRE LascHEwsky??, PETER MULLER-
BuscaBaum!, and CHRISTINE Papapakis! — 1'TU Miinchen, Physik-
Department, Physik weicher Materie — 2 Universitéit Potsdam, Institut
fiir Chemie — 3Fraunhofer Institut fiir Angewandte Polymerforschung

TAP, Potsdam-Golm

Diblock copolymers consisting of non-ionic poly(N-isopropylmethacrylamide)

(PNIPMAM block) and a zwitterionic poly(sulfobetaine) (PSB block)
feature both a lower and an upper critical solution temperature (LCST
and UCST) in aqueous solution. Accordingly, P(SB-b-NIPMAM)is
expected to form (i) micelles with PNIPMAM shell and PSB core
or vice versa at low and high temperatures and (ii) unimers or large
aggregates in the intermediate temperature range, depending on the
chemical structure and the molar mass of the PSB block as well as on
the presence of electrolyte.

The phase transition temperatures in dependence on the electrolyte
concentration are investigated via turbidimetry. The aggregation be-
havior modulated by dual stimuli (temperature and electrolyte con-
centration) is studied by temperature-resolved small-angle X-ray and
neutron scattering (SAXS, SANS). Aggregation of P(SB-b-NIPMAM)
in deuterated water was found to occur above LCST and below UCST.
The structures formed depended markedly on the blocks lengths,
whereas the salt-induced structural changes were only minor.

CPP 2.5 Mon 10:45 C 264
Reversible thermosensitive biodegradable polymeric actu-
ators driven by confined crystallization in thin films —
eVraDIsLAV STROGANOV and LEoNID IoNnov — Leibniz-Institut fiir
Polymerforschung Dresden e.V., Dresden, Deutschland

Polymer actuators are materials capable of changing their shape in re-
sponse to variation of environmental conditions, thus performing me-
chanical work. They have been used for many applications such as:
controlling the liquid flow in microfluidical devices actuators, designing
of swimmers, walkers, sensors, imaging devices, and 3D microfabrica-
tion. One of the promising fields of applications of polymeric actu-
ators is the design of biomaterials such as stents, sutures as well as
bio-scaffolds. For such kind of applications, polymeric actuators must
be both biocompatible and biodegradable.

In this work we report design of biodegradable thermoresponsive
polymeric films with reversible actuation based on polycaprolactone-
gelatin bilayers. The films are unfolded at room temperature, fold at
temperature above polycaprolactone melting point and unfold again
at room temperature. The actuation is based on reversible switch-
ing of the structure of the hydrophobic polymer (polycaprolactone)
upon melting and crystallization. We found that the origin of this
completely unexpected behavior is the orientation of polycaprolactone
chains parallel to the surface of the film, which is retained even after
melting and crystallization of the polymer - *crystallization memory
effect*. We also demonstrated potential application of such reversible
biodegradable thermo-sensitive actuators for reversible encapsulation.

15 min. break

Invited Talk CPP 2.6 Mon 11:15 C 264
Field Responses of Magnetic Gels — RuporLr WEEBER!, SoFia
S. KanTorovica?, and eCHrisTIAN HoLm! — Institut fiir Comput-
erphysik, Universitdt Stuttgart, Stuttgart, Germany — 2Universitat
Wien, Sensengasse 8, 1090 Wien, Austria

Ferrogels are hydrogels that additionally contain magnetic single-
domain particles and whose properties can be controlled by using
external magnetic fields. We will present recent results on the mi-
crostructure, the magnetic behavior, and the mechanical and vis-
coelastic properties of 2D and 3D magnetic gels on the basis of 2
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microscopic particle models. In the first model the nano-magnets are
part of the chain monomers, whereas in the second model the magnetic
particles are restricted to the network nodes. We will focus on the
magnetic field-actuated changes in the microstructure of the gel and
correspondingly on the change in elastic behavior, magnetic response,
and viscoelastic properties. We first summarize 2d computer models
for the deformation by a change in the interaction between magnetic
nano-particles [1]. Then we will present results for the second model
where the deformation of the gel is triggered by torque transmission.
In these systems, the polymer network is cross-linked by magnetic
node particles. If time permits we will also present recent results on
dipolar shifted particles [2].

[1] R. Weeber, S. Kantorovich, C. Holm, Soft Matter 8 (2012) 9923-
9932. [2] R. Weeber, M. Klinkigt, S. Kantorovich, C. Holm, Journal
of Chemical Physics 139 (2013) 214901.

CPP 2.7 Mon 11:45 C 264
Electro-optics in fast switching polymer-stabilized liquid
crystals of high chirality — eALEXANDER LorENz!, Damian J.
GARDINERZ, RAcHEL HyMAN?, STEPHEN M. MoORRIs®, and TIMOTHY
D. WiLkinsoN? — !Stranski-Laboratorium, Sek. TC 9, Technische
Universitat Berlin, Str. des 17. Juni 124, 10623 Berlin, Germany —
2Centre of Molecular Materials for Photonics and Electronics, Depart-
ment of Engineering, University of Cambridge, 9 JJ Thomson Avenue,
Cambridge CB3 OFA, United Kingdom — 3Department of Engineering
Science University of Oxford, Parks Road, Oxford OX1 3PJ, United
Kingdom
The electro-optic performance of a fast (< 1 ms) switching polymer-
stabilized hyper-twisted chiral nematic LC [1] was rigorously analyzed
with experiments and simulations: The induced birefringence was
quantitatively traced back to both flexoelectro-optic switching and
dielectric coupling [1]. In addition, a polymer-stabilized wide tem-
perature blue phase LC [2] (based on well-known LC E7 and chiral
dopant R5011) was generated in reflective test cells that possessed
structured aluminum electrodes on a silicon wafer. A diffraction ex-
periment revealed continuous, polarization independent optical phase
modulation (maximum phase modulation depth of pi) in the thin (4
microns) polymer-stabilized LC layer [2]. 1. A. Lorenz et al., Applied
Physics Letters 104, 071102 (2014). 2. R. M. Hyman et al., Applied
Optics 53, 6925 (2014).

CPP 2.8 Mon 12:00 C 264
Viscoelastic properties of magneto-sensitive elastomers —
eDMYTRO IVANEYKO, VLADIMIR TOSHCHEVIKOV, and MARINA SAPHI-
ANNIKOVA — Leibniz-Institut fiir Polymerforschung Dresden e.V.

CPP 3: Nanoparticles and Composite

Time: Monday 9:30-13:00

CPP 3.1 Mon 9:30 C 243
Iron Oxide Nancube Monolayers at the Air/Water Inter-
face: Self-Organization on Nano- and Mikroscale — eHEIKO

AnRreENs!, SAraH MEenpizapen TaHERI?, THOMAS ORTMANND,

ANDREAS GRONING', STEPHAN FORSTER?, and CHRISTIANE A.
HeLm! — 1Physik, Uni Greifswald, 17487 Greifswald, Germany —

2Physikalische Chemie I, Uni Bayreuth, 95440 Bayreuth, Germany

Monodisperse Cubic Iron Oxide nano particles (5-8 nm) covered in oleic
acid form stable films on the air water interface. Isotherms exhibit a
plateau at 18 - 20 mN/m, then the pressure increases steeply. At zero
surface pressure, Brewster angle microscopy(BAM)shows micrometer
sized domains consisting of nanocubes immersed in a matrix of excess
oleic acid. These small domains show Brownian motion. Then linear
and mesh-like rigid domains (size 100 *m) are observed. The 5.5nm
nanocubes form a homogenous monolayer in the plateau region, on
further pressure increase large (100 *m) homogenous domains of bi-
and even multilayer appear. The films of the larger 8 nm nanocubes
remain heterogeneous at all surface pressures. Large (100 *m) patches
of oleic acid monolayers coexist with medium sized (50*m) domains of
particle monolayer and small domains (10 *m) of bi- and multilayers.
All aggregation is irreversible.

These observations are confirmed by X-ray reflectivity and Grazing
Incidence X-ray diffraction.

Magneto-sensitive elastomers (MSEs) are smart materials which con-
sist of micron-sized magnetic particles dispersed within a non-magnetic
elastomeric matrix. Mechanical properties of MSEs change consider-
ably under external magnetic field [1]. In the present study we con-
sider viscoelastic properties of isotropic MSEs using a coarse-grained
cubic network model, which describes the network dynamics in the
low-frequency regime [2]. Equations of motion for magnetic particles
take into account topology of the elastic network and magnetic inter-
actions between the particles. We show that the application of uniform
magnetic field leads to the splitting of the relaxation spectrum into two
branches for the motions of the particles parallel and perpendicular to
the field. The shear dynamic moduli G’ and G” of MSEs are calculated
as functions of the frequency. The values of G’ and G” are shown to
depend on the direction of the shear deformation with respect to the
magnetic field. For instance, both G’ and G” increase if the shear is
applied perpendicular to the direction of the magnetic field. This pre-
diction is in a qualitative agreement with existing experimental data.

[1] D. Ivaneyko et al., Soft Matter 10 (2014), 2213.

[2] V.P. Toshchevikov et al., Macromolecules 42 (2009), 3417.

CPP 2.9 Mon 12:15 C 264

Mesoscopic modeling of ferrogels and magnetic elastomers —
PeeT CrREMER!, GiloraIo PEssor!, MiTsusuke Taramal:2, ELsHAD
AvrLanyarov!, Harrmur Lowen!, and eANDREas M. MenzerL!
— 1Heinrich-Heine-Universitit Diisseldorf, Diisseldorf, Germany —
2Kyoto University, Kyoto, Japan

Ferrogels and magnetic elastomers consist of colloidal magnetic parti-
cles embedded in a crosslinked polymer matrix. Tunable elastic mod-
uli that can be switched by an external magnetic field represent one
of their outstanding features. Our goal is to understand and identify
such controllable material properties on the magnetic particle level
using both particle-matrix and simplified dipole-spring models.

We studied how the particle arrangement and orientation of the
magnetic moments can influence the elastic moduli when the strength
of the magnetic interaction is controlled. In one case, we used the
particle distribution of a real experimental sample as an input. Here,
the convenient technical assumption of affine deformations must be
dropped. Furthermore, we demonstrated that the relaxation dynamics
of the materials can be tuned by the particle arrangement, by external
magnetic fields, and by an orientational memory. Apart from that we
showed that a pronounced switchable nonlinear stress-strain behavior
is found under suitable circumstances.

In the future, we aim at a connection of our characterization to more
microscopic and to macroscopic scales. We have already taken the first
steps into these directions by comparing to minimum Monte-Carlo sim-
ulations and by performing a simplified coarse-graining procedure.

Materials | (joint session CPP, BP)
Location: C 243

CPP 3.2 Mon 9:45 C 243
ZnO nanoparticle stabilization - How much is neces-
sary? — oTORBEN ScHINDLER!, TiLo ScHMUTZLER!, WEI LiNZ,
Doris SeGETs?, WoLrGaNG PrukerT?, and Tosias UNRUH!
— 1Lehrstuhl fiir Kristallographie und Strukturphysik, Friedrich-
Alexander-Universitat Erlangen Niirnberg, Staudtstr. 3, 91058 Er-
langen — 2Lehrstuhl fiir Feststoff- und Grenzflichenverfahrenstech-
nik, Friedrich-Alexander-Universitdt Erlangen Niirnberg, Cauerstr. 4,
91058 Erlangen

The stabilization of small nanoparticles is of highest importance for
their use in different applications. For these applications the stabilizer
used in the synthesis is often exchanged by different species which of-
fer the possibility of e.g. light harvesting for solar cells. However, the
amount of stabilizer needed in the first place was seldomly addressed
in the literature. In the case of solution processed ZnO nanoparticles
acetate is often used as primary stabilizer. However, by washing of
the samples it was observed that the nanoparticles become unstable
and show strong agglomeration after three washing cycles. We inves-
tigated the changes in the stabilizing acetate layer by the combination
of small angle X-ray and neutron scattering (SAXS&SANS). Initially
the shell incorporates about 10% of the total acetate. This factor is
clearly reduced in the washed samples which show still stability against
agglomeration. Thus only a small amount of acetate is actually needed
to stabilize the nanoparticles. In addition to these results the effect of
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first ligand exchange reactions using different amounts of catechol will
be presented.

CPP 3.3 Mon 10:00 C 243
A Toolbox to Connect the Physicochemical Properties of
GNPs with their Biological Behavior — eJoNAs SCHUBERT and
MunisH CHANANA — Department of Physical Chemistry II, University
of Bayreuth, 95440 Bayreuth (Germany)

Due to their plasmonic properties and their biocompatibility gold
nanoparticles (GNPs) are widely used in biological systems. Unfor-
tunately, the colloidal variability is neglected in most studies, so that
the chemical identity is not coherent with the biological identity. An
undefined absorption alters the properties of the particles fundamen-
tally, so that it is not possible to predict or study their biological
behavior in dependence of their original physicochemical properties,
e.g. surface charge.

To circumvent these problems, we present a toolbox of GNPs with
a defined protein corona.[1,2] This defined protein corona enables the
GNPs to meet the first requirement for biological applications: high
colloidal stability in the presence of salt, other proteins and over a
large range of pH values. A toolbox of more than 10 proteins and
different purification procedures allow the exceptional chance of tai-
loring the physicochemical properties of nanoparticles, such as surface
charge, colloidal stability and responsiveness.

1Chanana, M.; Correa-Duarte, M. A.; Liz-Marzan, L. M., Small
2011, 7 (18), 2650-2660.

2Chanana, M.; Gil, P. R.; Correa-Duarte, M. A.; Liz-Marzan, L.
M.; Parak, W. J., Angewandte Chemie-International Edition 2013, 52
(15), 4179-4183.

CPP 3.4 Mon 10:15 C 243
Electrochemical growth of ZnO nanostructures for biosensing
applications — eRaLuca - AncuTa Suciu, NIVEDITA YUMNAM, and
VEIT WAGNER — Jacobs University, Bremen, Germany

Biosensors have been used in applications such as blood glucose mea-
suring or pregnancy tests already for a long time, and their improve-
ment is of high interest in many fields of research such as medicine
(e.g. diagnostics), military (e.g. monitoring of poison gases) and
industry (e.g. food and drink process control). The sensitivity of
biosensors can be improved by increasing the surface area where the
molecules under observation can bind. Therefore, we have employed
ZnO nanorods grown via electrochemical deposition on Au covered
flexible PET (polyethylene terepthalate) substrate. The size and dis-
tance of ZnO nanostructures can be effectively controlled by tuning the
electrochemical deposition parameters. Furthermore, self-assembled
monolayer (SAM) of 1-octadecanethiol has been applied on Au to tune
the nucleation density of ZnO. Application of SAM prevents overly
dense growth of ZnO and instead allows ZnO to electrochemically grow
through the pinholes in the SAM. To realize a capacitive sensor ad-
ditional Au finger contacts have been fabricated using optical lithog-
raphy. The sensor operation is verified by detection of Streptavidine
biomolecules.

CPP 3.5 Mon 10:30 C 243
In situ Study of Spray-deposited Gold Nanoparticles Assem-
blies on Polymer Substrates Using GISAXS — ePENG ZHANG!,
KovILOTH V. SARATHLAL!, SANTORO GonzaLol, NipaM SHAHZ,
Guanasu Huanag3, and StepuaN v. RotTu! — lDeutsches Elek-
tronen Synchrotron, Notkestr. 85,22607 Hamburg — 2Fachbereichs
Maschinenbau und Wirtschaft, Fachhochschule Liibeck, 23562 Liibeck
— 3College of Polymer Science and Engineering, State Key Labora-
tory of Polymer Materials Engineering, Sichuan University, Chengdu
610065, China

The assembly of the nanoparticles from the solution still remains
challenging, namely inhomogeneous material dispersion for example,
coffee-stain-like or clumps of particles is observedl. To get designed
nanocomposite in thin films, controlling the solution evaporation and
promoting the ordering of nanoparticles on the templated substrates
is a smart and feasible choice. Spray deposition is one of the desirable
techniques to manipulate solvent evaporation by atomizing the solu-
tion2,3. Here we present our recent in situ studies on the directed as-
sembly of spray deposited gold nanoparticles on patterned substrates.
By manipulating the assembly process, we find that the well-ordered
gold nanoparticles show enhanced optical properties. These findings
are attractive for the applications such as solar cells and antireflection
coating. [1] Yunker et al. Nature 476, 308 (2011); [2] Al-Hussein et al.
Langmuir 29, 2490 (2013); [3]Herzog et al. Langmuir 29, 11260 (2013).

Invited Talk CPP 3.6 Mon 10:45 C 243
Functional Nanocomposites: Disordered media with a coop-
erative macroscopic action — eMaDpY ELBAHRI — Nanochemistry
and Nanoengineering, Institute for Materials Science,Faculty of Engi-
neering, Christian-Albrechts-University Kiel, Germany

So far, research on polymer based nanocomposites mostly centered on
structural composites where little attempt was made to precisely con-
trol the nanostructure. During the last years, however, there has been
increasing interest in functional nanocomposites due to novel applica-
tions ranging from sensors and plasmonics through stretchable elec-
tronics and smart coatings to energy conversion and human health.
In this context the concept of a disordered "glassy” nanocomposite
with a cooperative macroscopic action has not been suggested so far.
The present talk aims at introducing a particularly promising new
class of functional optical materials based on closely spaced ultrafine
nanoparticles acting as ”artificial molecules” embedded in a polymeric
host where the unique properties arise from the strong and coopera-
tive near field coupling between neighbouring nanoparticles. This gives
rise to coherent cooperative action thus determining the macroscopic
properties.

15 min. break

CPP 3.7 Mon 11:30 C 243
Self-assembly of nanoparticles in block copolymer nanotem-
plates — eMaNFRED STamMM'2, ANDREL] HorECHYY!, and BHANDU
NaNDAN® — lLeibniz-Institut fiir Polymerforschung Dresden —
2Technische Universitéit Dresden — 3Indian Institute of Technology,
Delhi

Nanotemplates generated by microphase segregation of diblock copoly-
mers can be used for directed self-assembly of nanoparticles. There are
several routes possible where functional nanoparticles are either added
to the copolymer solution prior to film formation and then preferen-
tially migrate to one of the phases or where the nanoparticles are added
after copolymer nanotemplate formation and then show preferential
adsorption to one of the phases. In both cases ordered nanoparticle
arrays are obtained and by combination of the two approaches dual
structures /1/ may be formed. With hexagonal structures and removal
of the majority phase, nanorods are generated /2/. Under certain con-
ditions helical arrangements of nanoparticles inside the cylinders are
observed /3/ which are due to dense packing in confined geometry.
Copolymer nanotemplates thus provide an interesting tool for gener-
ation of ordered nanoparticle structures. We acknowledge funding by
DFG. /1/ Adv.Fun.Mater. 23 (2013) 483-90; /2/ J.Mater.Chem. 22
(2012) 25102-7; /3/ Angew. Chem. Int. Ed. 53 (2014) 1-5.

CPP 3.8 Mon 11:45 C 243
Insulin capped gold nanoparticles-polymer brush composites
— eMURIEL Rovira ESTEvVA, ZULEYHA YENICE, STEPHANIE CHRIS-
TAU, STEFAN WELLERT, and REGINE voN KLiTzING — Stranski Labo-
ratorium fiir Physikalische und Theoretische Chemie, Technische Uni-
versitat Berlin, 10623 Berlin, Germany

Polymer brushes are polymers grafted to a surface by one end, with
a density high enough to induce the polymer chains to stretch away
from the surface. This stretching is often responsive to environmen-
tal conditions, which makes them a suitable candidate for the design
of smart coatings, among a number of other applications. Polymer
brush-nanoparticle composites allow to combine the responsive prop-
erties of the brush with the physico-chemical properties of the parti-
cles. Therefore, determination of how the geometric parameters affect
the behavior of the composite is of high scientific and technological
significance.

Gold nanoparticles capped with sodium citrate are often used in
these composites, but they pose a series of instability problems. In
this work, monodisperse gold nanoparticles with sodium citrate and
tannic acid cappings were synthesized, and their capping was replaced
by insulin, adapting a method by M. Chanana et al. The higher sta-
bility against strong pH variations of the insulin capped particles was
confirmed with UV-Vis. Incorporation of particles with different cap-
pings into brushes with different geometries allowed to obtain a va-
riety of polymer brush-gold nanoparticle composites, and the effect
of the geometrical parameters on the brush-nanoparticle interactions
was then explored using a number of techniques, such as AFM and
reflectometry.

CPP 3.9 Mon 12:00 C 243
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Drug delivery to cancer cells by nanodiamonds — eANNA
ErMakoval, Yuzuou Wu?2, Boris NaypeNov!, Tanja WEIL?, and
FEDOR JELEZKO! — lInstitute of Quantum Optics, University Ulm,
Ulm, Germany — 2Institute of Organic Chemistry ITI, University Ulm,
Ulm, Germany

The numbers of new cancer cases increase every year, and only few last
years in some country the numbers of deaths were stable or decreased
[1], this is result of progress in medicine. The main problem of the can-
cer therapy is the precise drug delivery to cancer cells with the excep-
tion of healthy cells. The direct drug delivery can bring a lot of advan-
tages: reduction of the total amount of uptaken drug, more stable drug
level in the specific sides, potential reduction of the drug in healthy
unaffected tissues, and reduction of dosages frequency. Nanodiamonds
(NDs) are potentially good drug carriers since they are non-toxic [2],
their surfaces can be chemically functionalized [3] and they can be eas-
ily inserted into cells [4]. Furthermore, colour defect centres in NDs
can be used as photostable biomarkers compared to quantum dots and
dyes. In our work to release drug we used the property of the tumour
tissue to have on average a lower pH level than healthy tissue [5].
We demonstrate a drug release from NDs in the solution, triggered by
change in the pH, and inside HeLa cells. We show that only drugs pen-
etrate into a cell nucleus and NDs stay at the cytoplasm. [1|R.Siegel
et al,CA Cancer J Clin,63(2013) [2]A.M.Schrand et al,J Phys Chem
B,111(2007) [3]A.Datta et al.,Nanotechnology,22(2011) [4]F.Neugart
et al.,NanoLett.,7(2007) [5]R.Jain,J of Controlled Release,53(1998)

CPP 3.10 Mon 12:15 C 243
Metal nanopattering using block copolymers: Differences
between ionic and atomic metal selectivity — eEzzELDIN
MeTrwaLLl!, YUuaN Yaol!, VoLKER KORSTGENsS!, MATTHIAS
ScHwARTZKOPFZ, STEPHAN V. Rotu?, and PETER MULLER-
Buscuaum! — 'TU Miinchen, Physik-Department, LS Funktionelle
Materialien, James-Franck-Str. 1, 85748 Garching — 2DESY,
Notkestr. 85, 22607 Hamburg

Metal nano-patterns with a particular structural symmetry, charac-
teristic length scale and periodicity are of growing interest, e.g. for
photonic applications and high-density memory devices. The charac-
teristic metal affinity towards the minority block of the self-assembled
block copolymer (BC) templates plays an essential role to fabricate
highly-order and well-defined metal nanopatterns [1]. Though, ions of
metal are highly selective towards the ionic polymer block, the metal
atoms show an opposite behavior, an extreme selectivity towards the
neutral block. A simple explanation based on like-dissolves-like is ruled
out. Experiments are performed by depositing gold in its atomic state
on several homopolymer and block copolymer films with DC mag-
netron sputtering. At time resolution of 15 milliseconds, the nucle-
ation/growth kinetics of gold nanoparticles on the polymer films is
monitored using in-situ GISAXS. An extreme selectivity of the metal
atoms is observed on the neutral block with an exponential growth
of metal particle size. The coalescence behavior of the inert metal is

CPP 4: Statistical Physics in Biological

Time: Monday 9:30-12:15

Invited Talk CPP 4.1 Mon 9:30 BH-N 243
Chemical warfare and survival strategies in bacterial range
expansions — MARKUS F WEBER, GABRIELE POXLEITNER, ELKE
HeiscH, ErwIN FREy, and eMADELEINE OpiTz — Center for
NanoScience, Faculty of Physics, Ludwig-Maximilians-Universitit
Miinchen, Munich, Germany

Spreading of species into uncolonized territory is a fundamental eco-
logical process in the evolution and maintenance of biological diver-
sity. Although interactions between species have experimentally been
identified as major determinants of species coexistence in spatially ex-
tended populations, their role in spatially expanding populations is
largely unknown. Here, we address the roles of resource and inter-
ference competition by genetically tuning a bacterial model system
of three Escherichia coli strains: a toxin (colicin) producing strain, a
sensitive strain, and a resistant strain. We show that maintenance of
biodiversity is determined by three strongly interdependent ecological
factors: the relative ratio of the competing strains, their growth rates
and the strength of toxicity. Our mathematical analysis suggests, that
despite general expectations, a non-hierarchical interaction network is
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mainly dominated by the improved atom mobility within the neutral
polymer block. [1] Metwalli et al. ChemPhysChem 15, 2236 (2014)

CPP 3.11 Mon 12:30 C 243
Nanocomposites of colloidal triglyceride platelets and DNA
— oMARTIN ScHMIELE, CHARLOTTE KNITTEL, and ToBias UNRUH
— Physik Department, Friedrich-Alexander-Universitat Erlangen—
Niirnberg, Staudtstr. 3, 91058 Erlangen, Germany

Aqueous suspensions of colloidal tripalmitin platelets, stabilized
by a mixture of soybean lecithin, Poloxamer 188 (or Polysorbate
80) and the cationic surfactant dioctadecyldimethylammonium bro-
mide (DODAB), are prepared by high-pressure melt homogenization.
DODAB provides the platelets with a positive surface charge. DNA
complexes are prepared by addition of herring DNA to the suspensions.

The structure of the DNA complexes, ranging from the molecular
to the micron scale, is investigated by small- and wide-angle x-ray and
neutron scattering, microcalorimetry, photon correlation spectroscopy,
transmission electron microscopy and computer simulations.

Complexes prepared from native suspensions with low concentra-
tions of DODAB and high +/— charge ratios (DODAB:DNA) exhibit
sizes in the colloidal range. Higher concentrations of DODAB and
charge ratios close to the isoelectric point promote platelet agglomer-
ation, leading to very large complexes of several microns.

Small-angle scattering and computer simulations reveal a lamellar
arrangement of the platelets in the complexes, with the DNA being
most probably sandwiched between the platelets. Such nanocompos-
ites of macromolecules (DNA) and tripalmitin platelets could provide
a good protection of the intercalated macromolecules and can be re-
garded as a potential carrier system for them.

CPP 3.12 Mon 12:45 C 243
Nanocomposites composed of HEUR polymer and mag-
netite iron oxide nanoparticles — e ANTONELLA CAMPANELLAL,
HenricH FrieLingHAus!, Zuenyu Di!, MARIE-Sousal Appavoul,
ALEssaNDRA LucHINI?, Luict Pabuano?, Arick KrLarper®, OLEG
PeTRACIC?, PETER MULLER-BUscuBauM?, and DieTER RicHTER! —
1JCNS@QFRMII, Lichtenbergstrasse 1, 85747 Garching — 2University
of Naples, Federico II, Dipartimento di Scienze Chimiche, Via Cinthia,
80126 Naples,Italy — 3JCNS-2, Forschungszentrum Jiilich GmbH,
52425 Jiilich — 4TU Miinchen, Physik-Department, Lehrstuhl fiir

Funktionelle Materialien, James-Franck-Strasse 1, 85748 Garching

We study nanocomposites of a polymer matrix which consists of hy-
drophobically modified ethoxylated urethane polymers (HEUR) with
embedded coated magnetite nanoparticles. Two different kinds of
coatings are compared namely, the hydrophobic coating, composed of
oleic acid and oleylamine, and the hydrophilic coating composed of a
cationic surfactant, C18TAB, as an additional layer to the hydrophobic
magnetic nanoparticles. We focused on the structural characterization
of such nanocomposites in two different morphologies: as thin dry films
and as hydrogels.

Systems (joint session DY, BP, CPP)
Location: BH-N 243

not a necessary prerequisite for biological diversity. Moreover, we find
that robust three-strain coexistence requires a balance between growth
rates and a small enough toxicity range or, alternatively, a reduced ini-
tial ratio of the colicin-producing strain. We expect that the approach
presented in this study will be useful to identify further mechanisms
for the maintenance of biodiversity in microbial communities.

CPP 4.2 Mon 10:00 BH-N 243
A New Dimension: The Influence of Two Dimensional Niche
Space on Evolutionary Food Web Models — eDANIEL RITTER-
skaMP and BERND Brasius — ICBM, University Oldenburg, Germany

Food webs encode feeding interactions of ecological communities, orig-
inating from an intricate interplay of evolutionary and ecological pro-
cesses. This dynamic can be described by evolutionary food web mod-
els, in which feeding interactions between species are related to the
relative distance of their adaptive traits (e.g., body size) on a niche
axis. However, not much is known about evolutionary food web dy-
namics in space.

Here, we go beyond traditional approaches and develop an evolu-
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tionary food web model in a two dimensional niche space, where the
additional niche axis might describe a spatial coordinate or an envi-
ronmental variable. Using numerical simulations, we investigate popu-
lation dynamics, evolutionary behaviour and the emerging community
structure in space. The model is able to produce both static and dy-
namic food webs, depending on the width of the interaction kernel;
whereas food web complexity is determined mainly by the interaction
strength.

We observe rich dynamics including: spatio-temporal patterns, arms
races, red queen dynamics, as well as sub-food webs moving in space.
By sampling the spatial axis, local food webs are recovered, which
can be related to empirical data. We conclude that the additional
niche-dimension is essential to capture realistic patterns of spatially
structured food webs.

CPP 4.3 Mon 10:15 BH-N 243
Biodiversity and ecosystem functioning in evolving food webs
— eKoRINNA T. ArLLHOFF and BARBARA DRrRoOSSEL — TU Darmstadt,
Germany

We analyze an evolutionary food web model where each species is char-
acterized by three traits, namely its own body mass, its preferred prey
body mass, and the width of its potential prey body mass spectrum.
Population dynamics includes feeding and competition interactions
and determines which species are viable and which ones go extinct.
On a timescale much slower than population dynamics, new species
emerge as modifications of existing species. The network structure
emerges according to the interplay between population dynamics and
evolutionary rules and shows an ongoing species turnover. The model
thus gives insights into how the functional diversity changes during
the initial network buildup as well as due to extinction avalanches.
We investigate the relation between the functional diversity and five
community level measures of ecosystem functioning. These are the
metabolic loss of the predator community, the total biomasses of the
basal and the predator community and the consumption rates on the
basal community and within the predator community.

CPP 4.4 Mon 10:30 BH-N 243
Efficiency of cellular information processing — eDaviD HAR-
TicH, ANDRE C. BaraTO, and Upo StrFERT — II. Institut fiir Theo-
retische Physik, Stuttgart, Germany

We study theoretical models inspired by the E. coli sensory network,
using the framework of stochastic thermodynamics for bipartite sys-
tems [1]. More precisely, we model the sensory system by an internal
process measuring an external process, which is a ligand concentration
jumping at random between two values. We show that the rate of con-
ditional Shannon entropy reduction, characterizing the learning of the
internal process about the external process, is bound by the thermody-
namic entropy production [2]. This approach allows for the definition
of an informational efficiency that can be used to study cellular in-
formation processing. We start with a simple model for which ATP
must be consumed so that a protein inside the cell can learn about the
external environment. A further discussion illustrates, inter alia, that
a non-zero learning rate without dissipation inside the cell can only be
obtained if the external process compensates for it.

[1] DH, ACB and US, J. Stat. Mech., P02016 (2014)

[2] ACB, DH and US, New J. Phys. 16, 103024 (2014)

CPP 4.5 Mon 10:45 BH-N 243
Tackling your free energy estimates with pyfeat — e ANTONIA
MEY, CHRISTOPH WEHMEYER, FABIAN PauL, HAo Wu, and Frank
NoE — Institut fir Mathematik, FU Berlin

Understanding the equilibrium properties of physical systems is of gen-
eral interest in many different areas of physics. In complex systems,
equilibrium properties can often only be evaluated by means of numer-
ical simulations, which are frequently plagued by rare event dynamics.
One approach to circumvent rare event dynamics is to use enhanced
sampling methods (e.g. replica exchange methods or umbrella sam-
pling).

The range of established analysis methods to optimally estimate
equilibrium properties from multi-ensemble simulations often requires
an expert user for their implementation or even usage. Here, we
introduce a new software package, the python free energy analysis
toolkit — pyfeat, that facilitates the analysis of multi-ensemble sim-
ulation. Pyfeat provides an easy-to-use interface to well established
methods such as WHAM or MBAR, as well as the recently introduced
transition-based reweighting analysis methods (TRAM), which borrow
ideas from Markov state models. The software’s straight forward us-
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ability makes comparing different estimation method applied to the
same input data trivial.

Generally, any multi-ensemble simulation can be used for the anal-
ysis ranging from all-atom protein molecular dynamics simulations to
simulations of condensed matter systems. Pyfeat is available for down-
load at: https://github.com/markovmodel /pyfeat.

15 min. break

CPP 4.6 Mon 11:15 BH-N 243
Lateral domain formation in membranes coupled to curva-
ture — eSINA SADEGHI, MARCUS MULLER, and RICHARD VINK —
Institute of Theoretical Physics, Georg-August-Universitat Gottingen,
Gottingen, Germany

The lateral heterogeneity in the plasma membrane of eukaryotic cells
is an important factor for regulating biological functions. As opposed
to plasma membranes, model membranes (either artificially prepared
membranes, or membranes extracted from living cells) typically phase
separate. To address this paradox, we present computer simulations of
a coarse-grained membrane model that undergoes macroscopic phase
separation at low temperature. Considering a coupling between local
composition and local curvature of the membrane, we show that the
system exhibits composition fluctuations with a nontrivial length scale,
resembling microemulsion. The latter is identified as a region where
lipid rafts can form. We furthermore probe the nature of phase tran-
sition between the phase-separating regime and the mixed state. This
transition is continuous and belongs to the two-dimensional Ising uni-
versality class for weak coupling to curvature, but becomes first-order
for strong curvature-composition coupling.

CPP 4.7 Mon 11:30 BH-N 243
DNA denaturation transition:
scaling — eCHRISTIAN VON FErRBER! and YUris HoLovaTrcH
LCoventry University, UK — 2Institute for Condensed Matter Physics,
National Academy of Sciences of Ukraine, Lviv, UA

environmental effects on
2

The Poland and Scheraga model for the DNA denaturation transition
is reconsidered taking into account environmental effects. We apply
field theoretical methods to discuss environmental effects on the na-
ture of the transition. In particular we discuss variants of the transition
that may occur due to particular properties of the environment. These
are the presence of uncorrelated and power-law long-range correlated
disorder which influences the transition as function of the power law
exponent, the quality of the solution which may affect the self- and
mutual interaction of both single and double strands and combination
of these. All these have significant effects on the transition.

CPP 4.8 Mon 11:45 BH-N 243
Variational approach to molecular dynamics — eBETTINA
KEeELLER — Freie Universitat Berlin, Institut fiir Chemie und Bio-
chemie, Takustrafie 3, 14195 Berlin

The eigenvalues and eigenfunctions of the classical molecular dynamics
propagator contain the essential information about the molecular ther-
modynamics and kinetics. A matrix representation of the propagator
can be constructed by partitioning the conformational space into dis-
crete states and estimating the state-to-state transition probabilities
from molecular dynamics simulations, yielding a so-called Markov state
model (MSM). The precision of an MSM depends sensitively on on how
well the discretization reproduces the shape of the dominant eigenfunc-
tions. The difficulty to find a suitable discretization has limited the
routine use of MSMs. Moreover, most discretizations are data-driven,
impairing the comparison between MSMs and the interpretation of the
eigenvectors in terms of structural transitions.

Using a recently published variational approach, it is possible to
construct a matrix representation of the propagator using an arbitrary
basis set, allowing to use basis functions with gentle slopes. This re-
duces the discretization error. More importantly, the user can define
basis sets which have a chemical meaning and can be used for entire
classes of molecules, thereby allowing for direct comparison of the ki-
netic models. I will give an overview of the variational principle for
the classical molecular dynamics propagator and propose a basis set
for peptide dynamics which is based on the dominant eigenfunctions
of individual amino acids

CPP 4.9 Mon 12:00 BH-N 243
Simple association-dissociation-aging process: recursive solu-
tion — eTHoMAs NIEDERMAYER and REINHARD Lipowsky — Max
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Planck Institute of Colloids and Interfaces, Potsdam, Germany

The simple association-dissociation-aging process (SADAP) is char-
acterized by the coupling of stochastic growth and shrinkage of one-
dimensional structures to the random aging of the constituting sub-
units. Most prominently, SADAPs capture the essential features of the
polymerization of actin filaments and microtubules. Previously em-
ployed mean field methods fail to describe the dynamics of SADAPs.

We found an ansatz for the full master equation which allows us to
study SADAPs analytically and derive a recursion relation for the
steady state solution which enables the calculation of all emergent
quantities with increasing accuracy. In particular, our method allows,
for the first time, the precise calculation of the boundary between the
growth and shrinkage regime, in excellent agreement with results from
stochastic simulations.

CPP 5: Anomalous Diffusion (joint session DY, CPP)

Time: Monday 9:30-12:00

CPP 5.1 Mon 9:30 BH-N 334
Anomalous diffusion in corrugated potentials with spatial
correlations: faster than normal, and other surprises — elcor
GoycHUK — Institute for Physics and Astronomy, University of Pots-
dam, Karl-Liebknecht-Str. 24/25, 14476 Potsdam-Golm, Germany

Normal diffusion in corrugated potentials with spatially uncorre-
lated Gaussian energy disorder famously explains the origin of non-
Arrhenius exp[—02/(kgT)?] temperature-dependence in disordered
systems. We show [1] that unbiased diffusion remains asymptotically
normal also in the presence of spatial correlations decaying to zero.
However, due to a temporal lack of self-averaging transient subdiffu-
sion emerges on mesoscale, and it can readily reach macroscale even
for moderately strong disorder fluctuations of 0 ~ 4 — 5kgT. Due
to its nonergodic origin such subdiffusion exhibits a large scatter in
single trajectory averages. However, at odds with intuition, it occurs
essentially faster than one expects from the normal diffusion in the ab-
sence of correlations. We apply these results to diffusion of regulatory
proteins on DNA molecules and predict that such diffusion should be
anomalous, but much faster than earlier expected on a typical length
of genes for a realistic energy disorder of several room kg7, or merely
0.05 — 0.075 eV.

[1] I. Goychuk and V. Kharchenko, Phys. Rev. Lett. 113, 100601
(2014).

CPP 5.2 Mon 9:45 BH-N 334
Path Probabilities of Continuous Time Random Walks —
oSTEPHAN EULE — MPI fuer Dynamik und Selbstorganisation

Employing the path integral formulation of a broad class of anomalous
diffusion processes, we derive exact relations for path probability den-
sities of these processes. In particular, we obtain a closed analytical
solution for the path probability distribution of a Continuous Time
Random Walk (CTRW) process. This solution is given in terms of
its waiting time distribution and short time propagator of the corre-
sponding random walk as a solution of a Dyson equation. Applying
our analytical solution we derive generalized Feynman-Kac formulae.

CPP 5.3 Mon 10:00 BH-N 334
Nonergodicity in scaled Brownian motion — eFELIX THIEL and
Icor M. Sokorov — Institut fiir Physik der Humboldt Universitat
zu Berlin: Newtonstrafte 15, 12489 Berlin, Deutschland

Scaled Brownian motion (sBm) is a random process described by a
diffusion equation with explicitly time-dependent diffusion coefficient
(Batchelor’s equation), which is often used for fitting experimental
data for subdiffusion of unclear genesis. We show that it describes the
rescaled mean position of a cloud of independent continuous time ran-
dom walkers. Like the latter, sBm is neither stationary nor ergodic.
Unlike continuous time random walks, the nonergodicity of sBm is not
accompanied by a strong difference between its different realizations:
its heterogeneity (ergodicity breaking”) parameter tends to zero for
long trajectories.

CPP 5.4 Mon 10:15 BH-N 334
Understanding and Controlling Regime Switching in Molec-
ular Diffusion — eSaran HALLERBERG! and AsTRID S. DE WiN?
— Network Dynamics, Max Planck Institute for Dynamics and Self-
Organization, 37077 Gottingen — 2Department of Physics, Stockholm
University

Diffusion can be strongly affected by ballistic flights (long jumps) as
well as long-lived sticking trajectories (long sticks). Using statistical
inference techniques in the spirit of Granger causality, we investigate
the appearance of long jumps and sticks in molecular-dynamics sim-
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Location: BH-N 334

ulations of diffusion in a prototype system, a benzene molecule on
a graphite substrate. We find that specific fluctuations in certain,
but not all, internal degrees of freedom of the molecule can be linked
to either long jumps or sticks. Furthermore, by changing the preva-
lence of these predictors with an outside influence, the diffusion of the
molecule can be controlled. The approach presented in this proof of
concept study is very generic, and can be applied to larger and more
complex molecules. Additionally, the predictor variables can be cho-
sen in a general way so as to be accessible in experiments, making the
method feasible for control of diffusion in applications. Our results
also demonstrate that data-mining techniques can be used to investi-
gate the phase-space structure of high-dimensional nonlinear dynami-
cal systems.
Phys. Rev. E 90, 062901, 2014

CPP 5.5 Mon 10:30 BH-N 334
Optimisation of search efficiency by combination of Levy
flights and Brownian motion — eVvaApDIMIR V. PALyuLIN —
Physics Department, Technical University of Munich, D-85747 Garch-
ing, Germany

Problems of target search occur in a wide range of applications rang-
ing from animals looking for prey to diffusion control of molecular
processes. For a long time the field was dominated before by a notion,
that Lévy flights with a critical exponent o« = 1 are optimal. Recently
we proved that this statement is not always correct, and often Brown-
ian motion presents a better alternative [1]. In this new study we show
that intermittent search, which consists of Lévy flights and Brownian
motion presents even better alternative. In order to show that we
computed an average of inverse rate of target location, which works as
a good measure of search efficiency. Analytical and numerical results
are obtained from fractional Fokker-Planck equation and supported by
Monte-Carlo simulations.

[1] V.V. Palyulin, A.V. Chechkin and R. Metzler, Proc. Natl. Acad.
Sci. USA, 111, 2931 (2014).

15 min. break

CPP 5.6 Mon 11:00 BH-N 334
Single-file diffusion in a quenched energy landscape —
eHeNnNING KrUseMANN! and RaLr MetzLErb2 — 1University of
Potsdam, Potsdam, Germany — 2Tampere University of Technology,
Tampere, Finland

The diffusion of hardcore interacting particles in a narrow (1D) channel
is called single-file diffusion. Examples in physics can be found espe-
cially in biophysics, e.g. the transport of molecules through a narrow
pore.

The dynamical properties in a single file differ strongly from those
of freely diffusing particles and different types of subdiffusion can be
observed.

In this talk we discuss the msd of single-file diffusion with differ-
ent particle interactions in a quenched energy landscape. We present
simulation results and approach the problem theoretically.

CPP 5.7 Mon 11:15 BH-N 334
Dynamical consequences of oriented particles interacting
with their fractal surrounding — eJaneETT PrEHL!, RENE
HaBer!, Heiko HerrMANND?2, and KarrL Heinz Horrmann! —
Hnstitut fiir Physik, Technische Universiit Chemnitz, Chemnitz,
Deutschland — 2Centre for Nonlinear Studies, Tallinn University of
Technology, Tallinn, Estland

In order to model diffusive particles in porous media, often random
walks of point particles on fractals are utilized as model system. It ex-
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hibits subdiffusive behavior, where the anomalous diffusion exponent
is smaller than one, and the corresponding random walk dimension is
larger than two. This is due to the limited space available in fractal
structures. Within this presentation we endow the particles with an
orientation [1,2] and analyze their dynamics on fractal structures. In
particular, we focus on the dynamical consequences of the interactions
between the local surrounding fractal structure and the particle ori-
entation, which are modeled using an appropriate move class. These
interactions can lead to particles becoming temporarily or permanently
stuck in parts of the structure. A surprising finding is that the random
walk dimension is not affected by the orientation while the diffusion
constant shows a variety of interesting and surprising features.

[1] R. Haber, J. Prehl, K. H. Hoffmann, and Heiko Herrmann,
J. Phys. A: Math. Theor. 47 (2014) 155001
[2] R. Haber, J. Prehl, H. Herrmann,
Phys. Lett. A 377 (2013) 28402845

and K. H. Hoffmann,

CPP 5.8 Mon 11:30 BH-N 334
Fractal grid comb model — oTRIFCE SANDEV!'2, ALEXANDER
Iomin?3, and Horcer Kantz? — !Radiation Safety Directorate,
Partizanski odredi 143, P.O. Box 22, 1020 Skopje, Macedonia —
2Max Planck Institute for the Physics of Complex Systems, Néthnitzer
Strasse 38, 01187 Dresden, Germany — 3Department of Physics, Tech-

nion, Haifa 32000, Israel

A grid comb model is a generalization of the well known comb model,
and it consists of N backbones. For N=1 the system reduces to the
comb model where subdiffusion takes place with the transport expo-
nent 1/2. We present an exact analytical evaluation of the trans-
port exponent of anomalous diffusion for finite and infinite number

of backbones. We show that for an arbitrarily large but finite num-
ber of backbones the transport exponent does not change. Contrary
to that, for an infinite number of backbones (fractal grid comb), the
transport exponent depends on the fractal dimension of the backbone
structure. Thus, the grid comb model, suggested here, establishes an
exact relation between a complicated fractal geometry and the trans-
port exponent. Such a product structure of backbones times comb is
an idealization of more complex comb-like fractal networks, as they
may appear e.g., in certain anisotropic porous media.

CPP 5.9 Mon 11:45 BH-N 334
On diffusivity landscapes in soft matter — eFELIX ROOSEN-
Runce! and DoMmiNiQuE J. Bicout!?2 — llnstitut Laue-Langevin,
Grenoble, France — 2UMR 5525, CNRS and Université Grenoble 1,
France

The concept of energy landscapes has been successfully and exten-
sively applied for the understanding of a broad range of phenomena in
complex soft matter systems, such as the glass transition and protein
folding. However, many experimental accounts — e.g. single-particle
tracking, scattering methods and diffusion MRI — access dynamical
properties, and not the free energy landscape directly. Thus, it is im-
portant to understand and exploit the effects of diffusivity landscapes,
i.e. an inhomogeneous diffusivity and viscosity. First, we discuss appli-
cability, implications and limitations of the concept of diffusivity land-
scapes. Second, we provide analytical approximate solutions for the
diffusion equation in dynamically heterogeneous environments. Third,
the results can be connected to experiments on e.g. water diffusion
in hydration shells, or tracer diffusion through membranes or porous
structures.

CPP 6: Crystallization, Nucleation and Self Assembly | (joint session CPP, DY)

Time: Monday 9:30-11:30

CPP 6.1 Mon 9:30 PC 203
Wang-Landau type Monte Carlo study of crystallization in
melts of short semi-flexible polymers — eTIMUR SHAKIROV and
WoLrcanGg PauL — University of Halle, Halle, Germany

Phase transitions in polymer melts have been under intensive experi-
mental as well as theoretical investigation during the last years. Wang-
Landau type Monte Carlo simulations were successfully applied to in-
vestigate of single polymer chains, but they weren’t used for simula-
tions of dense polymer systems. We present results of Wang-Landau
simulations of melts of short semi-flexible polymers. The estimated
density of state functions cover more than 5000 orders of magnitude
and describe thermodynamical properties at the full energy range of
the system. An analysis of the density of states shows that our model
system undergoes a first-order phase-transition upon increasing the
chain stiffness at fixed density . The investigation of chain properties
demonstrates crystallization of the model system into a rotator-like
phase. Because inter-molecular interactions have a purely repulsive
nature, the phase transition is driven by maximization of the system
entropy. Ordering perpendicular to the director is governed by the
effective thickness of the chains and this part of the ordering process is
similar to the transition into a hexatic phase of 2d hard-disks systems.
Due to the equal size of all beads and the purely repulsive inter-chain
interaction the chains remain mobile along the nematic director. So
that in contrast to the real rotator-phase systems (for instance stiff
n-alkane chains) our system demonstrates only a weak tendency to
produce lamellar positional ordering.

CPP 6.2 Mon 9:45 PC 203
Double-Crystalline Diblock Copolymer Nanostructures by
Crystal Thickening — eROBERT ScHULZE, ToBias N. BUTTNER,
and Kraus D. Janpt — Chair of Materials Science (CMS), Otto-
Schott-Institute for Materials Research, Friedrich Schiller University
Jena, Lobdergraben 32, 07743 Jena, Germany

Semi-crystalline diblock copolymers (DBCP) can form defined nano-
structures by crystal thickening. In double-crystalline DBCP, both
blocks can crystallize and, thus, be used for crystal thickening, which
was not investigated, so far.

Here, the hypothesis was tested, that an increase of the lamellar pe-
riod can be achieved by controlled crystal thickening of both blocks of
a linear poly(ethylene)-block-poly(ethylene oxide) DBCP.
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In the bulk, we found annealing induced crystal thickening for both
blocks using differential scanning calorimetry. Initially crystallized
bulk samples were characterized by X-ray scattering and featured a
lamellar long-period that corresponded to the extended chain length
of the copolymer. Similarly crystallized thin films were characterized
by atomic force microscopy and the lamellar long-period was found to
be one-half of the extended chain length. Annealing these thin films
at elevated temperatures caused crystal thickening and an increase of
the lamellar long-period.

The controlled crystal thickening of double-crystalline DBCP can
be used to fabricate tailorable nanopatterns which are interesting for
applications requiring surface structures with different sizes, as e.g., in
photonics or the biomedical field.

Invited Talk CPP 6.3 Mon 10:00 PC 203
Direct observation of prefreezing at the interface melt-solid
in polymer crystallization — ANN-KRISTIN LOHMANN, THOMAS
HenzE, and eTHOMAsS THURN-ALBRECHT — Institute of Physics,
Martin-Luther-University Halle-Wittenberg, 06099 Halle, Germany

The microscopic ordering process that a liquid undergoes during crys-
tallization is often initiated at an interface to a solid. This observa-
tion is classically explained by the assumption of a reduced barrier for
crystal nucleation at the interface. However, an interface can also in-
duce crystallization by prefreezing, i.e., the formation of a crystalline
layer that is already stable above the bulk melting temperature. We
present an atomic force microscopy (AFM)-based in situ observation
of a prefreezing process at the interface of a polymeric model system
and a crystalline solid, namely polyethylene on graphite. Explicitly,
we show the existence of an interfacial ordered layer that forms well
above the bulk melting temperature with thickness that increases on
approaching melt-solid coexistence. Below the melting temperature,
the ordered layer initiates crystal growth into the bulk, leading to an
oriented, homogeneous semicrystalline structure.

CPP 6.4 Mon 10:30 PC 203
Experimental test of Tammann’s nuclei development ap-
proach in crystallization of macromolecules — eEvVGENY
ZHURAVLEV!, JURN W.P. SCHMELZER!, and ALEXANDER S. ABYzov?
— 1University of Rostock, Rostock, Germany — 2Kharkov Institute
of Physics and Technology, Kharkov, Ukraine
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A first attempt to probe the size distribution of homogeneously formed
nuclei in polymers was realized employing Tammann’s two-stage crys-
tal nuclei development method and fast scanning calorimetry. A trans-
fer heating rate of 500,000 K/s prevents nuclei growth on heating in
poly(e-caprolactone). The employed temperature profile was adapted
from Tammann’s two-stage crystal nuclei development method imply-
ing formation of nuclei at large undercooling (low temperatures) and
following their isothermal growth at higher temperatures. Fast scan-
ning calorimetry allowed us to reach the deep supercooling of the melt
at 100,000 K/s avoiding heterogeneous and homogeneous nuclei forma-
tion and growth. Then crystal nuclei were allowed to form isothermally
at the temperature corresponding to the maximum of the steady-state
nucleation rate for homogeneous nucleation (210 K for PCL, Tg = 209
K), where both the effect of heterogeneous nucleation and the growth
rate are low. The presence of these crystal nuclei and its effect on crys-
tallization was probed by heating the sample to higher temperatures
and observation of the overall crystallization process, determining the
crystallization half-time. A theoretical explanation of the observations
was developed.

CPP 6.5 Mon 10:45 PC 203
development of poly(butadiene)-block-
poly(ethylene oxide) during annealing eToBias N.
BoTTNER!, STEFAN HOLzER?, RoBERT ScuuLze!, and Kraus D.
JanpT! — IChair of Materials Science (CMS), Otto Schott Insti-
tute of Materials Research, Friedrich Schiller University Jena, Lobder-
graben 32, 07743 Jena, Germany — 2Laboratory of Organic Chemistry
and Macromolecular Chemistry (IOMC), Friedrich Schiller University
Jena, Humboldtstrafe 10, 07743 Jena, Germany

Nanostructures of semi-crystalline diblock copolymers (DBCP) can be
tuned by controlled crystal thickening, whereby the knowledge of the
mechanisms and kinetics is relevant for possible applications.

In the present study we tested the hypothesis that the morpholog-
ical development of a poly(butadiene)-block-poly(ethylene oxide) de-
pends on the kinetics of crystal thickening during annealing and can
be described by combining time- and temperature-dependent X-ray
scattering (SAXS) and differential scanning calorimetry (DSC).

Depending on the annealing temperature, three effects predomi-
nated: crystal thickening, thermal fractionation and complete melting.
We investigated the absolute long period growth due to crystal thicken-
ing by SAXS measurements. In addition, DSC based crystal thickness
distributions were used to explain the running processes during anneal-
ing. The combination of both methods enables the precise tailoring of
DBCP nanostructures without changing the degree of polymerization.

Nanostructures with defined dimensions are interesting for nanotem-

Morphological

plating applications, e.g. the biomedical field.

CPP 6.6 Mon 11:00 PC 203
Crystallization of binary colloidal mixtures with polymer-
induced attraction — eN1coLE ScHAERTL!:2, THOMAS PALBERG?,
and EckHarRD Barrscu'?2 — lInstitut fiir Physikalische Chemie,
Universitét Freiburg, Deutschland — 2Institut fiir Makromolekulare
Chemie, Universitit Freiburg, Deutschland — S3Institut fiir Physik,
Universitat Mainz, Deutschland

Polystyrene (PS) microgel colloids serve as model system for hard
spheres (HS). Binary mixtures of dispersed small (S) and large (L) PS
particles with diameter ratios of S to L close to a value of I' = 0.8 have
been widely used to investigate glass formation as well as re-entrant
melting introduced by short-ranged depletion attraction. Previously,
we have shown that depletion attractions not only enhance particle mo-
bility, leading to a melting of the glass, but also enforce crystallization
of a colloidal eutectic which is kinetically suppressed in the correspond-
ing HS system [1]. Here we show that a subtle change of the system
parameters to slightly larger I' leads to a completely different enforced
crystallization scenario. Using static light scattering to investigate
structure and kinetics including crystal size growth and packing, we
observe hexagonal superlattices instead of single-component crystals.
Our findings can be rationalized by the occurrence of stable binary
crystals LS2, so-called Laves phases, in agreement with computer sim-
ulations by Hynninen et al. [2].

[1] Kozina et al., Soft Matter 10, 9523 (2014) [2] Hynninen et al., J.
Chem. Phys. 131, 064902 (2009)

CPP 6.7 Mon 11:15 PC 203
Friihe Belege zur Kettenfaltung in Lamellen bei massivem
HDPE — oHEINZ PrREUSS — 31785 Hameln

Mit dem Oberflachenabriss von aus der Schmelze bei langsamer Ab-
kiithlung erstaarrten massiven Proben aus Niederdruckpolyethlen (HD-
PE) gelang die mechanische Trennung der Lamellen léangs ihrer Grenz-
flachen (H.H.W.Preu®, physica status solidi Vol. 3, 1963 S. K209 ff.).
Dies belegt sowohl, dass die in elektronenmikroskopischen Oberflichen-
bildern sichtbaren Terrassenstufen tatsdchlich die Rdnder von Lamel-
len sind, die sich als relativ selbsténdige Struktureinheiten in das Pro-
beninnere fortsetzen, als auch die schwichere Bindung der Lamellen
aneinander. Zugleich erfihrt das Modell der Kettenfaltung (z. B. A.
Keller, Kolloid * Zeitschrift, 165 (1959), s. 15) eine Bestéatigung. Mit
dessen Hilfe lasst sich erkliaren, dass die Molekiilketten, welche senk-
recht zu den Lamellengrenzflichen orientiert sind, sich in den Lamellen
kristallografisch geordnet in den Lamellen unterbringen lassen, obwohl
deren Dicke D (8 bis 15 nm) deutlich kleiner ist als die Kettenlange L.

CPP 7: Organic Electronics and Photovoltaics

Time: Monday 9:30-13:00

CPP 7.1 Mon 9:30 H 2032
Metal-organic interfaces: from molecular self-assembly to
electronic transport through ultrathin functional monolayers
— oFLORIAN VON WROCHEM — Sony Deutschland GmbH, Stuttgart

The continuous development of organic electronic devices, combined
with the advances in spectroscopy and electrical characterization, dra-
matically extended our understanding of the physical and chemical
processes occurring at metal/organic interfaces. Here, an overview of
experimental and theoretical efforts aiming towards the selective mod-
ification of interfaces is given. Various anchor groups designed to con-
nect organic materials to metal electrodes are presented (e.g. thiolates,
dithiocarbamates, mercuryls and stannyls) and their potential for opti-
mizing the charge injection as well as the morphological, chemical, and
electronic nature at the contact is illustrated. On this basis, functional
molecular building blocks are grafted to the surface by self-assembly,
providing rectification, switching, or chemical selectivity. Once the key
parameters for interface formation and fabrication are under control, a
huge number of potential applications emerge, ranging from optoelec-
tronics to organic printed circuits. As one example, electrostatic dipole
layers for tuning the injection barrier between metals and organic semi-
conductors are presented, which may find applications in organic light
emitting diodes, field effect transistors, and solar cells. When further
reducing device dimensions towards the nanoscale, organic monolayers
might foster the development of molecular electronics, as illustrated
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here by highly robust metal-molecule-metal junctions based on Fell-
terpyridine molecular wires or by optically switchable protein layers.

CPP 7.2 Mon 9:45 H 2032
Grain boundaries in CulnSes; and CuGaSes solar cell ma-
terials: New insights from hybrid functional calculations —
Hossein MirHOssEINI, eJaNos Kiss, and CLAaubpiA FELSER — Max
Planck Institute for Chemical Physics of Solids, Dresden, Germany.

Polycrystalline thin-film solar cells based on Culn;_,Ga;Se (CIGSe)
are an economically viable alternative to the Si based technology. Dur-
ing the deposition of the polycrystalline light absorber layer grain
boundaries (GBs) are formed in the CIGSe material, and the effect of
these GBs upon the structural and electronic properties of the thin-film
solar cells are not yet fully understood. Different atomic structures of
the GBs in CIGSe have been reported experimentally. The outcomes of
the theretical calculations, however, are diverse and sometimes incon-
sistent due to the limitation of the functionals, which fail to properly
describe the band gap of thin film solar cell materials. Employing
a state of the art method using the HSE hybrid functional, which is
known to predict the atomic and electronic structure of solar cell mate-
rials rather well, we have looked at the behavior and properties of GBs
in CulnSez and CuGaSes. In the framework of our investigation, we
have studied the atomic relaxation and electronic structure of various
GBs and also considered the effect of the impurity segregation close to
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the GBs.

CPP 7.3 Mon 10:00 H 2032
Relationship between the chemical structure of low
band gap polymers and self-organization properties —
eMiLuTiN Ivanovic!, Umur Avcor!, ULr DETTINGER!, AURE-
LIEN TourNEBIZE!, DAvID BATCHELOR2, STEFAN MANcoLD2, HEIKO
Peiserr!, and ThHomas Cuassé! — 1) University of Tuebingen,
Institute of Physical and Theoretical Chemistry, 72076 Tuebingen,
Germany — 2Karlsruhe Institute of Technology (KIT), ANKA Syn-
chrotron Radiation Facility, 76344 Eggenstein-Leopoldshafen, Ger-

many

A possible approach to improve the efficiency of donor-acceptor based
bulk heterojunction (BHJ) of OPV cells is the use of low band gap
(LBG) polymers as donor materials. Basic electronic processes in OPV
cells are however strongly influenced by the morphology and the ability
for self-organization of the polymers in the thin-films. We utilize NEX-
AFS spectroscopy to study the molecular orientation of novel LBG
polymers (PCPDTTBBTT, PCPDTTBTT and PCPDTZTBTT) for
OPVs in thin films. The influence of post-processing annealing as well
as of blending with Phenyl-C61-butyric acid methyl ester (PCBM) on
the orientation is investigated. The studied LBG polymers are char-
acterized by a variation of (hexyl-) thiophene groups compared to re-
lated LBG polymers recently studied.[1,2]. Acknowledgments: This
research is funded by the European Union Seventh Framework Pro-
gramme (FP7/2011 under grant agreement ESTABLIS n° 290022).
References: 1.*Aygil, U. et al. J. Phys. Chem. C 2012, 116, 4870-
4874. 2.*Aygiil, U. et al. Sol. Energ. Mat. Sol. Cells 2014, 128,
119-125.

CPP 7.4 Mon 10:15 H 2032
Organic ambipolar field-effect transistors: In situ electrical
investigation of MnPC-OFETs — eFraNnziska LUTTICH, OVIDIU
D. GorpaN, and DieTrIiCcH R. T. ZAHN — Semiconductor Physics,
Technische Universitdt Chemnitz, Chemnitz, Germany

On the way to low-cost and flexible applications organic semiconduct-
ing materials are promising. Devices like organic light-emitting diodes,
organic solar cells, and organic field-effect transistors (OFETs) can be
produced e.g. on flexible and elastic substrates and with chemical vari-
ation of side groups or substitution of metal centers their properties
like optical absorption and charge carrier mobilities can be influenced.

Here we present a temperature dependent study on Manganese Ph-
thalocyanine (MnPc)-OFETs, which reveal an ambipolar behaviour. In
order to investigate the electrical properties of MnPc we used OFET
"‘end-of-line"’ substrates from Fraunhofer IPMS with a 100 nm thick
thermal silicon dioxide layer as dielectric. The investigated bottom-
contact OFETs were fabricated under high vacuum conditions (p <
4.10~7 mbar) by evaporating MnPc on top of the pre-structured sub-
strates. The electrical DC characteristics were measured in situ as a
function of temperature. This procedure enables us to determine the
activation energies for the hole and electron transport. The influence
of ambient atmosphere was also investigated and revealed strong im-
pact on the electrical performance. The topography was determined
using an Atomic Force Microscope (AFM).

CPP 7.5 Mon 10:30 H 2032
Photoelectron spectroscopy studies on efficient air-stable
molecular n-dopants — eMARTIN Scuwarze!, Max L. Tierze!,
PauL PanNEr!, BEN Naap2, ZHENAN Bao?, BiorN LUssem!,
DanNIEL Kasemann?®, and KarL Leo! — !Institut fiir Angewandte
Photophysik, Technische Universitdt Dresden, 01062 Dresden, Ger-
many — 2Department of Chemical Engineering, Stanford University,
Stanford, California 94305, United States

Understanding the working mechanism of electrical doping in organic
semiconductors is essential for the optimization of organic semiconduc-
tor devices such as organic light emitting diodes or organic solar cells.
A defined doping concentration allows for the control of the Fermi-level
position as well as the adjustment of the conductivity of transport lay-
ers. In comparison to molecular p-doping of organic semiconductors,
n-doping creates the additional problem of air instability. To success-
fully transfer an electron to the lowest unoccupied molecular orbital
(LUMO) of the matrix material, dopants exhibiting shallow highest
molecular orbitals (HOMO) are necessary, rendering them prone to
reactions with e.g. oxygen. In this study, three different types of n-
dopants are compared: air stable cationic DMBI dopants, halogen-free
DMBI dimers, and the established but air sensitive Cr2(hpp)4. Fermi-
level shift and conductivity of co-evaporated Bis-HFI-NTCDI layers at
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different doping concentrations as well as stability during air exposure
are investigated by UPS and electrical measurements.

CPP 7.6 Mon 10:45 H 2032
Mode-selective vibrational manipulation of charge transport
in m-conjugated molecular materials — eRoBERT Lovrincicl2,
ARrRTEM A. Bakunin®%, Yu Xi1', OLee Senic®, HuiB J. BAKKER?,
Yves L. A. Rezus3, PaBitra K. Navak!, ALEXANDR FONARI®,
VEacEsLav  CoroPCEANU®, JeaN-Luc BRrepas®® and Davip
CaHEN! — 1Department of Materials & Interfaces, Weizmann Insti-
tute of Science, Israel — 2IHF, TU Braunschweig & Innovationlab,
Germany — 3FOM Institute AMOLF, The Netherlands — *Cavendish
Laboratory, University of Cambridge, UK — ®School of Chemistry and
Biochemistry , Georgia Institute of Technology, USA — 6Solar & Pho-
tovoltaics Center, King Abdullah University, Saudi Arabia

The soft character of organic materials leads to strong coupling be-
tween molecular nuclear and electronic dynamics. This coupling opens
the way to control charge transport in organic electronic devices by di-
recting molecular vibrational motions. However, despite encouraging
theoretical predictions, experimental realization of such control has
remained elusive. Here we demonstrate experimentally that photocon-
ductivity in a model organic optoelectronic device can be controlled
by the selective excitation of molecular vibrations. Using an ultrafast
infrared laser source to create a coherent superposition of vibrational
motions in a pentacene/C60 photoresistor, we observe that excitation
of certain modes in the 1500 — 1700 cm ! region leads to photocurrent
enhancement. The effect depends on the nature of the vibration and
its mode-specific character can be well described by the vibrational
modulation of intermolecular electronic couplings.

CPP 7.7 Mon 11:00 H 2032
Investigation of charge transfer in organic semiconductors
using infrared spectroscopy — eToBias GLASER!'2, SEBASTIAN
Breck!2, and ANNEMARIE Pucci®?3 — lUniversitat Heidelberg,
Kirchhoff-Institut fiir Physik — 2InnovationLab GmbH, 69115 Hei-
delberg — 3Universitiat Heidelberg, Centre for Advanced Materials

Charge transfer in organic semiconductors is used in various ways to
increase the performance of organic electronic devices. For example
electrochemical doping is used to increase the conductivity in charge
transport layers. Additionally, charge injection layers are used to de-
crease injection barriers between electrodes and organic transport lay-
ers. In both cases molecular charge transfer plays an important role,
but the basic mechanisms are still subject of heated debate. Due to
strong relaxation effects upon molecular charging, infrared (IR) spec-
troscopy is very well suited to investigate charge transfer in organic
semiconductors. Neutral and charged molecules can be distinguished
by their different specific vibrational features in spectra of doped layers
as well as for interfaces. In this study we investigated charge transfer
in thin layers of commonly known transport materials such as 4,4*-
bis(N-carbazolyl)-1,1*-biphenyl (CBP) doped with inorganic and or-
ganic dopants such as MoO3 or F4ATCNQ and at interfaces of organic
semiconductors. By quantitative analysis of the experimental spectra
the doping efficiency and the degree of charge transfer can be deter-
mined for the doped layers. Whereas, for interfacial charge transfer,
the formation of a space charge region can be mapped. Financial sup-
port by BMBF (project MESOMERIE) is gratefully acknowledged.

CPP 7.8 Mon 11:15 H 2032
Structure and Photovoltaic Performance of Chiral Anilino
Squaraines — eMANUELA ScHIEK!, MATTHIAS ScHULZ?, STEFANIE
Broick!, MarTIN StLies?, HeEiko KoLLMANN® | CHRISTOPH LIENAUS,
ARNE LUTzEN?, and JURGEN Parisit — !Energy and Semiconductor
Research Laboratory, University of Oldenburg, Germany — 2Kekule-
Institute for Organic Chemistry and Biochemistry, University of Bonn,
Germany — 3Ultrafast Nano-Optics, University of Oldenburg, Ger-
many

Small molecular semiconductors such as squaraines are advantageous
compared to polymeric materials because they allow a more direct
control of the structure on the molecular level and consequently solid
state properties. Especially the implementation of chiral side chains
introduces new functionalities such as circular dichroism. Different
1,3-bis(N,N-substituted-2,6-dihydroxy-anilino)squaraines with varying
terminal N-substitution, in some cases including a stereogenic center,
are investigated as single crystals, in thin films and blended with a
fullerene acceptor as active layer in bulk heterojunction organic solar
cells.
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CPP 7.9 Mon 11:30 H 2032
Charge separation and Cgg crystallinity in bulk heterojunc-
tion solar cells: the decisive role of device architecture
— oFELIX ScHELL2, MicHAEL ScHERER!:3, Diana Nanoval:2:3
ANNE KaTrIN Kast??4, Worrgane Kowarsky!:23, Rasmus R.
ScHRODERY'#? | and RoBERT Lovrincicl3 — lInnovationLab GmbH,
Heidelberg — 2Kirchhoff-Institute for Physics, Heidelberg University
— 3Institute for High-Frequency Technology, TU Braunschweig —
4CellNetworks, BioQuant, Heidelberg University — ®Center for Ad-
vanced Materials, Heidelberg University

The crucial influence of Cgg crystallinity on the charge separation in or-
ganic solar cells (OSC) has been realized very recently. Here, we show
the importance of the device architecture on Cgg crystallisation in the
bulk-heterojunction (BHJ). Active layer morphology of small molecule
BHJ OSC and its influence on device performance are studied by means
of energy-filtered transmission electron microscopy (EFTEM) and elec-
trical characterization. The influence of substrate temperature during
deposition and of pure sublayers is assessed. BHJs fabricated at room
temperature are found to be finely mixed and amorphous, whereas the
corresponding films deposited onto heated substrates show pronounced
phase separation. Despite these clear morphological changes, substrate
heating does not increase efficiency of OSCs in a non-inverted device
architecture. Improvements found in literature for inverted cells can
be attributed to stronger acceptor crystallization, present, if deposited
onto a pure Cgo layer but not with an F4ZnPc substrate, leading to
more efficient exciton dissociation.

CPP 7.10 Mon 11:45 H 2032
Influence of DMSO-treatment on morphology, composition
and performance of PEDOT:PSS layers in organic photo-
voltaic cells — SipHANT BowMm, ¢TORSTEN BALSTER, MARLIS OR-
TEL, and VEIT WAGNER — Jacobs University Bremen, Campus Ring
1, 28759 Bremen, Germany

PEDOT:PSS layers in organic solar cells are used as hole transport
(HTL) and electron blocking layers. Therefore the morphology and
composition of the layer and the interface have a great influence on
the performance of organic photovoltaic devices.

Additional post-deposition treatment of the PEDOT:PSS layers
(HTL) in P3HT/PCBM solar cells were studied in this work. For this
purpose, pristine PEDOT:PSS layers were spin coated with dimethyl
sulfoxide (DMSO) after annealing. Pristine and treated layers were
characterized by means of electrical characterization, atomic force mi-
croscopy (AFM) and x-ray photoelectron spectroscopy (XPS).

The additional post-deposition DMSO treatment induces an increase
in power conversion efficiency by more than 50%. In addition, the open
circuit voltage and the short-circuit current were enhanced, whereas
the fill factor remained constant. This behavior is explained by modi-
fication of the PEDOT:PSS-semiconductor interface. On the one hand
smoothening of the interface by reduction of large PSS particles vis-
ible in AFM occurs. On the other hand XPS data show a reduction
of PSS-sulphur species. Less PSS at the interface should improve the
charge carrier injection properties, as observed experimentally.

CPP 7.11 Mon 12:00 H 2032
Charge transfer, optical and transport properties in pure or-
ganic heterostructures — eLIEBING SiMoN, HAHN TORSTEN, and
Korrus JeEnNs — Institute of Theoretical Physics, TU Bergakademie
Freiberg, Leipziger Strasse 23, 09599 Freiberg

We will present theoretical investigation on pure charge transfer ma-
terials within the density functional theory framework (DFT). Start-
ing from the recently fabricated picene-F4TCNQ [1] we explore the
electronic and optical properties of novel representatives of this new
class of materials. These representatives are formed of polycyclic hy-
drocarbons and TCNQ derivatives and we compare our results with
experimental spectroscopic data.

The picene-F4TCNQ system shown pronounced diode transistor be-
havior [2]. By means of DFT/NEGF (non equilibrium green function
formalism) [3,4] we obtain the IV-characteristics of selected model de-
vices for these systems. The formation of hybrid orbitals together with
intrinsic charge transfer seems to be the origin of the novel electronic
and transport properties [5].

[1] Mahns, B. et. al. Crystal Growth & Design (2014). [2] Hahn T.,
Liebing S., and Kortus J., Nanoscale 6, 14508 (2014). [3] Pederson, M.
et. al. Phys. Status Solidi b 217, 197. (2000) [4] Enkovaara, J. et al.
Journal of Physics: Condensed Matter 22, 253202 (2010). [5] Lindner
S. et. al. Phys. Rev. Lett. 109, 027601 (2012).
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CPP 7.12 Mon 12:15 H 2032
Single molecule circuits with N-heterocyclic carbene linkers
— eHECTOR VAzQUEZ — Inst. of Physics, Academy of Sciences of the
Czech Rep., CZ

In single molecule circuits, where an electrical current flows through
a molecule, conducting molecules often have terminal linker groups
which bind to the metallic electrodes [1]. These chemical link groups
strongly influence the conducting properties, often acting as bottle-
necks for electron transmission and result in low-transmission res-
onances localized at the interface. Therefore, identifying adequate
chemical linker groups is essential for achieving ideal mechanical and
conducting properties in molecular circuits.

Recently, SAMs of N-heterocyclic carbenes on gold were shown
to have very high thermal and oxidative stability [2], making N-
heterocyclic carbenes potentially very useful linkers for single molecule
transport. In this talk, I will present results from first-principles sim-
ulations based on DFT-NEGF for the electronic and conducting prop-
erties of carbene-terminated molecules. I will show results for the
adsorption properties of N-heterocyclic carbenes on gold. I will also
present transmission calculations of carbene-terminated molecules and
discuss these results in the context of other metal-molecule links with
Au-C bonds [3].

[1] F. Schwarz and E. Loertscher, J. Phys. Condens. Matter 26
474201 (2014).

[2] C.M. Crudden et al., Nature Chemistry 6 409 (2014).

[3] W. Chen et al., J. Am. Chem. Soc. 133 17160 (2011).

CPP 7.13 Mon 12:30 H 2032
Charge and spin transfer materials for molecular electronic
and spintronic applications — eToRSTEN HAHN, SIMON LIEBING,
and JENs Kortus — TU Freiberg, Institut fiir Theoretische Physik,
Leipziger Str. 23, 09599 Freiberg

The combination of different functionalized metal phthalocyanines was
found to lead to novel charge- and spin transfer compounds [1,2]. The
recently synthesized picene / FATCNQ charge transfer salt [3] also
shows promising physical properties and the theoretical modeling pre-
dicts the material to act as a molecular diode with high rectification
ratio [4]. Based on density-functional theory calculations we show
that in case of the metal phthalocyanines as well as for the picene /
FATCNQ system hybrid states formed by the donor / acceptor system
are playing the key role to determine the spectroscopic and quantum
transport properties. We further conclude that the tuning of quan-
tum transport properties through hybrid states is a general concept
which opens a new route towards functional materials for molecular
electronics.

[1] R. Friedrich et al., Phys. Rev. B 87, 115423 (2013). [2] R.
Friedrich, B. Kersting, and J. Kortus, Phys. Rev. B 88, 155327 (2013).
[3] Mahns, B. et. al., Cryst. Growth and Design 14, 1338-1346 (2014).
[4] T. Hahn, S. Liebing, and J. Kortus, Nanoscale 6, 14508 (2014).

CPP 7.14 Mon 12:45 H 2032
Device-like calcium corrosion test for ultra-barrier materials
— oFREDERIK NEHM!, HANNES KLUMBIES!, JouN FAHLTEICHZ, FELIX
DoLLiNGER!, KARL LEo!, and LArRs MULLER-MEskaMp! — nstitut
fiir Angewandte Photophysik, TU Dresden, Dresden, Deutschland —
2Fraunhofer FEP, Dresden, Deutschland

The continuous progress of organic electronics demands for flexible
moisture barriers with water vapor transmission rates (WVTRs) be-
low 10—* “Higdo’ and quick, reliable measurement techniques for such
WVTRs. The electrical calcium corrosion test is an extremely sensi-
tive technique used widely in research groups. However, setups differ
strongly as do their accuracy and background rates. We report on com-
mon issues and show how we manage them in our setup. Barrier cor-
rosion because of direct water condensation on its surface is prevented
by a glued-on PET film and Ca-induced stress is mitigated by organic
decoupling layers. We demonstrate the effectiveness of our approach
with studies on sputtered Zinc-Tin-Oxide and atomic layer deposited
(ALD) alumina moisture barriers in different aging climates. Single
barriers show a linear WVTR increase with rising absolute humidity
at given temperature. Below 40°C, this is even valid independent of
temperature. A divergence at higher temperatures probably originates
from the actual barrier layer, since this effect cannot be observed for
the pure substrate. Also, nanolaminates using ALD alumina, titania
and alkoxide, and multilayer barriers with polymer interlayers with
WVTRs down to at least 2 - 102 % in 38°C, 90% relative hu-
midity environments are investigated.
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CPP 8: Colloids and Complex Liquids Il (joint session CPP, BP, DY)

Time: Monday 15:00-18:45

CPP 8.1 Mon 15:00 C 130
TIRM at liquid/liquid interfaces — eKiLiaN DIETRICH — Uni-
versity of Stuttgart, Germany

Total Internal Reflection Microscopy (TIRM) is a well-established
method for the direct measurement of interaction potentials between
a spherical colloidal particle and a solid wall. It is based on the track-
ing of the particle’s vertical motion from which interaction forces with
the interface can be inferred with a resolution down to 10fN. In con-
trast to previous measurements, which were performed at solid/liquid
interfaces, here we demonstrate that TIRM can be applied also to lig-
uid/liquid interfaces. These are of special interest not only due to their
frequent appearance but they also exhibit an exceptional smoothness.
In our study, we present a novel inverted TIRM apparatus which is
capable to measure the motion of a colloidal probe particle in wa-
ter close to an oil-water interface. First measurements indicate the
counterplay of electrostatic interactions and van-der-Waals forces for
interfaces treated with different ionic and non-ionic surfactants. In
each case surface charge densities of particle and interface could be de-
termined. The detailed knowledge of interactions can provide valuable
information for the stability of emulsions and dispersions.

CPP 8.2 Mon 15:15 C 130
Short Ranged Repulsive Energy in Oscillatory Structural
Forces — oSEBASTIAN ScHON and REGINE voN KrLiTziNg — Tech-
nische Universitat Berlin Strasse des 17. Juni 124 D-10623 Berlin

Oscillatory structural forces are a genuine feature observed for simple
and complex fluids in the vicinity of smooth wall. The origin of these
forces is related to the characteristic quality of molecules or nanopar-
ticles to form well-ordered layers in the vicinity of a confining wall.
These forces can be described by the following function as proposed
by Israelachvilli: f(x)=-A*e"~(-x/&)*cos(27(x-Ax)/A), with f the force
as a function of x, the separation. The Amplitude A describes the
strength of the particle interaction, the decay length £ is a measure of
how fast the order decays and the wavelength X is directly related to
the inter-particle distance. Structural oscillation forces are long ranged
compared to the common DLVO forces and can be used in a variety
of applications e.g. oil removal or separation of bidisperse particle
suspensions For both it is important to know the strength of the oscil-
latory forces at very small separations. An additional repulsive term is
introduced to describe deviations observed between experimental data
and the common fit function, this allows accurate fitting of experi-
mental data down to very small separations and removes systematic
deviations in A, X and £ depending on the starting point of the fit. The
short ranged repulsive energy described by the new term is investigated
at different particle concentrations, measurement speed and under the
addition of NaOH, HCI and NaCl at different concentrations.

CPP 8.3 Mon 15:30 C 130
Complex nanoparticle arrangements via wrinkle-assisted self-
assembly — eCHRIsSTOPH HANSKE, MoRIiTzZ TEBBE, CHRISTIAN
KurTNER, MUNIsH CHANANA, ToBias Ko6NIG, and ANDREAS FERY
— Physical Chemistry II, University of Bayreuth, 95447, Germany

Template-assisted assembly enables the arrangement of colloidal parti-
cles into well-defined structures that often demonstrate special optical,
biological, or catalytic functionality due to the hierarchical internal
organization. A major bottleneck so far is the limited scalability of
lithographic template fabrication. As an alternative strategy, we uti-
lize wrinkled elastomer substrates exhibiting periodicities on the mi-
cron or submicron scale. The topographic features of such templates
allow the arrangement of hydrophilic nanoparticles into regular, close-
packed chains, which can further be transferred site-selectively onto
flat substrates by wetting controlled printing. This versatile method is
applicable for polymeric, inorganic and metallic particles with spheri-
cal as well as anisotropic shapes. We discuss the influence of interfacial
properties originating from the employed particle and substrate coat-
ings and demonstrate the formation of complex structures on chemi-
cally patterned substrates.|1] Further, the realization of macroscopic,
gold nanoparticle assemblies is shown.[2, 3] Due to small interparticle
distances of few nanometers, strong plasmonic coupling is achieved,
which grants access to surfaces with tailored optical properties.

[1] C. Hanske et al., Langmuir, 2012, 28, 16745-16750. [2] C. Hanske
et al., Nano Letters, 2014, DOI:10.1021/n1502776s. [3] M. Tebbe et
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al., submitted.

CPP 84 Mon 15:45 C 130
interactions, microstructure, and
in protein suspensions — eALESsIO
ZaccoNe!, MiriaM SIEBENBURGER?, HENNING WINTER®, FRANK
ScureIBER?, and MarTHIAS BALLAUFF? — !Physics-Department,
Technische Universitit Miinchen — 2Helmholtz-Zentrum Berlin fiir
Materialien und Energie — 3University of Massachusetts Amherst —
4 Applied Physics, University of Tiibingen

Linking intermolecular
macroscopic rheology

‘We propose a microscopic framework based on nonequilibrium statis-
tical mechanics to connect the microscopic level of colloidal biopoly-
mer self-assembly with the macroscopic rheology of protein gelation.
The method is based on the master kinetic equations for the time
evolution of the self-assembled cluster size distribution, from which
the relaxation time spectrum during the gelation process can be ex-
tracted. The relaxation spectrum is a simple stretched-exponential,
with a stretching exponent related to the mass fractal dimension of
the self-assembling clusters. In the case of thermoreversible gelation,
for weak interparticle attractions, the attraction energy is finite and
plays the role of the control parameter driving a nonequilibrium phase
transition into a nonequilibrium steady-state ( the gel). Our theory is
in good agreement with experimental data of different systems pub-
lished by other authors, for which no theory was available. Further, it
allows us to interpret new experimental data on the gelation of BSA
which provides a benchmark system to connect the level of coarse-
grained protein interactions with the macroscopic oscillatory rheology
of the protein suspension.

CPP 8.5 Mon 16:00 C 130
Molecular versus macroscopic perspective on the phase
separation mechanisms of thermo-responsive solutions —
eMARTINE PuiLiPP!, RALITSA ALEKsaNDRovAZ?, ULRicH MUOLLERZ,
Jan K. KrUGer?, and PeETER MULLER-BuscuBaumM! — 1TU
Miinchen, Physik-Department, LS Funktionelle Materialien, Garching,
Germany — 2Université du Luxembourg, LPM, Luxembourg, Luxem-
bourg

The phase separation of thermo-responsive solutions is known to
strongly affect the volume expansion behaviour and the elastic proper-
ties, being directly coupled to the macroscopic order parameter [1-3].
On the molecular scale, massive changes in H-bond and hydrophobic
interactions, and in structure govern the demixing process. However,
the relationship between the molecular and macroscopic order param-
eters is poorly understood for such complex segregating solutions. We
contribute to the clarification of this problem by first following the
diffusion behaviour of the hydration water across the phase transition
of model aqueous poly(N-isopropylacrylamide) solutions using quasi-
elastic neutron scattering [2]. By probing the molecular bond polaris-
abilities, we adopt an alternative, highly revealing perspective on the
changes in molecular interactions and in structure happening within
dilute to concentrated phase-separating solutions [1, 3|. [1] M. Philipp,
et al., Soft Matter 10, 7297-7305 (2014), [2] M. Philipp, et al., J. Phys.
Chem. B 118, 4253-4260 (2014), [3] R. Aleksandrova, et al., Langmuir
30, 11792-11801 (2014)

CPP 8.6 Mon 16:15 C 130
Cononsolvency in P(S-b-NIPAM) diblock copolymers - a
time-resolved SANS study of the aggregation process — Kon-
STANTINOS KyRiakos!, MARTINE PuiLipp!, JOSEPH ADELSBERGER!,
SEBASTIAN JakscH!, ANaToLy V. BErezkIN!, DErsy M. Luco?,
WALTER RICHTERING2, ISABELLE GRILLO®, ANNA MiasNikova?, AN-
DRE LascHEWsky?, PETER MULLER-BuscaBauM!, and eCHRISTINE
M. Papapakis’ — !TU Miinchen, Physik-Department, Garching
— 2RWTH Aachen University, Institut fiir Physikalische Chemie —
3Institut Laue-Langevin, Grenoble, France — *Universitdt Potsdam,
Institut fiir Chemie, Potsdam-Golm

In mixtures of water and methanol, the thermoresponsive poly(N-
isopropylacrylamide) (PNIPAM) exhibits the cononsolvency effect, i.e.
an enhanced tendency for phase separation at certain solvent compo-
sitions. We investigate the effect of adding methanol to (i) micellar so-
lutions of polystyrene-b-poly(N-isopropylacrylamide) (PS-o-PNIPAM)
diblock copolymers and (ii) PNIPAM homopolymers in D3O using
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a stopped-flow instrument. The structural changes on mesoscopic
length scales were followed by time-resolved small-angle neutron scat-
tering (TR-SANS) with a time resolution of 0.1 s. In both systems,
the pathway of the aggregation depends on the content of deuterated
methanol; however, it is fundamentally different for homopolymer and
diblock copolymer solutions. We propose a logarithmic coalescence
model based on an energy barrier which is proportional to the aggre-
gate radius.
1. Kyriakos et al., Macromolecules 47, 6867 (2014)

CPP 8.7 Mon 16:30 C 130
Cation-activated attractive patches to control protein in-
teractions — eFELIX Roosen-RuNce!, Fajun Zuang?, FRANK
ScHREIBER?, and RoLaND RoTH® — lInstitut Laue-Langevin, Greno-
ble, France — 2Institut fiir Angewandte Physik, Universitit Tiibingen
— 31Institut fiir Theoretische Physik, Universitit Tiibingen

We present evidence for an explicit ion-activated mechanism to cause a
patchy attraction between proteins [1]. Experimentally, ion bridges of
multivalent cations between protein molecules have been observed in
protein crystals [2]. Modeling this mechanism via particles with ion-
activated attractive patches, a broad variety of experimental results
for protein solutions with multivalent cation is explained and under-
stood very naturally, including charge reversal, reentrant condensa-
tion, metastable liquid-liquid phase separation, cluster formation and
different pathways of crystallization [1,3]. The good agreement be-
tween theory and experiments indicates that protein-cation solutions
represent a natural model system for patchy particles. The mecha-
nism of ion-activated patches can be embedded seamlessly into theory
and simulations of charged soft matter, and promises rational design of
phase behavior and crystallization pathways in protein solutions based
on the statistical physics of patchy particles.

[1] F. Roosen-Runge, F. Zhang et al. Sci. Rep. 4 (2014) 7016

[2] F. Zhang, A. Sauter et al. J. Appl. Cryst. 44 (2011) 755

[3] F. Zhang, R. Roth et al. Soft Matter 8 (2012) 1313

CPP 8.8 Mon 16:45 C 130
Buckling of paramagnetic chains in soft gel — eSuiLIN Huang
and GONTER K. AUERNHAMMER — Max Planck Institute for Polymer
Research, Mainz, Germany

We study the magneto-elastic coupling behavior of paramagnetic
chains in a soft polymer gel. To this end, the laser scanning confo-
cal microscope is used to observe the morphology of the paramagnetic
chains as well as the deformation field in the polymer gel. The param-
agnetic chains in a soft polymer gel show rich morphologies under an
oblique magnetic field. Depending on the chain length, the chains ro-
tate, bend and buckle. In a perpendicular magnetic field, longer chains
form wavy structure with higher number of buckles. A higher mag-
netic field strength and a lower modulus of gel matrix lead to higher
amplitude of the buckling. The deformation field around a deformed
magnetic chain confirms that the polymer network is strongly cou-
pled with the paramagnetic chain. A theoretical model is developed
to describe the buckling of the chain.

15 min. break

CPP 89 Mon 17:15 C 130
Environmentally compatible microemulsion at solid surfaces:
Wetting behavior and extraction properties — eSALOME VAR-
cas Ruiz!, CuristorH ScHULREICH?, RAaMAsiA SrEicH?, MARTIN
Jung3, ReEcINE voN Krizing!, THomas HeLiwec?, and STEFAN
WELLERT! — 1Stranski Laboratory, TU Berlin, Str. d. 17 juni 124,
10623 Berlin, Germany — 2Physical Chemistry III, University Biele-
feld, Universititsstrafe 25, 33615 Bielefeld, Germany. — 3Armed
Forces Scientific Institute for NBC Protection, Humboldtstrafte 1,
29633 Munster, Germany.

Microemulsions based on sugar surfactants and food grade oil are po-
tential decontamination media for the remediation of sorptive surfaces
exposed to highly toxic compounds (e.g nerves agents, pesticides). The
main advantage of microemulsions relies on their capability to degra-
date the solubilized toxic compound by means of active ingredients
hosted in the water phase. Although microemulsions have good perfor-
mance on the detoxification process, the overall efficiency of the decon-
tamination process is also determined by their ability to wet the treated
surfaces and to extract the contaminants. In this study, we examined
firstly the wettability and penetration properties of microemulsion for-
mulated with sugar surfactant SL55 and methyl oleate oil, and sec-
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ondly we evaluated their ability to extract lipophilic contaminants via
spectroscopic and chromatographic techniques. Here, the formulated
microemulsions can wet and penetrate hydrophobic and hydrophilic
sorptive surfaces and their extraction properties are greatly influenced
by their structure and oil content.

CPP 810 Mon 17:30 C 130

Supramolecular structure of pure and mixed monohydroxy
alcohols — eTHoMAs BUNING!, CHRISTIAN STERNEMANN', SEBAS-
TIAN PETER BierwirTH!, CATALIN GAINARU', JENNIFER BoLLE!,
MicHAEL PauLus!, CuristorH J. SanHLE?, RoLaND BouMER!, and
MEeTIN ToLan® — 'Fakultit Physik / DELTA, Technische Universitit
Dortmund, D-44221 Dortmund, Germany — 2European Synchrotron
Radiation Facility (ESRF), F-38000 Grenoble, France

Hydrogen bonds are essential for the structure and dynamics of alco-
hols, aqueous solutions, and water. Due to their low tendency of crys-
tallization and large variability in molecular configuration, monohy-
droxy alcohols (MAs) are often studied as model systems for hydrogen-
bonded fluids in general [1]. MAs are supposed to form supramolecular
structures such as chains and rings via hydrogen bonding in the liquid
phase. Based on their small dielectric absorption, ringlike arrange-
ments were suggested for neat MAs with a sterically hindered polar hy-
droxyl group [1], e.g., for 4-methyl-3-heptanol and 2-hexyl-1-decanol.
Mixtures of these MAs show a significantly enhanced dielectric ab-
sorption which hints at a change of supramolecular topology [2]. We
present combined X-ray diffraction and X-ray Raman measurements of
MA mixtures. Here, the first X-ray diffraction peak and the shape of
the oxygen K-edge, respectively, are sensitive to the local arrangement
of MAs. The results are interpreted with respect to a transformation
from ringlike to chainlike structures upon mixing. [1] R. Bohmer et
al. Phys. Reports 545 125-195 (2014) and references therein; [2] S. P.
Bierwirth, et al. Phys. Rev. E 90, 052807 (2014).

CPP 8.11 Mon 17:45 C 130
The role of the cation and polarization on lithium ion
coordination in ionic liquids — eVoLker Lescu!, Zue Li?,
Dwmrtry BEDROVZ, and ANDREAS HEUER! — ! Westfiilische Wilhelms-
Universitit Miinster — 2University of Utah

MD-simulations are a powerful tool to investigate microscopic pro-
cesses in complex systems as ionic liquids. The interactions between
the cation and the anion are only weak but in the case of adding lithium
to an ionic liquid the anions strongly interact with this small lithium
ion. The role of the cation on this interaction was never investigated.

Here, we compare the cations 1l-ethyl-3-methylimidazolium
with  N-metyhl-N-propylpyrrolidium and as counterion bis-
(trifluoromethanesulfonyl)-imide was used. Both cations differ in
size and viscosity but on the microscopic scale only a comparison for
pure ionic liquids is published. We performed MD-simulations for the
two ionic liquids doped with lithium salts at different temperatures
and different oxygen polarizations. The change of the TFSI oxygen
polarization was necessary due to new DFT calculations that predicts
the LiT - Ntfy binding energy more accurate. We observed a dramatic
influence of the polarization on structural properties while the dynam-
ics are only slightly affected. The comparison of the cations shows
only small differences for the lithium ion coordination.

CPP 8.12 Mon 18:00 C 130

A systematic study of the influence of trivalent metal ions on
phase behaviour in protein solutions — eOLGA MATSARSKAIA',
MicHAL Braun!, ANDREA SAUTER!, MARrRceELL WoLF!, RoLAND
Rotu2?, Fajun Znanc!, and Frank ScureBER! — lInstitut
fir Angewandte Physik, Universitdt Tibingen, 72076 Tiibingen —

2Institut fiir Theoretische Physik, Universitéit Tiibingen

Thermodynamic phenomena such as reentrant condensation (RC) and
liquid-liquid phase separation (LLPS) are involved in various protein-
related processes, e.g. protein condensation diseases and protein crys-
tallisation. We could show that these transitions are inducible in pro-
tein solutions using various trivalent cations [1], [2]. In this work, the
influence of cation size on such phase behaviour in bovine serum al-
bumin (BSA) was studied systematically in the presence of salts with
increasing cation sizes (YbCls, YClg, GdCls, CeCls and LaCls). The
results reveal that charge inversion, the prerequisite of RC and LLPS in
these systems, is found independent of cation size. Interestingly, how-
ever, salt concentration ranges in which macroscopic LLPS is observed
decrease with increasing cations: while Yb37 leads to the largest LLPS
area, Ce3T features the smallest one. La3t, the largest cation stud-
ied, induces RC, but does not lead to LLPS at all. The findings thus
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indicate that the size of cations present in the environment of a pro-
tein influences the strength of protein-cation interactions and therefore
plays an important role in phase transitions of the protein.

[1] Zhang et al (2008). Phys. Rev. Lett., 101(14), 148101; [2] Zhang
et al (2012). Soft Matter, 8, 1313-1316.

CPP 8.13 Mon 18:15 C 130
New relaxation process for water in electric fields — eZoRraN
MiLicevié!, Davip M. Smite?3, and ANa-Suncana Smrtal3 —
Hnstitut fiir Theoretische Physik and Cluster of Excellence: Engi-
neering of Advanced Materials, FAU Erlangen-Niirnberg, Erlangen,
Germany — 2Computer Chemie Centrum, FAU Erlangen-Niirnberg,
Erlangen, Germany — 3Ruder Bogkovié¢ Institute, Zagreb, Croatia,

Despite a heavily increasing number of electrochemical applications,
theoretical and experimental studies of solvent shear properties in the
presence of electric fields are almost non-existent. Here we study the
shear viscosity of water by performing extensive MD simulations us-
ing the GROMACS software package as a function of the electric field
strength which breaks the otherwise isotropic nature of the solvent.
The shear viscosity is related to the autocorrelation function (ACF) of
the off-diagonal elements of the pressure tensor by the Green-Kubo re-
lation. The value of the shear viscosity is determined from the plateau
value of the time integral of the ACF or, alternatively, by exploiting the
Kohlrausch fit curve of the ACF using a uniform 2-step (fast plus slow)
relaxation function. Apart from the fact that the two approaches show
an excellent agreement, we find that the field decreases the component
of the shear viscosity perpendicular to itself and increases the compo-
nents which are parallel. Importantly, the field induces an additional
slow relaxation process (decoupled from the fast relaxation) only in
the parallel direction, increasing by about tenfold the total relaxation

time with respect to the perpendicular direction. Furthermore, the
overall water shear viscosity increases slightly with the field strength.

CPP 8.14 Mon 18:30 C 130
Excess entropy scaling for the segmental and global dynam-
ics of polyethylene melts — eEvaNcELOS Voviarzis, MICHAEL
BouMm, and FLORIAN MULLER-PLATHE — Eduard-Zintl-Institut fiir
Anorganische und Physikalische Chemie and Center of Smart Inter-
faces, Technische Universitat Darmstadt, Alarich-Weiss-Strasse 4, D-
64287 Darmstadt, Germany

The range of validity of the Rosenfeld and Dzugutov excess entropy
scaling laws is analyzed for linear polyethylene chains. We consider
two segmental dynamical quantities, the bond and the torsional relax-
ation times, and two global ones, the chain diffusion coefficient and the
viscosity. The excess entropy is approximated by either a series expan-
sion of the entropy in terms of the pair correlation function or by an
equation of state for polymers. For all temperatures and chain lengths
considered, the two excess entropy estimates are linearly correlated.
The scaled segmental relaxation times fall into a non-linear master
curve. For a fixed chain length, the reduced diffusion coefficient and
viscosity scale linearly with the excess entropy. An empirical reduc-
tion to a chain length independent master curve is accessible for both
quantities. The Dzugutov scheme predicts an increased value of the
scaled diffusion coefficient with increasing chain length which contrasts
physical expectations. The origin of this trend can be traced back to
the density dependence of the scaling factors. In connection with diffu-
sion coefficients and viscosities, the Rosenfeld scaling appears to be of
higher quality than the Dzugutov. An empirical excess entropy scaling
is also proposed which leads to a chain length-independent correlation.

CPP 9: Nanoparticles and Composite Materials Il (joint session CPP, BP)

Time: Monday 15:00-18:45

CPP 9.1 Mon 15:00 C 243
Do Macroscopic Properties of Nanocomposites Require
Glassy Layers? — Kraus Nusser and e GERALD J. SCHNEIDER —
Forschungszentrum Jiilich GmbH, Jiilich Centre for Neutron Science
& Institute of Complex Systems, 52425 Jiilich, Germany

Inorganic/organic hybrid materials receive steadily growing interest
due to their capability to show unprecedented properties. Most likely,
at the length-scale of single chains, many different phenomena add
and form the final material. Due to the small diameters, their specific
surface area is very high, and thus may contribute significantly. To
predict the material properties, many concepts have been developed
to understand the influence of those chains close to surfaces. For ex-
ample, a very common picture is the assumption of an immobilized or
glassy layer when the polymer is very close to solid substrates.

In our contribution, we present macroscopic properties and show
that these can be explained perfectly by the concept of a glassy layer.
However, for these examples, our microscopic information by neutron
scattering experiments evidence that the underlying assumptions are
wrong, but our experiments permit a different explanation.

Based on our toolbox of hybrid materials, we used a well-defined
system. As a consequence it allows us to formulate a theorem under
which conditions new materials can be designed on the computer based
on our results. Therefore, we believe that our achievements represent
a major progress toward the prediction of macroscopic properties of
nanocomposites based on information at the length-scale of a single
chain.

CPP 9.2 Mon 15:15 C 243
Dynamics of polymers in composites — eULRICH SCHELER —
Leibniz-Institut fiir Polymerforschung Dresden e.V.

Magnetic resonance is applied to study the dynamics of polymers in-
teracting with inorganic solid surfaces. The dynamics of polymers over
a wide range of correlation times is determined using magnetic reso-
nance relaxation experiments for the investigation of systems in con-
tact with solids and inorganic materials. In highly dispersed systems,
these are nanoparticles coated with thin films have been investigated.
Measurement of T2 or Tlrho is ideally suited for the dynamics of
chain segments, which is mostly affected by the interaction with the
solid surface. Because of sensitivity issues only proton NMR signals
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have been detected. In order to obtain sufficient chemical resolution
for instance to exclude solvent signals in swelling experiments high-
resolution solid-state and NMR based on CRAMPS has been applied.
These line narrowing techniques permit the selection or suppression of
the solvent signal and thus one can focus on the polymer dynamics. It
is seen, that there is much stronger motion and dynamics and putting
the brushes compared to polymers of the same molecular weight. To
investigate that further dedicated techniques for the selective excita-
tions at the interface part based on magnetization transfer from the
inorganic particle to the polymer has been applied. Spin-labels on
polyelectrolytes permit the selective study of the dynamics of the poly-
mer in the vicinity of the label. Because of the high sensitivity of EPR
dynamics of individual layers in a multilayer system can be studied.

CPP 9.3 Mon 15:30 C 243
Disentanglement in polymer-star mixtures eHENDRIK
MEYER — Institut Charles Sadron, CNRS UPR22, 67034 Strasbourg,
France

We present a molecular dynamics simulation study of entangled melts
mixed with particles of the order of the tube diameter. The choice of
compact stars represents a model system of nanocomposites without
polymer-particle adsorption. The particles remain well dispersed over
the whole concentration range and the stars are sufficiently compact
that the pure system is jammed. For this system, we observe a weak
compression of the matrix chains with increasing volume fraction of
stars. Short (unentangled) matrix chains get slowed down by adding
particles to the system. When the matrix chains become significantly
longer than the entanglement length, this trend is inversed and the
matrix chains become faster because the particles dilute the entangle-
ment network. The center-of mass (CM) dynamics exhibits regimes
of anomalous diffusion in accordance with viscoelastic hydrodynamic
interactions (VHI) [1]. At low and intermediate star-particles concen-
tration, the particles themselves vary little in mobility, only at high
concentration (above percolation), they become slowed down because
of colloidal packing. As a result, the viscosity as a measure of the col-
lective mobility drops when adding few particles to the melt because
of disentanglement, and at high particle volume fraction the viscosity
increases again because of colloidal caging. [1] J. Farago et al. PRL
107, 178301 (2011); PRE 85, 051807 (2012).
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CPP 9.4 Mon 15:45 C 243
Polymer/metal hybrids: Adhesion behaviour and polymer
dynamics before and after corrosion treatment — eMARIEKE
FULLBRANDT!?, ANDREAS SCcHONHALS?, and REGINE voN KLiTzING!
— Technische Universitaet Berlin, Str. des 17. Juni 124, 10623 Berlin
— 2BAM Bundesanstalt fuer Materialforschung und -pruefung, Unter
den Eichen 87, 12205 Berlin

Polymer/metal hybrids are of high interest for example in lightweight
constructions used in the automotive industry. They combine a high
functional integration with a lower weight compared to pure metal
parts. The joining of these dissimilar materials without using addi-
tional material is a central challenge. In a first step, the metal/polymer
interface is characterized with regard to the adhesion behaviour on a
macro- and microscopic length scale using contact angle (CA) measure-
ments and colloidal probe atomic force microscopy. The latter method
determines the adhesion force and energy which can be analysed and
related to a work of adhesion per area. The effect of a (sub)micrometre
scale roughness is considered using the Rabinovich approach. With CA
measurements the surface energy of the solids is determined using the
Owens-Wendt-Rabel-Kaelble method and further be related to the cor-
responding work of adhesion per area. In a second step, the influence
of a corrosion treatment on the adhesion behaviour is investigated.
Complementary, broadband dielectric spectroscopy measurements in a
wide frequency (0.01 Hz to 1 MHz) and temperature range (-120 to
180 °C) are performed in order to characterize the polymer dynamics
in bulk and at the metal interface before and after treatment.

CPP 9.5 Mon 16:00 C 243
Organic inorganic hybrid PU-POSS networks: A multi-
length-scale investigation of morphology and a multi-
time-scale investigation of dynamics — eKonstanTINOS N.
RarTopouLosh2, STeraNos KouTsoumPis®, MALGORZATA JANCIAZ,
KonsTtaNTINOS  Kvyriakos!, Epvrta Hespa?, CHRISTINE M.
Papapakis!, Krzyszror PieLicHowski?, and PorLycarpos Pissis®
— I'TU Miinchen, Physik-Department, Fachgebiet Physik weicher Ma-
terie, Garching — 2Cracow University of Technology, Department of
Chemistry and Technology of Polymers, Poland — 2National Technical
University of Athens, Department of Physics, Greece

Polyhedral oligomeric silsesquioxanes (POSS) bridge the gap between
nanoparticles and conventional chemical reagents. A wide variety of
organic, ligands bind on a sub-nm siliceous core, and allow it to partic-
ipate as a nanobuilding block on the very structure of the macromolec-
ular chain. Here, octa-OH functional moieties crosslink a phase sepa-
rated polyurethane. On the basis of X-ray diffraction in a wide g-range
covering both WAXS and SAXS and atomic force microscopy we show
that POSS reside in the soft phase, and the hard microdomains become
progressively thinner with increasing POSS content. The segmental
dynamics of the soft phase slow down as a result of both crosslinking
and diminishing microphase separation, as evidenced by differential
scanning calorimetry and broadband dielectric spectroscopy. Interest-
ingly, all the effects show a step-like behavior between 4 and 6 wt%
of POSS, possibly as a result of a percolation of the POSS crosslinked
phase.

CPP 9.6 Mon 16:15 C 243
Nanomechanical Investigation of Rubber-modified Epoxy
Resins — eLLisaA MARriA UIBERLACKER and SABINE HiLp — Institute
of Polymer Science, Johannes Kepler University, 4040 Linz, Austria

Epoxy resins have a broad application scope due to the wide range of
properties which can be easily modified by mixing various basic compo-
nents - e.g. to modify the toughness of epoxy resins rubber auxiliaries
are added.

This study focused on epoxy mixtures based on a bisphenol A digly-
cidyl ether cured with diethyltoluenediamine with various amounts
of nitrile rubber. Both, morphology and the mechanical properties of
these two phase systems were examined with scanning force microscopy
(SFM).

In SFM phase images the epoxy phase was clearly distinguished from
the rubber phase. The nitrile rubber formed spherical domains in the
epoxy matrix. Phase separation occurred also in the rubber matrix.
Mechanical properties of both phases were quantified by nanoinden-
tation experiments. In addition, the influence of different amounts of
rubber additive on the toughness of the epoxy matrix was examined.

15 min. break
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CPP 9.7 Mon 16:45 C 243
Matryoshka-Doll-like Shish-Kebab Nanocomposite: Nanohy-
brid Shish-Kebabs within Nanofiber Shish-Kebabs
eMarTHIAS M.L. ARRAS!, RicHARD JANA', CHRIsTIAN GRASLZ, and
Kraus D. JANDT! — 1Chair of Materials Science (CMS), Otto Schott
Institute of Materials Research, Friedrich Schiller University Jena,
Jena, Germany — 2Center for Medical Physics and Biomedical En-
gineering, Medical University of Vienna, Austria

The shish-kebab morphology in semi-crystalline polymer fibers is a key
to the outstanding properties of polymer fibers. Here, we present the
creation of a two-level hierarchical fiber structure by combining two
recent artificial shish-kebab nanostructures: The nanohybrid shish-
kebab (NHSK), i.e., a carbon nanotube (CNT) overgrown by polymer
kebabs and the nanofiber shish-kebab (NFSK), i.e., an electrospun
nanofiber decorated by larger lamellae crystals. We tested the hy-
pothesis that during electrospinning of a CNT/polymer solution the
NHSK can form directly and that the resulting fibers can be used to
subsequently create the NFSK. The resulting nanocomposite was ana-
lyzed by transmission and scanning electron microscopy and revealed
the successful creation of both the NHSK and the NFSK. Thus, for
the first time, we demonstrated the creation of the NHSK morphology
during electrospinning. The two-level hierarchical nanocomposite is a
proof of principle that the shish-kebab morphology can be extended
from the nanoscale to the macroscale which may contribute to future
high strength nanocomposites.

CPP 9.8 Mon 17:00 C 243
Structural changes of diisocyanates covalently attached to the
semiconducting carbon nanotube — eMariana KozLowskal,
Jakus GocLon?, and PaweL Ropziewicz! — lInstitute of Chem-
istry, University of Bialystok, Poland — 2Interdisziplinires Centrum
fiir Molekulare Materialien(ICMM) und Computer-Chemie-Centrum
(CCC), Department Chemie und Pharmazie,Friedrich—Alexander—
Universitat Erlangen—Niirnberg

Reinforced polymers are of a great interest since the individual proper-
ties of the initial materials can be combined, resulting in a new hybrid
material with better properties. Carbon nanotubes are popular poly-
mer filler and reinforcing agent. They enhance the mechanical strength
and corrosion resistance.

‘We performed first-principles DFT calculations of the covalent and
noncovalent sidewall functionalization of metallic (6,0) and semicon-
ducting (10,0) single-walled carbon nanotubes (SWCNTs) via the at-
tachment of two aromatic diisocyanates: 4,4’-methylene diphenyl di-
isocyanate (MDI) and toluene-2,4-diisocyanate (TDI).

In this work, we focus on the structural rearrangements of the diiso-
cyanates molecules covalently attached to the SWCNT(10,0) surface
at the finite temperature, using the Car-Parrinello molecular dynamics
(CP-MD) scheme.

Mariana Kozlowska is a beneficiary of the project Scholarships for
PhD students of Podlaskie Voivodeship. The project is co-financed by
European Social Fund, Polish Government and Podlaskie Voivodeship.

CPP 9.9 Mon 17:15 C 243

Formation of anisotropic gold nanoparticles with differ-
ent morphologies analysed by UV-Vis spectroscopy, SAXS

and TEM — eTiLo SCHMUTZLER, TORBEN SCHINDLER, MARTIN
ScuMIELE, and ToBias UNRUH — Friedrich-Alexander-University
Erlangen-Nuernberg, Chair for Crystallography and Structural

Physics, Staudtstrasse 3, 91058 Erlangen, Germany

Au nanoparticles (NPs) have been the subject of widespread research
in the last two decades. Therefore, numerous studies dealing with the
synthesis leading to exact shape and size control were made. Applica-
tions are expected in biological imaging, drug delivery and photother-
apeutics.[1]

Especially anisotropic Au NPs show interesting optical behaviour
due to their ability to absorb light at different wavelengths for more
than one surface plasmon resonance. Via a modified seed-mediated
growth synthesis route for gold nanorods|l] we were able to synthe-
size various morphologies of Au NPs with defined absorption bands
(500-800 nm) in the UV-Vis spectrum and narrow distributions of the
particle dimensions which could be determined by small angle X-ray
scattering (SAXS) and transmission electron microscopy (TEM).

The particle formation of Au nanorods in contrast to other mor-
phologies like star-like nanoaggregates under different conditions (tem-
perature, concentration of precursors, ...) was investigated by UV-Vis
spectroscopy, SAXS and TEM to understand indirectly the formation
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mechanism of such particles.
[1] C.J. Murphy et al., J. Phys. Chem B. 2005, 109, 13857-13870.

CPP 9.10 Mon 17:30 C 243
Local Chemical Characterization of Nanoporous Materials
with Atom Probe Tomography — eCARsTEN Nowak, PHILIPP
SAUERBIER, and BJORN PFEIFFER — Georg-August-Universitat Got-
tingen, Insitute for Materials Physics, Géttingen, Germany

Because of their high surface-to-volume-ratio and their chemical activ-
ity, nanoparticles and nanoporous materials receive a lot of interest in
the areas of catalysis and electrochemistry. To obtain a detailed insight
into reaction mechanisms, knowledge of the local chemical composition
and structure, particularly at the surface of the material, is desirable.

Here we present experimental results on the local chemical char-
acterization of nanoporous gold with atom probe tomography. The
nanoporous gold with pore and ligament size of 50 nm, chosen as
model system, is converted into a compact material by electron beam
induced deposition of metalorganic precursors. Subsequently, the ma-
terial is characterized with atom probe tomography which essentially is
a combination of single molecule time of flight spectroscopy and atomic
scale microscopy, thus allowing to characterize the local chemical com-
position of the filled material and particularly its former surface with
sub-nanometer spatial resolution.

Although the preparation involves a chemical reaction of the surface
with the precursor and thus alters the active surface of the nanoporous
material, this approach offers the potential to detect chemical species
at the surface of irregularly shaped nanoparticles with sub-monolayer
sensitivity.

CPP 9.11 Mon 17:45 C 243
Semiconductor Nanocrystal Blinking monitored via Fast
Spectrally and Intensity Resolved Single Molecule Spec-
troscopy — ¢CLEMENS GOHLER, CORNELIUS KRASSELT, and CHRIS-
TIAN VON Borczyskowskl — Fakultdt fiir Naturwissenschaften, TU
Chemnitz, D-09126 Chemnitz

Colloidal CdSe Semiconductor Nanocrystals (NCs) are promising can-
didates for improving different applications, e.g. in photovoltaics or
sensoring, due to their size-dependend optical and spectroscopic prop-
erties. With techniques from Single Molecule Spectroscopy, we avoid
ensemble-averaging and investigate these characteristics on individual
NCs. On that level, luminscence intermittency (so called blinking)
is observable, for which the underlying mechanisms are yet not fully
understood.

To contribute, we applied Change-Point-Analysis to time-correlated
single-photon counts from single NC photoluminescence (PL) emission,
which allows resolving discrete PL intensity levels [1]. In addition, we
splitted the PL-signal with a dichroic beamsplitter towards two detec-
tors. By combining these techniques, we were able to examine spectral
diffusion within the single NC PL on a pus-timescale and to correlate
that to the fluctuating emission intensity. The results are in agree-
ment with blinking models based on a multiple recombination-center
approach.

[1] Schmidt, R., Krasselt, C., Gohler, C., & von Borczyskowski, C.
(2014). ACS nano, 8(4), 3506-3521.
CPP 9.12 Mon 18:00 C 243
Interrelation of fluorescence and morphology of molecular
aggregate structures — eMOHAMMADREZA Banramil, Tamam
Bouamup!, CLEMENS ScHINDLER!, Lukas Rartnie!, HANNES
HarrManN!, J.A. AW ELemans?, INco Barkr!, and SvyLvia
SPELLER! — 1University of Rostock, Institute of Physics, 18051
Rostock, Germany — 2Radboud University Nijmegen, Institute for
Molecules and Materials, 6525 AJ Nijmegen, The Netherlands
Metallo-porphyrins are widespread in nature and act as a key com-
ponent in photosynthesis as well as in oxygen transport in blood
cells. They have attracted much attention in view of applications like
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molecular wires, fluorescence switches, and light-energy conversion [1].
We study the spatially resolved photoluminescence from Copper-based
porphyrin [2] aggregates as one of the deexcitation pathways of exci-
tons. Among the different observed morphological motifs of the aggre-
gates we here focus on branched strands with typical diameters of 50 -
100 nm. Fluorescence microscopy images show varying intensity along
strands and junctions. In combination with atomic force microscopy
we correlate fluorescence and structural properties to elaborate pos-
sible reasons of such morphology-dependent fluorescence. We further
present fluorescence data on a composite system of silver nanostruc-
tures in the vicinity of molecule aggregates, and address the role of
these metal systems as local sources of electromagnetic fields.

[1] Wengi Zheng, et al., Dyes and Pigments 77 (2008) 153e157 [2]
M.J.J. Coenen, et al., Phys. Chem. Chem. Phys. 15, 12451 (2013)

CPP 9.13 Mon 18:15 C 243
Electric detection of ortho and para water in fullerene
cages — oBENNO MEIER, SALVATORE MAMONE, JAVIER ALONSO-
VALDESUEIRO, MARIA CONCISTRE, ANDREA KRACHMALNICOFF,
Ricuarp J. WHITBY, and MaLcoum H. LEviTT — School of Chem-
istry, University of Southampton, SO17 1BJ Southampton, United
Kingdom
Water, like molecular hydrogen, exhibits spin isomerism, a phe-
nomenon in which the entanglement of spatial and spin states leads
to ortho and para spin isomers with different symmetry. The physi-
cal properties and the interconversion of the two isomers of molecular
hydrogen are central to fields as diverse as astrophysics and nuclear
magnetic resonance, but much remains unknown about the different
isomers of water, owing to the difficulty of separating the two iso-
mers. Here, we use fullerene cages to provide freely rotating water
molecules at cryogenic temperatures in the form of the supramolec-
ular endofullerene H20@C60. Unlike molecular hydrogen, water has
an electric dipole moment and we show that the dielectric constant,
a bulk property, that is linked to the spin states via their molecular
polarizabilities, changes upon ortho-para conversion that is induced by
a sudden temperature change. Our findings are in excellent agreement
with previous NMR studies and suggest the possibility to detect and
eventually manipulate H20@QC60 molecules selectively depending on
the nuclear spin state of the comprised water molecule.

CPP 9.14 Mon 18:30 C 243
Effective mechanical properties of graphene obtained by
computational mechanical tests — eMarkuUs A. HARTMANN!,
MEeLaNIE TopT?, and Franz G. RAMMERSTORFER? — !Institute of
Physics, Montanuniversitit Leoben, 8700 Leoben, Austria — 2ILSB,

Vienna Institute of Technology, 1040 Vienna, Austria

Carbon nanostructures combine a high stiffness with low weight and
an exceptional toughness making carbon a promising candidate for
applications in structural mechanics. Understanding the mechanical
properties of these structures on every length scale is of utmost impor-
tance to be able to exploit the full potential of these materials. In the
presented work the effective mechanical parameters of graphene are
assessed that are the necessary input parameters for large scale finite
element calculations. Of special interest is the “effective thickness”
in combination with the ”effective Young’s modulus” of monolayer
graphene. Potentials obtained by ab initio calculations [1] were used in
subsequent Monte Carlo simulations to assess the effective mechanical
properties of graphene [2]. The membrane stiffness and the bending
stiffness (and consequently the effective thickness) of graphene were
evaluated. The results showed that the elastic modulus as well as the
Poisson ratio corresponds well to values known from literature. For
structures too small the continuum approximation breaks down and
the effective thickness decreases, while it attains a constant value of
approximately 0.132 nm for structures large than 5 nm.
[1] Holec et al., Phys. Rev. B 81, 235403 (2010)
|2] Hartmann et al., Europhys. Lett. 103, 68004 (2013)
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CPP 10: On-surface Polymerization

Time: Monday 15:00-17:45

Invited Talk CPP 10.1 Mon 15:00 H 0105
Formation mechanisms of covalent nanostructures — eJoNas
Biork — Department of Physics, Chemistry and Biology, IFM,
Link6ping University, Linkoping, Sweden

The on-surface reactions underlying the formation of covalent nanos-
tructures are in many cases fundamentally different from their wet
chemistry analogues. Furthermore, their mechanisms are often in-
tractable from experiments due to short-lived intermediate and tran-
sition states, and to make use of the true potential of this approach
we need to understand the factors controlling the on-surface reactions.
Here, it will be demonstrated how density functional theory can be
used as a powerful tool for gaining insight into the mechanisms of
these reactions. Firstly, we will discuss the on-surface Ullmann cou-
pling, where halogen-substituted molecules are used as the basic build-
ing blocks. The key aspects of this reaction scheme will be scrutinized
for simple model systems, but we will also discuss the effect of increas-
ing the complexity towards more realistic systems. In particular, it will
be examined how metal adatoms affect the different reaction processes,
as these have shown to play a pivotal role in experiments.

Secondly, we will briefly discuss the mechanisms of other coupling
schemes presented during the last years, with focus on the homo-
coupling of terminal alkynes. This reaction has a completely different
mechanism than that of the on-surface Ullmann coupling, with the
coupling preceding the release of any side-products. Furthermore, the
on-surface chemistry of alkynes is extremely rich, with several possible
reaction products depending on molecule and/or surface.

Invited Talk CPP 10.2 Mon 15:30 H 0105
Selective C-H Activation and C-C coupling on Metal Sur-
faces — eLirENG CHI — Institute of Functional Nano & Soft Mate-
rials (FUNSOM), Soochow University, Suzhou 215123, P. R. China —
Physikalisches Institut, Universitdt Miinster, Wilhelm-Klemm-Strasse
10, 48149 Miinster, Germany

Selective C-H bond activation is one of the most interesting and chal-
lenging topics in chemical synthesis. Recently, the development of the
*on surface chemistry* provides an alternative strategy for the C-H ac-
tivations. In this talk an overview for C-H activation and the following
C-C coupling on metal surfaces will be given, together with detailed
report on alkane homo-coupling and aryl-aryl coupling via the C-H
activation by introducing OH group in phenyl rings. The influence of
metal surfaces on reaction activation and selectivity will be discussed.

Invited Talk CPP 10.3 Mon 16:00 H 0105
On-Surface Synthesis on Insulating Substrates — e ANGELIKA
KueHaNLE — Physical Chemistry, University Mainz, 55099 Mainz, Ger-
many

On-surface synthesis has attracted great attention in recent years due
to its promising potential for creating functional structures directly on
surfaces [1]. An exciting aspect of on-surface synthesis is the capability
to arrive at thermally stable molecular structures that might not be
accessible by solution chemistry. Using tailored building blocks allows
for tuning the electron transport properties of the resulting structure.
Especially the latter is of tremendous interest when considering future
applications in the field of molecular electronics. Having molecular
electronics applications in mind requires decoupling of the electronic
structure of the molecular network from the underlying support sur-
face. Thus, it is highly interesting to transfer on-surface synthesis
strategies from metallic to insulating surfaces. In this talk, recent re-
sults in on-surface synthesis on an insulating substrate carried out in
ultra-high vacuum are reported [2-4].

[1] A. Gourdon, Angew. Chem. Int. Ed. 47 (2008) 6950; [2] M. Kit-
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telmann, P. Rahe, M. Nimmrich, C. Hauke, A. Gourdon, A. Kiihnle,
ACS Nano 5 (2011) 8420; [3] R. Lindner, P. Rahe, M. Kittelmann, A.
Gourdon, R. Bechstein, A. Kiihnle, Angew. Chem. Int. Ed. 53 (2014)
7952; [4] M. Kittelmann, M. Nimmrich, R. Lindner, A. Gourdon, A.
Kiihnle, ACS Nano 7 (2013) 5614

15 min. break.

Invited Talk CPP 10.4 Mon 16:45 H 0105
On-surface polymerization - a synthetic route to 2D polymers
— oMARKUS LACKINGER — Deutsches Museum, Miinchen, Germany
— Technische Universitdt Miinchen, Physik Department, Garching,
Germany

Flat surfaces appear to be the ideal template for the synthesis of regu-
lar 2D covalently cross-linked polymers. Surfaces can not only confine
the reaction to two dimensions, but can also play an active chemical
role during the polymerization. Hence, the material and crystallo-
graphic orientation of the surface can also be used to steer or even
control the reaction. The main objective of the lecture is to critically
discuss the status, the main challenges, and the potential of on-surface
polymerization for the synthesis of 2D polymers.

Different coupling reactions were already employed in a surface-
chemical approach, each with specific advantages and disadvantages.
An important distinction is whether the reaction can be carried out
under slightly reversibly conditions or necessarily remains fully irre-
versible. While polymerization close to thermodynamic equilibrium
opens up ways to improved structural quality, purely kinetically con-
trolled reactions apparently inevitably lead to highly defective net-
works. Using the example of on-surface Ullmann coupling a de-
tailed view will be presented on the surface-dependence, possible re-
action intermediates, and the relation between defects and kinetic re-
action parameters. Finally, the potential of metastable intermediate
organometallic networks to improve the structural quality of 2D poly-
mers will be demonstrated.

Invited Talk CPP 10.5 Mon 17:15 H 0105
On-surface azide-alkyne click chemistry and a novel metal-
organic network based on Cu adatom trimers — e¢TROLLE LiN-
DEROTH — Interdisciplinary Nanoscience Center (iNANO) and De-
partment of Physics and Astronomy, Aarhus University, Denmark

Molecular nanostructures on solid surfaces are central to achieve ad-
vanced functional surfaces. Covalent synthesis with reactants adsorbed
on surfaces has therefore been the focus of intense recent interest. In
this context there is a need to identify suitable chemical reactions that
will proceed under Ultra High Vacuum conditions. Early work in this
direction from our group focused on the condensation reaction be-
tween aldehydes and amines to form imines [1-3|. Here, it was shown
that the connectivity in two-dimensional surface polymeric networks
could be controlled by kinetic parameters of the preparation procedure.
More recently, we have explored the prototypical click-chemistry reac-
tion of 1,3-dipolar Huisgen cycloaddition between azides and terminal
alkynes to form a triazole product for reactants adsorbed on a Cu(111)
surface (CuAAC reaction) [2]. Finally we have investigated the on-
surface dehydrogenation reaction for tetra-hydroxy-benzene (THB)
which enables formation of a novel metal-coordination network con-
taining trimeric Cu-adatom clusters [3].

[1]: Angew. Chem. Int. Ed. 46 9227 (2007), Angew. Chem. Int.
Ed. 47 4406 (2008).

[2]: J. Am. Chem. Soc, 135 2136 (2013).

[3]: Chem. Comm. 49, 9308 (2013), Angew. Chem. Int. Ed. 53
12995 (2014).
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CPP 11: Brownian Motion and Transport (joint session DY, CPP)

Time: Monday 15:00-18:45

Invited Talk CPP 11.1 Mon 15:00 BH-N 243
universal statistics of records in random sequences — esATYA
MAJUMDAR — cnrs, Iptms, universite paris-sud, orsay, france

Records are rather common in everyday life: we are always talking of
record rainfall, record temperature, records in sports and stock prices
etc. When the random sequence consists of independent random vari-
ables, the record statistics is well known. In this talk, I’ll discuss the
record statistics in a strongly correlated random walk sequence and
show that they are universal, i.e., independent of the noise (jump) dis-
tribution. Several applications and extensions will be discussed—such
as the effect of a constant drift and the effect of measurement errors.

CPP 11.2 Mon 15:30 BH-N 243
Three-dimensional Brownian motion of 3D-shaped particles
— eoFELIX HOrLING — Max Planck Institute for Intelligent Sys-
tems, Stuttgart, and Institute for Theoretical Physics IV, Universitat
Stuttgart, Germany

The three-dimensional (3D) Brownian motion of colloidal particles of
general 3D-shape is considered in the overdamped limit. First for an
ellipsoidal particle, the Smoluchowski equation for the joint distribu-
tion of position and orientation is solved exactly through an expansion
in moments. The non-Gaussian parameter is shown to simultaneously
quantify the anisotropic positional diffusion and the orientational diffu-
sion. The results are applied further to the interpretation of scattering
experiments (e.g., dynamic light scattering) on suspensions of active
(self-propelled) and passive nanoparticles.

Second, a screw-like shape, paradigmatic for chiral particles, is stud-
ied which gives rise to a strong hydrodynamic coupling between rota-
tion and translation. Coupled Langevin equations for the six degrees
of freedom are used to calculate auto- and cross-correlation functions
of first and second order exactly. A suitable displacement—orientation
correlation is shown to display a maximum at intermediate times, from
which the strength of the rotation—translation coupling can be inferred.
Finally, the above findings are generalised for a hydrodynamic friction
matrix of general form, which encodes an arbitrary particle shape.
The analytical results are supported by numerical simulations of the
corresponding stochastic equations.

CPP 11.3 Mon 15:45 BH-N 243
Velocity fluctuations of Brownian particle in inhomogeneous
media and driven by colored noise as a sourse of 1/f fluctua-
tions — eRvyTIs Kazakevicius and JuLius Ruseckas — Institute of
Theoretical Physics and Astronomy, Vilnius University, A. Gostauto
12, LT-01108 Vilnius, Lithuania

Nonlinear stochastic differential equations generating signals with 1/f
spectrum in a broad range of frequencies have been used so far to
describe socio-economical systems [1]. We have derived such equa-
tion from Langevin equations that describe the motion of a Brownian
particle in an inhomogeneous environment. The inhomogeneous envi-
ronment can be a result of a linear potential affecting the Brownian
particle together with the steady state heat transfer due to the differ-
ence of temperatures at the ends of the medium. The correlation of
collisions between the Brownian particle and the surrounding molecules
can lead to the situation where the finite correlation time becomes im-
portant, thus we have investigated the effect of colored noise in our
model. Existence of colored noise leads to the additional restriction
of the diffusion and exponential cut-off of the distribution of particle
positions. Narrower power law part in the distribution of the parti-
cle positions results in the narrower range of frequencies where the
spectrum has power law behavior.

[1] V. Gontis, J. Ruseckas and A. Kononovicius, Physica A, 389 100
(2010).

CPP 11.4 Mon 16:00 BH-N 243
Hydrodynamically enforced entropic trapping of Brown-
ian particles — eSTEFFEN MARTENs!, ARTHUR STRAUBE2, GER-
HARD ScHMID®, LuTz ScHIMANSKY-GEIER?, and PeTeER HANGaGI3
— 1Technische Universitiat Berlin, Berlin, Germany — 2Humboldt-
Universitdt zu Berlin, Berlin, Germany — 3Universitit Augsburg,
Augsburg, Germany

In small systems spatial confinement causes entropic forces that in
turn implies spectacular consequences for the control for mass and
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charge transport. Therefore, recent efforts in theory triggered activi-
ties which allow for an approximate description that involves a reduc-
tion of dimensionality. Up to present days, the focus was on the role
of conservative forces and its interplay with confinement. Within the
presented work, we overcome this limitation and succeeded in consid-
ering also "magnetic field” like, so termed non-conservative forces that
derive from a vector potential [S. Martens et al., Phys. Rev. Lett. 110,
010601 (2013)]. A relevant application is the fluid flow across microflu-
idic structures where a solute of Brownian particles is subject to both,
an external bias and a pressure-driven flow. Then a new phenomenon
emerges; namely, the intriguing finding of identically vanishing average
particle flow which is accompanied by a colossal suppression of diffu-
sion [S. Martens et al., arXiv:1407.5673]. This entropy-induced phe-
nomenon, which we termed hydrodynamically enforced entropic trap-
ping, offers the unique opportunity to separate particles of the same
size in a tunable manner [S. Martens et al.,Eur. Phys. J. ST 222,
2453-2463 (2013)].

CPP 11.5 Mon 16:15 BH-N 243
On the Applicability of the Caldeira-Leggett Model to Con-
densed Phase Vibrational Spectroscopy — eFABIAN GOTTWALD,
SERGEI Ivanov, and OLivEr KUHN — Institut fiir Physik University
of Rostock, Rostock, Germany

Formulating a rigorous system-bath partitioning approach remains an
open issue. In this context the famous Caldeira-Leggett (CL) model
that enables quantum and classical treatment on equal footing has
enjoyed popularity. Although this model is by any means useful as a
theoretical tool, its validity for describing anharmonic dynamics of real
systems is often taken for granted. We investigate the applicability of
the model by comparing the spectra resulting from the Generalized
Langevin dynamics that is based on the CL model, with their coun-
terparts from explicit classical molecular dynamics. It is shown that
the model is not able to describe real systems unless the system part
of the potential is effectively harmonic. We demonstrate that it is this
anharmonicity, that is at the core of all deficiencies of the model and
also point out the mathematical origin of its breakdown.

15 min. break

CPP 11.6 Mon 16:45 BH-N 243
Dynamics of stochatic resisitive switching — ePAauL RADTKE!,
ARTHUR STRAUBE', ANDREwW HazeL?, and LuTz SCHIMANKSY-
GEeier! — !Department of Physics, Humboldt-Universitét zu Berlin,
Berlin, Germany — 2School of Mathematics, University of Manchester,

Manchester, UK

Classes of dielectrics such as T'iO9 alter their resistance under the in-
fluence of an electric field or a current flowing through the system, an
effect called resistive switching (RS). Thereby the resistance depends
also on the past states of the system, it has a memory.

‘We will show how a particular one-dimensional lattice model for a
bipolar device. In it, oxygen vacancies hop in between consequetive
sites and thereby alter local resistances. Their dynamics governed by a
Master equation with jumping rates modulated by an external electric
field. We discuss the system properties and show that dynamics of the
vacancies can be formulated in terms of a Burgers like equation. With
its help the underlying motion of the oxygen vacancies is interpreted
as nonlinear traveling waves.

CPP 11.7 Mon 17:00 BH-N 243
Simulation of colloidal particles in channel geometries —
eULLrICH SIEMS and PETER NIELABA — University of Konstanz, Ger-
many

This talk will present the results of Brownian Dynamics Simulations
of colloidal particles in external fields confined in channels. Colloidal
particles are well suited model-systems for a variety of problems on
different length scales, ranging from gravitational collapses over the
description of pedestrians to models for atomic sized problems. In
such systems confinement into channels can have a great influence on
the diffusion and transport properties.

CPP 11.8 Mon 17:15 BH-N 243

Nonlinear Microrheological response to a step force —
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eTHomAas FranoscH — Institut fiir Theoretische Physik, Leopold-
Franzens-Universitiat Innsbruck, Innsbruck, Austria

In a microrheological experiment the thermal or forced motion of a
colloidal particle is monitored to obtain information on mechanical
properties of the surroundings. While the linear response is well-
characterized in terms of the fluctuation-dissipation theorem, few exact
results are available for strong driving.

Here we consider the time-dependent velocity of a colloidal particle
immersed in a dilute suspension of hard spheres in response to switch-
ing on a finite constant force. The dimensionless number quantifying
the strength of the driving is the Péclet number Pe = Fo/kpT. We
present an analytical solution exact to first order in the packing frac-
tion. In particular, we show that at finite times the response is an
analytic function of the Péclet number, but displays singular behavior
for infinite times. Our solution technique extends the stationary state
calculation [1] to the time-dependent case. The non-commutitavity of
the limits Pe — 0 and time ¢ — oo is traced back to the long-time
tail in the velocity-autocorrelation function due to repeated encoun-
ters with the same colloid. The scenario is strongly reminiscent of a
driven particle in a lattice Lorentz model with frozen obstacles 2], and
corroborates that linear response becomes qualitatively wrong at long
times for arbitrarily small driving.

[1] T.M Squires and J.F. Brady, Phys. Fluids 17, 073101 (2005)

[2] S. Leitmann, T. Franosch, Phys. Rev. Lett. 111, 190603 (2013)

CPP 11.9 Mon 17:30 BH-N 243
Enhancement of mobility in a feedback controlled 1D col-
loidal system with repulsive interactions — e ROBERT GERNERT
and SABINE H. L. Kraprp — Institut fiir theoretische Physik, Tech-
nische Universitat Berlin

Feedback control schemes are a promising way to design static and dy-
namic properties of colloidal suspensions [1]. In the collective transport
of colloids through 1D tilted washboard potentials clusters of attractive
particles are known to overcome the hindering influence of the potential
barriers [2]. Here we consider a corresponding system with repulsive
interactions. To enhance the mobility we propose a feedback control
scheme and demonstrate its function theoretically. The control is mod-
elled by a symmetrically confining potential, like an optical tweezer,
and it is always centered around the mean particle position. For the
theoretical demonstration we use Dynamical Density Functional The-
ory (DDFT) with ultra-soft as well as hard-core particle interactions.
For either type of interaction the influence of the hindering washboard
potential can be suppressed completely — corresponding to an enhance-
ment of the mobility by several orders of magnitude. Further, in the
regime of moderate amplification velocity oscillations are induced.

[1] B. Qian, D. Montiel, A. Bregull, F. Cichos, and H. Yang, Chem.
Sci. 4, 1420 (2013)

[2] M. Evstigneev, S. von Gehlen, and P. Reimann, PRE 79, 011116
(2009)

CPP 11.10 Mon 17:45 BH-N 243
Surface interactions of active Janus particles on a hexagonal
close-packed colloidal crystal surface — eUpiT CHOUDHURY!,
Joun G. GiBes!2, and Peer FiscHer!® — 1Max Planck Institute
for Intelligent Systems, Heisenbergstr. 3, 70569 Stuttgart, Germany
— 2Dept. of Physics & Astronomy, Northern Arizona University,
Flagstaff, AZ 86011, USA — 3Institute for Physical Chemistry, Uni-
versity of Stuttgart, Pfaffenwaldring 55, 70569 Stuttgart, Germany

Autonomous, self-driven colloidal particles are being given greater at-
tention in recent years due to the interesting dynamics associated
with out-of-equilibrium systems. Although particle-particle interac-
tions of active colloids, e.g. self-assembly and clustering, are begin-
ning to be regularly studied, particle-surface interactions are less well
investigated. Herein, we empirically study the surface interactions of
spherical Janus-particles half-coated with Pt in the presence of hydro-
gen peroxide. The surface consists of close-packed 2D monolayer of
hard spheres (beads). This non-planar surface thus corresponds to a
periodic potential akin to a fcc (111) lattice face. In this way, the
system is an analogue of surface diffusion of adatoms that possess ki-
netic energy. We find that as the concentration of hydrogen peroxide
is increased, the effective translational diffusion also increases which
is comparable to enhanced diffusion of adatoms on surfaces at higher
temperatures. Rotational diffusion dictates fluctuations in the orien-
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tation of the driven bead that lead to jumps form one potential well
to its nearest neighbor.

CPP 11.11 Mon 18:00 BH-N 243
Charged transfer in a dynamical Landau-Zener Model: Ap-
plication in QCA — eALEJANDRO SANTANA-BoniLLal, Mirna
KraMmaR!, RaraEL GuTiERREZ}2, and Glovanni CUNIBERTI!:2
ITechnische Universitit Dresden Faculty of Mechanical Science and
Engineering Institute for Materials Sciences — 2Max Bergmann Cen-
ter of Biomaterials

The development of molecular based quantum cellular automata
(mQCA) would open the possibility to low-dissipation information pro-
cessing. One key parameter in the mQCA paradigm is the stability
of intra-molecular charge transfer, which guarantees the association
of *1* and *0* to two different charge configurations in the mQCA
building cell. Especifically, a given charge configuration needs to be
stable against thermal fluctuations. Also important is how the mQCA
charge state reacts to an external driver with a given time-dependence.
In this study we present a theoretical study based on the solution of
the time-dependent Schrodinger equation to describe intra-molecular
charge transfer in an effective model of an mQCA cell under the ac-
tion of a time-dependent driver field and including thermal fluctua-
tions. The model is parametrized via first-principle calculations in
a toy molecular system able to catch the minimal requirements of a

m-QCA cell
CPP 11.12 Mon 18:15 BH-N 243

Calibration free 3D tracking of confined nanoparticles in a
tunable nanofluidic slit — eSTEFAN FRINGES, MICHAEL SKAUG,
Heiko Worr, Urs T. DURrIiG, and ArMmIN W. KnoLL — IBM Re-
search, 8803 Riischlikon, Switzerland

We investigate the behavior of nanoparticles in a nanofluidic slit with
tunable confinement and spatial and temporal resolution of 10nm and
2ms, respectively. The high speed detection of the particles’ X, Y
and Z coordinates allows us to obtain the spatiotemporal probability
distribution of individual particles and thus to study their confining
potential-landscape both in lateral and vertical direction. To obtain
the 3D trajectory of a nanometer-sized particle we use interferomet-
ric scattering detection (iISCAT). The method exploits the interference
between the scattered wave from the particles and the highly reflec-
tive reference surface for a precise localization in vertical direction
[1]. Evaluating the particle contrast for varying slit distances enables
us to measure the scattering phase, amplitude, and consequently the
z-position of individual particles without prior calibration of the par-
ticle contrast [2]. Precise knowledge of the nanoparticles’ paths and
surrounding potentials allows us to study confinement effects on Brow-
nian motion and charge regulation at the participating interfaces. It
further enables us to precisely trap and immobilize nanoparticles at a
specific location on the substrate.
[1] P. Kukura et al., Nature Methods 6, 923-927 (2009).
[2] N. Mojarad et al., Optics Express 21, 8, 9377-9389 (2013).

CPP 11.13 Mon 18:30 BH-N 243
Towards single molecule trapping and manipulation with dy-
namic temperature gradients — Marco BRAUN, ANDREAS BREG-
uLLA, and eFrRAaNK CicHos — Molecular Nanophotonics Group, Uni-
versitat Leipzig, Linnéstrafe 5, 04103 Leipzig

Single nano-objects in solution are driven by Brownian motion which
is fueled by thermal energy. These Brownian fluctuations increase in
strength with increasing temperature. Therefore, it is at first glance
counter intuitive to confine Brownian fluctuations with the help of ele-
vated temperatures. In thermal nonequilibrium, however, temperature
gradients induce thermo-phoretic and thermo-osmotic drifts which pro-
vide the means for single particle manipulation in solution. Here we
describe experiments which use optically heated metal nanostructures
to create dynamical temperature profiles in solution. These tempera-
ture profiles induce well defined thermo-phoretic drift fields and act as
effective potentials for objects suspended in liquid. Combined with op-
tical feedback mechanisms, such effective potentials can be shaped to
store and manipulate single or even multiple objects in a small observa-
tion volume. The developed thermophoretic trapping system therefore
paves the way for extended single molecule studies in solution or even
well-controlled bi- or multi molecular interaction studies.
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CPP 12: Organic Thin Films

Time: Monday 15:00-19:30

Invited Talk CPP 12.1 Mon 15:00 H 2032
Thin film growth studies using time-resolved X-ray scatter-
ing — eSTEFAN KowaARik — Institut fiir Physik, Newtonstr. 15, 12489
Berlin

Thin film growth inherently is a non-equilibrium process. This means
that the route to the final film structure is determined not simply by
a minimization of the free energy, but by a non-trivial competition be-
tween thermodynamics and kinetics. For a quantitative understanding
one therefore needs information on the nanoscopic surface processes
such as molecular binding as well as surface diffusion and step-edge
crossing. In situ X-ray scattering is ideally suited for such measure-
ments as it can be used to monitor temporal changes on the atomic
scale. We show how real-time in situ Grazing Incidence Small Angle
Scattering (GISAXS) can be combined with simultaneous X-ray re-
flectivity measurements to characterize both in-plane and out-of-plane
film structure as a function of time. While GISAXS gives informa-
tion on nucleation densities and island sizes, reflectivity measurements
make it possible to extract the out-of-plane density profile so that both
measurements together give a rather complete morphological charac-
terization. We give examples for growth of small-molecule organic
semiconductors such as C60, where we determine diffusion barrier,
step edge barrier and binding energy, but the techniques are equally
applicable to growth of atomic systems. S. Bommel, N. Kleppmann,
C. Weber, H. Spranger, P. Schéifer, J. Novak, S.V. Roth, F. Schreiber,
S.H.L. Klapp, S. Kowarik, ”Unravelling the multilayer growth of the
fullerene C60 in real-time”, Nature Communications 5, 5388 (2014).

CPP 12.2 Mon 15:30 H 2032
Epitaxial Growth of a Methoxy-Functionalized Quaterpheny-
lene — eFrANK BaLzER!, RoLAND RESEL?, ARNE LUTZEN?, HORST-
GUNTER RUBAHN!, and MaNUELA ScuHiEk? — 'MCI, NanoSyd, Uni-
versity of Southern Denmark, Alsion 2, DK-6400 Sgnderborg, Denmark
— 2Institute of Solid State Physics, Graz University of Technology,
Petersgasse 16, A-8010 Graz, Austria — 3University of Bonn, Kekulé
Institute for Organic Chemistry and Biochemistry, Gerhard-Domagk-
Str. 1, D-53121 Bonn, Germany — 4University of Oldenburg, Energy
and Semiconductor Research Laboratory, Institute of Physics, Carl-
von-Ossietzky-Str. 9-11, D-26111 Oldenburg, Germany

Thin films from conjugated small molecule semiconductors are impor-
tant building blocks for organic electronics. Functionalization can con-
trol their electrical and optical properties, but also change thin film
morphology. Here the epitaxial growth of a methoxy functionalized
para-quaterphenylene (MOP4) on alkali halides as well as on mica is in-
vestigated by a combination of low energy electron diffraction (LEED),
polarized (confocal) light microscopy (PLM), atomic force microscopy
(AFM), and X-ray diffraction (XRD). On both substrates a thin film
phase is present, resulting however in different morphologies: On the
alkali halides mainly islands from upright molecules form, whereas on
mica clusters and nanofibers from lying molecules grow. LEED even
detects an initial wetting layer on mica with a different structure. Es-
pecially the fibers show a specific polarization pattern of the emitted
blue fluorescence. Clusters and fibers age via Ostwald ripening due to
water vapor, resulting in a strong change of morphology.

CPP 12.3 Mon 15:45 H 2032
Influencing the growth of para-sexiphenyl through chemical
tuning — eANTON Zvkov!, MINO SPARENBERG', PauL BEYER!,
Linus Prruan!, CurisToPHER WEBER!, YVEs GARMSHAUSENZ,
Francesco CARLAS, STEFAN HEcHT?, SYLKE BLUMSTENGEL', FRITZ
HenNNEBERGER', and STeraNn Kowarik! — !Inst. f.  Physik,
Humboldt-Universitét zu Berlin — 2Inst. f. Chemie, Humboldt-

Universitét zu Berlin — 3ESRF, Grenoble

We investigate the molecular growth of hybrid organic-inorganic semi-
conductor systems (HIOS) and show that chemical tuning can be used
to optimize the growth mode [1]. We employ fluorination of para-
sexiphenyl (6P) to drastically alter the growth mode from a rough
three-dimensional towards a smooth, crystalline layer-by-layer growth
as demanded for efficient opto-electronic devices with advanced prop-
erties. Our study combines in situ atomic force microscopy and in situ
real-time X-ray scattering performed at the ID03 beamline at ESRF
to monitor the evolution of the molecular thin film structure and mor-
phology on non-polar ZnO (1010) substrates. In contrast to the parent
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Location: H 2032

molecule 6P, we observe for the fluorinated 6P a suppression of the
growth of a second crystal phase and an increased molecular diffusiv-
ity together with a lower Ehrlich-Schwoebel barrier. As a consequence
the interlayer mass transport is increased, which leads to the observed
improvement in growth-mode.

[1] M. Sparenberg*, A. Zykov*, P. Beyer, L. Pithan, C. Weber, Y.
Garmshausen, F. Carla, S. Hecht, S. Blumstengel, F. Henneberger
and S. Kowarik. Phys. Chem. Chem. Phys., 2014, 16, 26084-26093.

CPP 12.4 Mon 16:00 H 2032
Negative thermal expansion based on collective rotational
motions of PTCDI-C8 in a crystalline organic thin film —
oSEBASTIAN BoMMELY?, LiNnus PirtHAN?, CHRISTOPHER WEBERZ,
GonzaLo SanToro!, STEpHAN V. RoTH!, EDGAR WECKERT!, and
STEFAN KowaRrik? — Deutsches Elektronen-Synchrotron DESY,
Hamburg, Germany — 2Institut fiir Physik, Humboldt-Universitit zu

Berlin, Germany

The understanding of the structure-function relationship in molecular
thin films for the fabrication of advanced functional nano-materials
is still challenging because molecules possess many conformational
and rotational degrees of freedom. Here we report on temperature-
dependent rotation of the organic semiconductor PTCDI-CS8. Highly
crystalline organic thin films have been investigated using Grazing
Incidence X-ray Diffraction (GIXD), which enables us to determine
the temperature-dependent unit cell and the arrangement of molecules
within the unit cell. From fitting the intensities of the Bragg reflections
at different temperatures we find that the tilt angle of the molecules
changes continuously with temperature and does not exhibit hysteresis.
A change in molecular tilt of 4° is observed for a 200 K temperature
difference. This collective mechanical response of a molecular rotation
is connected with a large negative thermal expansion coefficient of the
a-axis within the thin film unit cell of -135 ppm/K. Such negative
thermal expansion offers highly desirable properties for the design of
thermo-mechanical devices such as actuators.

CPP 12.5 Mon 16:15 H 2032
Shape anisotropy of organic thin films induced by ion-beam
irradiated rippled substrates — eMaRrkuUs KraTzer!, DoMINIK
WRrANAZ, KoNrRAD SzaiNa2, Franciszek Krok?, and CHRISTIAN
TeicHERT! — lInstitute of Physics, Montanuniversitaet Leoben, Franz
Josef StraRe 18, 8700 Leoben, AUSTRIA — 2Institute of Physics,
Jagiellonian University, Lojasiewicza 11, 30-348 Krakow, POLAND

Control over thin film growth morphologies of conjugated molecules is
a key issue in organic electronics. Here, we investigated the growth of
the organic semiconductor para-hexaphenyl (6P) on ion bombarded,
rippled TiO2(110) surfaces. Such substrates are highly anisotropic,
representing one-dimensionally patterned templates with alternating
ascending and descending step trains exhibiting typical step distances
smaller 1 nm. 6P islands have been observed featuring clear shape
anisotropy and discrete island widths according to the ripple wave-
length. These observations are addressed to anisotropic detachment
of molecules differently bound to the island rim at ascending and de-
scending steps. A change of the average ripple length from ~11 nm to
760 nm, resulted in a change of the average islands’ length-to-width
ratio from 71.5:1 and 74.5:1. In addition, strong diffusion anisotropy
along and perpendicular to the ripples was found to be responsible for
an increasing island density with decreasing ripple length.

15 min. break.

CPP 12.6 Mon 16:45 H 2032
Thin film growth analysis of quinacridone on SiO2 — eBoris
ScHERWITZL and ApoLF WINKLER — Institute of Solid State Physics,
Graz University of Technology, Petersgasse 16, A-8010 Graz, Austria

Quinacridone (C20H12N202) is part of the group of H-bonded organic
dyes with remarkable air stability and attractive semiconducting prop-
erties. The combination of inter- as well as intramolecular H-bonding
with pi-pi stacking leads to highly crystalline film formations with
unique charge transport behaviors. Understanding the initial growth,
namely from the sub-monolayer regime up to a few layers, is a key
factor in evaluating possible applications in future microelectronic de-
vices. In this contribution, we report our recent efforts and studies
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on the initial growth behavior of thin quinacridone films on a silicon
dioxide substrate under UHV conditions with respect to sample treat-
ment. After preparing and analyzing the substrate surface with Auger
Electron Spectroscopy, thin films were created via physical vapor de-
position from a Knudsen cell and subsequently analyzed with Thermal
Desorption Spectroscopy, Atomic Force Microscopy and Raman Spec-
troscopy. Both sputter cleaned samples and samples with a carbon
layer on top were investigated and yielded similar results. It could be
shown, that quinacridone films tend to form bulk-like structures bound
by strong hydrogen bonds, even at sub-monolayer coverages. Further-
more, a comparison between metal Knudsen cell and glass evaporation
source deposition was made.

CPP 12.7 Mon 17:00 H 2032
Interface dipole and growth mode of partially and fully flu-
orinated rubrene on Au(111) and Ag(111) — FaLk ANGER!,
HenbriKk Growarzki?, ANTONI FRrRaNco-CARNELLAS!, CHRISTOPH
BURKER!, @ ALEXANDER GERLACH', REINHARD Schorz®, YouicHI
SakamoTro?, Tosurvasu Suzukr?, NorBerr Kocn?, and FRANK
ScHREIBER! — !Institut fiir Angewandte Physik, Universitiat Tiibin-
gen, 72076 Tiibingen, Germany — 2Helmholtz-Zentrum fiir Materi-
alien und Energie GmbH, Berlin, Germany — 3Institut fiir Ange-
wandte Photophysik, TU Dresden, 01069 Dresden, Germany —

4Institute for Molecular Science, Myodaiji, Okazaki 444-8787, Japan

Thin films of fully and partially fluorinated rubrene deposited on
Au(111) and Ag(111) were investigated using ultraviolet and X-ray
photoelectron spectroscopy [1]. We demonstrate that fluorination of
the molecules is an efficient way for tuning the metal-organic interface
dipole and the hole injection barrier [2,3].

Moreover, the results indicate that the pronounced electrostatic
dipole moment of partially fluorinated rubrene (F14-Rub) has a strong
impact on the growth mode of these molecules. Most notably, we infer
that the first layer of F14-Rub on Au(111) and Ag(111) is formed
by molecules with alternating orientation of their dipole moments,
whereas the second layer shows a nearly uniform orientation.

[1] F. Anger et al., submitted
[2] F. Anger et al., Appl. Phys. Lett. 102 (2013) 13308
[3] M. Kytka et al., J. Chem. Phys. 130 (2009) 214507

CPP 12.8 Mon 17:15 H 2032
Small organic molecules for stongly coupled microcavities —
eFELIX LEMKE, VADIM Lyssenko, and KArRL Lro — Institut fiir
Angewandte Photophysik, TU Dresden, Deutschland

Strongly coupled organic microcavities are a promising system to in-
vestigate exciton-polaritons. Due to their non-crystalline structure,
the phonon-assisted relaxation to the k = 0 state is more probable
than in inorganic microcavity systems. Even if organic materials are
quite promising, small organic molecules showing strong coupling are
very rare. The advantages are easier production procedures and long
lifetimes.

An estimation of the usability for the investigated materials will
be presented. Using absorption spectra and the Kramers-Kronig-
Relation, the complex refractive index is calculated. By comparing
these results with the cavity mode, already a first statement can be
given. Further insight is gained with transfer matrix calculations.
These calculations can also be used to optimise the coupling strength
and therefore the splitting. The results are then compared to the mea-
sured data.

CPP 12.9 Mon 17:30 H 2032
Magnetic transition metal phthalocyanine thin films:
morphology, ordering, electronic structure and tun-
ing of electronic properties via alkali metal doping —
eOLcAa MoLropTsoval, SERcGEY BaBENKOV!, KARINA SCHULTEZ,
VorobpymyR MasLyuk®, INGRID MERTIG3, THOMAS BrEDOW?, and
Victor ArisTov!:5:6 — 1DESY Hamburg, Germany — 2MAX-lab
Lund, Sweden — 3Uni Halle, Germany — *Uni Bonn, Germany —
5Uni Hamburg, Germany — SISSP RAS, Russia

Magnetic transition metal phthalocyanines (MTM-Pc*s) are consid-
ered as materials for development of low dimensional molecular mag-
nets, quantum computers and hybrid systems for memory devices.
To make further progress in development such devices both the un-
derstanding and the tailoring of the physical, chemical and transport
properties of the organic semiconductor components are required. The
evolution of electronic structure of the MTM-Pc*s intrinsic and with
potassium doping has been studied by means of photoemission spec-
troscopy, near-edge X-ray absorption fine structure and DFT calcu-
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lations. The DFT calculations and detailed analysis of the core-level
spectra permit us to suggest possible lattice sites for the potassium
ions. The data disclosed filling of the lowest unoccupied molecular or-
bital upon doping and associated changes of the core level absorption
spectra. None of the films prepared in our studies showed a finite elec-
tronic density of states at the Fermi level. Acknowledgements: This
work was supported by the RFBR Grant No. 13 -02-00818 and the
BMBF-Project No. 06K12GU2, PSP-Element No. U4606BMB1211

CPP 12.10 Mon 17:45 H 2032
Cross-linking-induced disappearance of surface-enhanced Ra-
man scattering in aromatic self-assembled monolayers —
e ANDRE BEYER!, MARCEL MaIiNkal, Xiancuul Zuancg!, THOMAS
Huser2, and ARMIN GOLzHAUSER! — !Physics of Supramolecu-
lar Systems, University of Bielefeld, 33615 Bielefeld, Germany —
2Biomolecular Photonics, University of Bielefeld, 33615 Bielefeld, Ger-

many

Surface-enhanced Raman scattering (SERS) spectra from aromatic
self-assembled monolayers (SAMs) were recorded with the assistance
of gold nanoparticles in different geometries. SAMs on planar gold sur-
faces with gold nanoparticles on top as well as SAMs on gold nanopar-
ticles yielded comparable spectra with high signal-to-noise ratios. The
cross-linking of aromatic SAMs by electron exposure results in the for-
mation of carbon nanomembranes (CNMs). We demonstrate the for-
mation of CNM-shells due to electron exposure of SAM-covered gold
nanoparticles. Surprisingly, no Raman scattering in the range between
200 — 3100 cm ™! was detectable from any aromatic SAM after cross-
linking in the different SERS detection geometries. This finding was
supported by performing SERS measurements on CNM/SAM samples
which yielded no signal from the CNM but an intense signal from the
SAM. Implications, possible mechanisms, and potential applications of
this effect will be discussed.

15 min. break.

CPP 12.11 Mon 18:15 H 2032
High-speed confocal Raman imaging of carbon nanotubes —
eMicHAEL LUDEMANN, SUSANNE HARTMANN, ANNE-D. MULLER, and
FaLk MULLER — Anfatec Instruments AG, Melanchthonstr. 28, D-
08606 Oelsnitz (V)

Raman spectroscopy is a powerful tool in terms of chemical analysis
and determination of physical properties. The ability of scanning the
sample during a measurement provides an insight into these properties
in a spatially resolved way by converting spectral features into color
code images.

Due to a huge number of image points, Raman mapping is seriously
affected by long acquisition times. A new Raman spectrometer is de-
signed for excellent coupling to an atomic force microscope (AFM) with
the focus of maximized light throughput. Here, the optimum compro-
mise for a sufficiently high signal-to-noise ratio is achieved at 8 ms
exposure time per pixel resulting in an image acquisition time of less
than 3 minutes, even with a non-cooled CCD. Based on this develop-
ment, high-speed Raman mapping measurements on carbon nanotube
(CNT) bundles on a silver/glass substrate are presented.

Raman mapping of single CNTs enables to distinguish between dif-
ferent types of CNTs. The spatial distribution of the CNT bundles
and hot spot induced surface enhanced Raman spectroscopy (SERS)
will be presented, as well.

CPP 12.12 Mon 18:30 H 2032
Fast IR laser mapping ellipsometry for the study of func-
tional organic thin films — eANDREAs FUurcHNER!, GuocuaNa
Sun!, HELcE KETELSEN?, JORG RappicH3, and KArsTEN HINRICHS!
— !Leibniz-Institut fiir Analytische Wissenschaften — ISAS — e. V.,
Schwarzschildstrafe 8, 12489 Berlin, Germany — 2SENTECH
Instruments GmbH, Schwarzschildstrafe 2, 12489 Berlin, Germany —
3Helmholtz-Zentrum Berlin fiir Materialien und Energie GmbH, Insti-
tut fiir Silizium-Photovoltaik, Kekuléstrafse 5, 12489 Berlin, Germany

The infrared spectral range provides information about the structural
and chemical properties of functional organic thin films. The need
to characterize these properties with high lateral resolution in short
measurements times requires a new generation of infrared ellipsome-
ter. A novel laboratoy-based infrared laser mapping ellipsometer is
presented that allows for measurements with lateral resolutions of
0.12mm and time resolutions down to 80ms per spot. The ellip-
someter is applied for the optical characteriztion of inhomogeneous
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poly(3-hexylthiophene) and poly(N-isopropylacrylamide) organic thin
films used for opto-electronics and bioapplications.

CPP 12.13 Mon 18:45 H 2032
Characterization of advanced biomaterials for the med-
ical device industry using Synchrotron Radiation-based
FTIR microspectroscopy and X-Ray spectroscopic tech-
niques — o ANDREA HoOrRNEMANN!, BEATRIX PoLLakowski!, Bon-
NIE TyLER?, GERALD HoLzLECHNER®, ANNA BELu*, ARNE HornL!,
and BURKHARD Becknorr! — !Physikalisch-Technische Bunde-
sanstalt, Berlin, Germany — 2National Physics Laboratory, London,
United Kingdom — 2BAM Federal Institute of Materials Research and
-Testing, Berlin, Germany — 4Medtronic, Minneapolis, U.S.A.

Since its early development implantable medical devices had tremen-
dous impact on the quality of life. But still today many implants
cause inflammations due to incompatibility with human tissues or due
to device related infections. Hence, there is a need for exploring new
advanced biomaterials that comprise thin film coatings, surface grafted
biomolecules, nanoparticle coatings, drug-eluting films, and especially
bioresorbable components. Reliable metrological tools for the rapid
characterization of medical devices are essential to probe their physic-
ochemical properties. Both vacuum-based and ambient techniques,
represented here by X-ray and FTIR spectroscopic techniques, allow
for a characterization of surface layers, contaminants on the surface
of medical devices in the manufacturing environment, and enable the
detection of defects and chemical constituents in the near-surface re-
gion. The measurement sequences exhibit the potential of the use of
orthogonal methods as FTIR and X-ray spectrometry to significantly
contribute to the traceable and reliable characterization of medical
devices.

CPP 12.14 Mon 19:00 H 2032
Molecular Orientations in Photochromic Layers on
Silicon(111) Investigated by X-ray Absorption Spectroscopy
— oDANIEL PRzZYREMBEL!, MICHAEL Axman PETERSENZ3, AN-
pREAS HEBERT?, KAarRoLA RUck-Braun?, CorneLius Ganr!, and
MARTIN WEINELT! — !Department of Physics, Freie Universitit
Berlin, Arnimallee 14, 14195 Berlin, Germany — 2Department of Or-
ganic Chemistry, Technische Universitdt Berlin, Strafie des 17. Juni
135, 10623 Berlin, Germany — 3Department of Chemistry, Danmarks

Tekniske Universitet, Anker Engelunds Vej 1, 2800 Kongens Lyngby,
Denmark

Fulgimides are a class of photochromic molecular switches that undergo
ring closing and opening upon illumination with UV and visible light,
respectively.[1] When coupled to self-assembled monolayers (SAMs)
of suitable anchoring molecules they retain the ability to reversibly
isomerize and show photostationary states dominated by either a ring-
opened E/Z mixture or the ring-closed form.[2] We have investigated
individual preparation steps towards as well as the resulting densely
packed SAMs of a fulgimide on Si(111) single crystal surfaces by X-ray
absorption spectroscopy. From the polarization-dependent contrast of
the near edge X-ray absorption fine structure (NEXAFS) we deduced
mean molecular orientations with respect to the sample surface and
we evaluated the changes induced by UV illumination.

[1] Y. Yokoyama Chem. Rev. 2000, 100, 1717-1739.

[2] K. Riick-Braun, M. A. Petersen, F. Michalik et al. Langmuir 2013,
29, 11758-11769.

CPP 12.15 Mon 19:15 H 2032
Nucleation of Vaterite-Phase Calcium Carbonate by Poly
Glutamic Acid Peptides on Gold — eHao Lu, MATTHEW A.
Hoobp, RArFaAEL MuNoz-Espi, MiscHA BonnN, and ToBias WEIDNER
— Max Planck Institute for Polymer Research, Ackermannweg 10,
55128 Mainz, Germany

Nature uses proteins and peptides containing acidic residues to con-
trol the crystal structure of polymorph materials such as calcium car-
bonate. Among the three most typical anhydrous polymorphs - cal-
cite, aragonite and vaterite - the latter is the most thermodynamically
unstable phase, and occurs rarely as biomineral. However, the va-
terite structure can be stabilized in vitro by the presence of soluble
biomolecules. Previous studies have focused on nucleation in the so-
lution phase. Here we demonstrate interfacial nucleation: vaterite can
be stabilized by specifically designed peptides bound to inorganic sub-
strates. As a model system, we used a thiol-terminated poly glutamic
acid sequences attached to a gold surface. The data show that the
adsorbed peptides act as effective templates for the crystallization of
a vaterite film. Using several complementary surface analytical tech-
niques we follow structural changes of the peptide structure induced
by the crystallization, which provides molecular-level insights into the
biomineralization process of calcium carbonate.

CPP 13: Focus: Field Controllable Functional Polymers Il

Time: Monday 15:00-18:30

CPP 13.1 Mon 15:00 C 264
Multiscale Finite Element Modeling of Magnetoactive Mate-
rials — ePuiLiPP METscH, CHRISTIAN SPIELER, and MARKUs KAsT-
NER — Institute of Solid Mechanics, Technische Universitat Dresden,
01062 Dresden, Germany

Magnetorheological elastomers feature mechanical moduli that become
strongly enhanced by an applied external magnetic field as well as
the ability to generate magnetically induced deformations and me-
chanical actuation stresses. Typically, these materials represent a
two-component system, in which micron-sized magnetizable particles
are embedded in a cross-linked polymer network. Since the effective
material behavior of magnetorheological elastomers is essentially de-
termined by the constitutive properties of the individual components
and their geometrical arrangement in the composite, this contribution
will apply a homogenization approach for coupled magneto-mechanical
problems. Starting from the properties of the magnetizable particles
and the polymeric matrix, a weakly coupled model based on a contin-
uum formulation of the problem is presented.

The governing equations are solved using the extended finite ele-
ment method that allows the use of non-conforming, structured meshes
which do not have to be adapted to the particle-matrix interfaces. This
is advantageous if complex systems representing stochastic and struc-
tured particle distributions are considered. The obtained results are
compared to those from other modeling approaches and experimental
investigations.

CPP 13.2 Mon 15:15 C 264

Theoretical study of Janus-like magnetic particles at low tem-
perature — eEKATERINA Novak!, ELENA Pvanzinal, and Soria
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Location: C 264

KanTorovicHb2 — 1Ural Federal University, Lenin av. 51, 620000,
Ekaterinburg, Russia — 2University of Vienna, Sensengasse 8, 1090,
Wien, Austria

Application of complex innovation methods in the field of magnetic
materials led to a synthesis of magnetic Janus particles [Zhao and
Gao, Adv. Mat., 2009; Smoukov et al., Soft Matter., 2009]. The two
faces of magnetic Janus particles are the magnetic and nonmagnetic
hemispheres. Applying an external electric or magnetic field one can
assemble such magnetic Janus particles in staggered chains, chain-like
or mesh-like superstructures and double and staggered chains. Driv-
ing the rotations of such colloids opens new perspectives in biomedical
and technological applications. Here we present a theoretical study of
Janus-like magnetic particles at low temperature. We would aim at
investigating only one possible dipolar orientation and use the shift
of the dipole, which in Janus particles correspond to the size of the
magnetic side, as a control parameter to investigate both ground state
structures and thermodynamically equilibrium self-assembly. To de-
scribe the basic features of the Janus-type magnetic colloids, we put
forward a simple model of a spherical particle with a dipole moment
shifted outwards the centre and oriented perpendicular to the particle
radius. Using direct calculations and molecular dynamics computer
simulations, we investigate the ground states of small clusters and the
behaviour of bigger systems at low temperature.

CPP 13.3 Mon 15:30 C 264

Magnetic gels - The influence of the sample shape on the de-
formation behaviour — eRupoLr WEEBER and CHRISTIAN HoLMm
— Institut fuer Computerphysik, Allmandring 3, 70569 Stuttgart

Magnetic gels are hybrid materials, consisting of magnetic particles
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immearsed in a hydrogel or elastomer. They are of interest due to
the intricate interplay between elastic and magnetic forces observed
in them. For example, magnetic gels can change their elasticity and
shape, when an external magnetic field is applied. This property makes
them interesting for applications in medicine and engineering.

It has been shown that two mechanisms exist by which a magnetic
gel can deform in a homogeneous magnetic field. The first one is
present only in magnetic gels in which the magnetic particles act as
the cross-linker. It relies on a coupling of the orientation of the mag-
netic nanoparticles to the polymer matrix. The second mechanism,
which will be the focus of this contribution, is based on the change
of the average dipole-dipole interaction between the nanoparticles as
they align to an external field.

Here, we discuss a recently developed coarse-grained simulation
model for magnetic gels to study this deformation mechanism. It al-
lows us to examine both, the influence of the local configuration of
magnetic nanoparticles and the shape of the entire gel sample on the
material’s deformation in an external magnetic field.

CPP 13.4 Mon 15:45 C 264
Magneto-Sensitive Elastomers — eSanuBl ALour and MANFRED
KLUPPEL — German Institute of Rubber Technology, Hannover, FRG

Magneto-sensitive elastomers (MSE) consist of a non-magnetic poly-
mer matrix in which magnetic filler particles are embedded. These
adjustable materials are able to ensure adaptability to changing en-
vironmental conditions by varying in-operando their dynamical prop-
erties. MSE have proven themselves in several practical applications
like adaptive vibration control systems, a recently patented sensor for
temperature measurements and industrial adhesives.

We study the non-linear dynamical-mechanical behavior and the
magnetorheological response of MSE. Considerable influences on the
properties of the MSE exert the magnetic fillers. Basic parameters
like filler volume fraction in the prepared MSE, chemical composition
and size distribution of magnetic particles play a major role. We focus
on an optimization of mechanical and magnetic properties of MSE by
preparing an anisotropic MSE, whose stiffness and hysteresis behaviors
show magnetic orientation dependence. Combining highly reinforcing
magnetic nanoparticles with micro-sized particles is advantageous to
obtain a MSE with high switch ability in a magnetic field and reason-
able mechanical properties.

References Aloui S., Kliippel M. *Magneto-Rheological Response of
Elastomer Composites with Hybrid-Magnetic Fillers*, Smart Materials
and Structures (submitted) Karl C., McIntyre J., Alshuth T., Kliippel
M., Kautsch. Gummi Kunstst. 66/1-2 (2013), 46-53

Invited Talk CPP 13.5 Mon 16:00 C 264
Magnetic particles in polymer harness: Modeling meso-
scopic magnetomechanics of polymer composites — eYURIY
RaikuERD2 and OLeEc SToLBov!:? — lInstitute of Continuous Me-
dia Mechanics, Ural Branch of RAS, Perm, 614013, Russia — 2Perm
National Research Polytechnic University, Perm, 614990, Russia

Weakly-linked rubber-like materials filled with micron-size multi-
domain grains are nowadays considered as the most technologically
desirable media. They are sufficiently soft elastically and sufficiently
loaded magnetically as to display strong magnetomechanical effects
like field-induced strains, tuning of the elastic modulus, etc. In now
discussed and tested applications of these soft magnetic elastomers
(SMEs), a usual working element is a 3D sample. Here we consider
SME films, which are more flexible mechanically and, thus, more sensi-
tive to the field than the 3D ones. The macroscopic behavior of a SME
film comes out as a net result of the particle-matrix interaction. In such
samples, the particle displacements crucially depend on the direction
of the applied field. Moreover, in the numerical modeling, we use,
instead of the customary dipole-dipole potential, another one, which
much better accounts for the magnetic softness of the multi-domain
particles. The field-induced response of SME films at the mesoscopic
scale is discussed and projected to the macroscopic observations. Sup-
port by RFBR grants 13-01-96056 and 14-02-96003 and project MIG
S26/617 from the Ministry of Education and Science of Perm Region
are acknowledged.

CPP 13.6 Mon 16:30 C 264
Influence of the dipole moment orientation inside particles on
the macroscopic behaviour of magnetic ellipsoids systems —
AnNA Gubpkova and eELENA Pyanzina — Ural Federal University,
Lenin av. 51, Ekaterinburg, 620000, Russia

Magnetic anisotropic particles in the last years became an indepen-

28

dent fast-emerging branch of dipolar soft matter research. In this
contribution we focus our attention on the magnetic ellipsoids, which
have the orientation-dependent steric interparticle interaction. The
magnetic part of the interaction will be characterized by simple mag-
netic dipole-dipole interaction, with the dipole moment being always
fixed in the particle’s centre of mass, but with different orientation
(along/perpendicular to the main axis). The theoretical study and
results of computer simulations for microstructure and magnetic, rhe-
ological and structural properties for the systems with different dipole
orientation and particle anisotropy are presented. It was shown that
all aforementioned characteristics strongly depend on the particle
anisotropy and the dipole orientation as well as external magnetic
field. As a result one can drastically change macroscopic responses
of the systems. This may prove to be very important in various medi-
cal and industrial applications, where a bottom up design of materials
plays a crucial part.

CPP 13.7 Mon 16:45 C 264
Interplay between thermo-mechanical and functional proper-
ties of inductively heated nanomagnetite filled shape-memory

polymers — eKAzZAKEVICIUTE-MAKOVSKA Rasa and STEeB HoL-
GER — Ruhr-Universitdt Bochum Universitatsstr. 150 D-44780
Bochum

One of the main problems in development of thermo-responsive shape-
memory polymer (SMP)-based devices for engineering and medical ap-
plications is the design of a safe and effective method of thermal actua-
tion. The conventional method of actuation involves the direct heating.
A novel alternative to this method is the inductive heating. This may
be achieved by the addition of ferromagnetic particles to a polymer
matrix and exposing SMPs to an alternating magnetic field to cause
the volumetric and remote heating. Based on the data available in
open literature, we discuss the bulk thermo-mechanical and functional
properties and performance of nanomagnetite reinforced SMPs. The
analysis includes a wide range of filler parameters, induction parame-
ters, and filler distribution configurations with the aim to understand
the effects of particle size and shape on the thermal, pseudo-elastic, and
rheological properties of this class of SMP nanocomposites. A parallel
analysis of the functional behavior of nanomagnetite reinforced shape
memory polymers is concerned with the shape fixity and shape recov-
ery properties as well as the maximum recovery stress.

15 min. beak
CPP 13.8 Mon 17:15 C 264

Branched structures in dipolar hard sphere fluids: junctions

revisited. — eSoria KanTorovicuh?, ALEXEY IvaNov?, LORENZO
RovicarTi!', Jose MARIA Tavares?, and FRANCESCO SCIORTINO? —
1University of Vienna, Vienna, Austria — 2Ural Federal University,

Ekaterinburg, Russia — 3University of Lisbon, Lisbon, Portugal —
4University of Rome ”La Sapienza”, Rome, Italy

To clarify the scenario of temperature-induced structural transitions in
magnetic nanocolloids of moderate concentrations we developed a the-
oretical approach and performed an extensive Monte Carlo simulations
study. Our theoretical approach is based on the density-functional the-
ory, where single nanoparticles can self-assemble in primary ”defect-
free” chains and rings as well as in ”defect structures” in which primary
structures are merged with the help of specific ”defect particles”. We
are able to limit the amount of possible branching points (defects) to
three main types, using a thorough numerical and visual analysis of
simulation results (Rovigatti et al., J. Chem. Phys., 2013). The de-
fects of types X and Y are serving as cross-linkers between primary
structures, whereas defect of type Z could only appear within chains
and rings. One of the key findings here is that at high dipolar strength
(very low temperature) all Y defects are to be replaced by more en-
ergetically advantageous and infinitesimally magnetoresponsive defect
structures made of two rings cross-linked by X defect (in contrast to
the predictions of Tlusty and Safran, Science, 2000).

CPP 13.9 Mon 17:30 C 264
Equilibrium behavior of ferromagnetic supramolecular
brushes — ePEDpRO A. SAncuEz!, Joan J. CErDA2, TowMAs
SinTEs?, and Soria S. Kanrtorovica™3 — lUniversity of Vienna,
Sensengasse 8, 1090, Wien, Austria — 2Instituto de Fisica Interdisci-
plinar y Sistemas Complejos (UIB-CSIC), E-07122 Palma de Mallorca,
Spain — 3Ural Federal University, Lenin av. 51, Ekaterinburg, 620000,
Russia
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We present our recent progress on the characterization of the equi-
librium structural behavior of ferromagnetic supramolecular brushes.
These systems consist of a polymer brush-like structure formed by
grafted supramolecular ferromagnetic filaments instead of molecular
polymers. In general, magnetic filaments are obtained by crosslinking
magnetic colloids by means of macromolecules to form a permanent
magnetoresponsive chain structure. The grafting of magnetic filaments
on surfaces is a promising strategy to create field controllable coatings
with many potential applications.

Our study is focused on the determination of the dependence of the
brush structure on the interplay between the steric repulsions and the
magnetic interactions of the colloids, and is based on extensive molec-
ular simulations and analytical theories.

CPP 13.10 Mon 17:45 C 264
The study of the diffusion coefficient in the magnetic flu-
ids: theory and computer simulation — eALLA MuraToval and
Soria Kantorovicab? — 1Ural Federal University, Lenin av. 51,
620000, Ekaterinburg, Russia — 2University of Vienna, Sensengasse 8,
1090, Vienna, Austria

We present the results on the mobility and diffusion coefficients in the
systems of magnetic dipolar particles. Of course, there were several
attempts to study diffusion [Yu. A. Buyevich et al., Physica. A 190,
276 (1992); P. Ilg, Phys. Rev. E 71, 051407 (2005); J. Jordanovic
et al., Phys. Rev. Lett. 106, 038301 (2011)], but the detailed the-
oretical description is still missing. We consider the ferrofluids with
chain aggregates of dipolar spheres. In our study, we combine the-
oretical approach and computer simulation. In theoretical study, we
use Density Functional Approach to obtain the chain concentrations.
Then we can calculate the mobility and diffusion coefficients. We know
that the self-diffusion coefficient decreases with growing particle vol-
ume fraction and dipole-dipole magnetic interaction parameter in the
three-dimensional samples of magnetic fluids. In this case, we have
good agreement between the theory and computer simulation. So we
can expand our theory to the cases of bidisperse ferrofluids and mag-
netic fluids with geometrical constraints. Thus, we study how the
mobility and diffusion coefficients depend on the system polydisper-
sity, granulometric composition, geometrical constraints and dipolar
stregths.

CPP 13.11 Mon 18:00 C 264
Dynamic mechanical response of dielectric elastomer actua-
tors for the control of optical elements — eGUNNAR GIDION,
MatrTHiAS KoLLoscHE, WERNER WIRGES, and REIMUND GERHARD
— Applied Condensed-Matter Physics, Institute of Physics and As-
tronomy, University of Potsdam, Karl-Liebknecht-Strafte 24-25, 14476

Potsdam-Golm, Germany

Dielectric Elastomer Actuators (DEA) consisting of an elastomer mem-
brane with compliant electrodes are investigated with respect to their
voltage-induced dynamic mechanical response. The in-plane deforma-
tion of prestretched acrylic and silicone membranes in a rectangular
frame is captured with a high-speed camera and analysed with respect
to the frequency response of the device. The geometry is examined for
different pre-stretches at frequencies of up to 300 Hz. The AC driv-
ing voltage is applied in combination with various DC-bias voltages.
The results are compared to the shear moduli obtained by means of
dynamic mechanical analysis (DMA) of the respective materials. In
addition, it has been observed that the sinusoidal electrical excita-
tion is not translated into a purely sinusoidal motion of the actuator
membrane. This observation is discussed in terms of viscoelastic creep
and harmonic distortion. The results can be used to understand and
modify the dynamic electromechanical response of soft actuators for
optical applications such as e.g. the control of the grating period in
soft diffractive optical elements.

CPP 13.12 Mon 18:15 C 264
Tuning elastomer membranes: Materials design and electri-
cal stability of acrylic and silicone elastomers — eMATTHIAS
KorrLoscHiE!, MarTIN BLUMKE2, GuNNAR Gipeon!, MiRriaMm
BiepeErMAN?, HartmMuT KRrUGER?, and REIMUND GERHARD! —
Mnstitute of Physics and Astronomy, Universitiy of Potsdam, Pots-
dam, Germany — 2Fraunhofer Institute for Applied Polymer Research

Fraunhofer IAP, Potsdam, Germany

Soft dielectrics are sensitive to multiple stimuli, such as changes in
e.g.temperature or pH value, and to control parameters such as me-
chanical stretch or electrostatic pressure. The latter two mecha-
nisms are employed in Dielectric Elastomer Actuators (DEAs) - ca-
pacitors that consist of an elastomer sandwiched between two compli-
ant electrodes. Many researchers have focused on the optimization of
dielectric-elastomer and conductive-electrode materials with particu-
lar emphasis on higher permittivities, lower elastic compliances, and
higher electric-breakdown strength as well as on high electrode conduc-
tivities and stretchability. Nevertheless, the stability and the durability
have not yet been studied in detail. Here soft dielectric materials such
as the industrial acrylic (3M, VHB 4905) and silicone (Wacker, Elas-
tosil) elastomers are compared to specifically modified silicones with
enhanced permittivity and reduced stiffness. The resulting transduc-
ers are characterized without and with pre-stretch over relatively long
periods of time and under high electric fields. Results will be discussed
in terms of durability and failure mechanisms of the materials under
investigation for possible use in advanced elasto-optical devices.

CPP 14: Crystallization, Nucleation and Self Assembly Il (joint session CPP, DY)

Time: Monday 15:45-18:30

CPP 14.1 Mon 15:45 PC 203
Estimation of crystal nucleation barriers from Monte Carlo
simulations — eAnToN1A STaTT! 2, PETER VIRNAUZ, and KURT
BinpErR? — lInstitut fiir Physik, Johannes Gutenberg-Universitit
Mainz,Staudinger Weg 9, 55128 Mainz, Germany — 2Graduate School
of Excellence Materials Science in Mainz, Staudinger Weg 9, 55128
Mainz, Germany

A fluid in equilibrium in a finite volume V with particle number N at
a density exceeding the onset density of freezing may exhibit phase
coexistence between a crystalline nucleus and surrounding fluid. Us-
ing a method suitable for the estimation of the chemical potential of
dense fluids we obtain the excess free energy due to the surface of
the crystalline nucleus. There is neither a need to precisely locate the
interface nor to compute the (anisotropic) interfacial tension [1]. As
a test case, a soft version of the Asakura-Oosawa model [2]| for col-
loid polymer-mixtures is treated. While our analysis is appropriate
for crystal nuclei of arbitrary shape, we find the nucleation barrier to
be compatible with a spherical shape, and consistent with classical
nucleation theory.

[1] A. Statt, P. Virnau and K. Binder, PRL 2014 (in press)

[2] M. Dijkstra, R. van Roij and R. Evans, Phys. Rev. E 59, 5744-
5771, 1999

CPP 14.2 Mon 16:00 PC 203

29

Location: PC 203

Nano-Dewetting in Colloidal Crystal Drying — eMuLDA MUL-
DARISNUR and FrRANK MarrLow — MPI fiir Kohlenforschung, 45470
Miilheim an der Ruhr, Germany

The drying of colloidal crystals is connected with a continuous shrink-
age process [1]. However, several minutes after starting the drying, the
system seems to take a breath before it shrinks monotonously until its
final state after about one day. This short period we call ”v’-event
because of the shape of the curve characterizing the lattice constant:
a decrease followed by a counter-intuitive increase which ends after
one hour. This event is found in time-dependent optical spectra. It
is assigned to the start of a nano-dewetting process occurring at the
colloidal particles.

[1] M. Muldarisnur and F. Marlow, Observation of Nano-Dewetting
in Colloidal Crystal Drying, Angew. Chem. Int. Ed. 2014, 53 (33),
pages 8761-8764

CPP 14.3 Mon 16:15 PC 203
Solidification fronts in supercooled liquids: how rapid fronts
can lead to disordered glassy solids — eANDREwW ARCHER!,
MorcaN WaLTERs!, Uwe THIELE?, and Epcar KnoBLocH? —
IDepartment of Mathematical Sciences, Loughborough University,
Loughborough, LE11 3TU, UK — 2Westfilische Wilhelms-Universitét
Miinster, Institut fiir Theorestische Physik, Wilhelm-Klemm-Str. 9,
48149 Miinster, Deutschland — 3Department of Physics, University of
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California at Berkeley, Berkeley, CA 94720, USA

We determine the speed of a crystallization/solidification front as it
advances into the uniform liquid phase after it has been quenched into
the crystalline region of the phase diagram, for systems of soft par-
ticles. We calculate the front speed by assuming the system can be
treated using dynamical density functional theory (DDFT). There are
two mechanisms by which the front can advance, depending on whether
the liquid state is linearly stable or not. When linearly unstable, the
front speed can be calculated by applying a marginal stability crite-
rion. As the solidification front advances, the density profile behind
the advancing front develops density modulations, whose wavelength
A is a dynamically chosen quantity. For shallow quenches, A is close
to that of the crystalline phase and so well-ordered crystalline states
are formed. However, when the system is deeply quenched, A\ can
be quite different from that of the crystal, so the solidification front
naturally generates disorder in the system. Significant rearrangement
and aging must subsequently occur for the system to form the regular
well-ordered crystal that corresponds to the free energy minimum.

Invited Talk CPP 14.4 Mon 16:30 PC 203
Spontaneous symmetry breaking in 2D: Kibble-Zurek mech-
anism in colloidal monolayers at finite cooling rates — SVEN
DEUTSCHLANDER, GEORG MARET, and ePETER KEIM — Universitat
Konstanz

The Kibble-Zurek mechanism describes the evolution of defects and do-
mains when a system is forced through a phase transition with sponta-
neously broken symmetry. It describes Higgs field in the early universe
shortly after the Big Bang or condensed matter systems like quenched
quantum fluids. For a system with second order phase transition, the
domain structure naturally arises when it is cooled at a finite rate.
Since diverging correlation length are accompanied with critical slow-
ing down, the system has to fall out of equilibrium for any non-zero
rate; At this so called fall out time the correlation length is frozen out
before the transition can take place globally. Within this picture, we
investigate the non-equilibrium dynamics in a soft-matter analogue,
a two-dimensional ensemble of colloidal particles which in equilibrium
obeys the Kosterlitz-Thouless-Halperin-Nelson-Young melting scenario
with continuous phase transitions. The ensemble is exposed to finite
cooling rates of the pair-interaction parameter (being an inverse sys-
tem temperature) at very different rates from deep in the isotropic
fluid into the polycrystalline phase. We analyse defect configurations
as well as the evolution of orientationally ordered domains quantita-
tively via video microscopy and show that their frozen-out length scale
follows an algebraic decay as function of the quench rate as predicted
by the Kibble-Zurek mechanism.

15 min. break.

CPP 14.5 Mon 17:15 PC 203
Molecular Dynamics Study of Colloidal Quasicrystals —
eHEIKO G. ScHOBERTH, HEIKE EMMERICH, and THOMAS GRUHN —
Lehrstuhl fiir Material- und Prozesssimulation, Universitit Bayreuth,
D-95440 Bayreuth

Quasicrystals are of continuous interest due to their fascinating funda-
mental properties and their potential applications like advanced pho-
tonic materials. In the last years colloidal quasicrystals have been
found in solutions with spherical polymer core-shell micelles [1]. Fun-
damental aspects have been investigated in theoretical studies in which
the core-shell micelles are represented with a step-potential, in which
the core-core interaction is modeled by infinite repulsion while the
shell-shell interaction is modeled by a plateau at constant height €
and width X [2]. The real interaction of the micelles is a continuous
function which is more smeared out at the core and shell boundaries.
Therefore, we perform coarse-grained molecular dynamics simulations
to investigate the influence of the potential shape on the self-assembling
structure. Varying the parameters we study systematically the phase
diagram finding domains with 6-,10-,12-,24-fold symmetries. With in-
creasing smoothness of the potential the phase diagram changes qual-
itatively and the geometry of the phase boundaries gets more regular.
[1] Fischer S. et al., PNAS, 108, 1810-1814 (2011)

[2] Dotera T. et al., Nature, 506, 208-2011 (2014)

CPP 14.6 Mon 17:30 PC 203
Real-time study of multi-step nucleation in protein crys-
tallization — e ANDREA SAUTER!, FELIX Roosen-Runce?, FAJUN

Zuang!, Guprun Lorze3, RoBerr M. J. Jacoss?, and Frank
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ScHREIBER! — !Institut fiir Angewandte Physik, Universitéit Tiibin-
gen, 72076 Tiibingen — Z2Institut Laue-Langevin, Grenoble, France
— 3European Synchrotron Radiation Facility, Grenoble, France —
4Department of Chemistry, University of Oxford, UK

We present a real-time study of protein crystallization of bovine (-
lactoglobulin in the presence of the divalent salt CdCly using SAXS
and optical microscopy. Monitoring the crystallization kinetics, we
demonstrate a multi-step crystallization mechanism particularly fo-
cusing on the role of the metastable intermediate phase (MIP). In the
first step, an intermediate phase is formed, followed by the nucleation
of crystals within the intermediate phase. In the next step, this in-
termediate phase is consumed by nucleation and slow growth and the
crystals are exposed to the dilute phase. At this stage, the number
of crystals stays nearly constant, whereas the crystals grow rapidly
due to access to the free protein molecules in the dilute phase. The
results suggest that increasing the salt concentration near the transi-
tion zone pseudo-c** reduces the energy barrier for both the MIP and
crystal nucleation. The observed kinetics can be well described using
a rate-equation model based on a clear physical multi-step picture.
This real-time study not only provides direct evidence for a multi-step
process for protein crystallization, but also elucidates the role and the
structural signature of the MIP in the non-classical process of protein
crystallization.

CPP 14.7 Mon 17:45 PC 203
All-atom MD simulation of fullerene dyads in water: Ex-
ploring hydrophobic hydration — eOLca Guskoval, SRINIVASA
Rao Varanasi® 2, and Jens-Uwe SomMmER!"® — 1Leibniz-Institut fiir
Polymerforschung Dresden e. V., Theorie der Polymere, Hohe Str. 6,
01069 Dresden, Deutschland — 2University of Queensland, School of
Chemical Engineering, St Lucia QLD 4072, Australia — 3Technische
Universitdt Dresden, Institut fiir Theoretische Physik, Zellescher Weg
17, 01069 Dresden, Deutschland

The nanometer-sized C60 fullerene, being a boundary case between
small and large hydrophobes, represents an interesting object for the
investigation of hydrophobic hydration. Extensive MD simulations
are performed to study the solvation of pristine fullerene and fullerene
dyads as well as their self-assembly in water [1]. The solute-solvent
interactions, which reflect in the structure of solvation shells, trans-
lational and orientational dynamics of water molecules near the hy-
drophobic C60 cage and hydrophilic side chain, the H-bond networks
and their defects, as dangling -OH bonds, are described. The agglom-
eration behavior of fullerenes is evaluated by determining sizes of the
clusters, solvent accessible surface areas, and shape parameters. [1] O.
Guskova, S.R. Varanasi, and J.-U. Sommer, J. Chem. Phys. 141 (14),
144303 (2014).

CPP 14.8 Mon 18:00 PC 203
Phase field simulations of particle capture during directional

solidification of photovoltaic silicon — HrikE EMMERICH!,

eHeNNING HORSTERMANN', JuLia KuNDIN', JocHEN FRIEDRICHZ,
MARAL Azizi?, CHRISTIAN REIMANN?, ARNE CROLL®, THOMAS
Jauss3, and TiNA SoRGENFREI® — !University Bayreuth, Chair of
Material and Process Simulations, Bayreuth, Germany — 2Fraunhofer
IISB, Erlangen, Germany — 3University Freiburg, Institute for Geo-

sciences, Freiburg, Germany

We study the interaction between the solidification front and SiC par-
ticles present in the melt during the growth process of silicon for solar
cells. Particles of a given size are pushed in front of the interface
for growth velocities below a critical value and are incorporated into
the crystal for growth velocities above this value. The existing theo-
retical models for particle capture find a relationship between critical
particle size and critical growth velocity by assuming an equilibrium
between a combination of gravity, drag, lift and other forces acting on
the particle in the vicinity of the interface. For silicon these models
predict significantly higher critical particle sizes than observed in ex-
periments. We use a phase field model to test if these deviations can
be explained by deviations from the spherical particle shape usually
assumed in the theoretical models or effects like the deformation of
the interface caused by the presence of the particle. In addition to
testing and adapting existing theories, we narrow down the possible
underlying mechanisms by identifying relevant length scales and other
properties that are required to explain the experimental results.

CPP 14.9 Mon 18:15 PC 203

Crystallization kinetics in printed active layers for organic
solar cells — eSTEPHAN PROLLER', FENG Liv2, CHENHUI ZHUS,
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PETER MULLER-BuUscuBauM?, THoMas P. RUSSELL?, ALEXAN-

peEr HexeEMER®, and Eva M. Herzig! — lTechnische Universitét
Miinchen, Munich School of Engineering, 85748 Garching, Germany
— 2University of Massachusetts Amherst, Department of Polymer Sci-
ence and Engineering, MA 01003 Ambherst, Massachusetts, USA —
3Lawrence Berkeley National Laboratory, Advanced Light Source, CA
94720 Berkeley, California, USA — 4Technische Universitit Miinchen,
LS Funktionelle Materialien, 85748 Garching, Germany

Organic solar cells are a promising alternative to silicon based inor-
ganic ones. Among other advantages like high absorption, a key ad-
vantage is the processability out of solution. This allows for printing of
large area photovoltaic devices at low costs at low energy input. The

morphology and crystalline properties of the active layer is of utmost
importance for the functionality like exciton separation or charge car-
rier transport and thus for the performance of the produced devices.
So far, not much is known on the crystallization kinetics of printed
organic photoactive layers. Using an industrial slot-die printing pro-
cess we studied the morphology evolution of a photoactive blend by
in-situ X-ray scattering methods. With these experiments we are able
to picture the process of crystallization of the polymer blend. We iden-
tified different stages during crystallization and propose a model for
the crystal growth. This understanding is important to gain control
over the morphology development of the system to improve organic
solar cell performance.

CPP 15: P1: Interfaces and Thin Films

Time: Monday 16:00-19:00

CPP 15.1 Mon 16:00 Poster A
Study of contraction/spreading of microdroplets — Tk
SuiNg CuaN'2) Josnua D. McGraw!, StMoN MAURER!, THOMAS
SALEz3, MIcHAEL BENzAQUEN®, ELIE RaPHABL?, KARIN JacoBss!,
and MARTIN BRINKMANN'2 — !Saarland University, Saarbriicken,
Germany — 2Max-Planck institute, Géttingen, Geermany — 3SESPCI,
Paris, France

A non-equilibrium liquid drop sitting on a smooth substrate will con-
tract or spread depending on the microscopic contact angle and the
initial shape of the drop. Previous studies assume a huge separation
of length scales between the drop size R and the slip length b, as a
result the drop remains as a spherical cap and interface deformations
due to viscous effects are localized in a small region near the contact
line . A well-known example is a drop spreading over a completely
wetting surface, which follows Tanner*s law. In this project, we both
experimentally and theoretically investigate contraction/ spreading of
micro-droplets in the regimes where these two length scales are not far
separated. Instead of a quasi-static shape during the evolution, the
profiles display more structures in these regimes.

CPP 15.2 Mon 16:00 Poster A
Investigations on ZnO scattering layers for OLED applica-
tions — eLoORENZ BiEssMANN, CHRISTOPH J. SCHAFFER, JOHANNES
ScHLIPF, VOLKER KORsSTGENS, and PETER MULLER-BUSCHBAUM
— TU Miinchen, Physik-Department, LS Funktionelle Materialien,
James-Franck-Str. 1, 85738 Garching

By now the internal quantum efficiency of organic light-emitting diodes
(OLEDs) reached values close to 1 but the overall efficiency still suf-
fers on the extraction of the photons from the device. For further
improvements of the performance one can apply a scattering layer to
the device. Besides the direct structuring of the substrate surface, the
attachment of a transparent layer on the substrate is a very promising
approach. With an optical band gap of 3.3¢eV, ZnO is a suitable ma-
terial for this method. In this work ZnO is used as an additional layer
on a glass substrate to achieve scattering abilities. For this purpose a
structure giving diblock copolymer template was combined with sol-gel
chemistry for tailoring the ZnO scattering layer. This yields thin films
with nano- and micro-structures. The film morphology as probed by
scattering techniques and SEM is related to the spectral response to
gain a structure-function relationship.

CPP 15.3 Mon 16:00 Poster A
Monte Carlo Simulation of Thin Film Polymer Melts —
eANDRE GarLuscuko!, MicHaEL Lang!, TorsTEN KREErR!, and
Jens-Uwk SommiR'2 — !Leibniz Institute of Polymer Research
Dresden, Hohe Strafie 6, 01069 Dresden, Germany. — 2Institute of
Theoretical Physics, Technische Universitdt Dresden, Zellescher Weg
17, 01062 Dresden, Germany.

We present Monte Carlo simulation data on conformations and dy-
namics of polymer melts confined in narrow slits of different widths
and compare with data of bulk systems. We find that in confined ge-
ometries the chains swell laterally, they retain and even expand their
spatially long-range correlations as compared to bulk polymers and in
contrast to the assumption of a complete screening of excluded vol-
ume. Long chains in bulk melts show entangled dynamics with a clear
signature of a t1/4_power law for the mean square displacements of
innermost monomers at intermediate time scales. This behavior is
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Location: Poster A

gradually lost by confining the melts in slits with decreasing width.
For ultra-thin films, the dynamics appears to follow a t1/2 dependence
over the entire sub-diffusive regime. However, the terminal relaxation
time is significantly increased as compared to Rouse relaxation. This
interesting observation was not reported previously and is the focus of
our ongoing research.

CPP 15.4 Mon 16:00 Poster A
Molecular dynamics simulation of the interaction of
polyamines with silica substrates — eSeErcII DONETS, AREZOO
Dianar, RAFAEL GUTIERREZ, MANFRED BOBETH, and (GIANAURELIO
CuniBERTI — Institute for Materials Science and Max Bergmann Cen-
ter of Biomaterials, Dresden University of Technology, 01062 Dresden,
Germany

The role played by organic components in the process of biosilicifi-
cation, resulting in well-defined three-dimensional silica structures in
algae, has not been completely clarified. Especially in the case of
diatoms several organic components have been meanwhile identified,
including silaffins, silacidins, and polyamines. In this study we perform
classical and quantum molecular dynamics simulations addressing two
major issues related to polyamines: 1) the possible protonation states
and protonation sites in short polyamines, and 2) the interaction of
differently protonated polyamines with silica surfaces in order to iden-
tify the possible molecular conformations in dependence on the degree
of protonation. Our results are in good quantitative agreement with
results based on NMR experiments.

CPP 15.5 Mon 16:00 Poster A
Structural investigation of ferrocene containing polymers in
thin films and at the liquid/air interface — eHaiko DipzoLEIT!,
MarkUs GaLLEr?, JonaNNEs ELBERT?, MaTTHIiAS REHAHN?, and
BERND STUHN! — 1TU Darmstadt, Experimental Condensed Matter
Physics — 2TU Darmstadt. Ernst-Berl-Institut fiir Technische und

Makromolekulare Chemie

We focus on amphiphilic ferrocene block copolymers (here
poly(vinyl ferrocene)-b-poly(vinyl pyridin), PVFc-P2VP and
poly(ferrocenylsilane)- poly(vinyl pyridin) PFS-P2VP) and their struc-
tural properties at liquid/air and solid/air interfaces. These films
are prepared as Langmuir monolayers on a water substrate and as
Langmuir-Blodgett multilayer films on a solid silicon substrate. The
structural properties are monitored by X-Ray reflectivity in situ (wa-
ter subphase) and ex situ (silicon substrate) and analysed in terms of
standard models.

The structure of the Langmuir monolayer is dominated by the P2VP
block partner and strongly ruled by the surface pressure in the mono-
layer. Besides their structural changes the ferrocene moiety can be
reversibly switched from diamagnetic to paramagnetic state by oxida-
tion/reduction. We determine the magnetic properties of thin films by
SQUID magnetometry. The oxidised state induces a conformational
change leading to a swelling of the polymer film on solid substrates and
to increasing solubility in water. The impact of these external variables
on the structural properties will be shown for different composites of
the diblock copolymer.

CPP 15.6 Mon 16:00 Poster A
Simultaneous Mapping of Long-Range Attractive Forces and
Near-Surface Interaction Forces with Multi-Set point Inter-
mittent Contact (MUSIC) Mode AFM — eDiaNa VoIGT, EIKE-
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CHRISTIAN SPITZNER, and ROBERT MAGERLE — Technische Univer-
sitdt Chemnitz, Chemnitz, Germany

Studies using intermittent contact (IC) mode atomic force microscopy
(AFM) often focus on imaging the surface morphology and on un-
derstanding contrast formation due to the mechanical response of the
specimen. Here we study the contribution of long-range interactions,
such as electrostatic and van der Waals interactions, as well as local
differences in hydrophobicity using MUSIC mode AFM. Substrates
partially covered with self-assembled monolayers either with carbon or
amine terminated tail groups are studied. This mimics protein surfaces
with locally different degrees of hydrophobicity. We aim at a detailed
understanding of long-range and near-surface tip-sample interactions
under different conditions. A methodological point of interest is the
question about the ability to measure the different interactions in one
single-pass measurement using MUSIC mode AFM.

CPP 15.7 Mon 16:00 Poster A
Accurate Refractive-Index Determination from First- and
Second-Order Critical Angles of Periodic Surface Pat-
terns — eoCHRISTOPH MEICHNER!, LoTHAR KADOR!, ANDREAS
ScueEDL?, HaNs-WERNER ScHMIDT?, CHRISTIAN NEUBER2?, and
Kraus KreceEr? — !University of Bayreuth, Institute of Physics
and Bayreuth Institute of Macromolecular Research (BIMF), 95440
Bayreuth, Germany — 2University of Bayreuth, Macromolecular
Chemistry I and Bayreuth Institute of Macromolecular Research

(BIMF), 95440 Bayreuth, Germany

We present a novel method for the determination of the refractive-
index dispersion of transparent solid films. The approach is based on
irradiating collimated monochromatic light onto the sample with the il-
luminated spot carrying a periodic surface pattern. A simple rotational
stage is sufficient for measuring critical angles of the light propagating
in the film. From these angles, the refractive indices are calculated.
To study the accuracy of our method, we prepared samples of a PDMS
cast resin (Sylgard® 184) and compared the results to those obtained
with an Abbe refractometer. The data are in good agreement, con-
sidering the angular resolution of the stage and the precision of the
grating constant.

CPP 15.8 Mon 16:00 Poster A

Ultrafast structural dynamics of membrane-bound water
molecules revealed by two-dimensional surface-specific vi-
brational spectroscopy — eRuTH LivINGsTONE!, ZHEN ZHANG!,
Lukasz Piarkowski?, Huis J. BAkker?, Miscaa Bonn!, and
ELLeNn H. G. Backus! — 'Max Planck Institute for Polymer Re-
search, Ackermannweg 10, 55128 Mainz, Germany — 2FOM Institute

AMOLF, Science Park 104, 1098 XG Amsterdam, The Netherlands

We explore the structure and structural dynamics of water in contact
with a model lipid membrane (a DPTAP monolayer) using ultrafast
time-resolved 2-dimensional sum-frequency generation spectroscopy.
With this highly surface-specific technique we monitor the ultrafast
frequency fluctuations of the O-H stretch vibrations, that directly re-
flect the structural dynamics of the water hydrogen-bonding network.
For water interacting with a lipid membrane the frequency correlations
decay on a sub-picosecond timescale. This timescale does not change
upon isotopic dilution of the water, revealing that the fast spectral
dynamics are not the result of Forster energy transfer, as previously
observed at the water-air interface, but rather result from ultrafast fluc-
tuations in the local hydrogen-bonding network of membrane-bound
water molecules.

CPP 15.9 Mon 16:00 Poster A
Optical Tracking of Single Ag Clusters in Nanostructured
Water Films — eSTEFAN KRAUSE, MARTIN HARTMANN, INGOLF
KaHLE, MARTIN NEUMANN, MARIO HEIDERNATSCH, STEFAN SPANGE,
and CHRISTIAN VON Borczyskowski — Technische Universitat
Chemnitz

Beside organic fluorescent molecules inorganic nano particles have at-
tracted increasing attention as optical probes for soft matter during the
past two decades. Especially the photo stability of inorganic materials
makes them suitable as fluorescent labels and nano probes. Thereby
the fluorescence of a single particle serves as a sensitive probe for its
environment and changes of the fluorescence lifetime, emission wave-
length, polarization and position can report spatial and temporal het-
erogeneities in the environment of the particles which are not accessible
with ensemble methods. Here we report on the spatial diffusion of sin-
gle silver nano clusters of the size of about one nano meter within struc-
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tured water layers on pure SiO2. The diffusion reveals a twofold spatial
heterogeneity of the water films. The interaction of water molecules
with the surface results in an *ice-like* structuring of the first 2 to 3
mono layers while higher layers exhibit an unstructured, *water-like*
formation of the molecules. In addition, irregularities in the density of
surface silanols which can be influenced by different surface treatment
processes leads to formation of lateral islands. As a result of this struc-
turing diffusion shows immobile, slow and fast diffusing clusters. This
experiment provides insights into the processes of water film formation
and its heterogeneities.

CPP 15.10 Mon 16:00 Poster A
Interfacial melting of ice confined in layered sheet silicates
— eHamwonc Li', JuLian Mars!, JonanNeEs Grosse!, THoMmAs
BusLaps?, and Markus Mezcer®! — Max Planck Institute for
Polymer Research, Mainz, Germany — 2European Synchrotron Radi-
ation Facility, Grenoble, France — 3Johannes Gutenberg-Universitit

Mainz, Germany

Most of the fresh water on earth is stored in the form of ice. Ground ice
and permafrost contain 3 times more fresh water than all the lakes. The
material properties of these permafrost composites strongly depend on
the molecular scale structure of the ice/solid interface. Early in 1859,
Faraday proposed the existence of a liquid-like layer at ice surfaces.
Interfacial melting at well-defined single crystalline ice/solid interfaces
was studied by x-ray reflectivity and other techniques. However, the
understanding of the interfacial melting of ice and the structure of the
liquid-like layer is still under debate. Layered sheet silicates such as
exfoliated vermiculite are ideal materials to study the interfacial melt-
ing of ice in a geologically relevant system. We employ high-energy
x-ray diffraction to measure the temperature dependence of the crys-
talline ice fraction in ice/vermiculite composites with a high interface
to volume ratio. From the anisotropy of the ice reflections in tex-
tured samples with aligned vermiculite sheets we extract the preferred
orientation of the confined ice crystals.

CPP 15.11 Mon 16:00 Poster A
Influence of adhesion on composite mechanical and electric
properties of thin Poly(3-hexylthiophene-2,5-diyl) (P3HT)
films on stiff substrate (ITO electrode on glass) by means
of AFM Force Distance Curves (FDC) and conductive AFM
— eDOROTHEE SILBERNAGL!', CHRISTIANE WEIMANN!, and HEINZ
SturM!1:2 — 1BAM Federal Institute for Materials Research, Berlin,
Germany — 2Technical University Berlin IWF, Berlin, Germany

Mechanical properties of thin polymer films on stiff substrates have
been investigated by AFM FDC and are known to be a composite
of the properties of both materials. The contribution of each ma-
terial to the resulting module depends primarily on film thickness.
Films act as mechanical ”insulator” with regard to the substrate[Sil].
The additional influence of adhesion between film and substrate has
been demonstrated: the higher adhesion the better mechanical proper-
ties are ”"conducted”, increasing the influence of substrate’s mechanical
properties on composite module[Si2]. We propose an analogy between
the mechanical conductivity and the electric conductivity which can
be exploited to quantify the influence of the adhesion. Conductive
polymer films (P3HT) on a substrate/electrode (glass/ITO) have been
measured using AFM FDC and conductive AFM. For this purpose spin
coated films of P3HT (30nm<t<150nm)on ITO substrates have been
aged to induce partial delamination. Film properties and their changes
due to aging have been monitored by confocal Raman spectroscopy.
[Si1] Silbernagl, Cappella. Surface Science, 2009, 603(16),2363-2369.
[Si2] Silbernagl, Sturm, Cappella. Langmuir, 2009, 25(9),5091-5097.

CPP 15.12 Mon 16:00 Poster A
Shape and Wrinkle Analysis of deflated Elastic Capsules —
eJoNAs HEGEMANN, SEBASTIAN KNoOCHE, and JAN KiErreLD — TU
Dortmund, 44221 Dortmund, Germany

Elastic capsules, prepared from droplets or bubbles attached to a cap-
illary (as in a pendant drop tensiometer), can be deflated by suction
through the capillary. We study this deflation and show that a com-
bined analysis of the shape and wrinkling characteristics enables us to
determine the elastic properties in situ. Shape contours are analyzed
and fitted using shape equations derived from nonlinear membrane-
shell theory to give the elastic modulus, Poisson ratio and stress dis-
tribution of the membrane. We include wrinkles, which generically
form upon deflation, within the shape analysis. Measuring the wave-
length of wrinkles and using the calculated stress distribution gives
the bending stiffness of the membrane. We compare this method with
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previous approaches using the Laplace-Young equation and illustrate
the method on polymerized octadecyltrichlorosilane (OTS) capsules.
Our results are in agreement with the available rheological data.

CPP 15.13 Mon 16:00 Poster A
Influence of the chemical structure on the slip boundary con-
dition of liquids — eMiscua Kros!, SEBasTIAN Backes!, Juan
MaNUEL CasTiLLo Sancuez?, Hans Hasse?, and KaArRIN Jacoss?
— 1Saarland University, Experimental Physics, D-66123 Saarbriicken
— 2TU Kaiserslautern, Laboratory of Engineering Thermodynamics,
D-67663 Kaiserslautern

On small scales, especially in microfluidic devices, the role of the
solid/liquid interface gets more important for the flow dynamics. Our
experiments probe slippage via the dewetting of thin polymer films
on hydrophobic substrates [1]. As hydrophobic coatings we use amor-
phous polymers (AF1600, AF2400) and different types of highly or-
dered self-assembled silane monolayers on top of silicon substrates. On
silane surfaces, polystyrene (PS) of low molecular weight exhibit slip
lengths up to micrometers [2]. On AF1600, no significant slip is ob-
served . Scattering studies reveal an ordering of the PS side chains at
the solid/liquid interface depending on the structure of the substrate
[3]. Recent simulations were able to characterize the used SAMs|[4].
However, the situation changes if PMMA or polyvinylpyridine (PVP)
are used: Dewetting experiments show that slip is less pronounced in
PVP and in PMMA films. Obviously, the structure of the side groups
play a significant role. X-ray reflectometry supplement this hypothesis
and give further insight to the slippage mechanism at the solid/liquid
interface. [1] O. Baumchen, et.al., J Phys Condens Mat 24 (2012)
325102 [2] R. Fetzer, et. al, Europhys Lett 75 (2006) 638 [3] P. Gut-
freund, et. al.,Phys Rev E 87 (2013) 012306 [4] J.M. Sanchez, et. al.
submitted

CPP 15.14 Mon 16:00 Poster A
Molecular scale structures of ionic liquid interfaces un-
der electric potential — eJurLiaN MaRrs!, PETER REICHERT!,
Kasper Skov Kiaer?, TiMm BrRanDpT vaN DrIEL?, MARTIN MEE-
poMm NIeLsEN?, MosHE DruTscu®, and MARKUS MEzGERD* — 1 Max
Planck Institute for Polymer Research, Mainz, Germany — 2Centre for
Molecular Movies, Department of Physics, TechnicalUniversity of Den-
mark, Lyngby, Denmark — 3Department of Physics and Institute of
Nanotechnology andAdvanced Materials, Bar-Ilan University, Ramat-

Gan, Israel — *Johannes Gutenberg-Universitit Mainz, Germany

Electrolyte interfaces under electric potential are of a great scientific
and technological interest. For diluted electrolyte solutions, the in-
terfacial ion profile can be described by the Gouy-Chapman theory.
However, for solvent-less electrolytes such as ionic liquids the diluted
solution approximation is clearly invalid. Despite of their importance,
the molecular scale structure of ionic liquids near electrodes is still
under debate. We have studied the potential dependent interfacial
structure of room temperature ionic liquids with high-energy x-ray
reflectivity and impedance spectroscopy measurements. We find os-
cillatory charge density profiles consisting of alternating anion- and
cation-enriched layers at both cathodic and anodic potentials. This
structure is shown to arise from the same ion-ion correlations domi-
nating the liquid bulk structure. The relaxation dynamics of the in-
terfacial structure were studied by impedance spectroscopy and time
resolved x-ray reflectivity experiments with sub-millisecond resolution.

CPP 15.15 Mon 16:00 Poster A
Alginate - Chitosan Multilayer Films and Their Proper-
ties — eHakaN Kavcusuz!:2, F. Bepia EriM?2, and RECGINE VON
Krrtzing! — !Stranski-Laboratorium fiir Physikalische und Theo-
retische Chemie, Technische Universitat Berlin, Strasse des 17. Juni
124, D-10623 Berlin, Germany — 2Department of Chemistry, Istanbul
Technical University, 34469 Maslak, Istanbul, Turkey

Alginate and chitosan are oppositely charged polysaccharides, being
anionic and cationic, respectively. These polysaccharides have many
uses, both crosslinked and uncrosslinked. Negatively charged surfac-
tant, sodium dodecyl sulfate (SDS), has effects on viscosity and me-
chanical properties of linear and crosslinked alginate structures. For
example addition of SDS decreases the viscosity of the alginate solu-
tions and increases the Young’s modulus of crosslinked alginate gels.
Therefore it is aimed to observe the ability of forming multilayer films
with these materials and the effect of SDS on the film structure.

Multilayers of these polyelectrolytes were prepared using dip-coating
method. The properties such as film thickness and roughness were
characterized using ellipsometry, atomic force microscopy and X-ray
reflectometry. The effect of sodium chloride and sodium dodecyl sul-
fate concentration, and the number of double layers on film properties
were observed. The crosslinking and swelling ability of these films were
discussed.

CPP 16: Organic Electronics and Photovoltaics: Transport of Charges - from Molecules to
Devices (joint session with HL, TT)

Time: Tuesday 9:30-13:00

CPP 16.1 Tue 9:30 C 130
Electronic properties of biphenylene and the biphenylene car-
bon sheet — eJoHANN LUDER, BipLaAB SanvaL, OLLE ERIKSSON,
CarrLA PucLia, and BARBARA BRENA — Department of Physics and
Astronomy, Uppsala University, Sweden

Biphenylene (Ci2Hg) is a promising candidate for applications in
molecular electronics as well as a building block for two dimensional
materials such as the biphenylene carbon (BPC) sheet, a possible al-
ternative for graphene in nanoelectronics. The electronic structure
of the gas phase biphenylene molecule is measured by core and va-
lence level spectroscopy and detailed insights are revealed in conjunc-
tion with Density Functional Theory calculations. Hybrid functional
calculations including the recently proposed OT-RSH functional are
compared to GW calculations to provide an accurate theoretical de-
scription. Using the band structure obtained from GW calculations,
we compute the optical adsorption spectrum by solving the Bethe-
Salpeter equation of BPC. Typically for two-dimensional materials, a
strong excitonic effect is found and bright and dark excitons are de-
termined.

CPP 16.2 Tue 9:45 C 130

Dimensionality of excitation transport in sol-gel-derived

polymeric carbon nitride photocatalysts — eCHRISTOPH
MERSCHIANND2) STEFANIE ~ TSCHIERLEI!, KAMALAKANNAN
KaiLasam®, ARNE Tromas?, Dirk HorLmann?, and STEFAN

LocuBRUNNER! — lInstitut fiir Physik, Universitit Rostock, D-18051
Rostock, Germany — 2Freie Universitit Berlin, D-14195 Berlin, Ger-
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Location: C 130

many — SLeibniz-Institut fiir Katalyse, D-18059 Rostock, Germany
— 4Technische Universitit Berlin, D-10623 Berlin, Germany

The spectral and temporal development of optically excited states in
highly active sol-gel-derived polymeric carbon nitride (SG-CN) pho-
tocatalysts is investigated using time-resolved optical spectroscopy.
By combining transient absorption results from a femtosecond pump-
probe setup and transient photoluminescence using streak-camera in-
vestigations, the evolution of a light-emitting species appearing upon
UV excitation is obtained. The emission decay reveals a universal
power-law behaviour over more than seven decades in time (150 fs to
5 ps), the main difference between samples being the characteristic
decay time in the nanosecond range. This finding is consistently de-
scribed using a random-walk approach for the diffusive transport of
light-induced polaron pairs, including both geminate and bimolecu-
lar recombination mechanisms. Thus, important features of the light-
induced charge transport, namely the dimensionality and the regime
of reasonable carrier mobilities, are deduced.

The validity of the approach is shown via comparison to ESR-based
carrier-density measurements and photocatalytic activities.

CPP 16.3 Tue 10:00 C 130
Simulation of Charge Transport in Organic Self-Assembled
Monolayers for Applications in Field-Effect Transistors —
oSUSANNE LEITHERER!, CHRISTOF JAGER?, MarRcus HALIK?, Tim
Crark?, and MicHAEL THoss! — !Institute for Theoretical Physics,
University Erlangen-Niirnberg, Germany — 2Computer-Chemie-
Centrum, University Erlangen-Niirnberg, Germany — S3Institute of
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Polymer Materials, University Erlangen-Niirnberg, Germany

We study charge transport through self-assembled monolayers (SAMs),
which are used in field-effect transistors [1], employing a combination
of molecular-dynamics simulations, semiempirical electronic structure
calculations and Landauer transport theory. In particular, we inves-
tigate SAMs consisting of multifunctional molecules, where the active
m-system is linked to a flexible insulating alkyl-chain. We find a close
relation between the transport characteristics and the structural and
electronic properties of the SAM [2]|. For selected systems, we analyze
pathways for efficient charge transport by examining local currents in
the molecular layers. The pathways are compared to those obtained
using Metropolis Monte Carlo (MC) path searches. In order to study
the time-dependence of the preferred electron paths, we consider snap-
shots of the system selected at different times of a MD simulation. To
further examine the influence of fluctuations on the transport proper-
ties, we utilize a time-dependent approach of charge transport using
time-dependent nonequilibrium Green’s function (NEGF) theory.

[1] C. Jager et al., J. Am. Chem. Soc. 135, 4893 (2013)

[2] S. Leitherer et al., J. Chem Phys. 140, 204702 (2014)

CPP 16.4 Tue 10:15 C 130
Quantum Molecular Dynamics Studies of Polymer-based
Thermoelectric Materials — eHAkAN W. HucossonN, AMINA
MIRSAKIYEVA, and ANNA DELIN — Department of Materials och Nano
Physics, Royal Institute of Technology KTH, Stockholm, Sweden

Using modern quantum molecular dynamics methods (QMD), where
all the interactions are calculated from an electronic structure method
(here density functional theory - DFT), we study the polymer-based
thermoelectric material PEDOT and its charge carrying polarons.
QMD simulations are parameter-free and enable a direct and poten-
tially unbiased simulation of chemical and physical events. Since tem-
perature is taken into account a sampling of the conformational space
is made, also making simulations less biased upon choices of e.g. initial
conditions and chosen reaction coordinates. Among these studies we
will focus on the theoretical modeling of the properties and dynamics
of polarons and bipolarons in PEDOT-oligomers and crystals and the
effect of novel dopants in PEDOT.

Organic polymer-based thermoelectric materials (like PEDOT), un-
like presently used inorganic thermoelectric materials composed of haz-
ardous elements with low natural abundance, though presently being
less efficient, can be mass-produced at a low cost using safer abundant
elements.

CPP 16.5 Tue 10:30 C 130
First-principles based descriptor for intrinsic charge car-
rier mobility in organic devices — eCHRISTOPH SCHOBER,
KARrRsTEN REUTER, and HARALD OBERHOFER — Technische Univer-
sitdt Miinchen

In organic electronics charge carrier mobility is a key performance pa-
rameter. Due to the complex manufacturing processes of e.g. organic
field effect transistors (OFETs) measured mobilities are often heavily
affected by the device preparation. This masks the intrinsic materials
properties and therewith hampers the decision whether further device
optimization for a given organic molecule is worthwhile or not. Within
hopping models based e.g. on Marcus theory the intrinsic mobility can
be reliably calculated from first principles. Using a perturbative ap-
proach to this theory we formulate a descriptor that can be efficiently
calculated for a wide range of organic molecules. For this descriptor
we obtain good correlations to fully calculated mobilities, as well as to
highest-quality experimental data where device preparation uncertain-
ties are minimized. This suggests the descriptor as a useful tool for
materials screening and quick assessment of device-related influences
in measured mobilities.

CPP 16.6 Tue 10:45 C 130
Effect of Mesoscale Ordering on the Energy Landscape of a
Conjugated Polymer — eCARL PoOELKING, PATRICK GEMUNDEN,
Kurr KrREMER, Kostas Daouras, and DENIS ANDRIENKO — Max
Planck Institute for Polymer Research, Mainz, Germany

A multiscale simulation approach is proposed to study the effect of
morphology on charge transport properties of polymeric semiconduc-
tors, with poly(3-hexylthiophene) as a test case. The method incor-
porates both long-range conformational disorder and local ordering,
and permits reintroduction of atomistic details into large-scale mor-
phologies generated with a coarse-grained simulation approach. Based
on the resulting atomistically resolved mesophases, we investigate how
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the energy landscape and spatial correlations thereof evolve with in-
creasing degree of structural order in partially ordered systems. We
show that a shift towards larger conjugation lengths plays a role in the
amplification rather than formation of low-energy states, such that
decreased energetic disorder rather than a decreased energetic mean
characterize energetics in crystalline domains.

CPP 16.7 Tue 11:00 C 130
The role of microstructure on charge transport in semicrys-
talline polymers — eRiccarpo D1 PieTRO!, IvaAD NASRALLAHZ,
Josnua CarPENTER?, Lisa KorLLn?, Lars THomseN®, CHRISTO-
PHER R. McNEILL®, ANTONIO FaccHETTI?, HARALD W. ADE®, HEN-
NING SIRRINGHAUS?, and DIETER NEHER? — !Hitachi Cambridge Lab-
oratory, UK — 2University of Cambridge, UK — 3North Carolina
State University, Raleigh, USA — 4University of Potsdam, Germany
— 5Australian Synchrotron, Clayton, Australia — 5Monash Univer-
sity, Clayton, Australia — 7Polyera Corporation, Skokie, USA

We present a study on charge transport on two widely used semicon-
ducting polymers, P(NDI20D-T2) and P3HT. Combining field effect
transistor characterization and charge accumulation spectroscopy we
provide a consistent and unambiguous correlation between the charge
density dependence of mobility and the semicrystalline morphology of
the polymer film. This new experimental evidence demonstrates that
charge transport in semicrystalline polymers cannot be described us-
ing any currently available charge transport model such as multiple
trap and release or variable range hopping. A new charge transport
model is therefore proposed, which explicitly accounts for the presence
of both crystalline and amorphous regions within the polymer film and
for the coulobic repulsion between charge carriers accumulated within
the same crystallite. It finally provides a coherent picture of charge
transport that has important general consequences in regimes that are
relevant not only for transistors but also diodes and solar cells.

15 min. break.

CPP 16.8 Tue 11:30 C 130
The molecular structure of a high electron mobility n-type
copolymer [P(NDI2OD-T2)] as studied by Infrared Transi-
tion Moment Orientational Analysis [IR-TMOA] — eARTHUR
MARKUS ANTON', ROBERT STEYRLEUTHNER?, WiLHELM Kossack!,
DieTer NEeHER®, and FriepricH KrRemeEr! — lInstitut fiir Ex-
perimentelle Physik I, Universitiat Leipzig, Germany — 2Fachberich
Physik, Freie Universitat Berlin, Germany — 2Institut fiir Physik und
Astronomie, Universitdt Potsdam, Germany

To investigate the molecular order in thin layers of P(NDI20D-T2)
a novel technique, named Infrared Transition Moment Orientational
Analysis (IR-TMOA), is employed. Structure-specific vibrational
bands are analyzed in dependence on polarization and inclination of
the sample film with respect to the optical axis. Making use of IR
specificity we deduce the molecular order parameter tensor for the re-
spective moieties with regard to the sample coordinate system and de-
termine separately the orientation of atomistic planes defined through
the naphthalenediimide (NDI) and bithiophene (T2) units relative to
the substrate, and hence, relative to each other. We observe that
chlorobenzene causes the T2 planes to align preferentially parallel to
the substrate at an angle of 29°. A chloronaphthalene:xylene mixture,
instead, gives rise to a reorientation of the T2 units from a face on into
an edge on arrangement (65 to 70°). In contrast, the NDI part remains
basically unaffected. For both solvents, evidence for aggregated chains
is observed by UV/vis absorption spectroscopy [Steyrleuthner et al.,
J. Am. Chem. Soc. 136 (2014)].

CPP 16.9 Tue 11:45 C 130
Aerosol Jet-Printed Organic Thin Film Transistors - Per-
formance Analysis and Optimization — eArNO JoHN, HANNA
Krikcziokar, and Krnaus MeerHOLzZ — Institut fiir Physikalische
Chemie, Universitat Koln

For the success of organic thin film transistors (OTFTs) in industrial
applications it is essential to process devices by printing in order to
radically lower production costs. Aerosol jet is a direct-write printing
method which provides the user great control over material deposition.
Along with layout flexibility and material compatibility, this makes this
printing technology an excellent tool for fast prototyping devices.

We use aerosol jet technology to fabricate entire p- and n-type
OTFTs by printing Ag-ink (source/drain electrodes), PTAA (p-type
semiconductor) and N2200 (n-type semiconductor), PMMA (dielec-
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tric) and PEDOT:PSS (gate electrode). By varying parameters for
individual components and evaluating the resulting transistors we op-
timize the printing process.

The performance of printed components is compared to evaporated
and spin coated transistor components. We show that, with optimized
processing parameters, it is possible to print transistors with charge
carrier mobility, output current on/off ratio and threshold voltage of
nearly equal quality of non-printed transistors.

CPP 16.10 Tue 12:00 C 130

Investigation of semiconducting polymers with thermally

cleavable side chains for application in multilayer de-
vices I: Morphology and OFET devices. — eJANUSZ
ScHINKE}2, SaBINA HILLEBRANDTZ3, MiLaNn Arr?°, TORBEN

ApeErMANNZ4, ToBias GLaser?3, ANNEMARIE Pucci®3, NorMAN
MecHAUZ®, MANUEL HAMBURGER?4, WoLFaaNGg KowaLsky!:2, and
RoserT Lovrincich?2 — ITU Braunschweig, IHF, Germany —
2InnovationLab GmbH, Heidelberg, Germany — 3U. Heidelberg, KIP,

Germany — *U. Heidelberg, OCI, Germany — SKIT, Germany

Conjugated polymers enable the production of electronic devices from
solution at room temperature due to their advantageous combination of
their electrical, optical and film-forming properties. A major milestone
for this emerging technology consists in achieving printed multi-layer
functional devices. A great challenge for printed organic electronics
is to deposit the subsequent layer of a multilayer component from the
same solvent without destroying the underlying freshly deposited layer.
The solubility reduction of semiconducting molecules by the external
stimulus of heat is the aim of our work. Novel organic semiconductors
bearing thermally cleavable side chains were investigated via AFM, el-
lipsometry, PE spectroscopy and IR spectroscopy. Their charge trans-
port characteristics were studied using OFETs. These methods allow
us to obtain a clear understanding of the pyrolysis process and its in-
fluence on the resulting performance. We achieve very homogeneous
layers after thermal treatment which exhibit excellent solvent resis-
tance and additionally show an increase in OFET performance.

CPP 16.11 Tue 12:15 C 130
Following the evolution of nanomorphology in PEDOT:PSS
electrodes in-situ — eCraUDIA PaLuMBINY!, FENG Liu2, THOMAS
P. RusseLL?, ALEXANDER HEXEMER?, CHENG Wancg3, and PE-
TER MULLER-BuscuBaum! — TU Miinchen, Physik-Department, LS
Funktionelle Materialien, James-Franck-Str. 1, 85748 Garching —
2University of Massachusetts Amherst, Department of Polymer Sci-
ence and Engineering, 120 Governors Drive, Amherst, MA 01003, USA
— 3Lawrence Berkeley National Lab, Advanced Light Source, 1 Cy-
clotron Road, Berkeley, CA 94720, USA

The strongest advantages of organic photovoltaics over classical semi-
conductors are the possibility of fully flexible devices and easy up-
scaling, e.g. by slot-die printing. For fully printed and flexible devices
there is a strong need for non-brittle and solvent processed electrodes,
such as highly conductive PEDOT:PSS. Film properties are strongly
correlated to the films nanomorphology and with this strongly depend
on the processing technique used. We investigate the film evolution
of highly conductive PEDOT:PSS in-situ during the printing process.
We monitor the film evolution by in-situ grazing incident wide an-
gle scattering (GIWAXS). Five film formation processes are detected,
the crystallization of the polymers is correlated to solvent evaporation

and enhanced interchain coupling is induced by the use of high boil-
ing point co-solvents as ethylene glycol. The enhanced conductivity in
co-solvent treated PEDOT:PSS films is related to enhanced interchain
coupling, change of the PEDOT to PSS ratio and crystallite sizes.

[1] Palumbiny et al., J. Phys. Chem. C 2014, 118, 13598.

CPP 16.12 Tue 12:30 C 130
Angle resolved spectroscopy resolving local morphology of or-
ganic optoelectronic materials — eMARIUS VAN DEN BERG, ANKE
HoRNEBER, KATHRIN SWIDER, MARTIN MEIXNER, and DA1 ZHANG —
1Institute of Physical and Theoretical Chemistry, University of Tiibin-
gen, Tiibingen, Germany
The main component on which organic photovoltaic, transistor and
photodetectors rely is the optoelectronic material. Knowledge about
the local photophysical and photochemical properties of these materi-
als at nanometer scale is important for improving overall performance
and applicability [1]. The crystallinity and domain size of the local
donor/acceptor morphology strongly affect the photon-electron con-
version efficiencies of organic photovoltaics [2,3]. We aim at under-
standing the influences of nanometer scale morphology on the photo-
physical processes between donors and acceptors using a home built
parabolic mirror assisted microscope. Using polarized excitation spec-
troscopy and angle resolved photoluminescence spectroscopy, we de-
termine the relative degree of local structural order and molecular ori-
entation in intact and photo degraded optoelectronic polymers. Fur-
thermore, intensity changes in the angle resolved photoluminescence
signals are compared with changes in the local photocurrent, to in-
vestigate morphology related photo degradation procedures, as well
as the reversible/irreversible degradation steps in pi-conjugated poly-
mers. 1)A. Dupuis et al. Eur. Phys. J. Appl. Phys. 56, 34104 (2011)
2)X. Wanget al. Small, 7, 2793 (2011) 3)R. Noriega et al. Nat. Mater.,
12, 1038-1044, (2013)

CPP 16.13 Tue 12:45 C 130
Multifunctional SNOM and its Application in Imaging Op-
toelectric Materials — ANKE HORNEBER, MARIUS VAN DEN BERG,
MARTIN MEIXNER, KATHRIN SWIDER, and eDAI1 ZHANG — Institute
of Physical and Theoretical Chemistry, University of Tibingen

Optoelectronic polymer material is the basic component in photo-
voltaic, photodetector, or transistor system. In organic photovoltaic,
the photon-electron conversion efficiency is strongly influenced by the
local donor/acceptor morphology, such as crystalline, or domain size.

To get insight into this topic, we developed multifunctional scanning
near-field microscopy allowing simultaneously collecting correlated to-
pographical, optical (Raman scattering and fluorescence), and pho-
tocurrent signals with nanometer scale resolutions [1-3]. The distribu-
tions and local morphology of donor or acceptor materials are imaged
using the Raman fingerprints and scanning probe microscopes. The
intensity ratios between the donor photoluminescence and the local
photocurrent will be discussed, with respect to the charge transfer
processes in films of different morphologies. Furthermore, photodegra-
dation will be compared, especially in the aspects of local morphology,
and optical properties. References: [1] Zhang, D. et al, Phys. Rev.
Lett., 2010, 104, 056601. [2] Wang, X., Azimi, H., Zhang, D., et al,
Small, 2011, 7, 2793. [3] Wang, X., Egelhaaf, H., Zhang, D., Adv. En.
Mater, 2014, 1400497. [4] Wang, X., Broch K., Zhang, D. et al., J.
Phys. Chem. Lett., 2014, 5, 1048.

CPP 17: Microswimmers (joint session DY, BP, CPP)

Time: Tuesday 9:30-12:30

CPP 17.1 Tue 9:30 BH-N 128
Trapping of active particles in inhomogeneous systems —
eMARTIN P. MAGIERA, KEVIN SCHROER, and LOTHAR BRENDEL —
Fakultét fiir Physik, Universitdt Duisburg-Essen

Inhomogeneities in a system containing active particles can lead to
an inhomogeneous particle distribution if they influence the particles’
velocities [Schnitzer, PRE 48, 2553]. Those may be caused, e.g., by
inhomogeneous tumble rates of bacteria or inhomogeneous drive of
men-made microswimmers [e.g. Buttinoni et al, PRL 110, 238301].
Using Brownian dynamics simulations we show that such inhomo-
geneities can lead to particle accumulation in a prescribed passivity re-
gion where the activity of particles is suppressed, an effect interesting
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for applications. We derive a corresponding accumulation parameter
with an extended Fick’s law for inhomogeneous systems. Depending
on the overall particle density a complete particle trapping can be ob-
served. However, even if only a minority of particles is trapped, a tiny
yield can act as a nucleation seed for larger agglomerates generated
by dynamical clustering [Fily and Marchetti, PRL 108, 235702] and
pinned to the passivity region.

CPP 17.2 Tue 9:45 BH-N 128

Statistics of passive tracers in an active fluid — eLEVKE
ORrrLIEB!, MaTTHIAS MUSSLER!, CHRISTIAN WAaGNER!, THOMAS
Joun!, PuiLippE PEvLA2, and SaLiMa Rarai? — lUniversitit des

Saarlandes — 2Université Joseph Fourier - CNRS - LIPHY, Grenoble



Berlin 2015 — CPP

Tuesday

In all aqueous suspension on earth there are various microswimmers,
e.g. algae. In our experiments we tracked passive polystyrene parti-
cles with diameters from 1 to 3pum in suspension with the green alga
Chlamydomonas reinhardtii at various concentrations. We used dark
field microscopy for observations. The alga has a nearly spherical body
of 5 to 10pum diameter and two flagella, which allow it to swims as a
puller. We analysed the trajectories of the colloids statistically, in par-
ticular, the mean squared displacement and the probability density
function (pdf) of position were computed. We found similarities to
Brownian motion, as the mean squared displacement is proportional
to time, but interestingly also a significant deviation was found: a non
gaussian pdf of the tracer particle positions.

CPP 17.3 Tue 10:00 BH-N 128
Characterization of Swimming Bacillus Subtilis — eJavap
Nasarrt, THoMmas Joun!, GErTr Bance2, and CHRISTIAN WAGNER!
— IExperimental Physics, Saarland University, D-66123 Saarbruecken,
Germany — 2LOEWE Center for Synthetic Microbiology (Synmikro),
Marburg, Germany

Bacteria can use flexible appendages called flagella to swim in aqueous
environment. Our goal is to understand the influence of the number
of flagella on the swimming behavior and efficiency. We study wild
type strain of bacillus subtilis as a model system to unravel a few
fundamental questions on swimming behavior of bacteria. Our micro-
organism is a peritrichous bacterium with about 25 flagella, and uses
run and tumble strategy to explore its surrounding. Using dark field
microscopy and tracking of single cell movements, we calculate statis-
tics of swimming velocity, running and tumbling times, turning angles,
diffusion coefficients and the temporal auto-correlations in changes of
swimming directions. In further steps, we will investigate the influ-
ence of number of flagella on genetically engineered bacillus subtilus
in aforementioned quantities.

CPP 17.4 Tue 10:15 BH-N 128
Non-linear dynamics of self-organized ciliary beats — eraBLO
SARTORI and FRANK JULICHER — Max Planck Institute for the Physics
of Complex Systems. Noethnitzer Strasse 38 , 01187, Dresden, Ger-
many.

The dynamic bending of cilia is driven by forces generated by dynein
motor proteins. These forces slide adjacent microtubule doublets
within the cilium. To create oscillatory beating patterns the activi-
ties of the dyneins must be coordinated both spatially and temporally.
It is believed that this coordination occurs via the self-organization
of the motors along the cilium, which are regulated by local strains
such as sliding or cuvature. Yet which strain is the most relevant in
regulation remains an elusive question.

In this work we show that self-organization of the motors is possi-
ble via a dynamic instability. We study the emerging beat patterns
close and far from the critical point. By comparing two different motor
regulatory mechanisms, sliding and curvature regulation, we conclude
that the first only produces propulsion for long cilia, while the second
does so also for short cilia. Our work thus suggests that short cilia
may be regulated via curvature, and not sliding of the filaments.

CPP 17.5 Tue 10:30 BH-N 128
Simulation of a microswimmer consisting of a four bead ring
— eoHENDRIK ENDER and JAN KIERFELD — Lehrstuhl fiir Theoretis-
che Physik I, Technische Universitdt Dortmund

Bead-spring structures undergoing cyclic shape changes in a viscous
liquid can serve as model systems for artificial microswimmers. Closed
ring-like bead-spring models can propel by cyclic shape changes, for
example, induced by cyclic expansion and contraction of springs. Us-
ing multi-particle collision dynamics, we simulate a four-bead swimmer
model in which the spheres are linked into a square-shaped ring struc-
ture. We show that cyclic changes of linker lengths give rise to a net
swimming motion. The model can be generalized by including more
beads into the ring structure and represents the first step towards the
simulation of bigger ring or spherical swimmers, which propel by cyclic
swelling and shrinking.

CPP 17.6 Tue 10:45 BH-N 128
Spontaneous chiral symmetry breaking in model bacterial
suspensions — REBEKKA E. Breier!, RoBiN L. B. SELINGERZ,
Grovannt Ciccorti®?4, StepHAN HERMINGHAUS!, and eMarco G.
Mazzal — 'Max Planck Institute for Dynamics and Self-Organization
(MPIDS), Am Fassberg 17, 37077 Gottingen, Germany — 2Chemical

Physics Interdisciplinary Program, Liquid Crystal Institute, Kent
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State University, Kent, OH, USA — 2Department of Physics, Uni-
versity of Rome “La Sapienza”’, P.le A. Moro 5, 00185 Rome, Italy
— 4School of Physics, University College Dublin, Belfield, Dublin 4,
Ireland

Chiral symmetry breaking is ubiquitous in biological systems, from
DNA to bacterial suspensions. A key unresolved problem is how chiral
structures may spontaneously emerge from achiral interactions. We
study a simple model of bacterial suspensions in three dimensions that
effectively incorporates active motion and hydrodynamic interactions.
We perform large-scale molecular dynamics simulations (up to 106 par-
ticles) and describe stable (or long-lived metastable) collective states
that exhibit chiral organization although the interactions are achiral.
We elucidate under which conditions these chiral states will emerge
and grow to large scales. We also study a related equilibrium model
that clarifies the role of orientational fluctuations.

15 min. break

CPP 17.7 Tue 11:15 BH-N 128
Velocity distributions in active Brownian suspensions —
eZAHRA MOKHTARI and ANNETTE ZIPPELIUS — Institute for Theo-
retical Physics, Georg-August University of Goettingen

We study numerically a model of self-propelled polar disks in suspen-
sion. The active particles interact via hard-core elastic interactions
and are driven along their axes, which are subject to rotational noise.
We study the distribution of linear and rotational velocities, which are
predicted to show strongly anomalous but largely universal features.
We furthermore analyze the correlations due to the coupling of transla-
tional and rotational motion and show that the alignment of particles’
velocities and orientations can be controlled by the damping.

CPP 17.8 Tue 11:30 BH-N 128
Experimental setup for 3D tracking of artificial active mi-
croswimmers — e GUNNAR KLOs, CARSTEN KRUGER, CorINNA C.
Maass, and STEPHAN HERMINGHAUS — Max Planck Institute for Dy-
namics and Self-Organization (MPIDS), 37077 Gottingen, Germany

During solubilisation in an aqueous surfactant solution well above the
critical micelle solution, droplets of nematic liquid crystal show self-
propelled swimming, driven by a Marangoni flow at the droplet in-
terface [1]. These active pusher-type swimmers provide a potential
physical model-system for micro-bioswimmers. We expect dimensional
confinement to have a significant impact on their dynamics [2].

We have designed an experimental setup combining a microfluidic
cell with a selective plane microscope using a scanning fluorescent light
sheet [3]. At densities within the single scattering limit, trajectories of
single swimmers or ensembles can be recorded under varying conditions
of buoyancy, particle activity and cell geometry.

[1] S. Herminghaus et al., Soft Matter 10, 7008 (2014). [2] E. Lauga
et al., Biophys. J. 90, 400 (2006). [3] J. Huisken et al., Science 305,
1007 (2004).

CPP 17.9 Tue 11:45 BH-N 128
Liquid crystal droplets as artificial microswimmers
CARSTEN KRUGER, GuUNNAR KrLos, CHenyu Jin, Corinna C.
Maass, eCHRISTIAN BAHR, and STEPHAN HERMINGHAUS — Max
Planck Institute for Dynamics and Self-Organization (MPIDS), 37077
Gottingen, Germany

Droplets of common nematic mesogens show self-propelled motion (ve-
locity up to 50 pm/s, typical droplet diameter 10 - 100 pm) when
placed into aqueous phases containing ionic surfactants at concentra-
tions considerably above the critical micelle concentration [1]. The
self-propelled motion is fueled by the solubilization of the nematic
droplet in the aqueous phase, resulting finally in the formation of a
microemulsion in which all mesogenic molecules have been transferred
from the initial droplet into the micelles of the ionic surfactant.

We report results concerning the dependence of the swimming be-
havior on various parameters (droplet size, surfactant concentration,
etc.), the trajectories in different confinements, the collective behav-
ior, and the influence of the nematic or isotropic state of the mesogenic
droplets.

[1] S. Herminghaus, C. C. Maass, C. Kriiger, S. Thutupalli, L.
Goehring, and C. Bahr, Soft Matter 10, 7008 (2014).

CPP 17.10 Tue 12:00 BH-N 128

3D-tracking reveals how sperm find the egg — Jan F.
JikeLr!, Luis Avarez!, e BENJAMIN M. FRIEDRICH?, and LAURENCE
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WiLson® — 'CAESAR, Bonn, Germany — 2MPI PKS, Dresden, Ger-
many — 3University of York, York, UK

Sperm cells are guided to the egg by chemical cues in a process termed
chemotaxis. We have previously put forward a theory of how sam-
pling a concentration gradient along helical paths allows sperm of
marine species to steer up-gradient [1]. Now, high-speed tracking in
three space dimensions allows to probe sperm navigation live. We
find that sperm display deterministic steering responses, which sets
their chemotaxis strategy apart from those employed by most bacte-
ria (biased random walk) or immune cells (spatial comparison). We
dissect the control logic that links sensation and motor actuation in
sperm chemotaxis. We find that control delays are close to their theo-
retical optimum for up-gradient navigation. The resultant navigation
strategy is particularly well suited for fast swimmers operating at the
limits of chemical detection. The choice of optimal navigation strat-
egy of a search agent is tightly linked to its susceptibilities for noise [2].

[1] B.M. Friedrich et al.: Chemotaxis of sperm cells, PNAS 33, 2007.
[2] L. Alvarez et al.: The computational sperm cell, Trends in Cell
Biology 24, 2014.

CPP 17.11 Tue 12:15 BH-N 128
Complex lane formation in asystem of dipolar mircroswim-
mers — oFLORIAN KoGLER and SABINE H. L. Kraprp — Institute
of Theoretical Physics, Secr. EW 7-1, Technical University Berlin,
Hardenbergstrasse 36, D-10623 Berlin, Germany

We investigate the non-equilibrium structure formation of an experi-
mentally motivated [1] two-dimensional (2D) binary system of dipolar
colloids propelling in opposite directions. Using Brownian Dynamics
simulations we find a transition towards a laned state, reminiscent of
the laning transition in colloidal systems with isotropic repulsive inter
actions. However, the strongly anisotropic dipolar interactions induce
two novel features: First, lanes are characterized by a complex inter-
nal structure. Second, the laning transition displays reentrance with
respect to the interaction strength. We interprete our findings by sim-
ple theoretical arguments relating the observed behaviour to general
equilibrium properties of phase-separating fluids [2].

[1] S. Gangwal and O. J. Cayre and M. Z. Bazant and O. D. Velev,
PRL 100 (2008) 058302.

[2] F. Kogler and S. H. L. Klapp, preprint

CPP 18: On-Surface Polymerization (contributed session to SYOP, joint session CPP, MI)

Time: Tuesday 9:30-10:00

CPP 18.1 Tue 9:30 C 243
Covalent Coupling via Dehalogenation on Ni(111) supported
Boron Nitride and Graphene — eCrLauDpius MorcuuTT!H3,
Jonas Biork2, Rico Gurzrer®, and Kraus Kernl3 — IMax
Planck Institute for Solid State Research, Heisenbergstrasse 1, 70569
Stuttgart, Germany — 2Department of Physics, Chemistry and Biol-
ogy, IFM, Linképing University, 58183 Linkdping, Sweden — 3Institut
de Physique de la Matiére Condensée, Ecole Polytechnique Fédérale
de Lausanne, 1015 Lausanne, Switzerland

Surface-assisted covalent coupling of organic molecules represents a
bottom-up approach for growing defined 2D nanostructures which
are promising candidates for a variety of potential applications
such as membranes for gas storage/separation, active elements in
(opto)electronic devices, and catalysis. Taking a step back from the
standard synthesis on (coinage) metal surfaces we explored the poly-
merization of 1,3,5-tris(4-bromophenyl)benzene via dehalogenation on
Ni(111) supported hexagonal boron nitride and graphene by scanning
tunneling microscopy and density functional theory calculations. No
polymerization is observed on bare Ni, whereas on h-BN/Ni(111) and
graphene/Ni(111) molecules debrominate and couple into oligomers
after annealing. DFT calculations reveal that both surfaces act as a
heterogeneous catalyst and reduce the dehalogenation barrier signif-
icantly. They furthermore show a strong interaction between h-BN
(graphene) and surface-stabilized radicals, which in turn explains the
limited oligomer size as a consequence of a diffusion-limited process.

CPP 18.2 Tue 9:45 C 243

Location: C 243

Polymerization of polyelectrolyte poly-L-lysine on charge-
patterned silicon wafers — eHEIDEMARIE ScHMIDT!, MARTIN
MuLLEr?, K. WieseNnOTTER?, B. UrBANZ, A.-D. MULLER?, I.
Skorupral3, W. Skorupa®, M. RtB%, and O.G. Scumipth6 — 1TU
Chemnitz — 2IPF Dresden — 3HZDR — *Anfatec Instruments AG

— 5FH Jena — SIFW Dresden

The local modification of silicon surfaces by adsorbing polyelectrolytes
has been predicted to become ubiquitous in the engineering of smart
carriers for biosensors, tissue engineering, and directed cell growth [1].
We have implanted phosphorous ions in ca. 200-1000 nm thick layers
of a silicon wafer, in order to realize a defined stripe-like microscopic
pattern of surface-near electrostatic forces [2]. The estimated density
of localized charges between the ca. 2-3 nm thick native silicon dioxide
and the silicon wafer ranges from 10714 to 10718 m™~-2 and is much
larger and stable than charges from silanol groups at an ordinary sil-
icon dioxide surface. Using combined Atomic and Kelvin probe force
microscopy measurements we could show that cationic model poly-
electrolyte poly-L-lysine (PLL) [3] with a single chain length of 200
nm is preferentially adsorbed in agglomerates with chain lengths of
1-2 micrometer on the implanted microsized regions of the silicon car-
rier at pH = 11. The unimplanted regions of the silicon wafer were
comparatively weakly adsorbing the PLL. [1] H. Schmidt et al., Appl.
Surf. Sci. 281 (2013) 24-29, [2] C. Baumgart et al., Phys. Rev. B.
80 (2009) 085305, [3] Advances in Polymer Science 255 & 256 (Ed.:
Martin Miiller), Springer, 2014

CPP 19: Transport: Graphene (joint session TT, CPP, DS, DY, HL, MA, O)

Time: Tuesday 9:30-12:15

CPP 19.1 Tue 9:30 A 053
Observation of supercurrent in graphene-based Josephson
junction — eLisiN Wang!, Cuuan Xu?, Sex Li!, Wencar Ren?,
and Nine Kang! — 'Key Laboratory for the Physics and Chemistry
of Nanodevices and Department of Electronics, Peking University, Bei-
jing 100871, China — 2Shenyang National Laboratory for Materials
Science, Institute of Metal Research, Chinese Academy of Sciences,
Shenyang 110016, China

Josephon junctions with a normal metal region sandwiched be-
tween two superconductors (S) are known as superconductor- normal-
superconductor (SNS) structures. It has attracted significant atten-
tion especially when changing the normal metal with graphene, which
allow for high tunability with the gate voltage and to study the prox-
imity effect of the massless Dirac fermions. Here we report our work
on graphene-based Josephon junction with a new two dimensional su-
perconductor crystal, which grown directly on graphene, as supercon-
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ducting electrodes. At low temperature, we observer proximity effect
induced supercurrent flowing through the junction. The temperature
and the magnetic field dependences of the critical current character-
istics of the junction are also studied. The critical current exhibits a
Fraunhofer-type diffraction pattern against magnetic field. Our exper-
iments provided a new route of fabrication of graphene-based Josephon
junction.

CPP 19.2 Tue 9:45 A 053
Magnetoresistance of nanocrystalline and
graphene ePauL LinsMAIER!, LORENZ
SHAUKAT!, CHRrisTIAN BiumL!, DANIEL STEININGER!, INA
ScHNEIDER!, MarTHiAs BUENFELD?, NiLs-EikE WEBER?, ANDREY
TURcHANINZ, MiriaM GRoOTHE®, THOMAS WEIMANN®, FERDINAND
KissLincger?, HeEiko B. WEBER?, and CHRrisToPH STRUNK! — !Inst.

f. Exp. and Appl. Physics, University of Regensburg — 2Fac. of

ion-irradiated
WEeiss!, ARMIN
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Physics, University of Bielefeld — 3Physikalisch-Technische Bunde-
sanstalt, Braunschweig — 4Fac. of Physics, F.-A. University Erlangen-
Niirnberg

We investigate the magnetotransport in Hall bar structures of
nanocrystalline graphene [1] compared to Art-bombarded epitaxial
graphene [2]. We measured the resistance R(T') and R(B) for samples
with different sheet resistance (10-40 kQ/sq at T' = 300K). The I-V
characteristics of both types show strong non-linear behavior at low
temperatures. Low resistive samples of nanocrystalline graphene show
positive magnetoresistance (MR) with values up to + 60 % in perpen-
dicular magnetic field for temperatures below a crossover temperature.
Above this temperature the MR becomes negative. The perpendicular
MR in the ion-bombarded graphene was always negative. In parallel
magnetic field the MR exhibits large positive values up to + 700 % in
the nanocrystalline graphene. Strongly non-monotonic behavior of the
MR was observed in the ion-bombarded sample in parallel field.

[1] A. Turchanin et al., ACS Nano 5 (2011).
[2] K. V. Emtsev et al., Nat. Mat. 8, 203 - 207 (2009).

CPP 19.3 Tue 10:00 A 053
Aharonov-Bohm effect in a graphene ring encapsulated in

hexagonal boron nitride — eJaN DAuBERY2, MARTIN OELLERS',

ALExanDER Eppinc!2, Kenil WATANABES, Takasur TANIGUCHI®,
FaBiaN HassLer?, and CHRisTOPH STAMPFER!Z — LJARA-FIT and
2nd Institute of Physics, RWTH Aachen University, Aachen, Germany
— 2Peter Griinberg Institute (PGI-9), Forschungszentrum Jiilich,
Jiilich, Germany — 3National Institute for Materials Science, 1-1
Namiki, Tsukuba, Japan — *JARA-Institute for Quantum Informa-

tion at RWTH Aachen University, Aachen, Germany

Recent developments in the van der Waals assembly of heterostruc-
tures of two-dimensional materials enable the fabrication of graphene
on substrate with very high quality. Outstanding charge carrier mo-
bility and mean free path have been reported for micrometer sized
samples of graphene encapsulated in hexagonal boron nitride (hBN).
These unique electronic properties offer opportunities for the obser-
vation of rich mesoscopic transport phenomena in sub-micron sized
graphene-hBN devices. Here, we present low-temperature magneto-
transport measurements on a high mobility graphene ring encapsulated
in hexagonal boron nitride. We observe the co-existence of weak local-
ization, Aharonov-Bohm (AB) oscillations and universal conductance
fluctuations. We investigate the periodicity of the AB oscillations as
a function of charge carrier density and find clear evidence of the AB
effect even at very low carrier densities. Finally, we report on the in-
vestigation of the AB oscillations in the cross over regime of emerging
quantum Hall effect at reasonable magnetic fields.

CPP 19.4 Tue 10:15 A 053
Ab-initio simulations of local current flows in functional-
ized graphene flakes and ribbons — eMicHAEL WaLrz!, Jan
WILHELM2, ALEXEI BAGRETS!, and FERDINAND EVERs® — lInstitute
of Nanotechnology, Karlsruhe Institute of Technology, D-76131 Karl-
sruhe, Germany — Z2Institute of Physical Chemistry, University of
Ziirich, CH-8057 Ziirich, Switzerland — 3Institute for Theoretical
Physics, University of Regensburg, D-93040 Regensburg, Germany

Using our DFT-based transport framework AITRANSS |[1], we calcu-
late the transmission and the local current density in graphene flakes
functionalized by adsorbed atoms, such as nitrogen or hydrogen. We
find that even a single nitrogen atom can almost completely suppress
the conductance of a (gated) graphene armchair nano-ribbon. In this
situation local ring currents emerge that result in local (orbital) mag-
netic moments.

In addition, the current flow shows a highly inhomogeneous struc-
ture. In the absence of any scatters, the current flows along parallel
streamlines that exhibit a strong lateral modulation [2]. In the presence
of scattering centers, such as 20% hydrogen absorbants, we observe a
filamentary pattern of streamlines. It exhibits local ring currents (“ed-
dies”) that go along with sizeable local magnetic fields, B(r). [3]

In the future, we plan to study the statistics of local currents of such
large flakes and its dependency on the impurity concentration.

[1] A. Arnold, F. Weigend, F. Evers, J. Chem. Phys. 126 (2007)
[2] J. Wilhelm, M. Walz, F. Evers, Phys. Rev. B 89 (2014)
[3] M. Walz, J. Wilhelm, F. Evers, Phys. Rev. Lett. 113 (2014)

CPP 19.5 Tue 10:30 A 053
Fabry-Pérot interference in monolayer and bilayer graphene
devices — eMiNG-Hao Liu and KrLaus RicHTER — Institut fiir The-
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oretische Physik, Universitat Regensburg, D-93040 Regensburg, Ger-
many

Recent progress on high-quality graphene device fabrications has
made submicron- or even micron-scale phase-coherent phenomena in
graphene experimentally observable. Hence reliable quantum trans-
port simulations for ballistic graphene devices are nowadays highly
demanded. In this talk we give an overview on how such simulations
can be accurately and efficiently performed. Concrete examples of
Fabry-Pérot interference in single pn junctions in suspended mono-
layer graphene [1], multiple pn junctions in monolayer graphene on
substrate [2], and pnp junctions in bilayer graphene encapsulated by
hexagonal boron nitrite [3] will be briefly shown, as well as further
studies of “electron optics” in graphene.

[1] P. Rickhaus, R. Maurand, M.-H. Liu, M. Weiss, K. Richter,
and C. Schonenberger, Nature Comm. 4, 2342 (2013);

M.-H. Liu, et. al., arXiv:1407.5620 (2014).

[2] M. Drienovsky, F.-X. Schrettenbrunner, A. Sandner, D. Weiss,
J. Eroms, M.-H. Liu, F. Tkatschenko, and K. Richter,

Phys. Rev. B 89, 115421 (2014).

[3] A. Varlet, M.-H. Liu, V. Krueckl, D. Bischoff, P. Simonet,

K. Watanabe, T. Taniguchi, K. Richter, K. Ensslin, and T. Thn,
Phys. Rev. Lett. 113, 116601 (2014).

CPP 19.6 Tue 10:45 A 053
Substrate-Induced doping of supported graphene: an ab ini-
tio study — eAREzoo DiaNaT!, RAFAEL GUTIERREZ!', ZHONGQUAN
L1ao?, MARTIN GALL?, EHRENFRIED ZscHECHZ, and GIANAURELIO
CuniBeRrTI! — lInstitute for Materials Science, Technische Univer-
sitdt Dresden, D-01062 Dresden, Germany — 2Fraunhofer Institute
for Ceramic Technologies and Systems, D-01109 Dresden, Germany

A major challenge for applications of graphene in nanoelectronics is
the absence of a band gap in its low energy spectrum. One possibility
of gap opening is doping and there are various methods to achieve it:
evaporation, thermal treatment, and plasma doping. In this study,
using ab initio molecular dynamics, we investigate graphene doping
mediated by substrate-induced mechanisms. More specifically, we ad-
dress graphene on a B-doped Si(100) surface. Our ab initio total energy
calculations show that B atoms prefer to locate on the surface layer
of Si(100). Further, intercalation of B atoms into vacancy positions
of graphene is only found for temperatures larger than 700 K. In a
second step, the electrical transport properties of B-doped graphene
are studied using the non-equilibrium Green’s function approach.

15 min. break.

CPP 19.7 Tue 11:15 A 053
Density of states of graphene with vacancies — eSoumya BErA
— MPI-PKS, Dresden

We numerically calculate the density of states (DOS) of graphene in
the presence of compensated vacancy disorder. The model belongs
to the BDI class of Atland-Zirnbauer symmetry classification of disor-
dered metals, where the non-linear Sigma model predicts a Gade-type
singularity in the DOS p(E) ~ E~lexp(—|log(E)|~1/2). We show that
in the pre-asymptotic regime this is indeed true, however, at even lower
energies the Gade-type behavior gives away to a stronger singularity
of the form p(E) ~ E~1|log(E)|~® with 2 > 2 > 1 in agreement with
recent analytical work (Ostrovsky et al., PRL 113, 186803). We con-
clude that the generic Sigma model of the BDI class does not apply
for strong (unitary) scatterers; the nature of disorder is of important
to determine the low energy behaviour of disordered graphene.

(1] PRL 113, 186802 (2014).

CPP 19.8 Tue 11:30 A 053
Nonlocal optical excitations and dynamic shear viscosity of
graphene — eJuLia Link, PETER P. ORrTH, and JORG SCHMALIAN
— Institute for Theoretical Condensed Matter physics, Karlsruhe In-
stitute of Technology (KIT), 76131 Karlsruhe

We study the dynamic shear viscosity of the interacting electronic fluid
of graphene in the finite frequency, collision-less regime, relevant for
nonlocal optical properties. We determine the frequency dependence
of the dynamic shear viscosity for non-interacting graphene and study
the influence of the long-range Coulomb interaction. Finally we discuss
a setup where the viscosity can be spectroscopically measured.

CPP 19.9 Tue 11:45 A 053

Transport phenomena in deformed graphene: Magnetic field
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versus curvature — THoMAS STEGMANNDYZ and eNIKODEM Szpak!

— IFakultit fiir Physik, Universitéit Duisburg-Essen, Duisburg, Ger-
many — 2Instituto de Ciencias Fisicas, Universidad Nacional Au-
tonoma de Mexico, Cuernavaca, Mexico

The current flow in deformed graphene nanoribbons is studied theo-
retically. Using a tight-binding model, we apply the nonequilibrium
Green’s function (NEGF) method to investigate how a localized de-
formation and a perpendicular magnetic field affect the current flow.
At long wavelengths, the eikonal approximation applied to the effec-
tive Dirac equation leads to the Mathisson-Papapetrou equations de-
scribing trajectories of a spinning point-like particle in a curved space.
We show that these trajectories are compatible with the current flow
paths of the NEGF calculations. The deformation has two-fold effect
on them: First, via a pseudo-magnetic field, with sixfold symmetry of
attractive and repulsive regions, which acts differently on electrons and
holes, but changes its sign when going from the K to the K’ point. Sec-
ond, via an attractive force due to the curvature of the ribbon, which
treats electrons and holes equivalently. We conclude with an outlook
on how to use deformed graphene ribbons for geometrical focusing of
the current flow.

CPP 19.10 Tue 12:00 A 053

Merging of the Dirac points in electronic artificial graphene —

eJUrAJ FEILHAUERD2, WALTER APEL!, and Lubwic SCHWEITZER!

I Physikalisch-Technische Bundesanstalt (PTB), Braunschweig, Ger-
many — 2Institute of Electrical Engineering, Slovak Academy of Sci-
ences, Bratislava, Slovakia

Artificial graphene (AG) is a man-made electron system which has a
similar bandstructure as normal graphene, i.e. in the low-energy part
of the electronic spectrum, two bands touch and form a pair of Dirac
cones. We study analytically and numerically the bandstructure of
electronic AG under uniaxial strain. Here, AG is created from the two-
dimensional electron gas by applying a repulsive triangular potential
and the effect of strain is modeled by tuning the distance between the
repulsive potentials along the armchair direction. In normal graphene,
the theory based on nearest-neighbour tight-binding approximation
predicts that due to the change of the hopping integrals by applying
uniaxial strain, both Dirac cones are shifted away from the corners of
the Brillouin zone and also becomes elliptical instead of circular. With
increasing compressive strain, the Dirac cones move along the edge of
Brillouin zone towards each other until they merge. We show that such
a merging of the Dirac cones also exists in uniaxially compressed AG.
With applied strain, we find the Dirac cones are also tilted and that
can be simulated by the presence of a next-nearest-neighbour hopping
in the tight-binding hamiltonian. We discuss a possible realization of
our theoretical results in a recent experiment with molecular graphene.

CPP 20: Membranes and vesicles | (joint session BP, CPP)

Time: Tuesday 9:30-12:30

Invited Talk CPP 20.1 Tue 9:30 H 1028
Multifaceted BAR-domain proteins to shape cell mem-
branes — CoLINE PrévosT!, Mo Stmunovic!:2, HENRI-FRANGOIS

ReNARD!, EMMA EvVERGREN®, HARVEY McMaHON?, LUDGER
Jonannes!, Jacques Prost!, ANDREwW CaLran-Jones?, and
ePaTRICIA Bassereau! — llnstitut Curie, Paris, France —

2University of Chicago, USA — 3MRC, Cambridge, UK — 4University
Paris-Diderot, France

Cell plasma membranes are highly deformable and are strongly curved
upon membrane trafficking or during cell motility. BAR-domain pro-
teins with their intrinsically curved shape and their interaction with
the actin cytoskeleton are involved in many of these processes.We have
used in vitro experiments to study the interaction of BAR-domain pro-
teins with curved membranes for understanding how inverted-BAR do-
main proteins such as IRSp53 are involved in the generation of filopodia
and how the BAR-domain protein endophilin A2 can scission tubules
induced by Shiga toxin internalization. We have pulled membrane nan-
otubes of controlled curvature from Giant Unilamellar Vesicles (GUVs)
using optical tweezers and micropipette aspiration. With this approach
coupled to theoretical modeling, we have evidenced for IRSp53 a pro-
tein phase separation along the nanotube occurring at low protein
density for weakly curved membranes. It can explain the in vivo local
clustering of the protein, a primary step in filopodia generation that
precedes the recruitment of other partners. We have also shown that
endophilin A2 scaffolds and stabilizes tubes in static conditions but
induces scission when the tube is dynamically extended.

CPP 20.2 Tue 10:00 H 1028
Measuring the composition-curvature coupling in binary lipid
membranes by computer simulations — eISRAEL ABRAHAM
BARRAGAN ViIDAL and MArcus MULLER — Institut fiir Theoretis-
che Physik, Georg-August-Universitat, Friedrich-Hund-Platz 1, 37077
Gottingen, Germany

This manuscript contributes to the field of biophysics, in particular,
the formation of local composition inhomogeneities in model mem-
branes (rafts). We present a simple phenomenological model to de-
scribe the effective coupling between curvature and composition in a
two-component lipid bilayer. Beside the elastic contribution to the
free energy and an intrinsic coupling between curvature and compo-
sition, our model also includes contributions from a composition- and
curvature-dependent free energy of mixing.

Using an implicit-solvent model we extract the intrinsic composition-
curvature coupling from computer simulations with planar and highly
curved cylindrical bilayers. Beside the effective curvature-composition
coupling, our computational strategy offers an alternative to obtain
the spontaneous curvature from moments of the stress profile across a
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bilayer membrane. We expect this strategy will find further applica-
tions.

CPP 20.3 Tue 10:15 H 1028
New Strategy to Study a Single SNARE Mediated Mem-

brane Fusion Event — eJose NaBor Varcas!, KEwiN Howan?Z,

ANDREA GonrLki??*, RALF SEEMANN!3 JEAN-BAPTISTE FLEURY!,
and FrepERIC PINcET?* — 1Experimental Physics, Saarland Univer-
sity, Saarbriicken, Germany — 2Laboratoire de Physique Statistique,
Ecole Normale Supérieure, 75005 Paris, France — 3Max Planck In-
stitute for Dynamics and Self-Organization, Gottingen, Germany —
4Department of Cell Biology, School of Medicine, Yale University, CT
06520 New Haven, USA

We present an approach to explore the properties of a single SNARE
mediated membrane fusion event in a microfluidic chip. In a first step,
a single free standing lipid membrane is generated at a defined position
with the Droplet Interface Bilayer technique (DiB). In a second step,
we inject a solution of divalent cations (Calcium, Ca2+) and small
unilamellar vesicles functionalized with T-SNARE proteins (T-SUVs)
around the planar membrane using a volume controlled flow. The
presence of calcium mediates the direct fusion of the vesicles with the
planar membrane, which is incorporating the proteins into the mem-
brane. In a third step, we remove the calcium and the T-SUVs with a
buffer solution. After this washing step, a solution of small unilamellar
vesicles functionalized with V-SNARE proteins (V-SUVs) is injected
around the planar membrane. And finally, we study single fusion event
with good optical and electrical access.

CPP 20.4 Tue 10:30 H 1028
Mechanics of the cell membrane coupled to the actomyosin
cortex — ¢JOCHEN A. M. SCHNEIDER and GUILLAUME SALBREUX —
Max Planck Institute for the Physics of Complex Systems, Dresden,
Germany

The cell membrane is the outer layer of a biological cell. It consists
of lipids which form a two-dimensional fluid bilayer structure and is
attached via linker proteins to the underlying actomyosin cortex, a
thin network of actin filaments and myosin motors. In the past years,
research has mainly focused on the physical description of the cell
membrane and cytoskeleton independently. However, little is known
on how they mechanically interact in the cell.

Here, we present a model for the interaction of membrane and cy-
toskeleton based on the assumption that the anchored membrane is
attached to the underlying actomyosin cortex, subjected to active ten-
sion arising from myosin activity. Cell pressure results in membrane
protrusions which can equilibrate their surface tensions by exchange
of lipids. Using this physical description, we characterize how excess
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membrane area distributes around the cell. Based on a few fundamen-
tal cell parameters, the cortex tension, the membrane bending stiffness
and the anchoring strength, we find a phase diagram with regions cor-
responding to a homogeneous distribution of membrane, to the pulling
of membrane tubes and to the formation of one or several blebs. We fi-
nally use this result to discuss potential consequences for the mechanics
of the cell.

CPP 20.5 Tue 10:45 H 1028
Using Markov state models to obtain free energies of
(de)mixing — eDJurre H. DE JoNG and ANDREAS HEUER — Uni-
versity of Miinster, Miinster, Germany

Obtaining free energies of demixing in multicomponent systems, for
example lipid bilayers, would greatly benefit many (theoretical) stud-
ies. For such systems the initial state, i.e. the mixed configuration, is
often thermodynamically highly unstable. This can render standard
techniques like umbrella sampling problematic.

We show that application of Markov state models to several short
and independent simulations allows one to extract the free energy gain
upon demixing very reliably. Here it is important that the temporal
evolution of an appropriately defined order parameter displays local
fluctuations. Specifically, this method is applied to a two component
Ising model and a binary Lennard-Jones system.

15 min break

CPP 20.6 Tue 11:15 H 1028
The Mechanism of Phagocytosis: Two Stages of Engulfment
— eDaviD M. RicHAarDs and RoBERT G. ENDRES — Imperial College
London, UK

Despite being of vital importance to the immune system, the mecha-
nism by which cells engulf relatively large solid particles during phago-
cytosis is still poorly understood. From movies of neutrophil phagocy-
tosis of polystyrene beads, we measure the fractional engulfment as a
function of time and demonstrate that phagocytosis occurs in two dis-
tinct stages. During the first stage, engulfment is relatively slow and
progressively slows down as phagocytosis proceeds. However, at ap-
proximately half-engulfment, the rate of engulfment increases dramati-
cally, with complete engulfment attained soon afterwards. By studying
simple mathematical models of phagocytosis, we suggest that the first
stage is due to a passive mechanism, determined by receptor diffusion
and capture, whereas the second stage is more actively controlled, per-
haps with receptors being driven towards the site of engulfment. We
then consider a more advanced model that includes signalling and cap-
tures both stages of engulfment. This model predicts that there is an
optimum ligand density for quick engulfment. Further, we show how
this model explains why non-spherical particles engulf quickest when
presented tip-first.

CPP 20.7 Tue 11:30 H 1028
No spatial spreading of chemotactic signaling in amoe-
boid cells upon receptor stimulation — eMaTTHIAS GERHARDT,
MicHAEL WALz, and CARSTEN BETA — Institut fiir Physik und As-
tronomie, Karl-Liebknecht-Strasse 24/25, 14476 Potsdam, Germany

Recently we have shown that in chemotactic Dictyostelium discoideum
cells stimulation of a confined membrane region with cAMP leads to
confined signaling of PIP3, PTEN, and filamentous actin. A conse-
quence of this observation is that cAMP stimuli cannot trigger spatial
spreading of intracellular signaling. However, in the absence of an ex-
tracellular cAMP stimulus, components of the signal transduction sys-
tem where observed to form traveling waves that show all hallmarks of
an excitable system. This excitable system is characterized by PIP3-
rich membrane regions circumscribed by actin segments propagating
together as a composite wave across the substrate attached membrane
of a Dictyostelium cell. Since cAMP stimulation causes depletion of
such waves, we concluded there must be an intracellular switch, which
determines whether the signal transduction is excitable or not. Since
earlier observations show that a [betagammal|G knockout remarkably
enhances PI3K activity, we conjecture that the PI3K is a suitable can-
didate to take on the role of an intracellular switch which controls
excitability.

CPP 20.8 Tue 11:45 H 1028

40

Recognition Force Spectroscopy on Lamellar Body Sur-
factants collected from Primary Alveolar Cells Type II
— ePaTrick Paur!, Nina Hosr®3, Susanne RappL!, THowMmAas
HaLLER3, MANFRED Frick?, and Kay E. GorrscHALK! — lInstitute
of Experimental Physics, Ulm University, Ulm, Germany — 2Institute
of General Physiology, Ulm University, Ulm, Germany — 3Department
of Physiology and Medical Physics, Division of Respiratory Cell Phys-
iology, Medical University of Innsbruck, Innsbruck, Austria

Type II pneumocytes produce and secrete pulmonary surfactant into
the alveoli of the lung. Surfactants lower the surface tension between
the air-liquid interface within the alveoli. Surfactant consists of mul-
tilayers of lipids, mainly phosphatidylcholine, and specific, embedded
surfactant proteins (SP-B and SP-C). Physiological studies demon-
strated that these proteins play a major role in the stability of the
surfactant [1]. However, the precise nature and exact structure of how
these proteins are arranged within the lipids is yet unknown.

Hence, we imaged the structure of SP-B and SP-C assembly within
a single-lipidlayer surfactant with single molecule force spectroscopy.

Reference: [1] Jestus Pérez-Gil, Structure of pulmonary surfactant
membranes and films: The role of proteins and lipid-protein interac-
tions, 2008, Biochimica et Biophysica Acta 1778, 1676-1695

CPP 20.9 Tue 12:00 H 1028
Local viscosities near plasma membranes of living cells —
oFELIX JUNGER and ALEXANDER RoOHRBACH — Lab for Bio- and
Nano-Photonics, University of Freiburg, Georges-Koehler-Allee 102,
79110 Freiburg, Germany

The molecular processes of particle binding and endocytosis are in-
fluenced by the locally changing mobility of the particle nearby the
plasma membrane of a living cell. Close to different cellular interfaces,
the viscous drag « changes strongly with the distance to the interface.
In our work we use photonic force microscopy (PFM) to investigate
how ~ changes when an optically trapped 1pum polystyrene bead ap-
proaches the plasma membrane of different biological cells. The bead’s
temporal fluctuations are tracked interferometrically in three dimen-
sions with nanometer precision and on a microsecond time scale. The
autocorrelation of the bead’s motion reveals the friction coefficient y(d)
as a function of bead-membrane distance d. We find a simple expo-
nential decay for v(d) with a hydrodynamic decay length A(d) that fits
well to the obtained experimental data. We investigated different cell
types (J774, HT29, MDCK) and a giant unilamellar vesicle (GUV).
We find that all values A(d) measured at biological membranes are
significantly longer than those of a rigid glass coverslip, giving rise to
the conclusion that the deformable shape of the membrane influences
the hydrodynamic interaction.

CPP 20.10 Tue 12:15 H 1028
Fluorescence Imaging of Light Induced Reactive Oxy-
gen Species (ROS) in Plant Cell Tissue — eFRANz-JOSEF
Scumrtt!, ViapiMiR KRrEsLavski?, GALINA N. ScCHIRSHIKOVAZ,
CsonGor KEUER!, SERGEI K. ZHARMUKHAMEDOVZ, SULEYMAN I.
ALLAKHVERDIEVZ, and THoMAs Frieprica! — llnstitute of Chem-
istry, Bioenergetics, TU Berlin, Berlin, Germany — 2Institute of Basic

Biological Problems, RAS, Pushchino, Moscow Region, Russia

UV-radiation in combination with toxic compounds like polyaromatic
hydrocarbons (PAHs) lead to generation and accumulation of reac-
tive oxygen species (ROS) in animal and plant cells. ROS generation
by naphthalene (Naph), a lipophilic PAH, was studied with fluores-
cence microscopy employing the ROS sensitive dye dichlorofluorescein
(DCF). Under high light illumination, Naph-treated leaves of Ara-
bidopsis thaliana showed the spread of ROS waves across the tissue
with a period time of 20 min. The reduction of PSII activity at the
presence of Naph was accompanied by transient generation of hydrogen
peroxide as well as swelling of thylakoids and distortion of cell plasma
membranes. It could be shown that Naph treated leaves of Arabidopsis
thaliana show enhanced DCF fluorescence in the thylakoid membrane.
The comparison of short term and long term exposure to different
PAHs revealed that at short term exposure, the PAHs with high wa-
ter solubility lead to the strongest reduction of PS II activity while
after long term exposure the effect of PAHs with low water solubility
is stronger.
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CPP 21: Polymer dynamics

Time: Tuesday 9:30-13:00

CPP 21.1 Tue 9:30 C 264
Self-Entanglement of a Long Polymer Chain — eDimppo Dip-
DENS, ALBERT JOHNER, and JORG BAscHNAGEL — Institut Charles
Sadron, Université de Strasbourg, 23 Rue du Loess, BP 84047, 67034
Strasbourg Cedex 2

We study the effective interaction between the two halves of a long
polymer chain under ©-conditions by both Monte Carlo and Molecu-
lar Dynamics simulations. It is well known that in good (poor) sol-
vents, different chain segments repulse (attract) each other, whereas
these two opposing effects roughly cancel in the vicinity of the ©-point.
However, the topological self-interaction of long polymer chains under
these conditions is less clear, which motivated our present analysis.

In a first step, we analyze structural properties such as the number
of monomeric contacts between the two halves of the chain as well as
characteristic topological quantities. Subsequently, we focus on the
dynamical processes leading to the disengagement of the two halves
after cutting the chain in the middle. This question is relevant for
stimuli-responsive materials, in which e. g. the central bond of a long
polymer chain is cleaved photochemically. Another motivation stems
from biological issues such as the enzymatic cutting of long DNA/RNA
strands in a crowded medium, which also involves the disengagement
of distinct parts of long polymer chains. Finally, we will give a brief
account on other architectures such as polymer stars.

CPP 21.2 Tue 9:45 C 264
Numerical rate theory approach to polymer escape — eHARRI
MokkONEND2 Tapio ArLa-NissiLal, and Hannes Jonssonb2 —
1Department of Applied Physics and COMP CoE, Aalto University
School of Science, P.O. Box 1100, FIN-00076 Aalto, Espoo, Finland —
2Faculty of Physical Sciences, University of Iceland, Reykjavik, Iceland

The polymer escape problem in an external double well potential is
studied. The polymer is known to cross the energy barrier in a coiled
form below critical length N¢o and in a stretched form above N¢, cor-
responding to so called "kink" solution in instanton theory [1,2]. We
perform Brownian dynamics simulations to obtain the crossing rate
Rwmp as a function of the chain length N and the spring constant
K. We numerically find the minimum energy path of the transition
and by using the harmonic approximation of transition state theory
recover the crossing rate RyrsTt agreeing with the simulations up to
N¢. Above N¢ the energy barrier of the transition becomes flat so
the crossing rate by harmonic approximation fails to give the quan-
titatively correct rate. We study the diffusive mechanism on top of
the flat barrier to obtain dynamical corrections f(N) for the harmonic
approximation of the crossing rate R’ = f(N)RursT-

[1] S. K. Lee and W. Sung, Phys. Rev. E 63, 021115 (2001).

[2] H. Mo6kkonen, T. Ikonen, H. Jonsson, T. Ala-Nissila, J. Chem.
Phys. 140, 054907 (2014).

CPP 21.3 Tue 10:00 C 264
Dynamics of Living Polymers — e ALt MALEK. and REINER KREE
— Georg August Universitdt Gottingen
Living polymers constitute an important class of active soft matter.
They refer to a large class of polymers whose lengths are ever chang-
ing. These changes in length, in many cases, is due to addition (poly-
merization) or subtraction (depolymerization) of monomer units at
their active ends. We construct an analytically tractable model for a
flexible chain (Rouse Model), which grows in length by a power law
I(t) = ~vt*. We find asymptotically exact solutions in the long-time
regime, which allow to calculate the dynamical structure and the rheo-
logical properties both for free and forced chains. Our analytical results
agree with simulations for times larger than a crossover time t.. As a
result we give new scaling laws for end-to-end distance correlation, the
viscosity and the force against a wall.

CPP 21.4 Tue 10:15 C 264
Studying linear and nonlinear viscoelasticity of highly en-
tangled polymer melts with computer simulations — eGuoJIE
ZHANG, ToORSTEN STUEHN, KosTAas Daouras, and Kurtr KREMER —
Max Planck Institute for Polymer Research, Ackermannweg 10, 55128,
Mainz, Germany

Viscoelasticity of entangled polymeric liquids is important for both ba-
sic science and industrial applications, e.g. polymer processing. Partic-
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ularly important is the regime of nonlinear viscoelastic behavior, which
however is still not well understood. Using computer simulations, we
focus on obtaining a molecular understanding of chain retraction pro-
cess in entangled polymers under a large step-strain. Benefiting from
a simulation scheme recently developed, equilibrated configurations
of high molecular weight polymer melts (number of entanglements
per chain Z > 100) described with microscopic details are generated.
Regimes of linear and nonlinear viscoelasticity of entangled polymers
are addressed by imposing a stepwise strain on these samples. In those
highly entangled melts, a clear plateau modulus is observed in the lin-
ear regime (e.g. small step strain). A quantitative agreement between
value of entanglement length estimated from the plateau modulus and
that measured from primitive path analysis is found. To study chain
retraction process in nonlinear regime, we monitor the evolution of
entanglement densities and single-chain structure factor in a largely
strained sample.

CPP 21.5 Tue 10:30 C 264
Relaxation of Semiflexible Polymers with Branching, Loops,
and Dihedral Interactions — eMaxiMm DoLGgusHEV — Theoretical
Polymer Physics, University of Freiburg, Germany

This talk concentrates on recent advances in the mathematical-
analytical theory of semiflexible polymers[1-3]. Based on the frame-
work of semiflexible treelike polymers[4] as well as on its further ex-
tensions, the following results of new investigations will be presented:

(1) The study of the orientational relaxation of the single segments
in semiflexible dendrimers [1]. Here, focusing on the NMR relaxation
functions, it has been shown that including bending rigidity allows
one to distinguish between segments for different dendrimer’s shells,
whereas the fully flexible model does not show such a feature.

(2) The basic model of Ref. [4] involves only angular restrictions. A
next step forward is devoted to the investigation of the role of dihedral
constraints. Remarkably, also in this, more complex situation one can
obtain analytic results, as we show for linear chains [2].

(3) The semiflexibility constraints are introduced in a mean-field way
[2,4], i.e. they do not reduce the number of degrees of freedom. How-
ever, for polymers with loops the closure conditions represent strict
holonomic constraints. These can be taken into account based on the
penalty function method [3].

[1] D.A. Markelov et al., J. Chem. Phys. 140, 244904 (2014).

[2] M. Dolgushev, A. Blumen, J. Chem. Phys. 138, 204902 (2013).

[3] M. Dolgushev et al., J. Chem. Phys. 141, 014901 (2014).

[4] M. Dolgushev, A. Blumen, J. Chem. Phys. 131, 044905 (2009).

CPP 21.6 Tue 10:45 C 264
Entropic segregation of ring polymers confined to a cylinder
— oELENA MININA and AXEL ARNOLD — Institute for Computational
Physics, University of Stuttgart, Allmandring 3, 70569, Stuttgart, Ger-
many

Newly replicated circular chromosomes segregate inevitably during cell
division in elongated primitive bacteria such as E.coli. Although many
proteins surrounding the chromosomes are possibly involved in this
process, the chromosomes would also move apart without these. The
reason is, that overlapping chromosomes lose conformational entropy,
and the only chance to gain this entropy is to segregate. In the present
study we investigate entropic segregation of ring polymers confined to
a cylinder. Using MD simulations and renormalized Flory theory, we
estimate how fast overlapping rings segregate and show that the ob-
tained results can be explained by previous results on linear polymers
and a simple rescaling argument. This rescaling is based on an argu-
ment that a ring can be treated as two independent chains trapped in
smaller subcylinders. Our results indicate that this argument can be
extended to arbitrary amounts of overlapping chains occupying differ-
ent amounts of space. The polymers however start segregation only
after the initial symmetry of full overlap has been broken. This induc-
tion happens by rearranging the polymer ends. We previously showed
for linear chains, that this induction time grows exponentially with
the polymer length, making segregation a rather slow process. The
ring topology however facilitates the segregation process reducing the
induction time significantly compared to linear polymers.

CPP 21.7 Tue 11:00 C 264

Chain Dynamics near the Unentangled-Entangled Transi-
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tion — eHERWIN JEROME UNIDAD!, MICHAELA ZampoNI!, Ox-
ANA Ivanoval, Lurz WiLLNer?, WiM Pyckaour-HINTZENZ, AN-
DREAS WIscHNEWsKI2, DIETER RicHTERYZ, and LEwis FETTERs®
— LJCNS, Outstation at MLZ, Forschungszentrum Juelich, Garching,
Germany — 2JJCNS-1/ICS-1, Forschungszentrum Juelich, Juelich,
Germany — 3Department of Chemical and Biological Engineering,
Cornell University, Ithaca, New York

It is well-known that the transition between unentangled to entangled
dynamics occurs at a critical molecular weight (Mc), typically assumed
to be twice the entanglement molecular weight (Me). Recently, we have
reiterated a previous finding that the ratio between Mc and Me doesn’t
assume a universal value of 2 for all polymer melts but in fact shows
a dependence on the packing length (p). Not withstanding, the phys-
ical picture behind the independent existence of Me and Mc remains
unclear.

Here, we reinvestigate the problem by probing the microscopic dy-
namics of polybutadiene melts near the transition by neutron spin
echo spectroscopy. We analyze the dynamic structure factor within
the framework of the Rouse model with modified mode spectrum. We
find that suppression of long-wavelength modes in the spectra already
occurs for melts with molecular weight above Me, even if they are still
below Mc. We rationalize these results based on earlier ideas on en-
tanglement formation. We also apply this framework in confronting
our viscosity data for various polymers.

15 min. break.

CPP 21.8 Tue 11:30 C 264
Model-free information on polymer dynamics from neutron
backscattering — eFELIX RoosEN-RUNGE and TiLo SEYDEL — In-
stitut Laue-Langevin, Grenoble, France

Quasi-elastic and inelastic neutron backscattering is well-suited to
study dynamics at time scales of several pico- to nanoseconds and
nanometer length scales. Dynamical transitions in polymers versus
temperature or time can been monitored via the mean-squared dis-
placement obtained in a model-free way from scans of the elastic scat-
tering at zero neutron energy transfer. Recent instrument updates at
the spectrometer IN16B (Institut Laue-Langevin, Grenoble) allow for
so-called inelastic fixed window scans (IFWS) at fixed non-zero neu-
tron energy transfer [1]. In combination with the achieved high flux,
IFWS allow to monitor dynamics in more detail, e.g. focusing on tunnel
spectra. A generalized mean-squared displacement from IFWS can be
used as a model-free indicator of confined and anomalous diffusion [2].
We outline the power of the IFWS using analytical results for the mea-
sured quantities. Our results allow a direct evaluation of the effect of
instrumental resolution on the measured mean-squared displacement.
We discuss further application of IFWS such as monitoring dynamical
heterogeneities in the sample.

[1] B. Frick et al., Nucl. Instrum. Meth. A 669, 7 (2012)

[2] F. Roosen-Runge, T. Seydel, EPJ Web of Conferences, in press

CPP 21.9 Tue 11:45 C 264
Shear-induced ordering or disentaglement? eULRICH
ScHELER — Leibniz-Institut fiir Polymerforschung Dresden e.V.

Rheo NMR permits the investigation of molecular dynamics in a wide
range of correlation times of polymer melts or solutions under shear
in a Couette cell. transverse relaxation T2 is strongly affected by the
slow dynamics of polymer chain segments. One would expect a strong
shortening of T2 as a result of shear-induced ordering of the polymer
chains in a Couette cell. However the opposite is observed T2 becomes
longer in melts of poly(propylene) and solutions of poly(styrene sul-
fonate), which can be explained by a loss of entanglements as a result
of the shear.

CPP 21.10 Tue 12:00 C 264

Bottlebrush melts — eJarosLaw PaTUrRes}2, SERGEI SHEIKO3,
and MicHAEL RUBINSTEIN® — !Leibniz-Institut of Polymer Research,
Dresden, Germany — 2Institute of Physics, University of Szczecin,

Szczecin, Poland — 3Department of Chemistry, University of North
Carolina, Chapel Hil, NC, USA

A bottlebrush polymer is a branched macromolecule composed of a
linear chain (backbone) with sidechains densely tethered to it. High
grafting density of side chains gives rise to various unique structural
properties, such as highly extended conformations of their backbones
and tunable character of their stiffness and rheological properties with
degree of polymerization of the side chains. We conducted coarse-
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grained molecular dynamics simulations to determine how the number
of Kuhn segments in a bottlebrush backbone L and in the sidechains N
affect size, stiffness, and structure of these molecules. We found that
the size (mean-squared radius of gyration and end-to-end distance)
and persistence length of bottlebrushes in a melt state scales as N1/2.

CPP 21.11 Tue 12:15 C 264
Thermophoresis of linear polymers: is it Rouse or Zimm? —
eWERNER KOHLER! and KONSTANTIN Morozov? — 1Physikalisches
Institut, Universitdt Bayreuth, D-95440 Bayreuth, Germany —
2Department of Chemical Engineering, Technion Israel Institute of
Technology, Haifa 32000, Israel

Polymer thermophoresis, the migration of dissolved polymer chains
along a temperature gradient, is independent of molar mass for suffi-
ciently long chains. Systematic experiments in our group have shown
that the relevant units are not the monomers but rather correlated
entities of the size of the Kuhn segment. The molar mass indepen-
dent thermophoretic mobility has been interpreted in the literature
in terms of a Rouse-type dynamics based on a draining coil model.
Recent results reported for linear chains, crosslinked microgels, and
core-shell particles of the thermoresponsive polymer PNIPAM together
with older data for copolymers suggest, however, a non-draining coil
with hydrodynamic coupling (Zimm). We show that the relevant ther-
mophoretic interactions decay o r—2 and, thus, much slower than the
short-ranged (oc r~%) van der Waals interactions. In consequence,
thermophoresis results from volume rather than surface forces. The
hydrodynamic flow penetrates only into a boundary layer of the coil
and causes tangential stress on the coil as a whole, and not on the
scale of the individual segments. The experimentally observed molar
mass independence of the thermophoretic mobility naturally follows
from the model.

CPP 21.12 Tue 12:30 C 264
Water enhanced dynamics of cellulose paper — ¢BijorN KuT-
TICH, ANN-KATHRIN GREFE, and BERND STUHN — Experimental
Condensed Matter Physics, TU Darmstadt, Germany

With over 50 weight percent cellulose represents the main part of plant
cells. In terms of soft matter physics it is a rather complex and impor-
tant biopolymer. Corresponding to its biological application cellulose
is insoluble in water, but due to the monomers hydroxy groups it has
a hygroscopic tendency. In industrial applications cellulose is the ma-
jor component of paper, where water uptake can become important
during manufacturing or processing.

While hydration effects on crystalline cellulose are already investi-
gated the dynamics in cellulose papers, where highly oriented cellulose
fibres are used, are less understood. In this work we therefore focus
on a systematic variation of the hydration level of cellulose paper with
different porosities. By using a hydration chamber for the humidifica-
tion process, in which the relative air humidity can precisely be tuned,
a water content in the sample between a few weight percent of wa-
ter up to almost 20 percent can be realised. While our investigations
by dielectric spectroscopy show only minor influences of the papers
porosity, accelerated dynamics due to the presence of water become
apparent. In contrast to the acceleration also the suppression of a
local relaxation mode, which is not observed for crystalline cellulose,
is found. To monitor water uptake of the sample and its character-
istic time scale, all measurements are accompanied by time resolved
weighing experiments, which reveal an uniform hydration process.

CPP 21.13 Tue 12:45 C 264
Glassy dynamics of Poly(2-Vinyl-Pyridine) brushes with
varying grafting density — eNiLs NEUBAUER!, RENE WINKLERZ,
MaRrTIN Tress!, PrTrRA Unrmann?, MANFRED REIcHE®, and
Frieprice KreEMER! — !Molecular Physics, Institute of Experi-
mental Physics I, Leipzig University, 04103 Leipzig, Germany —
2Nanostructured Materials, Leibniz-Institut fiir Polymerforschung
Dresden e.V., 01069 Dresden, Germany — 3Experimental Depart-
ment II, Max Planck Institute of Microstructure Physics, 06120 Halle

(Saale), Germany

The molecular dynamics of poly(2-vinyl-pyridine)(P2VP) brushes is
measured by Broadband Dielectric Spectroscopy (BDS) in a wide tem-
perature (250 K-440K) and broad spectral (0.1Hz-1MHz) range.
This is realized using nanostructured highly conductive silicon elec-
trodes being separated by silica spacers as small as 35 nm. A “grafting-
to”-method is applied to prepare the P2VP-brushes with five different
grafting densities (0.03nm~2-0.12 nm~2), covering the “true-brush”
regime with highly stretched coils and the mushroom-to-brush transi-
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tion regime. The film thickness ranges between 1.8 to 7.1 (£0.2) nm.
Two relaxations are observed, an Arrhenius-like process being at-
tributed to fluctuations in the poly(glycidyl methacrylate) (PGMA)
linker used for the grafting reaction and the segmental dynamics (dy-

namic glass transition) of the P2VP brushes. The latter is character-
ized by a Vogel-Fulcher-Tammann dependence similar to bulk P2VP.
The results can be comprehended considering the length scale on which
the dynamic glass transition (< 1nm) takes place.

CPP 22: Charged Soft Matter |

Time: Tuesday 9:30-11:30

CPP 22.1 Tue 9:30 PC 203
Dielectric properties of ionic liquids — eGRIGORY ZARUBIN and
Markus Bier — Max Planck Institute IS and University of Stuttgart,
Germany

The study of the dielectric properties of room temperature ionic liquids
(RTILs) is an important task since RTILs are used as solvents in chem-
ical reactions and the knowledge of their global solvation capability is
crucial. Moreover, investigation of the dielectric properties, e.g. via
the dielectric function e(k), does not require sophisticated computer
simulations on the atomistic level because one is concerned with the
behavior of the system on large length scales. Thus, a coarse grained
model of a dense fluid of charged hard spheres (restricted primitive
model, RPM) is assumed to be sufficient. The dielectric properties
of the ionic liquid model were investigated with the help of Monte
Carlo (MC) simulations. The electrical susceptibility x(k) = e(k) — 1
has been calculated and it was assumed to have two constituents:
i) Xind(k) corresponding to the induced charge polarization and ii)
Xorient corresponding to the orientation of effective dipoles formed by
neighboring cation-anion pairs. The comparison of X;ng and Xorient
showed that the ionic liquid is equivalent to a purely dipolar fluid for
external static nonuniform electric fields of wavelengths A < o with
o being the diameter of the cation (anion). An attempt to describe
the orientational component Xorient analytically in the framework of
density functional theory (DFT) has been made. DFT within modified
mean-field approximation is able to describe the computer simulation
results quantitatively in the longwavelength limit (k — 0).

CPP 22.2 Tue 9:45 PC 203
Thermal and structural properties of dense ionic liquids —
eHENDRIK BArRTscH and Markus BiErR — Max Planck Institute IS
and University of Stuttgart, Germany

The phase behavior and the structure of ionic liquids has been a sub-
ject of many theoretical studies, simulations and experiments. How-
ever, it has not been investigated so far which features of the under-
lying Coulomb interaction lead to the properties of ionic liquids. The
aim of this work is to answer the fundamental question, whether the
long-range character or the valency dependence of the Coulomb in-
teraction determine the thermal and structural properties. In order
to investigate the influence of the interaction range a modified Lat-
tice Restricted Primitive Model is considered, where the electrostatic
interactions are truncated at finite distance. Structural and thermal
properties are obtained via grandcanonical Monte Carlo simulations as
functions of the cut-off radius. The critical temperature of the modi-
fied LRPM is found to be an order of magnitude too high as compared
to the ordinary LRPM of the long-ranged Coulomb interaction. Ad-
ditionally, we observe a strong dependence of the critical temperature
on the cut-off radius which does not appear to converge towards the
correct value in the long-range limit. We show by means of an appro-
priately improved model that this defect does not occur and that the
quantitatively correct phase behavior and structure can be obtained if
charge neutrality within the interaction range, which corresponds to
the perfect screening property, is maintained.

CPP 22.3 Tue 10:00 PC 203
Solvent effects of 1-Ethyl-3-methylimidazolium acetate —
oVoLKER LEscu!, ANDrReEAas Heuer!, CHrisTian Horm2, and
Jens SmiaTEk? — lInstitut fiir physikalische Chemie, Westflische
Wilhelms-Universitdt Miinster — 2Institut fiir Computerphysik, Uni-

versitat Stuttgart

Room temperature ionic liquids (RTILs) are promising candidates for
several applications due to their properties with regard to thermal sta-
bility and ionic dissociation. For example the usage as electrolytes or
solvents is investigated. Furthermore, they are less hazardous com-
pared to other solvents.

In this study, we focus solvation effects

on of 1-ethyl-3-
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Location: PC 203

methylimidazolium acetate. Therefore, we conducted molecular dy-
namics simulations of this ionic liquid combined with uncharged and
charged spheres. We investigated the solvation behavior and the dy-
namics of the spheres. We found perturbation in the ordering of the
ionic liquids also for long distances, even for the neutral sphere. The
reason for this perturbation are electrostatic interactions.

CPP 22.4 Tue 10:15 PC 203
A joint theoretical /experimental study of lithium ion dynam-
ics in ionic liquids/lithium salt mixtures — eVOLKER LEesch!,
SEBASTIAN JEREMIAS?, SANGSIK JEoNG3%, Yupong Zuan34 ARr-
IANNA MOoRETTI®#, STEFANO Passerini®?, OLEc Borobpin®, and
ANDREAS HEUER! — lInstitut fiir physikalische Chemie, Westfilis-
che Wilhelms-Universitat Miinster — 2MEET, Universitat Miinster
— 3Helmholtz Institute Ulm — *Karlsruhe Institute of Technology —
5U. S. Army Research Laboratory, Electrochemistry Branch, Sensors
& Electron Devices Directorate

Tonic liquids are design materials and therefore, they can be adjusted to
specific requirements. Due to this fact an understanding on the atom-
istic scale is helpful to improve ionic liquids with respect to certain
properties. To elucidate microscopic processes molecular dynamics
(MD) simulations are a powerful tool.

Polarizable force fields for MD simulations are necessary to mimic
the electron cloud. Furthermore, they are necessary to produce results
which are close to the experiment. In this study, we used an improved
version of the APPLE&P force field. The main focus was to investi-
gate different lithium bis(trifluoromethanesulfonyl)imide (TFSI) con-
centrations in 1-Ethyl-3-Methylimidazolium bis(fluorosulfonyl)imide.
The results strongly depend on the lithium salt concentration due to
a favored coordination of lithium ions by TFSI.

CPP 22.5 Tue 10:30 PC 203

Hydrogen Bond Networks in Protic Ionic Liquids — eToBiAS
ZEeENTEL and OLIVER KUHN — Institut fiir Physik, Universitdat Rostock

To understand the physico-chemical properties of ionic liquids (ILs),
the knowledge of their intermolecular interactions, which is governed
by Coulomb and hydrogen bond (HB) interactions, is of utmost im-
portance. The subclass of protic ILs has strong HBs that allow the
proton to move from the cation to the anion after an exitation, thus
changing the coulombic interactions decisively.

In this contribution we focus on the understanding of the correla-
tions in the HB network dynamics in equilibrium and after excitation
of an ion pair. The IL triethylammonium nitrate (tEAN) serves as a
convenient example for the investigations, because it features a ’simple’
one-dimensional HB network.

The performance, w.r.t describing the HBs in ILs, of density func-
tional based tight binding method (DFTB) is tested by comparing
to ab initio simulations. The DFTB method is numerically efficient
enough to perform simulations for a box consisting of 24 ion pairs with
periodic boundary conditions using equilibrium and non-equilibrium
starting structures. The correlated dynamics of the HB and the effect
of proton transfers using molecular dynamics is investigated.

CPP 22.6 Tue 10:45 PC 203
Lattice-Boltzmann simulations of the electrophoretic stretch-
ing of polyelectrolytes: The importance of hydrodynamic in-
teractions — OwEN HickEy, CHRISTIAN HOLM, and € JENS SMIATEK
— Institut fiir Computerphysik, Universitat Stuttgart, Allmandring 3,
70569 Stuttgart, Germany

In this talk we examine the electrophoretic stretching of polyelec-
trolytes between parallel uncharged plates using molecular dynamics
simulations. We compare simulations where the fluid is modeled im-
plicitly using a Langevin thermostat, which ignore hydrodynamic in-
teractions, to simulations with an explicit lattice-Boltzmann fluid that
take hydrodynamic interactions into account. The difference between
simulations with and without hydrodynamic interactions is larger for
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longer polyelectrolytes, as one would expect. Furthermore, we present
simulation results which show that the effects of hydrodynamic inter-
actions are reduced as the distance between the confining plates is
diminished. The main result of our study is that hydrodynamic inter-
actions play a larger role in systems with a shorter Debye length, in
contrast to conventional wisdom.

CPP 22.7 Tue 11:00 PC 203
Scaling theory of the counterion-exchange slow mode in salt-
free polyelectrolyte solutions — eWon Kyu Kim and RoLanD
R. NETz — Institut fiir Theoretische Physik, Freie Universitéit Berlin,
Berlin, Germany

We present a scaling theory for the dielectric response due to the
counterion-exchange mode in dilute and semi-dilute polyelectrolyte
solutions. The mean escape time for the counterion to cross over
the energy barrier between two polyelectrolytes is shown to yield a
distinct scaling behaviour, depending on the polyelectrolyte length
and the polyelectrolyte monomer concentration, and we discuss the
result in connection with the slowest dielectric response in the super-
low-frequency mode which was recently found. Including the super-
low-frequency mode, we present overall scaling relations of relaxation
times in various modes induced by the counterions in the solution,
which are in agreement with the experimental results, throughout di-
lute and semi-dilute regimes. Our results suggest that the counterion-
exchange mode may resolve the conflicting theoretical interpretations
in the polyelectrolyte dielectric spectroscopy particularly in the low-
frequency mode.

CPP 23: Interfaces and Thin
Time: Tuesday 10:00-12:30

CPP 23.1 Tue 10:00 C 243
What is the result of a tensiometer measurement to do with
the surface tension? — eMAarkUs BiEr — Max Planck Institute
IS and University of Stuttgart, Germany

The surface tension of liquids is routinely measured with various types
of tensiometers under ambient pressure conditions [1]. For, e.g., water
at room temperture this leads to the well-known value of 0.07 N/m
[1]. However, the surface tension is strictly defined only under condi-
tions of liquid-vapour bulk coexistence, whereas, e.g., water at room
temperature and ambient pressure is deep in the one-phase region
of the phase diagram, far away from phase coexistence. Hence the
above-mentioned tensiometer measurements are actually performed at
interfaces under non-equilibrium conditions. This leads to the question
whether it is legitimate at all to identify the result of a tensiometer
measurement of a non-equilibrium interface with the surface tension.
This contribution gives an answer to that question [2].

References:

[1] D.R. Lide (ed.), CRC Handbook of Chemistry and Physics, 82nd
edition (CRC Press, Boca Raton, 2001).

[2] M. Bier and D. Arnold, Phys. Rev. E 88, 062307 (2013).

CPP 23.2 Tue 10:15 C 243
Morphometric thermodynamics and interface conventions —
e ANDREAS REINDL, MARKUS BIER, and S. DieTrICH — Max Planck
Institute IS, University of Stuttgart, Germany

Several model fluids with small number densities in contact with pla-
nar, spherical and cylindrical walls are investigated within density
functional theory. The dependence of the interfacial tension on the
curvature of spherical and cylindrical walls is examined and compared
to the expression derived within the framework of morphometric ther-
modynamics. Particular attention is paid to the influence of the choice
of the interface location, which underlies the definition of the interfacial
tension. We found that morphometric thermodynamics is never exact
for the considered systems and that its quality as an approximation
depends on the choice of the interface.

CPP 23.3 Tue 10:30 C 243
The surface tension anomaly of water — eMARCELLO SEGA',
GEORGE Horvar?, and PaL JEpLOVSzZKY® — 1University of Vienna,
Institut fiir Computergestiitzte Biologische Chemie, Vienna, Austria

— 2MTA-BME Research Group of Technical Analytical Chemistry,

CPP 22.8 Tue 11:15 PC 203
New fitting model for refractive index of PSS/PDADMAC
polyelectrolyte multilayers swelling in humid conditions —
eOLIVER LOHMANN and REGINE voN KrLiTzING — Technische Univer-
sitat Berlin

Polyelectrolyte multilayers (PEMs) are a versatile approach to func-
tionalize charged surfaces. PEMs can be built up by the Layer-by-layer
technique which is an easy and well controllable technique to achieve
polymer coatings in nanometer range. Polymer coatings are able to
respond to external stimuli, e.g. relative humidity (r.h.), depending
on their chemical nature. By increasing the r.h., the water uptake can
be split into two types of water: the void water which contributes only
to changes in the refractive index and the swelling water which changes
both, thickness and refractive index. It is still unclear how the voids
are filled with water and so far no model for the water adsorption for
PEMs exists.

Here, we will present two different fitting models for the refractive
index of PEMs in different humidity: The Garnett model and an ex-
tended version of the void model. The swelling behavior of PEMs
depending on r.h. was measured by Ellipsometry. The PEMs swell in
a non-linear behavior and the volume fraction of adsorbed water is in-
dependent of the layer number. We will show that the Garnett model
only partly describes the refractive index. Taking the filling of voids
at low r.h. into account the refractive index in dependence on the r.h.
is fully described. Now, it is possible to calculate the volume fraction
of air inside the dry PEMs (voids) and the ability of water uptake.

Films | (joint session CPP, DS)
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Budapest, Hungary — 3Department of Chemistry, EKF Training
School, Eger, Hungary

The surface tension of water is characterised by an anomalous depen-
dence on the temperature that manifests itself in the form of an inflec-
tion point [1]. So far, a microscopic explanation of this phenomenon
was missing. By using intrinsic surface analysis on the liquid/vapour
interface, simulated using six different water models, we managed to
establish a link between the surface tension inflection and the topolog-
ical properties of the hydrogen-bond network of the surface layer. We
discovered that the inflection temperature coincides with the percola-
tion threshold of the hydrogen bond network in the first molecular layer
at the liquid /vapour interface. This provides strong evidence that the
sudden breakup of the network, which takes place at the percolation
threshold, is the underlying microscopic mechanism at the origin of
this surface tension anomaly of water [2,3].

[1] J. S. Rowlinson and B. Widom. Molecular Theory of Capillarity;
Dover Publications: Mineola, NY, 2002; p 11.

[2] M. Sega, G. Horvai and P. Jedlovszky, Langmuir 30, 2969 (2014)

[3] M. Sega, G. Horvai and P. Jedlovszky, J. Chem. Phys. 141,
054707 (2014)

CPP 23.4 Tue 10:45 C 243
Liquid drops on a surface: comparing results from mi-
croscopic density functional theory (DFT) with mesoscopic
modelling and a method for calculating the binding poten-
tial — Apam HucHes!, Uwe THIELEZ, and e ANDREW ARCHER!
— IDepartment of Mathematical Sciences, Loughborough University,
Loughborough, LE11 3TU, UK — 2Westfilische Wilhelms-Universitét
Miinster, Institut fiir Theorestische Physik, Wilhelm-Klemm-Str. 9,
48149 Miinster, Deutschland

We present, a microscopic DFT based method for calculating the bind-
ing potential g(h) for a film of liquid on a solid surface, where h is the
thickness of the liquid film. The form of g(h) determines whether or
not the liquid wets the surface. We study in detail the effect on g(h)
of truncating the range of the dispersion forces, both those between
the fluid molecules and those between the fluid and wall. We find this
can have a significant effect on the form of g(h) and therefore also on
whether the liquid is predicted to wet the surface or not. We also cal-
culate density profiles for liquid drops on a surface, using both DFT
and also from inputing g(h) into a mesoscopic free energy. Comparing
quantities such as the contact angle and the shape of the drops, we
find good agreement between the two methods.
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15 min. break

CPP 23.5 Tue 11:15 C 243
Crack-Free Hierarchical Wrinkle Patterns eBERNHARD
Gurarz and ANDREAS FERy — Physical Chemistry II, University of
Bayreuth, Universitétsstrafte 30, 95447 Bayreuth, Germany

Wrinkling is a mechanical instability phenomenon of thin films: Wrin-
kles form, if a system consisting of a hard, thin layer in strong adhesive
contact with a soft, thick elastomer is subject to in plane compression.
Under these conditions, a buckling instability results in a periodic sur-
face corrugation with well-defined wavelength. In that regard PDMS
is a well-established elastomer since it allows the in-situ generation
of a glassy layer by oxidization processes as plasma or UVO. It com-
prises however side features as cracks and line defects, which form in
most wrinkling process and are not predictable yet. We demonstrate
a crack-free method where line defects are arranged by modifying the
substrate: A stiffness gradient between two covalently linked PDMS
phases induces a change in the wrinkle periodicity along the border of
both. We tuned the ratio of the phases and so received several hierar-
chical line defect patterns. Furthermore computer simulations helped
us to understand the observed structures. Such crack-free wrinkles
with predictable defect positions allow applications as channel junc-
tions in microfluidics or templates for particle alignment.
[1] B. A. Glatz and co-workers (in preparation)

CPP 23.6 Tue 11:30 C 243
Condensation of methane in metal organic frameworks
(MOFs): Novel phase transitions — eNicorLas HOrT and JUR-
ceEN HorBacH — Institut fiir Theoretische Physik II: Soft Matter,
Heinrich-Heine-Universitdt Diisseldorf, Germany

Metal-Organic frameworks (MOFs) are nanoporous crystalline materi-
als where where metal oxide complexes are to connected to each other
by organic linkers. Due to the large inner surface, MOFs are well-suited
for applications associated with gas adsorption. Experimentally, ad-
sorption isotherms have been studied for molecules such as CH4, COg,
H7O, etc., indicating the possibility of a phase-transition in various
MOF structures. However, the nature of these transitions is not well
understood, in particular with respect to the interplay between lay-
ering on the inner surface and gas-liquid coexistence in the porous
structure.

We use grand canonical Monte Carlo simulations in conjunction with
successive umbrella sampling to study the condensation of CHy in the
MOF systems IRMOF-1, IRMOF-8, and IRMOF-16. We find a very
rich phase behaviour in these systems and analyse in detail the occur-
ring coexisting phases as well as the critical behaviour.

CPP 23.7 Tue 11:45 C 243
Extreme Surface Propensity of Halide Ions in Water —
eELLEN H.G. Backus!, Lukasz Piarkowski?, ZHEN Zuanc!, Huis
J. Bakker?, and MiscHA Bonn! — Max Planck Institute for Poly-
mer Research, Mainz, Germany — 2FOM Institute AMOLF, Amster-
dam, the Netherlands

The dominant part of water on earth is not pure water; it contains salts.
Moreover, especially in atmospheric chemistry the ions present at the
interface are important for various reactions occurring at these inter-
faces. These ions are potentially reactive and/or determine the water
structure, thereby influencing the surface reactivity. Experimentally,
it is very challenging to determine the local concentration of ions in
the outermost molecular monolayer region of aqueous solutions. Here,
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we show how two-dimensional sum frequency generation spectroscopy
can be used to determine this concentration by measuring the energy
transfer rate between water molecules. The presence of ions leads to a
reduction of this transfer rate. The data reveal a high surface propen-
sity for iodide anions corresponding to a surface concentration three
times higher than the bulk concentration.

CPP 23.8 Tue 12:00 C 243
Pressure induced adsorption of lysozyme at the solid-liquid
interface — ePAuL SALMEN!, JuLia Nase!, SusanNE Docan!, HoL-
GER GonrING', IrENA Kirsen!3 Jonannes MOLLER!2, CHRISTO-
PHER WEIs!, FLORIAN WIRKERT!, MICHAEL PauLus!, and METIN
Toran! — 1Fakultit Physik/DELTA, TU Dortmund, 44221 Dort-
mund, Germany — 2ESRF - The European Synchrotron, 71 Avenue
des Martyrs, F-38043 Grenoble, France — 3Institut Laue-Langevin, 71
Avenue des Martyrs, 38000 Grenoble, France

The pressure-induced adsorption of proteins at hydrophilic and hy-
drophobic interfaces was studied by x-ray reflectivity measurements.
In our custom-built cell for x-ray reflectivity (XRR) measurements [1],
we are able to apply pressures up to 5 kbar and study the solid /liquid
interface in-situ with Angstrom resolution. As hydrophobic surfaces,
silicon wafers covered with octadecyltrichlorosilane (OTS) were used,
while bare silicon wafers with a native silicon dioxide layer provide
charged, hydrophilic interfaces. Lysozyme was used in 20 mM BisTris
buffer (pH 7.1) at a concentration of 0.1 mg/ml. The measurements
were performed at the synchrotron light sources DELTA (Dortmund,
Germany), ESRF (Grenoble, France) and SLS (Villigen, Switzerland)
using high energy x-ray radiation. At low pressures, only a monolayer
of lysozyme adsorbs at both interfaces. When pressure is increased, a
second layer of lysozyme adsorbs. Because the thickness of the first
layer decreases in this process, we suppose a partial collapse of the
first lysozyme layer. [1] F. J. Wirkert et al., Journal of Synchrotron
Radiation 2014 (21) doi:10.1107/S1600577513021516

CPP 23.9 Tue 12:15 C 243
A Standing-Wave Approach in Ambient Pressure Photoe-
mission: Chemical State and Depth Resolved Concentra-
tion Profiles of Solid/Liquid and Liquid/Gas Interfaces —
eSLavoMmiR NEmsak!, HENDRIK BrLunm2, CHARLES FaDLEYS3, and
CLaus SCHNEIDER! — 1Peter Griinberg Institut 6, Forschungszen-
trum Jiilich, 52425 Jiilich, Germany — 2Chemical Sciences Division,
Lawrence Berkeley National Laboratory, 94720 Berkeley, CA, USA —
3Department of Physics, University of California, 95616 Davis, CA,
USA

A standing wave approach in the ambient pressure photoelectron spec-
troscopy is a new and powerful technique to study heterogeneous pro-
cesses in solid/gas, liquid/gas and solid/liquid interfaces [1]. Advan-
tages of the technique, such as superb depth resolution and chemical
sensitivity, are demonstrated on several model systems with relevance
to energy research, heterogeneous catalysis, electrochemistry, and at-
mospheric and environmental science. A strong standing-wave is gen-
erated using a multi-layer Si/Mo mirror as a substrate and phase of
the standing wave is tailored through the interface of interest by rock-
ing the sample around the Bragg angle. Photoemission signal from
different species is then analyzed in order to provide their spatial ar-
rangement, as well as local potential variations, along the direction
perpendicular to the interface with sub-nm accuracy. Pros and cons of
using harder X-ray excitation are discussed in terms of a photoemission
signal strength and a standing wave effects amplitude.

[1] Nemsak et. al, Nature Communications 5, 2014.
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CPP 24: Focus session: Structure, chemistry, and ion solvation at solid-liquid interfaces |
(joint session O, CPP)

Time: Tuesday 10:30-12:30

Topical Talk CPP 24.1 Tue 10:30 HE 101
Water adsorption on Ru(0001): A molecular perspective —
oSABINE MAIER — Department of Physics, FAU Erlangen-Niirnberg,
Germany

Water and its dissociation products play an important role in many ar-
eas of fundamental science and technological applications. The water
molecules at the interface with metal surfaces are arranged differently
than those in the bulk liquid or ice due to their strong bonding to the
surface. Here, molecular level studies are presented using low tem-
perature scanning tunneling microscopy, that offer new insights into
the formation of a wetting layer and the water dissociation process on
Ru(0001). We found a bonding motif of the first water layer consist-
ing of rotated hexagonal molecular domains connected by pentagons
and heptagons, which deviates significantly from the conventional ice-
like water model.[1] Above 150K, we observed the formation of mixed
water-hydroxyl structures following partial dissociation. The reaction
path for the dissociation process and its energetics will be discussed.|2]

[1] S. Maier et al. Phys. Rev. B 85, 155434 (2012)

[2] S. Maier et al. Phys. Rev. Lett. 112, 126101 (2014)

CPP 24.2 Tue 11:00 HE 101
Probing Water Structure at the a-Al,03(0001) Surface Using
Interface Specific Vibrational Dynamics — YuJiNn TonG, HAR-
ALD KirscH, MArRTIN WoLr, and eR. KRAMER CAMPEN — Fritz-
Haber-Institut, Abt. Physikalische Chemie, 14195 Berlin, Germany

a-Al203(0001) surfaces exposed to water are ubiquitous in engineered
applications and a useful model for more complicated alumino-silicate
surface/water interaction omnipresent in the environment. Despite
this ubiquity, gaining a molecular level understanding of water a-
Al203(0001) interaction has proven challenging. It has recently been
proposed, based partly on simulation, that the first layer of water on
this surface is essentially hydrophobic: while hydrogen bonding oc-
curs within this first layer, neither surface aluminols nor the first layer
of molecular water donate a hydrogen bond to overlying bulk liquid.
Direct experimental evidence for such a non-wetted water layer has
thus far proven elusive. Here we probe the existence of this layer us-
ing interface specific vibrational relaxation as a probe of surface water
structure. We find, using an ultrafast time resolved infrared pump -
vibrational sum frequency probe scheme, that the T; of OH groups
at the a-AloO3(0001) surface is ~ 8 ps: intermediate between that of
surface aluminols in contact with excess water (< 1 ps) and that of
isolated surface OH groups on oxide surfaces (> 100 ps). This inter-
mediate T is the first direct experimental insight consistent with a
non-wetted interfacial water layer on the a-AlaO3(0001) surface.

CPP 24.3 Tue 11:15 HE 101
A joint first principles and ATR-FTIR study of the vibra-
tional properties of interfacial water at Si(100):H-H>O solid-
liquid interfaces — oLEI YANG!, STEFANIE TECKLENBURG!, ANDREAS
ERBE!, STEFAN WIPPERMANN!, FRANCOIS GYGI?, and GIULIA GALLI®
— 1Max-Planck-Institute for Iron Research, Duesseldorf, Germany —
2University of California, Davis, Davis, United States — 3University
of Chicago, Chicago, United States

Understanding the structural and bonding properties of solid-liquid
interfaces is crucial for a wide range of (photo-)electrochemical appli-
cations, such as e. g. solar water splitting and electrolysis. However,
there are no experimental techniques presently available allowing one
to directly probe the microscopic structure of solid-liquid interfaces.
We present a joint investigation of the vibrational properties of inter-
faces between liquid water and prototypical semiconductor substrates,
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i.e. hydrogenated silicon surfaces. We carried out (ATR-FTIR) spec-
troscopy measurements and ab initio molecular dynamics simulations.
The latter allowed us to interpret the experiments and to unravel spe-
cific bonding configurations and interactions of water molecules with
the solid surfaces. Our study highlights the key role of coupled theory-
experimental investigations on well controlled and characterized inter-
faces, in order to develop robust strategies to interpret experiments
and validate theory. This work provides a solid basis for investigating
ion solvation and chemical processes at the interface. G. G. and F. G.
acknowledge DOE-BES Grant No. DE-SS0008939.

Topical Talk CPP 24.4 Tue 11:30 HE 101
Using resonant inelastic soft x-ray scattering maps to
study liquids, gases, and their interfaces — eLLoTHAR WEIN-
HARDT — IPS, Karlsruhe Institute of Technology (KIT), Eggenstein-
Leopoldshafen, Germany — ANKA Synchr. Radiation Facility, KIT,
Eggenstein-Leopoldshafen, Germany — Dep. of Chem., University of
Nevada, Las Vegas, U.S.A. — ITCP, KIT, Karlsruhe, Germany

X-ray emission spectroscopy (XES) and Resonant Inelastic X-ray Scat-
tering (RIXS) have recently been applied to study liquid and gaseous
systems. Such experiments became possible with new specialized ex-
perimental setups and given a unique insight into the electronic and
vibrational structure of these systems. In this way, information on
solvent /solute interactions, hydrogen bonding, molecular symmetries,
excited-state dynamics, and many other aspects could be gathered.
Finally, interfaces between solids and a gas/liquid can be studied in
an in-situ fashion, which is of particular relevance for a wide range of
applied systems including catalysis, electrochemistry, or the influence
of environmental conditions on surfaces. In this presentation, we will
report on our recent progress on studying such systems using XES
and RIXS. By the development of a high-transmission soft x-ray spec-
troscopy setup we are able to measure complete Resonant Inelastic
soft X-ray Scattering (RIXS) maps. These maps give a comprehensive
picture of the electronic structure of occupied as well as unoccupied
electronic states of the studied system. We will demonstrate the power
of this approach by discussing the results obtained on selected liquids,
gases, solutions, as well as gas/solid- and liquid/solid interfaces.

Topical Talk CPP 24.5 Tue 12:00 HE 101
Effect of flow on water organization at solid interfaces —
eMiscua Bonn — Max Planck Institute for polymer research, Mainz,
Germany

At the surface or interface of water, the water hydrogen-bonded net-
work is abruptly interrupted, conferring properties on interfacial water
different from bulk water. Owing to its importance for disciplines such
as electrochemistry, atmospheric chemistry and membrane biophysics,
the structure of interfacial water has received much attention.

We elucidate the structure and structural dynamics of interfacial
water using ultrafast surface-specific sum-frequency generation (SFG)
vibrational spectroscopy. We make use of the fact that the SFG signal
depends critically on the interfacial organization of water molecules.
We attempt to bridge continuum models of laminar flow along inter-
faces, with molecular-level descriptions of the Stern and diffuse layer,
which describe the near-surface distribution of ions.

For water at two different mineral interfaces, we report a dramatic
effect of water flow water along the mineral surface on the organization
of water at the interface. Our observations can be explained by con-
sidering the coupling between the flow and the dissolution chemistry
at the interface. Even for low-soluble quartz at neutral pH, dissolution
plays a key role in determining the interfacial water organization.



Berlin 2015 — CPP

Tuesday

CPP 25: Focus session: Structure, chemistry, and ion solvation at solid-liquid interfaces Il
(joint session O, CPP)

Time: Tuesday 14:00-16:00

Topical Talk CPP 25.1 Tue 14:00 HE 101
First-Principles Microkinetic Modeling at Solid-Liquid Inter-
faces: First Steps — eKARSTEN REUTER — Technische Universitét
Miinchen, Germany

Over the last decade first-principles based microkinetic models have
become a common tool to describe solid-gas processes like heteroge-
neous catalysis or crystal growth. For processes at solid-liquid in-
terfaces such modeling is in its infancy. Challenges arise already in
the efficient treatment of solvation effects or in the determination of
individual rate constants, where extended time-scale simulations are
required to capture the often complex and rough free energy barriers.

In this talk I will review our first steps to address corresponding chal-
lenges, focusing on water/aspirin as a showcase application. For corre-
sponding active pharmaceutical ingredients knowledge of their intrinsic
dissolution rates is a cornerstone to optimize the pharmacokinetics. We
achieve this goal within a spiral-growth microkinetic model that draws
on dissolution rate constants obtained within a novel hyperdynamics-
metadynamics molecular simulation approach.

Topical Talk CPP 25.2 Tue 14:30 HE 101
Structure of metal electrode-electrolyte interfaces deter-
mined from first principles — e AXxEL GRross — Institut fiir Theo-
retische Chemie, Universitat Ulm, 89069 Ulm, Germany — Helmholtz
Institut Ulm - Elektrochemische Energiespeicherung, 89069 Ulm, Ger-
many

The theoretical description of electrode-electrolyte interfaces from first
principles is hampered by the complexity of the interface structures and
the liquid nature of the electrolyte requiring computationally expen-
sive statistical averaging. Despite these obstacles, significant progress
has been made in the modeling in recent years. In this contribution, I
will present our attempts to contribute to this progress by systemat-
ically increasing the complexity of the considered systems [1, 2]. The
electrolyte can be described either as a thermodynamic reservoir or
using implicit of explicit solvent models. Using these approaches, the
equilibrium coverage of specifically adsorbed anions such as halides as
a function of the electrode potential will be addressed. This represents
an integral part of the realistic modeling of electrochemical double lay-
ers. Additionally, on metal electrodes such as platinum the adsorption
of H or OH - depending on the electrode potential - has to be consid-
ered in the presence of an aqueous electrolyte. Finally, the structure
of organic electrolytes on metal electrodes that is governed by weak
dispersion forces will be discussed [2, 3].

[1] Axel Grok et al., J. Electrochem. Soc. 161, E3015 (2014).

[2] Nicolas Hérmann et al., J. Power Sources 275, 531 (2015).

[3] F. Buchner et al., ACS Nano 7, 7773 (2013).

Topical Talk CPP 25.3 Tue 15:00 HE 101
Synchrotron x-ray determination of ion distributions at liquid
interfaces — e JEAN DAILLANT — Synchrotron SOLEIL, L’Orme des
Merisiers, Saint-Aubin, BP48, F-91192 Gif sur Yvette Cedex, France

Location: HE 101

The interfacial behavior of ions is of key importance in a number of
phenomena ranging from microfluidics to chemistry in the atmosphere
and from protein stability to the transport of pollutants in water.
Beyond Coulombic interaction, the polarisability and hydration of
the ions as well as water interfacial structure are important, leading
to ion specificity, i.e. possibly dramatically different behavior for ions
like C1™ and I~. Understanding these effects requires measurements to
access the surface composition at the relevant nanometric length-scale.
Investigating the surface composition of alkali-halide aqueous solu-
tions using grazing incidence x-ray fluorescence, differences in concen-
tration over a few angstrom could be resolved, with, for example I~
or Br~ > Cl~. These results could be explained by including a short-
range potential accounting for short-range solvent mediated couplings.
Polarization of the liquid-Hg aqueous electrolyte induces extremely
large decrease in surface energy with strong ion specificity. Using x-ray
reflectivity, we could determine the interfacial structure, demonstrat-
ing an accumulation of ions at the Hg surface. Our results challenge
the long-standing approximation that assimilates the Hg surface to a
smooth, chemically inert surface with a uniform surface charge density.
Finally, using the standing wave technique which allows both high
spatial and element sensitivity, we have investigated ion distributions
in nano-channels, and I will discuss the first results we have obtained.

Topical Talk CPP 25.4 Tue 15:30 HE 101
Modelling of electrical double layers at metal oxide electrodes
— eMicHIEL SPrik! and JuN CHENGZ — !Department of Chemistry,
University of Cambridge, Cambridge UK — 2Department of Chem-
istry, University of Aberdeen, Aberdeen, UK

Oxide surfaces exchange protons with an aqueous electrolyte and can
therefore carry a net proton charge. The adsorbed protons at low
pH can be partially or fully discharged by conduction electrons or
the deprotonated anionic groups at high pH by holes. The ”intrinsic”
equilibrium constants for this process (acidities, ionization and dehy-
drogenation free energies) can be computed for charge neutral surfaces.
We have developed such a method using Density Functional Theory
based Molecular Dynamics (DFTMD, for an application to rutile tita-
nia see Angew Chem Int Ed Engl (2014) 53, 12046). An electrode with
net excess or deficit proton charge can be described in first approxima-
tion by a triple layer model consisting of the charged electrode surface,
ionic counter charge on the electrolyte side (a Helmholtz layer at high
ionic strength) and a space charge layer on the electrode side. After
a summary of our DFTMD method, we will outline in this talk how
the equilibrium constants computed by the DFTMD simulation can be
used in an analytic model for an ”electron coupled proton adsorption
isotherm”. The additional parameter in this model is the capacitance
of the Helmholtz layer. Such a parametrized isotherm should enable
us to analyse the effect of double layers on the (photo) electrocatalytic
properties of metal oxides as will be shown for the example of the
oxidation of adsorbed water molecules.

CPP 26: Organic Electronics and Photovoltaics: OPV | (joint session CPP, HL, TT)

Time: Tuesday 14:00-16:00

Invited Talk CPP 26.1 Tue 14:00 C 130
Ultrafast Coherent Charge Transfer in Solar Cells and Ar-

tificial Light Harvesting Systems — eCHRIsTOPH LIENAUT,

EPHRAIM SoMMER!, ANTONIETTA DE Sio!, RALF VOGELGEsANG!,
MARGHERITA MAIURI?, GiuLio CERULLO?, ANGEL Rusio®, CARLO
A. Rozzi*, and ELisa MoriNari* — 1Carl von Ossietzky Univer-
sity, Oldenburg, Germany — 2Politecnico di Milano, Milano, Italy —
3Universidad del Pais Vasco, San Sebastian, Spain — “Dipartimento

di Scienze Fisiche, Modena, Italy

To elucidate the fundamental microscopic processes in solar energy
conversion, we have recently combined coherent femtosecond spec-
troscopy and first-principles quantum dynamics simulations [1,2] and
have used this approach to explore the primary photoinduced elec-
tronic charge transfer in two prototypical structures: (i) a carotene-
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porphyrin-fullerene triad, an elementary component for an artificial
light harvesting system [2] and (ii) a polymer:fullerene blend as a model
for an organic solar cell [1].

Our results provide strong evidence that in both systems, at room
temperature, the driving mechanism of the primary step within the
current generation cycle is a quantum-correlated wavelike motion of
electrons and nuclei on a timescale of few tens of femtoseconds. They
suggest that the strong coupling between electronic and vibrational
degrees of freedom is of key importance for the dynamics and yield
of the charge separation process. Here, I will discuss our most recent
experimental and theoretical findings. [1] S. M. Falke et al., Science
344, 6187 (2014). [2] C. A. Rozzi et al., Nature Comm. 4, 1602 (2013)

CPP 26.2 Tue 14:30 C 130
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Calculation of exciton dissociation rates in ordered and dis-
ordered 2D model organic photovoltaic interfaces — eHEcTOR
VazqQuez! and ALEssANDRO Troist?2 — lInst. of Physics, Academy
of Sciences of the Czech Rep., CZ — 2Dept. of Chemistry and Centre
of Scientific Computing, University of Warwick, UK

The efficient generation of free charges from incident light in organic
photovoltaic cells has been studied extensively but is not yet well un-
derstood. In order to separate, electron and hole have to overcome the
Coulomb attraction and several mechanisms have been proposed. In
particular, ’hot’ excitons having excess energy have received a lot of
attention but no consensus yet exists [1].

In this talk, I will introduce a method to calculate exciton dissocia-
tion rates [2] and will describe its application to 2-Dimensional model
organic photovoltaic interfaces. The method uses Green’s functions
within a widely applicable model Hamiltonian of donor/acceptor in-
terfaces with and without disorder. Initial states are Frenkel excitons
while final states are Charge-Transfer (CT) states. I will present re-
sults for the generation rates of CT states where I will highlight the im-
portance of disorder and the delocalization of the excitonic wavefunc-
tions. Excitons dissociate into ’hot’ CT states with partially separated
charges, where electron and hole are located far from the interface.

1) A. A. Bakulin et al., Science 335, 1340 (2012), A. E. Jailaubekov
et al., Nat. Mater. 12 66 (2013), G. Grancini et al., Nat. Mater. 12
29 (2013), K. Vandewal et al., Nat. Mater. 13 63 (2013).

2) H. Vazquez, A. Troisi, Phys. Rev. B 88, 205304 (2013).

CPP 26.3 Tue 14:45 C 130
Charge separation at Cgo/P3HT and P3HT/ZnO interfaces
probed by femtosecond time-resolved second harmonic gen-
eration measurements — eMarc HANsEL!, MIcHAEL ScHULZE!,
Yunus SEVINCHAN?, YANA Vavynzor?, and PETRA TEGEDER!
! Physikalisch-Chemisches Institut, Heidelberg, Germany — 2?Centre

of Advanced Materials, Heidelberg, Germany

A deeper understanding of the process of ultrafast charge transfer and
separation at donor/acceptor interfaces is a prerequisite for improve-
ment of organic and hybrid solar cells. Time-resolved second harmonic
generation (TR-SHG) with femtosecond temporal resolution was used
to investigate different donor/acceptor interfaces. With this intrinsi-
cally interface sensitive technique we were able to monitor the charge
transfer dynamics of the well-defined single heterojunctions Cgo/P3HT
and P3HT/ZnO. In addition some modifications via cesium doping
were made to the ZnO/P3HT interface. At the Cgo/P3HT interface a
pump energy dependent ultrafast charge transfer state with a popula-
tion time of 320fs has been observed.

CPP 26.4 Tue 15:00 C 130
Modelling charge transfer in Polymer/SWNT/PCMB hybrid
systems — eLiviaA GLANZMANN, DuncaAN MowBRAY, and ANGEL
RuB1o — Nano-bio Spectroscopy Group and ETSF Scientific Develop-
ment Centre, Universidad del Pais Vasco UPV/EHU, Av. Tolosa 72,
E-20018 San Sebastian, Spain

One way to increase power conversion efficiencies of organic photo-
voltaic devices (OPVs) is to optimize the electron donor (D) acceptor
(A) materials. The level alignment of the frontier orbitals at the D-A
heterojunction interface is important for an efficient charge transfer.
Since the first heterojunction OPV, consisting of 3-alkylpolythiophene
(P3HT) and Fullerene, several combinations of D-A materials were
tested. As well, carbon nanotubes were introduced, which increased
the efficiency of such multi-component systems. Still, the electronic
processes within such systems are not well understood. To shed light
on this subject, we simulate photovoltaic processes occuring in selected
sets of P3HT-based-Polymer/SWNT or PCBM heterojunctions. As a
first step, we create the excited states within the donor materials by
performing TDDFT calculations and extract the electron density of
the exciton. Then, we use the delta SCF approach to study the D-A
electron transfer. On top, we calculate the probability of an electron
passing the D-A interface and being transported through a nanotube
by performing GOWO calculations. All these results show the effect of
certain types of D-A material, as well of their level alignment, on the
efficiency of OPVs.

CPP 26.5 Tue 15:15 C 130
Photoinduced Dynamics of Charge Separation: from Pho-
tosynthesis to Polymer-Fullerene Bulk-Heterojunctions —
e ANDREAS SPERLICH', OLEG G. PoruekTov?, Jens NikLas?, and
VviapiMIR Dyakonov!:3 — 1Experimental Physics VI, Julius Maxim-
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ilian University of Wiirzburg, 97074 Wiirzburg — 2Chemical Sciences
and Engineering Division, ANL, Argonne, Illinois 60439, USA — 3ZAE
Bayern, 97074 Wiirzburg

Understanding charge separation and charge transport is crucial for
improving the efficiency of organic solar cells. This is due to the exci-
tonic nature of their active media, based on organic molecules, serving
as both a light absorbing and transport layer. Charge transfer (CT)
states play an important role, being intermediate for free carrier gen-
eration and charge recombination. Here, we use light-induced elec-
tron paramagnetic resonance (EPR) spectroscopy to study the charge
transfer dynamics in composites of the polymers P3HT, PCDTBT, and
PTBT7 with the fullerene derivative PCggBM. Transient EPR measure-
ments show strong spin-polarization patterns for all polymer-fullerene
blends, confirming predominant generation of singlet CT states. These
observations allow a comparison with charge separation processes in
molecular donor-acceptor systems, as found in natural and artificial
molecular photosynthetic systems and clarification of the initial steps
of sequential charge transfer in organic photovoltaic (OPV) materials.
The detection of strong electron spin-polarization in OPV materials
points out to the significance of spin dynamics for the efficient func-
tioning of solar cell devices.

CPP 26.6 Tue 15:30 C 130
Sub-ns Triplet State Formation in PSBTBT:PC70BM and
PCPDTBT:PC60BM Photovoltaic Blends — FaBian EtzoLp!,
IaN Howarp!2, and eFRrEDERIC LaQuarl — !'Max Planck Research
Group for Organic Optoelectronics, Max Planck Institute for Polymer
Research, D-55128 Mainz, Germany — Z2Institute of Microstructure
Technology (IMT), Karlsruhe Institute of Technology (KIT), D-76344
Eggenstein-Leopoldshafen, Germany

The excited state dynamics in low-bandgap polymer:fullerene blends
using the donor-acceptor copolymers PCPDTBT and its silicon-
substituted analogue PSBTBT are investigated by femto- to microsec-
ond broadband Vis-NIR transient absorption (TA) pump-probe spec-
troscopy. The TA experiments and analysis of the TA data by multi-
variate curve resolution (MCR-ALS) reveal that after exciton dissocia-
tion and free charge formation is completed, fast sub-nanosecond non-
geminate recombination occurs and leads to a substantial population
of the polymer’s triplet state. The extent to which triplet states are
formed depends on the initial concentration of free charges, which itself
is controlled by the microstructure of the blend, especially in case of
PCPDTBT:PC60BM. Interestingly, PSBTBT:PC70BM blends show
a higher charge generation efficiency, but less triplet state formation
at similar free charge carrier concentrations. This indicates that the
solid-state morphology and interfacial structure of PSBTBT:PC70BM
blends reduce non-geminate recombination and thus triplet state for-
mation, leading to increased device performance compared to opti-
mized PCPDTBT:PC60BM blends.

CPP 26.7 Tue 15:45 C 130
Triplet Exciton Formation in High-Efficiency Donor-Acceptor
Photovoltaic Blends — eSTeran ViTu!, Hannes Kraus!, An-
DREAS BAUMANNZ, KRISTOFER TVINGSTEDT!, ANDREAS SPERLICH',
VeapimmiR Dyakonov!:2, Joun Love3, and THuc-QUYEN NGUYEN3
— 1Experimental Physics VI, Julius Maximilian University of
Wiirzburg, 97074 Wiirzburg — 2ZAE Bayern, 97074 Wiirzburg —
3University of Santa Barbara, Santa Barbara, CA 93106, USA

In donor-acceptor based bulk-heterojunction solar cells, the splitting
of singlet excitons at the donor and acceptor interface is of crucial im-
portance for charge generation. The reversed process, in which two
initially free charge carriers meet at the interface to form an exciton
with singlet or triplet multiplicity is rather beneficial for light emission
in OLEDs but considered as one of the loss factors in OPV.

In our experiments, the occurrence of triplet excitons and CT states
was probed by using spin sensitive detection of the photo- and electro-
luminescence. A substantial generation of molecular triplet excitons
was found in high efficiency donor-acceptor OPV systems based on
the low bandgap copolymer PTB7 and in the soluble small molecule
p-DTS(FBTTh2)2, both blended with PC70BM as acceptor. We as-
cribe these findings to an electron back transfer from the CT state to
the triplet state on the donor material. In summary, the fundamen-
tal understanding of the transformation processes involving the CT
states, triplet excitons, as well as free electrons and holes and their de-
pendence on nanoscale morphology and energetics of blends is essential
for the optimization of OPV devices.
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CPP 27: Interfaces and Thin Films Il (joint session CPP, DS)

Time: Tuesday 14:00-16:00

Invited Talk CPP 27.1 Tue 14:00 C 243
Structure formation at interfaces: breath figures and beyond
— eMasoup AMIRKHANI — Institut fiir Experimentelle Physik Uni-
versitdt Ulm Albert-Einstein-Allee 11 89081 Ulm, Germany

The interaction of two (or more) different materials in contact is cru-
cial for basic science as well as for practical purposes. At the micro
and nano regime, the number of molecules at the interface is com-
parable to that of bulk molecules so the interaction at the interface
governs the overall structure and functionality of the system. The
interface interaction is particularly crucial for the formation of emul-
sions, microemulsions and surface micelles. Additionally, the existence
of a large interface does directly affect the adsorption of polymer on
the surface and the performance of many systems such as ionic poly-
mer metal composites (IPMC). One should note that the interface
interaction can be altered using various physical and chemical stimuli.
For example amphiphilic and amphiphilic-like molecules are able to
modify surfaces and interface properties and also form self-assembled
structures. In this talk, we present the investigation of the size and
structure of surface emulsion and microemulsions under the influence
of different additives. Additionally, the conformation and configuration
of diblock copolymer on the substrate under the influence of solvent
vapor annealing and electric field will be discussed.

CPP 27.2 Tue 14:30 C 243
Simulations of solvent vapor annealing of cylinder-forming
blockcopolymer thin films — eANaToLy V. BEREzKIN!, IGOR
I. PoreMkin?, and CHRISTINE M. Papapakis! — !Technische
Universitat Miinchen, Physik Department, Miinchen, Germany —
2Lomonosov Moscow State University, Physics Department, Moscow,

Russian Federation

Ordered block copolymer films are promising as functional templates
for lithography, molecular biology, colloid science etc. Using dissipa-
tive particle dynamics, we simulated the solvent vapor annealing (SVA)
that is used to relax morphological defects, and control domain orien-
tation in these films. The drying of films was considered in case of
intermediate A/B block segregation and fast solvent evaporation. Un-
der these conditions, the SVA transforms equilibrium morphology of
lying cylinders to hexagonally ordered perpendicular cylinders in the
wide parameter range. The best conditions for this were a moderate
initial solvent concentration in the film, and a selectivity of the sol-
vent to the major block. This is probably necessary to compensate
entropy-driven adsorption of the short blocks at the film surfaces, re-
vealed in other works. Too weak or too strong block segregation, or
solvent selectivity result in disordered morphologies. First disordered
microdomains are formed, and than after evaporation of the half of
the solvent, the domains reorient along the gradient of solvent concen-
tration. This may be explained by the Gibbs-Marangoni effect. Such
mechanism of microdomain ordering notably distinguishes from those
observed in other recent simulations.

CPP 27.3 Tue 14:45 C 243
Instabilities in PS-PVP polymer blends thin films driven
by surface tension and temperature effects — eMARLENA
FiLimon!, Jean-Nicoras AubpiNoT2, PaTrick GRysan?, JOra
BaLLEr!, and RoLAND SANCTUARY! — !Laboratory for the Physics
of Advanced Materials, University of Luxembourg, Luxembourg —
2Department of Science and Analysis of Materials , Centre de
Recherche Public-Gabriel Lippmann, Belvaux, Luxembourg

In thin supported films of polymer blends, in addition to composition
and molecular weight of components, the structure is dependent on
the surface energies of the components and on geometrical constraints
induced by confinement in a thin film. Two-dimensional patterns at-
tributed to the Marangoni instability and dependence of the Gibbs free
energy of mixing components were observed for a interesting polymer
blend ( polystyrene/poly(vinylpyrollidone) (PS-PVP)) thin films. As
tools for investigating the nano-size domains structures of thin poly-
mer blends (7150 nm) , we exploited Tapping-Mode Atomic Force
Microscopy (TM-AFM) and Nano-dynamic Secondary Ion Mass Spec-
trometry technique (Nano-SIMS 50. Additionally, wetting properties
of the substrate and influences of these instabilities are studied using
wetting measurements - contact angle. We propose a possible forma-
tion mechanism for presented patterns and show that the mechanism
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is relevant to the Marangoni instability. The relevant variables which
can affect the morphological evolution such as surface enrichment and
temperature dependence were also discussed.

CPP 27.4 Tue 15:00 C 243
Morphological Changes of Surface Immobilized Responsive
Micelles — eINna DewarLp!, Juria Gensen!, Jouann Eratn?,
Eva BerTHAUSEN2, AXEL H. E. MULLER?3, and ANDREAS FERY!
— 1University of Bayreuth, Physical Chemistry II — 2University of
Bayreuth, Macromolecular Chemistry II — 3Johannes Gutenberg Uni-
versity Mainz, Institute of Organic Chemistry

In recent years, formation of a multitude of smart coatings made from
macromolecular building blocks has been demonstrated. Typical ex-
amples are brush type architectures or films formed by layer-by-layer
self assembly (LbL-SA). In our work, we investigate multicompartment
micelles formed from amphiphilic ABC triblock terpolymers as build-
ing blocks for responsive coatings. The application of such colloidal
units for thin films has several advantages from a material-science per-
spective, e.g. stimulus-responsivity and multi-functionality on a single
particle level and simple preparation of coatings by physisorption. Be-
sides, using LbL-SA allows forming hierarchically structured coatings
with novel properties and collective stimulus response of the integrated
nanostructures.[1| Here, we investigate the effects of pH and salt on
properties of these films [2] and explore the accompanying morpholog-
ical changes of the surface immobilized micelles as a function of their
composition, i.e. properties of each block and the succession they are
connected to each other. 1.Gensel J., Dewald I., Erath J., Betthausen
E., Miiller A. H. E., Fery A., Chem. Sci., 2013, 4, 325. 2.Gensel J.,
Betthausen E., Hasenohrl C., Trenkenschuh K., Hund M., Boulmedais
F., Schaaf P., Miiller A. H. E. and Fery A., Soft Matter, 2011, 7, 11144.

CPP 27.5 Tue 15:15 C 243
Polymer-solid interphases and glass transition probed by
positron annihilation lifetime spectroscopy — CHRISTIAN OHRT,
TonJEs KoscHINE, eKLAaus RATzKE, and FraNnz FAuPEL — Univer-
sity of Kiel, Chair for Multicomponent Materials, D-24143 Kiel, Ger-
many

The properties of materials involving polymer-solid interfaces are not
only determined by the constituents but also by the interfacial region
of the polymer near the solid, the so-called interphase. This interphase
is particularly important in polymer-based nanocomposites. Here we
report on positron annihilation lifetime spectroscopy (PALS) measure-
ments of the free volume near the interface with a moderated positron
beam. First investigations from the polymer side indicated a reduced
free volume in Teflon AF / Si samples [1] but no quantitative infor-
mation. Analysis from substrate side with a focused beam through
a hole showed a significant average density increase iin an interphase
region with a width of about 10 nm. Additionally, the glass transition
temperature as a probe for chain dynamics was determined as function
of distance to the interface in a Teflon AF / SiN sample with depth
resolved PALS. Within error margins, no change in the glass transition
temperature could be detected in the interfacial region.

[1] S. Harms, K. Rétzke, V. Zaporojtchenko, F. Faupel W. Egger,
L. Ravelli, Polymer, 52 (2011) 505

CPP 27.6 Tue 15:30 C 243
Conjugated diblock copolymer/fullerene bulk heterojunc-
tion system in organic photovoltaic application — eRul
Wang!, Zuenyu Di!, HenricH FrieLiNgHAUs!, PETER MULLER-
BuscuBauMm?, and DIETER RicHTER! — 1Jiilich Center for Neutron
Science, outstation at FRM II, Lichtenbergstr. 1, 85747 Garching
— 2TU Miinchen, Physik-Department, LS Funktionelle Materialien,
James-Franck-Str. 1, 85748 Garching

In order to achieve an optimum energy conversion efficiency for poly-
mer based organic solar cells an interpenetrating bulk heterojunction
(BHJ) network is needed, which has a nanoscale morphology on the
order of the exciton diffusion length. The interpenetrating network
provides larger interface area for exciton dissociation as well. Diblock
copolymers are very promising for achieving well controlled nanoscale
morphologies. In the present work, we blend the conjugated diblock
copolymer P3HT-b-PS with the fullerene derivative PCBM. By ap-
plying grazing incidence small angle neutron scattering (GISANS) we
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investigate the active layer, GISANS had proven to give good con-
trast conditions for polymer:PCBM films in previous investigations.
We present the determined structures in terms of phase information,
size of structural length scales and molecular miscibility between the
components.

CPP 27.7 Tue 15:45 C 243
Controlling Nanostructures by Templated Templates: Inher-
iting Molecular Orientation in Binary Heterostructures —
eToBiAs BREUER and GREGOR WITTE — AG Molekulare Festkor-
perphysik, Philipps-Universitdt Marburg, Deutschland

Precise preparation strategies are required to fabricate nanostruc-
tures of specific arrangement. In bottom-up approaches, where nano-
structures are gradually formed by piecing together individual parts to

the final structure, the self-ordering mechanisms of the involved struc-
tures are utilized. In order to achieve the desired structures regarding
morphology, grain size and orientation of the individual moieties, tem-
plates can be applied, which influence the formation process of subse-
quent structures. However, this strategy is of limited use for complex
architectures, as the templates only influence the structure formation
at the interface between the template and the first compound. Here,
we discuss the implementation of so-called templated templates and
analyze, in which extent orientations of initial layers are inherited in
top layers of another compound to enable structural control in binary
heterostructures. To that purpose we have prepared crystalline tem-
plates of the organic semiconductors pentacene and perfluoropentacene
in different exclusive orientations. We observe that for templates of
both individual materials the molecular orientation is inherited in the
top layers of the respective counterpart.

CPP 28: New Instruments and Methods

Time: Tuesday 14:00-16:00

CPP 28.1 Tue 14:00 C 264
New spectroscopic approaches for periodic systems
oSANDRA LUBER — Universitdt Zirich, Institut fiir Chemie, Win-
terthurerstr. 190, 8057 Ziirich, Schweiz

Knowledge about local properties is extremely helpful for the analysis
of structures and interactions. Moreover, it is a valuable source of in-
formation for the characterisation of dynamic processes and facilitates
the interpretation of experimental data. In case of vibrational spec-
troscopy, for example, it is desirable to determine the impact of certain
atoms/molecules on the bands in the experimental spectra. This may
be straight forward for small systems but becomes more and more
complex for larger systems.

Calculations provide additional insight allowing the targeted study
of specific structures. In this way, it is possible to quantify the contri-
butions of solute and solvent molecules [1] or adsorbates on solids.

We present novel, computationally efficient methods for the calcula-
tion of properties for periodic systems such as liquids and solids. These
are applied to calculate, among others, vibrational spectra via ab initio
molecular dynamics [2,3].

References:

[1] S. Luber, J. Phys. Chem. A 117 (2013) 2760. [2] S. Luber, M.
Tannuzzi, J. Hutter, J. Chem. Phys. 141 (2014) 094503. [3]| S. Luber,
submitted.

CPP 28.2 Tue 14:15 C 264

Combination of 3D-cross correlated light scattering with
small-angle neutron scattering: PNIPAM microgel particles
as model system — e ANNEGRET GUNTHERD2, YVONNE HERTLE!,
DaNIEL CLEMENS2, JoHANNES BookHoLp!, Fancrang CHUZ,
MaTTHIAS BALLAUFF?, and THoMAs HELLWEG! — !Universitét Biele-
feld, PCIII, Universitdtsstr. 25, 33615 Bielefeld — 2Helmholtz-
Zentrum Berlin fiir Materialien und Energie GmbH, EM-ISFM, Hahn-
Meitner-Platz 1, 14109 Berlin

The combination of 3D-cross correlation light scattering (3D-LS) with
small-angle neutron scattering (SANS) will enable researchers, par-
ticularly in the field of soft condensed matter, to perform simultane-
ously neutron and light scattering experiments on highly concentrated
samples. In order to show the applicability of this new setup PNI-
PAM microgel particles were used as a model system. For this kind of
smart material’ it was shown [1], that these particles in solution are
deformed at higher particle concentrations. Since conventional light
scattering experiments have to be performed on diluted samples to
assure that only single-scattered light is detected, this concentration
effect could only be observed by SANS. 3D-LS suppress the multiple
scattering by performing two simultaneously light scattering experi-
ments. By combining the 3D-LS with the SANS instrument V16 at
the Helmholtz-Zentrum in Berlin, it will be possible to study samples
under exact the same conditions for both scattering experiments.

[1] M. Stieger, J. S. Pedersen, P. Lindner and W. Richtering, Lang-
muir 20, 7283 (2004).

CPP 28.3 Tue 14:30 C 264
Non-destructive methods to determine the degree of
crosslinking in polymeric materials — GaBrIELE EDER and
oVOoLKER UHL — Austrian Research Institute for Chemistry and Tech-
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nology (OFI), Vienna, Austria

The degree of crosslinking of many polymeric materials has a high im-
pact on some technically important physical properties like hardness,
elasticity, ductility or solubility. The main task of the work presented is
to show that several quick and non-destructive characterization meth-
ods suited to determine the degree of crosslinking of polymeric compo-
nent parts can be directly used to derive technically relevant physical
or mechanical parameters. This can be achieved when a direct cor-
relation between the measured and the physical properties of interest
exist. As example, two series of variably cross-linked HDPE compo-
nents were chosen, a material widely used for tubings and pipes, and
investigated with various non-destructive methods. NIR-spectroscopy,
confocal Raman spectroscopy and scanning acoustic microscopy proved
to yield measured quantities directly correlated to the dose of irradi-
ation used to crosslink the polymer. The results of these methods
were validated against crosslinking data determined with conventional
chemical analysis based on the solubility of the polymer. Furthermore,
the degree of crosslinking was put into relation to characteristic me-
chanical parameters like Young’s modulus and tensile strength, which
were determined by mechanical testing.

CPP 28.4 Tue 14:45 C 264
Fiber enhanced Raman sensing of pharmaceutical drugs —
eTorsTEN Froscu'?, D1 Yan!, and JurrceEn Poprpl:2 — lLeibniz
Institute of Photonic Technology — 2Institute of Physical Chemistry,
Friedrich Schiller University Jena

Raman spectroscopy provides excellent molecular sensitivity for the
analysis of pharmaceutical drugs and can also be applied in aqueous
and biological environments. However the inelastic scattering process
lacks high sensitivity. This drawback can be circumvented with help of
innovative micro-structured hollow core fibers [1-3]. Such hollow fibers
provide a miniaturized sample container for analyte flow and act at the
same time as optical waveguide. Thus a very efficient interaction of
the analyte molecules and the laser was achieved and the analytical
sensitivity was highly improved for tracing molecules at very low con-
centrations [1]. Fiber enhanced Raman spectroscopy (FERS) was for
the first time extended in the important UV spectral rangel and new
concepts for optical waveguides in the deep UV were developed [2].

Acknowledgment: Funding of the research project by the Free State
of Thuringia (Germany) and the European Union (EFRE) is highly
acknowledged (FKZ: 2012 FGR 0013).

References: [1] Frosch, T.; Yan, D.; Popp, J. Anal Chem 2013, 85,
6264-6271. [2] Hartung, A.; Kobelke, J.; Schwuchow, A.; Wondraczek,
K.; Bierlich, J.; Popp, J.; Frosch, T.; Schmidt, M. A. Optics Express
2014, 22, 19131. [3] Hanf, S.; Keiner, R.; Yan, D.; Popp, J.; Frosch, T.
Anal Chem 2014, 86, 5278-5285.

CPP 28.5 Tue 15:00 C 264
Analysis of vibrating microstructures using dynamic scanning
electron microscopy (DySEM) — eMaRria ScHROTER!, MARTIN
RiTTER?, MATTHIAS HOLSCHNEIDER?, and HEINz STURM! — 'BAM
6.9, Federal Inst. Materials Research, Berlin — 2Electron Microscopy,
TU Hamburg-Harburg — 3Inst. Mathematics, Univ. Potsdam

The term "DySEM” (Dynamic Scanning Electron Microscopy) denotes
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an experimental procedure for measuring the vibrational dynamics of
a microscale oscillator using a scanning electron beam. The DySEM
technique enables the direct observation of freely vibrating structures,
including several modes in the normal and torsional direction as well
as their higher harmonics. Additionally, the DySEM images contain
characteristic amplitude-dependent image features.

Thus, this method is a tool of modal analysis of microscale structure
in oscillation, which is frequently used in micro- and nanoelectrome-
chanical systems (MEMS and NEMS) and where an optimization of
the design parameters often only can be achieved by imaging the vi-
bration (1). The advantage of DySEM technique is the ability to dis-
tinguish between artefacts based on the imaging process and features
which carry relevant information (i.e. nonlinear mechanical behavior
of the micro-oscillator, especially in tapping mode microscopy of soft
matter). Our talk concentrates on experimental issues, the underlying
theory of the experimental results is shown in a corresponding poster.

(1) Schroter; Dissertation TU Berlin (2014)

CPP 28.6 Tue 15:15 C 264
Characterization of deformation and fracture behaviour of
semi-crystalline polymers by thermography with high lateral
and time resolution — eScuNEIDER KONRAD! and STEIN MARcuUs?
— 1Leibniz-Institut fiir Polymerforschung Dresden, Dresden, Germany
— 2Technische Universitiat Dresden, Fakultit Maschinenwesen, Insti-
tut fiir Verarbeitungsmaschinen und Mobile Arbeitsmaschinen, Ger-
many

Plastic deformation during yielding and stretching as well as frac-
ture propagation in semi-crystalline polymers dissipates a consider-
able amount of energy. This leads to a local temperature increase,
connected with a change of local molecular mobility. By infrared ther-
mography with high lateral and time resolution these changes can
be quantified. With measurements on Poly(ethylene terephthalate)
(PET) as well as Polycarbonate (PC) it will be demonstrated, how
locally the glass transition temperature can be exceeded and how the
deformation process in detail is affected by the really appeared tem-
perature. Also the appearance of cavitation will be mainly affected by
the thermal fields in the necking zone. Finally the strongly located
energy dissipation during fracture will be presented and discussed in
detail. This discussion shall throw a new light on the relevant molec-
ular rearranging processes.

CPP 28.7 Tue 15:30 C 264
Resolution Enhancement For Low-Temperature Scanning
Microscopy By Cryostat Immersion Imaging — eMICHAEL
METzGER!, ALEXANDER KONRAD!, ALFRED J. MEIXNER!, and MARC
BrecuT? — !Institute of Physical and Theoretical Chemistry, Univer-
sity of Tuebingen, Germany — 2Zurich University of Applied Science,
Institute of Applied Mathematics and Physics, Winterthur, Switzer-

land

One convenient way to increase the resolution of e.g. fluorescence
images is realized by confocal microscopy with an objective of high
numerical aperture and immersion oil. The combination of immersion
fluids with high-performance objectives is however exceedingly prob-
lematic under low temperature conditions. A new construction of a
scanning stage and a well-chosen immersion fluid enables us to immerse
an objective together with the sample positioned inside a cryostat at
cryogenic temperatures. Heating the sample chamber over the melt-
ing point of an appropriate chosen immersion fluid (e.g. 1-propanol)
allows us to move the objective into the melted immersion droplet
and thereby to increase the refractive index between the objective lens
and the sample. We recorded confocal fluorescence images of quantum
dots at 160 K with a high NA objective. By determining the point
spread function of imaged single quantum dots the effective numerical
aperture was appointed to be larger than unity (1.08). The presented
method provides new opportunities e.g. for studies on biological sys-
tems like vitrified cells at low temperature and is also of relevance for
correlative light and electron cryo microscopy.

CPP 28.8 Tue 15:45 C 264
Stable Metallic Silver Nanostructures by Atomic Vapour De-
position on a Volatile Liquid Jet — MicHAEL McNaALLy, GED-
IMINAS GALINIS, OLIVER YOULE, RuTH CHANTRY, and eKLAUS VON
HAEFTEN — Department of Physics and Astronomy, University Le-
icester, Leicester, LE1 7TRH, UK

Synthesis of nanoparticles in liquids is a diverse field covering a range
of powerful empirical methods to produce a variety of shapes, struc-
tures and compounds. The majority of methods are based on chem-
ical reduction, inherently restricting the choice of starting materi-
als and stabilisers. We show that by using a liquid micro jet it is
possible to perform physical vapour deposition directly into a high
vapour pressure liquid, producing a phase of intrinsically stable metal-
lic silver nanoparticles. Silver nanoparticles produced by deposition
directly into ethanol exhibit a plasmon resonance in the optical ab-
sorption spectrum which is unchanged over more than a year, indica-
tive of metallic behaviour and exceptionally stability, without addi-
tives. TEM imaging show evenly dispersed spherical particles with
a log-normal distribution of sizes peaking at 2.5 nm. Our observa-
tions suggest that atomic silver arrives at the liquid surface, becomes
trapped, nucleates and grows into nanoparticles by subsequent colli-
sions with silver atoms and ions. The particles grow step by step, or
stabilise. This process occurs within the transit time of the liquid jet of
100 ms. Our method enable the investigation of metal vapour-solvent
interactions of a practically unlimited range of metal-solvent combina-
tions, the elucidation of the role of stabilisers and the production novel
nanoparticles.

CPP 29: Reaction-Diffusion Systems (Joint session DY, CPP)

Time: Tuesday 14:30-16:15

CPP 29.1 Tue 14:30 BH-N 243
Front and Turing patterns induced by Mexican-hat-like non-
local feedback. — eJuLIEN SIEBERT and ECKEHARD SCHOLL —
Technische Universitat, Berlin, Deutschland

We consider the effects of a Mexican-hat-shaped nonlocal spatial cou-
pling, i.e., symmetric long-range inhibition superimposed with short-
range excitation, upon front propagation in a model of a bistable
reaction-diffusion system. We show that the velocity of front propaga-
tion can be controlled up to a certain coupling strength beyond which
spatially periodic patterns, such as Turing patterns or coexistence of
spatially homogeneous solutions and Turing patterns, may be induced.
This behaviour is investigated through a linear stability analysis of the
spatially homogeneous steady states and numerical investigations of
the full nonlinear equations in dependence upon the nonlocal coupling
strength and the ratio of the excitatory and inhibitory coupling ranges.

CPP 29.2 Tue 14:45 BH-N 243
Front propagation in channels with spatially modulated cross-
section — eSTEFFEN MARTENS, JAKOB LOBER, and HARALD ENGEL
— Technische Universitat Berlin, Berlin, Germany

The problem of front propagation in a three-dimensional channel with
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spatially varying cross-section is reduced to an equivalent reaction-
diffusion-advection equation with boundary-induced advection term
[S. Martens et al.,PRE, in press; arXiv:1406.7516|. Treating the ad-
vection term as a weak perturbation, an equation of motion for the
front position is derived. We analyze channels whose cross-sections
vary periodically with L along the propagation direction of the front.
Taking the Schlogl model as representative example, we calculate ana-
lytically the nonlinear dependence of the front velocity on the ratio L/I
where [ denotes the intrinsic front width. Our analytical results agree
well with the results obtained by numerical simulations. In particu-
lar, the peculiarity of boundary-induced propagation failure for a finite
range of L/l values is predicted by analytical calculations. Lastly, we
demonstrate that the front velocity is determined by the suppressed
diffusivity of the reactants for L < I.

CPP 29.3 Tue 15:00 BH-N 243
Kinetics of a chemical clock reaction in a microflow — eROBERT
RAmMUND NiepL!, ALEXANDER ANIELSKI!, IcAL BERENSTEINZ, and
CARSTEN Betal — 1Biological Physics, Universitit Potsdam, Ger-
many — 2Nonlinear Physical Chemistry Unit,Université libre de Brux-
elles, Brussels

We study the dynamics of the autocatalytic iodate-arsenite reaction in
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PDMS-based microfluidic devices under continuous flow conditions. If
a critical amount of initializer is present, a color reaction is triggered
by a nonlinear autocatalytic process. We investigate the kinetics of
the clock depending on the various input concentrations and in differ-
ent channel geometries. We could show that due to delayed mixing in
the microchannel, higher local initiator concentrations occur, so that
the reaction runs up to seven times faster, than in a macroscopic well-
mixed volume.

CPP 29.4 Tue 15:15 BH-N 243
Three-Dimensional Autonomous Pacemaker in Excitable Me-
dia — eArAsH AzHAND, JAN F. Torz, and HArRALD ENGEL — In-
stitut fiir Theoretische Physik, Technische Universitdt Berlin, Harden-
bergstrafe 36, 10623 Berlin, Germany

In experiments with the photosensitive Belousov-Zhabotinsky reaction
(PBZR) we found a stable three-dimensional organizing center that
periodically emits trigger waves of chemical concentration. Our exper-
iments are performed in a parameter regime with negative line tension
using an open gel reactor to maintain stationary non-equilibrium con-
ditions. The observed periodic wave source is formed by a scroll ring
stabilized due to its interaction with a no-flux boundary.

Sufficiently far from the boundary, the scroll ring expands and un-
dergoes the negative line tension instability before it finally develops
into scroll wave turbulence. Our experimental results are reproduced
by numerical integration of the modified Oregonator model for the
PBZR. In the numerical simulations besides stationary also breathing
self-organized pacemakers have been found where both the radius of
the scroll ring and the distance of its filament plane to the no-flux
boundary undergo stable limit cycle oscillations.

[1] Y. Kuramoto, Chemical Oscillations, Waves, and Turbulence
(Dover Publications, 2003)

[2] M. Stich, I. Ipsen, and A.S. Mikhailov, Phys. Rev. Lett. 86,
4406 (2001)

[2] A. Azhand, J. F. Totz, and H. Engel, EPL 108, 10004 (2014)

CPP 29.5 Tue 15:30 BH-N 243
Critical coupling and bifurcations in two-dimensional oscilla-
tor arrays undergoing the Belousov-Zhabotinsky reaction —
eCraupiA LENK and J. MicHAEL KOHLER — Institut fiir Chemie und
Biotechnologie, TU Ilmenau, Ilmenau, Deutschland

Spatio-temporal dynamics of many biological and chemical systems
depend on coupling of individual oscillators e.g. catalyst particles, the
heart cells during atrial fibrillation or neuronal networks. In these sys-
tems, irregular patterns and bifurcations of frequency are most often
observed in regions of critical coupling strength. To elucidate the in-
fluence of local coupling of individual oscillators we perform on one
hand experiments of the Ferroin-catalyzed Belousov-Zhabotinsky re-
action in silica gels and on the other hand numerical calculations of
the FitzHugh-Nagumo (FHN) model, both with a catalyst distribution
in form of a micro spot pattern. We observe transitions to multiple

period oscillations and amplitude oscillations in dependence of spot
distance and size. Furthermore, these transitions can also be observed
due to gradients of the spot distance for parameter ranges, which oth-
erwise do not show these bifurcations. The identifiation of bifurcation
parameters is done in the numerical simulations. Experimental results
confirm the numerical analysis.

CPP 29.6 Tue 15:45 BH-N 243
Electrodissolution of silicon: Self-organized patterns in space
and time — eKONRAD SCHONLEBER, LENNART ScHMIDT, and
KarHarINA KRriscHER — TU Miinchen, Deutschland

The oscillatory electrodissolution of silicon in fluoride containing elec-
trolytes has been studied for decades. Still many basic aspects con-
cerning this system remain unknown, most prominently the mechanism
giving rise to the oscillations.

In the present work, some key features of this oscillatory mechanism
will be presented. It will be secifically shown that the system seems
to have a built-in memory of its current state even when perturbed
drastically.

For n-doped silicon, pattern formation is observed under limited
illumination. Remarkably, these patterns often consist of different dy-
namical states coexisting on the electrode, the most striking example
of which are the so-called ’chimera states’. The pattern formation can
be well understood in theory, when treating the silicon as an oscillatory
medium close to the onset of oscillations. A comparison of theoretical
simulations and experiments will be given.

CPP 29.7 Tue 16:00 BH-N 243
Enhancement of dimerization in a 1D-out-of-equilibrium sys-
tem — ePuiLiPP SEIFERT!'2, PaTRIcK HILLENBRANDZ, VLADIMIR
ParyuLin?, and ULricH GERLAND? Ludwig-Maximilians-
Universitit Miinchen, 80799 Munich, Germany — 2Theory of Complex
Biosystems, Physik-Department, Technische Universitat Miinchen,
James-Franck-Strasse 1, D-85748 Garching, Germany

Mutual enhancement of polymerization and accumulation was recently
found to be essential for spontaneous synthesis of long polynucleotides
from nucleotide monomers, which is perceived as a substantial step
in the emergence of early life [1]. The major driving force behind
this effect is a thermally induced drift, which increases the concentra-
tion of monomer units in a certain volume and hence enhances the
subsequent polymerization. Here we study a simple model of a drift-
diffusion system coupled with a reversible dimerization process. We
introduce a measure of the global chemical balance, which character-
izes the enhancement of dimerization relative to a homogenous system.
Numerical and analytical results show a nontrivial dependence of this
enhancement on the physical properties of the system. Specifically,
we find that the ratio of timescales between physical and chemical
processes critically influences the steady state properties.

[1] Mast, C. B., Schink, S., Gerland, U., and Braun, D. (2013). Proc.
Natl. Acad. Sci. USA, 110, 8030-8035.

CPP 30: P2: Organic Electronics and Photovoltaics

Time: Tuesday 14:00-16:00

CPP 30.1 Tue 14:00 Poster B
NMR of 129Xe and '3C or 3P - Construction of a UHV Com-
patible Double Resonance Probe — eLArRs KRAFT, ALEXAN-
DER POTZUWEIT, ANUSCHKA SCHAFFNER, and HEiNz JANscH — FB
Physik, Philipps Universitat Marburg, 35032 Marburg

The goal of the current project is the investigation of internal atomic
layers by NMR techniques. As conventional NMR is by far not sensi-
tive enough to address few layers of semiconductor material grown on
a substrate, the sensitivity must be enhanced by 3 to 5 orders of mag-
nitude. This can be achieved by dynamic nuclear polarization (DNP),
i.e. the transfer of polarization from a hyperpolarized 129Xe film to
possible probe nuclei like 3'P or 13C.

Here we describe the technical development of an NMR probe simul-
taneously resonant to two different kinds of nuclei in an UHV environ-
ment which is necessary for DNP. The idea is to extend the existing
probe by coupling a second circuit that provides the additional reso-
nance frequency leaving the present UHV setup unchanged. The main
task is to match the signal and power transmission between the probe
and the spectrometer.
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The DNP process is most efficient at close contact. Therefore a 13C
graphene substrate may be a first material investigated. For an inter-
nal 3P layer inside a heterostructure the substrate must contain the
layer within a few atomic distances from the surface.

Supported by DFG und GRK 1782.

CPP 30.2 Tue 14:00 Poster B
Surface properties and crystallization behavior of thin films
of a high mobility electron-transporting semicrystalline poly-
mer studied with MUSIC-mode AFM — eMARIO ZERSON!,
MarTiN NEumMANN!, DieTER NEHER?, and ROBERT MAGERLE! —
IFakult#t fiir Naturwissenschaften, Technische Universitit Chemnitz,
Chemnitz, Germany — 2Institute of Physics and Astronomy, Univer-
sity of Potsdam, Potsdam-Golm, Germany

We study the crystallization behavior, the surface structure, and
the nanomechanical properties of the thiophene-based semiconduct-
ing copolymer P(NDI20D-T2) using multi-set point intermittent con-
tact (MUSIC) mode atomic force microscopy (AFM). The influence of
the annealing temperature and the film thickness on the resulting mor-
phology is studied. The crystalline lamellae form larger domains which
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differ in the effective tip-sample interaction, the energy dissipated be-
tween the tip and the sample, and the tip indentation into the surface.
The two types of domains are attributed to the two known crystalline
forms of P(NDI20OD-T2). In contrast to other semicrystalline poly-
mers, we detect no amorphous top layer; the edges of the crystalline
lamellae are exposed to the surface. The tip indentation into the sur-
face is attributed to the thickness of the layer of side chains, which
covers the edges of the crystalline lamellae. Films annealed at 320°C
form terraces with a step height of 2.2 nm. The terraces are formed
by the edges of closely spaced crystalline lamellae. The step height
between adjacent layers correspond to the height of monomolecular
layers of edge-on oriented polymer chains.

CPP 30.3 Tue 14:00 Poster B
Interplay of Environmental and Molecular Factors in Back-
bone Order of a Semiconducting Polymer: A DFT Study of
Polyfluorenes — eELizaBeTH LUPTON!, FENG LI1U?, and BERNHARD
Dick! — nstitute for Physical and Theoretical Chemistry, University
of Regensburg, Universitaetsstrasse 31, 93053 Regensburg, Germany
— 2Department of Materials Science and Engineering, University of
Utah, Salt Lake City, UT 84112, USA

The environmental and molecular parameters which determine the na-
ture of chromophores in polymeric systems are identified through sys-
tematic studies of molecules with well defined structures. Polyfluo-
renes exhibit both disordered and ordered phases which depend on the
degree of planarity of the conjugated polymer backbone and can be
distinguished spectroscopically. We examine the intrinsic and extrin-
sic factors that determine the ordering of the backbone using DFT
and TDDFT calculations. We determine that a stable ordered phase
with a specific torsional angle between repeat units exists which pla-
narizes on exitation, and that specific deviations from the ordering,
such as rotations which cause deviations from backbone linearity, do
not affect the molecules’ ability to planarize. The results demonstrate
the complicated interplay between external confinement, intermolec-
ular properties and photoexcitation in determining the structure and
photophysics of organic semiconducting polymers.

CPP 30.4 Tue 14:00 Poster B
Morphological and dynamic ordering of the semiconduct-
ing polymer PBTTT — MartHias J. N. Junk!, DmyTrO
DubpeNko?, NicHOLE CATES MILLER3, SEAN SWEETNAM®, MICHAEL
D. McGEenee?, BRapLEY F. CuMmeLkal, MicHAEL R. HANsSEN??,
Kurr KREMER?, ®ANTON MELNYK2, and DENIS ANDRIENKO? —
University of California, Santa Barbara, California 93106, U.S.A.
— 2Max-Planck-Institute fiir Polymerforschung, Ackermannweg 10,
55128 Mainz, Germany — 3Stanford University, Stanford, California,
94305, U.S.A. — 4Aarhus University, Gustav Wieds Vej 14, DK-8000
Aarhus C, Denmark

Molecular dynamics of the conjugated polymer poly(2,5-bis(3-
hexadecylthiophen-2-yl)thieno[3,2-b|thiophene) (PBTTT-C16) are
quantitatively measured using solid-state NMR spectroscopy and
compared to atomistic molecular dynamics simulations. The com-
parison reveals crystalline domains that have well-ordered interdigi-
tated alkyl sidechains with restricted rotational mobilities up to the
terminal methyl group, accompanied by well-ordered polymer back-
bones. Amorphous domains, which comprise 50% of as-synthesized
PBTTT-C16, consist of disordered side chains with a significantly
higher degree of rotational mobility. from planarity in amorphous
domains. In conjunction with a decreased m — 7 stacking order, the
partially interrupted backbone conjugation may be predominantly
responsible for significantly decreased charge-carrier mobility in the
amorphous regions.

CPP 30.5 Tue 14:00 Poster B
The effect of crystallization on the charge mobility through
P3HT-PC70BM films oKAIWAN JAHANSHAHI', VLADIMIR
Dvakonov! 2, and CarsTEN DEIBEL3 — !Experimental Physics VI,
Julius-Maximilian University of Wiirzburg, 97074 Wiirzburg, Germany
— 2Bavarian Center for Applied Energy Research (ZAE Bayern),
97074 Wiirzburg, Germany — S3Institut fiir Physik Optik und Pho-
tonik kondensierter Materie, Technische Universitdt Chemnitz, 09107
Chemnitz, Germany

Poly(3-hexylthiophene) (P3HT) and fullerene (PC70BM) mixtures are
one of the most important semiconducting polymer-fullerene blend ma-
terials in organic photovoltaic. Because of the intricacy of the crystal
formation in these type of polymer-fullerene blends, the relationship
between their crystalline structure and mobility of the charges through
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their bulk structure is not comprehensively discussed. In this study we
have used a well controlled process of solvent annealing technique in or-
der to grow well-ordered P3HT-PC70BM spherulites as an active layer
in our solar cells which enabled us to employ time of flight (TOF) and
OTRACE techniques to measure the mobility of the charges through
the bulk of the crystalline film and perpendicular to the plane of the
spherulitic crystals and compare them to the mobility of the charges
through an amorphous active layer.

CPP 30.6 Tue 14:00 Poster B
Hot charges speed up non geminate recombination but have
no effect on device performance — eJona KURPIERS, STEVE AL-
BRECHT, and DIETER NEHER — Institute of Physics and Astronomy,
Soft Matter Physics, University of Potsdam, D-14476 Potsdam

In this work, we use time delayed collection field (TDCF) experiments
with exceptionally high time resolution to investigate the charge carrier
dynamics in the PCDTBT:PC70BM system. Although this system has
a high fill factor of around 70% and an internal quantum efficiency ap-
proaching unity under steady state illumination conditions, TDCF ex-
periments reveals non-geminate recombination on the 10 ns time-scale,
even for charge carrier densities comparable to one sun illumination.
This loss becomes significantly accelerated at higher pulse fluence. To
identify the reason for this rapid loss, the recombination dynamics was
further investigated with constant white light background illumina-
tion, which introduces a tunable steady state carrier density, and on
thicker devices. We observe that the short term decay dynamics is
not affected by the background carrier density. It is concluded that
the main reason for the nongeminate loss observed at the 10 ns time
scale is recombination of hot charges close to the contacts. As re-
combination occurs mainly between hot electrons and holes, this loss
channel seems to be insignificant under steady state illumination. Our
result imply that transient experiments, considering the dynamics of
*freshly-generated* charges should be considered with great care when
aiming at the understanding of device function under steady-state il-
lumination conditions.

CPP 30.7 Tue 14:00 Poster B
Calculation of excited states in donor-acceptor heterojunc-
tions via GW-BSE/MM — eJeNs WEHNER, DENIS ANDRIENKO,
and BJO6rRN BAUMEIER — Max Planck Institute for Polymer Research,
Ackermannweg 10, 55128 Mainz, Germany

Modelling charge separation in organic solar cells must take into ac-
count the quantum nature of the photo-induced excitations and the
influence of large-scale morphological order to fully understand and
predict the properties of the dominant processes. This requires multi-
scale methods to capture the quantum mechanics of the problem while
keeping the computational cost tractable.

Here, we use a QM/MM approach based on GW-BSE and polariz-
able force-fields to study the conversion of Frenkel excitons into charge
transfer states at prototypical small-molecule C60 donor-acceptor in-
terface. The iterative self-consistent solution of the coupled GW-
BSE/MM problem allows us to analyze the influence of the molecular
alignment and the long-range order at the interface on the driving force
behind the charge separation process.

CPP 30.8 Tue 14:00 Poster B
Charge Transfer Between Single-Wall Carbon Nanotubes,

Fullerenes and Polymers — eoMicHAEL AvutH!, ANDREAS
SPERLICH!, FLORIAN SpiTH?, ToBias HEeRTEL?, and VLADIMIR
Dvakonov!h? — Experimental Physics VI, Julius Maximilian Univer-

sity of Wiirzburg — 2ZAE Bayern, 97074 Wiirzburg — 3Physical and
Theoretical Chemistry II, Julius Maxim- ilian University of Wiirzburg

Single-Wall Carbon Nanotubes (SWNT) are of interest to improve the
spectral response of organic photovoltaic cells (OPV) due to their near-
infrared absorption bands. Additionally, their unique electrical prop-
erties, stemming from their one-dimensionality, recommend them to
improve charge transport properties of electrons and holes in existing
OPYV systems. However, it is to date unclear, whether SWNTs act as
electron donors or acceptors in conjunction with common OPV mate-
rials. Before we can optimize those systems, we need to understand
how the SWNTs contribute to charge transfer processes. In this study
semiconducting (6,5) SWNTs are combined with widely known OPV
materials, such as the fullerene acceptor PCgoBM and the polymer
P3HT. Using Electron Paramagnetic Resonance (EPR) we can distin-
guish charge carriers residing on different conjugated organic molecules
and SWNTs. We found specific EPR signatures for charges located on
either SWNT, P3HT or PCgpBM. Our measurements hint at the po-
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tential ambipolarity of SWNTs, leading to either hole transfer from
PCgoBM or electron transfer from P3HT.

CPP 30.9 Tue 14:00 Poster B
Determination of the CT energy of organic small molecule
solar cells by different methods — eTHERESA LINDERL, MARK
GRUBER, STEFAN GROB, ULRICH HORMANN, ALEXANDER HOFMANN,
and WoLFcaNG BrUTTING — Universitdt Augsburg, 86135 Augsburg,
Germany

The open-circuit voltage V oc of organic solar cells is limited by the
formation of a charge transfer (CT) state at the donor-acceptor in-
terface. We determine the energy of the CT state for small molecule
organic solar cells by different methods and compare the obtained val-
ues. Electroluminescence (EL) spectroscopy on heterojunction devices
together with the spectra of single layer devices of the individual ma-
terials are used to determine the CT feature in the spectrum. For
voltages just above V ¢ an additional feature can be detected in the
low energy range that cannot be attributed to any of the individual
materials. Together with sensitive IPCE (Incident Photon to Cur-
rent Efficiency) measurements the CT energy can be determined and
compared to the values derived from temperature dependent measure-
ments of the current-voltage (j-V') characteristics. Both, dark and
illuminated j-V curves can be used to determine the CT gap energy.
We find that the energy loss from the CT energy to ¢ - Voc at room
temperature is 0.55€V for all investigated material systems.

CPP 30.10 Tue 14:00 Poster B
Comparison of DFT functionals and insights into photo-
induced charge separation in Ruthenium terpyridine com-
plexes — eJunia Prriss’?2, Benjamin  Dierzex!3, Tobp
MarrinEz24, and MARTIN PresseLt!'? — lInstitute for Physical
Chemistry and Abbe Center of Photonics, Friedrich-Schiller-University
Jena — 2SLAC National Accelerator Laboratory, Menlo Park, Califor-
nia 94309, USA — 3Leibniz Institute of Photonic Technology (IPHT)
Jena — 4Department of Chemistry and PULSE Institute, Stanford
University

Ruthenium polypyridine-type complexes are an extensively used sen-
sitizer to convert solar energy into chemical and/or electrical energy,
and can be tailored via their metal-to-ligand-charge transfer (MLCT)
properties. We explore the nature of the 'MLCT states of remotely
substituted Ru(II) model complexes by both experimental and theo-
retical techniques. Two model complexes with electron-withdrawing
(-NO2) and electron-releasing (-NHz) groups were synthesized, in-
cluding a phenylene spacer to serve as spectroscopic handle and to
confirm the contribution of the remote substituent to the 'MLCT
transition. The [Ru(tpy)z2]?T-based complexes (tpy is tpy 2,2’:67,2-
terpyridine) are further de-symmetrized by tert-butyl groups to yield
uni-directional !MLCTs with large transition dipole moments, bene-
ficial for related directional charge transfer processes. Detailed com-
parison of experimental spectra with theoretical calculations based on
density functional theory, revealed different properties of the optically
active bright IMLCT state already at the Franck-Condon point.

CPP 30.11 Tue 14:00 Poster B
Performance P3HT:PCBM solar cells modified with iron

oxide nanoparticles — eDaNIEL Mostecui GonNzALEzZ!, VOLKER
KorsTGENs!, Yuan Yaol, Lin Sonc!, GonzaLO SANTOROZ,
StepHAN Rorn2?, and PeTeErR MULLER-Buscusaum! — 1TU

Miinchen, Physik-Department, LS Funktionelle Materialien, James-
Franck-Str. 1, 85748, Garching — 2Deutsches Elektronen-Synchrotron
DESY, Notkestr. 85, 22607, Hamburg

Among the different systems studied in organic solar cells, the com-
bination of P3HT:PCBM has received the highest attention due to
easy commercial availability. However, regarding further boost in ef-
ficiencies, doping with heavy metals has shown interesting behavior.
The presence of heavy metals increases the L-S coupling in the sys-
tem, increasing the rate of intersystem crossing, and thereby lowering
the averaged recombination rate. The aim of the present investiga-
tion is to characterize through which channels the presence of iron
oxide nanoparticles affects the performance of PSHT:PCBM based so-
lar cells. The morphology evolution is tracked with advanced scatter-
ing techniques. Spectral behavior and electrical response of devices
are also investigated, providing altogether a detailed picture of doped
systems.

CPP 30.12 Tue 14:00 Poster B

Characterization and comparison of the optical properties
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of high-efficiency polymers PBDTT-FTTE and PBT7 —
eFrANZISKA LOHRER, SHUAI Guo, and PETER MULLER-BUsSCHBAUM
— TU Miinchen, Physik-Department, LS Funktionelle Materialien,
James-Franck-Str. 1, 85748 Garching

Organic photovoltaics are gaining impact as a feasible alternative to
conventional silicon solar cells. Using polymers as active material has
several potential advantages, for instance reduced production costs and
an increased device flexibility. A prominent and well-understood ex-
ample is P3HT, which has been diligently investigated in the last years.
However, efficiencies stay far below those of competing inorganic solar
cells. Recent research efforts focus on identifying new high-efficiency
polymers in order to enhance the cell performance. This has led to
the development of high-efficiency materials such as PTB7 or the new
PBDTT-FTTE with reported efficiencies approaching 10 %. However,
these materials are still very cost-intensive and their functionality is
not yet fully understood. Previous morphological investigations linked
to the device performance give first insights into the working mecha-
nisms of PTB7 based solar cells. In the present study we investigate the
optical and morphological properties of PBDTT-FTTE in comparison
to those of PTB7 and the well-known P3HT. Applied characterization
techniques include UV /Vis- and IV-measurements, optical microscopy,
AFM, as well as XRR and GISAXS/GIWAXS. Exploratory solar cells
link the conversion efficiency to parameters such as the composition
and morphology of the active layer.

CPP 30.13 Tue 14:00 Poster B
Resonant GISAXS of conducting polymers — eMiHAEL Coricl,
NiTIN SaxeENa2, JaN WERNECKE®, STEFANIE LANGNER3, PEk-
TER MULLER-BuscHBAUMZ, MIcHAEL KRUMREY®, and Eva M.
Herzic! — !Technische Universitdt Miinchen, Munich School of
Engineering, 85748 Garching, Germany — 2Technische Universitit
Miinchen, LS Funktionelle Materialien, 85748 Garching, Germany —
3Helmholtz-Zentrum Berlin BESSY, Physikalisch-Technische Bunde-
sanstalt (PTB),Albert-Einstein-Strae 15, 12489 Berlin

In the last few years the use of X-ray for investigation of morphological
structure of polymeric thin films in photovoltaic has increased. It is
a suitable method to investigate morphological changes in the poly-
mer film. So far mostly hard x-ray around 10 keV are used to probe
the samples. The disadvantage of using hard x-rays when looking at
polymers is that the scattering contrast is low and therefore they are
difficult to distinguish from each other.

Another approach that is pursued in this work is choosing x-ray ener-
gies that are near absorption edges of certain elements. Using x-rays at
absorption edges enables a much higher contrast between the different
materials, increasing the distinguishability of the different components
within the active film of the organic solar cell. In combination with
grazing incident small angle scattering (GISAXS), the use of resonant
x-rays at the absorption edge, offers a sophisticated way to investigate
morphological changes of the polymer blend, making it a promising
method for future use.

CPP 30.14 Tue 14:00 Poster B
Characterization of PTB7-Th:PC71BM bulk heterojunction
solar cells — eEpoarpo BaraBiNnO, WEWLIA WaNG, and PETER
MUuLLER-BuscuBauM — TU Miinchen, Physik-Department, LS Funk-
tionelle Materialien, James-Franck-Str. 1, 85748 Garching

Organic photovoltaic devices are approaching the efficiency of tradi-
tional silicon based solar cells and are promising low-cost and ease
production via roll-to-roll printing. In the bulk heterojunction mor-
phology a low-band gap conjugated polymer (electron donor) and a
fullerene derivative (acceptor) are blended together. The low-band gap
polymer brings to the production of more excitons due to absorbing
more photons (higher short circuit current) and to higher open circuit
voltage. Recently a novel PTB7 derivative, denoted as PTB7-Th, has
shown efficiency values close to 10%. We investigate organic solar cells
made by this polymer PTB7-Th and PC71BM current-voltage char-
acterization. In addition external quantum efficiency (EQE), UV-Vis
absorption and photoluminescence spectroscopy are applied to further
characterize there solar cells. Additionally the active layer surface
structure is inspected via atomic force microscope (AFM).

CPP 30.15 Tue 14:00 Poster B
Evolution of the Morphology during Functional Stacks
Build-up of PSHT:PCBM Inverted Solar Cells — eWEIJIA
WanNG!, STEPHAN PROLLER'2, MARTIN A. NIEDERMEIER!, VOLKER
KorsTGENs!, MARTINE PaiLipp!, Bo Sul, Suun Yu?4, STEPHAN V.
Rotn3, and PETER MULLER-BuscuBauM! — 'TU Miinchen, Physik-
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Department, LS Funktionelle Materialien, James-Franck-Str. 1, 85748
Garching — 2Technische Universitit Miinchen, MSE, Herzig Group,
Lichtenbergstr. 4, 85748 Garching — 3DESY, Notkestrake 85, 22603
Hamburg — 4KTH, School of Chemical Science and Engineering,
Teknikringen 56-58, 100 44 Stockholm, Sweden
Poly(3-hexylthiophene-2,5-diyl)  (P3HT):phenyl-C61-butyric  acid
methyl ester (PCBM) bulk heterojunction (BHJ) is a well estab-
lished model system for organic solar cells. Introducing an inverted
geometry in a BHJ solar cell has been applied in several groups to
achieve stable and more efficient solar cells. However, the basic un-
derstanding of the evolution of the morphologies during the complex
functional stack assembling is still unknown. Therefore, the gradual
evolution of the P3HT:PCBM morphology is investigated by AFM
and GISAXS measurements. The inverted P3HT:PCBM BHJ solar
cell show an increased power conversion efficiency as compared to the
standard geometry, which is explained by the different morphology of
the active layer.

CPP 30.16 Tue 14:00 Poster B
Morphology of PCPDTBT:PC71BM Thin Films for Or-
ganic Photovoltaics — eCurisTopH J. SCHAFFER!, JOHANNES
ScuLipr!, Bo Sul, Ert Dwr INpARIY, S1GRID BERNSTORFFZ, and PE-
TER MULLER-BuUscuBauM! — 1TU Miinchen, Physik-Deptartment,
LS Funktionelle Materialien, James-Franck-Str. 1, 85748 Garching —

2Elettra Sincrotrone Trieste, 34012 Basovizza, Italy

As a convenient pathway to ever more efficient polymer-based solar
cells, the use of solvent additives has proven to boost the power con-
version efficiencies of several low-bandgap polymer:fullerene systems.
The strong improvement of solar cell characteristics is thereby mostly
related to a drastic change in nano morphology of the active blend
layers induced by the use of solvent additives. It is, however, not yet
fully understood how the use of certain solvent additives influences the
morphology and the stability of the specific blend layers.

In this work, we investigate the morphological changes of
PCPDTBT:PC71BM films induced by the use of 1,8-octanedithiol by
means of grazing incidence small and wide angle x-ray scattering and
X-ray reflectivity and find that ODT enhances micro phase separation
and consequently polymer crystallization. The findings are comple-
mented by UV /Vis and photoluminescence spectroscopy. Furthermore,
we show that the optical characteristics of blend films with ODT are
highly unstable on a timescale of days.

CPP 30.17 Tue 14:00 Poster B
Morphology tuning and interface engineering of new donor
model layers — FreLix HERRMANN', RAINER BECKERT?, BEN-
JaMIN DieTzEK!3, and eMARTIN PrEsseLT! — lInstitute of Phys-
ical Chemistry, Friedrich Schiller University Jena, D-07743 Jena, Ger-
many — 2Institute of Organic Chemistry and Macromolecular Chem-
istry, Friedrich Schiller University Jena, D-07743 Jena, Germany —
3Leibniz Institute of Photonic Technology (IPHT), Albert-Einstein-
Str. 9, 07745 Jena, Germany

In the last years the efficiency of organic solar cells has been greatly en-
hanced towards actually 12%. These enhancements were mainly driven

by using and synthesizing new active materials. The basic processes
of exciton dissociation and recombination at the donor-acceptor in-
terface are extensively debated because in bulk heterojunction devices
capturing the nature of the interface and its morphology is challenging.
Using the Langmuir-Blodgett technique allows for the production of
donor- acceptor bilayer structures with defined interfaces and tunable
ordering as model systems. We focus on tuning of the morphology of
individual layers composed of merocyanines of varied chromophore size
and their optical properties. Thus, one essential precondition for the
investigation of defined donor-acceptor interfaces is accomplished.

CPP 30.18 Tue 14:00 Poster B
degradation in printed polymer:fullerene thin films for or-
ganic photovoltaics — eJAN RICHARD STOCKHAUSEN, PETER
MULLER-BuscuBauM, and CHRISTOPH SCHAFFER — TU Miinchen,
Physik-Department, LS Funktionelle Materialien, James Franck-Str.
1, 85748 Garching, Germany

In comparison to conventional silicon solar cells, organic photovoltaics
(OPVs) offer several advantages, like ease of production and a high
versatility. Nevertheless, their lifetime needs to be prolonged, so
that a profitable large-scale production becomes feasible. Therefore,
a detailed understanding of the degradation mechanisms is neces-
sary. In the present investigation, we address UV induced aging of
PCPDTBT:PC71BM and P3HT:PCBM active layers, printed in a pos-
itive shim mask slot dye coater. Changes in the films due to accelerated
aging are investigated by means of atomic force microscopy (AFM), X-
ray reflectivity (XRR) and UV /Visible light spectroscopy (UV/Vis).

CPP 30.19 Tue 14:00 Poster B
Exploring the impact of inter-segmental mixing and pho-
todegradation on the photovoltaic performance of donor-
acceptor-type polymer solar cells using a novel particle-
based multiscale solar-cell algorithm — ANTON PERSHIN, SERGIT
DoNETSs, and eSTEPHAN BAEURLE — Institut fiir Physikalische und
Theoretische Chemie, Universitdt Regensburg, 93040 Regensburg

Polymer solar cells possess a promising perspective for generating re-
newable energy at affordable costs, provided their performance and
durability can be improved considerably. To this end, several experi-
mental techniques have been devised recently, establishing a direct link
between the local morphology, local opto-electronic properties and de-
vice performance. However, their reliability is still unclear to this day.
Here, we demonstrate by using a novel particle-based multiscale solar-
cell approach [1] and comparing its results with the ones of a field-
based solar-cell algorithm that inter-mixing of the electron-donor(D)-
and -acceptor(A)-type of segments in a lamellar-like PEFB-F8BT blend
causes that the major part of the charge generation and charge trans-
port takes place in the bulk of the nanophases of the nanostructured
polymer solar cells in agreement with recent experimental measure-
ments and not, as commonly believed, at the visible domain boundaries
of the DA interface. Moreover, we demonstrate that photo-oxidation of
the fluorene moiety of the F8BT phase leads to keto-induced electron
trapping, resulting in a deteriorated electronic transport efficiency in
photodegradated PFB-F8BT-blend devices. Literature: [1] A. Pershin,
S. Donets, S.A. Baeurle, Polymer 55, 3736 (2014).

CPP 31: P3: Hybrid Photovoltaics and Preovskites

Time: Tuesday 14:00-16:00

CPP 31.1 Tue 14:00 Poster B
Influence of the Solvent on the Charge Transport Dynam-
ics in ZnO-based Dye-Sensitized Solar Cells — eCHRISTOPH
RicuTER, MAXx BEU, and DERCK SCHLETTWEIN — Institute of Ap-
plied Physics, Justus-Liebig-University Giessen, Heinrich-Buff-Ring
16, D-35392 Giessen

In electrodeposited ZnO-based dye-sensitized solar cells (DSCs) the
common solvent is a mixture of 4:1 vol % ethylene carbonate : ace-
tonitrile. Since ethylene carbonate is a solvent with a high viscosity
compared to acetonitrile non-negligible contributions to the series re-
sistance were observed. To overcome this problem we have studied
different mixtures of 3-methoxypropionitrile, valeronitrile or ethylene
carbonate with acetonitrile. A detailed photoelectrochemical analysis
was conducted to understand the differences observed in the measured
IV-curves. By using intensity modulated current and photovoltage
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spectroscopy (IMPS, IMVS) and impedance spectroscopy (EIS) the in-
fluence of the solvent mixtures on the charge transport and recombina-
tion reactions in the DSCs could be clarified. The results, further, pro-
vide additional input to an ongoing discussion why ZnO-based DSCs
generally lack behind the reported efficiencies of TiO2-based DSCs.

CPP 31.2 Tue 14:00 Poster B
Light harvesting structured titania films prepared by PDMS
molds — eBo Su, YicnuanN Rui, and PETER MULLER-BUSCHBAUM
— TU Miinchen, Physik-Department, LS Funktionelle Materialien,
James-Franck-Str. 1, 85748 Garching

Due to the high surface to volume ratio and the bicontinuous morphol-
ogy, foam-like nanostructures are becoming more interesting in photo-
voltaics. To improve the power conversion efficiency, a light-trapping
strategy is widely used in dye-sensitized solar cells (DSSCs) and or-
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ganic photovoltaics (OPVs). In our study, we demonstrate foam-like
structured titania films, which are made by blade coating and soft-
molding methods, with an additional superstructure in the microme-
ter range. The master to implement the superstructure is prepared by
photolithography. Then replica molds are made from the master with
poly(dimethyl siloxane) (PDMS). Finally, the different light trapping
structured titania films are prepared by applying these PDMS molds.
After the fabrication of DSSCs, the photocurrent-voltage characteris-
tics of the DSSCs are measured. The morphology of the films is char-
acterized with SEM and AFM. The optical properties are determined
by UV /Vis spectroscopy.

CPP 31.3 Tue 14:00 Poster B
Investigation on morphology and optical properties of hybrid
perovskites prepared on different substrates — e AMRITA MAN-
DAL BERA, DAN RALF WARGULSKI, IBRAHIM SIMSEK, SERGIU LEV-
ceENco, and THoMAS UnNoLD — Helmholtz-Zentrum Berlin fiir Mate-
rialien und Energie

Hybrid organometal perovskites have emerged as promising solar ab-
sorber material and have exhibited solar cell efficiencies more than 19%
to date. The morphology of the perovskite layer is one of the most im-
portant parameters which affect solar cell efficiency. CH3NH3PbI3
has been synthesized by the two step method by converting a PbI2
layer into perovskite by immersion in methylammoniumiodide. The
perovskite films prepared on different substrates [glass, fluorine doped
tin oxide (FTO), FTO with TiO2 blocking layer| have been charac-
terized by x-ray diffraction, scanning electron microscopy and optical
microscope imaging. The film morphology depends on substrate type
as well as processing parameters (e.g. spinning speed, deposition time
and temperature). The processing parameters have been optimized
to get good surface coverage. The optical properties have been in-
vestigated by measuring absorption and photoluminescence spectra at
room temperature. Despite large changes in morphology of the sam-
ples they generally exhibit a strong photoluminescence band centered
around 1.6 eV.

CPP 31.4 Tue 14:00 Poster B
Investigating the morphology of CH3sNH3Pbl;_,Cl, highly
efficient planar perovskite solar cells — eJOHANNES SCHLIPF!,
Lukas OgrsINgHAUS!, PaBLo Docampo?, THoMas Bein?, and PE-
TER MULLER-BuscuBauM! — 1TU Miinchen, Physik-Department,
LS Funktionelle Materialien, James-Franck-Str. 1, 85748 Graching
— 2LMU Miinchen, Department Chemie, Butenandtstr. 11, 81377
Miinchen

Organo-metal halide perovskites mark a paradigm shift in photovoltaic
research. Recently reported power conversion efficiencies exceeding
15% are possible due to their highly crystalline nature even when pro-
cessed from solution. However, film morphology is directly connected
to the preparation routine and material properties like charge diffu-
sion lengths that are intrinsically linked to photovoltaic performance.
We prepare highly efficient planar methylammonium (MA) lead iodide
perovskite solar cells via a two-step solution-conversion process, i.e.
dipping of a previously deposited Pblz thin film into a MA-containing
solution [1]. We complement electronic and optical characterization
using UV-Vis spectroscopy, EQE and IV measurements with grazing
incidence small and wide angle X-ray scattering (GISAXS and GI-
WAXS). Thereby it is possible to understand the role of film morphol-
ogy and influence of film properties on solar cell performance. [1] P.
Docampo, et al., Adv. Energy Mater, 4, 1400355, 2014

CPP 31.5 Tue 14:00 Poster B
Electrical atomic force microscopy on perovskite films —
elLka M. HErMES, VicTOR W. BERGMANN, SIMON A. BRETSCHNEI-
DER, FREDERIC LAQuAl, RUDIGER BERGER, and STEFAN A.L. WE-
BER — Max Planck Institute for Polymer Research, Ackermannweg 10,
55128 Mainz, Germany

Organolead trihalide perovskite solar cells have reached power conver-
sion efficiencies (PCE) of more than 20%, yet not enough is known
about the physics within the perovskite layer. Unusual effects have
been reported, such as strong hysteretic behavior in the photocurrent-
voltage curves of the cells. It remains unclear how this effect is related
to the high PCE and if mechanisms like ferroelectricity or the accu-
mulation of trapped charges cause the hysteresis. One way to tackle
these questions is to investigate the nanoscale function of perovskite
films, e.g. by atomic force microscopy in working devices [1].

In this work, the electronic and electromechanical properties of per-
ovskite films were studied on nanometer scale with electrical atomic
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force microscopy methods. With piezoresponse force microscopy
(PFM), the local piezoelectric response was visualized, providing in-
formation on possible ferroelectric domains within the film. Conduc-
tive atomic force microscopy (CAFM) was used to measure the local
photocurrent. With Kelvin probe force microscopy (KPFM) contact
potential variations and light-induced potential changes could be lo-
cally resolved. These experiments help to improve the understanding
of the working principles of perovskite solar cells.
[1] Bergmann, V.W. et al (2014); Nature Comm. 5, 5001

CPP 31.6 Tue 14:00 Poster B
Novel approaches for tuning optical and electronic proper-
ties of perovskites and their application in hybrid thin film
solar cells — eLLukAs OESINGHAUS, JOHANNES SCHLIPF, and PETER
MULLER-BuscuBauM — TU Miinchen, Physik-Department, LS Funk-
tionelle Materialien, James-Franck-Str. 1, 85748 Garching

Recently, Docampo et al. reported achieving an efficiency of up to
15.4% for solution processed planar heterojunction perovskite solar
cells by using a simple two-step sequential deposition process [1].

We use a similar method, where a PblI2 film is spin cast and sub-
sequently converted to perovskite in a mixed solution of methylam-
monium iodide (MAI) and methylammonium chloride (MACI), which
results in a better film homogeneity as compared to single-step solution
deposition and larger diffusion lengths as compared to films prepared
with pure MAI solutions. Thus the overall photovoltaic performance is
increased. We tune the morphology and the properties of the interfaces
adjacent to the charge selective electrodes. This has an effect on the
photovoltaic performance, which is characterized by UV-Vis, IV and
EQE measurements. With AFM and SEM complementary structure
information is achieved.

[1] Docampo et al., Adv. Energy Mater., 2014, 4, 1400355.

CPP 31.7 Tue 14:00 Poster B
Lifetime of photogenerated charge carriers in methylam-
monium lead halide perovskite solar cells studied by tran-
sient photovoltage/photocurrent — eDavip Kiermascu!, STE-
FAN VATH!, ANDREAS BaumANN2, and VvLADIMIR Dyakonovl!:?2
IExperimentelle Physik 6, Julius-Maximilians-Universitat Wiirzburg,
97074 Wiirzburg — 2Bayerisches Zentrum fiir Angewandte En-
ergieforschung, 97074 Wiirzburg

In the last few years solar cells based on organo-metal halide per-
ovskites attracted a lot of attention. Since the first publication of
a solar cell with a perovskite absorber in 2009, the efficiency nowa-
days reaches up to 20 %. Despite that, there is a lack of understand-
ing on the working principles in this new kind of solar cells, like the
transport and the recombination of the photogenerated charge carri-
ers. We prepared methylammonium lead halide perovskite solar cells,
namely CH3N H3Pbls and CH3N Hs Pbl3_,Cl; in a planar configu-
ration. The lifetime and the concentration of photogenerated charge
carriers are studied by transient photovoltage/photocurrent and charge
extraction experiments. We discuss our results for different device con-
figurations.

CPP 31.8 Tue 14:00 Poster B
Recombination Dynamics in Perovskite Solar Cells probed
by Time-Delayed-Collection-Field (TDCF) Experiments —
e ANDREAS PAULKE!, SAMUEL D. STrRaNks2, HENRY J. SnarTeZ, DI-
ETER NEHER!, and Tnomas J.K. BRENNER! — !Institute of Physics
and Astronomy, University of Potsdam, Karl-Liebknecht-Str.24-25, D-
14476 Potsdam-Golm, Germany — 2Department of Physics, Univer-
sity of Oxford, Clarendon Laboratory, Parks Road, Oxford OX1 3PU,
United Kingdom

Time-Delayed-Collection-Field (TDCF) experiments are applied to
working perovskite (CH3 N Hs PbIs_,Cl,) solar cells with different de-
vice architectures. In TDCF, charges generated by a nanosecond opti-
cal pulse are extracted by a large reverse voltage pulse. Thereby, the
delay between the photoexcitation and the extraction is tuned over
a wide range, with a minimal delay of 10ns. This allows to probe
the temporal evolution of the photogenerated charges and quantify
nongeminate recombination losses in the device. For comparison, the
charge carrier dynamics of an all-organic device (PTB7:PC71BM) with
similar performance is studied under comparable illumination condi-
tions. We find that the predominant recombination mechanism in
perovskite solar cells is very different from that of the organic cell.
In particular, while the charge carrier dynamics in the all-organic cell
can be described by purely bimolecular recombination with a time and
fluence independent BMR coefficient, the dynamics in mesoporous-
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TiO2 /Perovskite/Spiro and planar PEDOT:PSS/Perovskite/PCBM
devices is characterized by a slow-down of the recombination rate over

several microseconds.

CPP 32: P4: Computational Physics of Soft Matter

Time: Tuesday 14:00-16:00

CPP 32.1 Tue 14:00 Poster B
New insights into the structure of poly(p-phenylene tereph-
thalamide: a first principles study — ePEcaH ZoLFagHARI!, OLE
BrAUKAMANN!, ARNo P M KEeNTGENs!, RoBERT A DE GRrooT!2,
and GiLLEs A pE Wus! — 'Radboud university Nijmegen, Electronic
Structure of Materials,Institute for Molecules and Materials, Nether-
lands — 2Rijksuniversiteit Groningen, Solid State Materials for Elec-

tronics,Zernike Institute for Advanced Materials, Netherlands

The aromatic polyamids are a major class of polymers in recet
years.This class of polyamids are of practical interest due to their high
tensile strength, high elastic modulus, low elongation at breakage, and
higher thermomechanical stability among other kinds of polyamids.

One of the interesting member of this class of fibres called poly,
p-phenylene terepthalamide (hereafter PPTA). PPTA is a polymer
which crystalizes in the form of 2D hydrogen-bonded sheets. It has
enormous commerical applications, as already mentioned, and is sold
under the commercial names of Kevlar and Twaron. The packing of the
hydrogen-bonded sheets and phenyl group give rise to three different
PPTA structures, including Northolt, Liu and Pb.

The calculations reveal that different PPTA structures which all
exhibit herringbone packing of the phenyl groups between neighbor-
ing sheets, have similar stabilities. Also, The use of solid-state NMR
experiments combined with Density Functional Theory (DFT) based
calculations allows unambiguous assignment of all proton and carbon
resonances of PPTA structures.

CPP 32.2 Tue 14:00 Poster B
Water Dynamics in Aqueous TMAO Solutions: a DFT-MD
Study — eKoTa Usur!, MARIALORE SuLpizi?, JonaNNES HUNGER!,
MiscHa Bonn?!, and Yukr Nacatal — Max-Planck Institute for
Polymer Research, Mainz, Germany — 2Johannes Gutenberg Univer-
sity Mainz, Mainz, Germany
Trimethylamine N-oxide (TMAO) is one of the most effective agents
to stabilize proteins. It has been found that TMAO is excluded from
the protein’s surface, which indicates that stabilization occurs via in-
teraction of TMAO with the solvent, i.e. water. We investigate the
mechanism behind the interaction of TMAO with water using DFT
and force field molecular dynamics (MD) simulations. Our DFT-MD
simulation reproduces the experimentally observed ~200 cm-1 red-shift
of the O-D stretch vibrational peak, in contrast to force field MD. The
water reorientational motion, reflected by the anisotropy decay, is sig-
nificantly retarded in the vicinity of the hydrophilic O atom of TMAO
(OTMAO) for our DFT-MD simulations, which is not observed in force
field MD simulations. This slow-down of the anisotropy decay is found
not only for the O-D group bound to OTMAO but also for the other
O-D group of the same D20 molecule. Sequentially, we elucidated why
force field MD predicts significantly different dynamics from the DFT-
MD. To this end, we selectively calculated the anisotropy decay of
those O-D groups which remain hydrogen bonded to OTMAO, which
reveals the same time scale of the anisotropy decay of TMAOQO, indicat-
ing that the TMAO-bound D20 loses its reorientational information
by following the TMAO rotational motion.

CPP 32.3 Tue 14:00 Poster B
Electrode models for ionic liquid based capacitors — eKar
SzuTTOR, KONRAD BREITSPRECHER, and CHRISTIAN HoLMm — Insti-
tute for Computational Physics, Stuttgart, Germany

We compare different simulation models for ionic liquid based capac-
itors concerning the electrode model. Therefore molecular dynamics
simulations of an explicit graphite model are compared to a plain wall
electrode with adapted interaction parameters. Further we compare
two simulation approaches with constant potential boundary condi-
tions to constant charged electrodes and the influence of these different
methods with regard to the differential capacitance and the layering
behavior of the ionic liquid at the electrode.

CPP 32.4 Tue 14:00 Poster B
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Structure and Dynamics of a Mixture of Ethylene Glycol and
Water in Confinement — eREBEccA ScuMITZ and MICHAEL Vo-
GEL — Institut fiir Festkorperphysik, TU Darmstadt, Germany

In numerous biological processes and technical applications the motion
of molecules in aqueous solutions is restricted by boundary surfaces.
Therefore it is crucial to understand the impact of nanoscale confine-
ment on structure and dynamics of liquids. We study the behavior of
a mixture of ethylene glycol and water in cylindrical silica nanopores
using molecular dynamics simulations. The usage of both amorphous
and crystalline nanopores provides us with further insights into the
role played by the structure of the confinement. For all systems we
find a considerable slowdown of the structural relaxation approaching
the wall while the dynamics of the inner layer is comparable to bulk
behavior. But while the dynamics of the liquid is similar in all pores,
its structure depends strongly on the exact configuration of the con-
finement. The investigation of the liquid’s density profile indicates a
local microphase separation induced by the confinement as one molec-
ular species preferentially attaches to the wall. Though reported by
various groups, the physics behind this effect is not very clear yet
and there is no agreement on whether water or alcohol constitutes the
outer layer [1,2]. As we find a very different structure of the liquid
in the amorphous and the crystalline pore, our simulation study re-
veals further information on the influence of various parameters of the
confinement.
[1] Guo et al.; J. Phys. Chem. B 118, 34 (2014)
[2] Elamin et al.; PCCP 15, 42 (2013)

CPP 32.5 Tue 14:00 Poster B

Molecular dynamics simulation of sulfonated dimers
in DMSO-Water mixtures —  ®ANAND NARAYANAN
KRISHNAMOORTHY!, JENS SMIATEK?, and CHRISTIAN HOLM® —

nstitute for Computational Physics,University of Stuttgart —
2Institute for Computational Physics,University of Stuttgart —
3Institute for Computational Physics,University of Stuttgart

Using molecular dynamics simulations, we studied the counter ion con-
densation behavior of dimers with lithium ions under various mole
fraction of DMSO-Water mixtures. The ionic condensation behavior
show non ideal behavior for specific mole fractions of DMSO-Water
mixtures. Previous study show that the non ideality of the binary
mixture solution is due to the cluster formation of DMSO and Water
molecules through hydorgen bonds between donor DMSO oxygen atom
and hydrogen atom of Water. The non-ideal behavior, we observe can
be related to solvent-solvent interactions and a preferential solvation
mechanism for the dimer and the counter ions. The diffusion behavior
of the binary mixture was also studied and is in good agreement with
the experimental observations.

CPP 32.6 Tue 14:00 Poster B
Unravelling the conformations of di-(perylene bisimide acry-
late) by molecular modelling and free energy -calcula-
tions — FLORIAN SPREITLER!, MICHAEL SoMMERZ2?%, eMANUEL
HoLLFELDER®, MUKUNDAN THELAKKATZ?, STEPHAN GEKLE®, and
JureeEN KoHLER! — 1Experimental Physics IV and BIMF, Univer-
sity of Bayreuth, D-95440 Bayreuth, Germany — 2Applied Func-
tional Polymers, Department of Macromolecular Chemistry I, Univer-
sity of Bayreuth, D-95440 Bayreuth, Germany — 3Biofluid Simulation
and Modeling, Physics Department, University of Bayreuth, D-95440
Bayreuth, Germany — *Current address: Michael Sommer, Institute
for Macromolecular Chemistry, Albert-Ludwigs-Universitédt Freiburg,
79104 Freiburg, Germany

We compare the results of Molecular Dynamics modelling and Um-
brella Sampling on perylene bisimide acrylate dimers to the results
from time-resolved fluorescence anisotropy experiments [F. Spreitler
et al., Phys. Chem. Chem. Phys., 2014,16, 25959-25968|. It allows us
to connect the experimentally found spectral signatures of three differ-
ent fluorescence states with one non-stacked and two stacked (parallel
and anti-parallel) molecular conformations. The experimental data
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can be reproduced for the parallel stacked conformation using a model
of structural relaxation in the electronically excited state of the stacked
aggregate. For the non stacked conformation agreement between ex-
periment and modelling is only found if fast hopping of the electronic
excitation (Forster energy transfer) between the perylene bisimide sub-
units is taken into account.

CPP 32.7 Tue 14:00 Poster B
Ewald summation on GPU — eSascua EHRHARDT and AXEL
ArNoLD — Institute for Computational Physics, Stuttgart, Germany

We implemented the Ewald summation algorithm for the compu-
tation of electrostatic energies in molecular dynamics simulations
for graphic cards (GPUs) using CUDA. Our implementation is
part of the open source molecular dynamics package ESPResSo
(http://espressomd.org).

The Ewald summation splits up the Coulomb energy sum in two
sums, where one is calculated in real space and the other in reciprocal
space. Because the two sums can be computed independently of each
other, the real space part will be computed on the CPU using the effi-
cient short range routines of ESPResSo, whereas the reciprocal space
part will be computed on the GPU. The results are compared to the
existing particle-particle particle-mesh (P3M) algorithm without GPU
support. For moderate densities, the GPU-accelerated Ewald summa-
tion is comparable in efficiency with the better scaling P3M algorithm
up to about 3000 particles, but allows for much higher accuracies with-
out drastic penalties if desired.

CPP 32.8 Tue 14:00 Poster B
Monte Carlo Studies on dendrimers with special terminal-
groups at different solvent conditions — eMARTIN WENGEN-
MAYR, JENS-UWE SOMMER, and RoN DockHORN — Leibniz Institute
of Polymer Research Dresden, Germany

Monte Carlo Simulations of high generation dendritic polymers at dif-
ferent solvent conditions are performed using the Bond Fluctuation
Model on CPU and GPU. Different solvent conditions are applied
using explicit solvent. In order to comply with the wide range of
dendrimer modifications different terminal groups, for instance flexi-
ble linear chains, were attached. Static and dynamic properties like
the radius of gyration, the gyration tensor and the conformation of
subunits are investigated in detail. We expect that our results help
to understand the swelling and collapse of a dendrimer as a carrier
molecule for drug delivery processes.

CPP 32.9 Tue 14:00 Poster B
Comparison of passive and active microrheology for an unen-
tangled polymer melt — e Anja KunnaoLD and WoLFGaNG PauL
— Martin-Luther-Universitat Halle-Wittenberg, Halle, Deutschland

We use molecular dynamics simulations to study the microrheology
(MR) of an unentangled polymer melt. Microrheology aims at the es-
timation of the complex shear modulus of a probe from the motion of
suspended micro- or nanoscopic particles in the probe.

This motion can either be purely thermal, similar to the Brownian
motion, or forced to a specific form, like an oscillation. The former is
called passive MR and the latter active MR.

In passive MR the complex modulus is calculated by using a general-
ized Stokes-Einstein relation. In active MR a corresponding relation
depends on the specific form of the motion.

Our system is a melt of short bead-spring polymer chains including one
nanoparticle. For the active MR we use an oscillating harmonical po-
tential, similar to the experimental optical tweezer, to force the particle
to oscillate with a certain frequency. Passive and active MR give sim-
ilar results in the linear response regime independent of temperature,
and at high temperatures these are equal to the true (reference) bulk
modulus. The lower frequency range is better accessible by passive
MR while with active MR one can generally reach higher frequencies.

CPP 32.10 Tue 14:00 Poster B
Effects of Stiffness on a Generic Polymer Model and where
Knots come into Play — eMARTIN MARENZ and WOLFHARD JANKE
— Institut fiir Theoretische Physik, Universitdt Leipzig, Postfach
100920, 04009 Leipzig, Germany

We give an overview of the influence of bending stiffness on the confor-
mational phases of a generic homopolymer model and study especially
the occurrence of knots as stable pseudo phases. Thus we present the
pseudo-phase diagram for the complete range of semi-flexible poly-
mers, ranging from flexible to stiff ones. Although it is a simplistic
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model, we have observed a rich variety of conformational phases which
are comparable to conformations observed for real polymers and pro-
teins. Just by changing the internal bending stiffness, the polymer
model features different pseudo-phases like bended, knot-like, hairpin
or toroidal phases. To identify these phases we have calculated, be-
sides standard observables, the complete gyration tensor and the knot
type of the polymer via the Alexander polynomial. Due to the relative
complex phase space with numerous pseudo-phase transitions and the
large parameter space, we used a recently developed parallel variant
of the multicanonical algorithm to cope with all problems arising from
the transitions and the slow dynamics at very low energies.

CPP 32.11 Tue 14:00 Poster B
Parallelized Event Chain Algorithm for Dense Hard Sphere

and Polymer Systems — eoToBiAs ALEXANDER KAMPMANN,
HorsT-HoLGER Borrz, and JAN KierRFELD — TU Dortmund Uni-
versity

We present a parallelized event chain algorithm for hard sphere sys-
tems. Analyzing the performance gains for the parallelized event chain
in two dimensions we find a criterion for an optimal degree of paral-
lelization. Furthermore we discuss the extension of the algorithm to
other systems with hard sphere interactions with a special focus on
dense polymeric systems (polymer melts).

CPP 32.12 Tue 14:00 Poster B
The evaporation of nanodroplet on a heated substrate —
eJIANGUO ZHANG, FREDERIC LEORY, and FLORIAN MULLER-PLATHE
— TU Darmstadt

Two non-equilibrium methods (called bubble method and splitting
method, respectively) developed to study the steady-state evapora-
tion of a droplet surrounded by its vapor, where the evaporation con-
tinuously occurs at the vapor-liquid interface while the droplet size
remains constant [1]. Then we present our activity dealing with the
evaporation of nanometer sized droplets. The evaporation mechanisms
of nanodroplets on surface which are chemically both homogenous and
heterogeneous are studied by MD simulations under nonequilibrium
conditions [2-4].

[1] Zhang, J., Miiller-Plathe, F., Yahia-Ouahmed, M., & Leroy F., J.
Chem. Phys. (2013), 139, 134701. [2] Zhang, J., Leroy, F. & Miiller-
Plathe, F., Langmuir (2013), 29, 9770-9782 [3] Zhang, J., Leroy, F. &
Miiller-Plathe, F., PRL (2014), 113, 046101. [4] Zhang, J., Leroy, F.
& Miiller-Plathe, F., in preparation.

CPP 32.13 Tue 14:00 Poster B
Implicit-solvent coarse-grain models of thermosensitive poly-
mers eRicuarRD Cuuposal2, Jan Heypa3, and JoacHiM
DzusieLLAb2 — 1Dept. of Physics, Humboldt-University Berlin, Ger-
many — 2Soft Matter and Functional Materials, Helmholtz-Zentrum
Berlin, Germany — 3Dept. of Physical Chemistry, Institute of Chem-

ical Technology, Prague, Czech Republic

Functionalized, thermosensitive polymers have become an integral
building block for the development of “smart”, environment-sensitive
materials with tunable properties. In particular close to their
lower critical solution temperature (LCST) copolymers show dramatic
changes in their material properties in response to only tiny changes
in the solvent environment, e.g. a salt concentration. Solution theory
based but still empirical route towards the quantitative prediction of
ion-specific effects on polymer folding has been proposed recently.

We employ implicit-solvent coarse-graining strategy to verify this
concept on the models of thermosensitive polymers. Our primary tar-
gets are poly(ethylene)glycole (PEG) and poly(N-isopropylacrylamide)
(PNIPAM), both widely experimentally studied and characterized due
to their potential not only in biological applications.

Replica exchange molecular dynamics have been employed to gather
equilibrium statistics for polymer in explicit solvent at temperatures
around LCST and serve as a reference for the coarse-graining step. The
iterative Boltzmann inversion is here the method of choice and the re-
sulting implicit polymer models are then simulated within Monte Carlo
and/or Brownian dynamics.

CPP 32.14 Tue 14:00 Poster B
Two dimensional nanomaterials as sensors and drug deliv-
ery agents — HAKKIM VovusHAl, eSUPARNA SANYALZ, and BipLAB
SanvyaL! — IDepartment of Physics and Astronomy, Uppsala Univer-
sity, Uppsala, Sweden. — 2Department of Cell and Molecular Biology,
Uppsala University, Uppsala, Sweden
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Two dimensional nanomaterials have emerged as promising agents for
enabling fabrication of data storage devices, sensors for molecular de-
tection, e.g., sensing of gas molecules involved in environmental haz-
ards and drug delivery agents due to their ultrathin size with all sur-
face effects, exotic electronic and mechanical properties. Understand-
ing of electronic structures of these materials is important to design
new materials for better sensitivity and selectivity of molecules. In
this context, adsorption characteristics of different molecules such as
DNA/RNA nucleobases, explosive molecules and polycyclic aromatic
hydrocarbons with 2D graphene, graphene oxide, boron nitride and hy-
brid boron nitride-graphene in both nano flake and infinite 2D sheet ge-
ometries have been studied by density functional theory (DFT). Also,
time-dependent DFT has been used for calculations of optical prop-
erties for identifying features due to adsorption. Our results provide
important insights in gas sensing and drug delivery issues.

CPP 32.15 Tue 14:00 Poster B
About the time dependency of the Van der Waals equation of
state — ePETER FRIEDEL — Leibniz-Institut fiir Polymerforschung

Dresden e.V., Hohe Str. 6, 01069 Dresden

The Van der Waals equation is one of the prototypes of the equation
of states for realistic systems because of the first time introduction
of excluded volume and particle interactions into theoretical consid-
erations. On the other side the simulated annealing (and the similar
simulated compressing) approach applies the time dependency to one
of the variables of state performing simulations of realistic systems as
quasi static state changes. The combination of this time dependency
and the VAW-EoS enables a generalization of such considerations up to
the simulations of time dependent processes like phase transitions and
the obtaining of phase transition kinetics. Simple mathematical deduc-
tions starting with the time dependent Van der Waals equation allow
the derivation of two so called differential simulated changes of state
methods under isobar and isotherm conditions. These new methods
enable simulations of crossing phase transition points of hypocritical
substances without the danger that the simulations crash because of
the achievement of infinite values of the corresponding susceptibility
coefficients.

CPP 33: P5: Microswimmers, Active Liquids

Time: Tuesday 14:00-16:00

CPP 33.1 Tue 14:00 Poster C
Light-driven Microswimmers: Run-and-Tumble depend on
the conditions — eCEgLia Lozano!:2, Jannick FiscHEr!, FELIX
KomumeL!, and CLEMENS BEcHINGER!2 — 12, Physikalisches Insti-
tut, Universitit Stuttgart — 2Max-Planck-Institut fiir Intelligente Sys-
teme, Stuttgart

Recently, notable improvements regarding the understanding of the
dynamics of active particles have been obtained [1]. While their swim-
ming motion under bulk conditions is rather well understood, only
little is known about the dynamical properties of active particles un-
der conditions where the Peclet (Pe) number various as a function of
the particle position. We present an experimental study, where ac-
tive motion is achieved by diffusiophoretic forces in a binary solvent
and where the Pe number is controlled by the light intensity [2]. In
the presence of one-dimensional periodic intensity patterns, we observe
the accumulation/depletion of active particles in regions with low/high
illumination, i.e. with small/large Pe numbers. We study the steady
state particle density variations as a function of the ratio of the per-
sistence length of active particles and the strip width of the intensity
pattern and compare our results to numerical simulations. We expect,
that our findings contribute to the understanding of pattern formation
of chemotactic organisms in chemical gradients.

[1] B. ten Hagen, F. Kiimmel, R. Wittkowski, D. Takagi, H. Lowen,
and C. Bechinger Nature Comm. 5, 4829 (2014) [2] I. Buttinoni, G.
Volpe, F. Kiimmel, G. Volpe, and C. Bechinger J. Phys.: Cond. Mat.
24, 284129 (2012)

CPP 33.2 Tue 14:00 Poster C
Self-propulsion of Janus particles near a polymer function-
alized surface — eMoupeEH HEIDARI and REGINE voN KLiTZING
— Stranski Laboratorium fiir Physikalische und Theoritische Chemie,
Inst. fiir Chemie TU Berlin, Strafie des 17. Juni, 10623 Berlin, Ger-
many

Active colloidal suspensions are consisting of particles with dimensions
ranging from hundreds of nanometer to tens of micrometer. These
particles are able to move autonomously under out-of-equilibrium con-
ditions by converting the energy of their environment into directed
motion. So far, the motion of microswimmers has been investigated
close to a glass slide, whereas the interactions between particles and
the substrate are often neglected. However, these interactions are ex-
pected to play a significant role in the motion of microswimmers.

In this study we explore the motion of Janus-type microswimmers
close to a glass slide which is functionalized with thermoresponsive
PNIPAM brushes. Janus particles are polystyrene microbeads half
coated with Au and undergo self-propulsion by taking advantage of
thermophoretic effect under laser illumination. The remarkable advan-
tage of such Janus particles is that their self-propelled motion can be
switched on and off on demand by adjusting laser intensity. Structural
properties of polymer brush layer on the substrate such as roughness,
thickness and grafting density has been varied and the respective in-
fluence of such variations on the motion of microswimmers has been
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addressed.

CPP 33.3 Tue 14:00 Poster C
Active microrheology in colloidal soft-matter — eROBERT
WurrerT!, Upo SEIFERT!, and THomas Sprck? — II. Institut fiir
Theoretische Physik, Universitit Stuttgart, Germany — 2Institut fiir
Physik, Johannes Gutenberg-Universitdt Mainz, Germany

Tracking the microscopic motion of a driven colloidal probe through a
complex host medium delivers valuable insight regarding the system’s
dissipative behaviour in the non-linear response regime. The active
forcing disturbs the equilibrium microstructure around the probe caus-
ing an excess of particles in front and a depopulated wake trailing it.
This anisotropy in the pair-distribution corresponds to a frictional drag
on the probe due to colloidal interactions, which can be interpreted
in terms of an effective viscosity on the micron-scale. We calculate
the pair-distribution function from the pair-Smoluchowski equation for
hard-sphere colloids with additional long-range interactions. Further-
more, we discuss how the resulting velocity-force relations generalize
in the case of dense and hence strongly interacting host suspensions
and compare our results to Brownian dynamics simulations.

CPP 33.4 Tue 14:00 Poster C
From Single Artificial Self-Propelled Particles to Collec-
tive Motions — eLroNARD Li', RaLr SEemann!2 and JEAN-
BapTisTE FLEURY! — 1Saarland University, Experimental Physics,
Saarbruecken, Germany — 2Max Planck Institute for Dynamics and
Self-Organization, Goettingen, Germany

Collective motions as manifestation of a coordinated behavior are com-
menly observed in living-organisms: from bacteria to birds, sheaps and
fishs. Recently, identical type of behavior could be also observed with
non-living system, i.e swarmming of self-propelled droplets dancing
into a microfluidic chip. Based on this type of system, we study the
conditions leading to the emergence of collective motion from the hy-
drodynamic interaction between individual self-propelled objects.

CPP 33.5 Tue 14:00 Poster C
Quantifying random walk properties of Caenorhabditis ele-
gans with the WormTracker — e CARSTEN SCHADE and MATTHIAS
WEiss — Universitat Bayreuth

The locomotion pattern of C. elegans (a small transparent round-
worm)is complex and depends on the visco-elastic properties of the
environment. Here, we have used a custom-made worm imaging plat-
form to monitor the random walks of individual worms in varying
environments. As a result, we have observed that the probability dis-
tribution of spatial increments depends on the visco-elastic properties
of the worm’s environment. Moreover, these probability distributions
Show signatures of Levy-stable distributions, hence suggesting near-
optimal search strategies to explore the environment.

CPP 33.6 Tue 14:00 Poster C

Swimming Dynamics of C. reinhardtii in Confined Geome-



Berlin 2015 — CPP

Tuesday

tries — eTanvyA OsTAPENKO, CHRISTIAN KREIS, and OLIVER BAuM-
cHEN — Max Planck Institute for Dynamics and Self-Organization
(MPIDS), Am Fassberg 17, 37077 Gottingen, Germany

Chlamydomonas reinhardtii is a unicellular, biflagellated alga that has
long been appreciated as a model organism in biology. Recently, their
possibilities as a source of therapeutic proteins and renewable biofuels
have attracted much interest. Previous research in the physics commu-
nity to date has mainly focused on the propulsion mechanism of this
microswimmer in bulk, as well as quasi-two-dimensional systems. Re-
cently, the influence of interfaces on the dynamics has been recognized
as an important factor. Additional studies showed that active swim-
mers affect the rheological (e.g. the effective viscosity) and transport
properties of dense suspensions.

We report on the behavior of C. reinhardtii in two different, con-
fined environments. First, we consider cells injected into a quasi-two-
dimensional microfluidic chip, where we find that the geometric shape
and dimensions in which the cells swim can affect their trajectories
and wall interactions. Secondly, we investigate C. reinhardtii in an
evaporating droplet, where the volume in which the cells may swim
is time-dependent. We discuss possible explanations for any resulting
pattern formations, as well as how the confined environment impacts
the swimming dynamics.

CPP 33.7 Tue 14:00 Poster C

Bacterial swimming in narrow spaces — eMAaARrius HINTSCHE,
MicHAEL RaaTz, MArRcO Banrs, MarTHiAs THEVES, and CARSTEN
BeTA — Institut fiir Physik und Astronomie, Universitat Potsdam,

Potsdam, Germany

The natural habitat of many bacterial swimmers is dominated by in-
terfaces and narrow interstitial spacings. Thus, they will often in-
teract with the fluid boundaries in their vicinity. To quantify these
interactions, we investigated the swimming behavior of the soil bac-

terium Psudomonas putida in a variety of confined environments. We
fabricated structured microchannels with different configurations of
cylindrical obstacles as well as unstructured narrow chambers. In
these environments we recorded swimming trajectories and measured
key motility parameters for different obstacle densities and arrange-
ments. Although the run-and-turn swimming pattern does not change,
the shape of trajectories varies in different obstacle configurations.
Motility parameters like speed, run times and turning angles depend
strongly on the obstacle density. This is likely to be a combination of
hydrodynamic wall effects and collisions with the obstacles.

CPP 33.8 Tue 14:00 Poster C
Modeling active systems on different length scales: a com-
parison of pattern phenomenology — eJonas DENK, LORENZ
HuBger, EMANUEL REITHMANN, and ErwIN Frey — Ludwig-
Maximilians-Universitat, Miinchen, Deutschland

Modeling complex biological systems always includes a level of coarse-
graining in order to reduce the intricate functions of each microscopic
constituent and their interplay to a comprehensive description. For
active systems of self-propelled particles realizations of this coarsen-
ing procedure range from agent-based simulations on a single particle
level to mean field descriptions on a hydrodynamic length scale. Be-
cause these two approaches are conceptually different it is important
to ask whether they yield similar results especially with respect to the
formation of macroscopic patterns. Motivated by recent in vitro ex-
periments of membrane-bound FtsZ, a bacterial cell-division protein,
we compare microscopic particle-based simulations to a coarse-grained
kinetic Boltzmann approach for systems of chirally driven polymers.
We discuss conceptual differences and identify observables, that are
suited for each level of description. We find that both approaches ex-
hibit the same phenomenology in terms of vortex structure and flocking
states. Furthermore, we argue discrepancies between them and discuss
possible applications in the field of self-propelled particle systems.

CPP 34: P6: Biomaterials and Biopolymers

Time: Tuesday 14:00-16:00

CPP 34.1 Tue 14:00 Poster C
Nanoscale viscoelastic properties of hydrated collagen-based
films probed with static and dynamic AFM — eMAaNUEL UH-
L1G, EIKE-CHRISTIAN SPITZNER, and ROBERT MAGERLE — Chemis-
che Physik, Fakultdt fiir Naturwissenschaften, TU Chemnitz, 09107
Chemnitz, Germany

The amount and distribution of water in collagen-based films deter-
mines their mechanical properties and shape. We investigate the ef-
fect of hydration on reconstituted collagen fibrils and gelatin films
(i.e., denaturated collagen) by controlling the relative humidity of the
surrounding air. Measurements are performed with atomic force mi-
croscopy (AFM) including static and dynamic force spectroscopy as
well as stress relaxation experiments. By combining these methods,
the mechanical response is characterized over a wide range of time
scales. We obtain maps of the specimen’s viscoelastic properties in the
near-surface region. For each material, one single AFM probe (Si, with
a force constant of 15 N/m) is used during the entire experiment, thus
allowing comparison of different tip-sample interaction mechanisms.
Gelatin films show a distinct, humidity induced transition from a stiff
to a compliant, viscoelastic state. In contrast, collagen fibrils soften
more gradually with increasing relative humidity.

CPP 34.2 Tue 14:00 Poster C
A pressure-dependent FTIR-spectroscopy study on spider
silk’s non-equilibrium nanostructure — eARTHUR MARKUS
AnTon!, CurisTor GuTrscue?, WiLHELM Kossack!, and FRIEDRICH
KreMER! — lInstitut fiir Experimentelle Physik I, Universitét
Leipzig, Germany — 2Poliklinik fiir Zahnerhaltung und Parodontolo-
gie, Universitat Leipzig, Germany

To investigate the molecular structure and the interaction between
internal and external constraints in spider silk a pressure dependent
analysis by means of a diamond anvil cell (DAC) has been carried out.
On the one hand, the spectral shift of a structure-specific IR-absorption
band provides evidence of the inherent non-equilibrium nanostructure
in spider silk, as composed of alanine-rich nanocrystals embedded in
a glycine-rich and prestressed amorphous matrix [A. M. Anton et al.,
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Macromol. 46 (2013)]. On the other hand, combining polarization-
dependent IR-transmission and optical microscopy measurements al-
lows for separating between order and disorder at macroscopic and
microscopic scales for a variety of (bio)macromolecular fibers. Thus,
on the example of spider silk the molecular order parameter of the ala-
nine building blocks is determined and found to decrease reversibly by
0.01 GPa—! when varying the external hydrostatic pressure between 0
and 3 GPa [A. M. Anton et al., manuscript submitted]|.

CPP 34.3 Tue 14:00 Poster C
Interactions of Radical Oxygen Species with Phosphatidyl-
choline Monolayers and Liposomes — eANDREAS GRONING!,
Herko AHRENs', FRANK Lawrenz!, THomMAs ORTMANN!, GERALD
BRrEzESINSKIZ, FRrITz ScHoLz3, DoRris VoLLMER?, and CHRISTIANE
A. HeLm! — 1Physik, Uni Greifswald, 17487 Greifswald, Germany —
2MPI KGF, 14476 Potsdam, Germany — 3Biochemie, Uni Greifswald,
17487 Greifswald, Germany — 4MPIP, 55128 Mainz, Germany

During times of environmental stress (e.g., UV or heat exposure), lev-
els of reactive oxygen species (ROS) can increase. This may result
in significant damage to cell structures. Here we focus on the effect
of hydroxyl radicals (produced by Fenton reaction) on model mem-
branes. Combining isotherms, X-ray diffraction, X-ray reflection and
IRRAS, we find a partial cleavage of the head group leading to a re-
duced head group size with negative charge for DPPC monolayers at
the air/water interface. Free iron ions are produced by the Fenton re-
action, they bind to the head group. Fluorescence microscopy showed
immediate nucleation of new domains in the condensed phase, followed
by solidifcation. Similar effects are observed with differential scanning
calorimetry and confocal microscopy for DMPC liposomes. The use of
EDTA in high excess to catch all free iron ions prevents the solidifi-
cation of the monolayers and liposomes. The chemical changes of the
lipids due to radical attack have no direct effect on the phase tran-
sition and solidification. Solidification and destruction of the model
membranes after the Fenton reaction are attributed to the iron ions,
which bind very strongly to the lipids after the radical attack.

CPP 34.4 Tue 14:00 Poster C
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Synchrotron Radiation- based FIR/THz spectroscopy for
studying Membrane-targeting interactions of antimicrobial
peptides — eANDREA HORNEMANN!, ARNE HoEeHL!, MICHAEL
AnpeErscu2, Prcoy EMMER!, MICHAEL VoOLLMER?, GERHARD
Urm!, and BurkHARD BEckHOFF! — 1Physikalisch-Technische Bun-
desanstalt, Berlin, Germany — 2University of Applied Sciences in

Brandenburg, Brandenburg, Germany

The development of new infrared radiation sources has initiated op-
portunities for exploring the molecular structure of many (bio-) ma-
terials in the far-infrared/terahertz spectral region. The identification
of thin organic films derived from peptide layers at polymer/organic
interfaces was performed by Synchrotron Radiation (SR-) based FTIR
spectroscopy at PTB’s Metrology Light Source. For bioanalytical ap-
plications, the FIR/THz spectroscopic technique offers a unique tool
for a distinct identification of biochemical components by their vibra-
tional spectra. Peptide films were studied in the spectral region from
400 cm™! to 5 cm™!. This spectral region complements the mid-infrared
spectral range where molecules such as proteins deliver characteristic
modes, and entails additional molecular information on torsion and
bending modes of the carbon backbone and H-bonds of biomolecules.
We discuss the signatures of different membrane-targeting antimicro-
bial peptides that display defined secondary-structure motifs. Our
approach entails T-dependent studies between between 298 K and 10
K.

CPP 34.5 Tue 14:00 Poster C
An x-ray diffraction study of vulcanized fiber and pa-
per exposed to hydrostatic pressure — eKariN Escu!, Do-
MINIK DUMKE?2, MICHAEL PauLus!, CHRISTIAN STERNEMANN!, Ju-

Lia Nase!, JuLian ScuuLze!, JonaANNES MOLLER!, KoLia MENDE!,

IrENA KieseL!, THOMAs BUNING!, StMoN WULLE!, SERGIUS JANIK!,
HoLcerR GORING', DoroTHEE WIECZOREK?, and METIN ToLaN! —
IFakultdit Physik / DELTA, Technische Universitdt Dortmund, D-
44221 Dortmund, Germany — 2Fakultit Maschinenbau, Technische

Universitdt Dortmund, D-44221 Dortmund, Germany

Vulcanized fiber, consisting of cellulose, is a material of various applica-
tions. It is used as an insulator in electrical industry, and can be found
in washers/gaskets and welding shields. As vulcanized fiber and paper
are made from renewable resources, these materials gained increasing
interest in recent years. A way to produce vulcanized fiber is parch-
mentising. Raw paper is soaked with a ZnCly solution, pressed, rested
for a certain time, and washed out in steps of descending concentra-
tions. Paper consists mostly of cellulose I, and Ig. During the process
of parchmentising cellulose I transforms to cellulose II and changes the
material’s structure on a molecular level. Consequently, macroscopic
properties change, e.g. the material becomes harder and stiffer. The
underlying structural changes can be analysed by x-ray diffraction. We
studied changes in the diffraction pattern of paper and vulcanized fiber
at high hydrostatic pressure up to 4 kbar. An anisotropic reversable
compression was found. The experiments were performed at beamline
BL9 of the synchrotron lightsource DELTA, Dortmund.

CPP 34.6 Tue 14:00 Poster C
AFM studies of adsorbed xylan on cellulosic materi-
als — eCaTERINA CziBuLAb2, CHRISTIAN GANSERDZ, ALBRECHT
MiLETZKY?4, STEFAN SPIRK®, ROBERT ScHENNACH?®, and CHRIs-
TIAN TEICHERT!2 Hnstitute of Physics, Montanuniversitaet
Leoben, Austria — 2Christian Doppler Laboratory for Surface Chem-
ical and Physical Fundamentals of Paper Strength, Graz University
of Technology, Austria — 3Institute for Chemistry and Technology
of Materials, Graz University of Technology, Austria — 4Institute for
Paper-, Pulp- and Fibre Technology, Graz University of Technology,
Austria — ®Institute of Solid State Physics, Graz University of Tech-
nology, Austria

Xylan is the predominant hemicellulose in plants and wood. It is a
byproduct in papermaking and the production of regenerated cellulose
fibers. To find an additional use of xylan, its ability to positively in-
fluence mechanical properties of paper is investigated at the example
of a variety of cellulosic substrates. The adsorption of xylan to amor-
phous cellulose thin films, viscose fibers, and paper fibers is studied.
Atomic force microscopy (AFM) is employed to characterize the to-
pography of the samples and to analyze their surfaces. The size of the
randomly distributed xylan aggregates varies between 20 nm - 30 nm.
The shape, either globular or elongated, is dependent on the electrolyte
concentration.

CPP 34.7 Tue 14:00 Poster C
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The adsorption of a cellulose binding module on cellulose sur-
faces — oSErRGIO MAURI', JiM PFAENDTNER?, MiscHA Bonn!, and
Tosias WEIDNER! — 1Max Planck institute for polymer research,
Mainz, Germany — 2Dept. of chemical engineering, University of
Washington, Seattle, US

The conversion of biomass, like other biological processes, is rate-
controlled by interfacial phenomena. In the case of enzymatic biomass
conversion, cellulose enzymes present specific carbohydrates binding
modules (CBM) to provide an increase in concentration of enzyme sites
near the cellulose interface. Here we propose to study the interaction
of a CBM with cellulose surfaces by a combination of methods, to
quantify the adsorption of CBM on cellulose surfaces and to elucidate
the CBM/cellulose interfacial structure. We follow the concentration
dependent adsorption kinetics of CBM on cellulose surfaces by means
of QCM-D and we determine the Langmuir adsorption isotherm. On
the same substrate we perform XPS to compare wet and dry adsorbed
mass. We finally determine the orientation of the adsorbed protein
on such cellulose surfaces by using sum frequency spectroscopy (SFG).
SFG is a nonlinear optical technique which provides surface-specific
vibrational spectra of sub-monolayers of interfacial molecules. SFG, in
conjunction with simulation results, is well-suited for determining the
orientation of CBM on cellulose surfaces.

CPP 34.8 Tue 14:00 Poster C
Determination of Amylolytic Activityof Malts by Rheolog-
ical Measurements — eJANYL ISKAKOvA, JAMILA SMANALIEVA,
and AsYLBEK KuLmMYRzAEV — Kyrgyz-Turkish Manas University,
Bishkek, Kyrgyzstan

Malting is the most important stage in the processing of the Kyrgyz
traditional beverage Bozo. In current study, the amylase activities of
maize, millet, wheat, and barley malts were investigated by rheological
methods using cooked millet porridge as a substrate for enzymes.

The aim of this work has been to demonstrate the applicability of
rheological measurements as alternative, rapid, safe for health and
simple method for measuring amylolytic activity of grain malts. The
standard colorimetric method for the determination of amylase activ-
ity was compared with rheological method. Millet porridge exhibited
pseudoplastic behavior and the Ostwald-De-Waele was used as suitable
fitting model. The highest amylolytic activity was found in barley malt
and the lowest in maize malt. The rheological method is demonstrated
to be advantageous, particularly with regard to speed, simplicity, no
requirement for chemicals and possibility of the online monitoring of
the structural changes.

CPP 34.9 Tue 14:00 Poster C
A polyethylene glycol / y-globulin mixture as a versatile de-
pletion interaction system for the study of crowding effects
— oSTEFANO DA VELA!, FAJUN ZHANG!, CHRISTIAN EXNER!, SAL-
1BA BarsauMme!, MicHaeL Szrucki?, and FRANK SCHREIBER! —
Hnstitut fir Angewandte Physik, Universitit Tiibingen, 72076 Tiibin-

gen — 2ESRF, Grenoble, France

Bovine ~-globulin is a polyvalent antibody preparation consisting
mainly of Immunoglobulin G (IgG), an anisotropic, Y-shaped protein.
Solutions of 7-globulin, with polyethylene glycol (PEG) of variable
molecular weights added as depletion agent, can be used as a model
to study the effect of attractive particle-particle interactions with tun-
able range and strength. The phase behaviour is comparable to that
of monoclonal antibody systems, with the appearance of a gas-liquid
coexistence region accessible above the freezing temperature of water,
within a range of PEG concentrations. However, the availability of
large amounts of protein in the case of y-globulin allows for an exten-
sive exploration of its phase diagram: regions at high protein volume
fraction and the possibility to realize arrested phase transitions are of
particular interest. Moreover, by choosing appropriate PEG molecular
weights and concentrations, the phase behaviour can be described in
conditions beyond those of applicability of the Asakura-Oosawa model
of depletion interactions. Typical phase diagrams as a function of PEG
concentration and temperature are presented, while dynamic light scat-
tering and small-angle x-ray scattering are employed to characterize
the interaction.

CPP 34.10 Tue 14:00 Poster C
Diffusion in protein solutions upon approaching a liquid-
liquid phase transition and its critical point — eMicHAL BrAUN,
MARrceELL WoLF, FAJUN ZHANG, and FRANK SCHREIBER — Institut
fir Angewandte Physik, Universitdt Tiibingen, 72076 Tibingen
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We study aqueous solutions of globular proteins and multivalent salts
([1], 12], [3]). In the bovine serum albumin (BSA) system with YCl3
liquid-liquid phase separation (LLPS) occurs in a certain region of
the phase diagram. We performed temperature dependent dynamic
light scattering measurements to monitor the diffusion behavior upon
approaching the liquid-liquid phase transition. We found two contribu-
tions to the collective diffusion. The faster diffusion is ascribed to small
clusters whereas the slower contribution is due to collective diffusion of
larger clusters. Both the slow and fast collective diffusion coefficients
first increase as expected according to the Stokes-Einstein equation.

Upon approaching the phase transition they decrease linearly due to
the formation of clusters. A new theoretical model is needed to explain
these experimental observations. The Rayleigh ratio as well as the dif-
fusion coefficients may be used to estimate the spinodal and binodal
temperatures of the system. The classification of the critical behavior
turns out to not be as straightforward as in the case of other binary
systems. This is due to the formation of clusters before the onset of
phase transition. [1] Zhang et al., PRL, 101, 148101, 2008, [2] Zhang
et al., Soft Matter, 8, 1313, 2012, [3] Roosen-Runge et al., PNAS, 108,
11815, 2011

CPP 35: P7: Hydrogels and Elastomers

Time: Tuesday 14:00-16:00

CPP 35.1 Tue 14:00 Poster C
Demixing transition and molecular interactions in poly(N-
isopropyl acrylamide) compared to its monomer — eMORITZ
FurscHER!, MARTINE PHiLIPP!, PETER MULLER-BuscuBaum!, and
AvLrFoNs ScHULTEZ — 1TU Miinchen, Physik-Department, LS Funk-
tionelle Materialien, James-Franck-Str. 1, 85748 Garching —
2University of Central Florida, Department of Physics, The College
of Optics & Photonics, Orlando, Florida 32817-2385, US

Temperature-sensitive hydrogels such as poly(N-isopropyl acrylamide)
(PNIPAM) exhibit a coil to globule transition of the polymer chains
with a lower critical solution temperature (LCST) near 32 °C. The
cooperative dehydration of bound water molecules upon heating plays
a significant role. The hydrogen bonding with the amide groups in the
side chains has to be contrasted with the hydration interaction of the
hydrophobic main chain hydrocarbons. Employing FTIR spectroscopy
we probe molecular changes in the various chemical groups. PNIPAM
and its monomer NIPAM are investigated at a concentration of 20
wt% in aqueous solution. We observe a nearly discontinuous shift of
the peak frequencies and the intensities of vibrational bands (amide
I, amide II, CH) in PNIPAM, while in NIPAM there is a continuous
linear shift with temperature. The results are discussed with respect
to hydration changes in the amide group and cooperative interactions
with bound water along the backbone chain.

CPP 35.2 Tue 14:00 Poster C
The Formation and Swelling of Superabsorbent Networks:
A Monte Carlo Study — eMicHAEL Lang, ANDREAS JoHN, and
JENS-UWE SoMMER — Leibniz-Institut fiir Polymerforschung Dresden
e.V., Hohe Strafte 6, 01069 Dresden, Germany

The free-radical polymerization was studied in aqueous acrylic acid
solution in the presence of cross-linkers using the Bond Fluctuation
Model (BFM). Network formation was analyzed for varying cross-
linker reaction rates, cross-linker composition and number fraction,
cross-linker functionality and time dependent initiator release. For all
simulations we observe an auto-acceleration of reaction kinetics similar
to the gel effect but independent of the degree of cross-linking. The
weight distributions of chains that result from reactions of one radical
and the number distribution of cross-linkable sites on these chains can
be approximated by Poisson distributions. The weight fractions of the
active material and gel, the average strand length within the active
material, and the gel point are determined. The swelling behavior of
neutralized networks seems to confirm the Flory-Rehner prediction for
the equilibrium degree of swelling as function of the average strand
length. However, a more detailed investigation reveals that this re-
sults from the fortuitous cancellation of corrections due to inactive
material and entanglements for networks with a structure similar to
our study. Thus, only the networks with a rather large active strand
length agree with the Flory-Rehner model, while the networks with a
short elastic strand length show an additional non-affine contribution
to the equilibrium degree of swelling.

CPP 35.3 Tue 14:00 Poster C

Single and double networks from amphiphilic star block
copolymers — eoX1aoHAN Znanc!, KonstanTiNos Kvyriakos!,

Euina  N.  Kitiri?, MaRria Rikkou-KaLourkoTri?, CosTas
Patrickios?, and CHRISTINE M. Papapakis! — !TU Miinchen,
Physik-Department, Soft Matter Physics Group, Garching —

2University of Cyprus, Nicosia, Cyprus
Amphiphilic conetworks comprise hydrophilic and hydrophobic chains
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which microphase-separate when swollen with water. This way, a large
amount of internal interfaces is created which is of interest for, among
others, tissue engineering. To improve the mechanical strength, espe-
cially regarding compression, a second hydrophilic polymer network is
introduced into these amphiphilic networks.

We investigate amphiphilic conetworks from various acrylic blocks
which differ in composition, water solubility and mechanical proper-
ties. We have studied the structures of the single and the conetworks
using small-angle X-ray scattering which reveals information about
the microphase-separated morphology. We find that their degree of
swelling in water as well as the underlying mesoscopic structures de-
pend strongly on these characteristics.

CPP 35.4 Tue 14:00 Poster C
Light induced phase transitions in gold-microgel hybrids —
eMAREN LEHMANN, SARAH TURNER, Lucas KuHRrrs, and REGINE
voN KrLitziNng — Stranki-Laboratory, Dept. of Chemistry, TU Berlin,
Germany

Poly(N-isopropylacrylamide) (PNIPAM) microgels are one of the most
studied soft materials. They respond to various external stimuli, which
makes them attractive for biological applications, such as drug deliv-
ery and biosensing, as well as for catalysis or nanoreactors [1] [2]. De-
pending on their composition PNIPAM microgels respond to pH, ionic
strength or solvent. By introducing metal nanoparticles they are able
to react to a magnetic field or light. We incorporated gold nanoparti-
cle into the microgel network in order to introduce a responsiveness to
light of the plasmon resonance wavelength of the gold nanoparticles.
The temperature dependent size of the microgel and the hybrids was
measured by dynamic light scattering (DLS). The swelling and shrink-
ing properties were investigated by DLS and temperature-controlled
UV-Vis adsorption spectroscopy. The uptake of gold nanoparticles per
microgel particle and their distribution within the microgel particles
were studied with the transmission electron microscope.

[1] K. Gawlitza et al. Phys.Chem.Chem.Phys.15, 37 (2013). [2] M.
Karg et al. Curr. Opin. Colloid Interface Sci 14, 6 (2009)

CPP 35.5 Tue 14:00 Poster C
Finite element analysis of filled elastomer networks respond-
ing to static external stress — eSErRGEJ BErRDNIKOW and REIN-
HARD HENTSCHKE — Bergische Universitiat, 42279 Wuppertal, Ger-
many

Technical elastomers acquire most of their mechanical strength through
fillers forming spanning branched networks throughout the elastomer
matrix. Depending on filler concentration and processing conditions
the filler network may consist of fractal flocs, giving rise to the unique
and often desirable mechanical properties of rubber materials. Here we
present a finite-element based model of filler networks embedded in an
elastic matrix subjected to a static external stress. It is calculated how
the network responds to the rupture of highly loaded network junctions
caused by the external forces. We compare quasi-fractal filler networks,
i.e. filler networks possessing fractal structure below a certain length
scale, which are often found in for instance tire tread materials, to ran-
dom filler networks at otherwise identical conditions. We observe that
the so called “occluded rubber” effect, which is present for the quasi-
fractal networks, is destroyed upon random reordering of the filler. In
addition, significant load redistribution during filler network damage
can be seen when the filler structure is quasi-fractal. For random fillers
this load redistribution is almost completely absent.
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CPP 36: Organic Electronics and Photovoltaics: OPV Il (joint session CPP, HL, TT)

Time: Wednesday 9:30-13:00

CPP 36.1 Wed 9:30 C 130

Impact of Mesoscale Order on Energetics in Organic
Semiconductors — eCARL PoreLkiNg!, Max TieTze2, CHRIS
ELscHNER?, SELINA OrrHOF?, DIRK HERTEL®?, BJORN BAUMEIER!,
Frank WOURTHNER?, KLaus MEeeruoLz?, KArL Leo?, and DENIs
ANDRIENKO! — Max Planck Institute for Polymer Research, Mainz,
Germany — 2Institut fiir Angewandte Photophysik, Dresden, Ger-
many — 3Physikalische Chemie, Universitit zu Koln, Germany —
4Institut fiir Organische Chemie, Universitit Wiirzburg, Germany

The interaction of charged excitations with the molecular surround-
ing in organic semiconductors is strictly long-ranged, due to their
quadrupolar building blocks and preferential or absolute structural
order. We show how atomistic simulations access the resulting en-
ergetics of charges and charge pairs and derived quantities, notably
the charge-density-dependent open-circuit voltage across organic het-
erojunctions, with excellent accuracy. We compute level diagrams for
a variety of donor-fullerene interfaces, with direct experimental vali-
dation. The underlying simulation approach takes into account long-
range electrostatic effects that persist up to the mesoscale. The result-
ing mesoscale fields not only produce flat level profiles, but provide
orientation-dependent push-out forces across a donor-acceptor inter-
phase that can drive the charge-separation process. Correct polarity
of these push-out forces is a requirement for functional solar cells, with
operation closely above an isopolar point as the optimum tradeoff be-
tween magnitude of these push-out forces and the photovoltaic gap.

CPP 36.2 Wed 9:45 C 130
Signature of the Dirac cone in the excitation gaps of linear
oligoacenes — eRicHARD KORYTAR — Institut fiir Nanotechnologie,
Karlsruher Institut fiir Technologie, Herrmann-von-Helmholtzplatz 1,
76344 Eggenstein-Leopoldshafen

Linear oligoacenes (linearly fused benzene rings) are one of the proto-
typical examples of quantum wires and the simplest realization of the
so called nano-graphene. We show that contrary to a widely held be-
lief, the excitation gaps of oligoacenes can display oscillations of period
11 (rings) as a function of the molecule’s length. By inspection of the
polyacene electronic band-structure, we show that the incommensurate
oscillations are caused by the presence of an accidental degeneracy at
the Fermi level, reminiscent to the Dirac cone of graphene. Our predic-
tions are supported by calculations based on density functional theory.
We clarify the role of interactions by studying a parameterized Hub-
bard model with density matrix renormalization group. Our findings
may have implications for organic electronics and research of materials
for energy conversion.

CPP 36.3 Wed 10:00 C 130
Probing Interfacial Properties in Polymer:Fullerene Bulk
Heterojunctions — eCHRISTIAN KASTNER!, DANIEL A. M. EGBE?,
and HaraLD Hoprpe! — lInstitute of Physics, Technische Universitit
Ilmenau, Ilmenau, Germany — 2Linz Institute for Organic Solar Cells,
Johannes Kepler University, Linz, Austria

We investigated the properties of donor-acceptor interfaces occurring
in fine-tuned ternary bulk heterojunctions and were able to quanti-
tatively correlate spectroscopic information with domain phase order.
Relaxation energies for AnE-PV donor polymers as well as of PCBM
were found to range within 100-200 meV.

CPP 36.4 Wed 10:15 C 130
The Effect of Solvent Additive on Generation, Recombina-
tion and Extraction in PTB7:PCBM Solar Cells: A con-
clusive Experimental and Numerical Simulation Study —
eJULIANE KNIEPERT!, ILJA LANGE!, THOMAS BRENNER!, JAN ANTON
KosTER?, and DIETER NEHER! — ! Universitit Potsdam, Germany —
2University of Groningen, The Netherlands

Time delayed collection field (TDCF), bias amplified charge extraction
(BACE) and space charge limited current (SCLC) measurements are
combined with complete numerical device simulations to unveil the
effect of the solvent additive 1,8-diiodooctane (DIO) on the perfor-
mance of PTB7:PCBM bulk heterojunction solar cells. DIO is shown
to increase the charge generation rate, reduce geminate and bimolec-
ular recombination and increase the electron mobility. In total, the
reduction of loss currents by processing with the additive raises the
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power conversion efficiency of the PTB7:PCBM blend by a factor of
almost three. Our device simulations show unambiguously that the
effect of the additive on the shape of the current-voltage curve cannot
be ascribed to the variation of only the mobility, the recombination or
the field-dependence of generation. It is only when the changes of all
three parameters are taken into account that the simulation matches
the experimental J-V-characteristics under all illumination conditions
and for a wide range of voltages.

CPP 36.5 Wed 10:30 C 130

Quantification of loss channels in bulk heterojunction or-
ganic solar cells based on DPP-type donor-acceptor copoly-
mers blended with PC71BM — eJuLIAN ROBERT OCHSMANN!,
DeeEPAK CHANDRANZ3, Kwance-Sup Lee?, and FrEDERIC LaqQuarl
— 1Max Planck Institute for Polymer Research, Mainz, Germany —
2Dublin City University, Dublin, Ireland — 3Hannam University, Dae-

jeon, South Korea

A promising approach to improve the performance of bulk-
heterojunction (BHJ) organic solar cells (OSC) is to use low-bandgap
polymers as electron donor materials as they enhance the photon ab-
sorption of the photoactive layer in the near infrared wavelength range
and thereby increase the photocurrent. In addition, low-bandgap poly-
mers are suitable for use in tandem solar cells, since their absorption
spectrum is complementary to that of mid-bandgap polymers such
as P3HT or PCDTBT, which allows for photocurrent matching of
front and back cells. A promising class of low-bandgap polymers for
single- and multijunction solar cells are donor-acceptor type copoly-
mers based on diketopyrrolopyrrole (DPP) units. In this study we
investigate the photovoltaic performance and the photophysics of two
DPP-based copolymers, namely PTDPP-TT and PFDPP-TT, blended
with PC71BM and applied in single junction BHJ solar cells. The pho-
tophysics of the OSC devices were investigated with broadband tran-
sient absorption pump-probe spectroscopy (TA) and analyzed with
a previously reported model of charge recombination that allows to
quantify the loss channels in devices.

CPP 36.6 Wed 10:45 C 130
Efficiency-Limiting Processes in Low-Bandgap Poly-
mer:Perylene Diimide Photovoltaic Blends e DOMINIK
GEHRIG!, STEFFEN RoLaND2, IaN Howarp!, DieTER NEHER?, and
FrEDERIC Laquarl — !Max-Planck-Institut fiir Polymerforschung,
Mainz — 2Institut fiir Physik und Astronomie, Physik weicher Ma-
terie, Universitat Potsdam

In this work, we present a photophysical study on blends of a low-
bandgap polymer, namely PBDTTT-C, as donor in combination with
a PDI-based electron acceptor.[1] Exciton and charge carrier dynam-
ics as well as loss mechanisms are investigated by sub-picosecond to
microsecond pump-probe transient absorption (TA) and time-resolved
photoluminescence (TRPL) spectroscopy in combination with multi-
variate curve resolution (MCR) data analysis. A largely diffusion-
limited exciton dissociation at the donor acceptor interface and conse-
quently a slow charge generation is observed. Time-delayed collection
field (TDCF) experiments reveal a strongly field-dependent charge gen-
eration process in turn leading to low fill factors in devices. However,
once free charges are generated they recombine non-geminately on a
ns-us timescale indicating that they can be potentially extracted as
photocurrent. By comparison of the PBDTTT-C:PDI charge gener-
ation efficiency with that of a PBDTTT-C:fullerene blend, we iden-
tify inefficient charge generation and fast non-geminate recombination
competing with charge extraction to be the main bottlenecks of pho-
tocurrent generation in the investigated polymer:PDI blends.
[1] Gehrig et al., J. Phys. Chem. C 2014, 118, 20077

CPP 36.7 Wed 11:00 C 130
Effect of solvent vapor annealing on perylene-based solar
cells — oSTEFAN GROB!, MARK GRUBER!, ANDREW BARTYNSKIZ,
THERESA LINDERLY, MARK THoMPsoN?, and WoLFGANG BrRUTTING!
— University of Augsburg, Augsburg, Germany — 2University of

Southern California, Los Angeles, USA

Diindenoperylene (DIP) and Tetraphenyldibenzoperiflanthene (DBP)
are two common materials used in organic solar cell devices. While DIP
is growing crystalline, showing good charge and exciton transport but
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only weak absorption, DBP exhibits an amorphous character, leading
to lower carrier mobility and a short exciton diffusion length, however,
DBP reveals a distinctly higher absorption. For both materials we in-
vestigate the influence of solvent vapor annealing (SVA) on solar cell
performance. In general, SVA leads to a reorganization of the treated
materials due to a partial re-solubilization of the layers, allowing the
molecules to rearrange into structures characterized by a higher de-
gree of order [1]. Though, for DBP, extended annealing times lead to
a strong aggregation of the molecules, resulting in inhomogeneous lay-
ers unfavorable for solar cells. For DIP cells however, SVA leads to an
increase in fill factor (FF) and also a slight increase in short-circuit cur-
rent density (Jsc) due to interface roughening. Nevertheless, the best
results are obtained by combining annealed DIP layers with strongly
absorbing DBP and C70 on top. Thereby, we obtain the same increase
in FF but a higher gain in Jsc, elevating the power conversion efficiency
by almost 20 % up to more than 4 %.
[1] G. De Luca et al., J. Mater. Chem., 2010, 20, 2493-2498

15 min. break

CPP 36.8 Wed 11:30 C 130
Morphology Tuning by Side-chain Variation in Bulk-Hetero-
Junction Solar Cells Based on Merocyanines — eDIrRk HER-
TEL, JULIAN NoOwAK, STEPHANIE RUTH, RuUTH BRUKER, JURGEN
ScHELTER, and Kraus MEgERHOLzZ — Universitdt zu Koéln, Depart-
ment Chemie, Luxemburgerstrasse 116, 50939 Koln

Organic photovoltaics (OPV) offers the potential of mass-produced re-
newable energy. Within the last decade the efficiency of organic solar
cells has increased from 3 % to 10 %, mainly based on better un-
derstanding and control of morphology. We investigate merocyanines
(MC), a class of low-molecular-weight colorants, as donor material in
organic solar cells. These molecules are processable via both deposition
techniques showing remarkable power conversion efficiencies (PCE) be-
yond 4% for SOL- and 6% for VAC-processed devices. Despite these
impressive numbers the understanding of the influence of morphology
on charge generation, transport and recombination in MCs is in its
infancy. To aim towards even higher PCEs we have systematically
varied the side-chain of a prototypical donor-acceptor MC with a high
ground state dipole moment. By applying atomic-force mircroscopy,
transmission electron microscopy and x-ray diffraction we are able to
elucidate the thin film structure and show how side-chain variation
reduces domain size and improves device data. We are able to corre-
late crystal size to optical, morphological and device data. There is
an optimum side chain length and contrary to previous observations
the MC:PCBM blend layers processed from solution perform better in
OPVs than layers processed by thermal deposition under vacuum.

CPP 36.9 Wed 11:45 C 130
Exploring the performance enhancement potential of the ta-
pering technology for block-copolymer solar cells using a
novel particle-based multiscale solar-cell algorithm — An-
TON PERSHIN, SERGII DONETS, and e STEPHAN BAEURLE — Institut
fir Physikalische und Theoretische Chemie, Universitdt Regensburg,
93040 Regensburg, Deutschland

Tapered block copolymers offer an exciting opportunity to tailor the
interfacial region between different components by conserving their
phase-separated mesoscale structure, which enable the generation of
polymer systems with the desired spatio-dynamic properties. In this
presentation, we explore their usefulness for optimizing the photo-
voltaic performance of polymer bulk heterojunctions. To this end,
we apply a recently developed particle-based multiscale solar-cell algo-
rithm [1,2] and investigate the effect of random tapering at the chem-
ical junctions between the electron-donor- (D) and electron-acceptor-
(A) blocks on the photovoltaic properties of various lamellar-like
polyfluorene-based block-copolymer systems. Our simulation results
[2] reveal that introducing a tapered middle block with optimal length
leads to a significant increase of the exciton dissociation efficiency, but
deteriorates the charge transport efficiency only moderately. This re-
sults in a gain of the internal quantum efficiency from 25 up to 39 % by
increasing the thickness of the active layer of the solar cell from 10 up
to 50 nm in direction to the DA interface. Literature: [1] A. Pershin,
S. Donets, S.A. Baeurle, Polymer 55, 3736 (2014); [2] A. Pershin, S.
Donets, S.A. Baeurle, Polymer 55, 1507 (2014).

CPP 36.10 Wed 12:00 C 130
Effect of alcohol treatment on the morphology and per-
formance of PTB7:PC71BM bulk heterojunction solar cells
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— Suuar Guol, BryE Caol, WEewia Wancg!, Jean-Francois

MouLiN2?, and ePETER MULLER-BuscuBaum! — 1TU Miinchen,
Physik-Department, LS Funktionelle Materialien, James-Franck-Str.
1, 85748 Garching — ?Helmholtz-Zentrum Geesthacht am MLZ, Licht-
enbergstr. 1, 85747 Garching

The environmentally friendly alcohol treatment of bulk heterojunction
(BHJ) polymer solar cells using the low bandgap copolymer based on
thieno[3,4-b|thiophene-alt-benzodithiophene units (PTB7) and [6,6]-
phenyl-C71-butyric acid methyl ester (PC71BM) is studied. Different
alcohols are tested and besides the most commonly used methanol
treatment, other alcohols such as ethanol, 2-propanol, and 1-butanol
also improve the device performance as compared to untreated solar
cells. Changes of the surface structure caused by the alcohol treatment
are probed with AFM and the modification of inner film morphology is
probed by time of flight-grazing incidence small angle neutron scatter-
ing (TOF-GISANS). UV /Vis measurements show that the thickness of
all BHJ films remains unchanged by the different solvent treatments.
Thus, the enhanced device performance induced by the alcohol treat-
ments is correlated to the reconstruction of the inner film structures
probed with TOF-GISANS and the modified energy levels at the in-
terfaces between the BHJ layer and the aluminum electrodes, evident
by the enhanced short-circuit current and open-circuit voltage of the
I-V curves.

CPP 36.11 Wed 12:15 C 130
Control of Structural Order and Phase Separation in
Polymer-Fullerene Solar Cells — eCHRISTIAN KASTNER!, DANIEL
A. M. EcBe?, and HaraLp Hoppe! — lInstitute of Physics, Tech-
nische Universitét Ilmenau, Ilmenau, Germany — 2Linz Institute for
Organic Solar Cells, Johannes Kepler University, Linz, Austria

It is common knowledge that polymer aggregation and phase sep-
aration in blends with fullerene derivatives is a delicate issue and
crucially impacts the photovoltaic parameters of polymer based so-
lar cells. On the one side, strongly intermixed polymer:fullerene
phases provide large interfacial area and consequently large ex-
citon dissociation rates and thus charge carrier generation. On
the other side, pristine, and eligibly ordered, polymer or fullerene
domains support exciton delocalization and efficient charge trans-
port. Herein, we present versatile routes to control the morphology
by applying side-chain modifications to the polymer and fullerene,
tuning the polymer:fullerene blend ratio and controlling the order
within the bulk heterojunction via ternary blends. On the basis
of an anthracene-containing poly(p-phenylene-ethynylene)-alt-poly(p-
phenylene-vinylene) (PPE-PPV) copolymer backbone we investigated
a number of these structure-property-relations. As an imposing result
it is demonstrated that via manipulation of molecular structure and
processing parameters enables tuning bulk morphologies at will.

CPP 36.12 Wed 12:30 C 130
Influence of post-production thermal stress on organic photo-
voltaic cells — e ARNE HENDEL, MARLIS ORTEL, and VEIT WAGNER
— Jacobs University Bremen, Campus Ring 1, 28759 Bremen, Ger-
many

One of the mayor challenges of organic photovoltaic cells towards large
scale industrial production is the lifetime of the organic solar cells. Ac-
celerated lifetime tests can be performed by applying thermal stress
to the devices. In this study, PTB7:PCBM bulk hetero-junction solar
cells were exposed in a post-production thermal heat step to tempera-
tures up to 140°C. The reaction to thermal stress was investigated by
impedance analysis and light intensity dependent I-V characteristics.
It was found that the overall conductivity improved by thermal stress.
In addition, an asymmetric series resistance which depends strongly
on the light intensity was found by the light intensity dependent mea-
surements. Furthermore, an investigation of the diode characteristic
in dark revealed a deterioration of the blocking behaviour for reverse
voltages. The results of the impedance analysis and light intensity
dependent measurements were compared to AM1.5G I-V characteri-
zation, which was used to monitor the degradation of the device per-
formance. A physical device model including the contact properties of
the solar cells is presented to explain the findings.

CPP 36.13 Wed 12:45 C 130

How intrinsic photo-degradation impacts photovoltaic device

performance in organic solar cells — eTHOMAS HEUMUELLER!,

Timorny BuURkE2?, WILLIAM MATEKER?, MIcHAEL McGEHEEZ,
and Curistorn Brasrec!® — lUniversitidt Erlangen-Niirnberg —

2Stanford University — 3ZAE Bayern
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As organic PV efficiencies exceed 10%, the science of stabilization and
lifetime gains importance. Several degradation phenomena in organic
solar cells are related to an increase in trap density, but the mechanisms
of how different types of traps affect open-circuit voltage, short-circuit
current and fill factor need considerably more investigation. To sepa-
rate effects from several different degradation mechanisms that usually
occur at the same time, we perform tests under controlled environ-
mental conditions and distinguish between bulk and interface effects
by de-laminating and replacing electrodes. Interfacial degradation is
observed to predominantly affect the fill factor, most likely due to the

formation of energetic barriers and can be reversed by reapplying new
electrodes. Bulk degradation in amorphous systems, like PCDTBT,
results in a loss of open circuit voltage. Using charge extraction and
transient photovoltage we show that the Voc losses are not caused
by increased recombination, but rather by a broadening in the den-
sity of states. Crystalline materials demonstrate an increased stability
against Voc losses, most likely due to a high charge carrier density at
Voc. Sometimes a characteristic loss of short circuit current is observed
in crystalline materials. We show that those losses can be prevented
by choosing a different acceptor material.

CPP 37: Interfaces and Thin Films Il (joint session CPP, DS)

Time: Wednesday 9:30-13:00

CPP 37.1 Wed 9:30 C 243
Patterned Diblock co-polymer Thin Films as Templates for
Advanced Anisotropic Metal Nanostructures — eSTEPHAN V.
Rotu!, GonzaLo SanTorol, Jonannes F.H. Riscul, Suun YuZ2,
MATTHIAS SCHWARTZKOPF!, PENG ZHANG!, SARATHLAL KOYILOTH
VavaLiL!, MicHaeL A. ROBHAUsEN®, Nick J. TerriLL?, PauL
StaNiEc?, YuaN Yao®, EzzeLpiN METwALLI®, and PETER MULLER-
Buscuaum® — 1DESY, Notkestr. 85, 22607 Hamburg — 2KTH,
Teknikringen 56-58, 10044 Stockholm — 3Inst. f. Nanostruktur-
und Festkorperforschung, CFEL, APOG, Univ. Hamburg, Luruper
Chaussee 149, 22761 Hamburg — 4DLS, Harwell Sci. & Innov. Cam-
pus, Didcot, Oxfordshire OX11 0QX — °LS funkt. Mat., Physik-
Department, TU Miinchen, James-Franck-Str. 1, 85748 Garching

The tailoring of the metal-polymer interface in hybrid materials plays
a crucial role in modern advanced material science. Using glancing
angle deposition of gold on a nanostructured diblock copolymer thin
film (PS-b-PMMA), we are able to fabricate directional hierarchical
structures. This approach exploits the selective wetting of Au on the
PS block. We prove the asymmetric, localized growth of the gold
nanoparticles and are able to extract the different growth laws by
in situ scattering methods as well as imaging methods. The optical
anisotropy of these hierarchical hybrid materials is probed by angular
resolved spectroscopic methods and is correlated to the nanostructure.
This approach offers the possibility to tailor functional hierarchical
thin films for plasmonics and metamaterials, as nanoantennae arrays,
in organic photovoltaics and sensor electronics.

CPP 37.2 Wed 9:45 C 243
Transparent aluminium oxide coatings on polymer substrate
— eSAMANTHA MicciuLLal, Xiaorer Duan?, RoBert N. Lams?,
and REGINE voN Kritzing! — !Technische Universitaet Berlin —
2The University of Melbourne

Smart coatings are highly versatile systems, applicable to diverse pur-
poses and finely tunable by proper external stimuli. Polymers are
mostly used to create responsive films, however they suffer hard con-
ditions like high temperatures, aggressive chemicals, high mechani-
cal stress, with consequent degradation or irreversible modifications.
Therefore the use of a thin inorganic coating enriching the system of
high mechanical and chemical stability may be the solution to this lim-
itation. A good candidate to this purpose is aluminium oxide (Al2O3),
which presents anti-corrosion properties, high wear resistance, and high
biocompatibility. Moreover, the transparency of alumina ceramics in
the UV-Vis range makes it suitable to optical applications. A synthetic
route to prepare AloO3 was developed to reduce the risk of degradation
of the underneath polymer, using low temperatures and mild chemi-
cals. The composition of alumina/polymer coatings was studied by
X-Rays Photoelectron Spectroscopy and the surface morphology by
Scanning Electron Miscoscopy. The latter showed the achievement of
a smooth, cracks-free coating upon hydrothermal treatment (105°C,
38 atm). Our studies focused on the preparation of alumina coatings
on polymer substrates having different surface hydrophilicity, charge
and structure, and revealed that the wetting properties of the polymer
surface play the dominant role for the quality of the coating.

CPP 37.3 Wed 10:00 C 243
Tailoring the mechanics of ultrathin carbon nanomembranes
by molecular design — eXI1ANGHUI ZHANG, CHRISTOF NEUMANN,
Porina ANGELOVA, ANDRE BEYER, and ARMIN GOLZHAUSER —
Fakultat fiir Physik, Universitat Bielefeld, 33615 Bielefeld, Germany
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Freestanding carbon nanomembranes (CNMs) with a thickness be-
tween 0.6 nm and 1.7 nm were prepared from self-assembled monolay-
ers (SAMs) of diverse polyaromatic precursors via low energy electron
induced cross-linking. The mechanical properties of CNMs were inves-
tigated by applying a pressure difference between the two sides of the
membrane and by measuring the resulting deflection with atomic force
microscopy. We found a correlation between the rigidity of the pre-
cursor molecules and the macroscopic mechanical stiffness of CNMs.
While CNMs from rigid and condensed precursors like naphthalene and
pyrene thiols prove to exhibit higher Young’s moduli of 15719 GPa,
CNMs from non-fused oligophenyls possess lower Young’s moduli of
710 GPa. For CNMs from less densely packed SAMs, the presence of
defects and nanopores plays an important role in determining their me-
chanical properties. The finite element method (FEM) was applied to
examine the deformation profiles and simulate the pressure-deflection
relationships.

CPP 37.4 Wed 10:15 C 243
Covalent modification of large area monolayer graphene
towards biosensing. oFELIX ROsicKE!, Marc GLUBAl,
GuocuaNg Sun?, KarsTEN Hinricus?, Jore Rappicu!, and Nor-
BERT NickeL! — !Helmholtz-Zentrum Berlin fiir Materialien und En-
ergie GmbH, Berlin, Germany — 2Leibniz - Institut fiir Analytische

Wissenschaften - ISAS - e.V., Department Berlin, Berlin, Germany

We investigated the electrochemical grafting of para-N-
maleimidophenyl (pMP) onto graphene from the respective diazonium
salt (p-(N-Maleimido)benzenediazonium tetrafluoroborate, pMPDT)
by electrochemical quartz crystal microbalance (EQCM), Raman- and
infrared spectroscopies.

The p-MP is well known to react with any SH-group present in so-
lution and is therefore a possible candidate to build up bio-sensing
devices which, in combination with graphene, are very stable and con-
ductive systems that can be transferred to any substrate. The sample
preparation was performed by a transfer of CVD grown large area
graphene [1] to an isolating layer of SiNx on Au-coated QCM chips.
Using graphene as working electrode, the current behavior and the
change in the resonant frequency of the EQCM reflect the electro-
chemical reduction of the diazonium compound. Raman and infrared
spectroscopies reveal the binding of pMP onto the graphene layer. The
charge used for the reduction of pMPDT correlates to the amount of
grafted pMP and the observed defect density of graphene. Finally
the pMP functionalized graphene surface was tested by reaction with
4-Nitrobenzenethiol.

CPP 37.5 Wed 10:30 C 243
Light absorption of Ultrathin Gallium Layers during Oxida-
tion — eFrANK LawreNz!, CHRrisiTANE A. HeELM!, and STEPHAN
Brock? — Physik, Uni Greifswald, 17487 Greifswald, Germany —
2Chalmers University of Technology, 412 96 Géteborg, Sweden

The fabrication of ultrathin metal oxide layers is important for many
technological applications. Here we describe a simple method for the
formation of 3 nm thick gallium oxide layers which extent up to 1 cm2.
Liquid gallium is applied onto silica surfaces, leaving thin layers that
are immediately oxidized at their surface under ambient conditions,
followed by slower oxidation of the remaining layer. This is quantified
using UV-Vis absorption measurements, indicating that the oxidation
of the entire layer is completed after two weeks. A rate model is de-
veloped to describe the oxidation of ultrathin Ga layers.

CPP 37.6 Wed 10:45 C 243
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Ambiguous Copolymer Surfaces from Light-Mediated Rad-
ical Polymerization — eCurisTiaN W. PrsTerb2, JusTin E.
PoeLMma2, Cralc J. Hawker?2, and Epwarp J. Kramer! — 1UC
Santa Barbara, Department of Materials, Department of Chemical En-
gineering — 2Department of Chemistry and Biochemistry, Materials
Research Laboratory, Santa Barbara, CA, 93106

We describe the use of visible-light-mediated living radical polymer-
ization of methacrylate-based, anti-fouling relevant monomers, i.e.,
poly(trifluoroethyl methacrylate) (TFEMA) and poly(ethylene glycol
methacrylate) (PEGMA). Resulting ambiguous surfaces are expected
to show promising features for marine anti-fouling applications. Light-
catalysis affords facile lithographic patterning. In this PEGMA-b-
TFEMA case study we patterned these diblocks to give topograph-
ically and chemically well-defined ambiguous surfaces which combine
hydrophilic and hydrophobic properties on the micron length scale.
XPS, dynamic secondary ion mass spectroscopy, and scanning x-ray
transmission microscopy, allowed us to precisely determine chemical
surface composition, whereas AFM afforded precise analysis of topo-
graphical features inherent to patterning. The light-activated poly-
merization method we use was readily coupled to well-established
ATRP techniques and afforded expansion of this case study to ad-
vanced monomers, e.g, highly fluorinated compounds and zwitterionic
acrylates. Polymer backbone functionalization combined with lithog-
raphy allowed spatial control over brush architecture, adding to the
wide chemical and conformational accessible parameter space.

15 min. break

CPP 37.7 Wed 11:15 C 243
Light-Controlled Molecular Zippers based on Azobenzene
Main Chain Polymers — eCHRisTOPHER WEBER!, ToBIAS
LieBic!, ANTON Zvkov!, Linus Prraan!, SEBasTiIAN BoMmMELDZ,
Davip BLEGER3, and Steran Kowarixk! — lInstitut fiir Physik,
Humboldt-Universitdt zu Berlin, 12489 Berlin 2Deutsches
Elektronen-Synchrotron, 22607 Hamburg — 3Institut fiir Chemie,
Humboldt-Universitéat zu Berlin, 12489 Berlin

We report that thin films of azobenzene main chain polymers with in-
terdigitating dodecyl side chains (molecular zippers) can be switched
reversibly with light between a semicrystalline and an amorphous state,
corresponding to a closed and open state of the molecular zippers. Si-
multaneous time-resolved x-ray diffraction and optical spectroscopy
measurements show that the kinetics of the amorphization of the crys-
talline domains is about 12 times slower than the photoisomeriza-
tion of the azobenzene chromophores. Our findings suggest that the
amorphization is triggered by E-Z isomerization of a small amount of
azobenzene chromophores within the polymer film and that the slower
kinetics of the photoinduced amorphization is determined by struc-
tural and topological constraints and not by a different isomerization
mechanism in crystalline domains.

CPP 37.8 Wed 11:30 C 243
Monte Carlo Simulations for Switchable Model Molecules
— eRAFFAELE TavarRONE!, PaTrRick CHARBONNEAUZ, and HOLGER
Stark! — !Institut fiir Theoretische Physik, Technische Universitit
Berlin, D-10623 Berlin, Germany — 2Departments of Chemistry and
Physics, Duke University, Durham, North Carolina 27708, USA

Light-switchable molecules are chemical compounds that can undergo
a light-induced, reversible trans-cis isomerization. They can be used
to build functional monolayers with, for example, switchable wetting
properties. A typical example of a light-driven trans-cis transition is
the azobenzene isomerization.

Inspired by the conformational changes of the azobenzene com-
pound, we build a model in which a trans isomer is regarded as a
straight needle while a cis isomer is regarded as a bent needle. First,
we determine the phase behavior of such molecules on a planar surface
using Monte Carlo simulations. The resulting phase diagram (density
versus molecular shape) shows several liquid-crystal mesophases.

Second, we build a kinetic model for a glassy monolayer inspired
by a recent experiment [1]. They showed that the spontaneous alge-
braic relaxation of orientational order, inscribed in the sample with
linearly polarized light, is strongly enhanced by illumination with cir-
cularly polarized light. In our simulations we allow molecules to switch
between the trans and cis isomers due to the interaction with light.
We are able to trace the influence of neighbors hindrance and other
microscopic processes on the kinetic of the relaxation reported in the
experiment.
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[1] Fang, G. J., et al., Nature communications 4, 1521 (2013).

CPP 37.9 Wed 11:45 C 243
Effect of Binary Polymer Mixtures on the Growth of Poly-
electrolyte Multilayers — eMALTE PAssvoGEL, PETER NESTLER,
and CHRISTIANE A. HELM — Physik, Uni Greifswald, 17487 Greif-
swald, Germany

The buildup of polyelectrolyte multilayers (PEMs) is investi-
gated in solution with multiple angle null-ellipsometry. Polyanion
poly(styrenesulfonate) (PSS) and polycation polydiallyldimethylam-
monium (PDADMAC) are adsorbed sequentially from 0.1 NaCl solu-
tion. After Nirans deposited PDADMAC/PSS layer pairs a transition
from parabolic to linear growth occurs, then the thickness per layer
pair dgp, is constant. dpy is 12.3 nm, if the molecular weight (M)
exceed threshold values which are specific for each polymer (25 kDa
for PSS and 80 kDa for PDADMAC). If either the PDADMAC or the
PSS molecular weight is decreased below the threshold values, dpp,
either falls (for PDADMAC) or rises (for PSS) suggesting very differ-
ent growth modes. Binary mixtures of PDADMAC and PSS with M,,
below and above the threshold value are used, while M, of the com-
plementary polyion is kept above the threshold. dpy depends linearly
on the mole fraction of the low-molecular-weight PDADMAC. How-
ever, dpr, is only influenced by low-molecular-weight PSS, if its molar
fraction exceeds 90%. Always, the same linear relationship between
Nirans and dgy, is found. These observations can be explained with
an asymmetric growth model of polyelectrolyte multilayers.

CPP 37.10 Wed 12:00 C 243
The Swelling Behaviour of Voids inside Polyelectrolyte
Multilayers — eMaximiLIAN ZERBALL!, RaLr KOHLER?, OLAF
SorrwebEL3, and REGINE voN Kritzing! — lInstitut fiir Chemie,
Technische Universitdt Berlin, Str. 17.Juni 124, 10623 Berlin —
2Institut fiir Weiche Materie und funktionelle Materialien, Helmholtz-
Zentrum Berlin, Hahn-Meitner-Platz 1, 14109 Berlin — 3Max-Planck-
Institut fiir Festkorperforschung, Lichtenbergstr. 1, 85747 Garching

Polyelectrolyte Multilayer (PEM) are organic films built up via sub-
sequent adsorption of oppositely charged polyions. PEMs are highly
sensitive to external parameter like the relative humidity (r.h.) of the
ambient atmosphere. This ability makes them to ideal candidates for
sensoric applications. In order to use these films as sensors it is impor-
tant to understand and to control the swelling behavior. The uptaken
water of swollen PEMs are subdividable into two contributions; the
swelling water, which influences thickness and optical properties, and
the void water, which only affects the optical properties of the PEM.

The swelling behavior of voids, i.e. the separated amount of uptaken
water inside voids in comparison to the uptaken amount of water inside
the PEM with increasing r.h., is rarely researched. For the purpose
to understand the swelling behavior of voids more in detail, in this
study the void water and swelling water of PEMs in dependence of
the relative humidty was investigated by neutron reflectivity. The re-
sults suggest that the strongest increase of voidwater proceeds between
0% r,h, and 6% r.h. while beyond, the swelling water dominates the
amount of water.

CPP 37.11 Wed 12:15 C 243
Influence of Barrier Layers on Interdiffusion in Polyelec-
trolyte Multilayers — ePETER NESTLER!, MALTE PassvoGeL!,
Orar SovrwebpiL?, RaLr KouLER3, and CHRISITANE A. HeLm!
— 1Physik, Uni Greifswald, 17487 Greifswald, Germany — 2MPI
FKP 70569 Stuttgart, Germany — 3Helmholtz-Zentrum Berlin, 14109

Berlin, Germany

Polyelectrolyte multilayers are made from poly(diallyldimethylam-
monium) (PDADMA), poly(styrenesulfonate) (PSS). Using selective
PSS deuteration each film consists of a protonated and a deuterated
compartment.

During annealing in 1 M NaCl solution the internal interface be-
tween these two compartments broadens due to interdiffusion. The
PSS diffusion coefficient Dpgg inside the multilayer film is quantified
via neutron reflectivity. Eventually the annealing leads to a uniform
distribution of protonated and deuterated PSS inside the film. If one
polycation layer in the film centre is branched poly(ethyleneimine)
(PEI), then PEI serves as a diffusion barrier. In this case the barrier is
impenetrable for up to 70% of PSS molecules. The diffusion behaviour
of the remaining 30% can be described using a position-dependent
distribution of DPSS inside the multilayer film. The effective PSS
diffusion coefficient is reduced by one to two orders of magnitude.
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CPP 37.12 Wed 12:30 C 243
Improved Electrolyte-Additive Induced Performance of
Graphite Anodes for Lithium-Ion Batteries — Electrochem-
ical and Electrode Surface Studies — eANNA DimiTROvVAl,
ANDRE MULLER?, SVETLOzZAR Ivanov?, MarceL HiMMERLIcH!,
ANJA EIsENHARDT!, ANDREAs BunD2, and STEFAN KRIscHOK! —
ITechnische Universitit Ilmenau, Institut fiir Physik and Institut fiir
Mikro- und Nanotechnologien, Germany — 2Technische Universitit

Ilmenau, Fachgebiet Elektrochemie und Galvanotechnik, Germany

The electrolyte decomposition is a crucial stage in the formation cycle
of Li-ion batteries. It results in the formation of a protective passi-
vation layer on the graphite electrode surface, called solid electrolyte
interphase (SEI). SEI formation competes with Li ion incretion and
its chemical composition and structure determines the battery cell life
time. To control this process we designed a phosphorous enriched elec-
trolyte, which enhances the rate performance and the capacity reten-
tion of the Li-ion battery compared to a non-modified electrolyte. In
order to study charge-discharge cycles in the batteries and to analyze
the SEI composition, we combined electrochemical studies with X-ray
Photoelectron Spectroscopy (XPS). In this work the influence of the
electrolyte on the SEI composition was investigated and a correlation
between chemical structure and electrochemical characteristics of the
Li—ion battery will be discussed.

CPP 37.13 Wed 12:45 C 243
Deposition of copper multilayers on Au(111) in sulphuric
acid solution: An electrochemical scanning tunneling mi-
croscopy study — eBarrosz Mapry!, KLaus WanpeLT!'»2, and
Marex Nowicki! — lInstitute of Experimental Physics, University
of Wroclaw, pl. M. Borna 9, 50-204 Wroclaw, Poland. — 2Institute of
Physical and Theoretical Chemistry, University of Bonn, Wegelerstr.
12, 53115 Bonn, Germany.

The co-adsorption of submono-, mono- and multi-layers of Cu with
sulfate anions on a Au(111) electrode surface was investigated in elec-
trochemical environment (0.1 mM CuSO4 + 0.1 M H2SO4) by cyclic
voltammetry (CV) and in-situ scanning tunneling microscopy (STM).
Correlated with the STM investigations the CV measurements indi-
cate co-adsorption/-desorption processes of Cu of submono-, mono-
and multi-layer coverages with sulfuric acid species on Au(111). The
formation of a quasi-hexagonal Moiré superstructure on terraces of cop-
per multilayers was observed in situ by STM. In detail the observed
Moiré-structure is similar but not identical to the one observed on the
(111) surface of bulk copper. High resolution STM images show the
formation of a (v/3 x v/7) -like sulfate structure on all multilayer copper
terraces.

CPP 38: Computational Physics of Soft Matter |

Time: Wednesday 9:30-13:00

Invited Talk CPP 38.1 Wed 9:30 C 264
Challenges for the development of coarse-grained simulation
models for complex soft matter systems — eCHRISTINE PETER
— University of Konstanz, Germany

Inherent to the concept of coarse graining is a loss of transferability, i.e.
a decreasing ability to correctly describe a system at several thermody-
namic state points. Intimately linked to this is a loss of the ability to
correctly represent all structural, thermodynamic and dynamic prop-
erties of the system. Examples for these limitations are easily found in
all coarse-grained (CG) simulations of multicomponent or multiphase
soft matter systems. Here, one needs to solve the question how to rep-
resent phase transitions, phase coexistence, conformational transitions
that are coupled to environmental changes, surface effects, etc. This
is not only connected to finding an appropriate method of generat-
ing CG potentials but also to understanding one’s choice of reference
state point. On top of these thermodynamic challenges, one needs to
be aware of the problem of dynamics in CG models: coarse graining
leads to accelerated dynamics due to smoother (free) energy landscapes
compared to higher-resolution descriptions. Approaches to rigorously
map dynamics of models on different scales are limited to simple model
systems, while in soft matter systems different dynamic processes may
experience different speedups — a challenge for a correct representation
of pathways and intermediates. I will use a liquid crystalline as well
as biomolecular systems as examples to illustrate the above aspects of
CG simulation models.

CPP 38.2 Wed 10:00 C 264
Thermodynamic and microscopic aspects of cosolvent-specific
effects in coil-to-globule transition — eJAN HEypA! and JoacHIM
DzuBieLLA?3 — lDepartment of Physical Chemistry, Institute of
Chemical Technology, Prague, Czech Republic — 2Soft Matter
and Functional Materials, Helmholtz-Zentrum Berlin, Germany —
3Department of Physics, Humboldt-University Berlin, Germany

An implicit-solvent, explicit-cosolvent Langevin dynamics of generic
homopolymer provides three distinct regimes of cosolvent effects on
coil-to-globule transition; namely cosolvent exclusion, weak binding,
and strong binding, i.e., bridging (10.1021/ma302320y). We have in-
troduced thermodynamic model interpreting observed regimes of co-
solvent effects on the cloud-point temperatures of thermoresponsive
polymers (10.1021/jp5041635). The microscopic details (excess ad-
sorptions) from solution theory are approachable by simulation meth-
ods.

Original study was thus extended for an effect of cosolvent concentra-
tion. Results are in accord with our thermodynamic model and provide
a consistent framework for cosolvent effects on cloud-point tempera-
ture. Among others, transition entropy was found to be independent
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of, or weakly, and strongly decreasing with cosolvent concentration in
three regimes. All, in accord with recent calorimetry data.

Interpretation of protein denaturation/stability data is a next appli-
cation of our model, which moreover accounts for and interpret reen-
trant transition (coil-globule-coil), grabbing recently experimental and
theoretical attention (dx.doi.org/10.1038/ncomms5882).

CPP 38.3 Wed 10:15 C 264
Relative resolution: A hybrid strategy for molecular mod-
eling — eAvieL Cuamvmovicun!, Kurr KREMER', and CHRISTINE
PETER? — !Max-Planck-Institut fiir Polymerforschung, Mainz —
2University of Konstanz, Konstanz

Over the past decade, hybrid strategies, which switch from a full-
atomistic (FA) to a coarse-grained (CG) description in terms of
a spatial coordinate, have become numerous [1-4]. Concurrently,
parametrization procedures, which aim at generating an optimal CG
model given a reference FA model, have also become common [5]. In
this work, we develop a hybrid strategy which naturally attains a very
efficient parametrization scheme. Our approach appears to be espe-
cially powerful for modeling multi-component mixtures.

[1] M. Praprotnik, L. Delle Site, and K. Kremer. The Journal of
Chemical Physics, 123(22):224106, 2005.

[2] C. F. Abrams. The Journal of Chemical Physics, 123(23):234101,
2005.

[3] B. Ensing et al. Journal of Chemical Theory and Computation,
3(3):1100-1105, 2007.

[4] R. Potestio et al. Physical Review Letters, 110(10):108301, 2013.

[5] W. G. Noid. The Journal of Chemical Physics, 139(9):090901,
2013.

CPP 38.4 Wed 10:30 C 264
The role of stiffness in polymer aggregation: Leading from
amorphous aggregates to polymer bundles — eJOHANNES
Z1ERENBERG and WOLFHARD JANKE — Institut fiir Theoretische
Physik, Universitat Leipzig, Germany

We use parallel multicanonical simulations of a few homopolymers in
order to map out generic temperature-stiffness structural phase dia-
grams, from flexible to stiff polymers. The systematic overview high-
lights the key role of stiffness on structural phases in polymer aggrega-
tion for an entire class of semiflexible polymers covering both the limit
of flexible theta polymers and the worm-like chain limit. The structural
motifs range from amorphous aggregates to twisted polymer bundles,
for rather flexible and rather stiff polymers respectively. For the first-
order aggregation transition of several polymers, we provide strong
evidence that the free-energy barrier increases with stiffness. Thus,
this general study of an entire class of semiflexible polymers supports
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recent claims that the free-energy barrier for the transition into bun-
dles is larger than for the transition into amorphous aggregates.

CPP 38.5 Wed 10:45 C 264
Aggregation of flexible polymers under spherical constraints
— JOHANNES ZIERENBERG, ¢ MARCO MUELLER, PHILIPP SCHIERZ,
MARTIN MARENZ, and WOLFHARD JANKE — Institut fiir Theoretische
Physik, Universitét Leipzig, Germany

Applying parallel multicanonical simulations, we study the aggrega-
tion transition of finite flexible polymers in dependence on the density,
where we keep the polymer length fixed as a chemical property. A
spherical confinement is imposed to control the translational entropy.
We show that the competition between single-polymer collapse and
many-polymer aggregation yields a lower temperature bound for the
isolated chain approximation. For dilute polymers, we present entropic
and energetic arguments that allow to relate the inverse aggregation
to the density of the monodisperse systems.

15 min. break.

CPP 38.6 Wed 11:15 C 264
Conformations of a Long Polymer in a Melt of Shorter
Chains: Generalizations of the Flory Theorem — eMICHAEL
Lang!, MicuaeL RuBinsTEIN?, and Jens-Uwe Sommerb3
ILeibniz Institute of Polymer Research Dresden, Hohe Strafe 6, 01069
Dresden, Germany. — 2Department of Chemistry, University of North
Carolina, Chapel Hill, North Carolina 27599-3290, United States.
— SInstitute of Theoretical Physics, Technische Universitit Dresden,
Zellescher Weg 17, 01062 Dresden, Germany.

Large scale simulations of the swelling of a long N-mer in a melt of
chemically identical P-mers are used to investigate a discrepancy be-
tween theory and experiments. Classical theory predicts an increase
of probe chain size R ~ P~918 with decreasing degree of polymer-
ization P of melt chains in the range of 1 < P < N!/2. But both
experiment and simulation data are more consistent with an appar-
ently slower swelling R ~ P~%1 over a wider range of melt degrees of
polymerization. This anomaly is explained by taking into account the
recently discovered long range bond correlations in polymer melts and
corrections to excluded volume. We generalize the Flory theorem and
demonstrate that it is in excellent agreement with experiments and
simulations.

CPP 38.7 Wed 11:30 C 264
Lattice Monte Carlo simulations of polymer melts — eHsiao-
PING Hsu — Max-Planck-Institut fiir Polymerforschung, Mainz, Ger-
many

We use Monte Carlo simulations to study polymer melts consisting of
fully flexible and moderately stiff chains in the bond fluctuation model
at a volume fraction 0.5. In order to reduce the local density fluctu-
ations, we test a pre-packing process for the preparation of the initial
configurations of the polymer melts, before the excluded volume inter-
action is switched on completely. This process leads to a significantly
faster decrease of the number of overlapping monomers on the lattice.
It is useful for studying the statistical properties of the model with a
marginally incomplete elimination of excluded volume violations. We
find that the internal mean square end-to-end distance for moderately
stiff chains in a melt can be very well described by a freely rotating
chain model with a precise estimate of the bond-bond orientational
correlation between two successive bond vectors in equilibrium. The
plot of the probability distributions of the reduced end-to-end distance
of chains of different stiffness also shows that the data collapse is ex-
cellent and described very well by the Gaussian distribution for ideal
chains. However, while our results confirm the systematic deviations
between Gaussian statistics for the chain structure factor for fully flex-
ible chains in a melt, we show that for the available chain length these
deviations are no longer visible, when the chain stiffness is included.
The mean square bond length and the compressibility estimated from
collective structure factors

Invited Talk CPP 38.8 Wed 11:45 C 264
Answering old questions with new simulation methods: what
is the behavior of fluctuation spectra and Frank constants in
polymer nematics? — eKostas Daouras and PATRICK GEMUNDEN
— Max-Planck-Institut fiir Polymerforschung, Mainz, Germany

Long wavelength behavior of dense polymer nematics has attracted
considerable attention from the physics community due to intriguing
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features. In contrast to liquid crystals (LC) with small molecules,
linking mesogenes into polymer chains leads to long-range coupling of
density and director fluctuations. Thus related correlation functions
exhibit unusual behavior, the ”bowtie shape” of the density structure
factor being a characteristic example. Several analytical theories have
been developed, describing fluctuation spectra and related elastic con-
stants (e.g. Frank constants). Interestingly, some of the theoretical
results are very controversial. The growth of the splay constant with
chain length is a well-known example, where linear (Meyer, 1982) and
quadratic (de Gennes, 1982) dependencies were predicted.

In this study we validate early analytical theories employing efficient
Monte Carlo simulations of polymer nematics described by a worm-like
chain model combined with soft anisotropic non-bonded interactions.
We demonstrate that the analytical theories indeed can capture sev-
eral features of the fluctuation spectra calculated from simulation data.
Based on these spectra, elastic constants are extracted and compared
with theoretical predictions. Our results are found to support strongly
the theories proposing a linear dependence of splay constant on chain
length.

CPP 38.9 Wed 12:15 C 264
Molecular Dynamics Simulations of Hyperbranched PA-
MAM Vicsek Fractals — eFLORIAN FURSTENBERG!, ANDREY A.
GURTOVENKO?, MaxiM DoLgusHEV!, and ALEXANDER BLUMEN! —
ITheoretische Polymerphysik, Universitét Freiburg, Hermann-Herder-
Str. 3, 79104 Freiburg, Deutschland — 2Institute of Macromolecular
Compounds, Russian Academy of Sciences, Bolshoi pr. V.O. 31, St.
Petersburg, 199004 Russia

In the last few years hyperbranched macromolecular structures have
become an important field of investigation. Within this broad class,
highly symmetrical polymers (such as dendrimers) are of special the-
oretical interest. While dendrimers were extensively synthesized, Vic-
sek fractals (VF) constitute another interesting class of symmetrical,
deterministic structures. Here we introduce the new class of polyami-
doamine Vicsek fractals (PVF). Although a VF architecture is not
being synthesized so far, we study PVF in silico and employ extensive
molecular dynamics simulations along with the coarse-grained MAR-
TINI force-field(!! to unravel their structural and dynamic character-
istics in dilute solution. Following the method developed for PAMAM
dendrimers (PD) in Ref. [2], allows us to discuss the differences in
the investigated quantities for PD and PVF brought about by their
different molecular architectures!3].

(1] S.J. Marrink et al., J. Phys. Chem. B 27, 7812 (2007).

[2] H. Lee and R.G. Larson, Macromolecules 44, 2291 (2011).
[3] F. Fiirstenberg et al., Macromol. Theory Simul. (2014).
10.1002/mats.201400063

DOI:

CPP 38.10 Wed 12:30 C 264
Collective Motion of Spherical Microswimmers in a Quasi-
2D Geometry — eMAURICE MAURER, ANDREAS ZOTTL, and HoL-
GER STARK — Institut fiir Theoretische Physik, Technische Universitéat
Berlin, D-10623 Berlin

The collective motion of microorganisms and artificial microswimmers
exhibits interesting dynamic structure formation on length scales much
larger than the size of an individual particle.

Experiments with self-propelled colloids in a quasi-2D geometry
show dynamic clustering behavior and phase separation due to hydro-
dynamic interactions. Motivated by these experiments, we numerically
investigate the collective behavior of spherical model swimmers [1]. Us-
ing domain decomposition and the message passing interface (MPI), we
developed a highly scalable parallel version of multi-particle collision
dynamics - a particle-based solver of the Navier-Stokes equations.

Here we study squirmers, which mimic the propulsion mechanism of
active emulsion droplets and ciliated microorganisms like volvox algae
by a surface velocity field. Furthermore, we simulate active Janus par-
ticles, the surfaces of which are only partly active. For low densities the
colloids show gas-like behavior while at high densities crystalline struc-
tures emerge. Only for neutral squirmers and Janus particles almost
fully covered by the active region, we observe that structural order in-
creases steeply at a critical density, indicating a non-equilibrium phase
transition. Finally, we also show how system size and reducing the
colloidal degrees of freedom influence our findings.

[1] A. Zo6ttl and H. Stark, Phys. Rev. Lett. 112, 118101 (2014).

CPP 38.11 Wed 12:45 C 264
Interactions at the solid-liquid interface from a molecu-

lar simulation perspective — ePETER SPIJKER!, BERNHARD
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REeiscHL?, and ApaM FosTer! — 1COMP Centre of Excellence, De-
partment of Applied Physics, Aalto University, Helsinki, Finland —
2Nanochemistry Research Institute, Curtin University, Perth, Aus-
tralia

Solid-liquid interfaces are ubiquitous and have an important, if not
fundamental, role in many phenomena from different fields. But de-
spite the importance of these interfaces, deep understanding of the
physical properties of them remains scarce. Atomic force microscopy
(AFM) has the advantage of probing the solid-liquid system locally
and it allows sub-nanometer studying of the interface. Combined with
large-scale molecular dynamics (MD) simulations we are able to start

CPP 39: Cell adhesion, mechanics and

Time: Wednesday 9:30-13:15

Invited Talk CPP 39.1 Wed 9:30 H 1058
Feeling for cell function: Mechanical phenotyping at 100
cells/sec — @JocHEN GuUck — Technische Universitét Dresden, Ger-
many

The mechanical properties of cells have long been heralded as a label-
free, inherent marker of biological function in health and disease.
Wide-spread utilization has so far been impeded by the lack of a conve-
nient measurement technique with sufficient throughput. To address
this need, we introduce real-time deformability cytometry (RT-DC)
for the continuous mechanical single-cell characterization of large pop-
ulations (> 100.000 cells) with analysis rates greater than 100 cells/s,
approaching that of conventional fluorescence-based flow cytometers.
Using RT-DC we can sensitively detect cytoskeletal alterations, dis-
tinguish cell cycle phases, track hematopoietic stem cell differentiation
into distinct lineages and characterize cell*populations in whole blood
by their mechanical fingerprint. Our results indicate that cell mechan-
ics can define cell function, can be used as an inherent cell marker
and could serve as target for novel therapies. Mechanical phenotyping
adds a new functional, marker-free dimension to flow cytometry with
diverse applications in biology, biotechnology and medicine.

CPP 39.2 Wed 10:00 H 1058
Characterizing viscoelastic properties of the cortex in mitotic
cells — eELISABETH FiscHER-FRIEDRICH!'2, JONNE HELENIUS®, AN-
THONY HyMAN?, DANIEL MOLLER3, and FRANK JULICHER! — 1MPI
PKS, Néthnitzerstr. 38, 01187 Dresden, Germany — 2MPI CBG,
Pfotenhauerstr. 108, 01307 Dresden, Germany — 3D-BSSE, ETHZ,
Mattenstr. 26, 4058 Basel, Switzerland

Cell stiffness is a key parameter for our understanding of cell shape,
cell migration and tissue organization. However, as the cell consists of
several components, it is challenging to extract the force contribution
and the elastic modulus of a specific component upon cell deforma-
tion. Here, we probe the stiffness of round, mitotic HeLa cells in a
parallel plate compression setup, where we measure the force neces-
sary to compress cells in between plates. An earlier study showed
that in steady state, this force is due to cell surface tension. Here, we
apply step strains and sinusoidal modulation of the plate distance at
various frequencies allowing us to probe differential cell stiffness. We
find strong indications that cell stiffness in mitosis is dominated by
actomyosin and therefore by the mitotic cortex. This interpretation
allows to extract an associated frequency-dependent area extension
modulus. We show that myosin activity at the same time fluidizes
and stiffens cells, where differential cell stiffness increases linearly in
dependence of active prestress. On the other hand, the passive cross-
linker a-actinin solidifies and stiffens mitotic cells. Our study shows
how active and passive cross-linkers influence rheological properties of
the cortical actin-network in vivo.

CPP 39.3 Wed 10:15 H 1058
1

Biogenic cracks in porous medium — eARNAUD HEMMERLE-,
JorN HarTung!, OskAR Havrvarscuek!2, Lucas GoreHRING!, and
STeEPHAN HERMINGHAUs! — IMax Planck Institute for Dynam-
ics and Self-Organization (MPIDS), 37077 Gottingen, Germany —
2Department of Physics, University of California, Berkeley, CA, USA

Microorganisms growing on and inside porous rock may fracture it by

various processes. Most of the studies have been on the chemical as-
pects of biofouling and bioweathering, while mechanical contributions
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to elucidate the physical origins of the solid-liquid interfaces. Over the
last few years considerable experimental and theoretical progress has
been made in understanding the water hydration structure on differ-
ent atomically flat surfaces. In the current work we show how MD
simulations and theoretical analysis can be used to understand much
more complex hydration structures on non-trivial solid-liquid inter-
faces (molecular crystals, clay surfaces, etc.) and to allow for as direct
comparison as possible between theory and experiment. In the case of
the calcite-water interface we modeled the AFM tip and are capable to
extract force curves similar to experimental data. Our joined theoreti-
cal and experimental approach demonstrates our ability understanding
details of these heterogeneous molecular solid-liquid interfaces.

migration | (Joint session BP, CPP)
Location: H 1058

have been neglected. However, as witnessed by the perseverance of a
seed germinating and cracking up a concrete block, the turgor pres-
sure of living organisms can be very significant. It is the effects of such
mechanical forces on the weathering of porous media that will concern
us here. We designed a model porous medium made of glass beads
held together by polydimethylsiloxane (PDMS) capillary bridges. The
rheological properties of this material can be controlled by the curing
conditions and the crosslinking of the PDMS. Glass and PDMS be-
ing inert to most chemicals, we are able to focus on the mechanical
processes of biodeterioration, excluding any chemical weathering.

Inspired by recent measurements of the high pressure (~0.5 Mpa)
exerted by a growing population of yeast trapped in a microfluidic de-
vice, we show that yeast cells can be cultured homogeneously within
porous medium and investigate then the effects of such an inner pres-
sure on the mechanical properties of the sample. We observe crack
propagation for a certain range of bead sizes and cohesiveness, show-
ing a clear interaction between biotic and abiotic processes.

CPP 39.4 Wed 10:30 H 1058
Artificial tissue, Ultra-soft elastomers for cell mechanical in-
vestigation — eVikTor HEINRIcHS!:2, SABINE DIELUWEIT!, JORG
STELLBRINK?, RupoLF MERKEL!, and DieTER RicuTER? — 'ICS-
7 Forschungszentrum Jiilich GmbH, Jiilich, Germany — 2ICS-1
Forschungszentrum Jilich GmbH, Jilich, Germany

Most animal cells are strongly influenced by the elasticity and to-
pography of their environment. For clear-cut investigation of cellular
mechanobiology elastic model substrates are required. These materi-
als should be biocompatible, transparent, suitable for micro structure
fabrication and their elasticity should be tuneable in a wide range.
However, a Young’s modulus of 1 kPa (ultra-soft, necessary to model,
e.g., brain or glial tissues) is difficult to achieve [1, 2]. These chal-
lenges can be tackled with cross-linked polydimethylsiloxane (PDMS)
with the additional benefit of long shelf-life. We created a new PDMS
material that meets all requirements in cell mechanics and examined
it explicitly on viscoelastic properties with a strain controlled rheome-
ter. The elasticity of the PDMS network was tuned via selection of the
precursor polymers and their mixing ratio. Values as low as 1.5 kPa
have been reliably achieved. First cell mechanical experiments on this
novel material basis are underway. [1] C. M. Cesa, N. Kirchgefner, D.
Mayer, U. S. Schwarz, B. Hoffmann, R. Merkel. Rev. Sci. Instrum.
2007, 78, 034301. [2] D. T. Butcher, T. Alliston, V. M. Weaver, Nature
Rev. Cancer 2009, 9, 108-122.

CPP 39.5 Wed 10:45 H 1058

Molecular stress constructed from DNA

oMEENAKSHI PRABHUNE!, JONATHAN BaTH?, ANDREW

TURBERFIELD?, FLORIAN REHFELDT!, and Curistopu F ScumipT!

— 1Third Institute of Physics-Biophysics, Georg August University,

Géottingen, Germany — 2University of Oxford, Department of Physics,
Clarendon Laboratory, Parks Road, Oxford OX1 3PU, UK

Molecular stress generation in cells is spatially and temporarily orga-
nized in complex patterns to drive meso-scale active processes such
as intracellular transport, cell migration, or cell division. To quanti-
tatively understand how these processes are driven, it is necessary to
map local stresses inside cells, which is hard due to the lack of appro-
priate probes. We have designed a molecular-scale probe consisting
of a self-assembled DNA hairpin with a fluorophore - quencher pair
that responds to small forces applied to its ends. We demonstrate the

sensors
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working of this force sensor in vitro and explore possibilities for in vivo
application to map local stress fields in cells.

CPP 39.6 Wed 11:00 H 1058
Shape and adhesion dynamics of amoeboid cells studied by
cell-substrate impedance fluctuations — eHELMAR LEONHARDT
— Universitat Potsdam, 14476 Potsdam OT Golm

We present electrical impedance measurements of single amoeboid cells
on microelectrodes. Wild type cells and mutant strains are studied
that differ in their cell- substrate adhesion strength. We recorded the
projected cell area by time lapse microscopy and found a correlation
between kinetics of the projected area (cell shape oscillation) and the
impedance long-term trend. We developed a data processing routine
to extract such trends. We furthermore observed that cell-substrate
attachment strength strongly affects the impedance in that the mag-
nitude of fluctuations are enhanced in cells that effectively transmit
forces to the substrate. For example, in talA- cells, which lack the
actin anchoring protein talin, the fluctuations are strongly reduced.
Such short-term fluctuations are extracted by high-pass filtering the
original data. Typically, amoeboid motility advances via a cycle of
membrane protrusion, substrate adhesion, traction of the cell body
and tail retraction. This motility cycle results in the quasi-periodic
oscillations of the projected cell area and the impedance. In all cell
lines measured, similar periods were observed for this cycle, despite the
differences in attachment strength. Based on the approach presented
here, we can separate the changes in the impedance signal that are
caused by the projected cell area from the fluctuations induced by the
cell-substrate adhesion.

30 min break

CPP 39.7 Wed 11:45 H 1058
Probing the role of cytoplasmic flows in embryogenesis —
eMaTTHAUS MiTTAscH!, PETER Gross}2, STepHAN GRILL!'2, and
Moritz KrEYsiNGg! — ! Max Planck Institute of Molecular Cell Biol-
ogy and Genetics, 01307 Dresden, Germany — 2Biotechnology Center,
Technische Universitdt Dresden, 01307 Dresden, Germany

While the genetic basis of embryogenesis is increasingly well under-
stood, it is also clear that gene expression needs to be coupled to
physical transport phenomena to account for the genesis of spatial
structure. A striking example of morphogenesis is the polarization of
the egg cell of the nematode worm C. elegans prior to asymmetric cell
division. This process relies on the active cortical transport of mor-
phogens (PAR proteins), and is impaired upon myosin-2 motor down-
regulation. However, little is known about the mechanistic role of the
cytoplasmic flows that seem to stabilize cell polarization. Here, we
adapt the previously described technique of light driven micro-fluidics
(Weinert & Braun, J. appl. Phys. 2008), in order to now generate
flows inside early stage embryos. Specifically, we report on the gener-
ation of micron-scale flow patterns confined in three dimensions, with
velocities exceeding the wild type flows. By this, we aim to (i) rescue
impaired embryos, (ii) manipulate wild-type cytoplasmic flow veloci-
ties, and (iii) introduce polarity multipoles through the induction of
well-controlled artificial cytoplasmic flows inside C. elegans eggs. We
anticipate that our findings will add to the general understanding of
how biological systems utilize active transport phenomena to establish
spatial structure.

CPP 39.8 Wed 12:00 H 1058
Force fluctuations in three-dimensional suspended fibroblasts
— oFLORIAN SCHLOSSER, CHRISTOPH F. ScHMIDT, and FLORIAN RE-
HFELDT — Drittes Physikalisches Institut - Biophysik, Georg-August-
Universitdt Gottingen

Cells are sensitive to mechanical cues from their environment and at
the same time generate and transmit forces to probe and to adapt to
their surroundings. Key players in the generation of contractile forces
are acto-myosin structures. To test forces and elasticity of cells not
attached to a substrate, we used a dual optical trap to suspend 3T3
fibroblasts between two fibronectin-coated beads. We analyzed the
correlated motions of the beads with high bandwidth. A combination
of active and passive microrheology allowed us to measure the non-
equilibrium force fluctuations as well as the elastic properties of the
cell. We found that cortical forces deform the cell from its round shape
in the frequency regime from 0.1 to 10 Hz. Biochemical perturbation
experiments using blebbistatin for myosin inhibition and nocodazole
for microtubule depolymerization show that cell stiffness and cortical
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force fluctuations highly depend on acto-myosin activity but not on
microtubules. Serum-starvation also largely reduced the fluctuation
amplitude. A force-clamp allowed us to observe cells under defined
constant forces. Combining our optical trap with a confocal micro-
scope allowed us to image the three-dimensional actin distribution of
Life-Act transfected cells during the force measurements.
Schlosser, Rehfeldt, Schmidt, Phil. Trans. R. Soc.
2014

B 20140028,

CPP 39.9 Wed 12:15 H 1058
Buckling dynamics of freely diffusing single erythrocytes —
eMicHAEL GOLLNER, ADRIANA C. Towma, and THOMAS ProHL —
Department of Chemistry, University of Basel, Switzerland

Containing a wealth of information, human blood is the most used
sample for diagnostic purposes. Microfluidics, with its unique advan-
tages in performing analytical functions, has been increasingly used for
whole blood and cell-based analysis. However, studies on the single-cell
level using microfluidic techniques often require active immobilization
in order to be investigated by optical methods.

We developed a microfluidic setup for single red blood cell (RBC)
assays starting with whole blood samples which permits diffusion-
controlled variation of the external environment. Individual RBCs are
freely diffusing inside microchambers without adhesive interactions to
the glass coverslip or the use of optical tweezers. By increasing the
surrounding osmotic pressure, erythrocytes are exhibiting a buckling
transition which is described by means of radial Fourier analysis. Tem-
poral evolution of the modal decomposition of cell edge movement leads
to characterization of osmolarity-dependent fluctuations of freely dif-
fusing single RBCs.

CPP 39.10 Wed 12:30 H 1058
Biomechanics of the Spinal Cord — eDavip E. Kosgr and Kris-
TIAN FRANZE — Department of Physiology, Development and Neuro-
science, University of Cambridge, United Kingdom.

In cell physiology and pathology mechanical signaling plays an im-
portant role. Many cell types, including central nervous system cells,
respond to the mechanical cues in their environment. Yet, in spinal
cord, data on tissue stiffness are sparse and therefore the mechanical
environment is unknown. To fill this gap, we conducted atomic force
microscopy indentation and tensile measurements on acutely isolated
mouse spinal cord tissue sectioned along the three major anatomical
planes (transverse, coronal and sagittal planes), and correlated local
mechanical properties with the underlying cellular structures. Our
measurements revealed that gray matter is significantly stiffer than
white matter irrespective of directionality and force direction. While
white matter behaved like a transverse isotropic material on all length
scales, gray matter was isotropic at the tissue and anisotropic at the
cellular scale. Most importantly, tissue stiffness correlated with axon
orientation, cell body size, and cellular in plane proximity, which we
combined into a linear model to estimate local central nervous system
tissue stiffness. Our study may thus lay the foundation to predicting
local tissue stiffness based on histological data, and hence contribute to
the understanding of cell behavior in response to mechanical signaling
under physiological and pathological conditions.

CPP 39.11 Wed 12:45 H 1058
Properties of Single Squamous Cell Carcinoma Cells —
®SUSANNE STEEGER!, TANJA SCHREYER!, STEFAN HaNseNZ, JORrRG
ScuIPPER?, and MaTHIAS GETZLAFF! — 1Heinrich-Heine-Universitét
Diisseldorf, Deutschland — 2Univ.-HNO-Klinik Diisseldorf, Deutsch-
land

In this contribution we report on measurements of the mechanoelastic
properties of ENT squamous cell carcinoma cells. The study of these
single cancer cells in culture medium is carried out by Atomic Force
Microscopy. Our main interest is the determination oft the Youngs
Modulus calculated by the Hertzian Model. We identify the elasticity
of cancer cells in order to compare it with that of similar benign cells.
Because Live Cell Imaging is a challenging task we first focus on testing
different cantilevers and various strategies to treat the cells carefully.
In order to determine the individual properties of the cancer cells we
additionally analyse their cytoskeleton (actin and tubulin) by using
a confocal fluorescence microscope. Cancer cells are known for their
modified cytosekelton which is reflected in the different elasticities of
both cancer and comparable benign cells.

CPP 39.12 Wed 13:00 H 1058
PAR polarity pattern in C. elegans zygotes establishes via



Berlin 2015 — CPP

Wednesday

a mechanochemical feedback module — ePrTER Gross!:?,

K.Viay Kumar2?3, Naruan W. Goenring?, Justin S. Bois®,
FRANK JULICHER®, and STEPHAN W. GRriLL}2:3 — I!MPI-CBG, Dres-
den — 2BIOTEC, TU Dresden — 3MPI-PKS, Dresden — “London
Research Institute, UK — 5UCLA, Los Angeles, CA

The interplay between biochemistry and cell mechanics is critical for
a broad range of morphogenetic changes. A prominent example hereof
is the emergence of cell polarity during the embryogenesis of C. ele-
gans, resulting in a patterned state of the membrane-associated PAR
polarity proteins. Crucial for the emergence of the patterned state
are large-scale flows in the membrane-associated actomyosin cortex,
which are observed concomitantly with the emergence of PAR po-

larization. The coupling of biochemistry and cortical flows, driving
this mechanochemical patterning processes, remain poorly understood.
Here we establish that PAR polarization of C. elegans zygotes repre-
sents a coupled mechanochemical feedback system. We demonstrate
that the biochemistry in form of the PAR domains controls mechanics
by establishing a myosin gradient. We measure the spatiotemporal
profile of the anterior and posterior PAR concentration, the myosin
concentration and the induced flow-field. Furthermore we present a
theoretical description of this process in the framework of active flu-
ids combined with PAR biochemistry in a coupled reaction-diffusion
active-fluids approach. We show that this mechanochemical feedback
description quantitatively recapitulates the spatiotemporal profile of
PAR polarity emergence.

CPP 40: Charged Soft Matter Il

Time: Wednesday 9:30-11:30

CPP 40.1 Wed 9:30 PC 203
Molecular Dynamics Simulations of Ultracentrifuged Poly-
electrolyte Complexes — eDippo DIDDENS, ALBERT JOHNER, and
JORG BAscHNAGEL — Institut Charles Sadron, Université de Stras-
bourg, 23 Rue du Loess, BP 84047, 67034 Strasbourg Cedex 2

Polyelectrolyte complexes (PECs) are formed by the aggregation of
positively and negatively charged polymer species, which precipitate
rapidly from solution in case of equimolar mixing. As the fast complex-
ation kinetics prevents the formation of an optimized pairing between
positive and negative charges, the microstructure of these aggregates
is ill-defined, resulting in a material that is difficult to process further.

Recently, Schlenoff et al. [1] have demonstrated that the precipi-
tates can be reshaped via ultracentrifugation in concentrated sodium
chloride solutions, yielding a compacted, gel-like material, whose rheo-
logical properties make them interesting candidates for bioimplants [2].
However, despite the success of this novel route to post-process PECs,
the underlying molecular mechanisms are not yet fully resolved.

We study the complex structure before, during and after centrifu-
gation in a non-equilibrium Molecular Dynamics simulation of a fully
atomistic simulation model. In a second step, we investigate the ef-
fect of these structural changes on the dynamics inside the PECs, and
discuss these findings in context with the experimental observations.

[1] Porcel and Schlenoff, Biomacromolecules, 2009, 10, 2968

[2] Hariri and Schlenoff, Macromolecules, 2010, 43, 8656

CPP 40.2 Wed 9:45 PC 203
Coarse-grained models for simulations of polyelectrolyte mul-
tilayers and complexes — eMARTIN VOGELEL2, JENS SMIATEK!,
and CurisTiAN Horm! — llInstitut fiir Computerphysik, Universitit

Stuttgart — 2Max-Planck-Institut fiir Biophysik, Frankfurt am Main

We present coarse-grained models for the polyelectrolytes Poly(styrene
sulfonate) (PSS) and Poly(diallyldimethylammonium) (PDADMA) in
terms of a MARTINI based approach. Our models allow us to study
the properties of polyelectrolyte complexes and polyelectrolyte mul-
tilayers on large length and long time scales while still taking into
account chemical details. In our simulations, we use the new polar-
izable coarse-grained MARTINI water model. We further studied the
behavior of this water model in presence of varying sodium chloride
concentrations. The numerical findings are compared to experimental
results and atomistic models.

Our results validate that the MARTINI water model can be used to
reproduce the properties of aqueous salt solutions in good agreement
to atomistic models. The polyelectrolyte models further reproduce the
correct charge compensation mechanism as well as the recently ob-
served lower water dielectric constants which can both be interpreted
as the underlying reasons for the stability of polyelectrolyte multilayers
and complexes.

CPP 40.3 Wed 10:00 PC 203
Absorption of a polyelectrolyte star by an oppositely charged
polyelectrolyte brush: A molecular dynamics simulation
study — eMaJip FarziNn'2, TorsTEN KREER!, and Jens-UwEk
SoMMER!2 — 1Leibniz Institute for Polymer Research Dresden —

2Technische Universitaet Dresden

By means of molecular dynamics simulations, we study interactions
between a polyelectrolyte brush and an oppositely charged polyelec-
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Location: PC 203

trolyte star. We explicitly include counter-ions of two different sizes
and vary the strength of Coulomb interactions in two ways; by varying
the Bjerrum length of fully charged polyelectrolytes and by choos-
ing different charge fractions of polyelectrolyte brush monomers for a
Bjerrum length corresponding to the value in water. Simulations show
that there is a Bjerrum length at 102 (Lennard-Jones units) above
which the polyelectrolyte star undergoes a discontinuous absorption
transition by the polyelectrolyte brush. For a Bjerrum length of 10~2
the polyelectrolyte star has the minimum extension in the direction
perpendicular to the brush. Finally, for a Bjerrum length of 0.5 the
polyelectrolyte brush undergoes a collapse transition.

CPP 40.4 Wed 10:15 PC 203
Stimuli-responsive polyampholyte hydrogels - influence
of charge asymmetry and ionic strength — eMARGARITA
Dvakonoval, Maria T. Porescu?, KonsTaNTINOS KyRiaKOs!, SE-
BASTIAN JAkscH®, CONSTANTINOS TsITsiLIaNISZ, and CHRISTINE M.
Papapakis! — 'TU Miinchen, Physik-Department, Physik weicher
Materie, Garching — 2University of Patras, Greece — 2JCNS at FRM
II, Garching

We investigate the rheological and structural properties of physical hy-
drogels, formed via charge driven self-association of triblock polyam-
pholytes PAA-P2VP-PAA and PAA-QP2VP-PAA (PAA, P2VP and
QP2VP are poly(acrylic acid), poly(2-vinylpyridine) and quaternized
poly(2-vinylpyridine)), which have attracted a considerable interest
for use as injectable hydrogels and drug carriers. Both, the PAA and
P2VP blocks are ionizable. PAA is deprotonated at high pH, whereas
P2VP is positively charged at low pH. QP2VP is highly charged, in-
dependently of pH. In water, the gelation threshold is at 1.0 wt% [1].
Small-angle neutron scattering (SANS) experiments revealed the mor-
phological changes depending on the charge asymmetry. The structure
develops from uncorrelated globular aggregates to a network. These
findings corroborate the ones from rheological studies, implying the
formation of stiff hydrogels at low pH. Ionic strength is an alternative
way of controlling the strength of electrostatic interactions. Combined
SANS and rheological studies have revealed a different structure revo-
lution inside the polyampholyte networks depending on ionic strength.
[1] N. Stavrouli et al., Polymer 49, 1249 (2008).

CPP 40.5 Wed 10:30 PC 203
Specific salt effects on thermophoresis of charged colloids —
eArcHYA MaJee!, Kyriakos A. EsvLanian?, MIicHAEL MAaskos?,
and ArLors WOURGER® — !Max Planck Institute IS & University of
Stuttgart, Germany — 2Fraunhofer ICT-IMM, Mainz, Germany —
3LOMA, Université de Bordeaux & CNRS, France

The electrolyte Seebeck effect determines to a large extent the proper-
ties of charged colloids that are heated or subject to a thermal gradi-
ent. The electric double layer responds to a non uniform temperature
through several mechanims, resulting in a significant thermocharge and
transport to the hot or to the cold side [1]. In this contribution we
discuss the Soret effect of charged polystyrene particles as a function of
temperature and electrolyte composition [2]. As a main result we find
that the Soret coefficient is determined by charge effects, and that non-
ionic contributions are small. In view of the well-known electric-double
layer interactions, our thermal field-flow fractionation data lead us to
the conclusion that the Soret effect originates to a large extent from
diffusiophoresis in the salt gradient and from the electrolyte Seebeck
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effect, both of which show strong specific-ion effects. Moreover, we
find that thermophoresis of polystyrene beads is fundamentally differ-
ent from proteins and aqueous polymer solutions, which show a strong
non-ionic contribution.

References:

[1] A. Majee, A. Wiirger, Phys. Rev. Lett. 108, 118301 (2012).

[2] Kyriakos A. Eslahian, A. Majee, M. Maskos, and A. Wiirger, Soft
Matter 10, 1931 (2014).

CPP 40.6 Wed 10:45 PC 203
Molecular dynamics simulation of sulfone linked sul-
fonated dimers — ®ANAND NARAYANAN KRISHNAMOORTHY!, JENS
SMIATEK?, and CHRISTIAN HoLM® — lInstitute for Computational
Physics,University of Stuttgart — 2Institute for Computational
Physics,University of Stuttgart — S3Institute for Computational

Physics,University of Stuttgart

This project focuses on the investigation of structural properties of sul-
fone linked sulfonated dimers in lithium form via all atom molecular
dynamics simulations. Previous research has been primarily focused
on sulfonated polyelectroytes in apolar and aprotic solvents in sodium
form. But it is quite interesting to study the conformations and bind-
ing mechanisms of these typical dimers in lithium form in a braod
range of solvents. The results show that the typical conformations of
these dimers plays a vital role in determining the suitable ion binding
mechanism to the dimer. Triple binding mechanism is favored for sul-
fonic acid ortho form of the dimer where a single and double binding
mechanism is favored for the meso form. Also the condensation be-
havior of these dimers were studied under various aprotic, protic, polar
and apolar solvents.

CPP 40.7 Wed 11:00 PC 203
Mechanisms underlying reentrant phase behavior of pro-
teins: a model system — eMicHAL BrRAUN!, MARCELL WOLF!,
OLcA Marsarskalal, GubruN Lorze?, Fajun ZuanG!, and FRANK
ScurerBER! — lInstitut fiir Angewandte Physik, Universitéit Tiibin-
gen, 72076 Tiibingen — 2ESRF, Grenoble, France

Controlling and tuning the phase behavior of proteins is important
in many areas such as structural biology including protein crystalliza-
tion, pharmacology and biotechnology. One important effect in protein
phase behavior is reentrant condensation (RC) which can be induced

and controlled by multivalent ions ([1], [2], [3]). For example, YCl3
leads to RC in bovine serum albumin (BSA). This system features
a macroscopic phase separation, which makes it difficult to study the
mechanisms behind RC using scattering. LaCls, on the other hand, in-
duces cluster formation and RC in BSA without phase separation and
the BSA-LaCls system is therefore highly suitable for the study of the
physical mechanisms behind RC. Here, we discuss our findings from
systematic SAXS and light scattering (LS) experiments as a function
of both protein and salt concentrations. SAXS curves can be fitted us-
ing a sticky hard sphere model and the reentrant behavior is reflected
in the stickiness parameter. LS helps to reveal the dependency of the
cluster sizes on the interactions. These measurements thus provide
detailed insights into the interactions in a system featuring RC. [1]
Zhang et al., PRL, 101, 148101, 2008, [2] Zhang et al., Soft Matter,
8, 1313, 2012, [3] Roosen-Runge et al., PNAS, 108, 11815, 2011

CPP 40.8 Wed 11:15 PC 203
The effect of variable charge patterns: interactions and phase
behaviour of a non-monoclonal antibody mixture — eSTEFANO
Da VEeLal, Fasun Znanc!, MicHAEL SzTucki?, RALF ScHWEINS?,
and FRANK ScHREIBER! — !Institut fiir Angewandte Physik, Univer-
sitdt Tiibingen, 72076 Tiibingen — 2ESRF, Grenoble, France — 3ILL,
Grenoble, France

Bovine ~-globulin is an easily available mixture of antibodies (im-
munoglobulins) with different specificities: this implies that the con-
stituents feature a manifold of surface charge distribution patterns.
The main component is Immunoglobulin G (IgG), an anisotropic, Y-
shaped protein. We aim to understand the relationship between the
profusion of anisotropic charge driven interactions present in the sys-
tem and the macroscopic phase behaviour. Solutions of y-globulin in
a wide range of protein volume fractions (0.001 up to 0.27) are investi-
gated with and without added salts using predominantly turbidimetry,
dynamic light scattering, small angle x-ray and neutron scattering. We
show how the heterogeneity of the charge distribution in different pro-
teins accounts for sample bidispersity and explains self-association and
turbidity in y-globulin dispersions at low ionic strengths. At high vol-
ume fractions, the repulsive component of the effective interaction is
modelled considering protein anisotropy. Our work has potential ap-
plications in the stability enhancement of analogous therapeutic blood
products.

CPP 41: Optical and Nonlinear Optical Properties | (joint session DF, CPP)

Time: Wednesday 9:30-11:00

Invited Talk CPP 41.1 Wed 9:30 EB 407
Holographic microstructuring of liquid-crystalline elastomers

oIrRENA DREVENSEK-OLENIK!2, MARTIN éOPICl‘Z, MARTIN
FaLLy®, VALENTINA DoMENICI?, and ANTONI SANCHEZ-FERRER? —
IFaculty of Mathematics and Physics, University of Ljubljana, Jad-
ranska 19, SI1000 Ljubljana, Slovenia — 2J. Stefan Institute, Jamova
39, SI1000 Ljubljana, Slovenia — 3Faculty of Physics, University of
Vienna, Boltzmanngasse 5, A-1090 Wien, Austria — 4Dipartimento
di Chimica e Chimica Industriale, Universita degli studi di Pisa, via
Risorgimento, 35, 56126 Pisa, Italy — ®Department of Health Sci-
ences and Technology, ETH Zurich, Schmelzbergstrasse 9, 8091 Zurich,
Switzerland

Adding a small amount of photoactive component, for instance a
photo-isomerizable azobenzene derivative, to the matrix of a liquid-
crystalline elastomer (LCE) opens up various possibilities for optical
manipulation of mechanical, thermal, electrical and optical proper-
ties of the material. Holographic microstructuring in LCEs is based
on the coupling between isomerization state of the azobenzene groups
and orientational order of the mesogenic side chains. Due to collec-
tive nature of this process light-induced spatial modifications of op-
tical refractive index in LCEs are several magnitudes larger than in
conventional azobenzene-based holographic media. Holographic pat-
terning of LCEs consequently provides a very convenient method for
fabrication of tuneable optical diffraction structures that can easily be
manipulated by external stimuli, such as strain, external fields and
temperature variations.

CPP 41.2 Wed 10:00 EB 407
Random-Cavity Lasing from Electrospun Polymer Fiber Net-
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works — eSArRAH KRAMMER!, CHRISTOPH VANNAHMEZ2, CAMERON
L. C. Swmrn?, Tobias GrossMANN', MicHAEL JENNE!, STE-
FAN ScHIERLE', Minu TraN!, Lars JoraeENsEn®, Toannis S.

CHRONAKIS3, ANDERS KRisTENSEN?, and HEiNz KaLT! — lInstitute
of Applied Physics, Karlsruhe Institute of Technology (KIT), Germany
— 2Department of Micro- and Nanotechnology, Technical University
of Denmark (DTU), Denmark — 3DTU-Food, DTU, Denmark

Electrospinning is a versatile, simple, low-cost and high-throughput
technique for the fabrication of fibers and fiber networks with fiber
diameters in the micro- and nanometer range. The resulting high
surface-to-volume ratio makes the fibers excellent candidates for sens-
ing, tissue-growth and filtering. In the field of photonics they serve as
waveguides and light sources when doped with an emitter. We report
on the lasing emission from random cavities formed in networks of
electrospun dye-doped polymer fibers. Spatially resolved spectroscopy
and spectral analysis prove that the observed laser emission originates
from individual ring resonators randomly distributed throughout the
network. Preliminary measurements show the suitablity of the fiber
networks as gas sensors where the spectral position of a lasing mode
serves as transducer.

CPP 41.3 Wed 10:20 EB 407
Whispering Gallery Modes in Single Copolymer Micro-
spheres — eDaNIEL Braam!, Kenicur Tabata?, Son KusHiDa?,
RoBERT NIEMOLLER!, GUNTHER M. PriNz!, YOHEI YAMAMOTOZ,
and AxXeEL Lorke! — !Faculty of Physics and CENIDE, Univer-
sity of Duisburg-Essen, Lotharstrafe 1, 47057 Duisburg, Germany —
2Faculty of Pure and Applied Sciences, University of Tsukuba, 1-1-1
Tennodai, Tsukuba, Ibaraki 305-8573, Japan
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Copolymers are promising candidates for use in optoelectronic devices
due to their low fabrication cost and high emission efficiency. Here we
investigate several m-conjugated alternating copolymers, which com-
bine the advantages of being a dye, a dielectric and a self-assembled
resonator, as they form nearly perfect spheres when precipitated from
solution. Excitation leads to standing waves inside these microspheres,
known as whispering gallery modes (WGMs). Their spectral position,
number and line width is dependent on the sphere diameter. The
measurements, showing both TM- and TE-modes, are in good agree-
ment with model calculations [1]. The relative amplitude of the modes
is strongly dependent on the sphere’s excitation spot, revealing leak-
age of polar modes to the substrate, while equatorial modes sustain.
During continuous illumination we observe lifting of degeneracy of the
WGMs, followed by slow deterioration. Covering the spheres with a
thin layer of titanium leads to an improved resistance against irradia-
tion damage.

[1] Tabata, K., Braam, D. et al. Self-assembled conjugated poly-
mer spheres as fluorescent microresonators. Sci. Rep. 4, 5902;
DOI:10.1038/srep05902 (2014).

CPP 41.4 Wed 10:40 EB 407

TiO2 coated Whispering Gallery Mode (WGM) Resonators

for Label-free Biosensing — eFaBian Rur!, SArRaH KRAMMER!,

CHRISTOPH VANNAHMEZ, ANTONINA VIGOVSKAYAS, LiiLIANA FRUK3,
ANDERs KRrisTENsEN?, and Heinz Karr! — llnstitute of Ap-
plied Physics, Karlsruhe Institute of Technology (KIT), Germany —
2Department of Micro- and Nanotechnology, Technical University of
Denmark (DTU), Denmark — 3DFG-Centre for Functional Nanos-

tructures CFN, Karlsruhe Institute of Technology (KIT), Germany

Biosensors for label-free detection offer a huge variety of applications in
life sciences and medicine since they facilitate point-of-care diagnostics.
We use goblet-shaped polymeric high-Q WGM microresonators fabri-
cated within a low-cost manufacturing process also suitable for mass
production. After fabrication the polymeric resonators are coated with
titanium dioxide using sputter deposition techniques. The sensitivity
as figure of merit is given here by the size of the shift of a resonant
mode when the surrounding of the resonator changes. Finite element
simulations predict a significantly increased sensitivity for resonators
coated with TiOs. Moreover, titanium dioxide is a well-suited platform
for functionalization with dopamine derivates. The use of antibody-
protein binding processes is expected to enable the specific detection
of proteins and antibodies interesting for medical analysis.

CPP 42: Transport: Fluctuations and Noise (joint session TT, CPP, DY)

Time: Wednesday 11:30-12:45

CPP 42.1 Wed 11:30 H 3005
Quantum transport, master equations, and exchange fluctu-
ations — eSiaMUND KoHLER and RoOBERT HusseiN — Instituto de
Ciencia de Materiales de Madrid, CSIC, 28049 Madrid, Spain

We investigate to which extent a many-body Bloch-Redfield master
equation description of transport in coupled quantum dots is consistent
with the exact generalized equilibrium conditions known as exchange
fluctuation theorems. Thereby we identify a class of master equations
for which this is the case. Beyond this class, we find deviations which
exhibit characteristic scaling laws as functions of the dot-lead tunnel-
ing, the inter-dot tunneling, and the temperature. These deviations
are accompanied by an increase of lead energy fluctuations inherent in
the Bloch-Redfield equation beyond rotating-wave approximation. We
illustrate our results with numerical data for a double and a quadruple
quantum dot attached to four leads.

[1] R. Hussein and S. Kohler, Phys. Rev. B 89, 205424 (2014).

CPP 42.2 Wed 11:45 H 3005
Waiting time-distribution of a quantum-dot spin valve —
eBJORN SOTHMANN — Département de Physique Théorique, Univer-
sité de Genéve, Genéve, Switzerland

Recently, the study of waiting-time distributions of electron transport
has received a lot of interest [1]. It can provide information about
transport processes that is complementary to average current and
noise. Here, we discuss the waiting-time distribution of a a quantum-
dot spin valve [2], i.e., a single-level quantum dot coupled to two fer-
romagnetic electrodes with magnetizations that can point in arbitrary
directions [3]. We demonstrate that the rich transport physics of this
setup, such as the dynamical channel blockade and spin precession
in an interaction-driven exchange field, shows up in the waiting-time
distribution, and we analyze the conditions necessary to observe the
various effects.

[1] M. Albert, G. Haack, C. Flindt, M. Biittiker,

Phys. Rev. Lett. 108, 186806 (2012).

[2] B. Sothmann, Phys. Rev. B 90, 155315 (2014).

[3] M. Braun, J. Konig, J. Martinek,

Phys. Rev. B 70, 195345 (2004).

CPP 42.3 Wed 12:00 H 3005
Waiting-time distribution of light from superconducting res-
onators coupled to voltage-biased Josephson junctions —
eSiMON DaMBAcH, BiorN KuBaLa, VERA GRAMICH, and JOACHIM
ANKERHOLD — Institute for Complex Quantum Systems, Ulm Univer-
sity, Ulm, Germany

The interplay of the tunneling transfer of charges and the emission and
absorption of light can be investigated in a set-up, where a voltage-
biased Josephson junction is placed in series to a microwave cavity.
In such devices measurements of the emitted microwave radiation can
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yield information about the Cooper pair current and its fluctuations
and vice versa.

Due to the inherent nonlinearity of the Josephson junction tunneling
Cooper-pairs can create a variety of non-classical states of light already
at weak driving. Depending on experimental parameters and tuning,
the device can be described by effective Hamiltonians, indicating spe-
cific photon creation mechanisms which lead to strongly bunched or
anti-bunched light emission [1].

We will use the waiting-time distribution [2] of emitted photons to
highlight how charge quantization of the Cooper pair current drives
a crossover from a coherent light source to a single-photon source.
Analytical results for the weak driving regime, based on a quantum
regression approach, are complemented by numerical results for the
full nonlinear quantum case.

[1] B. Kubala, V. Gramich, and J. Ankerhold, arXiv:1404.6259.
[2] T. Brandes, Ann. Phys. (Berlin) 17, 477 (2008).

CPP 42.4 Wed 12:15 H 3005
Input-output description of microwave radiation in the dy-
namical Coulomb blockade — Juna LEPPAKANGAS', GORAN
JonanssoN!, eMICHAEL MARTHALERZ2, and MIKAEL FOGELSTROM?!
— Microtechnology and Nanoscience, MC2, Chalmers Universit y
of Technology, SE-412 96 Goteborg, Sweden — Z2Institut fiir Theo-
retische Festkorperphysik, Karlsruhe Institute of Technology, D-76128
Karlsruhe, Germany

We study microwave radiation emitted by a small voltage-biased
Josephson junction connected to a superconducting transmission line.
An input-output formalism for the radiation field is established, using a
perturbation expansion in the junction’s critical current. Using output
field operators solved up to the second order, we estimate the spectral
density and the second-order coherence of the emitted field. For typical
transmission line impedances and at frequencies below the main emis-
sion peak at the Josephson frequency, radiation occurs predominantly
due to two-photon emission. This emission is characterized by a high
degree of photon bunching if detected symmetrically around half of the
Josephson frequency. Strong phase fluctuations in the transmission
line make related nonclassical phase-dependent amplitude correlations
short lived, and there is no steady-state two-mode squeezing. However,
the radiation is shown to violate the classical Cauchy-Schwarz inequal-
ity of intensity cross-correlations, demonstrating the nonclassicality of
the photon pair production in this region.

CPP 42.5 Wed 12:30 H 3005
Distribution of energy dissipated by a driven two-level system
— oPHILIP WOLLFARTH 2, ALEXANDER SHNIRMANY'2, and YASUHIRO
Utsumr® — Mnstitut fiir Theorie der Kondensierten Materie, Karl-
sruhe Institute of Technology, 76128 Karlsruhe, Germany — 2DFG
Center for Functional Nanostructures (CFN), Karlsruhe Institute of
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Technology, 76128 Karlsruhe, Germany — S3Department of Physics
Engineering, Faculty of Engineering, Mie University, Tsu, Mie, 514-
8507, Japan

In the context of fluctuation relations, we study the distribution of
energy dissipated by a driven two-level system. Incorporating an en-
ergy counting field into the well known spin-boson model enables us to
calculate the distribution function of the amount of energy exchanged
between the system and the bath. We also derive the conditional distri-
bution functions of the energy exchanged with the bath for particular

initial and/or final states of the two-level system. We confirm the
symmetry of the conditional distribution function expected from the
theory of fluctuation relations. We also find that the conditional dis-
tribution functions acquire considerable quantum corrections at times
shorter or of the order of the dephasing time. Our findings can be
tested using solid-state qubits.

[1] P. Wollfarth, A. Shnirman, Y. Utsumi,
Phys. Rev. B 90, 165411 (2014).

CPP 43: P8: Nanoparticles and Compsite Materials

Time: Wednesday 10:00-13:00

CPP 43.1 Wed 10:00 Poster A
The Effect of preparation method on the physical properties
and the dynamic glass transition of the nanocomposites based
on hyperbranched polymers — eSHEREEN OMARA!, MoONA ABDEL
ReHIM2, AHEMD GHONEIM®, SHERIF MADKOUR!, GamaL TURKY3,
and ANDREAS ScHONHALs! — lFederal Institute for Materials Re-
search and Testing (BAM), Unter den Eichen 87, D-12200 Berlin,
Germany — 2Packing and Packaging Materials Department, National
Research Center, Cairo, Egypt — 3Microwave Physics and Dielectrics
Department,National Research Center, Cairo, Egypt

Broadband dielectric spectroscopy, Specific heat spectroscopy, and Dif-
ferential scanning calorimetry (DSC) are combined to study the glass
transition and segmental motions in hyperbranched polyamine ester
(HB PAE) and its nanocomposite with kaolinite (Ka). In situ poly-
merization and solution mixing (Ex situ) are applied to prepared HB-
PAE/Ka nanocomposites with different concentrations of Ka.The di-
electric spectra are dominated on the lower frequency (higher temper-
ature) side by conductivity contribution. The molecular dynamic is
found to be screened out by the conductivity contribution; otherwise
Specific heat spectroscopy was used to determine the dynamic glass
transition temperature of HBPs/Ka nanocomposite. The segmental
motion related to the glass transition called alpha process found to
play a role in the charge transport. The result indicated that the dc
conductivity and the dynamic glass transition temperature depend not
only on different concentrations of kaolinite but also on the method of
the preparation of the nanocomposite.

CPP 43.2 Wed 10:00 Poster A
Positioning of magnetic particles in polymer matrices for
smart material engineering by magnetically patterned ex-
change bias templates — eIris Kocr!, MARKUS LANGNERZ2, AN-
DREAS GREINERZ, and ARNO EHRESMANN! — !Department of Physics
and Center for Interdisciplinary Nanostructure Science and Technol-
ogy (CINSaT), University of Kassel, Heinrich-Plett-Str. 40, D-34132
Kassel — 2Department of Macromolecular Chemistry IT, University of
Bayreuth, Universitatsstr. 30, D-95440 Bayreuth

Magnetic micro-stripe patterned exchange bias systems with different
stripe widths were used as a template for the precise positioning of ei-
ther pure ferromagnetic nanoparticles or superparamagnetic core-shell
microspheres in polymer thin film systems. The positioning was as-
sisted by an out-of-plane magnetic field superimposing the magnetic
field landscape of the exchange bias substrate. The particle/polymer
composite was subsequently obtained via lift-off from the magnetically
patterned template. An interaction with external magnetic fields was
observed in air and in liquid environment down to a mass fraction of
3 % magnetic material in relation to the polymeric material.

CPP 43.3 Wed 10:00 Poster A
Thermoelectric thin films based on a polymer/nanoparticle
nanocomposite — eNITIN SaXENal'2, ANTON GREPPMAIR®, MI-
HAEL Coric?, JAN WERNECKE®, STEFANIE MARGGRAF®, Eva M.
Herzic?, MARTIN S. BRaANDT3, and PETER MULLER-BuscaBaum!-2
— ITU Miinchen, Physik-Department, LS Funktionelle Materi-
alien, 85748 Garching, Germany — 2Center for NanoScience, LMU
Miinchen, 80539 Miinchen, Germany — 3TU Miinchen, Walter-
Schottky-Institut and Physik-Department, 85748 Garching, Germany
— 4TU Miinchen, Munich School of Engineering, 85748 Garch-
ing, Germany — °Physikalisch-Technische Bundesanstalt, BESSY II
Helmholtz-Zentrum Berlin, 12489 Berlin, Germany

Thermoelectric materials transform temperature gradients into volt-
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ages which can be used to generate electrical power. Highly efficient
thermoelectrics comprise rare and/or toxic inorganic materials and re-
quire cost- and energy-intensive fabrication processes. This impedes
their large-scale application for power generation.

In order to overcome these limitations, we pursue a hybrid approach
combining the semiconducting polymer blend PEDOT:PSS for its high
electrical conductivity and inorganic nanoparticles in order to reduce
thermal conductivity within the thin film. We investigate the influ-
ence of the nanoparticles on the morphology of the blend by means
of GISAXS and attempt to correlate this with changes in the ther-
moelectric behavior. Apart from that, we also investigate the thermal
conductivity of both pristine PEDOT:PSS and of the hybrid film, in
order to ultimately calculate the figure-of-merit ZT.

CPP 43.4 Wed 10:00 Poster A
Structural study of magnetic nanoparticle-block copolymer
hybrid films prepared by printing techniques — eSENLIN XiA,
YuaN Yao, EzzeLpin METwALLI, and PETER MULLER-BUSCHBAUM
— TU Miinchen, Physik-Department, LS Funktionelle Materialien,
James-Franck-Str. 1, 85748 Garching

Metal-polymer nano-composites are an important class of hybrid ma-
terials due to their interesting functional applications, e.g. sensors,
and memory devices [1,2]. Hybrid films of magnetite nanoparticles
and the diblock copolymer (DBC) poly(styrene-b-methyl methacry-
late) are prepared using a printing method, with the potential of high
mass production and energy saving. The relationship between vis-
cosity of nanoparticle-polymer solution and the film formation was
carefully explored in order to find the optimized processing condi-
tions. The printed hybrid films are investigated using both real-
space and reciprocal-space techniques. The nano- and microstructure
of maghemite nanoparticles within DBC films as a function of the
nanoparticle concentration is investigated using optical microscopy,
atomic force microscopy, scanning electron microscopy and grazing in-
cidence small-angle X-ray scattering. The magnetic property of the
hybrid films is probed using a superconducting quantum interference
device (SQUID) magnetometer. The observed structures are explained
in the framework of microphase separation and confinements. A com-
parison of the nano-morphology between the spin-coated and printed
hybrid films is discussed. [1] Y. Yao, et.al. ACS Appl. Mater. Inter-
faces 6, 5244, (2014); [2] Y. Yao et.al. ACS Appl. Mater. Interfaces 6,
18152, (2014).

CPP 43.5 Wed 10:00 Poster A
Structure-Property relationships of Nanocomposites Based
on Polylactide and Layered Double Hydroxides — eJinG
Lenc!, De-Yr Wanc2, ANDREAS THUNEMANN!, FRANZISKA
EMMERLING!, ANDREAS WURM?, CHRISTOPH ScHICK3, and ANDREAS
ScuoNHALS! — 'BAM Federal Institute for Material Research and
Testing, Unter den Eichen 87, 12205 Berlin, Germany — 2IMDEA
Materials Institute, C/Eric Kandel 2, 28906 Getafe, Madrid, Spain —
3University of Rostock, Institute of Physics, Wismarsche Str. 43-45,
18051 Rostock, Germany

Two kinds of Polymer based nanocomposites prepared by melt blend-
ing of synthesized NiAl (NiAl-LDH) and MgAl (MgAl-LDH) layered
double hydroxides with polylactide (PLA) were investigated by a com-
bination of differential scanning calorimetry (DSC), small- and wide-
angle X-ray scattering (SAXS and WAXS) and broadband dielectric
spectroscopy (BDS). By detailed colorimetric investigations (stepscan
DSC) the rigid amorphous phase due to the both the crystals and the
nanoparticles was estimated unambiguously. A higher rigid amorphous
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fraction (RAF) due to the nanoparticles exists in the case of MgAl-
LDH based nanocomposites compared to NiAl-LDH based nanocom-
posites. The dielectric spectra of the both nanocomposites showed
several relaxation processes related to dynamic glass transition and
localized fluctuations that were identified and analyzed in detail.

CPP 43.6 Wed 10:00 Poster A
Structure-Property relationships of Nanocomposites Based
on Epoxy and Layered Double Hydroxides — eJing LEnG!,
Franziska EMMERLING!, DE-Y1 WaNG?, and ANDREAS SCHONHALS!
— IBAM Federal Institute for Materials Research and Testing, Unter
den Eichen 87, 12205 Berlin, Germany — 2IMDEA Materials Institute,
C/Eric Kandel 2, 28906 Getafe, Madrid, Spain

Two kinds of organically modified MgAl Layered Double Hydroxides
(MgAl-LDH) were synthesized and reaction blended with an epoxy
system (EP) to obtain polymer based nanocomposites. The organic
modification of the MgAl-LDHs were by sodium dodecylbenzene sul-
fonate (SDBS) modified and own synthesized nanofiller (SACC). The
two kinds of nanocomposites were investigated by a combination of
differential scanning calorimetry (DSC), small- and wide-angle X-ray
scattering (SAXS and WAXS), and broadband dielectric spectroscopy
(BDS) in dependence of the concentration of the nanofiller. The dif-
ferences observed for the both kinds of nanoparticles are discussed in
detail.

CPP 43.7 Wed 10:00 Poster A
Morphology investigation of self-assembly of metal oxide-
diblock copolymer nanocomposite films — eYuan Yao!,
EzzeLDIN METWALLI', JEAN-FRANCOIS MouLIN?, MaTTHIAS OPEL3,
and PETER MULLER-BuscuBaum! — 1TU Miinchen, Physik Depart-
ment, LS Funktionelle Materialien, James-Franck-Str. 1, 85748 Garch-
ing, Germany — 2HZ Geesthacht at FRM II, Lichtenbergstr.1, 85748
Garching, Germany — 3Walther-Meissner-Institut, Walther-Meissner-
Str. 8, 85748 Garching, Germany

The arrangement of maghemite nanoparticles (NPs) in diblock copoly-
mer poly (styrene-d8-block-n-butyl methacrylate) P(Sd-b-BMA) films
via a self-assembly process is investigated. This study is motivated
by great interests for many potential applications in functional nano-
devices. The resulting hybrid thin films show a perforated lamella
structure with an enrichment layer containing different NPs concentra-
tions (from O up to 15 wt%) as investigated with X-ray reflectometry,
scanning electron microscopy, atomic force microscopy, and grazing
incidence small angle neutron scattering in time-of-flight mode (TOF-
GISANS). The surface modified NPs are selectively positioned in one
polymer domain at low NP concentrations and the microphase sepa-
ration process is even enhanced in this case. However, a distortion of
the lamella structure evolves with increasing NP concentrations.

CPP 43.8 Wed 10:00 Poster A
Polymer metal oxide hybrid materials and films — eMICHAEL
Banr, EzzeLbDIN METWALLI, and PETER MULLER-BuscuBaum — TU
Miinchen, Physik-Department, LS Funktionelle Materialien, James-
Franck-Str. 1, 85748 Garching

Materials with novel electrical, optical and magnetic properties are
possible thanks to the implementation of metal-polymer nanocompos-
ite (MPN) structures. In future, thin films of MPN will be suitable
for applications like sensors and memory devices. In such composites
diblock copolymers are the matrix of choice for providing the desired
arrangement of the metal, since they exhibit structure formation due
to micro phase separation. Metal attaches preferentially to one of the
two copolymer blocks, thereby forming a well-ordered structure inside
the polymer matrix.

In this work we use an in-depth investigation of the system
poly(strerene-b-methylmethacrylate) (PS-b-PMMA), which forms a
lamellar structure, and a Cobalt salt based on a 2,2’ bipyridine ring
(C10HgClaCoN2). Bulk samples and thin films are prepared with dif-
ferent molar ratios of the salt and block copolymer by solution casting
and by spin coating, where the cobalt content oxidizes. Bulk samples
are characterized with in-situ thermal SAXS. Thin films are investi-
gated with FTIR, AFM and SEM. We observe a well-ordered structure
of the polymer matrix and a change of morphology with different molar
ratios.

CPP 43.9 Wed 10:00 Poster A
Gastransport Properties and Molecular Mobility of
Matrimid/PhenethylPOSS Nanocomposites — eNora Kon-
NERTZ, MARTIN BOEHNING, and ANDREAS SCHOENHALS — BAM

(0]

Federal Institute of Materials Research and Testing, Unter den Eichen
87, 12205 Berlin

Polymers are favored materials for gas separation membranes. The de-
velopment of new material with higher permeabilities and selectivities
is challenging because the structure and property optimization fol-
lows a trade-off: improvements of permeability is often connected to a
reduction in selectivity and vice versa. A promising approach for im-
provements is the incorporation of nanoscaled fillers. In order to under-
stand thus induced changes in the solution-diffusion mechanism (which
describes the gas transport through polymer membranes) in more de-
tail it is important to relate the molecular mobility of the polymer in
the nanocomposites with the gas transport properties. Here this rela-
tion is studied using Matrimid5218 as polymer matrix and a polyhe-
dral oligomeric silsesquioxane with phenethyl substituents (Phenethyl-
POSS) as nanofiller. Films with filler contents up to 20 wt% were
casted from dichloromethane solution (thicknesses around 100 pm).
The molecular mobility is determined by broadband dielectric spec-
troscopy. Permeabilities were measured with the time-lag method (0 -
20 bar) and sorption by using a microbalance (0 - 45 bar) for different
gases.

CPP 43.10 Wed 10:00 Poster A
QCM System for the Characterization of Gas Sorption and
Physical Aging on Membrane Polymers and Nanocomposites
for Gas Separation Applications — eNorA KoNNERTZ and MAR-
TIN BOoEHNING — BAM Federal Institute of Materials Research and
Testing, Unter den Eichen 87, 12205 Berlin

The Quartz Crystal Microbalance (QCM) is a very sensitive method
to detect mass changes in a range of nanograms. Thus this method
enables sorption experiments with thin films or layers attached to the
QCM crystal (in a range up to 1 pum). Here we present the experi-
mental set-up for using the QCM technique for characterizing the gas
sorption behavior of thin polymer films in a temperature controlled
pressurized environment (up to 50 bar). The piezoelectric quartz crys-
tal is driven by a frequency controlled AC voltage. Mass changes of
the oscillating system result in a frequency shift and changes of the
conductance is monitored by a network analyzer and calibrated based
on the Sauerbrey equation. The study aims for the characterization of
long-term behavior and physical aging of high-performance polymers
for gas separation membranes - such as polyimides and polymers of
intrinsic microporosity (PIMs) and respective nanocomposites. Espe-
cially the differences of the behavior of thin films compared to films
with thicknesses up to 100 pm as well as nanofiller induced-effects have
to be investigated.

CPP 43.11 Wed 10:00 Poster A
MUSIC mode AFM imaging of polystyrene-grafted function-
alized graphene oxide — eMARTIN DEHNERT!, EIKE-CHRISTIAN
SpiTzNER!, FABIAN BECKERT?, CHRISTIAN FRIEDRICH?, and ROBERT
MacerRLE! — 1Chemische Physik, Fakultét fiir Naturwissenschaften,
Technische Universitdt Chemnitz, Germany — 2Freiburger Material
Forschungszentrum, Albert-Ludwigs-Universitit, Freiburg, Germany

We investigate the surface morphology and the nanomechanical prop-
erties of organophilic stearylamine-modified graphene oxide (Stearyl-
GO) sheets and a polystyrene-grafted functionalized graphene oxide
(PS-g-FG) [1] using atomic force microscopy (AFM) operated in multi-
set point intermittent contact (MUSIC) mode and force spectroscopy
mode. This allows for depth-resolved mapping of the nanomechanical
properties of the top surface layer of the functionalized graphene oxide
(GO) sheets. On Stearyl-GO, we can distinguish areas of hydrophilic
GO from hydrophobic stearylamine functionalized grafted areas. Ex-
posure of PS-g-FG to chloroform vapor causes a selective-swelling and
therefore a softening of the organic components stearyl and PS. This
allows imaging the shape of the GO sheets embedded within the PS
envelope. The GO sheets are folded and buckled in the PS envelope.
The combination of swelling and MUSIC mode AFM imaging provides
a detailed insight into the microstructure of functionalized GO sheets.
[1] Beckert F. et al.; Macromolecules, 2013, 46, 5488-5496

CPP 43.12 Wed 10:00 Poster A
Drug Carriers based on HPMA Nanoparticles: Molar
Mass and Buffer Type — eBarr-JAN NIEBUUR!, NATALYA
VISHNEVETSKAYA!, EKATERINA LoMkova?, PETR CHYTIL?, SERGEY
Firppov?, and CHRISTINE M. Papapakis! — 1Fachgebiet Physik
weicher Materie, Physik-Department TU Miinchen, Garching —

2Institute of Macromolecular Chemistry, Prague, Czech Republic
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A promising way to achieve site-specifc delivery of anticancer agents
is using the enhanced permeation and retention (EPR) effect of N-
(2-hydroxypropyl) methacry-lamide (HPMA) nanoparticles containing
the drug doxorubicin (Dox) [1]. The present research in this field fo-
cuses on exploration of the particle structure and tuning of their prop-
erties. Recently, addition of different types of cholesterol and degra-
dation of the linkage is used to tune the size and stability of these
nanoparticles in dependence on pH [1].

The aim of the present study is to investigate the influence of molar
mass of the HPMA backbone. Using fluorescence correlation spec-
troscopy (FCS), the size of the nanoparticles with and without Dox
as well as the critical micelle concentration (CMC) are determined in
a phosphate buffer. Investigation of the polymers containing Dox is
challenging because of its broad own fluorescence emission. Moreover,
more realistic environments are investigated. For instance, the condi-
tions inside the bloodstream can be mimicked using serum.

[1] Filippov, K. et al., Biomacromolecules 14, 4061 (2013).

CPP 43.13 Wed 10:00 Poster A
Metal Nanoparticle Growth on Model Homopolymer Thin
Films — eVIviIAN WACLAWEK!, MATTHIAS SCHWARTZKOPF2, GON-
zALO SANTOROZ, JoHaNNEs F.H. Riscu?, SHUN Yu3, TORSTEN
Boese?, PauL Staniec?, Nick J. TerRrILLY, and STEPHAN V. RoTn!
— MUniversity of Hamburg, Luruper Chaussee 149, 22761 Hamburg —
2DESY, Notkestr. 85, 22607 Hamburg — 3KTH, Teknikringen 56-58,
10044 Stockholm — 4DLS, Harwell Science and Innovation Campus,
Didcot, Oxfordshire OX11 0QX

Nanostructured noble metal films on polymer layers are of fundamental
importance in the field of organic electronics. Moreover, such mate-
rial combinations have recently gained importance for stabilizing thin
polymer films. We combine sputter deposition with grazing incidence
X-ray scattering (GISAXS) to investigate in-situ [1-3] the growth ki-
netics of Au on polymethylmethacrylate. We analyze quantitatively
the metal nanoparticle layer growth and compare our results with the
metal layer structure on different model homopolymer films [4]. [1]
Schwartzkopf et al., Nanoscale 5, 5053 (2013). [2] Yu et al., J. Phys.
Chem. Lett. 4, 3170 (2013). [3] Santoro et al., Appl. Phys. Lett. 104,
243107 (2014). [4] Roth et al., Appl. Phys. Lett. 88, 021910 (2006).

CPP 43.14 Wed 10:00 Poster A

Nanocomposites in High-Voltage Applications — eSTEFAN
O. Huser!, Anxnika REewmpPE?, BrUNO JAkOBI®, JURIY
PacuiN?, MartHias GROUBEL3, JoHANNES SEILER?, JOSEF

KINDERSBERGER?, BERNHARD RIEGER?, and GERALD J. SCHNEIDER!

— 1Forschungszentrum Jiilich GmbH, Jiilich Centre for Neutron Sci-
ence & Institute of Complex Systems, 52425 Jiilich, Germany —
?Department of Electrical, Electronic and Computer Engineering,
Institute for High Voltage Engineering and Switchgear Technology
Arcisstr. 21, 80333 Munich, Germany — 3WACKER-Chair of Macro-
molecular Chemistry, Lichtenbergstr. 4, 85748 Garching, Germany

Polymer based nanocomposites may exhibit enhanced electrical insu-
lating properties. If we add silica nanoparticles to polydimethylsilox-
ane, we can see in the high voltage arc resistance test that the silica
nanoparticles improve the material behavior.

Our poster aims to identify the origin of the increased arc resistance
in silica nanocomposites and the dependence on different parameters
such as the silica-volume-fraction, the molecular mass of the polymer
and in changing the modification of the nanoparticles.

We produce silica nanocomposites and by different measurements,
e.g. SAXS and SANS, we characterize the microscopic behavior. From
these results we want to find a model to describe the macroscopic be-
havior, i.e. the resistance to high voltage arcing.

CPP 43.15 Wed 10:00 Poster A
Morphology of nanocomposite copolymer electrolytes for
Li+ /polymer batteries — eKonsTaNTINOS N. RAFTOPOULOS, MA-
Jip Rasoor, EzzeLpin MEeETwaLLl, PETER MULLER-BUSCHBAUM,
and CHRISTINE M. Papapakis — TU Miinchen, Physik-Department,
Fachgebiet Physik weicher Materie/LS Funktionelle Materialien,
Garching

Long scale, effective transition to green energy and wide penetration
of electric and hybrid cars, demand for batteries with high energy and
power density, good mechanical stability, as well as impact and tem-
perature resistance. Of crucial importance for the power density and
the mechanical stability is the electrolyte component. Poly(ethylene
oxide) (PEO) has proven itself as a reliable electrolyte, but it has two
significant drawbacks: 1) Its crystallinity, while providing some sta-
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bility, acts as a barrier to the mobility of the Li cations. 2) It lacks
adequate dimensional stability, especially if mixed with Li+ salts. We
use a block copolymer of PEO with polystyrene (PS) in order to pro-
vide dimensional stability, and we add SiO2 nanoparticles to further
enhance mechanical stability and suppress crystallinity. The morphol-
ogy of the system is studied by X-ray scattering diffraction covering
a large g-range, corresponding to multiple length scales, in order to
study microphase separation and crystallinity.

CPP 43.16 Wed 10:00 Poster A
Growth and disintegration of silver nanowires in tubular J-
aggregates — eEEGoN STEEG, FRANK PoLzER, HoLMm KIRMSE, YAN
Q1a0, JURGEN P. RABE, and STEFAN KIRSTEIN — Institut fiir Physik,
Humboldt-Universitat zu Berlin

The reduction of AgNO3 in the presence of tubular J-aggregates is
used to prepare silver nanowires with 7 nm in diameter and lengths
exceeding micrometers [1]. Here, we report on the influence of chlo-
ride ions on growth and dissolving of the wires. In presence of oxygen
and a ligand the chloride ions are able to etch silver nanostructures by
oxidizing neutral silver atoms back to ions [2]. This oxidative etching
is more effective along defect zones than on defect free single crystals.
Silver nanowires grown in the template structures are dissolved by ad-
dition of NaCl by this process and the silver is converted into AgCl
while the tubular template is conserved. The dissolution of the Ag
nanowires is explained by their structure which shows multiple twin
boundaries. The transport of the oxidized Ag atoms is explained by
transport across the tubular wall.

[1] D.M. Eisele et al., J. Am. Chem. Soc. 132 (2010) 2104.

[2] Y. Zheng et al., Chem. Mater. 2014, 26, 22-33

CPP 43.17 Wed 10:00 Poster A
Adsorption of small polar and non-polar molecules on silica-
nanoparticles — e CHRISTINA BALLNUS, SANDRA KATERNDAHL, JAN
MEYER, and REINHARD HENTSCHKE — Bergische Universitéit, 42279
Wuppertal, Germany

A technically important application of nano particles is their use as
filler materials in rubber compounds, e.g. in the tire industry. The
latter employs both soot and silica, where silica is boosted by recent
EU regulations for new tires aimed at improved wet grip, rolling resis-
tance and noise reduction. The mechanical properties of filled rubber
materials are very significantly affected by the interaction of the filler
with the polymer matrix. Using computer simulations based on the
Metropolis Monte Carlo technique in conjunction with the charge equi-
libration method, we have studied the adsorption of small molecules
relevant to the above industry on silica nano particles at different tem-
peratures. We obtain the site energy distribution depending on the
nano particle’s surface structure and size. This we compare to exper-
imentally obtained adsorption energy distributions. We discuss how
these results may be used in simulations aimed at the prediction of
dynamic moduli of silica filled rubber.

CPP 43.18 Wed 10:00 Poster A
SAXS and NEXAFS characterization of dispersions
with magnetic nanoparticles (ferrofluids) o CHRISTIAN
GoLuwiTzER', RAuL Garcia Diez', MicHaeL KRUMREY!, and
NorgerT Buske? — !Physikalisch-Technische Bundesanstalt (PTB),
Abbestr. 2-12, 10587 Berlin, Germany — 2MagneticFluids, Berlin,

Kopenicker Landstrasse 203, 12437 Berlin, Germany

Ferrofluids contain magnetic nanoparticles (like magnetite or
maghemite) with superparamagnetic properties [1]. Aqueous ferroflu-
ids with different crystal sizes between 5nm and 10nm (TEM) and
hydrodynamic diameters between 20nm and 200 nm (DLS) were pre-
pared. On the one hand, the particles were electrostatically stabilized
towards aggregation showing a high positive zeta potential. On the
other hand, the particles were covered with fruit acids (i.e. citrate)
indicating a negative zeta potential at a neutral pH value.

SAXS and NEXAFS measurements were carried out at the four-
crystal monochromator (FCM) beamline of PTB at the synchrotron
radiation facility BESSY II in Berlin to determine the mean size and
size distribution of the primary particles, the size and fractal dimen-
sion of the agglomerates and the oxidization state of the nanoparticles.
It was found, that the used ferrofluids are stable for at least several
months from preparation.

[1] RoseEnswElc, R. 1987 Magnetic fluids. Ann. Rev. Fluid Mech.
19, 437-463
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CPP 43.19 Wed 10:00 Poster A

Modeling of the phase separation behavior of nanocompos-
ites from blockcopolymers and nanoparticles in thin films -

Comparing theoretical and experimental results — ePETER
FrIEDEL, DoRIs PospPiEcH, DIETER JEHNICHEN, ASTRID DRECHSLER,
PeETrRA UHLMANN, and ANDRIY HORECHYY — Leibniz-Institut fiir

Polymerforschung Dresden e.V., Hohe Str. 6, 01069 Dresden

Thin films from nanocomposites containing polymer blends or block-
copolymers and nanoparticles allow manyfold applications in the gen-
eration of spezific surface structures with tailormade properties. The-
oretically considered, these are three component systems with specific
periodic boundary conditions. The resulting three component spinodal
hypersurfaces calculated by meanfield calculations makes one able to
guess the symmetry of the microphase separated structures and the
distribution of the nanoparticles within the thin films. The theo-
retical results of two different specific copolymer systems should be
compared with experimental findings. Firstly, a system containing a
fixed bottom PNiPAAM layer including an dense layer of hydrophized
Fe3zO4 nanoparticles and an additional top layer with different poly-
mers (containing either PMMA, P2VP or PS) was investigated as a
example for polymer blend/nanoparticle composite. Secondly, a sys-
tem with a PMMA-PPMA diblock copolymer including Au nanoparti-
cles or FesO4 nanoparticles was investigated as an example for diblock
copolymer /nanoparticle composite.

CPP 43.20 Wed 10:00 Poster A
Periodic plasmonic nanoparticle arrays with controllable in-
terparticle distances and plasmon resonance coupling —
oKIRSTEN VoLk and MatrTHIAS KARG — Physical Chemistry I, Uni-
versity of Bayreuth, Universitatsstr. 30, 95447 Bayreuth, Germany

Surface plasmons (SPs) are light induced collective oscillations of the
electron liquid in respect to the crystal lattice at a metamaterial-
dielectric interface with permittivities of different signs. When em-
ploying nanoparticles with a size smaller than the sink depth, opti-
cal fields can penetrate its entire volume and drive localized surface
plasmon oscillations. The plasmon resonance wavelength of metallic
nanoparticles is highly dependent on the size, shape and the material of
the nanoparticle. Additionally the localized surface plasmon resonance
(LSPR) is sensitive to the dielectric environment and the interparticle
distance in nanoparticle arrays. Varying these two parameters signif-
icant changes of the optical properties of the system due to coupling
can be achieved.

In this contribution we show how to make use of the dielectric en-
vironment and interparticle distance dependence of LSPRs to create
functional materials with tailored optical properties. As particular
building blocks we employed silver nanoparticles, which are coated by
a polymer shell. The particles are then self-assembled into highly or-
dered hexagonally packed monolayers by a floatation approach. The
interparticle distances can be exactly tuned by the dwell-time of the
particles at the liquid-air interface. By placing the monolayers on sub-
strates with high refractive indices the optical properties of the system
can be further enhanced.

CPP 43.21 Wed 10:00 Poster A
Charge Storage in (-FeSi; Nanoparticles — Jens THEs!,
oSEBASTIAN KUPPER!, ROBERT BywaLez?, HARTMUT WIGGERS?,
and AxeL Lorkre! — lFakultdt fiir Physik and CENIDE, Univer-
sitit Duisburg-Essen — 2Institut fiir Verbrennung und Gasdynamik

and CENIDE, Universitdt Duisburg-Essen

The increasing use of mobile electronics creates a steady demand for
new energy storages with very high capacitance. Here we report on
the observation of a surprisingly high specific capacitance of 3-FeSig
nanoparticle layers. The devices work without the need of a fluid phase,
the charge storing material is abundant and cost effective, and the sam-
ple design is easy to fabricate. Lateral, interdigitated capacitor struc-
tures were fabricated on thermally grown silicon dioxide and covered by
FeSis particles by drop or spin casting. The FeSiz-nanoparticles, with
sizes in the range of 10-30 nm, were fabricated by gas phase synthesis in
a hot wall reactor. Compared to the bare electrodes, the nanoparticle-
coated samples exhibit a 3-4 orders of magnitude increased capac-
itance. Time-resolved current voltage measurements show that for
short times (seconds to minutes), the material is capable of storing up
to 1 As/g at voltages around 1V. The devices are robust and exhibit
long term stability under ambient conditions. The specific capacitance
is strongly dependent on the air humidity. It is highest for a relative hu-
midity of 95%, while for a relative humidity below 40% the capacitance

7

is almost indistinguishable from a nanoparticle-free reference sample.
An isotope effect can be observed by using heavy water vapour.

CPP 43.22 Wed 10:00 Poster A
Influence of additives on the structure of CTAB and its role
in gold nanoparticle formation — eTiLo SCHMUTZLER, TORBEN
SCHINDLER, MARTIN ScHMIELE, and ToBias UNRUH — Friedrich-
Alexander-University Erlangen-Nuernberg, Chair for Crystallography
and Structural Physics, Staudtstrasse 3, 91058 Erlangen, Germany.

Au nanoparticles (NPs) have been the subject of widespread research
in the last two decades. Therefore, numerous studies dealing with the
synthesis leading to exact shape and size control were made. Applica-
tions are expected in biological imaging, drug delivery and photother-
apeutics.[1]

The common wet chemical synthesis of anisotropic Au NPs is the
seed-mediated growth synthesis route.[1] Therefore small seed particles
are used to grow nanorods in a solution of CTAB (Cetyltrimethylam-
monium bromide) as structure directing agent.

The behaviour of CTAB in solution and so the influence on the final
Au NP formation can be influenced by additives like alcohols or in-
organic salts. Increasing concentrations of KBr for example lead to a
higher repulsion of the micelles which was investigated by small angle
X-ray and neutron scattering (SAXS, SANS) whereas UV-Vis spec-
troscopy revealed a slower formation kinetic of the Au NPs in KBr
containing CTAB solutions. The characterization of the final Au NPs
via SAXS and transmission electron microscopy (TEM) show system-
atic variations of the particle dimensions.

[1] C.J. Murphy et al., J. Phys. Chem B. 2005, 109, 13857-13870.

CPP 43.23 Wed 10:00 Poster A
Effective Interaction between globular, multivalent target-
inhibitor-systems — eSusaNNE Liese!, JONATHAN VONNEMANNZ,
DANIEL LAUusTER?, SumaTi BaTHIA2, ANDREAS HERRMANN3,
Roranp R. NETZz2, and RaINErR Haac! — 1Freie Universitit Berlin,
Institut fiir theoretische Physik — 2Freie Universitéit Berlin, Institut
fiir Chemie und Biochemie — 3Humboldt Universitit zu Berlin, Insti-

tut fiir Biologie

Multivalency is an important design principle in nature. It is based on
the simultaneous binding of several relatively weak binding partners, in
order to strengthen the over-all interaction[1]. In our project we focus
in on the interaction of globular, multivalent target-inhibitor-systems,
as they are found in virus-inhibition-assays[2]. In these systems the
target/inhibitor is evenly covered with receptor-/ligand-binding sites.
The resulting interaction is influence by the collective binding of mul-
tiple receptor-ligand-pairs as well as by geometric shielding due to the
extended size of target and inhibitor. We use a combination of coarse
grained simulations and analytical methods to study the influence of
the particle size, receptor/ligand-density and geometric shielding on
the effective binding constant. [1] M. Mammen, S. Choi, G. M. White-
sides, Angew. Chem. Int. Ed. 1998, 37, 2754-2794 [2] I .Papp, C.
Sieben, A.L. Sisson, J. Kostka, C. Bottcher, K. Ludwig, A. Herrmann,
R. Haag, ChemBioChem 2011,12,887-895

CPP 43.24 Wed 10:00 Poster A
SPONTANE TRANSFORMATION VON POLYELEKTRO-
LYTSTABILISIERTEN SILBERNANOPRISMEN DURCH
INTERAKTION MIT KSCN — eANDREA KNAUER und J. Mi-
cHAEL KOHLER — Technische Universitdt Ilmenau, Fak. Mat. Nat.,
Inst. f. Chemie und Biotechnologie, Gustav-Kirchhoffstr. 1, 98693 II-
menau

Die Reaktion von kolloidalen Silbernanoprismen mit Rhodanidionen
resultiert in einer spontanen Transformation der flachen, lateral aus-
gedehnten Nanoprismen in kompakte, sphirische Nanopartikel. Diese
Reaktion kann nicht durch ein einfaches Atzen der Dreiecksspitzen
erklart werden, wie es vielfach in der Literatur in Bezug auf die Reak-
tion mit bspw. Halogenidionen beschrieben wird. Unter beschriebenen
Reaktionsbedingungen werden bei der spektralphotometrischen in-situ
Uberwachung isosbestische Punkte beobachtet, die darauf hinweisen,
dass die Formumwandlung von einer Spezies in die andere auf direktem
Weg, ohne Ausbildung von Intermediaten, geschieht. Die beobachteten
Reaktionskinetiken des Umwandlungsprozesses kénnen mithilfe eines
Ansatzes der molekularen Konversion besser beschrieben werden als
durch einen Prozess mit stufenweisem Transport von Material. Die
Interpretation der Befunde hat hohe Signifikanz beziiglich des allge-
meinen Verstédndnisses von formanisotropen Edelmetallnanopartikeln:
Die Silber-Nanodreiecksprismen werden durch ihre spezifischen elek-
tronischen Eigenschaften und der Interaktion mit einem oder wenigen
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Polyelektrolytmolekiilen stabilisiert und erscheinen eher als molekular-
analoges System statt als kleine Festkorper.

CPP 43.25 Wed 10:00 Poster A
Specific detection of molecules with NanoSPR — eSIrIN
CeLiksoy!, RUBEN AH1JADO-GUzMAN!, ANDREAS HENKEL!, JANAK
Prasapl2, CHrisTINA Rosman!, GERMAN Rivas3, and CARSTEN
SONNICHSEN! — nstitute of Physikal Chemistry, University of Mainz,
Germany — 2Graduate School Materials Science in Mainz, University
of Mainz, Germany — 3Centro de Invesitigaciones Biolégicas, Madrid,
Spain
Nanoparticles hold potential to be used in multiplexed, inexpensive,
fast medical diagnostic assays, e.g. for the identification of novel in-
fluenza strains. Common approaches for parallel analyte detection in
small liquid samples link specific receptor molecules to spectrally en-
coded markers, thus limiting the number of targets in a parallel assay
to a few dozen. Micro-spot arrays where targets bind in pre-defined
positions could overcome these limitations. However, current multi-
plexed detection schemes are too complex, slow and/or expensive for
routine use in the point-of-care environment. We show a new approach
to detect multiple analytes simultaneously in a microfluidic flow cell us-
ing randomly deposited gold nanorods. Each nanorod responds with a
spectral shift of its plasmon resonance specifically to one target, acting
effectively as a NanoSPR device. Here, we demonstrate the feasibility
of the concept, its sensitivity in the nanomolar range, sensor reusability
over consecutive cycles, and the potential for up-scaling the concept.
Our technique has the potential to simplify multiplexed detection and
substantially reduce the costs of production, especially if combined

with advanced nanofabrication methods.

CPP 43.26 Wed 10:00 Poster A
Energy transfer characteristics of Mn doped CdS/ZnS quan-
tum dots — Uwe KaIser!, eMikko WILHELM!, JOHANNES RODER?,
NADEEM SABIR!, LORENZ MAXIMILIAN SCHNEIDER!, PABLO DEL
Pino2, CARoOLINA CARRILLO-CARRION!, WoLFaaNG Parak!, and
WoLrraM HeiMBrRODT! — Department of Physics, Philipps Univer-

sity Marburg, Germany — 2CIC Biomagune, San Sebastian, Spain

Core shell CdS/ZnS quantum dots (QDs) doped with manganese in
the ZnS shell are investigated. Photoluminescence spectra show the
successful doping of the ZnS shell by the identification of the typical
Mn luminescence band around 580nm. Time resolved measurements
confirm this additionally by determination of the long lifetime (2ms)
for this spin forbidden transition. By doping the CdS/ZnS QDs we ob-
tain a system with two very distinct luminescence bands around 450nm
from the CdS core and around 580nm from the manganese ions. The
energy transfer between these two luminescence centers is not only de-
termined by the spectral position of both bands but additionally by
the interface between CdS and ZnS within the QD. The results lead
furthermore to the conclusion that the low energetic Mn state can-
not only act as acceptor for the high energetic CdS transition, but
vice versa also as donor. This leads to an enhanced CdS lifetime from
hundreds of ns without Mn to several ms in the case of Mn doping.
Measurements of Mn doped QDs and QDs additionally functionalized
by dye molecules also show a lifetime of the dye in the ms range, due
to energy transfer from the excited Mn.

CPP 44: P9: Crystallization, Nucleation and Self Assembly

Time: Wednesday 10:00-13:00

CPP 44.1 Wed 10:00 Poster A
Experimentelles zum zum Beleg der Kettenfaltung in Lamel-
len bei massivem HDPE — eHEeiNz PrEUSs — 31785 Hameln

Es werden die experimentellen Verfahrensschritte dargestellt, die zum
elektronenmikroskopischen Nachweis der Existenz von Lamellen als re-
lativ selbsténdige Strukturformen in massivem Niederdruckpolyethy-
len (HDPE) gefiihrt und Belege fiir die Realitit des Kettenfaltungsmo-
dells gebracht haben. Dabei handelt es sich um einen Oberflachenabriss
mit einer Metallmatrize aus aufgedampftem Gold mit galvanischer Ver-
stdrkung durch Kupfer und Schriagbedampfung (30 Grad) mit Kohlen-
stoff aus einem Lichtbogen. Ein weiterer Beleg ergibt sich mit der im
TEM direkt beobachteten faktisch iibergangslosen Umwandlung von
Lamellen in Fasern beim Zerreiffen einer diinnen PE-Haut die beim
Kristallisieren aus einer Losung mit Xylol auf heiffem Wasser entstan-
den ist. (H.H.W.Preu®, Dissertation. Leipzig 1963; Plaste und Kau-
tschuk 22. Jg. Heft 12/1975, S. 958 ff.)

CPP 44.2 Wed 10:00 Poster A
Crystallization of nearly hard spheres under shear — eDaAviID
RicHARD and THoMAs SpPEck — Institut fiir Physik, Johannes
Gutenberg-Universitdt Mainz, Staudinger Weg 7, 55099 Mainz, Ger-
many

Rare events are an outstanding challenge in modern computational
science: protein folding, chemical reactions, nucleation during phase
transitions. During the last decades, advanced numerical schemes have
been developed to study the transition between two states A and B.
In liquid and colloidal systems, Umbrella Sampling and Forward Flux
Sampling have been shown to be in good agreement with ’brute force’
Molecular Dynamics simulations for crystallization rates [1][2]. How-
ever, the nucleation process under external forces like electric fields
or flow remains poorly understood. Therefore, rare event sampling
techniques have to be extended for systems driven out of equilibrium.
We present results for crystallization rates in a liquid of nearly hard
spheres under a weak linear shear flow using straightforward Molecular
Dynamics and Forward Flux Sampling.

[1] Crystal nucleation of hard spheres using molecular dynamics,
umbrella sampling, and forward flux sampling: A comparison of simu-
lation techniques. L.Filion, M. Hermes. R. Ni, and M. Dijkstra. The
Journal of Chemical Physics 133 (2010)

[2]Simulation of nucleation in almost hard-spheres colloids: The dis-
crepancy between experiment and simulation persists. L.Filion, R.Ni,
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D.Frenkel, and M.Dijkstra.
(2011).

The Journal of Chemical Physics 134

CPP 44.3 Wed 10:00 Poster A
Direct Observation of Crystallization through Surface Wrin-
kling in Polymer Thin Film — ePrnc Zuanc!, GonzaLo
SaNTOrO!, SARATHLAL K. VavaLiL!, EzzeLpiN METWALLIZ, PETER
MUOLLER-BuscuBaum?, Tiansar He3, and StepuaNn V. Roru! —
IDeutsches Elektronen Synchrotron, Notkestr. 85, 22607 Hamburg,
Germany — 2Technische Universitdt Miinchen, Physik-Department,
LS E13, James-Franck-Str.1, 85747 Garching, Germany — 3State Key
Laboratory of Polymer Physics and Chemistry, Changchun Institute of
Applied Chemistry, Chinese Academy of Sciences, Changchun 130022,
China

Polymer crystallization is a well concerned and yet unclear phase
transition from amorphous coils to well organized nanoscale lamellae.
Among the research areas of interest are fundamental issues relating
to the early stages of polymer crystallization.1,2 Here we explore the
structural transition at the early stages of ordering towards crystal-
lization in diblock copolymer thin films. The structure change at early
stages of crystallization is unraveled from a perspective of cooling in-
duced density change. The diblock copolymer thin film offers a well
confined crystallization case where the density change can be linked
with the lateral molecular diffusion. Moreover, the cooling induced
surface wrinkling promotes the nucleation and crystal growth in poly-
mer. These findings provide us a new perspective to understand the
whole scenario of polymer crystallization. [1] Strobl, G. Eur. Phys. J.
E 3, 165 (2000); [2]Cheng, S. Phase Transitions in Polymers: The Role
of Metastable States; Elsevier Science: Amsterdam, 2008.

CPP 44.4 Wed 10:00 Poster A
Ultra-fast scanning calorimetry of polymers implying cool-
ing up to 10,000,000 K/s — eEVGENY ZHURAVLEV!, SANDER VAN
HERWAARDEN?, VADLAMUDI MaDHAVIS, and CHRISTOPH ScHICK!
IUniversity of Rostock, Rostock, Germany — 2Xensor Integration,
Delft, Netherlands — 3ExxonMobil Research & Engineering Company,
Annandale, NJ, USA

The complexity of polymer crystallization is often demonstrated on
the example of simple polyethylene molecule. But it’s simplicity can
become a disadvantage. The simple molecules can crystallize so fast,
that few to none experimental technique is able to follow it. Espe-
cially in the region of homogeneous nucleation - approaching a glass
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transition temperature from the melt - a point of controversy in poly-
mer science. Bypassing glass transition, avoiding crystallization, for
the purpose of it’s further investigation at any desired temperature
has been challenged by ultra-fast scanning calorimetry since years.
Recent achievements has extended maximum possible cooling rate of
nanogram sample up 10,000,000 K /s. Further reheating of this sample
at 1,000,000 K/s, showing the glass transition, cold crystallization and
melting of quenched polyethylene, is reported.

CPP 44.5 Wed 10:00 Poster A
Neutron and X-ray Scattering Studies on Nanoconfined Lig-
uids and Solids — eTommy HormMaNN', DIRK WALLACHER!, and
Patrick HuBer? — Helmholtz-Zentrum Berlin fiir Materialien und
Energie GmbH, Albert-Einstein-Str. 15, 12489 Berlin, Germany —
2Hamburg University of Technology, Eifendorfer Strafe 42, 21073
Hamburg, Germany

Condensed matter confined on nanometer-sized length scales exhibits
different structural and dynamical properties than its bulk counter-
parts. Surface interactions and pure confinement effects alter the char-
acteristics of matter as the system size is reduced in an intriguing way.
On this poster, we discuss how confinement in tubular, aligned chan-
nels a few nanometer across affects the mesoscopic arrangement of
liquids and the crystal structure and texture of solidified condensates.
We present x-ray as well as neutron scattering studies on pore-confined
deuterium, nitrogen, oxygen and various n-alkanes.

CPP 44.6 Wed 10:00 Poster A
Enhanced phase purity in sexithiophene thin films through
laser illumination — eLinus PiTHaN!, CaTERINA Coccuil2,
HaNNEs ZscHiescHE!, CHRIsTOPHER WEBER!, ANTON Zvkov!, SE-
BASTIAN BoMMEL!'3, PETER SCHAFER!, STEVEN LEAKE?, CLAUDIA
Draxr!2, and Steran Kowarik! — !nstiut fiir Physik, Humboldt
Universitét zu Berlin — 2IRIS Adlershof, HU Berlin — 3DESY, Ham-

burg — 4Swiss Light Source, PSI, present address: ESRF, France

We study the influence of light on the phase coexistence in a-
sexithiophene (6T) thin films. We focus on vacuum deposited films
grown on potassium chloride (KCl) that exhibit a bimodal growth with
two co-existing crystal phases, the low-temperature (LT) and high-
temperature (HT) 6T polymorphs. We find that laser illumination
(532nm, 1.5 W/cm?) during growth suppresses the formation of HT
crystallites, thus the phase purity is enhanced compared to the bimodal
growth without light. To understand the mechanism behind this op-
tical control, we use in situ x-ray diffraction, atomic force microscopy
(AFM), optical absorption measurements, as well as first-principles cal-
culations for the optical absorption spectra of the HT and LT phase.
We deduce that the phase purification is due to optical heating of the
molecular film and lower cohesive energy of the HT phase compared
to the LT phase. This finding demonstrates that light can serve as an
additional control parameter in molecular crystal growth to optimize
the structural quality of molecular thin films.

CPP 44.7 Wed 10:00 Poster A
A soft, bilayer phase in nanoparticle-doped n-CB homo-
logues — ®ALEXANDER LoORENz!, DENaA M. Acra-KoolMANZ,
DeaN R. Evans?, Heinz-S. Kitzerow?, and SATYENDRA KUMAR?
— 1Stranski-Laboratorium, Sek. TC 9, Technische Universitat Berlin,
Str. des 17. Juni 124, 10623 Berlin, Germany — 2Department
of Physics, Kent State University, Kent, Ohio 44242, USA — 3Air
Force Research Laboratory, Materials and Manufacturing Directorate,
Wright-Patterson Air Force Base, Ohio 45433, USA — “Department
of Chemistry, Universitdt Paderborn, Warburger Strafe 100, 33098
Paderborn, Germany

Several homologues of the n-alkyl-cyanobiphenyl series were doped
with BaTiO3 nanoparticles (dispersed in heptane) [1,2]. Synchrotron
x-ray scattering experiments of the doped n-pentyl-cyanobiphenyl and
n-octyl-cyanobiphenyl samples revealed nine orders of a primary Bragg
reflection, respectively [2]. These scattering signals were caused by a
soft, one-dimensional multilayer structure and were not present in the
neat substances. The scattering signals were used to calculate the
electron density profiles inside the multilayers by Fourier analysis; the
multilayers were found to be one-dimensional, multilayered, smectic
nanostructures in each case. In conclusion, doping clearly induced a
novel, self-assembled nanostructure in which the rigid aromatic part,
and not the overall length, of the molecules defined the layer spacing.
A. Lorenz et al. Physical Review E 86, 051704 (2012). A. Lorenz et
al., Physical Review E 88, 062505 (2013).
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CPP 44.8 Wed 10:00 Poster A
Reversible switching between self-assembled nanoribbons
and nanotubes — eAsap JamarLb2, PuiLipPE MEsINI®, and GON-
TER REITERD'? — 1Physikalisches Institut und — 2Freiburger Ma-
terialforschungszentrum, Albert-Ludwigs-Universitdt Freiburg, 79104
Freiburg, Germany — 3Institut Charles Sadron, 23 rue du Loess BP
84047, 67034 Strasbourg Cedex 2, France

Depending on the quality of the solvent, achiral 3,5-bis(5-
hexylcarbamoyl-pentyloxy)-benzoic acid decyl ester (BHPB-10)
molecules were self-assembles into nanotubes of about 10 nanometer in
width and nanoribbons with a diameter of ca. 40 nanometer, both hav-
ing several micrometers in length. In solvents weakly interacting with
BHPB-10 like cyclohexane nanotubes were formed while in solvents
with comparatively strong molecule-solvent interactions like cyclohex-
anone nanoribbons were created. Interestingly, annealing nanoribbons
in the vapor of cyclohexane allowed to switch them to nanotubes.
Moreover, changing the solvent from cyclohexane to cyclohexanone
switched nanotubes back into nanoribbons. Atomic force microscopy
studies indicated that nanoribbons transited through helical twisted
nanosheets into tubular structures. We relate the nanotube forma-
tion to hydrogen-bonds among the BHPB-10 molecules which are not
possible in cyclohexanone.

CPP 44.9 Wed 10:00 Poster A
Breath figure template: an effective fabrication technique for
large area micro-lenses array — @FARID FARAJOLLAHI, OTHMAR
MARTI, and MASOUD AMIRKHANI — Institute of Experimental Physics,
University of Ulm, 89069 Ulm, Germany

Condensation of water on polymeric solution can produce a micro pat-
tern by using of breath figure technique. The hexagonal arrangement
of micro droplets of water does imprint pore structure on the surface
of the polymer after evaporation of all liquid. The pore size and ar-
rangement can be adjusted by changing the concentration of polymer
and solution composition. The microstructure on polymer film is used
as a template for fabricating micro-lens array by molding technique.
Polydimethylsiloxan (PDMS) can be cast on the template to make
a replica version of micro-pattern, which creates convex micro lenses
with hexagonal arrangement. The shape, focal length and the filling
factor of micro-lenses are measured by optical microscope and SEM.
This method provides a fast and simple way to fabrication of hexagonal
micro-lens structure.

CPP 44.10 Wed 10:00 Poster A
Applying breath figure technique for the fabrication of porous
film using various solvents — eMANDEEP SINGH, FARID FARAJOL-
LAHI, OTHMAR MARTI, and MASOUD AMIRKHANI — Institute of Exper-
imental Physics, University of Ulm, 89069 Ulm, Germany

Elsewhere, has been shown that using the breath figure technique and
adding the appropriate amount of alcohol to the solution of poly-
mer/chloroform one can fabricate a well order honeycomb structure
on the surface of polymer film. In this study, we show how different
solvent may effect on the structure and size of pores on the surface. We
employed several organic solvent from different solvent family and with
various evaporation rates while the polymer (polystyrene) and alcohol
(methanol) remain same for all samples. This study enables us to for-
mulate underling important parameter, which governs the formation
of porous structure.

CPP 44.11 Wed 10:00 Poster A
Optical waveguiding and anisotropic behavior of large
single crystal of thiophene-based oligomers — eSAJEDEH
MotaMEN!, YinayiING WaNGg!, JEaAN-PIERRE MarvaL?, THIBAUT
JARROSSON®, FRANGOISE SEREIN-SPIRAU®, LAURENT SiMonNZ, and
GUNTER REITER! — 1Physikalisches Institut, Albert-Ludwigs-
Universitét, 79104 Freiburg, Germany — 2Institut de Sciences des Ma-
teriaux de Mulhouse IS2M, 4 rue des freres Lumiere, 68093 Mulhouse,
France — 3Institut Charles Gerhardt de Montpellier, 8 Rue de 1Ecole
Normale, 34296 Montpellier cedex 05, France

Unique properties of conjugated organic molecules are responsible for
their remarkable potential as active elements in optoelectronic devices
such as field-effect transistors or solar cells. For achieving high perfor-
mance, ordering of these conjugated molecules within the active layer
of these devices has been considered as a promising pathway. Single
crystals with unique molecular orientation represent ideal model sys-
tems for the corresponding systematic studies. Here, we report the
formation of large single crystals of 2,5-dialkoxy-phenylene-thienylene-
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based oligomers (3TBT). Compared to disordered aggregates in spin-
coated thin films, single crystals exhibited a pronounced red shift in
absorption and photoluminescence spectra, indicating an increase of
the conjugation length. As a consequence of high molecular order,
an extremely high dichroic ratio was observed. Without any exter-
nal stimulation, light could travel along the long axis of the crystal
over few hundreds of micrometer. We relate structural properties to
this observed optical waveguiding effect, which may be of relevance in
applications.

CPP 44.12 Wed 10:00 Poster A
Atomistic simulations of oriented attachment of hematite
nanoparticles — eHENNING HORSTERMANN, THOMAS GRUHN, and
Heike EMMERICH — University Bayreuth, Chair of Material and Pro-
cess Simulations, Bayreuth, Germany

Interactions between two hematite nanoparticles with diameters of a
few nanometers are studied via molecular statics and molecular dy-
namics methods. We try to identify favorable crystal faces for ori-
ented attachment by calculating the contact energies of nanoparticles
attached to each other via aligned contact areas of a defined struc-
ture. We present an approach to identify the time scales on which
particles approach each other and their relative orientation changes
towards perfect aligment by combining information about the interac-
tion of the particles with direct observation of the attachment process.
This information can be used to formulate criteria to decide if two par-
ticles with given initial relative position and orientation will combine
or disperse and if the differences in alignment can be eliminated before
attachment and to estimate probabilities and rates for aggregation and

oriented attachment.

CPP 44.13 Wed 10:00 Poster A
Photonic materials from hydrogel-coated gold nanocrystals:
Effect of cross-linker density, temperature and volume frac-
tion — eAsTrID RAUH and MarTHIAS KARG — Physical Chemsitry
I, University of Bayreuth, Germany

The self-assembly of soft polymer colloids allows the preparation of
photonic materials with responsive bandgap behavior. To increase the
refractive index of a polymer material and thus the diffraction, the im-
plementation of inorganic cores can be useful. We synthesized a series
of single gold nanoparticle cores encapsulated in a cross-linked poly-N-
isopropylacrylamide (PNIPAM) shell. To investigate the influence of
the thermoresponsive hydrogel shell morphology on the crystallization
behavior, the shell thickness and cross-linker density were varied. The
cross-linker density influences the softness and the swelling capacity of
the polymer network.

The crystallization behavior was investigated in dependence of vol-
ume fraction and temperature. We found crystalline structures with
diffraction in the visible for a broad range of concentrations. A lower
crosslinking density supported the crystal formation. Increasing the
temperature, the volume fraction of the core-shell particles is low-
ered.[1] Therefore, a melting of the crystals in a certain concentration
range can be achieved. Upon cooling the crystalline structures exceed
the critical volume fraction and form again colloidal crystals. This
indicates the reversibility of the structure formation.

[1] M. Karg, T. Hellweg, P. Mulvaney, Adv. Funct. Mater. 2011,
21, 4668-4676
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CPP 45.1 Wed 10:00 Poster A
Early stage of liquid-liquid phase separation in protein solu-
tions studied by USAXS — eFajuN Zuancg!, STEFANO DA VELAL,
MicHAL BrAun!, MicHAEL SzTucki?, and FRANK SCHREIBER!
Hnstitut fiir Angewandte Physik, Universitat Tiibingen, 72076 Tiibin-
gen — 2ESRF, Grenoble, France

We present new results on the early stage of liquid-liquid phase sep-
aration (LLPS) in protein-salt solutions using the improved USAXS
beamline (ID2, ESRF). We use our model system of bovine serum al-
bumin (BSA) with YCl3 [1,2], which shows LLPS and a lower critical
solution temperature (LCST) phase behavior and can be rationalized
using an ion-activated patchy-colloid model [3]. The USAXS data of
sample solutions after a temperature jump exhibit a peak that grows
in intensity and shifts to lower q values with time. The characteristic
length scale obtained from this scattering peak increases with time as
193 which will be further discussed for different temperature jumps
as well as sample compositions. The method established in this work
can be used to study the arrested spinodal decomposition in protein
and colloid systems covering both the correlation length and the lo-
cal structure. [1] F. Zhang, et al. Phys. Rev. Lett. 101, 148101
(2008) Proteins 78, 3450-3457 (2010). [2] F. Zhang, et al. Soft Matter
8, 1313-1316 (2012) and Faraday Discuss. 159, 313-325 (2012) [3] F.
Roosen-Runge, et al. Sci. Rep. 4, 7016 (2014)

CPP 45.2 Wed 10:00 Poster A
Dynamics of a rigid particle near a deformable interface in a
viscous flow — e ABpaLLAH DaDDI-MoUssa-IDER, AcHIM GUCKEN-
BERGER, and STEPHAN GEKLE — Biofluid Simulation and Modeling,
University of Bayreuth, Germany

Using computer simulations, we study the parallel motion of a rigid
particle moving close to a deformable elastic membrane. We use a com-
pleted double layer boundary integral formulation to solve the Stokes
equation in the limit of low Reynolds numbers. The interface deforma-
bility is treated in the linear response framework where its elastic en-
ergy is locally stored in a shear deformation and dilatation. A bending
resistance has been included in order to account for the strong local
curvatures. By dragging the rigid particle parallel to the elastic in-
terface, we evaluate the drag coefficient for several distances from the
surface. An elasto-hydrodynamic coupling between the flow and the
wall deformation plays an important role for the particle dynamics.
We find that the drag coefficient and the rotation about the axis par-
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allel to the interface are largely dependent on the interface rigidity.
We compare our numerical results for high stiffness values with the
analytically exact solutions in the hard wall limit.

CPP 45.3 Wed 10:00 Poster A
Phase Unwrapping of two-dimensional interferograms -
Preparations for the DCMIX-3 experiment on board the ISS
— oTHomAs TRILLER and WERNER KOHLER — Physikalisches Insti-
tut, Universitdt Bayreuth, 95440 Bayreuth, Germany

The DCMIX project is an international effort to investigate diffusive
transport in ternary fluid systems in the presence of a temperature
gradient. In certain systems these processes are prone to gravitational
instability. Therefore, experiments have been designed in a micro-
gravity environment on board the ISS with SODI (Selectable Opti-
cal Diagnostics Instrument). SODI is a variation of a Mach-Zehnder
interferometer and thus generates two-dimensional interferograms of
a thermodiffusion cell. To analyse these interferograms and extract
transport coefficients (e.g. the Soret coefficients of the diffusing com-
ponents), the image information has to be processed with the Phase
Unwrapping method. Such image processing is necessary, because the
phase information 1 (t) in the images is wrapped into the range (—, 7J:
Y(t) = @(t) + 2wk(t) with k(t) an integer function. The full phase
©(t) has to be reconstructed with proper algorithms. As prepara-
tions for the DCMIX-3 experiment (the system Water/Ethanol/Tri-
ethylene-glycol), several algorithms for Phase Unwrapping have been
implemented and compared.

CPP 45.4 Wed 10:00 Poster A
Density functional theory for the bulk phases of a colloid-
polymer mixture — eMosTaAFA MORTAZAVIFAR and MARTIN OET-
TEL — Institut fiir Angewandte Physik, Uni Tiibingen, Tiibingen, Ger-
many

We propose to treat gas, liquid, and crystal phases of the Asakura-
Oosawa model (AO) for a colloid-polymer mixture within the frame-
work of Fundamental Measure Theory. In AO model the polymers are
an ideal gas, but colloid-colloid and colloid-polymer interactions are
of hard sphere type. A new expression is derived for the excess part
of the free energy. The bulk free energy and liquid-gas transition are

calculated for various values of polymer reservoir packing fraction, ny,
2R,

and colloid-polymer size ratios, ¢ = ; o is the diameter of col-
loid particles and Ry is the gyration radius of polymers. By a self
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consistent full minimization scheme the free energy of the fcc solid
and the solid-liquid phase transition is calculated for different values
of ¢ and ny. In the limit of n; to zero, the problem reduces to the
pure hard sphere case. By increasing the reservoir packing fraction
of polymers, the fluid-solid coexistence region broadens compared to
pure hard spheres.

CPP 45.5 Wed 10:00 Poster A
Contribution to a benchmark test on thermodiffusion in an
organic ternary mixture — eMAaTTHIAS GEBHARDT and WERNER
KoHLER — Physikalisches Institut, Universitdt Bayreuth, D-95440
Bayreuth, Germany

The knowledge of diffusive mass transport in liquid mixtures is im-
portant for several natural and technological processes. Especially in
the presence of a temperature gradient, where the local composition
of a mixture is linked to an inhomogeneous temperature field. In the
last decades binary mixtures were investigated in detail and a signif-
icant data base has been established. Today, experiments are going
one step further and are challenging ternary mixtures. However, first
results of multicomponent experiments performed by different groups
and methods have shown the difficulties and complexity of this scien-
tific subject. Furthermore, gravity can have a destabilizing effect on
many of these diffusion experiments. Therefore, an international com-
munity has decided to establish benchmark values for the diffusion,
thermodiffusion and Soret coefficients of the organic ternary mixture
0.8/0.1/0.1 (mass fraction) of 1,2,3,4-tetrahydronaphthalene, isobutyl-
benzene and n-dodecane in microgravity environment aboard the In-
ternational Space Station (ISS) and on ground. We are presenting our
contribution to this benchmark test by means of a two-color optical
beam deflection technique.

CPP 45.6 Wed 10:00 Poster A
Resolving high-speed colloidal dynamics beyond detector re-
sponse time via two-pulse speckle contrast correlation —
eSoonevounc Ler!, Wonnvyuk Jol?, Hencsus Wi!, CHRISTIAN
Gurt3, JAN VERwoHLT3, and GEunwoo Lee! — !'Korea Research
Institute of Standards and Science, Dagejeon, Republic of Korea —
2Department of Physics, Soongsil University, Seoul, Republic of Korea
— 3Department Physik, Universitit Siegen, Germany

We report an alternate light scattering approach to measure the in-
termediate scattering function and structures of colloidal suspensions
by using two-pulse speckle contrast correlation analysis. By system-
atically controlling time-delays between two laser pulses incident on
the sample, we are able to monitor transient evolution of coherent
diffraction pattern, from which particle dynamics at different length
and time scales are obtained simultaneously. Our result demonstrates
the feasibility of utilizing a megapixel detector to achieve sufficient
data statistics in a short amount of time while enabling microsecond
time-resolution. Ultimately, this method provides means to measure
high-speed dynamics well beyond the time response limit of a large
area two-dimensional (2D) detector.

CPP 45.7 Wed 10:00 Poster A
Increasing the bending modulus of AOT based microemul-
sions by the addition of polymer — eANN-KATHRIN GREFE,
Busorn KutticH, and BERND STUHN — Experimental Condensed
Matter Physics, TU Darmstadt, Germany

Being a highly versatile system, microemulsions are applied in many
different fields from medical science to oil production. In order to make
such implementations accessible, an extensive understanding of the in-
teractions in microemulsions, especially in the presence of additives,
is essential. Microemulsions with added polymers represent a suitable
simplified model system to study these interactions.

This work focuses on the analysis of AOT based w/o microemulsions
in the droplet phase, modified by the water soluble polymer polyethy-
lene glycol (PEG). The polymer is confined to the water core of the
droplets where it is expected to adsorb at the surfactant shell. Due
to the adsorption the bending modulus of the shell changes, which in
turn affects the phase diagram of the microemulsion.

Samples with different amounts of polymer are examined by dielec-
tric spectroscopy to find their percolation and phase separation tem-
peratures. Temperature resolved small angle X-ray scattering allows
the determination of the water droplet sizes. In doing so, a dependence
of the droplet radius on the molar ratio of water and surfactant as well
as on the temperature is found and quantified. Both are significantly
influenced by the presence of polymer. Combining dielectric and scat-
tering experiments the bending modulus of the surfactant shell can be
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deduced and a stiffening of the shell due to the polymer is found.

CPP 45.8 Wed 10:00 Poster A
Clusters formation of patchy particles — eRreINT HIERONIMUS
and ANDREAS HEUER — Westfilische Wilhelms-Universitat Miinster,
Institut fiir physikalische Chemie, Corrensstrasse 30, 48149 Miinster,
Germany

A system of patchy particles can aggregate in different ways to clusters.
The aggregation behaviour is determined by the particle geometry and
the type of patch interaction. In order to estimate the probability of
finding clusters of different sizes we calculated their free energy. This
was done by performing Monte-Carlo simulations in combination with
thermodynamic integration. Our method is independent of the cho-
sen potential and can be used for any particle geometry. As a ver-
ification, we compared the simulation results to analytic results for
a one-dimensional system using the well-known model by Kern and
Frenkel.

CPP 45.9 Wed 10:00 Poster A
The influence of Brownian motion on sheared nanocompo-
sites: New experimental results and a revision of Peclet-time
as a characteristic time scale — eRick DANNERT, ROLAND SANC-
TUARY, and JORG BALLER — University of Luxembourg, Laboratory
for the Physics of Advanced Materials, Grand-Duchy of Luxembourg

Oscillatory shear tests performed on concentrated and semi-diluted
suspensions of spherical silica nanoparticles in Diglycidyl Ether of
Bisphenol A (DGEBA) have revealed a low-frequency relaxation pro-
cess. The latter was interpreted as Brownian stress relaxation resulting
from strain-induced perturbations of the isotropic filler distribution
[1]. To cover a broader concentration range we have extended the
rheological investigation of the low-frequency anomaly to ultra-diluted
DGEBA /silica suspensions. We illustrate that the Brownian relax-
ation process depends in a complex manner on the volume concen-
tration: For very dilute systems, the relaxation frequency increases
with the concentration, whereas for semi-dilute or concentrated sys-
tems, the opposite behaviour can be observed. This non-monotonic
dependency of the relaxation frequency can no longer be modelled by
classical Peclet frequencies. Therefore we show that modified Peclet-
frequencies including a structural, concentration dependent length
scale viz. the mean particle distance lead to an accurate description
of the Brownian relaxation process for all concentrations.

[1] R. Dannert, R. Sanctuary, M. Thomassey, P. Elens, J.K. Kriiger,
J. Baller, Rheologica Acta, 53 (2014) 715-723.

CPP 45.10 Wed 10:00 Poster A
Rheological study of anisometric pigment particle suspen-
sions — eYonNG GENG, ALEXEY EREMIN, and RALF STANNARIUS —
Otto-von-Guericke-Universitat Magdeburg, FNW /IEP /ANP, Postfach
4120, 39016 Magdeburg, Germany

Rheological properties of colloidal suspensions formed by nanometer
size rod-shaped pigment particles dispersed in a non-polar solvent are
studied. Experiments have shown that these suspensions possess un-
usual properties such as liquid crystalline behaviour at high dispersant
concentration, field-induced phase separation at low and intermediate
concentrations, switching in electric fields, and a reversible response
to the adsorbing light affecting current transients in sandwich cells.1,2
By doping with small amounts of ferrofluid these pigment dispersions
can form a basis for magneto-responsive materials. A strong magneto-
optical effect has been confirmed. In our studies, we demonstrate a
strong shear-induced birefringence and shear thinning behaviour in
pure dispersions. We also discuss the effects of magnetic fields on the
rheological properties of the pigment/ferrofluid mixtures. This helped
to get a deeper insight into the properties of these suspensions and
understand the mechanisms of the structural changes under external
field such as electric, magnetic and flow.

1. Eremin, Alexey, et al., Adv. Funct. Materials 21.3 (2011): 556-
564. 2. Greasty, Robert J., et al., Phil. Trans. Roy. Soc. A 371.1988
(2013): 20120257.

CPP 45.11 Wed 10:00 Poster A
Fundamental Measure Theory for Liquid Crystals — eRENE
WITTMANN, MATTHIEU MARECHAL, and Kraus MECKE — Institut
fiir Theoretische Physik, Friedrich-Alexander-Universitat Erlangen-
Niirnberg, Staudtstrafte 7, 91058 Erlangen, Germany

Fluids of hard spherocylinders exhibit a rich phase behavior includ-
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ing isotropic, nematic and smectic-A phases. A density functional
for anisotropic hard bodies can be constructed in terms of tensorial
weighted densities (FMT) which depend on geometry and position of
only one single oriented particle [1]. Within a new geometric method
to derive the exact low-density functional we introduce a mixed mea-
sure of two bodies which can be expanded to the original tensor series.
We compare this Fundamental Mixed Measure Theory (FMMT) to
approximated results and Monte-Carlo simulations.

The isotropic—nematic interfacial tension remarkably improves on
earlier, only qualitatively correct predictions for director dependence
and density profile [2]. For the first time we obtain a phase diagram of
hard spherocylinders, including a stable smectic phase [3], which can
be quantitatively compared to simulations. To verify the consitency
of the different FMT approaches, we study the the phase behavior of
parallel spherocylinders and the elasticity of the nematic phase ana-
lytically.

[1] H. Hansen-Goos and K. Mecke, Phys. Rev. Lett. 102, 018302
(2009).

[2] R. Wittmann and K. Mecke, J. Chem. Phys. 140, 104703 (2014).
[3] R. Wittmann, M. Marechal and K. Mecke, J. Chem. Phys. 141,
064103 (2014).

CPP 45.12 Wed 10:00 Poster A
Defect topolgies in chiral blue phases confined to mesoscopic
channels — SERGEJ SCHLOTTHAUER!, eROBERT SkuTNIKk!, TILL-
MANN STIEGER!, and MARTIN ScHOEN'2 — !Technische Universitét
Berlin, Berlin, Germany — 2North Carolina State University, Raleigh

(NC), USA

Soft matter confined to volumes of nanoscopic extent constitutes an in-
teresting class of systems. In particular a lot of work has already been
invested to study confined liquid crystals. The focus of this study is the
orientational order of liquid-crystals and especially their deformation.
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CPP 46.1 Wed 10:00 Poster A
Enhanced microfluid mixing due to the near-surface trans-
port of superparamagnetic bead rows — eDENNIS HOLZINGER
and ARNO EHRESMANN — Department of Physics and Center for In-
terdisciplinary Nanostructure Science and Technology (CINSaT), Uni-
versity of Kassel, Heinrich-Plett-Str. 40, D-34132 Kassel

An accurate computational fluid dynamic simulation model is pre-
sented for the domain wall movement assisted transport (DOWMAT)
of full superparamagnetic bead rows above a micromagnetic stripe-
patterned exchange bias layer system for enhanced active mixing in
a laminar flow microfluidic device using ComsoL Multiphysics.[1,2]
The simulation model takes into account the effect of device length
scales, the diffusive properties of the diluted species and the applied
movement scheme of the superparamagnetic bead rows. The results
demonstrate that the maximum achievable mixing velocity strongly
depends on the above stated parameters, so that the microfluidic
device parameters can be specifically tailored e.g. for biosensing ap-
plications in lab-on-a-chip (LOC) devices prior to the experimental
implementation.

[1] A. Ehresmann, D. Lengemann, T. Weis, A. Albrecht, J. Langfahl-
Klabes, F. Goellner and D. Engel, Adv. Mater. 23, 5568 (2011)

[2] D. Holzinger, D. Lengemann, F. Goellner, D. Engel and A. Ehres-
mann, Appl. Phys. Lett. 100, 153504 (2012)

CPP 46.2 Wed 10:00 Poster A
Quantifying dynamic wetting of surfactant solutions —
Franziska HENRICH, DoroTA TRUSzZKOWSKA, HANS-JURGEN BuTtT,
and e GUNTER K. AUERNHAMMER — MPI Polymer Research, Mainz,
Germany

Although in recent years there have been efforts to gain better un-
derstanding on the dynamic wetting of surfactant solutions [1,2], the
flow profile near the 3-phase contact line still is not entirely known. In
the hydrodynamic model of the flow profile, the diffusion of surfactant
to the surface plays an important role, since in this model surfactant
molecules flows due to gradient of the surface tension to the new sur-
face near the 3-phase contact line. In this contribution we present

In the case of non-chiral nematic liquid crystals one immediately may
think of the twisted-nematic cell where the nematic director rotates be-
tween the substrates and a quasi-cholesteric helix evolves. The more
recent research focuses on confined chiral phases, e.g. cholesteric or
blue phases. If the introduced substrates are separated by a distance
which is not equal to a multiple of half pitches transitions between
the inherent defects of blue phases may be observed. Two-dimensional
confinement (i.g. circular or rectangular mesochannels) of liquid crys-
tals has been less far studied to date. In the late 1970s and early
1980s theoretical studies focused on the orientational order of nematic
phases in tubular spaces. However, to the best of our knowledge there
is no systematic study of chiral phases confined in two dimensions up
to date. In our study we focus on two-dimensional confinement of
chiral liquid crystals where we observe a host of novel topological de-
fects. Furthermore, the geometry of the chosen channel and its surface
anchoring determines the defect structure.

CPP 45.13 Wed 10:00 Poster A
Self-assembling nanoparticles systems: influence of particles
shape and concentration — eELENA Pyanzina — Ural Federal
University, Lenin av. 51, Ekaterinburg, 620000, Russia

The process of self-assembly is a key to design and control various
systems, and as such it has recently become a subject of interest in
physics, chemistry and biology [M. Nakata et al., Science, 2007]. Self-
assembling building blocks might be of different nature and size might
also form clusters of almost arbitrary topology. In the present study
we focus on one two type of building blocks: superquadrics (namely,
elongated spherocylinders) and discs, that can form different type of
clusters. We present the analytical model for calculation structural
properties and investigate them as functions of particles shape and con-
centration. Our conclusions are supported by an extensive comparison
of the theoretical predictions to the results of computer simulations.

, Micro and Nano Fluidics
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methods to determine the dynamic contact angle, the flow profile and
the surfactant concentration. We discuss the characteristic changes
due to different surfactants and surface structure.

[1]Fell, D. et al. Langmuir (2011): 27(6) 2112-2117

[2] Fell, D. et al. Colloid and Polymer Science (2013), 291(2) 361-366

CPP 46.3 Wed 10:00 Poster A
Relaxation of Surface Perturbations in Thin Liquid Films as
a Probe of Liquid/Substrate Interactions — eMarco RiverTi!,
CuRrISTINE LINNE!, PaurL FowrLer!2, JosHua D. McGraw?,
Tuomas SaALEz3, MicHAEL BENzAQUEN3, ELiE RapuABL3, KARI
DaLNokI-VEREss?3, and OLIvER BAumcHEN! — Max Planck Insti-
tute for Dynamics and Self-Organization (MPIDS), 37077 Gottingen,
Germany — 2Department of Physics & Astronomy, McMaster Uni-
versity, Hamilton, Canada — 3PCT Lab, UMR CNRS 7083 Gulliver,

ESPCI ParisTech, PSL Research University, Paris, France

Perturbations of the free surface of a thin liquid film relax due to cap-
illary forces. Flow is driven by local curvature gradients of the surface
and resisted by the liquid’s viscosity. For an initial non-equilibrium
profile given by a step geometry, capillary leveling is shown to result
in self-similar profiles. We find an excellent agreement between experi-
mental profiles, as obtained from atomic force microscopy data, and nu-
merical calculations. For liquid films supported by rigid substrates and
in the presence of a no-slip boundary condition, this system provides
a precise nano-rheological probe of the capillary velocity. For flows on
small length scales, however, the interactions of liquid molecules with
the substrate at the solid/liquid interface become important. We show
that the capillary levelling is sensitive to the slip boundary condition at
the solid/liquid interface. Thin film models comprising hydrodynamic
slip enable a quantification of the slip length. Aside from friction,
energy can also be dissipated through the elastic deformation of the
substrate, which we will discuss in detail.

CPP 46.4 Wed 10:00 Poster A
Liquid-liquid dewetting eSTEFAN BowmMmER!, NikoLas
BeckeR!, RALF SEEMANN!, SEBASTIAN JacHALSKIZ, DIRK PESCHKAZ2

und BARBARA WAGNER? — ! Universitéit des Saarlandes — 2TU Berlin

The transient morphologies towards equilibrium of liquid droplets de-
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wetting on another liquid as well as the dynamics of dewetting rims
are considered experimentally and theoretically. As liquids short chai-
ned polystyrene and polymethylmethacrylate are used which are glas-
sy at room temperature and which can be considered as Newtonian
liquids well above their glass transition temperatures. The liquid/air
interfaces are imaged in situ by scanning force microscopy whereas
the liquid/liquid interface is imaged after solidifying the sample and
removing the dewetting polystyrene. The transient shapes are mode-
led by lubrication approximation and Stokes model using the relevant
experimental parameters like the ratio of film thicknesses, the visco-
sity rations, the ratio of the surface tensions of the liquid/air and
the liquid/liquid interface, and the contact angles. A remarkably in-
dependence of the transient shapes on the start conditions was found
theoretically for sufficiently 'mature’ droplets which allow for a quan-
titative comparison with experimental droplet morphologies. Carrying
on from this successful comparison, we also investigate the shape and
dynamics of dewetting rim profiles.

CPP 46.5 Wed 10:00 Poster A
Super Liquid-Repellency: Mechanical Robustness vs. Re-
pellency — eMAXIME PAVEN, FRANK SCHELLENBERGER, MICHAEL
KappL, Doris VoLLMER, and HANs-JURGEN BurT — Max Planck
Institute for Polymer Research, Mainz, Germany

So-called super liquid-repellent - or superamphiphobic - layers can-
not only repel water but also many low surface tension liquids like
soap solutions, hexadecane or organic compounds. Superamphiphobic
surfaces have various potential applications ranging from self-cleaning
solar cells to anti-biofouling medical devices. Next to a simple fab-
rication method, the mechanical robustness and durability of these
layers is mandatory. Recently, our group developed a facile surface
preparation technique to fabricate superamphiphobic layers, based on
a fractal-like network of hydrophobized nanometer sized silica spheres.
Considering the surface morphology, a simplified theoretical approach
predicts, that the mechanical robustness and liquid repellency cannot
be increased at the same time. We studied the interplay between me-
chanical robustness and repellency experimentally. By tuning the re-
action parameters, surfaces with varying mechanical and wetting prop-
erties were obtained. The elastic and plastic responses of these layers
were investigated by atomic force microscopy (AFM). Therefore, a col-
loid was attached to a cantilever and force versus distance curves were
recorded and analyzed. The wetting properties were assessed by mea-
suring the receding and tilting angle of hexadecane on these surfaces.
We observed that an improvement of the mechanical robustness was
accompanied with a decrease of the liquid repellency.

CPP 46.6 Wed 10:00 Poster A
Quantification of spontaneous imbibition processes in nano-
porous systems — eCHRISTIAN THOME and HEiko RIEGER — Uni-
versitit des Saarlandes, Saarbriicken, Germany

The study of spontaneous imbibition processes in micro- and nano-
pores is important for various applications like oil recovery, water flow
through soil or drug design. In porous media with elongated pores one
can observe a dynamical broadening of the imbibition front which is
caused by the temporal arrest of some menisci. This effect has also
been shown by microfluidic studies in y-shaped junctions. Here the
arrest time of the meniscus in the bigger channel is proportional to the
feeding channel length. In contrast to microfluidic channels nanofluidic
devices have a high surface-to-volume ratio. As an example we con-
sider a system where a piece of nano-porous vycor glass is in contact
with a water reservoir. Density fluctuations over intermolecular dis-
tances can be important in this system. For this reason we investigate
the flow beavior of the imbition process of water in nano-porous vy-
cor glass with molecular dynamics simulations using a simple Lennard
Jones model fluid. The imbibition speed of the meniscus and the speed
of the fluid layer in direct contact to the wall atoms is estimated as
a function of the wall/fluid-particle-interaction-strength. Futhermore
we consider a nano-pore-junction connecting 3 nano-pores of different
radii. After filling the feeding channel, the liquid penetrates the smaller
of the two outgoing channels and arrests in the bigger one. The arrest
time of the meniscus in the bigger tube is determined as a function of
the feeding channel length for different junction geometries.

CPP 46.7 Wed 10:00 Poster A
What controls the wettability of bidisperse bead pack?
eROBABEH Moosavil, JuLlIE Murison!, THOoMAS HILLER!, MAR-
TIN BRINKMANND2| and MATTHIAS SCHROTER! — 'Max-Planck In-

stitute for Dynamics and Self-Organization, Gottingen, Germany —
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2Universitiit des Saarlands, Saarbriicken, Germany

We report experiments on liquid two-phase flow in bidisperse bead
packs. The bidisperese bead pack consists of small and large beads
which are either oil wetting or water wetting. The aim of this work is
to understand which property of the prepared sample determines its
average wettability and how this is linked to the residual oil satura-
tion. To characterize the different samples we measure the capillary
pressure saturation curves (CPSC) where the sample is alternately in-
vaded by water and oil. In addition to the CPSC experiments we also
carried out x-ray tomography and numerical simulations of two-phase
flow with wetting using multi-particle collision dynamics (MPCD). So
far, the comparison of the different methods indicate that segregation
of beads in the CPSC experiment may have an effect on the determi-
nation of the average wettability of the sample.

CPP 46.8 Wed 10:00 Poster A
Continuum approach to the statics and dynamics of two-
phase systems — oNikiTaA TRETYAKOV!, JasNA ZELKO!, KosTAs
CH. Daouras!, and BurkHarD DUNwEGH23 — 1Max Planck In-
stitute for Polymer Research, Mainz, Germany — 2Institute for Solid
State Research, TU Darmstadt, Germany — 3Dept. of Chemical En-
gineering, Monash University, Australia

The most appropriate theoretical description of, e.g., droplets near
surfaces, and similar systems, is computational modeling based upon
continuum thermodynamics (statics) and hydrodynamics (dynamics).

In the statical case, we present a field-theoretical description [1, 2|
of water-vapor interface in the vicinity of a corrugated substrate at
nanoscale. The virtue of the method consists in the possibility to de-
rive and calculate the free energy of the system [3].

In the dynamical case, we propose a fully consistent formulation of
the lattice Boltzmann method for two-phase fluids (liquid-vapor coex-
istence) [4]. To this end, one employs the Chapman-Enskog expansion
up to the 3rd order and introduces a correction current to fulfill the
continuity equation.

[1] K. M. Hong and J. Noolandi, Macromolecules , 14, 3, 1981.

[2] G. H. Fredrickson, The equilibrium theory of inhomogeneous
polymers, Oxford, 2006.

[3] K. Ch. Daoulas and M. Miiller, Soft Matter, 9, p. 4097, 2013.

[4] J. Zelko and B. Diinweg, Phys. Rev. E (accepted),
arXiv:1402.2920, 2014.

CPP 46.9 Wed 10:00 Poster A
Modelling surface binding and dissociation of biomolecules —
eDANIEL KaPPE!'2, ANDREAS HOTTEN!, and CHRISTIAN SCHRODER?
— 11Center for Spinelectronic Materials and Devices, Physics De-
partment, Bielefeld University, Germany — 22Bielefeld Institute for
Applied Materials Research, University of Applied Sciences Bielefeld,
Germany

We performed computer simulations in order to study the binding ki-
netics of molecules which bind to or dissociate from a finite number
of binding sites placed on a sensor surface. We modelled the process
using a convection-diffusion equation together with a Robin boundary
condition. We compared our results to experimental data obtained
by Ritzefeld et al. [1] who studied the binding of PhoB to a func-
tionalized surface by surface plasmon resonance studies. Furthermore,
we conducted a parameter sweep which allows us to estimate the rate
constants of association and dissociation.

CPP 46.10 Wed 10:00 Poster A
Cell wall sculpting and microflows in plants and insects. —
eDEsisLava Toporoval and ELent KaTtirori!»2 — !Max-Planck In-
stitute for Dynamics and Self-Organization, Gottingen, Germany —
2Department of Physics and Astronomy, University of Pennsylvania,
Philadelphia, USA

Remarkably similar types of corrugated architecture have evolved on
the internal surfaces of the organs serving for fluid distribution in vas-
cular plants and insects. We focus on examining the relation between
the geometric properties of the xylem vessels of plants and the tracheal
cells of insects and their functional adaptation for maximizing water
flow and gas delivery and exchange, respectively.

We use computational fluid dynamics techniques to study the low
Reynolds number flows which naturally occur in such systems and dis-
cuss configurations corresponding to optimal functionality.

CPP 46.11 Wed 10:00 Poster A

Spontaneous Formation of Nanopatterns in Velocity-
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Dependent Dip-Coated Organic Films: From Dragonflies to
Stripes — Tomas P. CorraLEs!, MENGJUN BAI1?, VALERIA DEL
Campol, Maria Retamar!, MosHe Drurscu®, HASkELL TauB2,
Kraus Knorr!, ULricH G. VoLkMANN!, and eParrick Hupgr!:4
— 1Fac. de Fisica, Pont. U. Santiago, 7820436 (Chile) — 2Physics and
Astronomy Dep., U. of Missouri, Columbia, Missouri 65211 (USA) —
3Physics Dep., Bar-Tlan U., Ramat-Gan 52900 (Israel) — “Materials
Physics, Hamburg U. of Technology, D-21073 Hamburg (Germany)

We present a study of thin, n-alkane films on the native oxide layer
of a silicon surface, prepared by dip-coating in a n-C32Hge/n-heptane
solution. Electron micrographs reveal two distinct adsorption mor-
phologies depending on the substrate withdrawal speed v. For small
v, dragonfly-shaped molecular islands are observed. For a large v,
stripes parallel to the withdrawal direction are observed. These have a
few hundred micrometer lengths and a few-micrometer lateral separa-
tion. Grazing incidence X-ray diffraction and atomic force microscopy
show that both patterns are monolayers of surface-normal-aligned C32
molecules. With increasing v, the surface coverage first decreases, then
increases for v > ver ~ 0.15 mm/s. The critical v, marks a transi-
tion between the evaporation regime and the entrainment regime. The
stripes’ strong texture and the well defined separation are due to an
2D crystallization in narrow liquid fingers, which result from a hydro-
dynamic instability in the dip-coated films, akin to the tears of wine
phenomenology, see also T. Corrales et al., ACS Nano 8, 9954 (2014).

CPP 46.12 Wed 10:00 Poster A
Generation of ultra-stable flows for microfluidic devices —
e ANNEMARIE LUDECKE! and STEFAN Diez!2 — 1B Cube - Centre for
Molecular Bioengineering, TU Dresden, Arnoldstr. 18, 01307 Dres-
den, Germany — ?Max Planck Institute for Molecular Cell Biology
and Genetics, Pfotenhauerstr. 108, 01307 Dresden, Germany

In the fast growing field of microfluidics, pumps are essential elements.
Notably, the most common pumping system, the volume-driven sy-
ringe pump, has two major limitations: (1) the amount of fluid that
can be displaced is limited to the syringe volume and (2) the steadiness
of the flow is limited by a combination of the step width of the pump
motor and the syringe diameter.

Alternative pumping systems, not facing these limitations, rely on
pressure differences. When driven by gas pressure, usually requiring
external pressure sources like a compressor or a gas bottle, or by os-
motic pressure, these pumps require extensive instrumentalization and
are comparatively expensive.

When driven by gravitational forces, these pumps often lack long-
term steadiness of flow rates. As the fluid moves from the inlet towards
the outlet, the height difference equilibrates and hence the driving force
diminishes. Here, we present a novel, low-instrumentalization and low-
cost method for maintaining an ultra-stable gravitation-driven flow
over extended periods of time.

CPP 46.13 Wed 10:00 Poster A
Switchable imbibition in nanoporous gold — eYanur Xueh?2,
JUERGEN MAaRkMANN!, HuiLiNeé Duan?, JoErG WEISSMUELLER!"3,
and PaTrick HUBER® — llnstitute of Materials Research, Materi-
als Mechanics, Helmholtz-Zentrum Geesthacht, D-21502 Geesthacht,
Germany — 2State Key Laboratory for Turbulence and Complex Sys-
tems, Center for Applied Physics and Technology, Peking University,
Beijing 100871, China — 3Institute of Materials Physics and Technol-
ogy, Hamburg University of Technology, D-21073 Hamburg, Germany

Spontaneous imbibition enables the elegant propelling of nano-flows
because of the dominance of capillarity at small length scales. The
imbibition kinetics are, however, solely determined by the static host
geometry, the capillarity, and the fluidity of the imbibed liquid. This
makes active control particularly challenging. Here we show for aque-
ous electrolyte imbibition in nanoporous gold that the fluid flow can be
reversibly switched on and off through electric potential control of the
solid-liquid interfacial tension, that is, we can accelerate the imbibition
front, stop it, and have it proceed at will. Simultaneous measurements
of the mass flux and the electrical current allow us to document sim-
ple scaling laws for the imbibition kinetics, and to explore the charge
transport in the metallic nanopores. Our findings demonstrate that
the high electric conductivity along with the pathways for fluidic/ionic
transport render nanoporous gold a versatile, accurately controllable
electrocapillary pump and flow sensor for minute amounts of liquids
with exceptionally low operating voltages - see also Y. Xue et al., Na-
ture Comm. 5, 4237 (2014).

CPP 46.14 Wed 10:00 Poster A
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Thermocapillary Convection in Microfluidic Devices
eL.orENZ BuTzHAMMER and WERNER KOHLER — Physikalisches In-
stitut, Universitat Bayreuth, 95440 Bayreuth, Germany

Thermocapillary convection has been investigated experimentally at
a liquid-air interface in a PDMS-based microfluidic device. Fluid dy-
namics in the vicinity of the meniscus, which is located at a T-junction
of the 100-um-wide channels, is observed using an inverted light mi-
croscope. A temperature gradient along the interface is set up through
a focused laser beam (532 nm) and an absorbing dye at a low concen-
tration. This leads to tangential Marangoni stresses and liquid flow
towards regions with lower surface tension. Samples included water,
ethanol, glycerol and binary mixtures of those with polystyrene beads
(d = 100-600 nm) for flow visualization. Data evaluation was done us-
ing Particle Image Velocimetry (PIV) and Ghost Particle Velocimetry
(GPV). Experiments show that the effect is absent in water and water-
glycerol mixtures within the investigated temperature range. However,
in ethanol, asymmetric convection rolls perpendicular to gravity al-
ready arise without an external heat source. The flow strength and
direction can be manipulated by laser heating, leading to fluid mo-
tion towards lower temperatures. In symmetric mixtures containing
ethanol the direction is reversed. Moreover, the onset and strength
of the self-induced convection rolls at these concentrations strongly
depend on repositioning of the meniscus.

CPP 46.15 Wed 10:00 Poster A
Equilibration of liquid morphologies in granulates with var-
ious wettability — eMARC ScHABER!, MARIO SCHEEL®, MARTIN
BriNkMANNZ,| and RALF SEEMANND2 — 1Experimental Physics, Saar-
land University, D-66041 Saarbriicken — 2MPI for Dynamics and Self-
Organization, Am FaRberg 17, D-37073 Gottingen — 3European Syn-
chrotron Radiation Facility, 6 rue Jules Horowitz, F-38000 Grenoble

When adding liquid to dry granulates, the liquid forms a network of
capillary bridges and more complex liquid structures. Depending on
wettability of the granules and geometry of the granular pile differ-
ent liquid structures are formed. By means of ultrafast X-ray micro-
tomography we explore the liquid equilibrium distribution emerging
within granular packs. Monodisperse glass and basalt microspheres of
different diameters are used as granules having small and large contact
angle, respectively. By fluidizing the granulate, the packing geometry
of the granules is changed and the liquid equilibrium structures are
destroyed. We explore time resolved how the liquid is re-distributed
and how the liquid morphologies are re-formed into a new equilibrium
situation. We find a correlation between the bead diameter and the
viscosity of the added liquid to the characteristic equilibration time.
The absence of the equilibrium process for non-wettable beads indi-
cates that the liquid redistribution proceeds via a thin liquid wetting
film on the surface of the beads.

CPP 46.16 Wed 10:00 Poster A
Droplet morphologies upon volume change on structured
substrates — eCARSTEN HERRMANN!, CIRO SEMPREBON?, MAR-
TIN BRINKMANNY2, and RaLF SEEMANN!2 — 1Experimental Physics,
Saarland University, 66041 Saarbriicken — ?Max Planck Institute for
Dynamics and Self-Organization, 37018 Gé&ttingen

We experimentally investigate the general behavior of droplet mor-
phologies sitting on micro-structured substrates upon volume change.
The substrates provide groove geometries with triangular, rectangular
and sinusoidal cross section. The droplet morphologies are character-
ized by their eccentricity, i.e. the ratio of width to length, as function
of the number of wetted grooves. The eccentricity of small droplets
wetting just a few grooves characteristically varies upon an increase
in drop volume and arrives at a constant value for sufficiently large
droplets. The morphological changes depend sensitively on the wetta-
bility, aspect ratio and geometry of the underlying grooved substrate.
The experimental results are compared quantitatively with numerical
results computed by minimizing surface energies.

CPP 46.17 Wed 10:00 Poster A
Application of rapid prototyping techniques to create mi-
crofluidic devices — eFABIAN ScHMID-MICHELS and ANDREAS HUT-
TEN — Center for Spinelectronic Materials and Devices, Physics De-
partment, Bielefeld University, Germany

Microfluidic devices have applications as analytical systems or biomed-
ical devices and are tools to study various (bio-)chemical reactions.
Conventional methods for fabrication are etching glass or silicon, or
soft lithography to create a mold for poly(dimethylsiloxane) (PDMS).
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Soft lithography needs several costly devices and chemicals. By re-
placing this process with 3D-printing methods like fused filament fab-
rication, the creation of the mold requires no more chemicals. By
using bio-compatible materials it is also possible to directly print sim-
ple microfluidic channels for bio-applications. Print resolution below
0.3mm is difficult to achieve and needs careful tuning of the printer.
Several techniques and materials are evaluated to achieve better print
resolution.

CPP 46.18 Wed 10:00 Poster A
Force response of actively deformed polymer microdroplets:
dependence on the solid/liquid boundary condition — eJoNAs
Heppe!2, Josaua D. McGraw?, RoLAND BENNEWITZ!, and KARIN
JacoBs!:2 — 1INM - Leibniz Institute for New Materials, D-66123,
Saarbriicken, Germany — 2Saarland University, Experimental Physics,
D-66041, Saarbriicken, Germany

In fluid dynamics, the solid/liquid boundary condition can play a ma-
jor role in the flow behavior of a liquid. For example, in the dewetting
of identical polymer films on weak slip or strong slip substrates, large
qualitative and quantitative differences are observed. Therefore, when
applying an external load to a liquid resting on such substrates, the
measured reaction forces and the ensuing flow should also depend on
the boundary condition. We present atomic force microscopy measure-
ments in which the reaction force of a cantilever is measured as the tip
pierces liquid polymer micron sized droplets and films. These indenta-
tions are done on substrates with tuned slip. Accessing the size, depth
and rate dependence of the resulting force distance curves, we show an
influence of the slip condition on the dissipated energy and adhesion.

CPP 46.19 Wed 10:00 Poster A
Pickering-emulsion for catalytic reactions — eDMITRIJ STEHL!,
ADpRIAN CaARrL!, KorNELIA GawLiTzAl, REGINE VON KLITZING!, TI-
NA SKALE2, ANja DRrREws2, LENA HonL? und MarTHiAs KRAUMES
— 1Physikalische Chemie, TU Berlin, Strafie des 17. Juni 124, 10623
Berlin — 2Verfahrenstechnik in Life Sci. Eng., FB 2, HTW Berlin, Wil-
helminenhofstr. 75 A, 12459 Berlin — 3Verfahrenstechnik, TU Berlin,
Frauenhoferstr. 33-36, 10587 Berlin

A Pickering-emulsion (PE) was reported by RAMSDEN in 1903 for
the first time. S. U. PICKERING studied this type of solids-stabilized
emulsions systematically. PEs can be used in medicine for drug deli-

very or for catalytic reactions, for example for the hydroformylation
of long chained olefins (1-Dodecene) in a water in oil (w/o-) emulsion.
In this study, the water droplets (water phase) which are surroun-
ded by SiO2-nanoparticles as stabilizer, contain [HRh(CO)(TPPTS)3]|
(TPPTS = 3,3’,3”-Phosphanetriyltris (benzenesulfonic acid) trisodium
salt) as homogeneous catalyst. The solids-stabilized water droplets are
emulsified in 1-Dodecene (o0il phase). After the hydroformylation, the
water droplets with the catalyst can be easily separated from the pro-
duct by membrane filtration and used again for the next reactions.
Preliminary experiments showed that an increase in amount of SiO2-
nanoparticles led to an augmentatio