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Overview of Invited Talks and Sessions
(lecture rooms E 124, EMH 225 and H 0105; Poster A and E)

9:30-10:00

9:30-10:00

EMH 225

E 124

The discovery of X-ray interferences, the role of characteristic ra-
diation therein and potential applications of the LAUE method in
modern engineering. — e¢HANS-JURGEN ULLRICH, SIEGFRIED DABRITZ,
ENRICO LANGER, JURGEN BAUCH, ANDREAS DANILEWSKY, PETER PAU-
FLER

On polytypism in III-V nanowires — eFRIEDHELM BECHSTEDT, AB-
DERREZAK BELABBES, CHRISTIAN PANSE, JURGEN FURTHMULLER, DoO-
MINIK KRIEGNER, JULIAN STANGL

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

SYXD 1.1

SYXD 1.2
SYXD 1.3

SYXD 1.4

SYXD 1.5

Mon

Mon
Mon

Mon

Mon

15:00-15:30

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

16:30-17:00

17:00-17:30

H 0105

H 0105
H 0105

H 0105

H 0105

Disputed discovery: The beginnings of X-ray diffraction in crystals
— oMICHAEL ECKERT

Why are quasicrystals quasiperiodic? — eWALTER STEURER
Coherent Diffraction Imaging with Free-Eletron Lasers — e MASSIMO
ALTARELLI

X-ray free-electron lasers - emerging opportunities for structural
biology — eILME SCHLICHTING

Structure analysis by x-ray diffraction and x-ray imaging: beyond
crystals, beyond averages, and beyond modeling — ¢T1M SALDITT

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

SYRS 1.1
SYRS 1.2

SYRS 1.3

SYRS 1.4

SYRS 1.5

Thu
Thu

Thu

Thu

Thu

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

16:00-16:30

16:30-17:00

17:00-17:30

H 0105
H 0105

H 0105

H 0105

H 0105

Redox-based resistive memories - recent progress — eRAINER WASER
Electric Formation of Metal /SrTiO3; Junctions and its Correlation to
Multi-Dimensional Defects — eDIRK C. MEYER, HARTMUT STOCKER,
JULIANE HANZIG, FLORIAN HANZIG, MATTHIAS ZSCHORNAK, BARBARA
ABENDROTH, SIBYLLE GEMMING

The Connecting between the Properties of Memristive Material Sys-
tems and Application Requirements — ¢ THOMAS MIKOLAJICK, STEFAN
SLESAZECK, HANNES MEHNE

Mechanism of resistive switching in bipolar transition metal oxides
— eMARCELO ROZENBERG

Resistive switching memories: Mechanisms, modeling and scaling —
eDANIELE IELMINI
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E 124

SYXD: 100 years of X-ray diffraction: from the Laue experi-
ment to new frontiers (Joint Symposium KR, BP, CPP, DF,
MA, MM, GP — Organization: Wiehl, Griibel, Ridler)

Joint Session "Multiferroics I - Junctions and Thin Films /
Magnetoelectric Coupling" (MA jointly with DF, DS, KR,
TT), Organization: Manfred Fiebig (ETH Ziirich)

Joint Session "Multiferroics II - Hexagonal Manganites / In-
commensurate Multiferroics”" (MA jointly with DF, DS, KR,
TT)

Joint Session "Multiferroics III - Strain / New Routes towards
Multiferroicity" (MA jointly with DF, DS, KR, TT)

Poster I — including Multiferroics (MA with DF, DS, KR, TT)
100 years since the Laue experiment: Topical aspects of
diffraction and scattering (Joint Session KR, BP, DF, GP, M,
MI, MM; related to SYXD)

Joint Session "Soft X-ray Resonant Scattering for Complex
Structural and Magnetic Investigations" (MA jointly with
KR), Organization: Eberhard Goering (MPI-IS Stuttgart)
Poster — 100 years since the Laue experiment: Topical aspects
of diffraction and scattering (Joint Session KR, BP, DF, GP,
MA, MI, MM; related SYXD)

Poster — Crystallography in Nanoscience

Crystallography in Nanoscience

SYRS: Symposium Resistive Switching (joint symposium DS,
DF, KR, HL — Organizers: Gemming, Dittmann)
Mitgliederversammlung FG Kristallographie

Annual General Meeting of the Crystallography Division

Donnerstag 17:45-18:30 E 124

e Bericht

e Tagungsplanung 2013

e Verschiedenes
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KR 1: SYXD: 100 years of X-ray diffraction: from the Laue experiment to new frontiers (Joint
Symposium KR, BP, CPP, DF, MA, MM, GP — Organization: Wiehl, Griibel, Radler)

Time: Monday 15:00-17:30

Invited Talk KR 1.1 Mon 15:00 H 0105
Disputed discovery: The beginnings of X-ray diffraction in
crystals — eMicHAEL EckgERT — Deutsches Museum, Forschungsin-
stitut, Museumsinsel 1, D-80538 Miinchen

The discovery of X-ray diffraction in crystals was based on miscon-
ceptions about the nature of X-rays. The background of ”"Laue’s
discovery” and its early repercussions are described from the perspec-
tive of contemporary views in 1912. The riddle concerned the origin
of the monochromacy observed in the Laue spots.

Invited Talk KR 1.2 Mon 15:30 H 0105
Why are quasicrystals quasiperiodic? — eWALTER STEURER
— Laboratorium fiir Kristallographie, ETH Ziirich, Wolfgang-Pauli-
Strasse 10, 8093 Ziirich, Schweiz

It took more than two years until Dan Shechtman could publish his
finding of a rapidly solidified Al-Mn phase with sharp Bragg reflections
and icosahedral point group symmetry. His results were not accepted,
initially, since they seemed to contradict fundamental laws of crys-
tallography. A further twenty-seven years had to pass by until his
discovery of quasicrystals was honoured by the Nobel Prize in 2011.
This discovery was fundamental because quasiperiodic order represents
a novel equilibrium state of solid matter fundamentally different from
the common periodic one.

At present, stable quasicrystals have been found in more than fifty
binary and ternary intermetallic systems. They show mostly decago-
nal or icosahedral diffraction symmetry contrary to soft quasicrys-
tals. These are mainly qasiperiodic structures resulting from the self-
assembly of either micelles in a liquid or of terpolymers with dodecago-
nal symmetry. The so far most promising applications of quasiperiodic
structures seem to be in the field of photonic and phononic crystals.

The focus of the talk will be on the driving forces for the formation
and stablization of quasiperiodic structures.

Invited Talk KR 1.3 Mon 16:00 H 0105
Coherent Diffraction Imaging with Free-Eletron Lasers —
eMassiMo ALTARELLI — European XFEL GmbH, 22607 Hamburg

One hundred years after the discovery of x-ray diffraction from crys-
tals, spatially coherent, ultra-brilliant and ultra-short pulses of x-ray
radiation from free electron lasers (FEL’s) open the way to structure
solution without the hurdle of crystallization. Biological objects such
as cells, viruses, possibly down to individual macromolecules and to
atomic resolution, and individual nanostructures in material sciences
are eligible for these novel studies. An overview of the x-ray FEL
sources and their basic physical principles and properties, of the strate-
gies for sample handling and data collection and a glimpse of the nec-
essary algorithms to phase the diffraction patterns are given. Example
of results from the soft x-ray FLASH source in Hamburg and from
the Linac Coherent Light Source in Stanford are illustrated. The per-
spectives and the challenges of the high repetition rate (up to 27 000
pulses/s) of the European XFEL, under construction in the Hamburg
region, are also briefly discussed

Location: H 0105

Invited Talk KR 1.4 Mon 16:30 H 0105
X-ray free-electron lasers - emerging opportunities for struc-
tural biology — eILME ScuLICHTING — Max Planck Institute for
Medical Research, Heidelberg, Germany

X-ray crystallography is a mature yet still advancing method for struc-
ture determination of molecules with any molecular weight. Facilitated
greatly by synchrotron X-ray sources, the method is limited only by the
quality and size of the crystals and by radiation damage. Free-electron
lasers (FELs) provide orders of magnitude brighter and shorter X-ray
pulses than conventional synchrotron sources. It has been proposed
that radiation damage, which limits the high resolution imaging of soft
condensed matter, can be “outrun’ by using ultrafast and extremely
intense X-ray pulses that pass the sample before the onset of significant
radiation damage [1]. Thus, one of the most promising scientific appli-
cations of XFELs is in sub-nanometer resolution imaging of biological
objects, including viruses, macromolecular assemblies, and nanocrys-
tals. The concept of ”diffraction-before-destruction” has been demon-
strated recently at the Linac Coherent Light Source (LCLS) [2], the
first operational hard X-ray FEL, for protein micro- and nanocrystals
[3] and single mimivirus particles [4]. These experiments and recent
developments and progress will be presented.

[1]. Neutze et al., Nature 406, 752-757 (2000). [2]. Emma, Nature
Photonics 4, 641-647 (2010). [3]. Chapman et al., Nature 470, 73-77
(2011). [4]. Seibert et al., Nature 470, 78-81 (2011).

Invited Talk KR 1.5 Mon 17:00 H 0105
Structure analysis by x-ray diffraction and x-ray imaging:
beyond crystals, beyond averages, and beyond modeling —
oTiM SALDITT — Georg-August-Universitdt Gottingen, Institut fiir
Rontgenphysik, Friedrich-Hund-Platz 1, 37077 Gottingen

Classical x-ray diffraction has been based on three constraints: (i) av-
erages over macroscopic accumulation time and sample sizes, which are
many orders of magnitude larger than the structures to be resolved;
(ii) homeogeneous ”well ordered” samples which are - if not crystalline
- characterized by well-defined correlation functions; (iii) data analy-
sis by fitting to modeled diffraction data. However, many condensed
matter problems, in particular in functional materials, soft matter and
biomolecular samples, address non-equilibrium states with competing
length scales, hierachical structures, and intrinsic dynamics. Progress
in x-ray sources and optics has helped to meet these challenges. Con-
ceptually often still close to the Laue experiment, far-field diffraction
data can now be collected in controllable field of vies, with highly
focused beams reaching the 10 nm range. Biomolecular diffraction sig-
nals can be recorded from hierachical structures such as a biological
cells. Perhaps most importantly, fully coherent illumination enables
data inversion without prohibitive model building. How these advances
serve science, will be illustrated by examples in neuro-biophysics. We
present experiments addressing different structural levels and bridging
length scales, from proteins and lipid assemblies up to a complete or-
ganelle such as the synaptic vesicle, from an isolated axon up to an
unsliced nerve, from tissue slice to the sensory organ.

KR 2: Joint Session "Multiferroics | - Junctions and Thin Films / Magnetoelectric Coupling"
(MA jointly with DF, DS, KR, TT), Organization: Manfred Fiebig (ETH Ziirich)

Time: Monday 9:30-12:45

Topical Talk KR 2.1 Mon 9:30 EB 301
Reversible electrical switching of spin polarization in mul-
tiferroic tunnel junctions — eMARIN ALEXE, DANIEL PANTEL,
SitvaNna GOTzE, and DieTrRICH HEsSE — Max Planck Institute of
Microstructure Physics, Weinberg 2, 06120 Halle

Spin polarized transport in ferromagnetic tunnel junctions, character-
ized by tunnel magnetoresistance, has already proven a high applica-
tion potential in the field of spintronics and in magnetic random access
memories (MRAM). Until recently, in such a junction the insulating
barrier played only a passive role keeping apart the ferromagnetic elec-
trodes in order to allow electron tunneling. However, a new dimension

Location: EB 301

was added to these devices by replacing the insulator with a ferroelec-
tric material, which possesses permanent dielectric polarization switch-
able between two stable states. The obtained multiferroic tunnel junc-
tion (MFTJ) is a non-volatile memory device with four states, given
by two possible ferroelectric polarization directions in the barrier and
two different magnetization alignments of the electrodes. Here, we will
show that due to the coupling between magnetization and ferroelec-
tric polarization at the interface between a magnetic electrode and the
ferroelectric barrier of a MFTJ, the spin polarization of the tunneling
electrons can be reversibly and remanently inverted by switching the
ferroelectric polarization of the barrier. Selecting the spin direction
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of the tunneling electrons by short electric pulses in the nanosecond
range rather than by an applied magnetic field is highly relevant for
spintronics, especially for spin-based information technology.

KR 2.2 Mon 10:00 EB 301
First Principles Modelling of Spin Transport in Functional
Oxide Tunnel Junctions — eNuarLa M. CAFFREY, THOMAS
ARCHER, [vAN RUNGGER, and STEFANO SANVITO — School of Physics
and CRANN, Trinity College Dublin, Ireland

Spin-dependent tunnelling between ferromagnetic electrodes separated
by insulating oxide barriers has long attracted scientific and commer-
cial interest. In the last decade it became evident that the insulating
layer was more than just a simple barrier through which electrons
tunnel. It is wave-function symmetry selective, making the tunnelling
process sensitive to its electronic structure. The understanding of such
a concept suggests that one can engineer the transport properties of
a tunnel junction by carefully selecting the insulating barrier and the
metallic electrodes. Ferroelectric materials are of particular interest as
barriers due to additional functionality offered by the electric polari-
sation.

We investigate, from first-principles, the properties of a multifunc-
tional tunnel junction combining two materials with different ferroic
states (ferromagnetic and ferroelectric). We demonstrate massive tun-
nelling magnetoresistance (TMR) in a SrRuO3 / BaTiO3 / SrRuO3
junction. We also consider the implications of introducing structural
asymmetry into this junction by using a thin layer of dielectric ma-
terial at one interface. In such a junction we demonstrate a sizable
tunnelling electroresistance (TER) that increases with the thickness of
the dielectric layer.

KR 2.3 Mon 10:15 EB 301
FeO at Iron/Oxide interfaces — eANDREA NERONI, DANIEL
WORTMANN, ERSOY SAsIOGLU, STEFAN BLUGEL, and MARJANA
LEeza1é — Peter Griinberg Institut and Institute for Advanced Simu-
lation, Forschungszentrum Jilich and JARA, 52425 Jilich, Germany

We present density-functional theory (DFT) based first-principles cal-
culations of tunneling and magnetoconductance properties of nanofer-
ronic devices consisting of oxide barriers between iron contacts. Several
experimental works have indicated the presence of an iron-oxide layer
at the contacts of this barrier, that can significantly alter the tunnel-
ing properties of the junction. The effect of this layer is still unclear.
From the theoretical point of view, one unexplored point are the elec-
tron correlations in the single FeO layer at the interface. We account
for these correlations with a Hubbard U parameter determined by the
constrained random phase approximation (cRPA) [1] and calculate the
change of the tunneling magnetoresistance ratio under this condition,
using the full-potential linearized augmented plane wave (FLAPW)
method FLEUR [2]. The electronic transport properties of nanoferronic
junctions have been investigated using an embedded Green-function
approach [3].

Work is supported by Helmholtz Young Investigators Group Program
VH-NG-409 .

[1] E. Sasioglu, C. Friedrich, and S. Bliigel, PRB 83, 121101(R) (2011)
[2] www.flapw.de

[3] D. Wortmann, H. Ishida, and S. Bliigel. PRB 66, 075113 (2002)

KR 2.4 Mon 10:30 EB 301
Thermally stimulated currents in BiFeO3 — e AkAsH BHATNA-
GAR, AvyaN Roy CHAUDHURI, DiETRICH HESsE, and MARIN ALEXE
— Max Planck Institute of Microstructure Physics, Weinberg 2,
Halle(Saale), Germany

Bismuth ferrite(BiFeO3)-BFO is a well known multiferroic material,
with high ferroelectric Curie temperature (1103 K) and a saturated fer-
roelectric hysteresis with a remnant polarization of 100 C/cm?. How-
ever, it has been found that pure BFO usually exhibits a high leakage
current that could limit wide applications of this material. The ther-
mally stimulated current (T'SC) technique was used to get insights
into the electronic origin of the leakage, which includes the study of
energy levels that might be present in the band gap. These levels can
act as trapping centers for charge carriers, thus affecting conductivity.
Three systems of BFO, namely, single crystals, thin films and ceramics
were studied. Measurements for ceramics and single crystals were per-
formed in capacitor mode, whereas for thin films in-plane electrodes
were made using a normal lift-off process. The effect of orientation
of the electrodes with respect to domain patterns in thin films, have
been investigated. Consequently, trap activation energies and density
calculations were performed to fully characterize different levels. Pho-

toconductive and photovoltaic properties were also investigated which
corroborate the TSC data.

KR 2.5 Mon 10:45 EB 301
Preparation and characterization of multiferroic thin films
grown with an Oxid-MBE — ePauL ZAKALEK, MARKUS WASCHK,
ALEXANDER WEBER, and THoMAs BrUcKEL — Jiilich Centre for Neu-
tron Science JCNS und Peter Griinberg Institut PGI, Forschungszen-
trum Jilich GmbH, D-52425 Jilich, Germany

An oxygen-assisted Molecular Beam Epitaxy (MBE) gives the pos-
sibility to engine artificial materials on a nanoscale with promising
effects. With our machine it is possible to grow complex materials like
LazSr1—3MnO3 (LSMO) or Lag Bi1—oMnOsz (LBMO) with remark-
ably good crystalline quality.

The materials show a variety of interesting effects. For example the
La concentration affects the magnetic and electric properties of this
systems. The LSMO and LBMO layers can either be antiferromag-
netic, ferromagnetic or multiferroic, depending of the La concentra-
tion.

Different LSMO/LBMO systems were grown with oxygen-assisted
MBE on a SrTiO3 (STO) substrate with different La concentrations.
We will present the preparation process and the structural in-house
characterization of this systems. First results show good structural
quality, like surface roughnesses of not more then one unit cell. Ad-
ditionally magnetic and electric measurements of the samples will be
shown.

15 min. break

KR 2.6 Mon 11:15 EB 301
Guest molecules in ABX3 metal-organic frameworks: mul-

tiferroicity and magnetoelectricity — e ALESSANDRO STROPPA!,

PrasHANT JaIN?, Paoro Barone!, MarTiIN MarsMan®, Juan
MANUEL PEREzZ-MaT0%, ANTHONY K. CHEETHAM®, HAROLD W.
KroTo?, and Sivia Picozzi! — 1CNR-SPIN, L’Aquila, Italy —
2Department of Chemistry and Biochemistry, Florida State Univer-
sity Tallahassee, FL 32306 (USA) — 3University of Vienna, Faculty
of Physics and Center for Computational Materials Science (Austria)
— “Departamento de Fisica de la Materia Condensada Facultad de
Ciencia y Tecnologia, UPV/EHU, Bilbao (Spain) — ®Department of
Materials Science and Metallurgy University of Cambridge (UK)

Metal-organic frameworks (MOFs) are increasingly regarded as promis-
ing materials. MOFs with perovskite architecture have recently
branched out into the field of multiferroics, materials which have both
magnetic and ferroelectric orders. Here, we focus on a MOF compound
and theoretically show that it is ferroelectric and this ferroelectricity
is the cause of a weak ferromagnetic coupling. In inorganic perovskite-
like compounds, octahedral tilting and Jahn-Teller distortions are usu-
ally non-polar modes. In this MOF, however, their cooperative link
to A-groups via hydrogen bondings finally breaks inversion symmetry,
and induces a ferroelectric polarization. We show that the switching
of polarization direction implies the reversal of the weak ferromagnetic
component, therefore allowing the long-sought electrical control of the
magnetization.

KR 2.7 Mon 11:30 EB 301
magnetoelectric effects in the cubic ferrimagnet Cuz;OSeO3
— eMaria ELent BeLesib2, MoHAMED ABID!, HELMUTH BERGER!,
and JEAN-PHILIPPE ANSERMET! — lInstitute of Condensed Matter
Physics, EPFL, Station 3, CH-1015 Lausanne, Switzerland — 2Leibniz
Institute for Solid State and Materials Research, Dresden, Helmholtzs-

trasse 20, 01069 Dresden, Germany

We present magnetic and dielectric measurements in single crystals of
the cubic magnetoelectric compound CuzOSeO3. The magnetic mea-
surements show a transition to a ferrimagnetic state at 60 K. This
state shows a finite magnetocapacitance which is temperature depen-
dent and varies significantly upon changing the direction of the mag-
netic field with respect to the crystallographic axes. The magneto-
capacitance is also shown to vary with the relative orientation of the
magnetic and electric fields. In addition, we found that the magneti-
cally ordered state shows a magnetic field induced electric polarization,
whose temperature dependence and anisotropic properties will be dis-
cussed.

KR 2.8 Mon 11:45 EB 301

Microscopic Mechanisms for Magnetoelectric Effect in
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LiMPO4 (M=Mn,Fe,Co,Ni) — eANDREA ScaArRamuccl, ERric
BousqQueT, and NicoLa SpALDIN — Materials Theory, Department
of Materials, ETH Zurich, Zurich, Switzerland

We theoretically investigate the microscopic mechanisms leading to the
linear magnetoelectric effect in the LiMPOy4 series. This is of partic-
ular interest since some of its constituents possess toroidal moments
and shows large magnetoelectric effect.

By using symmetry analysis we obtain the microscopic couplings be-
tween spins and electric polarization responsible for each component
of the magnetoelectric tensor. Furthermore, we identify couplings with
exchange-strictive and relativistic origin. By using ab initio calcula-
tion and by enforcing numerous non collinear spin configurations we
extract the strength of these couplings together with the exchange cou-
pling constants. We use mean field approximation and Monte Carlo
simulation to calculate the temperature evolution of magnetoelectric
tensor. Our calculations explain the features of the temperature de-
pendence found in experiments.

KR 2.9 Mon 12:00 EB 301
Manipulation of the antiferromagnetic structure in
LiNi;_,)Fe,PO4 (x = 0.03, 0.2) by iron substitution —
eANNE ZIMMERMANN! and ManrreD Fiesicl? — 1HISKP, Uni-
versity of Bonn, Germany — 2Materials Department, ETH Zurich,
Switzerland

The LiMPOy4 system (M = Fe, Ni, Co, Mn) includes crystallograph-
ically isostructural compounds with antiferromagnetic (AFM) order
differing in the spin direction only. Thus, the system offers the oppor-
tunity to study fundamental mechanisms of AFM 180° domain forma-
tion in a range of similar but not identical compounds.

In order to investigate the interplay between the different types of
spin order LiNi(;_,)Fe;PO4 samples with different mixing ratios of
nickel and iron were studied using optical second harmonic generation
(SHG). SHG coupling linearly to the AFM order parameter was iden-
tified in spectroscopy measurements and used for domain imaging. A
small iron substitution of z = 0.03 yields no change in the domain pat-
tern as well as in the magnetic structure in contrast to pure LiNiPOy4.
However, for an iron substitution of x = 0.2 the spin structure changes
significantly: the spin direction lies in the yz-plane and thus between
the two spin directions for LiNiPO4 and LiFePOy4. The change in
magnetic structure is revealed in a different domain pattern as well.
Furthermore the order parameter exhibits an unsual, photosensitive
temperature dependence which is discussed in detail.

- Work supported by the SFB 608 of the DFG.

KR 2.10 Mon 12:15 EB 301

Multiferroicity and magnetoelectricity in a doped topological

ferroelectric — MARCO SCARROzZA, MARIA BARBARA MACCIONI,
GiorciA M. Lorez, ALessio FiLipPETTI, and e VINCENZO FIOREN-
TINT — Dept of Physics, U of Cagliari and CNR-IOM, Cagliari, Italy

LagTiaO7 is a “topological” ferroelectric where dipoles are produced by
antiferrodistortive rotations failing to compensate due to the layered
structure. To turn on multiferroicity, we investigated magnetic doping
from first-principles within density-functional theory. The isovalent
substitution of Mn for Ti produces antiferromagnetism at all dopings
as expected due to superexchange between Mn d3 ions. In the fully-
substituted compound LapMnpO7, many ordering patterns compete,
the lowest being a variant of G-type antiferromagnetism. The same
system is also magnetoelectric, because the rotations are involved in
both magnetic and ferroelectric order: as a coercive field undoes the
rotations and depolarizes ferroelectricity, magnetic coupling doubles in
intensity. However, the ferromagnetic phase of LagMnsO7 is always
much higher in energy. On the other hand, we find that heterovalent
substitution of Ti with Cr, Sc, and V always yields robust ferromag-
netism. In particular, V orders in rows orthogonal to the P direction,
with a covalency gap of 0.2 eV: LaxTis_;V,O7 is therefore properly
multiferroic. We are currently investigating the magnetoelectric ten-
sors.

KR 2.11 Mon 12:30 EB 301
Ab initio study of the properties of BaTiO3/Co-Pt alloy inter-
face — eKONSTANTIN Z. RUSHCHANSKII, STEFAN BLUGEL, and MAR-
JANA LEZzAI¢ — Peter Griinberg Institut, Forschungszentrum Jiilich
and JARA,52425 Jilich, Germany

Multiferroics are materials which exhibit more that one ferroic order
parameter. They can be made of a single phase, where multiple ferroic
order parameters co-exist simultaneously, or of composites, where dif-
ferent ferroic order parameters are combined in separate phases. Due
to the limited number of known single phase multiferroics, most of
which present multiple ordering only at low temperatures, engineering
of composite junctions based on interfaces of magnetic and ferroelec-
tric compounds are therefore of great scientific interest but are also
promising due to their potential applications.

Cobalt-platinum alloys are known as compounds with a strong po-
tential for applications in magnetic data storage, due to the strong
exchange interactions and strong spin-orbit coupling (and, as a conse-
quence, a large magnetocrystalline anisotropy energy). We present re-
sults of ab initio calculations based on density functional theory (DFT)
of the magneto-electric coupling in cobalt-platinum alloys interfaced
with BaTiOg3 ferroelectric.

We acknowledge the support by Helmholtz Young Investigators
Group Program VH-NG-409.

KR 3: Joint Session "Multiferroics Il - Hexagonal Manganites / Incommensurate Multiferroics"
(MA jointly with DF, DS, KR, TT)

Time: Monday 15:00-18:30

Invited Talk KR 3.1 Mon 15:00 EB 301
Anisotropic conductance of ferroelectric domain walls —
eDENNIS MEIER — Dept. of Physics, University of California, Berke-
ley, USA

Domain walls are natural interfaces that can exhibit structural, phys-
ical, and chemical properties which drastically differ from the sur-
rounding bulk material. This applies to a large variety of phenomena
including chemical/electrical transport, multiferroicity, or supercon-
ductivity. In addition to the fascinating physical properties domain
walls are small in size and their position can be controlled render-
ing them interesting for future device design. In my talk I report on
the exotic nature of trimerization-polarization domain walls in hexag-
onal ErMnOs3. Using piezoforce-response microscopy and conductive
atomic force microscopy we revealed that the domain walls represent
a structural discontinuity being electrically dressed. While the struc-
tural component basically guarantees stability, the electrical dressing
generates interesting and new nanoscale physics that I will discuss.
The ferroelectric domain walls in ErMnO3 for instance exhibit highly
anisotropic electrical properties resulting in directional domain wall
conductance. Remarkably, the local electrical conductance is a contin-
uous function of the domain wall orientation which can be explained
as a combined consequence of electrostatic and band-structure changes

Location: EB 301

at the walls.

KR 3.2 Mon 15:30 EB 301
Structures and energetics of domain walls in polar hexagonal
manganites — eYu Kumacal and NicoLAa SPALDIN — Department
of Materials, ETH Zurich

We use first-principles density functional calculations to study the
domain walls in the multiferroic hexagonal manganites, h-RMnO3
(R=Sc, Y, Dy-Lu). These materials show an improper ferroelectric-
ity induced by structural trimerization, resulting in 2 X 3 = 6 do-
mains (2 for ferroelectricity and 3 for trimerization origin) below the
Curie temperature with an intriguing cloverleaf pattern of domains
[1,2]. Our calculations explain the observation that ferroelectric (FE)
domain walls exist only in combination with antiphase DWs. We find
that interlocked ferroelectric and antiphase domain walls have lower
energies than typical FE domain walls in conventional ferroelectrics,
as well as a much narrower wall width; both factors result from the
layered geometry of the h-RMnOs3 structure.

[1] T. Choi et al., Nature Mater. 9, 253 (2010).

[2] T. Jungk et al., Appl. Phys. Lett. 97, 012904 (2010).

KR 3.3 Mon 15:45 EB 301
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Hexagonal InMnO3s - An Outsider Among The Family Of
Multiferroic Hexagonal Manganites — eMARTIN LiLIENBLUM!,
Yu Kumacar!, Avexer A. Berik?, Naemi Leol, NicoLa A.
SpaLpIN!, and MANFRED Fiesic! — !Department of Materials, ETH
Zurich — 2International Center for Materials Nanoarchitectonics,

NIMS

So far, it was believed that hexagonal (h-) InMnOs3 exhibit the same
type of multiferroic order as the other compounds from the h-RMnOs3
family (R = Sc, Y, Dy - Lu), including, in particular, a unit-cell-tripling
improper ferroelectric order. Here we present experimental evidence
for the absence of ferroelectricity in hexagonal InMnO3 based on three
different techniques: x-ray diffraction (XRD), piezoresponse force mi-
croscopy (PFM) and optical second harmonic generation (SHG). XRD
data are ambiguous because they can be described likewise by the non-
ferroelectric P3c structure and by the ferroelectric P6scm structure
present in the other h-RMnO3 compounds. However, PFM at room
temperature and SHG measurements at low temperature uniquely re-
veal the absence of ferroelectric order in InMnO3. We therefore pro-
pose that InMnOj3 exhibits antiferrodistortive, but non-ferroelectric
order according to the P3¢ symmetry. Density functional calculations
show that the relative energy between the P3c and P63cm structures
is determined by a competition between electrostatic and covalency ef-
fects, with an absence of covalency favoring the ferroelectric structure.
We gratefully acknowledge the support by DFG through SFB 608.

KR 3.4 Mon 16:00 EB 301
Direct observation of multiferroicity in TbMnO3 thinfilms
— eARTUR Gravic!, Jore Voiar!, EnxricO ScuiErLE2, EUGEN
WEescHKEZ, and Tromas BruckeL! — 1Jiilich Centre for Neu-
tron Science JCNS and Peter Griinberg Institut PGI, JARA-FIT,
Forschungszeutrum Jiilich GmbH, Jiilich, Germany — 2Helmholtz-
Zentrum Berlin fiir Materialien und Energie, BESSY II, Albert-

Einsteinstr. 15, Berlin, Germany

Multiferroic rare earth manganites as TbMnO3 have been studied a
lot in the past ten years because of their complex magnetic structure,
which leads to a ferroelectric polarization. So far investigations on
TbMnO3 thin films grown on LaAlO3 or SrTiO3 showed an emergent
ferromagnetism, destroying the multiferroic properties.

We have investigated TbMnOg films grown with sputter deposition
on YAlO3 substrates using soft x-ray resonant magnetic scattering with
linear and circular polarized light. By measuring the circular dichro-
ism originating from the chirality of the magnetic structure we could
directly observe multiferroic domains in the thin films. Although the
transition temperatures found were comparable to bulk, an additional
influence of the Tb magnetic order on the ferroelectricity was observed.

KR 3.5 Mon 16:15 EB 301
Sinusoidal electromagnon in RMnOj3: Indication of anoma-
lous magnetoelectric coupling — eMARKKU STENBERG' and
RoGERIO DE Sousa? — !Theoretical Physics, Saarland University,
66123 Saarbriicken, Germany — 2Department of Physics and Astron-
omy, University of Victoria, Victoria, B.C., VBW 3P6, Canada

The optical spectra in the family of multiferroic manganites RMnO3
is a great puzzle. Current models can not explain the fact that two
strong electromagnons are present in the non-collinear spin cycloidal
phase, with only one electromagnon surviving the transition into the
collinear spin sinusoidal phase. We show that this is a signature of the
presence of anomalous magnetoelectric coupling that breaks rotational
invariance in spin space and generates oscillatory polarization in the
ground state.

KR 3.6 Mon 16:30 EB 301
Neutron scattering studies on chiral multiferroics: mag-
netic structure and excitations — eMax Baum!, THoMAS
FINGER!, JEANNIS LEIST?, KARIN ScHMALZL?, PAUL STEFFENS®, PE-
TRA BECKER?, LADpIsLav Bouary?, Gorz EckoLb?, and MARKUS
Brapen! — 1II. Physikalisches Institut, Universitit zu Koéln —
?Institut fiir Physikalische Chemie, Georg-August-Universitit Got-
tingen — 3Institut Laue Langevin (ILL), Grenoble — “Institut fiir
Kristallographie, Universitat zu Kéln

Multiferroic materials or compounds with a strong magnetoelectric ef-
fect posses a large application potential in data storage techniques.
Quite recently, systems with a peculiar spiral magnetic order were
shown to directly induce a spontaneous electric polarisation and to
exhibit giant magnetoelectric effect. Neutron scattering with spheri-
cal polarisation analysis gives access to the chiral component of the

magnetic structure which is directly linked to the electric polarisation.
Therefore, it is possible to control the chiral components by an external
electric field. We present neutron scattering experiments on IN14 and
IN20 using spherical polarisation analysis documenting the poling of
the elastic magnetic chiral terms for MnWO4, TbMnO3 and Ni3V208
by cooling in an electric field. In addition, it is possible to switch the
chiral components by varying the electric field at constant tempera-
ture; thereby measuring multiferroic hysteresis curves. For MnWO4,
this experiment was performed with time resolution detecting the typ-
ical relaxation times. Tor TbMnO3 we discuss a newly discovered
excitation which exhibits a chirality opposite to the static one.

KR 3.7 Mon 16:45 EB 301
Theoretical study of Magnetoelectric effects in Multiferroic
RMn205 — eSara GOLROKH BaHnoosn!, JuLiA WESSELINOWAZ,
and STEFFEN TRiMPER? — !Max Planck Institute of Microstructure
Physics, 06099 Halle, Germany — 2Department of Physics, University
of Sofia, 1164 Sofia, Bulgaria — 3Institute of Physics, Martin-Luther-

University, 06120 Halle, Germany

The magnetoelectric behavior of the rare-earth RMn205 perovskites is
studied theoretically using a quantum model. Whereas the magnetic
subsystem is described by nearest-neighbor ferromagnetic coupling and
next nearest neighbor antiferromagnetic order, the ferroelectric subsys-
tem is characterized by an Ising model in a transverse field.

Due to frustration, the magnetic system offers spiral structures. The
coupling between both systems is a symmetry-allowed linear coupling.

Using Green*s functions we find analytically the temperature and
wave vector dependent elementary excitation of the Magnetoelectric
system, the polarization and the magnetization for different magneto-
electric coupling strengths.

Lowering the temperature, the system undergoes a magnetic tran-
sition at TN and a further reduction of the temperature leads to a
ferroelectric transition at TC < TN. The magnetoelectric coupling is
manifested as a kink in both the magnetization and the elementary
excitation at TC. The polarization is enhanced under the presence of
a finite external magnetic field. In the same manner the magnetization
is slightly changed by an applied electric field near to TC.

15 min. break

KR 3.8 Mon 17:15 EB 301
Origin of spin canting in multiferroic perovskites — eCaARrLO
WEINGART, ERIc BOUsQUET, and NicoLa SpALDIN — Materials De-
partment, ETH Zurich, Switzerland

In magnetic perovskites with oxygen octahedral distortions, it is usu-
ally admitted that the Dzyaloshinsky-Moriya interaction (DM) is re-
sponsible for the spin canting. This statement is however partially
true since the single-ion anisotropy (SIA) can also allow for similar
spin canting. By decomposing the different magnetic interactions (ex-
change, DM and SIA) from first-principles calculations, we show that
depending on the magnetic cation, the DM and the SIA can be of
similar amplitude. This allow us to reconsider the origin of the weak
ferromagnetism in multiferroics.

KR 3.9 Mon 17:30 EB 301
A further step of understanding the complex magnetic
order in magnetoelectric Co3TeOg — oVERA CaRroLUS!,
THOMAS LOTTERMOSER?, MATTHIAS HUDL3, PIERRE TOLEDANO?,
and MANFRED FieBic? — 'HISKP, University of Bonn, Germany —
2Department of materials, ETH Zurich, Switzerland — 3Department
of Engineering Sciences, Uppsala University, Box 534, SE-751 21 Upp-
sala, Sweden — 4Laboratory of Physics of Complex Systems, Univer-
sity of Picardie, 33 rue Saint-Leu, 80000 Amiens, France

Like most of the known magnetoelectric multiferroics, Co3TeOg ex-
hibits a complex spin structure with a series of consecutive phase
transitions. Contrary to common compounds, Co3TeOg possesses
two independent commensurate k-vectors in the multiferroic low-
temperature phase. In addition, magnetic-field dependent measure-
ments of the ferroelectric polarization show a strongly anisotropic be-
haviour.

Here we show our results using spatially resolved optical second har-
monic generation (SHG) under external magnetic and electric fields
in the multiferroic low-temperature phase. However, the SHG gives
only access to the magnetic subsystem. Like the ferroelectric polar-
ization, the magnetic structure shows strongly anisotropic behaviour.
In crossed magnetic and electric fields we were able to reach a single-
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domain state, while a magnetic field solely always leads to distinctively
different multi-domain states. Most remarkably, for a certain direc-
tion of magnetic field, we were able to invert the multi-domain state.
Furthermore, this behaviour indicates the existence of a pronounced
memory effect.

KR 3.10 Mon 17:45 EB 301
The multiferroic, geometric frustrated CuCrO2 compound:
a case of the p — d hybridization spin-charge coupling? —
eMarTHIAS FRONTZEK, GEORG EHLERS, and ANDREY PODLESNYAK
— Neutron Scattering Science Division, Oak Ridge National Labora-
tory, Oak Ridge, TN 37831, USA

Multiferroic materials have become of interest for their unusual low-
temperature properties in general, and in particular for the observa-
tion that one can affect their magnetic structure through an electric
field and their electric polarization through a magnetic field. The de-
lafossite CuCrQOz, which crystallizes in the rhombohedral R3m space
group, is a multiferroic compound with an apparent strong coupling of
spin and charge. In contrast to other multiferroic compounds CuCrOa
shows a spontaneous electric polarization upon antiferromagnetic or-
dering without an accompanying structural phase transition, although
a slight in-plane lattice distortion has been measured.

In our contribution, we present a detailed study on CuCrOg single
crystals using neutron diffraction and spectroscopy as well as pulsed
magnetic field measurements up to 60 T of the electric polarization.
Based on our study we will show a revised magnetic structure model
and present a model Hamiltonian including in-plane next-next near-
est neighbor and inter-layer exchange interaction. We will stress the
importance of the latter for the multiferroic properties and will show
evidence based on the high field polarization measurements that the
proposed p — d hybridization spin-charge coupling mechanism needs to
be modified.

KR 3.11 Mon 18:00 EB 301
Theory of High-Temperature Multiferroicity in CuO —
oeNaizM1 LEol2, PIERRE ToLEDANO?, DMITRY D. KHALYAVIN?, and
ManrFreD FieBiel2 — 1ETH Zurich, Switzerland — 2HISKP, Uni-
versitit Bonn, Germany — 3University of Picardie, France — *ISIS,
United Kingdom

Spin-spiral multiferroics offer strong magnetoelectric coupling, al-
though most of them have low transition temperatures which make
them undesirable for technical applications. Cupric oxide is a remark-
able exception with its high Curie temperature of 230 K. Understand-
ing the interactions leading to such a high-T magnetically induced
ferroelectricity is very desirable for future room-temperature magne-
toelectric multiferroics devices.

Here we present a Landau theory analysis of the multiferroic proper-
ties of CuO [1]. Using a multi-dimensional order parameter expansion
of the free energy we examine the sequence of phase transitions: The
unusual direct transition to the multiferroic phase is induced by the
simultaneous onset of two order parameters, enabled by the strong Cu-
O superexchange. Expressing the order parameter in terms of spins
we determine theoretically the magnetic structure in the spin-spiral
phases. Furthermore we identify the microscopic interactions respon-
sible for the magnetically induced spontaneous polarization.

The work in Bonn was supported by the DFG through the SFB 608.

[1] P. Toledano, N. Leo, D.D. Khalyavin, L.C. Chapon, T. Hoffmann,
D. Meier, and M. Fiebig, Phys. Rev. Lett. 106, 257601 (2011).

KR 3.12 Mon 18:15 EB 301
Resonant Elastic X-ray Scattering Studies of Multiferroic
NdFe3(BO3)s — eSVEN ParrzscH!, JOrRGE ENRIQUE HAMANN-
Borrero!, CLaupio MazzoLi?, A. VasiLIEv3, L. BEZMATERNIKH?,
BernD BticNeR!, and JocHEN GEck! — IFW, Dresden, Germany
— 2ESRF, Grenoble, France — 3Moscow State University, Moscow,
Russia — 4L. V. Kirensky Institute of Physics, Russian Academy of
Sciences, Krasnoyarsk, Russia

Multiferroic NdFez(BOs3)4 exhibits a strong magnetoelectric coupling,
since at 2K the electric polarization raises rapidly to 400 uC/m? upon
increasing the applied magnetic field to 2T [1]. We study this coupling
by resonant x-ray scattering at the Nd L- and Fe K edges as a function
of temperature and applied magnetic field. Employing full polariza-
tion control, the field dependence of the different magnetic phases has
been characterized at the Nd L2 edge. We find that the commensurate
phase at 20K and no magnetic field is different from the commensurate
phase induced by the magnetic field at 2K [2].

[1] A. Zvezdin et al., JMMM, 300, 224 (2006)

[2] J. E. Hamann-Borrero et al., Phys. Rev. B, 82, 094411 (2010)
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KR 4.1 Tue 9:30 EB 301
Substrate influence on the strain in epitaxially grown BiCrOg3
thin films investigated using Raman spectroscopy and X-ray

diffraction — e ANDREAS TALKENBERGER!', CAMELIU HimcinscHI!,

KANNAN VIJAYANANDHINIZ, DaviD Rarasa3, IoNELA VREJOIUZ,

TorsTEN WEIssBAcH!, CHRISTIAN RODER!, and JENs Korrus! —
ITU Bergakademie Freiberg, Institute of Theoretical Physics, D-09596
Freiberg — 2Max Planck Institute of Microstructure Physics, Weinberg
2, D-06120 Halle — 3TU Bergakademie Freiberg, Institute of Materials

Science, D-09596 Freiberg

BiCrOs (BCO) is an interesting candidate for multiferroic applica-
tions. Therefore a deep understanding of the material properties and
the fabrication of high quality epitaxial thin films is necessary. In this
work we investigated epitaxially grown BCO thin films fabricated by
pulsed laser deposition on SrTiO3, LSAT, NdGaOs and DyScO3 by
means of Raman spectroscopy and X-ray diffraction (XRD). The shift
of phonon modes at room temperature indicates different strains in
the BCO films grown on the different substrates. Primarily, the XRD
experiments helped to quantify the elastic lattice strains caused by the
lattice misfit between the substrate and the thin films. The reciprocal
space mapping was employed to follow the relaxation of the lattice
strain through the formation of microstructure defects. This data was
correlated to the observed Raman shifts. Using density functional the-
ory the shifts of the Raman peaks were calculated for different strain
states, and compared to the experimentally observed ones. This work
is supported by the German Research Foundation DFG HI 1534/1-1.

KR 4.2 Tue 9:45 EB 301

Directly probing the effect of strain on magnetic exchange

DS, KR, TT)
Location: EB 301

interactions — eKATHRIN DORrRrRY2, ANDREAS HERKLOTZZ, HANS-
MARTIN CHRISTEN?, and MicHAEL BiecaLski® — 'MLU Halle Wit-
tenberg, Von-Danckelmann-Platz 3, 06120 Halle — 2IFW Dresden,
Postfach 270116, 01171 Dresden — 3CNMS, Oak Ridge National Lab-
oratory, Oak Ridge, TN 37830, USA

Thin films of transition metal oxides of the perovskite type ABO3 (B
= 3d or 4d metal) have revealed abundant examples for strain-driven
changes of magnetic ordering. In spite of strong efforts, the theoreti-
cal treatment of magnetic exchange in complex oxides has remained a
challenge, and experiments continue to show unpredicted large effects
of the epitaxial strains in films. In order to provide meaningful ex-
perimental data on strain dependences, epitaxial thin films should be
grown in various coherent strain states on different substrates without
changing anything but the strain. This is inherently difficult: possible
problems arise from a strain-dependent oxidation level or microstruc-
ture. As a complementary approach, the in-plane strain of epitax-
ial oxide films can be controlled reversibly by 0.1-0.2 percent using
a piezoelectric substrate. I will address reversible-strain studies on
Lag.7Sr0.3MnQOg, Laj_4Srz;CoO3 (x = 0, 0.2, 0.3) und SrRuO3 films,
showing the strain response of the magnetic Curie temperature and the
magnetization and discussing the current understanding of the strain
effects on magnetic ordering.

KR 4.3 Tue 10:00 EB 301
Induced magnetoelectric response in Pnma perovskites —
eERrICc BousQUET and NicoLa SPALDIN — Materials Department,
ETH Zurich, Switzerland

We use symmetry analysis to show that the G, C' and A-type antifer-
romagnetic Pnma perovskites can exhibit magnetoelectric (ME) re-
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sponses when a ferroelectric instability is induced with epitaxial strain.
Using first-principles calculations we compute the values of the allowed
ME response in strained CaMnQOs as a model system. Our results show
that large linear and non-linear ME responses are present and can di-
verge when close to the ferroelectric phase transition. By decomposing
the electronic and ionic contributions, we explore the detailed mecha-
nism of the ME response.

KR 4.4 Tue 10:15 EB 301
Search for strain-induced ferroelectricity in EuO films —
o¢CARSTEN BECHER!, MAsAKAZU MATSUBARA!, ANDREAS SCHMEHLZ,
JocuEN MANNHART?, DARRELL G. ScuLom?, and MaNFrED Fiesia!
— IDepartment of Materials, ETH Ziirich, Switzerland — 2Institut fiir
Physik, Universitit Augsburg, Germany — 3Max Planck Institute for
Solid State Research, Germany — 4Department of Materials Science

and Engineering, Cornell University, USA

Ferromagnetic EuO arouses a lot of interest due to a multitude of
extreme properties, such as an insulator-metal transition, a colossal-
exceptional magnetoresistance effect, and nearly 100 % spin polariza-
tion of the conduction electrons in the ferromagnetic state. In addition,
recent theories predict that EuO becomes ferroelectric under epitaxial
strains > 4.2 %, suggesting a route to novel multiferroics combining
ferromagnetic and ferroelectric order. Here, we use optical second har-
monic generation (SHG) to detect changes of the electric as well as
magnetic order of EuO thin films. In search of a strain-induced spon-
taneous polarization, we vary the sample temperature, apply electric
and magnetic fields in various configurations, and use different photon
energies of the incident laser pulses. So far, we verified that samples
strained below 4 % do not display ferroelectricity. However, a new
sample batch allows us to present results from EuO films with tensile
strains up to 7 %.

KR 4.5 Tue 10:30 EB 301
On the lattice engineering of magnetoelectric couplin —
eMicHAEL FECHNER and NicorLa SpaLDIN — ETH Zurich, Depart-
ment for Material Theory, CH-8093 Zurich, Switzerland

We present results of first-principles calculations of the microscopic
origin of the linear magnetoelectric (ME) effect in CroO3. In gen-
eral such magnetoelectric responses — that is the electric polarization
created by an applied magnetic field — are small. Since they are com-
posed of both electronic- and lattice-mediated contributions, however,
an increase in the response can in principle be achieved by phonon en-
gineering. Here we investigate this possibility by first calculating how
the magnetic interaction parameters are affected by phonon modes of
different symmetry, focussing particularly on those that are active in
the ME coupling. We find that the exchange interactions are most
strongly modified in the non-IR active rotational phonon modes which
do not contribute to the ME response. We then calculate the effect on
the ME response if these phonons are disabled. Based on our results
we suggest new routes for engineering materials with enhanced ME
couplings.

KR 4.6 Tue 10:45 EB 301
First principles study of Mn;O3 under pressure: Competition
between Jahn-Teller distortion and charge disproportionation
— oCARMEN QUIROGA and RossiTza PENTcHEVA — Dept. of Earth
and Environmental Sciences, University of Munich

Contrary to most sesquioxides, which naturally occur in the corundum
structure, Mn2O3 has a complex crystal structure corresponding to an
orthorhombically distorted bixbyite [1]|, associated with the presence
of the Jahn-Teller active Mn37 cation. It has been suggested that the
Jahn-Teller effect is inhibited under pressure, which could induce a
phase transition to the corundum structure [2], from where the gen-
eral transformation sequence of sesquioxides to perovskite and post-
perovskite should follow. So far, however, only the post-perovskite has
been reported experimentally above 27 GPa [3].

Using density functional theory calculations including an on-site
Coulomb repulsion term, we explore the stability of the ambient phase
a-Mns O3 (Pbca) and candidate high-pressure polymorphs: corundum
(R3c), perovskite phases of RhaOgs II (Pbcn) and GdFeOs (Pbnm)
type and post-perovskite (Cmem). In particular we focus on the ef-
fect of pressure on the charge, spin and structural degrees of freedom.
Parallels to the pressure induced phase transitions in MnTiO3 are dis-
cussed.

Funding by DFG SPP1236 (PE883/8-1) is acknowledged.

[1] S. Geller. Acta Crystallogr. B27, 821 (1971).
[2] C.T. Prewitt et al. Inorg. Chem. 8, 1985 (1969).

[3] J. Santillan et al. Geophys. Res. Lett. 33, L15307 (2006).

KR 4.7 Tue 11:00 EB 301
Investigation of Magnetoelectric Coupling in Self As-
sembled Ferromagnetic/Ferroelectric Heterostructures —
oFikrET YiLpiz!, Cuan-Ho Yanc?, Sinan Kazan!, Yoon-HE
JeonGg?2, and BEkIR AkTas! — 1Gebze Institute of Technology, De-
partment of Physics, 41400 Gebze-Kocaeli, Turkey — 2Pohang Uni-
versity of Science and Technology, Department of Physics, Pohang,
790-784 S. Korea

Creating ferromagnetic/ferroelectric heterostructures is a way for de-
veloping multifunctional materials which is called multiferroics. Ex-
change bias may be used to couple a normal ferromagnet to a fer-
roelectric antiferromagnet and thus create a multiferroic system with
nonzero magnetization. In implementing this idea we developed a syn-
thesis method for composite films of MnFe204 embedded in BiFeO3
[1]. The method utilizes the Bi volatility to obtain the composite films
via thermal annealing of multilayer composed of BiFeO3 and BiMnO3.
SEM measurements showed that the cluster size varies depending on
the film thickness. The composite films possess both ferroelectric and
ferromagnetic properties [1]. Magnetoelectric coupling (MEC) was in-
vestigated by Ferromagnetic resonance (FMR) technique. Analysis of
FMR data showed that resonance field can be controlled by GHz range
electric fields.

[1] C.H. Yang, F. Yildiz, S.H. Lee, Y.H. Jeong, U. Chon, T.Y. Koo,
Apply Phys. Lett. 90, 163116 (2007).

KR 4.8 Tue 11:15 EB 301
Strain Determination in Magnetoelectric Composite Systems
by X-ray Diffraction Methods — eCHRisTIAN Kooprs!, MapJip
ABes!, StiepaAN Hrkac!, BRIDGET MURPHY!, OLAF MAGNUSSEN!,
Eric WoLTERMANNZ, HeENRY GREVE?, and EcKHARD QUANDT?
— Mnstitut fiir Experimentelle und Angewandte Physik, Christian-
Albrechts-Universitit zu Kiel, Germany — 2Institut fiir Materialwis-

senschaft, Christian-Albrechts-Universitat zu Kiel, Germany

Understanding the coupling at the interface between magnetostrictive
and piezoelectric components in magnetoelectric composites (ME) is
essential for the optimization of these composites for sensor applica-
tions. A large ME response is only possible if the lattice deforma-
tion induced by an external magnetic field in the magnetostrictive
material can be transferred efficiently to the piezoelectric material.
To study this coupling at the burried interface of ME composites we
measured the lattice deformation in ZnO as the piezoelectric compo-
nent by grazing incidence X-ray diffraction in an external magnetic
field, using the high-resolution and high intensity X-ray beam pro-
vided by the Diamond Light Source (I16) and PETRA III (P08). We
employ samples with thin layers of different magnetostrictive materi-
als, (FegoCo10)78Si12B10 and Terfenol-D, on the (001) surface of high
quality, single crystalline ZnO substrates. From the Bragg peak po-
sitions we determined the interplanar spacings in the ZnO substrates
close to the interface and the corresponding strain as a function of the
applied magnetic field.

15 min. break

KR 4.9 Tue 11:45 EB 301

Relaxor ferroelectricity in pure and doped magnetite —
eEUGEN RuUFF!, FLORIAN ScHRETTLE!, STEPHAN KROHNS!, PETER
LUNKENHEIMER!, VicTor A. M. BraBers?, and Arois LompL! —
IExperimental Physics V, University of Augsburg, 86135 Augsburg,
Germany — 2Department of Physics, Eindhoven University of Tech-

nology, 5600 MB Eindhoven, Netherlands

A possible example for a multiferroic material is the extensively stud-
ied magnetite Fe3O4, which shows charge-order (CO) below the Ver-
wey transition at Ty ~ 120K and is ferrimagnetically ordered below
500 K. As shown in the present contribution, dielectric spectroscopy
reveals a relaxation below Ty, indicating relaxorlike polar order in
Fe3042. We find long-range ferroelectric order to be impeded by the
continuous freezing of polar degrees of freedom and the formation of a
tunneling-dominated glasslike state of electrons at low temperatures.
To reveal the origin of the ferroelectric state, whose dielectric signa-
ture is partly superimposed by a so called Maxwell-Wagner (MW)
relaxation, we have investigated doped samples with Al, Ga, and Mg.
The dielectric spectra of these doped samples (< 2%) provide further
evidence for the relaxor ferroelectric state of Fe3O4 and demonstrate
the influence of the MW relaxation.
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ID. I. Khomskii, J. Magn. Magn. Mater. 306, 1 (2006).
2F. Schrettle et al., Phys. Rev. B 83, 195109 (2011).

KR 4.10 Tue 12:00 EB 301
Full-potential DFT+U study of orbitally ordered sys-
tems: the importance of non-spherical contributions and
double counting — eApam JakoBsson':2, BrpLaB SaANvAaLl,
IveETTa SLIPUKHINAZ, MARJANA LEezaic?, Ersoy SasiocLu?, Gus-
TAV BIHLMAYER?, and STEFAN BLUGEL? — !Department of Physics
and Astronomy, Uppsala University, 75120 Uppsala, Sweden —
2Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jilich and JARA, 52425 Jiilich, Germany

DFT+U has for many years been a standard method to calculate prop-
erties of strongly correlated systems. Initially the method [1] was
implemented in DFT-codes using the atomic sphere approximation
(ASA) but was later also implemented into full potential DFT-codes.
Various flavours of the double counting corrections used in the DFT+U
method further add to the variety of different DF'T+U functionals. The
double counting corrections originally derived in the context of ASA
are now routinely applied in full potential codes. Using the FLEUR
code [2], we have investigated the importance of the non-spherical
potential and the issue of double counting for orbital ordering and
magnetism, i.e. properties that play a crucial role in many multifer-
roic materials. A recent implementation [3] of the constrained-RPA
method was used to obtain parameters for the DFT+U calculations.
This work was supported by the Young Investigators Group Program
of the Helmholtz Association, Germany, contract VH-NG-409.

[1] V. L. Anisimov et al. PRB 44, 943-954 (1991) [2] www.flapw.de [3]
E. Sasioglu et al. PRB 83, 121101(R) (2011).

KR 4.11 Tue 12:15 EB 301
Ab initio calculations of the magnetic properties of ordered
perovskites — eIcorR MAZNICHENKO!, ALBERTO MARMODOROZ,
MARTIN LUDERS®, ZpzisLawa SzoTEKS, WALTER TEMMERMANS,
INngrRID MERTIG!2, and ArTHUR ErnsT? — llnstitut fiir Physik,
Martin-Luther-Universitat Halle-Wittenberg, D-06099 Halle (Saale),
Germany — 2Max-Planck-Institut fiir Mikrostrukturphysik, Weinberg
2, D-06120 Halle (Saale), Germany — 3Daresbury Laboratory, Dares-
bury, Warrington WA4 4AD, Cheshire, United Kingdom

Perovskites are of particular interest in condensed matter physics

due to their remarkable electronic and magnetic properties. Colos-
sal magnetoresistance, ferroelectricity, multiferroicity, superconduc-
tivity, charge ordering, orbital ordering, metal-insulator transition,
Jahn-Teller, and other effects are observed in perovskites. All these
properties are strongly depending on the type of cations. Here we
present a first-principles study of electronic and magnetic properties
of Lag/38r; ;sMnOgz (LSMO), which is a strongly correlated 3d tran-
sition metal oxide with a Curie temperature of 370 K. For varying
La/Sr ratios different types of antiferromagnetism are observed. Us-
ing a self-consistent KKR Green function method, we show how the
electronic and magnetic properties of LSMO depend on the valency
of Mn, ordering of different cations in the lattice, and their relative
orientation to each other. The influence of the Mn-O-Mn angle on
the double-exchange coupling was examined.

KR 4.12 Tue 12:30 EB 301
Crystal growth and scattering investigations of YFe2Oy4_5 —
eTuomas MULLER!, JoosT DE GrooT!, JORG STREMPFER?, and
MaNUiL ANGsT! — 1Peter Griinberg Institut PGI and Jiilich Cen-
tre for Neutron Science JCNS, JARA-FIT, Forschungszentrum Jilich
GmbH, 52425 Jiilich, Germany — 2Deutsches Elektronen-Synchrotron
DESY, D-22607 Hamburg, Germany

LuFeOy4 is attracting attention as proposed multiferroic compound,
but there is much less known about other isostructural rare-earth fer-
rites. We have grown single-crystals of YFexO4_g5 in a CO/CO2-
atmosphere to tune §. Optimized crystals exhibit a magnetic behaviour
identical to highly stoichiometric powder samples, i.e. two hysteretic
phase transitions at 228 K and 180 K upon cooling.

Corresponding to these phases single-crystal x-ray-diffraction shows
3D-charge-ordered states, partially not compatible with the phases ob-
served by electron diffraction [1]. At least one additional transition be-
low 160 K, not present in magnetisation, is found in x-ray-diffraction.
On one sample we found reflections at (%, %,half—integer) at 10K ,
identical to the superstructure reflections of LuFeoO4. Nevertheless
sample differences, due to different §, have to be reviewed.

‘We further searched for anisotropy by resonant x-ray diffraction and
full polarization analysis on superstructure reflections at PETRA III-
P09. As for LuFeaO4 no anisotropy is observed. Although YFe2Oy
has the same structure as LuFesOy4, the phases between 100 K and
230 K are totally different, showing much more complex incommensu-
rate ordering. [1] N. Ikeda et al. Ferroelectrics 272, 309 (2002)
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KR 5.1 Tue 12:15 Poster A
Spin-resolved photoemission spectroscopy of [MnéHCrHI]g""
single-molecule magnets (SMM) deposited on surfaces and
of Mn compounds as reference substances, cross compari-
son with XMCD — eANDREAs HELMSTEDT!, AarRoN GRyzial,
NikLas DosMEIER!, NorRBERT MULLER!, ARMIN BRECHLING!,

Marc SacHiER!, ULricH HreinzmMaNN!, VERONIKA HoErke2, ERICH

KRICKEMEYER?, THORSTEN GLASERZ, MIKHAIL FONIN®, SAMUEL
Bouvron®, PuiLipp LeicaT?, THomas TieTze*, and MANFRED
NEUMANN® — 1Faculty of Physics, Bielefeld University — 2Faculty

of Chemistry, Bielefeld University — 3Department of Physics, Uni-
versity of Konstanz — 4Max-Planck-Institut fiir Intelligente Systeme,
Stuttgart — 5Department of Physics, University of Osnabrueck

The properties of the Mn-based single-molecule magnet
[MngICrHIF’+ deposited on surfaces are studied. This molecule
exhibits a large spin ground state of Sp=21/2 and contains six Mn
centres in two bowl-shaped Mns-triplesalen units linked by a hexa-
cyanochromate. A preparation method for large-scale homogeneous
samples needed for sample scanning to avoid radiation damage will be
presented. The spin polarization of Auger electrons emitted from the
manganese centres in [Mn5Cr!]3+ SMM after excitation with cir-
cularly polarized synchrotron radiation has been measured in the para-
magnetic phase at selected excitation energies in the Mn-L2 3 region.
These results will be compared to XMCD data obtained at approx.
2K and 7T. Spin polarization data from Mn2Osz and Mn(II)acetate
references after excitation at the Mn-Lga 3 edge are presented as well.

KR 5.2 Tue 12:15 Poster A
High-field ESR and magnetization of a Mn(III)-based single

Location: Poster A

chain magnet — oY. KruPskaval, Z. Tomkowicz2, M. Rams2, M.
Baranpa3, S. Foro?, Y. Skourski®, J. WosniTza®, S.K. Navakf,
J. V. Yakami?, W. HaaseS, V. Kartaev!, and B. Bocuner! — 1IFW
Dresden, Dresden, Germany — 2Institute of Physics, Jagiellonian Uni-
versity, Krakow, Poland — 3H. Niewodniczariski Institute of Nuclear
Physics PAN, Krakéw, Poland — “Clemens-Schépf-Institut fiir Or-
ganische Chemie und Biochemie, Technische Universitdt Darmstadt,
Darmstadt, Germany — °Dresden High Magnetic Field Laboratory,
Rossendorf, Germany — SEduard-Zintl Institut fiir Anorganische und
Physikalische Chemie, Technische Universitdt Darmstadt, Darmstadt,
Germany — "Technical Physics and Prototype Engineering Division,
Bhabha Atomic Research Centre, Mumbai, India

We present high-field magnetic study of a Mn(III)-based molecular
chain. The compound shows a ferromagnetic hysteretic behavior of
the magnetization at relatively high temperatures (up to 3K). High-
field /high-frequency ESR measurements were performed at the excita-
tion frequencies between 332 and 528 GHz in magnetic fields up to 15 T.
The frequency dependence of the ESR spectrum yields a g-factor of
1.8 and a negative effective magnetic anisotropy D of around —6.37 K.
In addition, pulsed field (up to 60 T)) magnetization measurements en-
abled determination of the effective spin value corresponding to the
ground state of the chain. In conclusion, our experimental results
indicate the single molecular chain magnet behavior of the studied
compound.

KR 5.3 Tue 12:15 Poster A
EPR study of hyperfine interactions in Cu(II)- bis(oxamato)
complexes — oA. AriaBapi', A. Perr!, M. A. ABpDULMALICZ,
T. RUFFER2, V. KaTaEv!, and B. BucuneEr! — IFW Dresden,
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Dresden, Germany — 2Institute of Chemistry, Chemnitz University
of Technology, Chemnitz, Germany

The hyperfine (HF) coupling of two Cu(II)-bis(oxamato) complexes
containing four nitrogen ligands has been investigated using EPR spec-
troscopy at 10 GHz. The EPR spectra were modeled in order to de-
termine the g-factor and the HF coupling values. First, measurements
were performed on a liquid solution at room temperature to obtain
isotropic g-factor and HF coupling constants for Cu and N. From the
EPR measurements on powder samples we were able to extract the
g-tensor and the Cu HF coupling tensor. In addition, the angular
dependence of the EPR spectra was studied by rotation of a single
crystal in three mutually perpendicular planes. From that the Cu HF
coupling tensor was further refined and the N HF coupling tensor was
determined. The results indicate that the difference between the de-
termined parameters for two complexes is not significant. However,
these parameters are smaller compared to a previous study of Cu(II)-
bis(oxamato) complex containing two nitrogen ligands [1]. The results
of this work should enable the determination of the spin density dis-
tribution between the central metal ion and the ligands in the studied
molecules.

[1] B. Brauer, T. Riiffer, R. Kirmse, J. Griebel, F. Weigend, G. Salvan,
Polyhedron. 26 (2007) 1773.

KR 5.4 Tue 12:15 Poster A
Magnetic properties of a mixed valence Ni(II)-Ni(III)-
complex as probed by the ESR spectroscopy and static
magnetization measurements — eJAENA Park!3, YuLia
KRUPSKAYA!, VLADIsSLAV KaTAEV!, BERND BUCHNER!, FREDERIK
ScHLEIFE?, BErTHOLD KERSTINGZ, and RUDIGER KLINGELER® —
ILeibniz Institute for Solid State and Materials Research IFW Dres-
den, Dresden, Germany — 2Institute of Inorganic Chemistry, Univer-
sity of Leipzig, Leipzig, Germany — 3Kirchhoff Institute for Physics,

University of Heidelberg, Heidelberg, Germany

We investigated magnetic properties of a mixed valence Ni(II)-Ni(III)-
complex by means of high-field electron spin resonance spectroscopy
and static magnetization measurements. The metal core of the com-
plex contains one Ni?T ion (S = 1) and one Ni3* ion (S = 1/2) cou-
pled by three sulphur bridges. The magnetic field dependence of the
magnetization at low temperatures and the temperature dependence
of the static magnetic susceptibility reveal a ferromagnetic coupling
between the Ni-spins. The high-field frequency tunable electron spin
resonance measurements enable determination of the g-factor and mag-
netic anisotropy values for the studied complex. In addition, we com-
pare the magnetic properties of the Ni(II)-N(III)-complex with those
of the similar structure Ni(II)-N(II)-complex having both Ni ions in
the 2+ oxidation state.

KR 5.5 Tue 12:15 Poster A
Electrical characterization of intermetallic FePt nanoparticles
— oULRIcH WIESENHUTTER!, DARIUS PoHL2, BERND RELLINGHAUSZ,
JURGEN FassBENDER', and ArRTurR ErBe! — !'Helmholtz-Zentrum
Dresden Rossendorf, D-01328 — 2Leibniz-Institut fiir Festkérper- und
Werkstoffforschung, D-01069

Magnetic nanoparticles have a large potential for applications such
as medical diagnosis and therapy, (bio-)sensors or magnetic record-
ing. Conventional techniques, e.g., MFM, electron holography or
Lorentz microscopy are only suited to determine magnetical properties
of macroscopic particle ensembles. In order to investigate the electri-
cal and magnetic properties of a single, free-standing FePt nanoparti-
cle two nano-sized Au electrodes that are fabricated by electron beam
lithography, are used.The full characterization of the particle is carried
out by electron microscopy and by recording current-voltage character-
istics. As a result Coulomb-blockade effects have been observed at low
temperatures. The capacitance of the nanoparticles is derived from
the I/V characteristics.

KR 5.6 Tue 12:15 Poster A
Cobalt-Gold Core-Shell Nanoparticles as Probes for Quanti-
tative MFM — eTiNo Unric!, ULr WiEpwALD?, DENNY KOHLER!,
PauL ZieMANN?, and Lukas Ena! — !Institut fiir Angewandte Pho-
tophysik, TU Dresden — 2Institut fiir Festkdrperphysik, Universitit

Ulm

We present an easy, fast and reliable method for the preparation of
magnetic force microscopy (MFM) probes based on single magnetic
nanoparticles. Due to their dipole like characteristics, these kind of
magnetic probes open up possibilities for quantitative measurements

of magnetizations on the nano-scale. Our fabrication method is based
on the deposition of cobalt nanoparticles (diameter 30 nm) on a Si
substrate and subsequent photochemical deposition of a gold layer on
the particle surface. Single particles were attached to standard silicon
AFM tips with the aid of a linker molecule (APTMS). The applicability
of the fabricated probes was tested by imaging the magnetic domains
of a hard disk drive sample. Furthermore a calibration method, using
the deflection of the AFM cantilever in an external magnetic field, is
presented.

KR 5.7 Tue 12:15 Poster A
Shift of the blocking temperature of Co nanoparticles by Cr
capping — eMEgLANIE EwrRLIN!, DErRvA DEMIRBAS!, LEONARDO
Acupo?, GUNTHER EcGELER?, and OLEG PETRACIC! — lInstitut fiir
Experimentalphysik / Festkorperphysik, Ruhr-Universitdt Bochum,
44780 Bochum, Germany — 2Institute for Materials, Department of
Material Science, Ruhr-Universitat Bochum, 44780 Bochum, Germany

We have prepared Co nanoparticles (NPs) on AloOs buffer layers and
studied the effect of capping with various amounts of Cr onto the mag-
netic properties. Structural and magnetometric characterization was
performed using TEM and SQUID magnetometry, respectively. The
uncapped Co NPs show superparamagnetic behavior with a blocking
temperature of Tp=14K. The magnetic properties are strongly influ-
enced by the Cr capping resulting in a decrease of Tp for nominal
thicknesses of Cr up to 0.15nm. However, for larger values the block-
ing temperature increases again. XMCD measurements at the Cr edge
indicate an anti-parallel alignment of the magnetic moments in the Cr
layer with respect to the moments in the Co particle, which leads to
a decrease of the effective magnetic volume and hence to a decrease
of Tp. The second regime is governed by inter-particle coupling via
Cr-bridges.

KR 5.8 Tue 12:15 Poster A
self-assembled Co nanopar-
ticles — eAsTriD EBBING!, LEONARDO AcUDO?, GUNTHER
EcceLEr?, and OLeGc Prrracic! — lInstitut fiir Experimental-
physik/Festkorperphysik, Ruhr-Universitat Bochum, 44780 Bochum
— 2Institut fiir Werkstoffe, Ruhr-Universitat Bochum, 44780 Bochum

In this work we present the influence of Pt on self-assembled Co
nanoparticles (NPs). We show that capping the Co NPs with Pt re-
sults in strong changes in the magnetic properties. With increasing Pt
capping we observe a transition from ’demagnetizing’ (viz. dipolar)
toward 'magnetizing’ (e.g. polarization type) interactions between the
NPs. We performed magnetization hysteresis, ZFC/FC vs. temper-
ature and delta(M)-measurements using a superconducting quantum
interference device magnetometer to investigate the nature of coupling
between the NPs. The measurements show negative delta(M)-values
for small amounts of Pt capping material and positive values for 0.53
nm Pt or more, which indicates a magnetizing interaction between the
NPs via the Pt-bridges.

Interaction effects between

KR 5.9 Tue 12:15 Poster A
Characterization of superparamagnetic nanoparticles
for bone tissue engineering — oM. UnvLarz!, T.
HERRMANNSDORFER!, R. DE SanTis?, M. SANDRI®, A. TAMPIERIS,
E. FicaLLo?, T. D’Aressanpro?, S. KrsHARI-Samar®, G.
RiscHITor®, and THE MAGISTER coLLABORATION” — Hoch-
feld-Magnetlabor Dresden, HZ Dresden-Rossendorf — 2IMCB-CNR,
Napoli, Italia — SISTEC-CNR, Faenza, Italia — 4Fin-Ceramica SpA,
Faenza, Italia — ®ISMN-CNR, Bologna, Italia — SWestern General
Hospital, University of Edinburgh, UK — 7Européische Kommission,
Bruxelles, Belgique

Currently, large bone or cartilage defects are stabilized by massively-
invasive surgery. The permanent implants used for this purpose are
either metallic prostheses, or body tissue taken elsewhere from the
patient. In a novel tissue-engineering approach, autologous tissue
regeneration is guided by implanted magnetic scaffolds under exter-
nal magnetic field. These scaffolds attract superparamagnetic Fe3Oy4
(magnetite) nanoparticles tagged with Vascular Endothelial Growth
Factor (VEGF) molecules. Release of the growth-factor molecules at
the scaffold (optionally triggered by ac-field induced hyperthermia) at-
tracts autologous chondrocytes and osteoblasts, which build up fresh
bone and cartilage tissue. We report on the magnetic characterization
of several biocompatible and biodegradable materials that might serve
as scaffold materials.

This project is supported by the European Union’s FP7-Cooperation
Programme through the MAGISTER project (Magnetic Scaffolds for
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in-vivo Tissue Engineering), Large Collaborative Project FP7 - 21468.
KR 5.10 Tue 12:15 Poster A

Hall effect in nanodimensional multilayers based on is-
land films of Pd and Fe — eSErcEs A. NEPLKO!, DMYTRO
Kurnyaknov!, OLENA Tkacu?, LARysa ODNODVORETS?, IvaN
ProTsENKOZ, and GERD ScHONHENSE! — lInstitute of Physics, Uni-
versity of Mainz, 55099, Mainz, Germany — 2Sumy State University,
40007, Sumy, Ukraine

Nanodimensional n-layers systems of [Pd/Fel,/SiO2/Si, where
3<n<10, were used to examine the Hall effect. Effective thickness
of separate layers of Pd and Fe changed in the range from 0.4 to 1.4
nm (Pd) and from 0.6 to 0.9 nm (Fe). Electron microscopic studies
indicate that the layers have island structure and their composition
corresponds to fcc-Pd and bee-Fe. Solid solutions of Pd-Fe with fct-
lattice are formed only when the thickness of layers > 3 nm and after
annealing at > 790 K. Measurement of Hall coefficient Ry indicate
that its value monotonically decreases with increasing number of layers
n. For example, for multilayer Pd(1.1 nm)/Fe(0.9 nm) Ry decreases
from 5.5x107° m3/C (n=2) to 3.97x10~% m3/C (n=10). A size de-
pendence of Ry is observed also at fixed Fe layer thickness and variable
thickness of Pd. For multilayer [Pd(x)/Fe(0.6)]10 the Hall coefficient
decreases from 4.80x 1072 m3/C to 3.69x10~% m?3/C while increasing
the effective thickness of Pd from x= 0.4 to 1.4 nm.

KR 5.11 Tue 12:15 Poster A
Spin-fluctuation energies in 3d transition-metal clusters de-
posited on Pt (111) — eSErGEJ Riemer!, Gustavo PasTor?,
Jesus DoranTes-DAviLa®, and RauL GAaRiBavy-ALonso? —
IUniversitdt Kassel, Germany — 2Universitit Kassel, Germany —
BUASLP, San Luis Potosi, Mexico — %*Universidad Auténoma de

Coahuila, Mexico

A functional-integral theory of itinerant magnetism is applied to
transition-metal clusters deposited on Pt (111). The low temperature
limit of the local spin-fluctuation energies AFj(&) at different atoms [
is determined as a function of the exchange field £ by using a real-space
recursive expansion of the local Green’s functions. The size, structural,
and local-environment dependence of AFj(€) is calculated for represen-
tative examples of Fe, Cony and Niy with N < 13 atoms. The inter-
play between fluctuations of the module and of the relative orientation
of the local magnetic moments is analyzed. Comparison between free
and deposited clusters having the same structure and interatomic dis-
tances reveals remarkable changes in the spin-excitation spectrum of
the clusters as a result of the hybridizations with the metallic support.
For instance, in the case of small Fe clusters on Pt (111) one observes
that the spin-flip energies are reduced by more than an order of mag-
nitude as a consequence of deposition. A similar important reduction
of the Curie temperature is expected. This contrasts with the results
for the ground-state magnetic moments and magnetic order, which are
essentially the same in the free and deposited configurations.

KR 5.12 Tue 12:15 Poster A
Coupling behavior in iron-oxide nanoparticle/Py thin film
composite systems — eCaRrRoLINE Fink!, PuiLipp Szary!, Gio-
VANNI BADINI CoONFALONIERI', DURGAMADHAB MisHRA'Y, MARIA
Benitez!:2, Matnias FEvEN?, AN-Hur Lu?, LEONARDO AGUDO3,
GunTHER EcceLER?, and OLeEc PeTRACIC! — lInstitut fiir Exper-
imentalphysik /Festkorperphysik, Ruhr-Universitdt Bochum, D-44780
Bochum, Germany — 2Max-Planck-Institut fiir Kohlenforschung, D-
45470 Miilheim an der Ruhr, Germany — S3Institut fiir Werkstoffe,

Ruhr-Universitdt Bochum, D-44780 Bochum, Germany

We have investigated the magnetic and electrical transport properties
of iron-oxide nanoparticle/Py thin film composite systems. Ultrathin
films of Permalloy (Py) have been prepared by means of UHV ion
beam sputtering and subsequently covered by one monolayer of iron-
oxide nanoparticles. Post-annealing of the samples under controlled
atmospheric conditions allows us to transform the particles into a
mixed wiistite/magnetite (FexO/Fe304) phase showing intra-particle
exchange bias. A slight variation of the NP type yields systems of
different coupling behavior. Performing magnetometry and transport
measurements we observe either a strong or weak coupling between
the Py film and the NPs depending on the NP type. Moreover, a
strongly decoupled behavior can be observed when adding a sapphire
(Al203) layer separating the particles from the Py. Results have been
compared with reference systems consisting of only NPs or only Py.

KR 5.13 Tue 12:15 Poster A

Magnetoresistance properties of Fe3O4 nanoparticles in a Cu
matrix — eSERGEJ A. NEPLKO!, DMYTRO KuTNYAKHOV!, MAXYM
DEMYDENKO?, SERHIY PROTSENKO?, DMYTRO KosTYUk?2, and GERD
ScuoNHENSE! — lInstitute of Physics, University of Mainz, 55099,
Mainz, Germany — 2Sumy State University, 40007, Sumy, Ukraine

The aim of the work was the manufacturing of ordered arrays of mag-
netic FezO4 nanoparticles, the investigation of their structural and
phase state and magneto-resistance in a wide range of annealing tem-
peratures. Nanoparticles were prepared by chemical synthesis and drop
deposited onto a Si substrate. After deposition the ordered nanopar-
ticle array was observed by TEM. Nanoparticle sizes changed from
6.0 nm (as deposited) to 11.6 nm (after annealing at 1200 K). The
phase state of the nanoparticles was cubic (spinel type) with lattice
parameter varying from 0.811 nm (as-deposited) to 0.840 nm (1200 K).
The magnetoresistance was measured using nanostructured systems of
Au(2nm)/Cu(20nm)/Fe304(nanoparticles) /SiO2 /Si with varying the
angle between magnetic field direction and substrate plane from 0°
to 90°. The resulted maximum value of magnetoresistance was about

2%.
KR 5.14 Tue 12:15 Poster A

57Fe Mdssbauer spectroscopy on ferrite nanoparticles —

eMaTHiAs KRAKEN', JocHEN LiITTERsT!, ILKA-MARINA GRABSZ,

INGKE-CHRISTINE MASTHOFF?, ISABEL CHRISTINA Souza DINGLAZ,
JULIAN ANDRES MUNEVAR Cacicas®, WiLiaM TRUJILLO HERRERAS,
and Erisa MARriA Bagaio Sarrovitcn® — lInstitut fiir Physik der
kondensierten Materie | TU Braunschweig | Germany — 2Institut fiir
Partikeltechnik | TU Braunschweig | Germany — 3Centro Brasileiro

de Pesquisas Fisicas | Rio de Janeiro | Brazil

Due to its specific timescale, Mossbauer spectroscopy is highly suit-
able to investigate the dynamic properties of magnetic nanoparticles.
The hyperfine magnetic spectra between the blocking temperature and
very low temperatures may exhibit a broad variety of different shapes.
Accordingly, to describe this rich behaviour a whole range of different,
controversially discussed models can be found in literature (1-3).

We performed %7Fe Mossbauer measurements on ZnFeaO4 nanoparti-
cles, prepared by a non-aqueous sol gel method and characterized by
different techniques. The spectra were taken on strongly and weakly
interacting particles and the fits to the spectra with the different mod-
els are compared in order to gain information about their suitability.

(1) D.H. Jones et al., J. Magn. Magn. Mater. 78, 320 (1989).
(2) S. Mgrup et al., J. Magn. Magn. Mater. 40, 163 (1983).

(3) S. Bocquet et al., J. Magn. Magn. Mater. 109, 260 (1992).

KR 5.15 Tue 12:15 Poster A
Preparing of La,,3Sr;,3FeO3 targets for sputtering of thin
films — eTHOMAS BREUER, THOMAS BRUECKEL, JOERG VoIGT, and
JoERG PERssoN — Peter Gruenberg Institut PGI and Juelich Cen-
tre for Neutron Science JCNS, JARA-FIT, Forschungszentrum Juelich
GmbH, 52425 Juelich, Germany

Laj /3Sry/3FeO3 is a transition metal oxide (TMO) with a perovskite
structure. It exhibits strong electronic correlations, visible e.g. in a
Verwey metal-insulator transition accompanying the antiferromagnetic
phase transition at about T¢ = 200 K.

While the material has been investigated extensively in bulk form, the
aim of the present study is to clarify its properties as thin epitaxial
films. We have prepared ceramic sputter targets of Laj3Sr;,3FeO3
in a solid state reaction and characterized them by means of chemi-
cal analysis, powder x-ray diffraction and magnetic measurements by
a Vibrating Sample Magnetometer on PPMS. The material tends to
lose oxygen during calcination and sintering at temperatures above
600 K which was detected by thermogravimetric analysis. Significant
changes in structure and magnetic response are being observed for oxy-
gen deficits as low as 2 %. Finally, the progress in the preparation and
characterization of thin epitaxial films will be reported.

KR 5.16 Tue 12:15 Poster A
The first principle study of Cu-based hybrids — ePrcan
ZOLFAGHARI', GILLES A DE Wus!, and RoBerr A pE GrooT!:2 —
IElectronic Structure of Materials, Institute for Molecules and Materi-
als, Faculty of Science, Radboud University Nijmegen, Heyendaalseweg
135, 6525 AJ Nijmegen, The Netherlands — 2Solid State Materials for
Electronics, Zernike Institute for Advanced Materials, Rijksuniversiteit
Groningen, Nijenborgh 4, 9747 AG Groningen, The Netherlands
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Hybrids, organic-inorganic materials, in the perovskite-type layer
structures with the general formula (C,H2p41NH3)2MCly in which
n = 0,1,2,..., and M represents a divalent transition metal ion, have
been extensively studied in recent years. Among these series of hy-
brids, the copper compounds are the most interesting ones. Firstly,
the divalent metal Cu?T is a strong Jahn-Teller ion, as a result dif-
ferent structual transitions in these materials occur. Secondly, the
magnetic intra-layer interactions are ferromagnetic.

The density functional (DFT) calculations were applied to study the
(NH4)2CuCly and (C2H5NH3z)2CuCly compounds. The magnetic and
electronic properties were investigated. The calculations reveal that
the compounds have a stable, layered ferromagnetic ground state that
is consistent with experimental results.

KR 5.17 Tue 12:15 Poster A
Synthesis and magnetic properties of cobalt ferrite nanopar-
ticles — eMoraD F. ETiER!, VLADIMIR V. SHVARTSMAN!, FRANK
STROMBERG2, Joacuim LanDpErs?, Heiko WENDE?, Fiio C.
Ficuriras®, and Doru C. Lupascu! — lInstitute for Materials Sci-
ence, University of Duisburg-Essen, Essen, Germany — 2Faculty of
physics and Center for Nanointegration (CeNIDE) Duisburg-Essen,
University of Duisburg-Essen, Duisburg, Germany — 3Department of
Physics, CICECO, University of Aveiro, Aveiro, Portugal

Cobalt ferrite is one of the most widely used materials in magnetic
recording devices due to its high coercivity (about 5400 Oe), moderate
magnetization (84 emu/g), and good chemical stability. Below Tc =
820 K cobalt ferrite is in a ferrimagnetic state. The magnetic proper-
ties of cobalt iron oxide nanoparticles mainly depend on the annealing
temperature and particle size.

Nanoparticles of cobalt ferrite were successfully fabricated by the
co-precipitation method. The crystal structure was confirmed by X-
ray diffraction, the composition by energy dispersive spectroscopy, and
phase changes by thermogravimetric differential thermal analysis. The
particle morphology was analyzed by scanning electron microscopy.
Magnetic properties were investigated by magnetometry and Moss-
bauer spectroscopy. Particle size is in the range of 24 to 44 nm. Both
the particle size and agglomeration level are controlled by the amount
of sodium hydroxide used. Dependence of remnant magnetization and
coercive field on particle size is analyzed.

KR 5.18 Tue 12:15 Poster A
Magnetic and Electronic properties of Mn-stabilized Zirconia

MnSZ) — eJan ZippeEL!, MicHAEL LoreNz!, ANETTE SETZER!
9 bl 9

HorLcer Hocumutu!, PaBLo Esquinazi', NikoLAl SOBOLEVZ,
ALEXANDRE JACQUOT37 and MARIUS GRUNDMANN! — 1Universitéit
Leipzig, Fakultdt fiir Physik und Geowissenschaften, Institut fiir
Experimentlaphysik II, Linnéstrasse 5, 04103 Leipzig, Germany —
2Universidade de Aveiro, Departamento de Fisica, Campus de Santi-
ago, 3810-193 Aveiro, Portugal — 3Fraunhofer Institut fiir Physikalis-
che Messtechnik, Heidenhofstrasse 8, D-79110 Freiburg, Germany

The possibility to combine both, the electron spin as a new degree of
freedom and the electron charge offers opportunities for a new gener-
ation of devices. As recently predicted [1], MnSZ is proposed as a fer-
romagnetic semiconductor with a Curie temperature 7'« above room
temperature. As recently shown, a Mn related ferromagnetism has not
been observed yet [2]. By applying an annealing step in oxygen deffi-
cient ambient at about Tann ~ 700° C to the MnSZ thin films grown by
pulsed-laser deposition (PLD), we observe a ferromagnetic behavior in
superconducting quantum interference device (SQUID) measurements
at about 7 = 60 K. In addition, electron paramagnetic resonance
(EPR) suggests a change of the Mn oxidation state from an EPR silent
Mn3t to Mn2t. Seebeck-effect measurements verify a transition from
p-type conductivity to n—type conductivity around 500 K. [1] S. Os-
tanin et al., Phys. Rev. Lett. 98, 016101 (2007). (2] J. Zippel et al,
Phys. Rev. B 82, 125209 (2010).

KR 5.19 Tue 12:15 Poster A
The magneto-impedance of iron whiskers at low tempera-
ture — eMarTHAUS LANGOSCH, HAIBIN GAao, and UwWE HARTMANN
— Institute of Experimental Physics, Saarland University, P. O. Box
151150, D-66041, Saarbriicken, Germany

In order to understand all aspects of the AC transport behavior of a
ferromagnetic material in an external magnetic field at low tempera-
ture, iron single crystals (iron whiskers) were grown as specific samples
to investigate the magneto-impedance (MI) effect at 4.2 K. The MI
measurements were performed as a function of the magnitude of the
driving current and its frequency. The chosen frequencies were up to

100 kHz, where domain wall motion takes place and contributes to the
MI effect. The measured low temperature impedance changes are on
the order of hundreds of percent and are much higher than that at
room temperature. This behavior can mainly be attributed to a large
mean free electronic path on the one hand and the skin effect on the
other hand.

KR 5.20 Tue 12:15 Poster A
Structural and magnetic analysis of Vanadates — e CHRISTINE
ToLzer', JoHANNA BRAND!, MaAsaHiKO IsoBE?, KARSTEN BINDER!,
Tivo TaeTz3, MAaRiA TEREsA FERNANDEz-DiAz®, ANGELA
MoLLER??, YuTaka Uepa2, and MarkUs BRapeEN! — 1II. Institute
of Physics, University of Cologne — 2Institute for Solid State Physics,

University of Tokyo — 3Institute of Inorganic Chemistry, University

of Cologne — “Department of Chemistry and Texas Center for Su-
perconductivity, University of Houston — SInstitute Laue-Langevin,
Grenoble

We present the analysis of three different Vanadates: InCuy,3V1,303,
Rb2VgOi6 and ZnV204. The layered compound InCuy,3Vy,303 is a
representative of the quasi two-dimensional S=1/2 honeycomb lattice
due to the ordering of Cu and V. A Néel-temperature near 38 K was
deduced from anomalies in the magnetic susceptibility. We have stud-
ied the magnetic structure in InCuy,3V1,303 by neutron diffraction
on the high-flux powder diffractometer D20. A rise in scattering upon
cooling indicates magnetic ordering to set in near the anomaly observed
in the susceptibility. Furthermore, we discuss the charge and orbital
ordering in Rb2VgOi16 and in ZnVyOy, as analysed by single-crystal
x-ray diffraction as function of temperature.

KR 5.21 Tue 12:15 Poster A
Normal and anomalous Hall effect in NbFe; — eSvVEN
FRIEDEMANN!, MANUEL BRaNDO?, WiLLiaM J DUNCAN®, ANDREAS
NeuBAUER?, CHRIsTIAN PrLEIDERER?, and MaLTE GROSCHE! —
IUniversity of Cambridge, Cavendish Laboratory, JJ Thomson Av-
enue, CB3 OHE Cambridge, United Kingdom — 2Max Planck Institute
for Chemical Physics of Solids, Nothnitzer Strasse 40, 01187 Dresden,
Germany — 3Department of Physics, Royal Holloway, University of
London, Egham TW20 0EX, United Kingdom — *Physik Department
E21, Technische Universitdt Miinchen, James-Franck-Strasse, D-85748
Garching, Germany

The intermetallic system NbFes exhibits ferromagnetic and antifer-
romagnetic order, which can be suppressed by slight changes to the
composition within the Nby_yFes;, homogeneity range. A quantum
critical point (QCP) arises at slight Nb excess of about y = 0.015.
In proximity to its QCP NbFez exhibits non-Fermi-liquid behaviour,
which makes this material the first clear candidate for a three dimen-
sional ferromagnetic QCP in a clean transition metal compound at
ambient pressure. We present Hall effect measurements on several sin-
gle crystals chosen from the Nby _Fes 1, solution series. The data are
analysed in terms of anomalous and normal contributions to the Hall
voltage. We find anomalous contributions arising from both Side Jump
and Skew Scattering with distinct changes in their relative strength as
a function of Nb content. The normal contribution reflects the elec-
tronic structure.

KR 5.22 Tue 12:15 Poster A

First principles studies of complex magnetism in Mn nanos-

tructures on Fe(001) surface — ®RICARDO NOBORU IGARASHI!,

ANGELA BURLAMAQUI KLAUTAUZ, and HELENA MARIA PETRILLI\ —
Hnstituto de Fisica, Universidade de Sao Paulo, CP 66318, 05315-970,
S&o Paulo, SP, Brazil — 2Faculdade de Fisica, Universidade Federal

do Para, Belém, PA, Brazil

The magnetic properties of Mn nanostructures on Fe(001) surface have
been studied using the noncollinear first-principles RS-LMTO-ASA
(Real-Space Linear Muffin Tin Orbital Atomic Sphere Approxima-
tion) [1] method within density functional theory. We have considered
a variety of nanostructures such adsorbed wires, pyramids, flat and
intermixed clusters of sizes varying from two and nine atoms. Our
calculations of interatomic exchange interactions reveal the long range
nature of exchange interactions between Mn-Mn and Mn-Fe atoms.
‘We have found that the strong dependence of these interactions of the
local environment and the effect of spin-orbit coupling lead to the pos-
sibility of realizing complex magnetic structures such as helical and
half skyrmion.

[1] S. Frota-Pessoa, Phys. Rev. B 69, 104401 (2004); Phys. Rev. B
46, 14570 (1992); P. R. Peduto, S. Frota-Pessda and M. S. Methfessel,
Phys. Rev. B 44, 13 283 (1991).
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KR 5.23 Tue 12:15 Poster A
Incorporation of N codopants in Co:ZnO investigated by X-
ray absorption spectroscopy — eDANIEL SCHAURIES', ANDREAS
Nev!, VERENA NEY!, FaBricE WiLHELM?, ANDRE RocaLEVZ, and
FLorA YakHou? — IFakultét fiir Physik, Universitit Duisburg-Essen,
Lotharstr. 1, D-47057 Duisburg, Germany — 2European Synchrotron
Facility, 6 Rue Jules Horowitz, BP 220, 38043 Grenoble Cedex, France

p-doping of ZnO in general remains a grand challenge for material
science. In particular p-type ZnO is of interest to investigate the per-
spectives for obtaining RT-ferromagnetism in p-type Co:ZnO.

We have grown Co:ZnO:N(0001) on sapphire substrates using reac-
tive magnetron sputtering from Co/Zn targets at Co concentrations of
10, 15 and 20% and different Ar : Oz : Ng sputter gas compositions.

The structure was studied by synchrotron-based element specific X-
ray absorption spectroscopy. All edges were measured with the electric
field of the X-rays perpendicular and parallel to the c-axis to obtain X-
ray Linear Dichroism (XLD). Subsequently all spectra for the Zn, Co,
O and N-K-edge were simulated with FDMNES][1] to determinate the
positions of the species. While Co only occupies Zn-sites, the situation
turned out to be more complex for N — for low Na-concentration in
the sputter gas probably incorporated N2 was formed, high Na-levels
also led to the formation of substitutional N atoms on O-sites.

The resulting magnetic properties of Co:ZnO:N will be discussed
as well. We greatfully acknowledge financial support from the DFG
through the Heisenberg Programme.

[1] Y. Joly, Phys. Rev. B 63, 125120-125129 (2001).

KR 5.24 Tue 12:15 Poster A
Polarized Neutron Reflectometry of Rare-Earth Nitride Thin
Films — eSEBAsTIAN BrUck!:2, Davip Corrie?, Josu Brown?3,
TuoMas SAERBECK?, CLEMENS ULRicH!, FrRaNK KLosE?, and JaAMES
Downgs® — 1School of Physics, University of New South Wales, Syd-
ney, Australia — 2Australian Nuclear Science and Technology Orga-
nization, Lucas Heights, Australia — 3Department of Physics, Mac-
quarie University, Australia

Rare-earth monopnictides like HoN, DyN, or ErN are semiconductors
with typical band gaps between 0.73 and 1.3eV. The fact that they
exhibit ferromagnetic ordering at low temperatures makes them possi-
ble candidates for an intrinsically ferromagnetic semiconductor. Thin,
polycrystalline rare-earth nitride films of 15 to 40nm thickness were
grown onto c-plane sapphire substrates using low-energy ion assisted
deposition. A temperature- and field-dependent polarized neutron re-
flectometry study in combination with SQUID magnetometry was car-
ried out to characterize the magnetic properties of these films in a
depth resolved way. The investigated samples show a homogeneous
distribution of the magnetic moment throughout the film with fer-
romagnetic ordering temperatures comparable to the bulk materials.
ErN and HoN films do not show an opening of the magnetic hysteresis
loop even for the lowest measured temperature of T=2K. DyN on the
other hand clearly shows a coercive field and remnant magnetization
at 5K.

KR 5.25 Tue 12:15 Poster A
ZnO Metal Semiconductor Field Effect Transistor with mag-
netic channel — eTim Kaspar, DanNiLo BURGER, ILona Sko-
RUPA, Vicki KUHN, ArRTUR ERBE, MANFRED HELM, and HEIDE-
MARIE SCHMIDT — Helmholtz-Zentrum Dresden-Rossendorf, P.O. Box
510119, 01314 Dresden, Germany

We focus on the development of transparent semiconductor spintron-
ics devices. Our work is motivated by the observation of s-d exchange
inducted spin polarization in magnetic ZnO:(Co, Mn) thin films below
50 K and related magnetoresistance effect [1]. Our aim is to control
the conductance in ZnO Metal Semiconductor Field Effect Transis-
tors (MESFET) with magnetic channel by external electrical AND
magnetic fields. The magnetic ZnO:(Co, Mn) channel layers have
been deposited by pulsed laser deposition on c-plane sapphire sub-
strates. Gate, source, and drain contacts have been structured by
optical lithography. The gate contact has been fabricated by reactive
sputtering of Ag/Au [2]. Source and drain contacts have been fabri-
cated from high conducting transparent ZnO. The characteristics of
the ZnO-based MESFETs with magnetic channel in external perpen-
dicular magnetic fields ranged from -1.8T to +1.8T are presented.

[1] Qingyu Xu, et al., Phys. Rev. Lett. 101, 076601 (2008)

[2] H.Frenzel et al., Appl. Phy. Lett. 92, 192108 (2008

KR 5.26 Tue 12:15 Poster A

Anomalous hysteretic Hall effect in a ferromagnetic, Mn-

rich, amorphous Ge:Mn nano-network — eDaANILO BURGER,
SHENGQIANG ZHOU, MARCEL HOwLER, XIN Ou, Gyoray Ko-
vacs, HELFRIED REUTHER, ARNDT MUcCKLICH, WOLFGANG SKO-
RUPA, MANFRED HELM, and HEIDEMARIE ScHMIDT — Institute of Ion
Beam Physics and Materials Research, Helmholtz-Zentrum Dresden-
Rossendorf, P.O. Box 510119, 01314 Dresden, Germany

The read out of the magnetization state in magnetic semiconductors by
electrical Hall resistance measurements makes it possible to use ferro-
magnetic semiconductors in nonvolatile memories. In a previous work
[1], we fabricated ferromagnetic Ge:Mn by Mn ion implantation and
pulsed laser annealing (PLA) and observed hysteretic Hall resistance
below 10 K. By applying different PLA conditions we fabricated a
percolating, Mn-rich, amorphous Ge:Mn nano-network with hysteretic
Hall resistance up to 30K. This nano-network is embedded in crys-
talline Ge:Mn between 5 nm and 40 nm under the sample surface.
We applied chemical and physical etching to confirm the contribution
of the nano-network to the magnetic properties. The nano-network
has a significant influence on the correlation between magnetism and
anomalous Hall resistance. In the future such nano-networks may be
used to spin-polarize free charge carriers in semiconductors at room

temperature. [1] S. Zhou et al., Phys. Rev. B 81, 165204 (2010)

KR 5.27 Tue 12:15 Poster A
Optical and Magneto-optical Properties of ZnO(0001)
Single Crystals Implanted with Fe and Co Ions —
eScaRLAT CAMELIAL, ZHOU SHENGQIANG!, GORDAN OvIDpIuZ, FRONK
MicHAEL?, ZAaHN R. T. Dierrice?, HELM MANFRED!, SCHMIDT
HepeEMARIE!, and SawaN GeorRGeETa? — !Helmholtz-Zentrum
Dresden-Rossendorf (HZDR), Germany — 2Semiconductor Physics,
Chemnitz University of Technology, Germany

ZnO is a transparent wide-band-gap semiconductor which has been in-
tensively investigated in the view of (magneto-) and (opto-)electronic
applications. In this work the (magneto-)optical properties of unim-
planted ZnO(0001) single crystals and single crystals implanted with
57Fe and Co ions were investigated at room temperature by means of
Raman spectroscopy, spectroscopic ellipsometry, and magneto-optical
Kerr effect (MOKE) spectroscopy. The ZnO (0001) single crystals
were coimplanted with 5"Fe and Co ions at 623 K with same fluence
respectively. After implantation the samples were annealed in a high-
vacuum furnace at 1073 K for different annealing time. The Raman
spectra measured in resonance with an excitation energy of 3.82 eV
exhibit higher order scattering by LO phonons. The increase in the
ratio between the second and the first order phonon peak intensities
for long annealing time can be correlated with a reduction in the num-
ber of defects and with improved crystallinity. The implanted ZnO
crystals exhibit magneto-optical activity in two broad spectral ranges
centered around 3 €V and around 4.3 €V, the strength of which also
varies significantly with the annealing time.

KR 5.28 Tue 12:15 Poster A
Bipolar resistive switching at manganite/manganite inter-
faces — ¢ CHRISTIN KALKERT, JON-OLAF KRISPONEIT, VASILY MoOsH-
NYAGA, BERND DamascHKE, and KoNrRAD SAMWER — 1. Physikalis-
ches Institut, Georg-August-Universitit Gottingen, Friedrich-Hund-
Platz 1, 37077 Gottingen

Bipolar resistive switching stands for remanent switching of resistivity
by application of electric fields reversible by opposite polarities. This
phenomenon is observed in a wide variety of perovskite materials and
holds the potential of creating new resistive random access memory
devices. Lag.7Srg.3MnO3 (LSMO) manganite films were prepared by
using the metalorganic aerosol deposition technique. On AloOgs sub-
strates the manganite films show nanocolumnar growth with different
growth orientations as determined by x-ray diffraction and TEM anal-
ysis. The films were structured by electron beam lithography into
LSMO paths/bridges between larger LSMO contact areas; after a sec-
ond lithography step Au/Cr films were deposited onto the contact ar-
eas. These structures show bipolar resistive switching, which can also
be induced and probed by means of conductive AFM. The C-AFM
measurements show that the switching takes place at the mangan-
ite/manganite interfaces, i.e. at the boundaries of the nanocolumns.
The resistive switching of the structures and the C-AFM measure-
ments are discussed in terms of a local structural transformation at
the manganite/manganite interfaces. (APL 99, 132512, (2011))

Financial support by DFG via SFB 602, TPA2 and the Leibniz Pro-
gram is ackowledged.
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Ultrafast Spin-Lattice Coupling in Transition Metal Oxides —
eLENA MAERTEN, ANDRE BoJAaHR, MArRC HERZOG, DANIEL SCHICK,
and Matias BARGHEER — Insitut fiir Physik und Astronomie, Uni-
versitdt Potsdam, Germany

Understanding the interplay of the electronic, lattice and spin degrees
of freedom in solids is essential for devising future nanoelectronic appli-
cations. Nanostructured transition metal oxides provide an ideal test
ground for studying the interaction of the contributing subsystems on
an ultrafast time scale.

We use femtosecond optical and infrared pump probe spec-
troscopy and time resolved x-ray diffraction techniques to investi-
gate the electronic and lattice dynamics in SrRuOgz/SrTiOs and
(LaSr)MnO3/SrTiO3 superlattices. Sub-picosecond buildup of mag-
netostrictive stress has been found in a STRuO3/SrTiO3 nanolayer [1].
We show additional temperature- and fluence-dependent reflectivity
data revealing further insight into the demagnetization process and
discuss the coupling of the magnetic and structural degrees of freedom
for the different materials by means of x-ray diffraction results.

[1]C. v. Korff Schmising et al., PRB 78, 060404 (2008)

KR 5.30 Tue 12:15 Poster A
Colossal Magnetoelastic Effects at the Phase Transition of
(La, Pr, Ca)MnO3 — eMARKUS MICHELMANN, CHRISTOPH MEYER,
VasiLy MosHNYAGA, and KoNRAD SAMWER — I. Physikalisches Insti-
tut, Universitat Gottingen, Friedrich-Hund-Platz 1, 37707 Gottingen

A strong coupling of charge, spin and lattice degrees of freedom
in perovskite manganites, i.e. (La, Pr, Ca)MnOs, results from
the competition between the ferromagnetic double exchange and
charge/orbital ordering, promoted by the electron-phonon interac-
tion. Therefore, the paramagnetic-ferromagnetic (PM-FM) phase
transition is clearly reflected in the behavior of the elastic constants.
Here, we report ultrasound velocity and attenuation in polycrystalline
(Lai—yPry)o.7Cap.3MnO3 bulk samples (y = 0, 0.4, 0.5, 1) as a func-
tion of temperature, T = 10 — 300 K, and magnetic field, B=0—-7 T,
with special focus on the hysteresis effects and metamagnetism at the
1st order PM-FM transition. Close to the Curie point modest mag-
netic fields, B = 1 — 5 T, induce a large increase of shear stiffness
and a strong softening of bulk modulus by about 10%. A minimum
in bulk modulus and a peak in longitudinal sound attenuation were
observed at the phase transition and attributed to a coupling between
the lattice and spin fluctuations. The magnitude of this softening is
maximized at a certain temperature and magnetic field, indicating a
critical end point of the magnetic transition. Support by Deutsche
Forschungsgemeinschaft via SFB 602, TP A2 is acknowledged.

KR 5.31 Tue 12:15 Poster A

Magneto-optical Studies on Transition Metal doped Zinc
Oxid — eSTEPHANIE JANKOWSKI', SEBASTIAN GEBURTZ, CARSTEN
RonNiNG?2, and WoLrFraM HEmMBRODT! — !Department of Physics
and Material Science Center, Philipps- University Marburg, Renthof 5,
D-35032 Marburg, Germany — 2Physikalisch-Astronomische Fakultit,
Friedrich-Schiller-Universitdt Jena, Max-Wien-Platz 1, D-07743 Jena,

Germany

We present the results of magneto photoluminescence on ZnO-bulk
doped with the magnetic ions Co and Mn. The measurements have
been performed in magnetic fields up to 7 Tesla in a temperature range
1.8-300 K. Zeeman spectroscopic in the excitonic region have been used
to determine the g-factors of the samples. Normally the g-factor of II-
VI diluted magnetic semiconductor is very high because of the Giant
Zeeman effect. Even in case of transition metal doped ZnO surprisingly
small Zeeman-splitting has been found. In comparison to other Mn-
and Co-doped II-VI semiconductors the optical 3d intra-ionic transi-
tions are very weak. The physical reasons for these phenomena will be
discussed.

KR 5.32 Tue 12:15 Poster A
Microscopic and macroscopic studies on the magnetoelectric

coupling in chiral multiferroics — Max Baum!, eJoNnas STEIN',

Simon Horsrin!, Tuomas FiNGeEr!, Navib QuresHi!, JEANNIS
LEeist?, JoacuiMm HEMBERGER!, PETRA BECKER-BonATY?, LADISLAV
Bouary?, GoTz EckoLp3, and Markus BRADEN! — II. Physikalis-
ches Institut, Universitét zu Koln — 2Institut fiir Kristallographie,
Universitit zu Kéln — 3Institut fiir Physikalische Chemie, Universitt
Gottingen

In the chiral magnets MnWQO4 and TbMnOs ferroelectric polarisation
is directly induced by the non-collinear magnetic structure. We present

microscopic neutron scattering studies and macroscopic measurements
of the ferroelectric polarisation and of the magnetic structure in these
materials. Using a stroboscopic method the control of the chiral mag-
netism by an external electric field is analysed with polarised neutrons
finding unexpectedly large relaxation times. Measurements of the py-
rocurrent on MnWOy, confirm these long time scales. In addition we
discuss the magnetic excitations at the incommensurate zone centre
of MnWOy, a low energy mode should posses electromagnon charac-
ter. The magnetic structure of NaFe(WQOy4)2 was studied by neutron
diffraction. At zero magnetic field we find an incommensurate struc-
ture which transforms to commensurate order upon the application of
moderate fields.

KR 5.33 Tue 12:15 Poster A
On the ferroelectric phase transition of boracites — eMICHAEL
FeEcHNER and NicorLA SpALDIN — ETH Zurich, Department for Ma-
terial Theory,CH-8093 Zurich, Switzerland

We present results of first-principles electronic structure calculations
for the Cl and I boracites. The boracites[1] are a class of ferroelec-
tric minerals with formula MeaB7012X, where Me is a bivalent metal
(Fe, Co, Zn) and X a halogen (Cl, Br or I). All boracites are cubic at
high temperature, and undergo a phase transition on cooling first to
an orthorhombic phase and in some cases subsequently to a triclinic
phase. Boracites with magnetic ions further develop magnetic ordering
and become multiferroic. Here we investigate the mechanism for the
ferroelectric phase transition from the cubic high symmetry phase to
the orthorhombic ferroelectric intermediate and triclinic low temper-
ature phase. Finally we found a dominant unstable phonon mode at
the I" point which drives the phase transition. However this mode cou-
ples with modes at the zone boundary making the boracites improper
ferroelectrics.

[1] Nelmes, R., 1974. Structural Studies of Boracites - Review of
Properties of Boracites. Journal Of Physics C-Solid State Physics,
7(21), pp.3840-3854.

KR 5.34 Tue 12:15 Poster A
XAS and XMCD of ultrathin Fe layers on BaTiO3(001): Ex-
periment and Theory — eSTEPHAN BOREK!, ANGELIKA CHASSE!,
GuNTRAM FiscHeEr!, WoLFraM HERGERT!, REMYA KUNJUVET-

TIL GovINp!, KARL-MICHAEL ScHINDLER!, VasiLi Hari Bau?,
2

JoacHiM GRAFEZ, MARTIN WELKE2, and REINHARD DENECKE
— Mnstitut fiir Physik, Martin-Luther-Universitit Halle-Wittenberg
— 2Wilhelm-Ostwald-Institut fiir Physikalische und Theoretische
Chemie, Universitdt Leipzig

Promising candidates for switching the magnetization using voltages
are multiferroic systems. As a model system we studied ultrathin Fe
layers on BaTiO3(001). Using x-ray absorption spectroscopy as a pow-
erful method to investigate structural, electronic and magnetic proper-
ties simultaneously, the circular dichroism in x-ray absorption (XMCD)
and x-ray absorption as such were used to determine the remanent
magnetization as a function of film thickness. The onset of ferromag-
netism at a temperature of 150 K was found for 541 layers. Using a
Heisenberg-model in the framework of Monte-Carlo-Simulations shows
that up to 3 monolayers the critical temperature is around 170 K.
In addition the contribution of each layer could be separated using
a fully relativistic multiple scattering formalism. Different magnetic
structures and their impact on the spectroscopic properties, as well as
the anisotropic behaviour of the multiferrroic systems have been inves-
tigated theoretically. The spin and orbital moments as obtained from
the XMCD experiments and DMFT calculations will be compared.

KR 5.35 Tue 12:15 Poster A
Ferroelectricity and Magnetic Structure of Mn Moments
in Multiferroic GdMnOs — eENRIcO ScHIERLE!, VICTOR
Sorrwiscu!, CurisTorH TRaABANT!2, ALEX Frano!:3, DETLEF
ScumiTz!, FaBiano YokxaicHIYALS, ANDREJ MarLjukb?, DIMITRI
Arayriou'®, and EuceN WEscHKE! — Helmholtz-Zentrum Berlin
fiir Materialien und Energie, Germany — 2II. Physikalisches Institut,
Universitit zu Kéln, Germany — 3MPI-FKF Stuttgart, Germany —
4IFW, Dresden, Germany — ®European Spallation Source, Lund, Swe-
den — SLaboratrio Nacional de Luz Sincrotron, Campinas-SP, Brasil

Orthorhombic REMnO3 oxides can show strongly coupled ferroelectric
(FE) and magnetic order, with FE polarization P induced by magnetic
cycloids of the Mn spins[1,2]. However, from recent X-ray diffraction
studies, there is growing evidence for a decisive role of ordering of the
RE-4f moments as well and it seems that a large part of P can be
explained by ionic displacements not necessarily connected with cy-
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cloidal magnetic order of Mn moments|3,4,5]. We employed Resonant
Soft X-Ray Scattering at the Mn-Lz 3 resonance to prove the existence
of a ferroelectric phase at the surface of GAMnOs3 even in zero external
magnetic field and to examine its connection to the magnetic structure
of the Mn moments in an element specific way.

[1] Kimura et al., Nature 426, 55-58 (2003) [2] Kenzelmann et al.,
PRL 95, 087206 (2005) [3] Schierle et al., PRL 105, 167207 (2010) [4]
Feyerherm et al., Journal of Physics: Conference Series 200, 012032
(2010) [5] Walker et al., Science 333, 1273 (2011)

KR 5.36 Tue 12:15 Poster A
Electronic and magnetic properties of LuFesO4 — ¢ CHRISTINE
Derks!, KARsTEN KurepPER?, MANFRED NEUMANN!, DHAR-
MALINGAM PRABHAKARAN3, STEPHEN J. BLUNDELL®, ANDREI
RoaaLEv?, and FaBrice WiLHELM?* — !Fachbereich Physik, Univer-
sitat Osnabriick, Germany — 2Institut fiir Festkrperphysik, Univer-
sitdt Ulm, Germany — 3Department of Physics, University of Oxford,
United Kingdom — 4ESRF, Grenoble, France

LuFe20y4 is a compound showing fascinating magneto electric coupling
via charge ordering. Electronic and magnetic properties of the charge
ordered phase of LuFe204 have been investigated by means of x-ray
spectroscopic and theoretical electronic structure approaches [1]. Using
hard x-ray radiation of the ESRF ID12 circular polarisation beamline,
Fe K-edge and Lu L-edge spectra have been detected. The Fe K-edge
spectra will be discussed in comparison to the former Fe L-edge spec-
tra. The Lu L-edge spectra show very interesting XMCD signals from
which a small magnetic moment could be deduced.
[1]Kuepper et al. Phys. Rev. B, Vol. 80, 22, 220409

KR 5.37 Tue 12:15 Poster A
Influence of the strength of the magnetoelectric coupling on
the electric field induced magnetization reversal in a compos-

ite multiferroic chain — PauL P. HORLEY!, ALEXANDER SUKHOV?Z,

CHENGLONG J1a2, EDUARDO MARTINEZ!, and eJAMAL BERAKDAR? —
I Centro de Investigacion en Materiales Avanzados (CIMAV S.C.), Chi-
huahua/Monterrey, 31109 Chihuahua, Mexico — 2Institut fiir Physik,
Martin-Luther Universitdt Halle-Wittenberg, 06120 Halle/Saale, Ger-

many

A theoretical study of the multiferroic dynamics in a composite one-
dimensional system consisting of unstrained BaTiOg3 multiferroically
coupled to an iron chain is presented. The method [1] is based on
the thermodynamical treatment of the magnetization and the polar-
ization quantitatively described via the Landau-Lifshits-Gilbert and
the Landau-Khalatnikov equations (both at T=0 K) coupled via an
additional term in the total free energy. The coupling originates from
the screening charge induced in the ferromagnet by the ferroelectric
polarization in a very narrow interfacial layer. For real parameters
corresponding to the rhombohedral phase of BaTiO3 and for bcc iron
and for a wide range of strengths of this coupling we predict the possi-
bility of obtaining a well-developed hysteresis in the ferromagnetic part
of the system induced by an external electric field. We also inspect the
dependence of the reversal modes on the electric field frequency and
predict a considerable stability of the magnetization reversal for fre-
quencies in the range of 0.5+12[|GHz|. [1] A. Sukhov et al., J. Phys.:
Cond. Matter 22, 352201 (2010); Ferroelectrics (at press).

KR 5.38 Tue 12:15 Poster A
Electric field controlled manipulation of the magnetization in
BaTiO3 based ferroelectric/ferromagnetic hybrid structures
— oSTEPHAN GEPRAGS, MATTHIAS OPEL, SEBASTIAN T. B. GOEN-
NENWEIN, and RuporLr Gross — Walther-Meifiner-Institut, Bay-
erische Akademie der Wissenschaften, Garching

Multiferroic materials, which simultaneously possess at least two
long-range ordering phenomena in the same phase, have attracted
widespread interest over the last years. In particular, the coexis-
tence and cross-coupling of ferroelectric and ferromagnetic ordering
in magnetoelectric multiferroics could offer the possibility to electri-
cally read and write the magnetic state in future non-volatile memory
cells. Unfortunately, these materials are scarce in nature. Attractive
alternatives are composite material systems, in which ferromagnetic
and ferroelectric compounds are combined. Such extrinsic multiferroic
structures enable large and robust magnetoelectric effects at room tem-
perature due to the elastic coupling between the ferroic constituents.

Here, we report on the electric field control of the magnetization
in ferromagnetic/ferroelectric hybrid structures based on BaTiO3 sin-
gle crystals, using different materials as ferromagnetic layer, such
as polycrystalline Ni and FesgCosp as well as epitaxial Fe3O4 and

SraCrReOg thin films. In these hybrid structures, reversible and ir-
reversible changes of the magnetization as a function of the applied
electric field were found, which are discussed in the framework of a
theoretical model based on molecular dynamics simulations.

KR 5.39 Tue 12:15 Poster A
Interfacial effects on [(SrMnO3);/(LaMnO3);|y multilayers
— eMARKUS WASCHK, PAUL ZAKALEK, ALEXANDER WEBER, and
THomAas BrUckeL — Jiilich Centre for Neutron Science JCNS-2 and
Peter Griinberg Institut PGI-4, Forschungszentrum Jiilich GmbH, D-
52425 Jilich

On the search for new storage devices, the combination of ferroelectric
and ferromagnetic properties in metal-oxide layers opens a wide field
of new non-volatile memory devices, which show low energy consump-
tion. Here we combine LaMnOgz (LMO) and SrMnOs (SMO), which
both are antiferromagnetic bulk insulators, while a multilayer stack
behaves as ferromagnetic conductor for very small bilayer thicknesses.
The ferromagnetism of the lower LMO layer is induced by the interface
to the upper SMO layer. The influence is strongly dependent on the
roughness of the interface, and was not yet observed in the opposite
boundary. Our multilayers are grown epitaxially on SrTiO3 (STO)
(100) single crystals by an oxygen-assisted Molecular Beam Epitaxy
System and alternatively, to compare both preparation methods, by a
high pressure oxide sputtering system. Within our very smooth layers
with interfacial roughness of the order of a unit cell we study the influ-
ence of the interface quality on the magnetic behaviour. We present the
preparation method from first steps to a complex multilayer and the
results of our in-house characterisation methods. Further we show our
first results of a polarized neutron reflectometry study at D-17 of the
ILL in Grenoble which show depth resolved the magnetic properties of
the single layers and interfaces.

KR 5.40 Tue 12:15 Poster A
Fe-Cr cation ordering in PLD grown thin-films of multifer-
roic double perovskite BioFeCrOg — eVikas SHABADI, PHILIPP
Kowmissinskry, MEHRAN VAFAEEKHANJANI, ALDIN RADETINAC, and
LaMBERT ALFF — Institut fiir Materialwissenschaft, Technische Uni-
versitdt Darmstadt, Petersenstrafie 23, 64287 Darmstadt, Germany

Co-existence of magnetism and ferroelectricity was theoretically pre-
dicted in the ordered double perovskite BioFeCrOg [1]. We report
epitaxial BFCO thin-films grown by pulsed laser deposition from a
20 % Bi-rich ceramic target on single crystal SrTiO3(100) substrates.
The degree of the Fe-Cr cation ordering in the BFCO films was com-
paratively calculated based on the X-ray diffraction patterns. The
magnetic moments of the BFCO films were measured with a SQUID
magnetometer and analyzed as a function of the Fe-Cr ordering. We
believe that the discrepancies in the previously reported values of the
magnetic moment of BFCO are connected to the varying degree of
Fe-Cr cation ordering [2,3]. Further motivation has been derived from
a recent experiment that achieved more than 90 % spontaneous B-site
ordering in a similar Fe-Cr based double perovskite system [4].

[1] P. Baettig and N. A. Spaldin. Appl. Lett.
(2005)

[2] D. H. Kim et al. Appl. Phys. Lett. 89, 102902 (2006)
[3] R. Nechache, et al. J. Appl. Phys. 105, 061621 (2009)
[4] S. Chakraverty, M. Kawasaki et al. Phys. Rev. B 84, 064436
(2011)

The authors would like to acknowledge the support from DAAD.

Phys. 86, 012505
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Chemical solution deposition of multiferroic La0.7Sr0.3MnO3,
BaTiO3 thin films prepared by ink plotting — eANKE
KircuNER!, MELIS ARIN?, PETRA LoMMENs?, XAVIER GRANADOS?,
SusagNA  Ricarr®, BERNHARD HovrzapreL!, and ISABEL VAN
DriesscHE2 — IFW Dresden, Institute for Metallic Materials,
Helmholtzstr. 20, 01069 Dresden, Germany — 2SCRiPTs, Depart-
ment of Inorganic and Physical Chemistry, Ghent University, Kri-
jgslaan 281 (S3), 9000 Ghent, Belgium — 3Materials Science Insti-
tute of Barcelona, CSIC-ICMAB, Campus Universitat Autonoma de

Barcelona, 08193 Bellaterra, Spain

Ferroelectric BaTiO3 (BTO) as well as ferromagnetic La0.7SrMnO
(LSMO) thin films were prepared by chemical solution deposi-
tion (CSD). Based on these, a multiferroic architecture stack of
La0.7Sr0.3MnO3 / BaTiO3 layers was developed. Aqueous, environ-
mentally friendly precursor solutions were formulated for both materi-
als. These are used for ink plotting on SrTiO3 (100) substrates. Films
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were subjected to a subsequent thermal treatment at the correspond-
ing crystallization temperature. The structural as well as the magnetic
and electric properties are presented. The Curie temperature of the
ferromagnetic LSMO layer with a film thickness of only 60 nm was
determined to 360 K. The magnetization curve indicates a hysteresis
loop with a saturation magnetization above 400 emu/cm3. The ferro-
electric character of the BTO films was demonstrated by polarization
curves.

KR 5.42 Tue 12:15 Poster A
Diffraction Anomalous Fine Structure of Ho2PdSis and
YMn;_¢Fe;O5 — eMELANIE NENTWICH!, MATTHIAS ZSCHORNAK!,
CarsTEN RicuTER'?, and Dirk C. MEeYER! — 1TU Bergakademie
Freiberg, Institut fiir Experimentelle Physik, Leipziger Strafe 23,
09596 Freiberg — 2Hamburger Synchrotronstrahlungslabor HASY-

LAB at DESY

Diffraction Anomalous Fine Structure (DAFS) is a site-selective
method for studying local electronic structures. As an advantage over
X-ray Absorption Fine Structure (XAFS) it is possible to differentiate
between atoms of the same kind but different Wyckoff positions which
is especially useful for site-ordered mixed valence systems. Here, this
method was applied to study the substitution of Mn atoms with Fe on
the octahedral and pyramidal sites in YMny_¢FeOs [2]. Further, the
c—ordering of Pd substitutes on Si sites according to a super structure
proposal from F. Tang et al. [1] was investigated for the intermetallic
compound HoaPdSiz. Theoretical modelling was performed using the
FDMNES code [3]. The measurements of the experimental data have
been carried out at beamline E2 of DESY/HASYLAB Hamburg.

[1] F. Tang et al., Phys. Rev. B 84, 104105 (2011).

[2] F. Wunderlich et al., Phys. Rev. B 82, 014409 (2010).

[3] Y. Joly, Phys. Rev. B 63, 125120-125129 (2001).
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Synthesis and characterisation of BaTiO3 nanopowders and
CoFe;04/BaTiO3; nanocomposites — eYANLING Ga0o, MORAD
ETIER, and Doru C. Lupascu — Institute for Materials Science, Uni-
versity Duisburg-Essen, Universitéitsstrasse 15, 45141 Essen, Germany

Multiferroic materials have drawn much attention, because they dis-
play the coexistence of ferroelectric and magnetic properties. In this
study, we have succeeded in the synthesis and characterization of
the BaTiO3 nanocrystals by the low cost and straightforward auto-
combustion process of amorphous organic precursor. In the follow-
ing, CoFex04/BaTiO3 nanocomposites with core/shell structures were
also obtained by using this process. The particles are systemati-
cally characterized by powder X-ray diffraction (XRD), scanning elec-
tron microscopy (SEM), thermogravimetric, differential thermal anal-
yses (TGA/DTA), and infrared spectroscopy (IR). The XRD results
confirm the presence of both the spinel and the perovskite phases.
The SEM-EDX and the atomic force microscopy (AFM) micrographs
of CoFe204/BaTiO3 show two-phase composite nanostructures of a
cobalt ferrite core coated with a BaTiO3 shell. The weight fraction of
CoFez04 and the size of nanocomposites are the keys to the dielectric
and magnetic properties of CoFe20,4/BaTiO3 nanocomposites.

KR 5.44 Tue 12:15 Poster A
Topology of spin polarization of the 5d states on W(110)

and Al/W(110) surfaces — eArTEM G. RyskiN', E. E.
Krasovskii234  D. MarcHENKO®?, E. V. CaurLkov?46 A,
VarykHALOV?, O. RADER®?, and A. M. SuikiN! — 1St. Petersburg

State University — 2University of the Basque Country, San Sebastian
— 3IKERBASQUE Bilbao — “Donostia International Physics Center
— SHelmholtz-Zentrum Berlin — SMaterials Physics Center, CSIC-
UPV/EHU, San Sebastian

The spin polarization of W(110) and Al/W(110) surfaces is studied
by spin- and angle-resolved photoemission. On both surfaces distinct
E(k”) dispersions are identified with an unusual topology: a singl_e
spectral branch is spin polarized antisymmetrically relative to the I
point, and two spin-polarized branches cross at I'. Based on ab ini-
tio theory coupled with one-step photoemission calculations, we show
that the measured spin polarization is a property of the ground state
and identify the effect as the counterpart of the recently discovered
Rashba-polarized bulk states but with a distinct non-Rashba topol-
ogy. We address also the question of topological protection.

KR 5.45 Tue 12:15 Poster A
STM studies on the ternary topological insulator PbBisTe; —

e ANDREAS EIcH, ALEXANDER AKO KHAJETOORIANS, JULIAN HAGE-
MEISTER, OswALD PieTzscH, JENs WIEBE, and RoLAND WIESEN-
DANGER — Institute of Applied Physics, University of Hamburg,
Jungiusstrasse 11, D-20355 Hamburg, Germany

Topological insulators are a new class of materials with a bulk band gap
like an ordinary insulator but exhibit a gapless surface state where the
spin and momentum are locked. This topological surface state which
results from a combination of spin-orbit interactions and time-reversal
symmetry exhibits exotic spin-dependent transport phenomena at the
surface. Nevertheless, the electronic properties of these surface states
can be influenced by adsorbates. By adding a third component to a
binary topological insulator it is also possible to influence both the
energetic position of the Dirac cone and the surface state localization.
Here we show STM measurements of the structure of a ternary topo-
logical insulator, namely PbBisTe7. It has a hexagonal unit cell and
contains five-layer (5L) and seven-layer (7L)-blocks with the atomic
layer sequence, Te-Bi-Te-Bi-Te (5L) and Te-Bi-Te-Pb-Te-Bi-Te (7L).
Theory predicts that not only the position of the Dirac cone relative
to the Fermi energy is changed but that the surface states are local-
ized in the 7L-block, leading to buried surface-states in the case of a
5L-terminated surface. We review the growth properties of this crystal
and comment on the topological properties of these layers.

KR 5.46 Tue 12:15 Poster A
Bose-Hubbard model on two-dimensional line graphs —
eJOoHANNES MoOTRUK and ANDREAS MIELKE — Institut fiir Theo-
retische Physik, Ruprecht-Karls-Universitdt Heidelberg, Philosophen-
weg 19, D-69120 Heidelberg

We investigate the positive hopping bosonic Hubbard Model on line
graphs of finite 2-connected planar bipartite graphs. The model on
these lattice geometries exhibits flat bands and the single- as well as
many-particle ground states are highly degenerate. Using notions from
graph theory, we are able to give a basis for the space of many-particle
ground states. The particles in these states are localized on vertices
of the line graph which are edges of the original graph belonging to
edge-disjoint cycles. This construction works up to a certain critical
filling factor at which the cycles are close-packed. We rigorously show
the linear independence of these states and prove that they span the
space of many-particle ground states.

Furthermore, we establish that the entropy per lattice site in the
ground state with constant (except critical) filling factor remains fi-
nite in the thermodynamic limit. Some of our findings can be applied
to spin models of quantum antiferromagnets at high fields on the con-
sidered lattices.

KR 5.47 Tue 12:15 Poster A
Growth, Annealing and Characterization of Sr3Fe;O;_; —
eDARREN PEETs!, Jungawa Kim!, ANDREY MAaLJuk!:2, CHENGTIAN
Lin', and BeErnuarRD KeiMER! — 'MPI-FKF, Heisenbergstr. 1, D-
70569 Stuttgart — 2IFW Dresden, Helmholtzstr. 20, D-01069 Dresden

Iron(IV)- and ruthenium(IV)-containing perovskite-related phases
have proven rich in novel physics. SrFeOs_, exhibits a wide variety
of unusual magnetic phases, from five distinct types of helical mag-
netism at x = 0 [1] to a phase with frustrated, disordered Fe*t mo-
ments at x = 0.25 [2]. The Ru-based intergrowth phase SrgRusO7
exhibits metamagnetic quantum critical points in field. However, the
magnetic phase diagram of its Fe** analogue Sr3FesOy_;s remains
largely unexplored. We report the crystal growth, oxygen annealing,
and characterization of large single-crystalline samples of SrzFexO7_s
suitable for neutron diffraction experiments. This work lays the foun-
dation for comprehensive doping-dependent studies of Srz3FeaO-_s’s
magnetic phase diagram and magnetic excitations.

[1] S. Ishiwata et al., Phys. Rev. B 84, 054427 (2011)

[2] M. Schmidt et al., J. Phys.: Condens. Matter 15, 8691 (2003)

[3] R.A. Borzi et al., Science 315, 214 (2007)
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Finite-temperature density-functional theory of the Hubbard
model — eToB1as MULLER and Gustavo PasTor — Universitét
Kassel, Heinrich-Plett-Str. 40, 34132 Kassel

The finite temperature properties of the Hubbard model are investi-
gated in the framework of lattice density-functional theory (LDFT).
The single-particle density matrix v;; with respect to the lattice sites is
considered as the basic variable of the many-body problem. Following
Mermin’s theorem the free energy F'= E—-TS = K+ W —T'S at tem-
perature T is regarded as a functional of v, where K[vy], W[y] and S[v]
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stand for the kinetic-energy, Coulomb-energy and entropy function-
als, respectively. A finite-temperature extension of Levy’s constraint
search approach is formulated. In this framework exact numerical re-
sults for W and S are obtained as a function of the nearest-neighbor
v:; and T for different system sizes at half-band filling. The properties
of these functionals are discussed in some detail. On the basis of this
analysis we propose a simple explicit approximation to W[y] and S[v]
which is relevant to arbitrary lattices. The method is finally applied to
one-dimensional systems and the accuracy of the derived equilibrium
properties is discussed

KR 5.49 Tue 12:15 Poster A
Green function of the single-site full-potential scattering
problem including scalar-relativistic and spin-orbit effects —
eDaviD BAUER, PHIvos MavrRorpouLos, RUDOLF ZELLER, and STE-
FAN BLUGEL — Peter Griinberg Institut and Institute for Advanced
Simulation, Forschungszentrum Jiilich and JARA, D-52425 Jiilich

We present a method for the solution of the scalar-relativistic equa-
tion for a finite-range non-spherical potential and with the option of
including spin-orbit coupling. Our scope is to determine the Green
function for the single-site scattering problem, which is used in the
multiple-scattering Korringa-Kohn-Rostoker Green function method
for electronic structure calculations of impurity atoms embedded in
a crystalline host.

The Green function can be written in a semi-separable form where the
regular and irregular radial solutions of the scalar-relativistic operator
are used. Also the right- and left-hand-side solutions are needed, which
are not necessarily identical and can differ for example when including
spin-orbit coupling as a pertubative term. The radial functions are
calculated by a direct solution of a generalized Lippmann-Schwinger
(LS) integral equation by employing a Chebyshev expansion. To save
computational time, we proceed in a two step approach. First a LS
equation is solved for the spherically symmetric case. The result is used
to determine the Green function of the spherical problem, which in a
second step is used in a new LS equation that includes non-spherical
and spin-orbit terms. The latter has a special structure which allows
a reduction of the computational time.

KR 5.50 Tue 12:15 Poster A
Micromagnetic Simulations of Spin Dynamics in Magnetic
Nanodots — eRoBErRT RuUckriem!, PuiLipp KroNE!, THoMAS
ScHREFL?, and MANFRED ALBRECHT! — Institute of Physics, Chem-
nitz University of Technology, Chemnitz, Germany — 2St. Pdlten

University of Applied Science, St. Pélten, Austria

Micromagnetic simulations were performed to investigate the spin dy-
namics in a single magnetic nanodot varying diameter (50 — 150 nm),
thickness (5—20 nm), saturation magnetization (0.5—2.0 T') and uniax-
ial anisotropy (0— 250 kJ/m3). Using a finite element based three step
simulation technique, the spatial distribution of excited spin waves as
well as their frequency spectra was obtained. The occurring spin wave
modes were identified as edge modes which are strongly influenced by
demagnetizing field effects [1] and center modes which oscillate in the
whole nanodot. By changing the magnetic and geometric parameters of
the nanostructure, the precession frequency can be tuned which is im-
portant for magnetic engineering for instance in the field of microwave
assisted magnetic recording [2].

[1] J. Jorzick, S. O. Demokritov, B. Hillebrands, M. Bailleul, C. Fer-
mon, K. Y. Guslienko, A. N. Slavin, D. V. Berkov and N. L. Gorn,
Phys. Rev. Lett. 88, 047204 (2002)

[2] J.-G. Zhu, X. Zhu, Y. Tang, IEEE Trans. Magn. 44, 125 (2008)

KR 5.51 Tue 12:15 Poster A
Pairs of diverging-converging spin vortices in biquadratically
interlayer exchange coupled elements — eSEBASTIAN WINTZ!,
CHrIsTOPHER BUNCE!, ANja BanHOLZER!, THOMAS STRACHE!,
MicHAEL KORNER!, SiBYLLE GEMMING!, ARTUR ERBE!, JEFFREY
McCorp?, Jora RaaBE3, CHrisToPH QUITMANNS, and JURGEN
FassBENDER! — 1Helmholtz-Zentrum Dresden-Rossendorf, Dresden,
Germany — 2Christian-Albrechts-Universitit zu Kiel, Kiel, Germany
— 3Swiss Light Source, Paul Scherrer Institut, Villigen, Switzerland

Spin structures have been a relevant topic of magnetism research for
many years. In particular, magnetic vortices have attracted much at-
tention, due to their non-trivial topology and the various dynamic
modes they exhibit [1]. A magnetic vortex consists of a planar, flux-
closing magnetization curl that turns out of the plane in the central
nanoscopic core. For a single layer structure, the curl’s radial compo-
nents typically cancel each other out. Recent investigations show that

this holds also true for multilayer vortex systems comprising bilinear
interlayer exchange coupling (IEC) [2]. In this contribution we report
on pairs of diverging-converging spin vortices occurring in biquadrat-
ically coupled systems. Using magnetic x-ray microscopy we directly
observe that the individual vortices of such pairs possess a residual
radial magnetization component. From this VM, # 0, an additional
perpendicular magnetization divergence VM, is analytically deduced.
‘We compare our continuous model with discrete micromagnetic simu-
lations. [1] S.-B. Choe et al., Science 304, 420 (2004). [2] S. Wintz et
al., Appl. Phys. Lett. 98, 232511 (2011).
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Structural, electronic, and magnetic properties of CoO/Ni in-
terfaces — ¢UDO SCHWINGENSCHLOGL, SERGIY GRYTSYUK, and FAB-
rizio Cossu — KAUST, PSE Division, 23955-6900 Thuwal, Kingdom
of Saudi Arabia

We study the CoO/Ni interface. Since the lattice mismatch of Ni with
respect to CoO is about 21% we use a large supercell for our first-
principles calculations, which reduces the lattice mismatch to 0.8%.
We investigate the structural, electronic, and magnetic properties of
two CoO/Ni interfaces: (1) An O layer mediates the coupling between
Ni and Co and (2) direct Ni-Co contact. Our results indicate that the
magnetization is reduced by 19% in the first case, while in the sec-
ond case it increases by 106% as compared to bulk Ni. The magnetic
moments of the Ni atoms are larger if the exchange coupling is me-
diated by O atoms, while for direct contact with the Co atoms they
become smaller than in the bulk. The Co 3d local density of states
of the second interface shows surprisingly small deviations from the
corresponding bulk results, although the first coordination sphere is
no longer octahedral.

KR 5.53 Tue 12:15 Poster A
Exchange-bias effects in Co/YMnOs3 bilayer: Magnetiza-
tion and magneto-transport measurements — eJ. BARzZOLA-
Quiquia, A. Lgssig, C. ZanparLaziNi, G. Bripoux, and P. Es-
QuINAzI — Division of Superconductivity and Magnetism, University
of Leipzig, D-04103 Leipzig, Germany

The exchange bias effects in a bilayer composed by the antiferromag-
netic o-YMnOs3 and ferromagnetic Co thin films have been investigated
through SQUID magnetometry and magneto-transport measurements.
Magnetization hysteresis loops and magneto-transport properties show
pronounced asymmetries in the field and magnetization axis. Both ex-
change bias parameters, the exchange bias field Hg(T') and the magne-
tization shift Mg (T), vanish around the Néel temperature T ~ 45 K.
The magnetization shift is also measured by a shift in the longitudi-
nal and Hall resistances showing a similar temperature dependence
as the one obtained from magnetization measurements. Because the
0-YMnOs3 film is highly insulating, our results demonstrate that the
Mp shift is related to the pinned moments within the ferromagnetic
Co layer at the interface.

KR 5.54 Tue 12:15 Poster A
Perpendicular exchange bias in ferrimagnetic spin valves
— oRaDU ABRUDAN!, ILIE Rapu?, DETLEF ScHmITZ®, HART-
muT ZaBEL!, and Frorin Rapu® — llnstitut fiir Experi-
mentalphysik/Festkorperphysik, Ruhr-Universitdt Bochum, D-44780
Bochum, Germany — 2Radboud University Nijmegen, Institute for
Molecules and Materials, Heyendaalseweg 135, 6525 AJ Nijmegen,The
Netherlands — 3Helmholtz-Zentrum Berlin fiir Materialien und En-

ergie, Albert-Einstein-Strasse 15, 12489 Berlin, Germany

Exchange bias effect refers to the shift of the hysteresis loop of a fer-
romagnet which is in direct contact to an antiferromagnet. For appli-
cations in spintronics a robust and tunable EB effect is required. We
present experimental evidence for perpendicular EB in ferrimagnetic
spin valves in a DyCos/Ta/Fe7¢Gdas prototype trilayer, where the
DyCos alloy plays the role of a hard ferrimagnet and the Fe76Gda4 is
a soft ferrimagnet. Taking advantage of the tunability of the exchange
coupling between the ferrimagnetic layers by means of thickness varia-
tion of an interlayer spacer, we show that perpendicular exchange bias
can be induced with desirable absolute values at room temperature
with no field cooling procedure. Moreover, the shift of the hysteresis
loop can be reversed with relatively low magnetic fields of several hun-
dred Oersteds. This flexibility in controlling a robust perpendicular EB
at room temperature may be of crucial importance for applications.

KR 5.55 Tue 12:15 Poster A

Renormalization of exchange coupling parameters in systems
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with coexisting strong and induced magnetic moments —
ePHIVOos MavrRorouULos, MARrRJANA LEZAIC, GusTav BIHLMAYER, and
STEFAN BLUGEL — Peter Griinberg Institut and Institute for Advanced
Simulation, Forschungszentrum Jiilich and JARA, D-52425 Jiilich

In magnetic systems with coexisting strong and induced (weak) mag-
netic moments, it is often the case that the magnetic excitations change
the direction and magnitude of the weak moments but only the direc-
tion of the strong moments. It is also often the case that the en-
ergy landscape can be parametrised by a quadratic dependence on the
weak-moments magnitude in addition to a Heisenberg expression for
the strong-moments direction. We show that under these conditions
the weak moments can be completely eliminated as degrees of free-
dom in favour of renormalized exchange coupling parameters among
the strong moments. We further show that this renormalization is also
valid at elevated temperatures. The thermodynamic properties (in-
cluding all correlation functions) of the full system, where the strong
and weak moments are independent degrees of freedom, can be derived
from the correlation functions of the renormalized system, where only
the strong moments are accounted for as degrees of freedom. A pre-
requisite for the latter theorem is a quadratic measure in the phase
space of the weak moments. The theorem justifies certain schemes for
the derivation of exchange parameters and can also be of practical use
for reducing the numerical load in calculations.

KR 5.56 Tue 12:15 Poster A
Coupling Single Molecule Magnets to Ferromagnetic
Substrates — ALBERTO Lobr Rizzint!, CornNELIUS KrurLr!,
eTimmorEY Bavrasnov!, JEraLD Kavicu!, AiTor Mucarzal, PITER
MiIEDEMA2, PARDEEP THAKUR®, VIOLETTA SESSI®, SVETLANA
Kryarskava?, Mario RuBen?, SEBASTIAN STEPANOW?, and PIETRO
GaMBARDELLA! — 1ICN, Barcelona, Spain — 2Utrecht University,
Utrecht, The Netherlands — 3ESRF, Grenoble, France — *Institute
of Nanotechnology, KIT, Germany — °Max-Planck-Institut fiir Fes-

tkorperforschung, Stuttgart, Germany

We investigate the interaction of TbPcs single molecule magnets
(SMMs) with ferromagnetic Ni substrates. Using element-resolved x-
ray magnetic circular dichroism, we show that TbPcg couples antiferro-
magnetically to Ni films through ligand-mediated superexchange. This
coupling is strongly anisotropic and can be manipulated by doping the
interface with electron acceptor or donor atoms. We observe that the
relative orientation of the substrate and molecule anisotropy axes criti-
cally affects the SMM magnetic behavior. ThPcy complexes deposited
on perpendicularly magnetized Ni films exhibit enhanced magnetic re-
manence compared to SMMs in the bulk. Contrary to paramagnetic
molecules pinned to a ferromagnetic support layer, we find that TbPca
can be magnetized parallel or antiparallel to the substrate, opening the
possibility to exploit SMMs in spin valve devices.

KR 5.57 Tue 12:15 Poster A
Zero bias anomalies and magnon excitation in tunnel junc-
tions with magnetic and nonmagnetic electrodes — e¢VOLKER
DrewEeLLO, Zo# KucLErR, GUNTER REIss, and ANDY THOMAS —
Universitdt Bielefeld, Fakultdt fiir Physik, Diinne Schichten und
Physik von Nanostrukturen, Universitétsstr. 25, 33615 Bielefeld

In order to understand the tunneling spectra of magnetic tunnel junc-
tions, tunnel junctions are fabricated in which one or both ferromag-
netic electrodes were replaced by non-magnetic metal (tungsten). The
bias dependence of these junctions is investigated with high accuracy
by inelastic electron tunneling spectroscopy. Both types of junctions
exhibit a zero bias anomaly that is different in size and sign compared
to those of magnetic tunnel junctions, that is, junctions with two ferro-
magnetic electrodes. A pronounced difference is also found depending
on the material that the electrons tunnel into, which is attributed to
the excitation of magnons.

KR 5.58 Tue 12:15 Poster A
Electrical characterization of nanoscaled CoFeB|MgO|CoFeB-
based magnetic tunneljunctions (MTJs) for ther-
mal spin-transfer-torque (TST) — eJoHANNES CHRISTIAN
LEUTENANTSMEYER!, MARVIN WALTER!, VLADYSLAV ZBARSKY!,
Patrick PERETZKI?, HENNING SCHUHMANNZ, MICHAEL SEIBT?, and
MARKUS MUNZENBERG! — 1I. Physikalisches Institut, Georg-August-
Universitit Gottingen, 37077 Gottingen — 2IV. Physikalisches Insti-
tut, Georg-August-Universitat Gottingen, 37077 Gottingen

MTJs are of general interest because of their quantum mechanical
properties such as the tunnel-magnetoresistance (TMR), spin-transfer-

torque and the recently measured magneto Seebeck effect.

Here we present the studies about our nanoscaled MTJs. The junc-
tions are grown in UHV at base pressures around 5 x 10710 mbar.
The thin films are deposited by magnetron sputtering (Ta, CoFeB)
and E-Beam evaporation (MgO, Ru). After annealing, the samples
are patterned with bondpads via optical lithography, which enable us
to contact sub-micron-scaled junctions. The MTJ itself is written by
e-beam lithography and etched by argon-ion milling. With a high res-
olution e-beam resist, we reach a junction size of approximately 50 nm.
The smaller junctions require the transition to thinner barriers (down
to 3 monolayers), which we develop for the observation of new phe-
nomena, like the theoretically predicted TST. Characterization shows
TMR of up to 230% and large magneto Seebeck effect.

We gratefully acknowledge the funding of Deutsche Forschungsge-
meinschaft through SFB 602 and SPP SpinCaT.

KR 5.59 Tue 12:15 Poster A
Spin transport and tunnel magnetoresistance of MgO-based
magnetic tunnel junctions with different CoFeB compositions
— oVLADYSLAV ZBARSKY!, MARVIN WALTER!, GERRIT EILERS!,
MARKUS MUNZENBERG!, PaTRICK PERETZKI2, MICHAEL SEIBTZ, and
JoHANNES LEUTENANTSMEYER! — 1I. Phys. Inst., Universitit Got-

tingen, Germany — 2IV. Phys. Inst., Universitit Gottingen, Germany

The optimization of MTJs is necessary for increasing the TMR, and
therefore is very important for the production of MRAM devices. The
quality of the tunnel barrier of our CoFeB/MgO/CoFeB MTJs is essen-
tial for getting high TMR. For this reason we minimized the roughness
of MgO layer on the TMR. Another important parameter which we
could optimize is the choice and preparation of the buffer layer. For
example we compared two sorts of Ta buffer layers: prepared via mag-
netron sputtering and via e-beam evaporation. Already by optimizing
these two parameters we could increase the TMR from 80% to above
220%. The next important step is further optimization of annealing
parameters, because annealing influences the crystallisation behaviour
of our MTJs. In this case, we investigate the influence of the an-
nealing temperatures and annealing duration on the TMR. For the
magneto-Seebeck effect a strong dependence on the choice of CoFeB
composition is theoretically predicted. A change in the composition is
of strong interest since the Fe to Co ratio gradually tunes the Fermi
level by electron doping. In this context, we investigate the behaviour
of TMR and spin transport for different CoFeB alloys.

KR 5.60 Tue 12:15 Poster A
Domain wall dependent magnetoresistance at zero field in
electromigrated ferromagnetic nanocontacts. — eMoHAMAD-
Assaap Mawass!:5, RoBerr M. Rereve!, Jakosa HEIDLER?, JAN
RuENsIUs23, LAURA J. HEYDERMANZ2, REcINA HOFFMANN%, AN-

prE Bisig?3, and Maruias Kriuvi»»?3 — !Johannes Gutenberg-
Universitit Mainz, Mainz, Germany — 2Paul Scherrer Institut, Vil-
ligen, Switzerland — 3Universitdt Konstanz, Konstanz, Germany —

4Physikalisches Institut and DFG-Center for Functional Nanostruc-
tures, Karlsruhe Institute of Technology, Karlsrue, Germany — 5Max-
Planck-Institut fiir Intelligente Systeme, Stuttgart, Germany

Magnetotransport measurements of magnetic nanocontacts have been
studied with the aim to understand the interactions between spin-
polarized charge carriers and magnetization on the nanoscale. Here,
we study the evolution of magnetoresistance (MR) in electromigrated
ferromagnetic break junctions obtained in clean ultra-high vacuum
(UHV) conditions. While previously permalloy (Ni80Fe20) nanocon-
tacts with variable constriction width have been investigated [A. Patra
et al., PRB 82, 134447 (2010)], the question of the influence of the al-
loy nature on the observed MR effects remains. The in-situ controlled
electromigration of notched half ring structures under UHV conditions
for pure Ni and Fe contacts was investigated and similarly large effects
could be observed. In particular, large MR effects at remanence are
found in contacts that approach the atomic limit. Additionally, our
measurements show a sign-change of the MR at low conductance levels
and this is compared to recent theoretical predictions.

KR 5.61 Tue 12:15 Poster A
Anomalous Hall effect as a Fermi surface property —
e ALEXANDER Mook!, Farko PienTkal2, INgRID MERTIGH3, and
PETER ZauN! — lInstitut fiir Physik, Martin-Luther-Universitit,
Von-Seckendorff-Platz 1, D-06120 Halle — 2Max-Planck-Institut fiir
Mikrostrukturphysik, Weinberg 2, D-06120 Halle — 3Fachbereich
Physik, Freie Universitat, D-14195 Berlin

Already Haldane has shown in a seminal paper that the intrinsic
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anomalous Hall conductivity can be expressed as an integral over the
Fermi surface as expected for a Fermi liquid property [1].

The anomalous Hall conductivity can be expressed either by a vol-
ume integral of the occupied states in the Brillouin zone or a Fermi
surface integral with a thorough treatment of the Brillouin zone bound-
aries. We implemented both methods and applied them to a tight-
binding Hamiltonian including exchange splitting and spin-orbit cou-
pling.

Our investigations show that both results agree well. Details of the
integration procedure have to be optimized to obtain a satisfying agree-
ment for cases where avoided band crossings occur close to the Fermi
level. The surface integration replaces the time consuming volume in-
tegration over the Fermi sea [2]. The method is applicable to advanced
ab initio electronic structure schemes which provide besides the band
energies also the Berry curvature.

[1] F. D. M. Haldane, Phys. Rev. Lett. 93, 206602 (2004). [2] M. Grad-
hand, D. V. Fedorov, F. Pientka, P. Zahn, I. Mertig, and B. L. Goyrffy,
Phys. Rev. B 84, 075113 (2011).

KR 5.62 Tue 12:15 Poster A
Structural, electronic and transport properties of platinum-
based chains: an ab initio study — elIrLia Sivkov, Kun Tao, and
VALERI STEPANYUK — Max-Planck-Institut fiir Mikrostrukturphysik
Weinberg 2, D-06120 Halle, Germany

We have investigated the structural, electronic and magnetic proper-
ties of platinum-based chains. Both pure platinum chains and chains
with 3d impurities have been considered. The calculations of these
properties were performed using methods based on the density func-
tional theory.We show that the magnetic anisotropy energy of such
chains strongly depends both on their shape, and on the impuri-
ties involved. Furthermore, transport calculations based on the non-
equilibrium Green’s function formalism have been performed.

KR 5.63 Tue 12:15 Poster A
Magnetic and transport properties of a series of dinuck-
lear Nickel(II) complexes — ¢CrLaUDIA Loosg!, TorsTEN HaHN?,
Jens Korrus!, Jocuen Lacu?, and BerrnoLp Kersting? — 1TU
Bergakademie Freiberg, Fakultdt fiir Chemie und Physik — 2TU
Leipzig, Fakultdt fiir Chemie und Mineralogie

Using first-principle density functional theory (DFT) we examined four
different dinucklear Nickel(IT) complexes [1] in order to obtain the elec-
tronic and magnetic structure with a special focus on spin-dependent
transport through these molecules.

We compare results from different exchange correlation function-
als (PBE/B3LYP) as implemented in two different packages (NRL-
MOL/ORCA). Furthermore we investigate the transport properties of
those complexes using methods of the non equilibrium Green’s function
formalism (NEGF).

[1] Coord. Chem. Rev. 253 (2009) 2244 - 2260

KR 5.64 Tue 12:15 Poster A
Optimization of spin-valve structures for spin-pumping ex-
periments — eCHRISTIAN SwoOBODA, NILS KUHLMANN, ANDREAS
VocEL, Toru MaTsuvaMma, and Guibo MEIER — Institut fiir Ange-
wandte Physik und Zentrum fiir Mikrostrukturforschung, Universitat
Hamburg, Jungiusstrasse 11, 20355 Hamburg, Germany

In recent years, high-frequency phenomena of magnetic nanostructures
have been studied intensively since they are expected to provide new
technological applications as well as fundamental understanding of spin
dynamics. Currently, the combination of magnetization dynamics and
spin transport, the spin-pumping effect [1, 2], is of great interest. First
experimental results including the detection of pure spin currents have
been presented [3]. The aim of our work is to build an all-metal lateral
spin-valve [4], where the spins are injected into an adjacent normal-
metal via a ferromagnet with precessing magnetization at ferromag-
netic resonance (spin-pumping). The lateral spin-valve device enables
to detect and to quantify the pure spin current via a second ferromag-
net. Besides the basic concept of a lateral spin-valve device operated
by spin-pumping, we present a detailed study of the magnetization dy-
namics of the ferromagnetic electrodes. We optimized geometry and
center-to-center distance of the electrodes in order to enhance the spin-
pumping efficiency.

[1] Y. Tserkovnyak et. al., PRL 88, 117601 (2002); [2] A. Brataas
et. al., PRB 66, 060404 (2002); [3] M.V. Costache et. al., PRB 78,
064423 (2008); [4] A. Vogel et. al., APL 94, 122510 (2009)

KR 5.65 Tue 12:15 Poster A

Spin density distribution and Hanle lineshapes of injected
spins into n-GaAs — eBERNHARD ENDREs, Mariusz CIORcA,
RoBERT WAGNER, SEBASTIAN RINGER, MARTIN UTz, DOMINIQUE
BougearDp, DIETER WEIss, CHRISTIAN H. Back, and GUNTHER
BAYrREUTHER — Universitat Regensburg

Spin extraction into a ferromagnetic GaMnAs contact from an n-
GaAs channel across an Esaki diode structure was measured by cross-
sectional imaging of the spin polarization in GaAs [1,2]. The resulting
spin density distribution in the 1 pym thick GaAs channel shows a
strong bias dependence with the maximum polarization at the contact
edge opposite to the maximum charge current. This behavior can-
not be described by a frequently used one-dimensional model whereas
two-dimensional numerical simulations of the electron drift and spin
diffusion reproduce the observed distribution quite well. Even at the
nominally field-free contact edge electron drift must be taken into ac-
count because of the inhomogeneous current density. As a consequence,
if Hanle measurements are fitted with a one-dimensional drift-diffusion
function as usually done they yield spin lifetimes which may strongly
depend on the distance to the contact and the applied bias voltage.
In contrast, a two-dimensional fit including the nonuniform current
density provides spin lifetimes nearly independent of bias and contact
distance. The remaining variations can be explained by electric fields
around the contact area. [1] P. Kotissek et al., Nature Phys. 3, 872
(2007) [2] B. Endres et al., J. Appl. Phys. 109, 07C505 (2011)

KR 5.66 Tue 12:15 Poster A
Fe304/Zn0O: A high-quality magnetic oxide-semiconductor
heterostructure by reactive deposition — eOzan KiriLmaz!,
SEBASTIAN BRrRUck!:2, Markus Paur!, ANDrREAs MULLER!, EBER-
HARD GoErrING3, Jo VErBEEck?, HE Tian?, MicHAEL SiNG!,
and RaLpH CLAEsSEN! — lExperimentelle Physik 4, Universitit
Wiirzburg, D-97074 Wiirzburg, Germany — 2University of New South
Wales, School of Physics, Sydney NSW 2052, Australia — 3Max
Planck Institute for Intelligent Systems, D-70569 Stuttgart, Germany
— “4Electron Microscopy for Materials Science, University of Antwerp,
2020 Antwerp, Belgium

Magnetite (Fe3Oy4) is ranked among the most promising materials to
be used as a spin injector into a semiconducting host. We demon-
strate epitaxial growth of Fe3Oy4 films on ZnO which presents a fur-
ther step for polarized spin injection into semiconductors. Regard-
ing volume properties of the films, X-ray photoelectron spectroscopy
evidences that the iron-oxide is phase-pure and stoichiometric mag-
netite. Diffraction measurements indicate highly oriented epitaxy and
complete structural relaxation. The magnetic behavior shows a slow
approach to saturation at high fields in comparison with bulk crys-
tals. The typical (111) surface structure of FezOy4 is observed already
at the early growth stage. Due to island growth, domain boundaries
form upon coalescence of the islands. The island growth enables partial
relaxation of the misfit strain. X-ray resonant magnetic reflectometry
reveals that only the very first monolayers of Fe3O4 at the interface
exhibit a reduced magnetization, presumably related to the presence
of the ZnO substrate.

KR 5.67 Tue 12:15 Poster A
Spin Injection and Spin Transport in Zinc Oxide — e MATTHIAS
ArLTHAMMER, Eva-MARrIA KARRER-MULLER, SEBAsTIAN T. B.
GOENNENWEIN, MaTTHIAS OPEL, and RubpoLF Gross — Walther-
Meifiner-Institut, Bayerische Akademie der Wissenschaften, Garching

The wide bandgap semiconductor zinc oxide is interesting for semicon-
ductor spintronics because of its small spin-orbit coupling implying
a large spin coherence length. We investigate the injection, trans-
port, and detection of spin-polarized charge carriers in ZnO utiliz-
ing all-electrical, vertical spin valve devices with ferromagnetic elec-
trodes. Using pulsed laser deposition and electron-beam evaporation,
we fabricated epitaxial multilayers of TiN/Co/ZnO/Ni/Au on (0001)-
oriented AloO3 substrates with different thicknesses of the ZnO spacer
layer ranging from 5nm to 100nm. The multilayers were patterned
into vertical mesa structures with junction areas between 100 pm? and
400 um?. Magnetotransport measurements show a clear spin valve be-
havior. The switching fields correspond to the coercive fields of the
ferromagnetic layers as determined by SQUID magnetometry. For a
ZnO thickness of 15nm, the magnetoresistance (MR) increases from
0.8% at 200K to 8.5% at 1.8 K. We analyze the maximum MR at low
temperatures as a function of the ZnO thickness in the framework of
a two spin channel model with a spin-dependent interface resistance
and obtain a spin drift length for ZnO of 14.3nm.

This work was supported by the Deutsche Forschungsgemeinschaft
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via SPP 1285 (project no. GR 1132/14).

KR 5.68 Tue 12:15 Poster A
Spindynamics of microstructured permalloy systems — eSVEN
STIENEN!, RALF MECKENSTOCK!, JURGEN LINDNER!, NATHALIE
Reckirs!, Kar WagNER!, FLoriaN ROMER!, ZueEnc Duan?, and
MicHAEL FARLE! — 1Universitit Duisburg-Essen, Fakultét fiir Physik
and CeNIDE, Lotharstrake 1, 47057 Duisburg — 2University of Cali-

fornia, Department of Physics and Astronomy, Irvine, USA

We model a ferromagnetic resonance (FMR) measurement by micro-
magnetic simulations using the 3D Object Orientated Micromagnetic
Framework (OOMMTF) code to investigate spinwave modes in permal-
loy (Py) microstripes. Dispersion relations (3-12GHz) were calculated
with different directions (0°/90°) of the external magnetic field (0-
400mT) applied in the sample plane. The major magnetic anisotropy
in the Py-stripe is the demagnetisation field. The simulations allow the
visualization and identification of the excitations in the time and space
domain. Quasi uniform, edge and not-aligned modes are observed.
The simulations were compared with the FMR results obtained by
anisotropic magneto resistance|[1]. The position and shape of all modes
can be explained by specific aspects of the demagnetisation field and
are in qualitativly good agreement with simulations. This work has
been supported by the Deutsche Forschungsgemeinschaft (DFG) via
SFB 491.
[1]A. Banholzer et al, Nanotechnology, 22,(2011) 295713

KR 5.69 Tue 12:15 Poster A
Imaging of magnetisation dynamics of coupled vor-

tices in trilayer systems — eANJA BANHOLZER!, SEBASTIAN

WinTz!, CHrisTOPHER BuUNce!, Thomas STRACHE!, MICHAEL

KOrRNER!, ArRrHUR ERBE!, ALEKSANDR Puzic?, Jorc RAABEZ,
CurisTorH QuiTMANN?, KiLiaN LeNnz!, and JURGEN FASSBENDER!
— Helmholtz-Zentrum Dresden-Rossendorf, 01314 Dresden, Germany

— 2Paul Scherrer Institut, 5232 Villigen, Switzerland

Magnetic vortices recently gained interest as potential storage media.
Different control methods are used to manipulate the vortex states. We
now use scanning transmission x-ray microscopy (STXM) to image the
magnetic configurations within the different layers of a Co/Cu/NiFe
trilayer system. The dominant coupling mechanisms here are the
magneto-dipolar interaction and interlayer exchange coupling. The
corresponding magnetization configurations under a static magnetic
field, as well as ac magnetic fields are investigated. The emerging mo-
tion of the core is tunable by the amplitude and frequency of the field.
The interactions of the two cores and their individual resonance fre-
quencies are studied. This implies a corresponding resistance change
of different configurations at different magnetic fields and currents as
well as the displacement of the core.

KR 5.70 Tue 12:15 Poster A
Oersted field contribution on the magnetic vortex core
dynamics probed by homodyne detection — eJUNE-SEO
K% MarTIN STARk!, MaTHIAS KLAUI''S, FLORIAN KRONASTZ,
RovranDp MarTrEIS?, CHRISTIAN ULysse?, and GiaNcaRLo Famnr® —
IFachbereich Physik, Universitit Konstanz, Universititsstr. 10, D-
78457 Konstanz, Germany — 2Helmholtz-Zentrum Berlin fiir Materi-
alien und Energie GmbH, Berlin, Germany — 3Institut fiir Photonische
Technologien e.V., Jena, Germany — *Phynano Team, Laboratoire
de Photonique et de Nanostructures, CNRS, Marcoussis, France —
5Institut fiir Physik, Johanes Gutenberg-Universitét Mainz, D-55099,
Mainz, Germany

When injecting spin-polarized currents into magnetic discs, both spin
torque and Oersted fields can manipulate magnetic vortex structures.
The Oersted field contribution due to the inhomogeneous current dis-
tribution in the magnetic vortex core structure is experimentally de-
termined by using a homodyne detection scheme. We find that the
amplitude of the vortex core gyration increases for vortices located
close to the current injection contacts due to the enhancement of the
Oersted field contribution. From systematic phase measurements as a
function of microwave frequency, two remarkable phenomena are ob-
served: (i) the trajectory of the vortex core gyration is distorted by the
interaction with the disc edge leading to non-linear oscillations (ii) the
interplay between spin torque and Oersted field depends sensitively on
the exact vortex core position.

KR 5.71 Tue 12:15 Poster A
Ultrafast, layer-selective dynamics of interlayer exchange-

coupled Fe-Ru-Ni-trilayers — eDeNNIS RupovLr!, Parrik

GrycHTOL!, RomMaN Apam!, BastiaN HELLER!, MOoRITZ

ProTziNg!, CHRIsTIAN WEIER!, CLAUS M. ScHNEIDER!, CHAN La-
O-VorakiaT?, EMRAH TurcuT2, HENRY C. KAPTEYNZ, MARGARET
M. MURNANE?, STEFAN MATHIASS, MARTIN AESCHLIMANNS, JUSTIN
M. Suaw?, Hans Nembacu?, and Thomas J. Siva? — 1Peter
Griinberg Institut, PGI-6, Research Center Jiilich, 52425, Jilich, Ger-
many — 2Department of Physics and JILA, University of Colorado,
Boulder, Colorado 80309-0440, USA — 3University of Kaiserslautern
and Research Center OPTIMAS, 66606, Kaiserslautern, Germany
— “Electromagnetics Division, National Institute of Standards and
Technology, Boulder, Colorado, 80305-3328, USA

Using ultrafast light pulses of laser-generated high harmonics between
20 eV and 70 eV, we investigated static and dynamic properties of
interlayer exchange-coupled thin Fe-Ru-Ni-trilayers with varying Ru
thickness. In the static case we observed layer-selective switching of
Fe- and Ni-layers. We studied the magnetization dynamics on the fs-
timescale using a pump-probe technique with 1,5 eV-pump and high
harmonics-probe and observed layer-selective dynamics of Fe- and Ni-
layers at the M absorpion edges (54 €V for Fe and 66 €V for Ni). A
comparison of the demagnetization times for parallel and antiparallel
magnetization alignment of the Fe- and Ni-layers provides insight into
the role of exchange interaction and spin transport in femtomagnetism.

KR 5.72 Tue 12:15 Poster A

Element-resolved Ultrafast Spin Dynamics in Multi-
component Ferromagnets and Ferrimagnets — eANDREA
EscHeENLoHRY, ILIE Rapul2, CHrisTiAN StTaMM!, KaDIR

VaHAPLARZ, TorsTEN KacHeL!, Niko PonTtius!, RoLF MiTzNER!,

KArRsTEN HorLpack!, ALEXANDER FonLIscH!, FLoOrRIN Rapul,

Ricuarp F. L. Evans3, Tuomas A. OsTLER®, JOHAN MENTINKZ,
Roy W. CuANTRELL?, ARATA Tsukamoro®®, Axrvosur ITou?,
ANDREI KIrRiLyuk?, ALexey V. KiMmeL?, and THeEo RasiNng? —
1Helmholtz Zentrum Berlin fiir Materialien und Energie GmbH,
Germany — 2Radboud University Nijmegen, The Netherlands —
3University of York, UK — %Nihon University, Chiba, Japan —
5Japan Science and Technology Agency, Saitama, Japan

With 100 fs soft x-ray pulses generated by the Femtoslicing facility
at the BESSY II storage ring we measure element-resolved transient
x-ray magnetic circular dichroism in ferromagnetic NiFe alloys, as well
as ferrimagnetic GdFeCo alloy after laser excitation. We find time con-
stants of demagnetization that are not only different for each magnetic
sublattice in our alloy samples, but also different from the time con-
stants found for respective pure element samples. Supported by phe-
nomenological considerations and atomistic simulations we conclude
that sub-picosecond magnetization dynamics is sensitive to both the
magnetic moment and exchange interaction between the sublattices in
multi-component magnets.

KR 5.73 Tue 12:15 Poster A
Gyration of magnetic vortices in anharmonic potentials
— @CHRISTIAN ADOLFF, MICHAEL MARTENS, THOMAS KAMIONKA,
UrricH MEeRkT, and Guipo MEIER — Institut fiir Angewandte
Physik und Zentrum fiir Mikrostrukturforschung, Universitat Ham-
burg, Jungiustr. 11, 20355 Hamburg, Germany

Magnetic vortices inherently form in soft ferromagnetic thin-film ele-
ments. They can be described as quasiparticles in confining potentials
with eigenfrequencies in the sub-gigahertz range [1, 2]. We investi-
gate the excitation of magnetic vortices in permalloy squares with side
lengths of up to five micrometers. Strongly excited vortex cores move
near to the edges of the squares where significant deviations from a
parabolic potential occur. Analyzing the eigenfrequency of the vortex
for different geometries, i.e. side lengths and thicknesses, gives insight
into isotropic and anisotropic terms of the potential. These are stud-
ied by means of ferromagnetic resonance spectroscopy, micromagnetic
simulations and analytical calculations.

(1] A. Thiele, J. Appl. Phys. 45, 377 (1974)

[2] B. Kriiger et al., Phys. Rev. B 76, 224426 (2007)
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Magnetization dynamics in Ni on the picosecond timescale —
eMAaRTIN LiTTICcH!, JAKOB WALOWSKI!, ANDREAS MANN!, MARKUS
MUNzENBERG!, UNal ATxiTia2, and OksaNA CHUBYKALO-FESENKO?2
— 1. Physikalisches Institut, Universitit Gottingen — 2Instituto de
Ciencia de Materiales de Madrid

Magnetization dynamics of polycrystalline nickel films are measured
using the all-optical pump-probe technique for various pump pulse
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fluences. The parallel treatment of photons, electrons, phonons and
magnetic correlations of the system amounts a challenge to the micro-
scopic theoretical description. At the same time different length and
time scales are involved.

We investigate the influence of hot electrons on the relative demag-
netization. Performing the experiment for different pump fluences, we
measure a higher relative demagnetization at higher fluences. These
results are compared to simulations with the Landau-Lifshitz-Bloch
equation, which is based on a thermal model, and featured by the con-
sideration of two electron temperature dependent relaxation times 7
and 7). The electron temperature needed as input for the simulations
is extracted from experiments.

KR 5.75 Tue 12:15 Poster A
Ultrafast Demagnetization Dynamics in Ni;_,Pd, alloys —
eMoriTz PLoTZING!, PATRIK GRycHTOL!, RoMAN Apam!, CLAUS
M. ScuNEDER', Hans NeEmBacu2?, JusTIN SHaw?, Tom Siva2,
OLIvVER ScuMITT?, DANIEL STEIL?, MiRKO CINCHETTI®, and MARTIN
ArscHLIMANN® — 1Peter Griinberg Institut, PGI-6, Research Cen-
ter Jiilich, 52425, Jiilich, Germany — 2Electromagnetics Division,
National Institute of Standards and Technology, Boulder, Colorado
80305-3328, USA — 3University of Kaiserslautern and Research Cen-
ter OPTIMAS, 67663, Kaiserslautern, Germany

In the presented work, we investigated alloys of Ni and Pd with vary-
ing mixing ratios focusing on the magnetization dynamics on different
timescales. For this purpose, we characterized the samples using a
vibrating sample magnetometer and ferromagnetic resonance in order
to determine the Curie temperature T and the picosecond dynamics,
respectively. The latter is described by the Gilbert damping parame-
ter . Both quantities depend strongly on the stoichiometry and can
be tuned very precisely over a wide range by changing the Pd concen-
tration. Additionally, we carried out a thorough investigation of the
laser-induced demagnetization time 7p; on the femtosecond timescale
employing a time-resolved MOKE setup. According to the theoreti-
cal model published in [1], the dynamics on both timescales is related
and the proportionality is mainly defined by 7. Using the measured
values for o and 7)s, we study the applicability of the theory for a
ferromagnetic d-alloy and consequently the underlying fundamental
processes.
[1] Koopmans et al., Phys. Rev. Lett. 95, 267207 (2005)

KR 5.76 Tue 12:15 Poster A
Ultrafast magnetization dynamics of FePt:Cu — eDANIEL
StriL', SABINE ALEBRAND!, OrivER Scumitrt!, MIRKO
CINCHETTI', MARTIN AESCHLIMANN', FABIAN GaNss?, CHRISTOPH
BroMBACHER?, and MANFRED ALBRECHT? — ! Department of Physics
and Research Center OPTIMAS, University of Kaiserslautern, 67663
Kaiserslautern, Germany — 2Institute of Physics, Chemnitz Univer-

sity of Chemnitz, 09107 Chemnitz, Germany

L1p ordered FePt compounds with out of plane anisotropy are one fu-
ture candidate as a storage layer for the next generation of hard disc
drives, due to their very high anisotropy energy. As these compounds
typically have very high coercivity, they are best used in combination
with heat assisted recording (HAMR) [1]. We have studied the demag-
netization dynamics in the alloy system FePt:Cu following impulsive
laser excitation. In particular we also investigated the helicity depen-
dence of the magnetization dynamics. By adding copper to FePt it
is possible to tune anisotropy and Curie temperature, which allows
to study the influence of both parameters on magnetization dynamics.
We find a fast and strong demagnetization for all sample compositions,
leading to a long lasting multidomain state for high enough excitation
fluences in remanence. Additionally we observe a small influence of
light helicity on the magnetization dynamics for at least one of the
samples, whose origin will be discussed.

Funding by the EU within the FP7 project UltraMagnetron is kindly
acknowledged.

[1] D. Weller et al., Annu. Rev. Mater. Sci. 30, 611-644 (2000)

KR 5.77 Tue 12:15 Poster A
Angular and Temperature dependent Ferromagnetic Reso-
nance (FMR) measurements on FeRh thin films — eEpuARrRDO
Mancini, FeEDErRIcO PRrEssacco, MAarkus HARTINGER, GEORG
WoLTERSDORF, and CHRISTIAN Back — Institut fiir Experi-
mentelle und Angewandte Physik, Universitdt Regensburg, Regens-
burg, Deutschland

We report the results of FMR investigations performed on
Feo.5Rho.5(30 nm)/MgO below and above the critical temperature

(around 400 K) at which the magnetic order changes from the
antiferromagnetic- to the ferromagnetic phase. From these measure-
ments we extract the amplitude, the position and the linewidth of the
resonance line. For the amplitude the heating and cooling branches
display the hysterestic behavior which is expected for this material
with a difference in their critical temperatures of about 10 K. In the
ferromagnetic phase (T=450 K), we observe an easy plane anisotropy
for the magnetization from the analysis of the resonance position as
a function of the external field orientation. From the linewidth of the
resonance we extract the damping of the magnetization and discuss its
temperature dependence in the neighborhood of the critical tempera-
ture.

KR 5.78 Tue 12:15 Poster A
Time-resolved Scanning-Kerr-Microscope on Rolled-Up-
Ferromagnetic-Microstructures — e DANIEL MELLEM, SEBASTIAN
MANSsFELD, JAN-NIkLAS ToEeDT, FELIX BALHORN, LENNARD MoOLD-
ENHAUER, WOLFGANG HANSEN, DETLEF HEITMANN, and STEFAN
MENDACH — Institut fiir Angewandte Physik, Jungiusstr. 11, D-20355
Hamburg

Our time-resolved Scanning-Kerr-Microscope (TR-SKM) [1] is used to
directly image propagating spin waves. We introduce the working prin-
ciple of our Microscope and present first measurements of spin waves
in rolled-up ferromagnetic structures, which were recently introduced
as a novel type of flexible spin wave resonator by our group [2].

We gratefully acknowledge support by the DFG via SFB668 and
GrK 1286.

[1] S. Mansfeld et al., Physical Review Letters, in press (2011)

[2] F. Balhorn et al. PRL 104, 037205, 2010
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Spin-Wave Confinement in Rolled-Up Permalloy Nano-
Stripes in Various Magnetization Configurations — e LENNART
MOLDENHAUER, FELIXx BALHORN, DANIEL MELLEM, SEBASTIAN
MANSFELD, WoLFGANG HANSEN, DETLEF HEITMANN, and STE-
FAN MENDACH — Institut fiir Angewandte Physik und Zentrum fiir
Mikrostrukturforschung, Universitdat Hamburg, Jungiustr. 11, 20355
Hamburg, Germany

A variety of planar systems consisting of magnetic nano- and micro-
stripes have recently been investigated in terms of their magneto-
dynamic behavior [1]. Using the concept of self-rolling strained layers
[2] we realized rolled-up Permalloy (Py) stripes.

We studied the spin-wave behavior in these three dimensional self-
organized structures in different magnetic configurations and for vary-
ing geometrical stripe parameters via broadband microwave absorption
spectroscopy. We discuss our measurements in terms of azimuthal and
axial spin-wave confinement. We compare our results to previous ex-
periments on planar stripes and rolled-up films [3].

[1] J. Topp et al., PRB 78, 024431 (2008); [2] V. Y. Prinz et al.,
Physica E 6, 828-831 (2000); [3] F. Balhorn et al., PRL 104, 037205
(2010)
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Pontius!, Curistopn TraBANT!:2, ENRICO ScHIERLE!, Eu-
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LaNGeHEINE!, RoLF MiTzNER!, GUNTHER SPRINGHOLz3, and
KarsTEN Hovrrpack! — !Helmholtz-Zentrum Berlin — 211
Physikalisches Institut, Universitit zu Koln — 3Institut fiir Halbleit-

erphysik, Johannes Kepler Universitat, Linz, Austria

1

Ultrafast control of magnetic materials and structures are a key prereq-
uisite for developing advanced magnetic storage devices with increased
speed and decreased dimensions. To this end, investigations of confined
magnetic structures behaviour apart from equilibrium with sufficient
spatial and temporal resolution under as defined conditions as possible
are essential.

Here we investigate the fs temporal non-equilibrium evolution of the
antiferromagnetic (AFM) order in EuTe thin films through resonant
soft x-ray diffraction after laser excitation. Momentum resolved scans
across the Bragg reflection provide information on the thin film mag-
netic profile evolution during the ultrafast quenching and recovery of
the AFM order. They reveal that the magnetic profile is modified in
a completely different way than for elevated temperatures in thermal
equilibrium. Since the AFM structure of EuTe sensitively depends on
the ionic distances, this study also provides new information on the
interplay between structural and magnetic degrees of freedom. The
measurements were performed at the FemtoSPEX facility at the HZB.
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KR 5.81 Tue 12:15 Poster A
Temperature dependence of the magnon dispersion rela-
tion in low-dimensional transition-metal systems: A first-
principles investigation — eWAaALDEMAR TOws and Gustavo M.
PasTor — Universitat Kassel, Heinrich-Plett-Str. 40, 34132 Kassel

The influence of Stoner excitations on the spin-wave spectrum of one-
and two-dimensional 3d transition metals has been investigated. The
physical situations represented by the Stoner excitations correspond
to extreme nonequilibrium states, which can be induced by strong
ultrashort laser pulses. In this work we quantify to what extent an
important increase of the electronic temperature T, describing Stoner
excitations affects the stability of magnetism within the metal. For
this purpose, we perform numerical calculations in the framework of
ab initio density-functional theory with a generalized gradient approx-
imation to the exchange and correlation energy. The free energy of
frozen-magnon states as a function of spin-wave vector ¢ and T, have
been systematically studied for V, Fe, Co and Ni wires and monolay-
ers with various nearest-neighbor distances. First of all, we demon-
strate that the local magnetic moments are extremely stable even at
temperatures T much larger than the Curie temperature Tc. The
Te-dependence of the magnetic couplings between the local moments
is quantified by fitting the effective exchange couplings J;; to the free-
energy dispersion relation in the framework of a classical spin model.
One actually finds that electronic temperatures T, well above T are
needed to change the nature of the magnetic order within the metal.
The consequences for the theory of laser-induced magnetization dy-
namics are discussed.

KR 5.82 Tue 12:15 Poster A
Time Resolved Scanning Kerr Microscopy of Structures in
thin ferromagnetic Films — eJan-NikrLas TOEDT, SEBASTIAN
MAaNsFELD, JEsco Toprp, Kim MARTENS, DANIEL MELLEM, WOLF-
GANG HanseN, DETLEF HEITMAN, and STEFAN MENDACH — Institute
of Applied Physics, University of Hamburg

We study the behavior of planar Damon-Eshbach spin-waves in thin
structured ferromagnetic films utilizing time resolved scanning Kerr
microscopy (TR-SKM) [1]. We have investigated spin waves incident
on a range of structures including gratings, double slits and modulated
films. We show that the underlying physics can be explained by the
anisotropy of the dispersion relation leading, e.g., to sub wavelength
imaging |2, 3.

We gratefully acknowledge support by the DFG via SFB 668, SFB
508, GrK 1286, and by the City of Hamburg via the Cluster of Excel-
lence Nano-Spintronics.

[1] Freeman et al., Journal of Applied Physics 79, 5898 (1996); (2]
Liu et al., Science 315, 1686 (2007); [3] Mansfeld et al., Physical Re-
view Letters, in press (2011) - arXiv:1108.5883v1

KR 5.83 Tue 12:15 Poster A
Field-induced magnetization dynamics in dot patterned
CoB/Pt multilayer structures — eoF. Burrnerb234  C.
MovuTtaris?3, A. Bisich2:3:6 C.M. GonTER?, J. GEILHUFE®, M.
SceNEIDER?, C. v. KORFF ScHMIESING?, M. HANTSCHMANN?,
M. Riemeier?, J. Mouantv?, S. Scuarrerr?, J. FRANKEN?, R.
Lavrisen’, H. J. M. SwagTen’, H. Stor.®, M. WEIcanp®8, M.
Kriuvrh2:3:6 and S. Eiserrrr®® — 1Uni Mainz, 55128 Mainz, Ger-
many — 2PSI, 5232 Villigen, Switzerland — 3EPF Lausanne, 1015
Lausanne, Switzerland — #TU Berlin, 10623 Berlin, Germany —
SHZB, 12489 Berlin, Germany — %Uni Konstanz, 78457 Konstanz,
Germany — ‘TU Eindhoven, 5612 AZ Eindhoven, Netherlands —
8MPI fiir Metallforschung, 70569 Stuttgart, Germany

The controlled movement of nanometer sized magnetic domains on the
(sub-) nanosecond time scale is of key importance for the development
of new magnetic devices in storage and computing technology. While
magnetization dynamics in in-plane magnetized materials has been in-
tensely studied, domain sizes are too large for most state-of-the-art
applications. In out-of-plane materials, however, we find narrow do-
mains and domain walls, but these are much more sensitive to local pin-
ning, thus making controlled displacements extremely challenging. We
present here high resolution magnetic images of low pinning CoB/Pt
multilayer structures and demonstrate the suitability of this material
for controlled and reproducible field-induced dynamics of the magnetic
domains on the nanosecond time scale.

KR 5.84 Tue 12:15 Poster A
Spin-wave tunneling through a mechanical gap in mi-
crostructured NigjFejg-stripes — eTHOMAS LANGNERl, BJiorN

OBRy!, PHiLIPP P1RrO!, THOMAS BRACHER 2

2 KaTrIN Voarh?2,
Brirta LEVEN!, and Burkarp HirLLeBranps! — 1TU Kaiser-
slautern, Fachbereich Physik and Forschungszentrum OPTIMAS,
Erwin-Schrédinger-Str. 56, 67663 Kaiserslautern — 2Graduate School
Materials Science in Mainz, Gottlieb-Daimler-Strafte 47, 67663 Kaiser-

slautern

1,

The manipulation of the propagation properties of spin waves is of high
importance to develop systems that can transport information using
the spin wave as information carrier. One way to manipulate these
properties is the use of magnetic tunnel barriers. We investigated the
tunneling of spin waves through a mechanical gap in microstructured
stripes made of NigjFejg. The focus of this work is on the inves-
tigation of the transmission of spin waves with varying wavelengths
through a tunnel barrier with respect to the position of the gap. It is
shown that quantization effects play an important role in the trans-
mission behavior of tunneling spin waves in microscaled systems. The
region between the excitation antenna and the gap acts as a spin-wave
resonator. It has a large influence not only on the excitation proper-
ties but also on the transmission characteristics. We present Brillouin
light scattering microscopy measurements revealing a strong influence
of pinning effects of standing spin-wave modes inside this resonator on
the tunneling efficiency.

KR 5.85 Tue 12:15 Poster A

Spin-wave logic elements based on ferromagnetic micro-

structures — oJAN WEeSTERMANN!, PuiLipp Pirro!, THoMAS
BrAcHER!2, BiorN OBRy!, Karrin Voat!:2, Roranp Nesl,
Brirta LeVEN!, and BURKARD HiLLEBRANDs! — !Fachbereich

Physik and Landesforschungszentrum OPTIMAS, TU Kaiserslautern,
67663 Kaiserslautern, Germany — 2Graduate School Material Science
in Mainz, 67663 Kaiserslautern, Germany

The investigation of propagating spin waves in micron-sized metallic
ferromagnetic structures is subject of different experimental studies
due to their potential application in spin-wave logic devices. Using
the amplitude and the phase of the spin waves, these devices may pro-
vide outstanding performance, especially when operated with multiple
frequencies.

We present micro-magnetic simulations focused on the feasibility of
micro-structured spin-wave logic elements as well as an experimental
investigation of short wavelength spin waves. The controlled excitation
and the propagation of those spin waves is essential for efficiently work-
ing spin-wave logic elements. To analyze the excitation spectrum we
use phase resolved Brillouin Light Scattering Microscopy to observe the
spin waves in single micro-structures. For these experiments, we excite
spin waves using different kinds of microwave antennas which show ge-
ometry dependent excitation spectra. Our experimental and numeric
investigations show that magnetic micro-structures are promising can-
didates for wave-logic based elements. Financial support by Carl-Zeiss-
Foundation, MAINZ and DFG is gratefully acknowledged.

KR 5.86 Tue 12:15 Poster A
Quantitative modeling of elastically driven ferromagnetic res-
onance — eMATTHIAS PERNPEINTNER!, MATHIAS WEILER!, LUKAS
DreHER?, Hans HuesL!, CurisTiaN HEec!, RupoLr Gross!, MAR-
TIN S. BRANDT2, and SEBASTIAN T. B. GOoENNENWEIN! — Walther-
Meifiner-Institut, Bayerische Akademie der Wissenschaften, 85748
Garching, Germany — 2Walter Schottky Institut, Technische Univer-
sitdt Miinchen, 85748 Garching, Germany

In conventional ferromagnetic resonance (FMR) experiments, an exter-
nal radio frequency magnetic field drives the magnetization precession.
Recently, it has been shown that FMR can be excited all elastically by
means of coherent phonons [1]. In this acoustically driven FMR, the
magnetoelastic coupling of surface acoustic waves (SAW) in the GHz
frequency range with a thin ferromagnetic film is exploited.

Here we show that acoustically driven FMR can be phenomenolog-
ically modeled using a modified Landau-Lifshitz-Gilbert approach in
which the SAW induces an internal, virtual magnetic driving field. In
a quantitative analysis, the magnetization dynamics are calculated as
a function of external magnetic field magnitude and orientation. Full
quantitative agreement of this simulation and SAW transmission ex-
periments performed in a Ni/LiNbOs hybrid device is shown, using a
set of parameters consistent with literature data.

This opens the path for further experimental studies of resonant
magnon-phonon coupling and acoustic spin current generation using
elastically driven magnetization dynamics.

[1] M. Weiler et al., Phys. Rev. Lett. 106, 117601 (2011).
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KR 5.87 Tue 12:15 Poster A

Microscopic magnetic structuring of spin-wave wave- guides
by ion implantation in a NigjFej9 layer — eTHOMAS
MEeYER', BiorN OBry!, PuiLipp Pirro!, THoMAs BRACHERD?Z,
Roranp NeB!, Juria OsTeEn®, THOMAS STRACHE®, JURGEN
FassBENDER®, and BURKARD HILLEBRANDs! — !FB Physik and Lan-
desforschungszentrum OPTIMAS, TU Kaiserslautern, 67663 Kaiser-
slautern, Germany — 2Graduate School Materials Science in Mainz,
67663 Kaiserslautern, Germany — 3Institut fiir lonenstrahlphysik und
Materialforschung, Helmholtz-Zentrum Dresden-Rossendorf, 01328

Dresden, Germany

Ton implantation of ferromagnetic films has proven to be a promis-
ing tool for the fabrication of fully planar samples with a microscopic
magnetic substructure. A waveguide-like propagation of spin waves in
a NigiFejg film which was locally patterned by ion implatation could
be observed. The investigations have been performed using Brillouin
light scattering microscopy on samples patterned with varying ion flu-
ences. Further investigations on the coupling behaviour of two parallel
stripes in this fully planar structures have been performed. The pre-
sented fabrication technique of spin-wave waveguides provides much
lower stray fields and better heat conduction. Especially the latter is a
matter of interest when the objects are exposed to intense microwave
fields (excitation of spin waves) or investigated by laser spectroscopy
like Brillouin light scattering. Financial support by the DFG (GRK
792) is gratefully acknowledged.

KR 5.88 Tue 12:15 Poster A
Thermally modulated ferromagnetic resonance in pla-
nar microresonator — ePucHoNne Kuamnassuk!:2, CHRis-
TIAN ScHOPPNER!, SVEN STiENEN!, DEeTLEF SpoppIG!, RALF
MeckensTock!, and Joser PELzL?2 — !Universitit Duisburg-Essen,
Standort Duisburg, Institut fiir Physik und CeNIDE, AG Farle,
Lotharstr. 1, 47048 Duisburg — 2Institute of Experimental Physics,

Ruhr University Bochum

A novel approach based on the combination of two scanning thermal
near field techniques: the thermally modulated ferromagnetic reso-
nance (FMR) by the probe of a scanning thermal wave microscope
and the 3w-signal from the same thermal probe. The simultaneous
detection of the thermally modulated microwave absorption and of
the 3w-response of the nano-probe offers a means to control the ther-
mal contact between probe and sample. To enhance the sensitivity of
the FMR detection for the single 30nm x 30nm x 30nm ferromagnetic
Heusler alloy NigsMng7In13Cos, we have designed a microresonator
setup. The constant amplitude microwave field is generated inside the
resonator at the position of the sample at a fixed frequency 14GHz.
To observe the FMR we apply the fixed external magnetic field and
modulate the sample temperature by joule heating from the probe.
With the microresonator we demonstrate the detection of FMR of a
single nano-sized cube.

KR 5.89 Tue 12:15 Poster A

Broadband Electron Spin Resonance Experiments using su-
perconducting Coplanar Waveguides — eConraD Crauss!,

DaNIEL BoTHNERZ, LaPo Bocani!, Marc ScHEFFLER!, DIETER

KoeLLe?, REeinsoLd KLEINER?, and MARTIN Dressen! — 1.
Physikalisches Institut, Universitiat Stuttgart, D-70550 Stuttgart, Ger-
many — 2Physikalisches Institut - Experimentalphysik II and Center
for Collective Quantum Phenomena in LISA+, Universitdt Tiibingen,

D-72076 Tibingen, Germany

In recent years superconducting coplanar devices operating at mi-
crowave/ GHz frequencies are employed in more and more experimental
studies.

Here, we present electron spin resonance (ESR) experiments using a
superconducting coplanar waveguide to provide the RF field to drive
the spin flips. In contrast to conventional ESR studies this allows
broadband frequency as well as magnetic field swept observation of
the spin resonance.

We show experimental data of the spin resonance of the organic radi-
cal NitPhoMe (2-(4’-methoxyphenyl)-4,4,5,5-tetra-methylimidazoline-
1-oxyl-3-oxide) for frequencies in the range of 1 GHz to 40 GHz and
corresponding magnetic fields up to 1.4 T (for g=2). In addition we
show the temperature dependence of the ESR signals for temperatures
up to 30 K, which is well above the critical temperature of the niobium
superconductor.

KR 5.90 Tue 12:15 Poster A
Studying magnetic nanostructures and the local magnetic
induction of bulk samples by micro-Hall magnetometry —
eMERLIN Ponrit!, Pintu Das!, Apaam Amvan!, Yuzo OuNOZ,
Hipeo Ouno?, and Jens MULLER! — !Physikalisches Institut,
Goethe-Universitit, Frankfurt (M), Germany — 2Laboratory for Na-
noelectronics and Spintronics, Tohoku University, Sendai, Japan

Hall magnetometers based on high-mobility two-dimensional-electron
systems in GaAs/AlGaAs heterostructures are powerful tools for
studying individual magnetic structures on the micro- and nanoscale
[1]. In particular, the devices can be used in a wide temperature
and magnetic field range. Besides the possibility to position mag-
netic structures directly on top of the lithographically defined Hall
crosses, bulk magnetic and superconducting samples may be placed on
the magnetometers for local magnetic induction measurements. Here,
a series of adjacent Hall crosses allows for spatially-resolved measure-
ments with micron-size resolution. The versatility of the devices can
be demonstrated by different measuring techniques including eight-
terminal Hall gradiometry, magnetic flux noise measurements and the
use as susceptometers. We discuss various examples for these meth-
ods, e.g. on the ferromagnetic semimetal EuBg, where two consecutive
transitions occur at 15.5K and 12.6K.These are related to electronic
and magnetic phase separation and bulk magnetic ordering, but the
details are not yet fully understood. We perform stray field calcula-
tions in order to simulate our results and find good agreement with
the experimental data. [1] P. Das et al., APL 97, 042507 (2010)

KR 6: 100 years since the Laue experiment: Topical aspects of diffraction and scattering
(Joint Session KR, BP, DF, GP, MA, MI, MM; related to SYXD)

Time: Tuesday 9:30-12:45

Invited Talk KR 6.1 Tue 9:30 EMH 225
The discovery of X-ray interferences, the role of characteris-
tic radiation therein and potential applications of the LAUE
method in modern engineering. — eHANs-JURGEN ULLRICH!,
SiEGFRIED DABRITZ?, ENRICO LANGER?, JURGEN BaucH!, ANDREAS
DANILEWsSKY?, and PETER PAUrFLER? — lInstitute of Materials Sci-
ence at the TU Dresden — 2Institute for Solid State Physics at the TU
Dresden — 3Institute of Crystallography at the University of Freiberg
— “Institute of Structural Physics at the TU Dresden

It was during a noteworthy conversation between PauL PETER EwALD
and Max von LAUE in the English Garden in Munich in early 1912
that the foundation for the discovery of X-ray interferences was laid.
They were debating which effects can be expected when short-wave
electromagnetic radiation is allowed to impinge on crystals, and in a
eureka moment MAX von LAUE theorized that interference phenomena
are caused.

The first diffraction experiments were founded on the notion that

Location: EMH 225

the interferences in question might be characteristic radiation. The ef-
fect subsequently searched for was eventually discovered by WALTHER
KosseL and his colleagues in 1934 (interferences from lattice sources,
KosseL interferences). It is with this fact in mind that our lecture
will look at the significance of LAUE and KosseL diffraction patterns
during the initial research into X-ray physics and their influence on
all further academic work in this area. In the past, LAUE’s discovery
was mainly applied within the natural sciences, but more recently the
LAUE method has also been employed successfully in engineering, for
example:

e for quality assessment procedures used within the framework

of semiconductor chip production
e as diagnostic techniques for gas turbine blades.

KR 6.2 Tue 10:00 EMH 225

Thermal diffuse scattering as a complementary tool in the
study of lattice dynamics — BiO6rRN WEHINGER, ALEXEI BOsAK,
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and eMicHAEL KriscH — ESRF, 6 Rue Jules Horowitz, BP 220, 38043
Grenoble, France

Thermal diffuse scattering (TDS) in combination with inelastic x-ray
scattering (IXS) and lattice dynamics calculations allows the recon-
struction of the lattice dynamics in the entire Brillouin zone. X-ray
scattering by thermally populated phonons in crystals reduces the in-
tensity of Bragg spots and substantially increases the intensity of the
diffuse scattering which has a rich structure in reciprocal space [1,2]. In
combination the two techniques can serve as a rigorous benchmark for
parameter free lattice dynamics calculations [3]. The proposed method
can be used for the precise detection of mode softening, for the study of
lattice dynamics under extreme conditions and for time resolved mea-
surements. In metallic systems it is possible to map the Fermi surface
in tree dimensions by directional tracing of Kohn anomalies [4]. The
presented results on [(-tin illustrate the functionality of the proposed
combined approach with new insights into the dynamical properties
on this system.

[1] Wooster, Diffuse X-ray reflections from crystals, Clarendon Press,
Oxford (1962)

[2] Xu RQ, Chiang TC, Z. Kristallogr. 220, 1009 (2005)

[3] A. Bosak, et al, Z. Kristallogr. preprint: doi:
10.1524 /zkri.2012.1432

[4] A. Bosak, et al., PRL, 103, 076403 (2009)

KR 6.3 Tue 10:15 EMH 225
Brillouin scattering of ultrashort optical and x-ray pulses
from quasi-monochromatic phonon wavepackets — eMARC
Herzoc!, ANDRE BoJanr!, JEVGENI) GOLDSHTEYN?, STEFFEN

MITSCHERLING!, WOLFRAM LEITENBERGER!, DMITRY KHAKHULIN?,

MicHAEL WULFF?, IoNELA VREJOIU?, ROMAN SHAYDUK?, PETER
GaaLl, and Marias BargHEER'? — !Institut fiir Physik und As-
tronomie, Universitit Potsdam, Potsdam, Germany — 2Helmholtz-
Zentrum Berlin fiir Materialien und Energie GmbH, Berlin, Germany
— 3Max-Planck-Institut fiir Mikrostrukturphysik, Halle, Germany —
4European Synchrotron Radiation Facility, Grenoble, France

We excite a SrRuOg3 thin film transducer epitaxially grown on a SrTiO3
substrate with pulse trains of ultrashort laser pulses. Each laser pulse
launches single bipolar strain pulses of broad bandwidth into the sub-
strate [1] which coherently add up to form a quasi-monochromatic
sub-THz phonon wavepacket. The generation and dynamics of these
phonon pulses is investigated by Brillouin scattering using visible and
hard x-ray photons. The combination of both methods reveals the ex-
cited narrow phonon spectrum as well as the phonon lifetime which is
on the order of a few 100 ps in the considered frequency range. This
lifetime is explained by anharmonic phonon interactions.
[1] Thomsen et al., Phys. Rev. B 34, 4129 (1986).

KR 6.4 Tue 10:30 EMH 225
Following Strain-Induced Mosaicity Changes of
PbZry.2Tip.s0O3 Thin Films by Ultrafast Reciprocal Space
Mapping — eDaNIEL ScHIiCcK, ANDRE BoJanr, Marc HERrzog,
PeTeER GaAL, and MaTias BARGHEER — Institut fiir Physik & As-
tronomie, Universitdt Potsdam, Karl-Liebknecht-Str. 24-25, 14476
Potsdam/Golm

We studied the propagation of coherent sound waves in a
PbZrp.2Tip.803 (PZT) - SrRuO3 (SRO) bilayer sample after optical
excitation of the metallic SRO layer. We observed changes of the out-
of-plane lattice constant and structure factor of the ferroelectric PZT
layer that can be exclusively attributed to the transient strain wave
launched from within the SRO layer. In addition to this we are also
able to follow in-plane structural dynamics simultaneously utilizing a
new ultrafast reciprocal space mapping technique. Thereby we ob-
served a transient change of the mosaicity of the PZT layer on a ps
timescale which is again directly coupled to the coherent sound wave
travelling through the layer.

KR 6.5 Tue 10:45 EMH 225
Analysis of the size and shape of colloidally prepared
nanocrystals by Rietveld refinement — eHoLGER BoRCHERT, XI-
AoDONG WaNG, MarTa KruszyNska, JoanNna KoLNny-OLEsIAK, and
JURGEN Parist — University of Oldenburg, Department of Physics,
Energy and Semiconductor Research Laboratory, Carl-von-Ossietzky
Str. 9-11, 26129 Oldenburg, Germany

Many properties of colloidal nanocrystals can be tuned by controlling
the crystal size and shape. Examples are the quantum size effect in
the case of semiconductors or size-dependent catalytic properties in

the case of metals. Establishing correlations between the structure
and other properties relevant for applications requires suitable meth-
ods to characterize the size and shape of nanocrystals. Most evident
are imaging techniques like transmission electron microscopy (TEM).
However, as a disadvantage only a limited number of particles can be
evaluated. Powder X-ray diffraction (XRD), in contrast, probes a large
ensemble of nanocrystals, but it remains a challenge to reliably extract
information on the crystallite size and shape from XRD data. In this
work, colloidal chemistry was used to prepare mono- and bimetallic Pt
and Pt/Sn nanocrystals as well as semiconductor nanocrystals of ZnO,
CulnS2 and composite particles consisting of CulnS2 and Cu2S. The
samples were analyzed by TEM and XRD. Rietveld refinement of XRD
data was done with a program enabling to simulate also anisotropic
crystallite shapes. This approach turned out to be suitable for the
determination of the average size and shape, in particular also in the
case of nanorods and composite nanomaterials.

KR 6.6 Tue 11:00 EMH 225
Strain measurement in semiconductor nanostructures by con-
vergent electron nanoprobe diffraction — e KNUT MULLER!, AN-
DREAS ROSENAUER!, MARCO SCHOWALTER!, JOSEF ZWECK?2, RAFAEL

Fritz3, and KersTIN VoLz3 — 1Universitit Bremen, Germany —
2Universitét Regensburg, Germany — 3Universitdt Marburg, Ger-
many

The fundamental but simple Bragg law is exploited to measure lattice
strain with a precision of 7-10~% and a spatial resolution of 0.5—0.7 nm
directly from convergent beam electron diffraction (CBED) patterns.
In particular, we present 3 different algorithms for pattern recognition
to measure CBED reflection positions accurately: The first detects
edges in a patch around each CBED disc and iteratively finds all edge
points which lie on the disc boundary by circle fitting. The second
takes a rotational average in the patch and maximises the gradient
in radial direction by optimising the centre of the rotational average.
The third and fastest method exploits cross-correlations between each
reflection patch and different types of masks. Besides results for a
350 nm wide In; Gaj—;NyAs;_, /GaAs highly strained quantum layer
stack with alternating compressive/tensile strain, we present prospects
for the operation and acquisition hardware of a TEM, directly deduced
from the three algorithms above to allow for a fast strain map acqui-
sition directly at the microscope in future. For the present study we
operated an FEI Titan (S)TEM microscope in STEM mode to record
a series of energy filtered CBED patterns on CCD.

15 min. break

KR 6.7 Tue 11:30 EMH 225
Theory of Electron Magnetic Circular Dichroism — eJAN Rusz
— Dept. of Physics and Astronomy, Uppsala University, Sweden

Electron magnetic circular dichroism (EMCD) is an electron mi-
croscopy analogue of the established x-ray magnetic circular dichroism,
that can provide atom-specific spin and orbital moments. EMCD, com-
pared to its x-ray counterpart, offers a potential of significantly better
spatial resolution, potentially in the Angstrom range. Presently, the
technique is limited by difficulties of reaching sufficient signal to noise
ratio and complexity of the accompanying dynamical diffraction ef-
fects, both of which make quantitative analysis demanding and prone
to systematic errors.

‘We present recent theoretical developments in the field of EMCD,
namely, 1) influence of plural scattering and associated spectral post-
processing corrections; 2) convergence of the dynamical diffraction cal-
culations in electron energy loss spectroscopy (ELNES), and 3) decom-
position of the signal in diffraction plane to maps of various irreducible
operators, such as orbital and spin magnetic moments, number of holes,
orbital and spin-orbital anisotropy tensors.

These developments improve our understanding of deviations of re-
cent quantitative EMCD experiments from expected values, allow more
accurate predictions of the signal distribution, and uncover the wealth
of information contained in electron energy loss spectra and thus aid
in improving the methods of extraction of the magnetic signal from
experimental datasets.

KR 6.8 Tue 11:45 EMH 225
Magnetic structure of magnetoelectric NdFe3(BO3)s under
applied magnetic fields — eJorGcE E. HAMANN-BORRERO!, SVEN
Partzscu!, Sergio VALENcIA2, CrLAauDIOo MazzoLri®, CHRISTIAN
Hess!, A. VasiLiev?, L. BEzMATERNIKH®, BERND BUcCHNER!, and
JocHeN Geck! — 'IFW-Dresden — 2Helmholtz-Zentrum-Berlin —
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3ESRF, Grenoble, France — *Moscow State University, Russia — °L.
V. Kirensky Institute of Physics, Russian Academy of Sciences, Kras-
noyarsk, Russia

The magnetic structure of the magneto-electric NdFe3(BO3)4 is stud-
ied by means of Resonant X-ray Magnetic Scattering (RXS) at the Nd
L2,3 and Fe K edges. The temperature dependent experiments show
below T = 30 K the appearance of commensurate (CM) magnetic
superlattice reflections with Miller indices (0, 0,1+ 3/2) (where | = 3n
and n = integer). By further cooling, at Troap ~ 16 K, a transi-
tion into an incommensurate (ICM) spin helix structure is observed in
agreement with recent neutron experiments[1, 2]. Detailed mean field
based analysis of the x-ray diffracted intensities show, that the Nd and
Fe magnetic sublattices behave differently. In fact the magnetization
of the Nd sublattice is induced by the Fe moments. At T<T;car,
by applying an external magnetic field B parallel to the ab-plane, the
magnetic structure suffers a reorientation transition from a spin helix
configuration to a collinear structure where all the moments align per-
pendicular to B in the basal plane.

[1] M. Janoschek et al. Phys. Rev. B, 2010, 81, 094429

[2] P. Fischer et al. Jour. Phys. Cond. Matt., 2006, 18, 7975-7989(15)

KR 6.9 Tue 12:00 EMH 225
Monoclinic Symmetry in Barium Titanate — CHRISTIAN EISEN-
scHMIDT, eHANs THEO LANGHAMMER, and GUNTHER SCHMIDT —
Martin-Luther-Universitat Halle-Wittenberg, Institut fiir Physik

The tetragonal-orthorhombic phase transition of barium titanate crys-
tals has been investigated by XRD measurements during slow cooling.
Additional diffuse scattering intensity between the (002) and (200)
reflexes as well as a shift of the (200) reflex towards higher 20 val-
ues develop with decreasing temperature and time. The tetragonal-
orthorhombic phase transition takes place obviously via a monoclinic
intermediate stage. This can be understood by assuming this order-
disorder phase transition is initiated by increasing short-range or-
der (SRO) of Ti ions followed by rearranging of Ba ions similar to
the ’tetragonal’ SRO below the Burns temperature above the tran-
sition cubic-tetragonal. This results, finally, in nucleation and tran-
sition to the long-range ordered orthorhombic phase. Conclusions of
the proposed mechanism in compositionally disordered systems like
Ba(Ti,Sn)O3, PMN-PT et al. are discussed.

KR 6.10 Tue 12:15 EMH 225
Multilayer Optics for Modern X-ray Analytical Equipment
— oANDREAS KLEINE, JORG WIESMANN, BERND HaAsse, JURGEN
GraF, Uwe HEIDORN, STEFFEN KRroTH, FrRANK HERTLEIN, and
CARSTEN MICHAELSEN — Incoatec GmbH, Max-Planck-Str. 2, 21502

Geesthacht, Germany

Even 100 years after the first publication of the Bragg equation, there
are current developments which are still mainly based on this funda-
mental law. One of these developments are multilayer optics which are
used for beam shaping of X-rays e.g. for focusing the X-rays onto the
sample. The multilayer optics simulate an artificial crystal with the
typical distance d of the Bragg equation. It is advantageous that this
distance can be changed and thus adapted to the specific application
and setup. The development of multilayer optics allowed a perfor-
mance increase of modern diffractometers by more than one order of
magnitude.

In this contribution, we will give an overview of current develop-
ments of multilayer optics. We will explain the design and the manufac-
turing process of the optics and give some examples of typical applica-
tions which benefit from the new possibilities, especially in combination
with modern microfocus X-ray sources. Applications like GISAXS,
high-pressure XRD or micro-diffraction known from synchrotrons, can
be realized now in the home-lab.

KR 6.11 Tue 12:30 EMH 225
Reconstruction phenomena at the interfaces of LaCoO3 sin-
gle films: A resonant x-ray reflectivity study — eJorGE E.
HaMANN-BorreErO'2, AppuLLan Rapi?, Woo Seok Cuor3, Sk-
BASTIAN Macki?, RonNy SuTarTo®, Frizhou HEe?, GEORGE A.
Sawarzky?, Ho Nyunc Ler?, and Viapmmir Hinkov? — 1IFW-
Dresden — 2University of British Columbia, Vancouver, Canada —
30ak Ridge National Laboratory, Materials Science and Technology
Division, USA. — 4Max Planck-UBC Centre for Quantum Materials,
Vancouver, Canada — ®Canadian Light Source, Saskatoon, Canada

A series of LaCoOs (LCO) single films grown on polar NdGaOs3
(NGO) and non polar SrTiO3 (STO) substrates were studied by means
of Resonant Soft X-ray Reflectivity (RXRR) and X-ray Absorption
Spectroscopy (XAS). The RXRR measurements were performed at
photon energies close to the Co Lg 3 edges. The detailed analysis of
the energy dependent measurements at fixed Q values corresponding
to maxima and minima of the RXRR Kiessig fringes reveals a strong
signal contribution to the line-shapes which can not be attributed to
pure Co3t. By considering the polar nature of the LCO structure
we find that, at interfaces with polar discontinuity, e.g., at LCO/STO
and LCO/Vaccum, reconstruction phenomena take place.

The work at Oak Rigde National Laboratory was supported by the
U.S. Department of Energy, Basic Energy Sciences, Materials Sciences
and Engineering Division.

KR 7: Joint Session "Soft X-ray Resonant Scattering for Complex Structural and Magnetic
Investigations" (MA jointly with KR), Organization: Eberhard Goering (MPI-IS Stuttgart)

Time: Wednesday 9:30-12:30

Invited Talk KR 7.1 Wed 9:30 BH 243
Soft X-ray Resonant Magnetic Reflectometry of Ferromag-
net/Antiferromagnet Interfaces - Probing the Origin of Ex-
change Bias — eSEBaAsTIAN BrUCK!, GisELA ScuUTZz?, KANNAN M.
KrisanaN?, and EBERHARD GoOERING? — !University of New South
Wales and Australian Nuclear Science and Technology Organization,
Sydney, Australia — 2Max-Planck-Institut fiir Intelligente Systeme,
Stuttgart, Germany — 2University of Washington, Seattle, USA

Magnetic interface coupling effects such as exchange bias, the coupling
of a ferromagnet to an adjacent antiferromagnet, are very difficult to
probe directly by volume integrating techniques due to the small in-
terface to volume ratio. During the last decade, soft x-ray resonant
magnetic reflectometry has proven to be a powerful new tool to tackle
this problem. Its combination of element selective magnetic sensitiv-
ity and high resolution depth profiling capability allows probing even
very small magnetic effects at an interface. Investigations by differ-
ent groups on a broad variety of exchange bias systems based on FeF2,
MnPd, CoO, and IrMn have revealed a complex magnetic configuration
at the interface. The antiferromagnet shows uncompensated rotatable
magnetic moments which are confined to the direct neighborhood of
the ferromagnet but also exotic pinned uncompensated magnetic mo-
ments. Especially the latter are interesting for our understanding of
exchange bias since they should be responsible for the hysteresis loop

Location: BH 243

shift in these systems. We review recent findings in the field and use
them to illustrate the capabilities of SXRMR for the investigation of
magnetic interface effects.

Topical Talk KR 7.2 Wed 10:00 BH 243
Orbital reflectometry of nickelate heterostructures — eEva
BeNckISER — Max Planck Institute for Solid State Research, Heisen-
bergstrafte 1, 70569 Stuttgart, Germany

The occupation of d-orbitals has a key influence on the physical prop-
erties of transition metal oxides. Heterostructures of these oxides of-
fer the possibility to control the orbital occupations because the elec-
tronic structure is very sensitive to changes in the transition-metal-
oxygen bond distances induced by strain, dimensional constrains, and
the chemical bonding to ions with different electronic configuration.
However, atomic-scale modulations of the orbital occupation could
thus far not be probed in a quantitative manner. We present results
from a polarized soft x-ray resonant reflectivity study on superlat-
tices composed of metallic LaNiO3 and insulating LaAlO3, LaGaOs,
or DyScOs. We will demonstrate that it is possible to derive quantita-
tive, spatially resolved orbital polarization profiles with differences of
~ 3% in the occupation of Ni e, orbitals in adjacent atomic layers and
discuss these results in context with recent theoretical predictions.!—3
The possibility to quantitatively correlate theory and experiment on
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the atomic scale opens up new perspectives for orbital physics in ox-
ide heterostructures. ! Chaloupka, J. and Khaliullin, G., Phys. Rev.
Lett. 100, 016404 (2008). 2 Hansmann, P. et al., Phys. Rev. Lett.
103, 016401 (2009) and arXiv:1111.1111 3 Han, M. J., Marianetti, C.
A. & Millis, A. J. Phys. Rev. B 82, 134408 (2010)

Invited Talk KR 7.3 Wed 10:30 BH 243
Manipulating magnetic and electronic ordering phenomena
by electric fields and electromagnetic radiation — e¢URs STAUB
— Swiss Light Source, Paul Scherrer Institut, CH-5232 Villigen PSI.
Switzlerand

Complex oxides may exhibit very interesting magnetic properties such
as the appearance of the colossal magneto-resistance effect, complex
charge and orbital ordering phenomena as well as cross-talk of mag-
netic and electric polarizations in multiferroics. These effects open up
the possibility of manipulating magnetism by electric fields or electro-
magnetic radiation. Here I will give examples, which show how reso-
nant soft x-ray magnetic diffraction can be used to monitor changes
to the underlying magnetic structure. I will discuss how the insitu
application of an electric field can change the magnetic order or do-
main population in a multiferroic, how spins can be canted by x-rays
or how fast an antiferromagnetic phase transition can be induced by
an ultrafast optical excitation, being monitored by ultrafast magnetic
x-ray diffraction.

15 min. break

Topical Talk KR 7.4 Wed 11:15 BH 243
Theory of resonant x-ray spectroscopy — eM. W. HAVERKORT
— Max-Planck Institute for Solid State Research, Stuttgart, Germany

Within the first half of this talk I will review the theoretical interpre-
tation of x-ray absorption spectroscopy (XAS), elastic resonant x-ray
diffraction (RXD) and resonant inelastic x-ray scattering (RIXS). I will
briefly review how XAS can be used to measure the element specific
magnetic susceptibility separated to its spin and orbital momentum
contributions. Either with the use of sum-rules or by comparison to
theory. Next, I will show how with the use of the optical theorem this
understanding of XAS can be extended to RXD. This gives access to
measure in a quantitative way the element resolved ordered spin and
orbital moments. I will then continue to discuss RIXS, an inelastic
scattering technique, which due to recent experimental improvements,
allows one to measure dispersing magnetic excitations in small samples
and thin films. Using the relations between inelastic scattering, elastic
scattering and absorption spectroscopy a quantitative theory for RIXS
is derived, which allows for an interpretation of the RIXS spectra very
similar to Neutron spectroscopy.

In the last half of the talk several experimental results will be pre-
sented which show how these techniques can be used to gain under-
standing in the magnetic interactions in transition metal compounds.

Topical Talk KR 7.5 Wed 11:45 BH 243

Cycloidal Magnetic Order and Ferroelectricity: Manipula-
tion and Imaging with Soft X-Rays — eEuceEN WEscHKE!, Exn-
RICO ScHIERLE!, VicTor SorrwiscH!, DETLEF ScHMITZ!, ANDREJ
MaLiuk!2, and DimiTr1 ARGYRIOU3 — Mnstitut fiir komplexe mag-
netische Materialien, Helmholtz-Zentrum Berlin fiir Materialien und
Energie, Germany — 2Institut fiir Festkorperforschung, IFW Dresden,
Germany — 3European Spallation Source, Lund, Sweden

Materials with coupled order parameters, such as the magnetoelectric
rare-earth manganites, offer interesting means of manipulation, like
switching of magnetic order by electric fields. Ordering phenomena in
these complex materials can be nicely studied by resonant scattering
due to the element-selectivity of the method. In the soft x-ray region,
in particular, spatial correlations involving the 3d and 4f electrons and
their magnetic moments are directly addressed via dipole transitions.
The method is applied to study cycloidal magnetic structures that oc-
cur in connection with ferroelectric order in DyMnOs and GdMnOs,
using circularly polarized synchrotron radiation to address the hand-
edness of the structure [1]. The possibility to manipulate ferroelectric
domains with the synchrotron beam is also demonstrated, which even-
tually provides a means to evidence ferroelectric polarization in cases
where other methods are not conclusive or difficult to apply.

[1] E. Schierle et al., Phys. Rev. Lett. 105, 167207 (2010).

KR 7.6 Wed 12:15 BH 243
Local Magnetic Structure at the FezO4/ZnO Interface —
eSEBASTIAN Brok!, Markus PaurL?, HE Tian3, Ozan KiriLmaz?,
ANDREAS MULLER2, Kar FautH!, EBERHARD GoOERING%, Jo
VERBEECK?3, GUSTAAF VAN TENDELOO®, MICHAEL SING2, and RALPH
CLAEsSEN? — !University of New South Wales and ANSTO, Syd-
ney, Australia — 2Physikalisches Institut, Universitit Wiirzburg,
Wiirzburg, Germany — 3Electron Microscopy for Materials Science,
University of Antwerp, Antwerp, Belgium — *Max Planck Institute

for Intelligent Systems (former Metals Research), Stuttgart, Germany

Magnetite, FegOy, is a half-metal with 100% spin polarization of the
minority band at the Fermi level. This together with its good conduc-
tivity match to standard semiconductors makes it a promising candi-
date for polarized spin injection into semiconductor materials such as
Si, GaAs, or ZnO. An important aspect for such applications is the
magnetism directly at the interface between Fe3O4 and the semicon-
ductor. Soft x-ray resonant magnetic reflectometry (XRMR) is a tech-
nique which is capable of providing structural and magnetic depth pro-
files with 0.1nm resolution. We present a detailed XRMR and electron
energy loss spectroscopy (STEM/EELS) study of an epitaxial Fe3Oy4
thin film grown directly on a semiconducting ZnO substrate. Con-
sistent chemical profiles at the interface between ZnO and FezO4 are
found from XRMR and EELS. The magnetic depth profile of tetrago-
nal Fe3t and octahedral Fe?™ ions in Fe30y4 is derived with monolayer
resolution and reveals a change in the Fe stoichiometry directly at the
interface.

KR 8: Poster — 100 years since the Laue experiment: Topical aspects of diffraction and
scattering (Joint Session KR, BP, DF, GP, MA, MI, MM; related SYXD)

Time: Wednesday 15:00-17:30

KR 8.1 Wed 15:00 Poster E
Clip - The Cologne Laue Indexation Program — eOLAF
J. ScnumanNnN — Fraunhofer-Institut fiir Naturwissenschaftlich-
Technische Trendanalysen, Euskirchen, Deutschland — II. Physikalis-
ches Institut, Universitdt zu Koln, Germany

The Cologne Laue Indexation Program is a software for the analysis
and simulation of Laue images.

Clip features a modern graphical user interface, could read a large
variety of image formats and allows to mark spots and zones in a
recorded image. These could be used for automatic indexation of the
image for arbitrary crystal symmetries and refinement of lattice con-
stants and projection plane parameters. Clip helps with the alignment
of the crystal to a desired orientation. It is an open source software
(GPL) written in C++ and the cross platform toolkit Qt and runs on
Windows, Linux and Mac OS X.

KR 8.2 Wed 15:00 Poster E

Location: Poster E

A new access to extinction corrections — e ANNE K. HUSECKEN
and ULLricH PieTscH — Naturwissenschaftlich Technische Fakultét,
Fachbereich Physik, Universitat Siegen, D-57068 Siegen, Germany

In x-ray crystal structure analysis a problem, called extinction, occurs
due to multiple scattering in crystals. Over the years several extinc-
tion correction theorems have been formulated, but the used param-
eters have never been proved to be valid for a certain crystal under
investigation. Perfect crystals scatter according to the dynamical the-
ory (I"|F|) and imperfect crystals or ideal mosaic crystals due to the
kinematical theory (I7|F|*). In most cases, the measured intensities of
real crystals are in between both cases and an extinction correction is
needed to fulfil the kinematic approach. Present theories dealing with
extinction corrections are based on the approach of a mosaic crystal
and describe x-ray scattering in terms of the kinematic approach using
certain ”correction terms” to implement the structure of a real crys-
tal. The mosaic blocs within a real crystal are misorientated to each
other and are affected by lattice strain. In addition both 3D shape
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and size of the blocs are not known. All these parameters can be
determined by high-resolution x-ray diffraction techniques performing
w- and w-26-scans through certain reciprocal lattice points. The mea-
sured parameters can be used to determine extinction. Our aim for
crystallography is to perform these scans only for a few reflections,
make a short analysis, to get the size, misorientation and lattice strain
of the mosaic blocs. With these parameters it should then be possible
to decide which one is the best extinction correction to use.

KR 8.3 Wed 15:00 Poster E
Evaluation of interfacial orientation information from 3D X-
Ray diffraction contrast tomography in and its application in
a mesoscale grain coasening model — eMELANIE SYHA, FABIAN
SEHN, ANDREAS TRENKLE, and DANIEL WEYGAND — Karlsruher In-
stitut fiir Technologie, IAM

The orientation information from 3D X-Ray diffraction contrast to-
mography investigations in polycrystalline STTiO3 ceramics was eval-
uated before and after annealing. Special emphasis was put on local
interface orientations, showing a preference for <100> orientated in-
terfaces that increases during microstructural evolution. Moreover the
data was used to investigate orientation dependent relative interface

mobilities. The results are discussed in the context of the abnormal
growth behavior found in SrT¢O3 and used to adapt a mesoscale grain
coarsening model to more realistic simulations of microstructure evo-
lution in this material.

KR 8.4 Wed 15:00 Poster E

Inter-layer disorder in sodium cobaltate — eDAvID JONATHAN
Pryce Morris!, ALAN TenNNANTD?, Kraus SEIFFERT!3, ESTHER
Dupzik!, DHARMALINGAM PRABHAKARAN?, Jon Gorr®, MICHEL
Rocer®, and Jon WricHT? — Helmholtz-Zentrum Berlin, Germany
— 2TU-Berlin, Germany — 23Kiel University, Germany — *Oxford
University, UK — ®Royal Holloway, University of London, UK —

SCEA-Saclay, France — "ESRF, France

Sodium Cobaltate is a layered material which has been studied as a
potential battery material, has shown good thermoelectric properties
and becomes superconducting when hydrated. The physical proper-
ties are dependent on sodium content and the ordering of sodium ions.
Sodium ordering in NaxCoO2 has previously been observed to have
long-range order. Using x-ray diffraction we have observed a phase
with long-range in-plane order and inter-layer disorder. Here we will
present the data giving a possible structural interpretation.

KR 9: Poster — Crystallography in Nanoscience

Time: Wednesday 15:00-17:30

KR 9.1 Wed 15:00 Poster E
Phase-distribution in GaAs nanowires on Si (111) —
e ANDREAS BIERMANNS!, STEFFEN BREUER?, ANTON Davypok!,
AcHiM TrAMPERT?, LuTz GEELHAAR?, and ULLRICH PieTscnu!
— 1Universitit Siegen, Festkdrperphysik, Germany — 2Paul-Drude-

Institut fiir Festkorperelektronik, Berlin, Germany

The growth of semiconductor nanowires (NWs) has attracted signifi-
cant interest in recent years due to their unique properties for possible
novel semiconductor devices. However, many details of the growth
mechanisms are not well understood. One particular problem during
NW growth is the control of crystal structure, as NWs often adapt the
cubic zinc-blende (ZB) or hexagonal wurtzite (WZ) structure. In addi-
tion, ZB rotational twins and stacking faults are often observed along
the NW. As the structural composition usually varies between differ-
ent NWs, individual characterization of a large ensemble of as-grown
wires is often desired, but experimentally challenging. In this contri-
bution we present a x-ray diffraction study of the distribution of ZB
and WZ domains in GaAs nanowires grown on Si(111) across a large
surface area. The GaAs NWs were grown by the Ga-assisted growth
mode in molecular beam epitaxy. Using a nanometer-sized x-ray beam
at the ESRF synchrotron source, the spatial distribution of particular
sensitive Bragg-reflections was monitored, showing that the NWs grow

Location: Poster E

predominantly in one ZB orientation without rotational twins. Close
to the bottom of the NWs, WZ inclusions can be observed, whose po-
sition along the growth axis can be determined from the diffraction
profile of the corresponding NW.

KR 9.2 Wed 15:00 Poster E
Analysis of defects in GaAs/InAs core/shell nanowires by
means of Moiré pattern — eTorsTEN RiecerY?, MiHAIL IoN
Lepsal2, Tuomas ScuApErRs!?, and DETLEV GRUTZMACHER!?2
IPeter Griinberg Institute - 9, Forschungszentrum Jiilich, 52425 Jiilich,
Germany — 2JARA-Fundamentals of Future Information Technology

Semiconductor nanostructures containing heterostructures are promis-
ing for future (opto-) electronic devices. GaAs/InAs core/shell
nanowires (NWs) are an example for such a self-assembled nanostruc-
ture having a high lattice mismatch. Apart from the usual mixture of
the zinc blende and wurtzite crystal structure in III-V NWs, this lattice
mismatch causes additional defects. Here, we present a detailed study
about such defects observed in conventional bright field transmission
electron microscopy (BF-TEM) and corresponding Moiré fringe pat-
tern. Threading dislocations as well as different kinds of stacking faults
are identified. The results are correlated with the growth mechanism
of the InAs shell.

KR 10: Crystallography in Nanoscience

Time: Thursday 9:30-12:00

Invited Talk KR 10.1 Thu 9:30 E 124
On polytypism in III-V  nanowires — @FRIEDHELM
BecHSTEDT!, ABDERREZAK BELABBES!, CHRISTIAN Panse!, JUR-
GEN FurTHMULLER!, DoMINIK KRIEGNER?, and JULIAN STANGLZ —
IFriedrich-Schiller-Universitiat, Max-Wien-Platz 1, 07743 Jena, Ger-
many — 2Johannes Kepler University, Altenbergerstrasse 69, 4040

Linz, Austria

Nanowires (NWs) based on III-V semiconductors, whose bulk crystals
crystallize in zinc-blende structure, are usually grown in [111|B direc-
tion. Therefore, their bond stacking fluctuates, and the formation of
different polytypes is a common phenomenon in NWs. The properties
of the hexagonal 6H, 4H, and 2H polytypes are however modified with
respect to the cubic zinc-blende (3C) structure.

A systematic study of structural and electronic properties of the Ga-
V and In-V compounds (V = P, As, Sb) is reported for four polytypes.
The lattice-constant and internal-cell parameters are derived within
well-converged density-functional calculations within the local density
approximation (LDA) and discussed versus the polytype hexagonality.
The comparison with recent X-ray diffraction measurements shows ex-

Location: E 124

cellent agreement and clear trends.

The quasiparticle electronic structures are computed with high ac-
curacy including spin-orbit interaction applying a recent calculation
scheme, the LDA-1/2 method. The fundamental gaps increase with
the hexagonality. The results are used to derive band offsets between
different polytypes. We predict a type-II heterocrystalline character
for the junctions between two polytypes in agreement with spectro-
scopic studies.

KR 10.2 Thu 10:00 E 124
Crystal structure of InAs on Si(111) substrate — eANTON
Davypok!, EMmMaNouiL Dimakis?, ANDREAs BIERMANNs!, Lutz
GEELHAAR?, and ULLrRicH PieTscu! — !Festkérperphysik, Univer-
sitdt Siegen, Walter-Flex-Str. 3,57072, Siegen, Germany — 2Paul-
Drude-Institut fiir Festkorperelektronik, Hausvogteiplatz 5-7,10117

Berlin, Germany
We present results of X-ray diffraction analysis of InAs nanowire (NW)

grown by catalyze-free molecular beam epitaxy on silicon (111) sub-
strate. Independent from lattice mismatch of 11% the NWs grow with
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their bulk lattice parameter directly on bare silicon with absence of
buffer layer or silicon native oxide layer. The structure of individual
NWs has been characterized using a beam nano-focus beam spot of few
100nm*. Using coherent beam illumination certain Bragg peaks if in-
dividual NWs display speckle-like diffraction pattern due to particular
sets of stacking faults separating wurzite and zinc-blende like struc-
tural units. Arrangement and density of stacking faults in particular
NWs was estimated via modelling. In addition we characterized para-
sitic InAs islands appearing in addition to NWs which appear entirly
in zinc-blende structure.

KR 10.3 Thu 10:20 E 124
In-situ 3D reciprocal space mapping during mechanical de-
formation — eTroMAs CorNELIUS!, ANTON Davypok?, DiNa
CARBONE?, VINCENT JAcQUEs3, RAPHAEL GRIFONES, MARIE-INGRID
RicHARD!, TiLL HArRTMUT METZGER?, ToB1as ScHULLI?, ULLRICH
Pierscu?, and Ouivier Taomas! — 'IM2NP, CNRS, Marseille,
France — 2Siegen University, Siegen, Germany — 3ESRF, Grenoble,
France — *MPI of Colloids and Interfaces, Potsdam, Germany

In recent years, low-dimensional materials attracted enormous atten-
tion due to size effects which originate from the spatial confinement of
the nanostructures affecting their properties. At the beamline ID01 at
ESRF, an in-situ AFM was developed for mechanical studies on nanos-
tructures in combination with nanofocused XRD. The X-ray beam
is focused to few hundred nanometers and the diffracted X-rays are
recorded by a 2D detector. To record the complete structural change
during deformation, it is mandatory to measure in-situ the 3D inten-
sity distribution. Since any movement of diffractometer motors induces
vibrations leading to the destruction of the AFM-tip and/or the nano-
object during compression, ordinary rocking curves cannot be applied.
We developed a novel energy tuning approach which allows for the ac-
quisition of 3D-XRD maps during in-situ compression tests and, thus,
giving access to the deformation of the structure under investigation.
Here, we will present in situ 3D-XRD studies on SiGe islands which
served as a model system.

KR 10.4 Thu 10:40 E 124
Structure - stoichiometry relationship of mixed
Cei_oPr;0s_5 (x = 0-1) oxides on Si(111) — eMARVIN
ZoELLNER!, Marcus BAuMER2, MIcHAEL REICHLING®, HENRIK
WiLkENs?, JoacHiM WoLLSCHLAGER?, PETER ZaumseiL!, and
THOMAS SCHROEDER! — IHP, Im Technologiepark 25, 15236 Frank-
furt (Oder), Germany — 2Universitdt Bremen, IAPC, Leobener Str.
NW2, 28359 Bremen — 3Universitéit Osnabriick, Fachbereich Physik,

Barbarastr. 7, 49076 Osnabriick, Germany

Cerium and praseodymium oxide thin films are of interest for model
catalytic studies. When grown by molecular beam epitaxy on Si(111),
CeOg exists in the fluorite lattice. Praseodymium prefers the 3+ state
as ProOg, which has either a cubic bixbyite or hexagonal crystal struc-
ture. A mixture of both oxides enables to engineer the properties
of the catalyst, due to different redox reactivities and lattice alter-
ation. Before model catalytic studies can be carried out, the cor-
relation between crystal structures and stoichiometries of the mixed
Ce1—2Pr;Os_s layers must be clarified. We monitored the growth by
reflection high energy electron diffraction. X-ray photoemission spec-
troscopy was applied to determine the stoichiometry. Laboratory and
synchrotron based X-ray diffraction was carried out to investigate the
crystal structure. The study revealed that Cej_zPr,;Os_ s keeps the
Ce™ related fluorite lattice for low praseodymium concentrations (x
= 0.30). However, the crystal lattice is dominated by the Pr3* state
for medium (x = 0.65) and high (x = 0.75) Pr concentrations so that
bixbyite and hexagonal structures are formed, respectively.

KR 10.5 Thu 11:00 E 124
Crystal size and axial stress effects on the B4 to B1 phase
transition pressure in AIN and ZnO nanocrystals investigated
with second harmonic generation (SHG) — eLEONORE WIEHL,
LKHAMSUREN BAYARJARGAL, and BJORN WINKLER — Institut fiir Ge-
owissenschaften, Goethe-Universitit, 60438 Frankfurt/Main, Germany

The transition pressure from the hexagonal (B4) to the cubic (B1)
phase is shifted to higher pressures in nanocrystals when compared to

bulk crystals for GaN, InN, CdSe or ZnO [1]. Only in AIN a shift to
lower pressure was reported [2]. The influence of deviatoric stress was
shown to reduce the transition pressure of bulk ZnO from 11 to 9.3
GPa [3]. Here, we present our results on nanocrystals of ZnO and AIN.
Pressures up to 30 GPa were generated in diamond anvil cells (DACs),
loaded with Ne gas for hydrostatic or KCIl for non-hydrostatic con-
ditions. The phase transition was detected by the vanishing of the
second harmonic generation signal when going from the acentric (B4)
to the centrosymmetric (B1) phase. Our results confirm the shift of
transition pressures in nanocrystalline ZnO by 2-3 GPa to higher and
in AIN by ~10 GPa to lower pressures relative to the bulk crystals
in accordance with the values reported [1,2] in the hydrostatic case.
For the non-hydrostatic loadings transition pressures were reduced by
2-3 GPa. Financial support from the DFG (Ba 4020) is gratefully
acknowledged.

[1] J. Z. Jiang et al., Europhys. Lett. 50 (2000) 48-53 [2] Z. Wang
et al., J. Phys. Chem. B 108 (2004) 11506-11508 [3] L. Bayarjargal et
al., Appl. Phys. Lett. 95 (2009) 061907(3p)

KR 10.6 Thu 11:20 E 124
Manipulation of Ge quantum dot ordering in alumina ma-

trix by deposition conditions — eMaja Burian!, CARSTEN

BagesTz?, VAcLAv HoLy?, NikoLa RaADIG!, OLaa ROSHCHUPKINAZ,
SLawoMIrR PrucNaL?, ARNDT MUECKLICH?, VAcLAV VALES3, SIGRID
BerNnsTORFF?, and JoErRG GRENZER? — !'Ruder Bogkovi¢ Institute,
Croatia — 2Helmholtz Zentrum Dresden Rossendorf, Gremany —
3Charles University in Prague, Czech Republic — 4Sincrotrone Tri-

este, Italy

We present an investigation of ordering and PL properties of Ge
QDs in an alumina matrix formed by magnetron-sputtering deposi-
tion of (Ge+Al203)/A1203 multilayers. The self-assembly process
occurs during the deposition and results with the formation of three-
dimensional quantum dots lattices. We investigate the dependencies
of the size and ordering properties on the deposition temperature, ro-
tation of the substrate holder and direction of the incoming flux of Ge
during the deposition process. The results of the investigation show
that tuning the deposition temperature enables manipulation with QD
sizes and their mutual distances. We show that the ordering of QDs
obtained by deposition on fixed substrate holder leads to the formation
of a quantum dot crystal, while the rotation of substrate holder leads
to randomly rotated domains with regular ordering. The observed
phenomenon is explained by a combination of the surface morphology
effect on the nucleation positions of Ge quantum dots with a lateral
inhomogeneity of the ad-atom flux. In addition, we show that the
resulting quantum-dot lattices have size-dependent PL properties.

KR 10.7 Thu 11:40 E 124

In-situ observation of the Self-assembled growth of or-
dered Ge nanocrystals embedded within a dielectrical ma-
trix — eJoERG GRENZER!, Masa BuLiaN?, OLGA ROSHCHUPKINA®,
CARsTEN BaenTz!, and VAcLav HoLy® — 'Helmholtz Zentrum Dres-
den Rossendorf, Gremany — 2Ruder Bogkovi¢ Institute, Croatia —

3Charles University in Prague, Czech Republic

We report on an in-situ X-ray investigation of a self-assembled growth
of Ge nanocrystals embedded in a dielectrical matrix forming a BCC-
like super structure. Such a material could be a key element for the
development of a new generation of solar cells extending the spectral
range for energy conversion. Using small angle scattering techniques
and X-ray diffraction the formation of crystalline Ge nanoparticles
during growth and annealing was studied in-situ at the BM20 beam
line at that ESRF using a process chamber for magnetron sputter de-
position and annealing that can be inserted into the goniometer. A
single some 100nm thick Ge+Al2O3 layer using magnetron sputtering
was deposited at an elevated substrate temperature. The self-assembly
during growth or subsequent annealing results in the formation of a
well ordered three-dimensional BCC-like quantum dot lattice within
the whole deposited volume. The formed nanocrystals are very small
in size (< 4.0nm), with a very narrow size distribution and a large
spatial density. The parameters of the formed super structure can
be directly influenced by changing the deposition parameters. The
self-ordering of the quantum dots is explained by diffusion mediated
nucleation and surface morphology effects.
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KR 11: SYRS: Symposium Resistive Switching (joint symposium DS, DF, KR, HL —
Organizers: Gemming, Dittmann)

Time: Thursday 15:00-17:30

Invited Talk KR 11.1 Thu 15:00 H 0105
Redox-based resistive memories - recent progress — eRAINER
‘WasER — Forschungszentrum Jiilich, 52425 Jiilich, and IWE2, RWTH
Aachen University, 52056 Aachen, Section Fundamentals of Future In-
formation Technology (JARA-FIT), Germany

A potential leap beyond the limits of Flash (with respect to write
speed, write energies) and DRAM (with respect to scalability, re-
tention times) emerges from nanoionic redox-based switching effects
encountered in metal oxides (ReRAM). A range of systems exist in
which ionic transport and redox reactions on the nanoscale provide
the essential mechanisms for memristive switching. In two classes, the
so-called electrochemical metallization memories, ECM, and the so-
called valence change memories, VCM, the electrochemical nature of
these memristive effects triggers a bipolar memory operation. In yet
another class, the thermochemical effects dominate over the electro-
chemical effects in metal oxides (so-called thermochemical memories,
TCM) which leads to a unipolar switching as known from the phase-
change memories. In all systems, the defect structure turned out to be
crucial for the switching process. The presentation will cover recent
progress in understanding the fundamental principles in terms of mi-
croscopic processes, switching kinetics and retention times, as well as
device reliability of bipolar ReRAM variants. Despite exciting results
obtained in recent years, several challenges have to be met before these
physical effects can be turned into a reliable industrial technology.

Invited Talk KR 11.2 Thu 15:30 H 0105
Electric Formation of Metal/SrTiO3 Junctions and its Cor-

relation to Multi-Dimensional Defects — eDirk C. MEYER',

HartmuT  STOCKER!, Juriane Hanzig!, Frorian Hanzicl,

MATTHIAS ZSCHORNAKM2, BARBARA ABENDROTH!, and SIBYLLE
2

GeMMINGZ — 1TU Bergakademie Freiberg, Institut fiir Experimentelle
Physik, Leipziger Str. 23, 09596 Freiberg — 2Helmholtz-Zentrum
Dresden-Rossendorf, Institut fiir Ionenstrahlphysik und Material-
forschung, Bautzner Landstr. 400, 01328 Dresden

Regarding the successful use of strontium titanate with different dop-
ing within resistive switching memory cells, the presence of crystal-
lographic defects seems to be an important prerequisite. Standard
explanations for resistive switching rely on the redistribution of oxy-
gen vacancies, however, this motion can be enhanced or prevented by
higher-dimensional defects. Intrinsic defects in crystalline SrTiO3 in-
clude point defects such as oxygen or strontium vacancies, line defects,
stacking faults like Ruddlesden-Popper phases and precipitates (TiOz,
SrO etc.). Electric formation of the metal/oxide/metal cells is widely
used as an initial step to enable resistive switching, but the interac-
tion of the multi-dimensional defects during this treatment remains
questionable. This talk will present several measurements that were
performed in situ, i.e. during the application of an electric field, to
investigate the effects of the electric formation on the real structure.

Invited Talk KR 11.3 Thu 16:00 H 0105
The Connecting between the Properties of Memristive Ma-
terial Systems and Application Requirements — eTHOMAS
Mikorasick 2, STEFAN SrEsazeck!, and HanNes MEpuNe! —
INaMLab gGmbH, Néthnitzer Str. 64, 01187 Dresden — 2Chair of

Nanoelectronic Materials Technische Universitaet Dresden

In the last years large progress has been made to identify switching

Location: H 0105

mechanisms in resistive switching materials and connect these to the
materials systems used. The different switching mechanisms result in
significantly different I-V characteristics of the switching behavior. As
an example the switching can be bipolar or unipolar, abrupt or contin-
uous etc. Additionally parameters like switching power, retention and
endurance may show a characteristic fingerprint. In this talk the main
mechanisms like thermo-chemical switching, valence change switching
or electrochemical switching are compared to the requirements for dif-
ferent types of semiconductor memories like nonvolatile RAM, high
density data memories or embedded memories and an assessment of
the prospects of the different mechanisms for each system is given.
Non-memory applications of memristive switching like xeromorphic
circuits will also be taken into consideration.

Invited Talk KR 11.4 Thu 16:30 H 0105
Mechanism of resistive switching in bipolar transition metal
oxides — eMARCELO RozENBERG — CNRS - LPS, Universite de
Paris-Sud, 91405 Orsay, France

Resistive random access memories (RRAM) composed of a transtition
metal oxide dielectric in a capacitor-like structure is a candidate tech-
nology for next generation non-volatile memory devices. We introduce
a model that accounts for the bipolar resistive switching phenomenom
observed in many perovskite transition metal oxides. The numerical
study of the model predicts that strong electric fields develop in the
highly resistive dielectric-electrode interfaces, leading to a spatially in-
homogeneous distribution of oxygen vacancies and a concomitant non-
volatile resistance memory effect. The theoretical results of the model
are validated by successful comparison with non-trivial resistance hys-
teresis loops measured in cuprate YBCO and manganite PCLMO sam-
ples. Insights from the model simulations are used to propose a novel
multi-level and non-volatile memory cell. We shall present results for
an implementation of a 6-bit multi-leve memory cell device.

Invited Talk KR 11.5 Thu 17:00 H 0105
Resistive switching memories: Mechanisms, modeling and
scaling — eDANIELE IELMINI — Dipartimento di Elettronica e Infor-
mazione and IUNET, Politecnico di Milano, Piazza L. da Vinci 32,
20133 Milano, Italy

Resistive switching memory (RRAM) devices are proposed as next
mainstream technology for nonvolatile memories below the 10-nm
node. However, to speed up the industrial development of RRAM,
the research must still address several open issues, such as identifying
a suitable select device, understanding the switching mechanism and
predicting the device scalability.

In this talk, I will show experimental results for bipolar RRAM
devices based on metal oxides (mostly HfO.), evidencing that the
switching mechanism is a temperature and field-activated ion migra-
tion. Based on these experimental evidences, I will provide an analyt-
ical model for resistive switching which can be applied to oxide-based
RRAM and chalcogenide-based conductive bridge RAM (CBRAM).
The model allows for space, time and energy extrapolation for future
RRAM generations. The extension of the analytical approach to a
self-consistent numerical model for ion migration will be shown. The
scaling tradeoff with reliability, e.g. random telegraph noise and data
retention, will be finally discussed.

KR 12: Mitgliederversammlung FG Kristallographie

Time: Thursday 17:45-18:30
Mitgliederversammlung FG Kristallographie

Location: E 124



