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Overview of Invited Talks and Sessions
(Lecture Rooms H2, H6, H9, H17, H18, H19, H20, H21, H24, and H41; Poster D)

Invited and Topical Talks except for Focused Sessions

TT 17.7

TT 25.7

TT 27.1

TT 29.5

TT 42.8
TT 48.1

TT 59.7

TT 61.1

TT 62.5

Mon

Tue

Tue

Tue

Wed
Wed

Thu

Thu

Thu

16:45-17:15

11:15-11:45

9:30-10:00

10:30-11:00

17:00-17:30
16:45-17:15

16:45-17:15

15:00-15:30

16:00-16:30

H19

H9

H18

H20

H18
H19

Hé6

H18

H19

Magnetic Frustration in a Quantum Spin Chain: The Case of Linarite
PbCuSO4(OH); — eANJA U.B. WOLTER

One-dimensional fermion systems beyond the Luttinger Liquid
paradigm — eTHOMAS L. SCHMIDT

Hydrostatic-Pressure Tuning of Magnetic, Nonmagnetic and Supercon-
ducting States in Annealed Ca(Fe;_,Co,)2Asy — eELENA GATI
Nano-Conductors as Measurement Devices and Driving Sources —
eSIGMUND KOHLER

Orbitronics in Silicon — eGABRIEL AEPPLI

Transport as a sensitive indicator for quantum criticality — e GERNOT
SCHALLER

Electron Spin Resonance (ESR) close to a Quantum Phase Transition:
Probing YbRh,Si; at mK Temperatures — eMARC SCHEFFLER
Correlation Effects in Quantum Spin Hall Insulators — eMARTIN Ho-
HENADLER

Condensation Energy of CeCu,;Si; and Theoretical Implications —
eSTEFAN KIRCHNER

Tutorial “Topological Insulators and Majorana-Fermion Physics”

TT 1.1
TT 1.2

TT 1.3

Sun
Sun

Sun

16:00-16:45
16:50-17:35

17:40-18:25

H20
H20

H20

Topological Insulators and Superconductors — e ANDREAS SCHNYDER
Proximity Induced Superconductivity in Topological Insulators —
eHARTMUT BUHMANN

Majorana Fermions in Hybrid Nanosystems — eMICHAEL WIMMER

Invited and Topical Talks of the Focused Session “Correlations in Topological Bands”

TT 18.1

TT 18.2
TT 18.3

TT 18.4

TT 18.5

Mon

Mon
Mon

Mon

Mon

15:00-15:30

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

16:45-17:15

17:15-17:45

H20

H20
H20

H20

H20

Designer Dirac Fermions, Topological Phases, and Gauge Fields in
Molecular Graphene — eHARI C. MANOHARAN

Fractional Topological Insulators — ¢CLAUDIO CHAMON

Hierarchy of Fractional Chern Insulators and Competing Compressible
States — e ANDREAS LAUCHLI

Designing Topological Bands for Ultracold Atomic Gases — eNIGEL
COOPER

Probing Topological Bloch Bands Using Ultracold Quantum Gases —
oIMMANUEL BLOCH
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Invited and Topical Talks of the Focused Session “Majorana Fermions in Condensed Matter”

TT 44.1
TT 44.2

TT 44.3

TT 44.4

TT 44.5

Wed
Wed

Wed

Wed

Wed

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

16:00-16:30

16:45-17:15

17:15-17:45

H20
H20

H20

H20

H20

Subgap States in Majorana Wires — ePIET BROUWER

New Measurements on Nanowire Majorana Systems — e¢CHARLES MAR-
CUS

Adaptive Tuning of Majorana Fermions in a Quantum Dot Chain —
¢ ANTON AKHMEROV

Majorana Fermions in Disordered Quantum Wires — e ALEXANDER ALT-
LAND

Parity Effects and Crossed Andreev Noise in Transport through Majo-
rana Wires — eBERND ROSENOW

Invited and Topical Talks of the Focused Session “Magnetism and Superconductivty in Fe-based

Pnictides and Chalcogenides”

TT 54.1

TT 54.2

TT 54.3

TT 54.4

TT 54.5

Thu

Thu

Thu

Thu

Thu

9:30-10:00

10:00-10:30

10:30-11:00

11:15-11:45

11:45-12:15

H20

H20

H20

H20

H20

Fermiology and Order Parameter of Iron-based Superconductors from
ARPES — eSERGEY BORISENKO

Electron Correlations in Solids from the Dynamical Mean Field Perspec-
tive and the Origin Anomalous State of Matter in Iron Chalchogenides
— oKRISTJAN HAULE

A Light Scattering Study of the Evolution of Pairing in Fe-based Super-
conductors — eRuUDI HACKL

Theory of Magnetism and Superconductivity for Iron-Chalcogenides —
o JIANGPING HU

Charge Dynamics in 122 Iron Pnictides — e ALIAKSEI CHARNUKHA

Invited and Topical Talks of the Focused Session “Dynamical Mean-Field Approach to Correlated
Electron Materials”

TT 63.1

TT 63.2
TT 63.3

TT 63.4

TT 63.5

Thu

Thu
Thu

Thu

Thu

15:00-15:30

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

16:45-17:15

17:15-17:45

H20

H20
H20

H20

H20

How Bad Metals Turn Good: Spectroscopic Signatures of Resilient
Quasiparticles — ¢ ANTOINE GEORGES

Correlation Effects in Organic Superconductors — eROSER VALENTI
Photoemission Study of Correlated Oxides at High Temperatures —
eHAO TIENG

Dynamical Mean Field Theory of Collective Excitations — e ALEXANDER
LICHTENSTEIN

Electronic Correlations beyond Dynamical Mean Field Theory —
oK ARSTEN HELD

Invited Talks of the Joint Symposium SYSC
(jointly organized by DY, HL, MA, TT; coordination: TT)

SYSC 1.1

SYSC 1.2

SYSC 1.3

SYSC 1.4

SYSC 1.5

Tue

Tue

Tue

Tue

Tue

9:30-10:00

10:00-10:30

10:30-11:00

11:00-11:30

11:30-12:00

H1

H1

H1

H1

H1

Exploring the Physics of Superconducting Qubits Strongly Coupled to
Microwave Frequency Photons — e ANDREAS WALLRAFF

Hybrid Quantum Circuit with a Superconducting Qubit Coupled to an
Electron Spin Ensemble — ¢YUIMARU KUBO

Hybrid Quantum Systems with Rare-Earth Ion Spin Ensemble — ePAVEL
BUSHEV

Quantum Coherent Coupling between a Mechanical Oscillator and an
Optical Mode — eT0BIAS KIPPENBERG

Exploring Quantum Light-Matter Interactions of Quantum Dots in Pho-
tonic Crystal Nanostructures — eJONATHAN FINLEY

Invited Talks of the Joint Symposium SYTS
(jointly organized by DF, DS, HL, MA, MI, MM, TT; coordination: DF)

SYTS 1.1

Wed

9:30-10:00

H1

Transport in Old and New Thermoelectric Materials — eDAVID SINGH
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SYTS 1.2

SYTS 1.3

SYTS 1.4

SYTS 1.5

Wed

Wed

Wed

Wed

10:00-10:30

10:30-11:00

11:00-11:30

11:30-12:00

H1

H1

H1

H1

Binary oxide structures as model systems for thermoelectric transport
— oPETER J. KLAR

Functional oxides films: from single crystals to polycrystalline sub-
strates — ¢ WILFRID PRELLIER

The Planar Nernst Effect and the Search for Thermal Spin Currents in
Ferromagnetic Metals — eBARRY ZINK

Tunneling magneto thermopower in magnetic tunnel junction nanopil-
lars — eHANS WERNER SCHUMACHER

Invited Talks of the Joint Symposium SYQP
(jointly organized by HL, O, TT; coordination: HL)

SYQP 1.1
SYQP 1.2
SYQP 1.3
SYQP 1.4

SYQP 1.5

Wed

Wed

Wed

Wed

Wed

15:00-15:30

15:30-16:00

16:00-16:30

17:00-17:30

17:30-18:00

H1

H1

H1

H1

H1

Quantum plasmonics and applications in light harvesting — ePETER
NORDLANDER

Deterministic quantum plasmonics with single nanodiamonds — eSERGE
HuanT

Optically-active hybrid nanostructures: Exciton-plasmon interaction,
Fano effect, and plasmonic chirality — e ALEXANDER GOVOROV
Quantum nano-optics: Interaction of metallic nano-particles with quan-
tum emitters — eSALVATORE SAVASTA

Non-dipolar & magnetic interactions with optical antennas — eNIEK VAN

HuLst

Invited Talks of the Joint Symposium SYES
(jointly organized by O, DS, HL, MA, MM, TT; coordination: O)

SYES 1.1
SYES 1.2
SYES 1.3

SYES 1.4
SYES 1.5

Sessions

TT 1.1-1.3

TT 2.1-2.10
TT 3.1-3.13
TT 4.1-44

TT 5.1-5.7

TT 6.1-6.13
TT 7.1-7.13
TT 8.1-8.13

TT 9.1-9.13
TT 10.1-10.

TT 11.1-11.
TT 12.1-12.
TT 13.1-13.
TT 14.1-14.
TT 15.1-15.
TT 16.1-16.

Fri

Fri

Fri

Fri
Fri

10

9
57
13
13
10
9

9:30-10:00 H1
10:00-10:30 H1
10:30-11:00 H1
11:00-11:30 H1
11:30-12:00 H1
Sun  16:00-18:25
Mon 9:30-12:00
Mon 9:30-13:00
Mon 9:30-10:45
Mon 9:30-11:15
Mon 9:30-13:00
Mon 9:30-13:00
Mon 9:30-13:00
Mon 9:30-13:00
Mon 10:30-13:15
Mon 11:30-13:45
Mon 15:00-19:00
Mon 15:00-18:30
Mon 15:00-18:30
Mon 15:00-18:00
Mon 15:00-17:30

Molecular dynamics simulation of nucleation and growth of crystals from
solution — eMICHELE PARRINELLO

Describing, understanding, and discovering hybrid materials from first
principles — ¢CLAUDIA DRAXL

Mapping the Electronic Structure Landscape for Materials Discovery —
oKRISHNA RAJAN

New ferroelectrics and antiferroelectrics by design — eKARIN RABE

The Materials Project: The design of materials using high-throughput
ab initio computations — ¢ GERBRAND CEDER

H20 Tutorial: Topological Insulators and Majorana-Fermion
Physics

H3 Multiferroics 1 (jointly with DF, DS, KR, and MA)

H9 Correlated Electrons: Low-Dimensional Systems - Models 1

H10 Topological Insulators 1 (jointly with DS, HL, MA, and O)

H17 Graphene - Magnetic Fields (jointly with DS, HL, MA, O)

H18 Superconductivity: Tunnelling & Josephson Junctions

H19 Correlated Electrons: Spin Systems, Itinerant Magnets 1

H20 Transport: Quantum Dots, Wires, Point Contacts 1 (jointly
with HL and O)

H21 Quantum Liquids, Miscellaneous 1

H36 Focused Session: Frontiers of Electronic Structure Theory 1
(jointly with HL and O)

H17 Graphene -Spin-Orbit Interaction (jointly with DS,HL,MA,O)

Poster D Poster Session Superconductivity

H3 Multiferroics 2 (jointly with DF, DS, KR, and MA)

H9 Correlated Electrons: Low-Dimensional Systems - Models 2

H10 Topological Insulators 2 (jointly with DS, HL, O, and MA)

H18 Transport: Quantum Dots, Wires, Point Contacts 2 (jointly

with HL)
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TT 17.1-17.9
TT 18.1-18.5

TT 19.1-19.6
TT 20.1-20.14
TT 21.1-21.12

TT 22.1-22.13

TT 23.1-23.4
TT 24.1-24.5

TT 25.1-25.13
TT 26.1-26.12

TT 27.1-27.13
TT 28.1-28.12
TT 29.1-29.10

TT 30.1-30.13
TT 31.1-31.10
TT 32.1-32.10

TT 33.1-33.14
TT 34.1-34.12
TT 35.1-35.13

TT 36.1-36.13

TT 37.1-37.14
TT 38.1-38.14
TT 39.1-39.11

TT 40.1-40.89
TT 41.1-41.14

TT 42.1-42.14
TT 43.1-43.6
TT 44.1-44.6

TT 45.1-45.7
TT 46.1-46.13

TT 47.1-47.13
TT 48.1-48.7
TT 49.1-49.8
TT 50.1-50.10
TT 51.1-51.11
TT 52.1-52.13

TT 53.1-53.13
TT 54.1-54.7

TT 55.1-55.13
TT 56.1-56.11

TT 57.1-57.10

TT 58.1-58.51

Mon
Mon

Mon
Mon
Mon

Mon

Mon
Tue

Tue
Tue

Tue
Tue
Tue

Tue
Tue
Tue

Wed
Wed
Wed

Wed

Wed
Wed
Wed

Wed
Wed

Wed
Wed
Wed

Wed
Wed

Wed
Wed
Wed
Thu
Thu
Thu

Thu
Thu

Thu
Thu

Thu

Thu

15:00-17:45
15:00-17:45

15:00-16:30
15:00-18:45
16:00-19:00

16:00-19:15

16:45-17:45
9:30-12:15

9:30-13:15
9:30-12:45

9:30-13:15
9:30-12:45
9:30-12:30

9:30-13:00
9:30-12:15
10:30-13:15

9:15-13:00
9:30-12:45
9:30-13:00

9:30-13:00

9:30-13:15
9:30-13:15
10:30-13:30

15:00-19:00
15:00-18:45

15:00-19:15
15:00-16:30
15:00-18:00

15:00-16:45
16:00-19:15

16:00-19:30
16:45-18:45
17:00-19:00
9:30-12:15
9:30-12:30
9:30-13:00

9:30-13:00
9:30-12:45

9:30-13:00
10:30-13:15

10:30-13:15

15:00-19:00

H19
H20

H21
H22
H17

H36

H21
H2

H9
H17

H18
H19
H20

H21
H41
H36

H16
H2
H17

H18

H19
H20
H36

Poster D
H2

H18
H19
H20

H21
H17

H36
H19
H21
H2
H6
H18

H19
H20

H21
H17

H36

Poster D

Correlated Electrons: Spin Systems, Itinerant Magnets 2
Focused Session: Correlations in Topological Bands (jointly
with DS, HL, MA, and O)

Quantum Liquids, Miscellaneous 2

Transport: Spincaloric Transport (jointly with MA)
Graphene - Electronic Properties and Transport 1 (jointly
with DS, HL, MA, and O)

Focused Session: Frontiers of Electronic Structure Theory 2
(jointly with HL and O)

Superconductivity: Fe-based Superconductors - 1111
Focused Session: Dirac Fermions in Solid-State Systems
(jointly with HL)

Correlated Electrons: Low-Dimensional Systems - Models 3
Graphene - Electronic Properties and Transport 2 (jointly
with DS, HL, MA, and O)

Superconductivity: Fe-based Superconductors - 122
Correlated Electrons: Spin Systems, Itinerant Magnets 3
Transport: Quantum Dots, Wires, Point Contacts 3 (jointly
with HL)

Correlated Electrons: Quantum Impurities, Kondo Physics
Correlated Electrons: Low-Dimensional Systems -Materials 1
Focused Session: Frontiers of Electronic Structure Theory 3
(jointly with HL and O)

Topological Insulators 3 (jointly with HL, MA, and O)
Transport: Molecular Electronics (jointly with CPP, HL, MA)
Graphene - Characterization and Devices (jointly with DS,
HL, MA, and O)

Superconductivity: Fe-based Superconductors - Fe(Se,Te),
LiFeAs, and other Materials

Quantum Coherence, Quantum Information Systems 1
Correlated Electrons: Metal-Insulator Transition 1

Focused Session: Frontiers of Electronic Structure Theory 4
(jointly with HL and O)

Poster Session Correlated Electrons

Spintronics / Quantum Information: Materials and Methods
(jointly with HL)

Quantum Coherence, Quantum Information Systems 2
Correlated Electrons: Metal-Insulator Transition 2

Focused Session: Majorana Fermions in Condensed Matter
(jointly with DS, HL, MA, and O)

Superconductivity: (General) Theory

Graphene - SiC Substrates and Intercalation (jointly with DS,
HL, MA, and O)

Focused Session: Frontiers of Electronic Structure Theory 5
(jointly with HL and O)

Correlated Electrons: Quantum-Critical Phenomena - Theory
Superconductivity: SQUIDs & Cryodetectors

Exciton Polaritons and their Condensates (jointly with HL)
Correlated Electrons: General Theory 1

Transport: Spintronics, Magnetotransport 1 (jointly with HL
and MA)

Correlated Electrons: Heavy Fermions

Focused Session: Magnetism & Superconductivity in Fe-based
Pnictides and Chalcogenides (jointly with MA)

Correlated Electrons: Low-Dimensional Systems -Materials 2
Graphene - Preparation and Characterization 1 (jointly with
DS, HL, MA, and O)

Focused Session: Frontiers of Electronic Structure Theory 6
(jointly with HL and O)

Poster Session Transport & Matter at Low Temperature
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TT 59.1-59.12 Thu 15:00-18:30 H6 Correlated Electrons: Quantum-Critical Phenomena - Exper-
iments

TT 60.1-60.9  Thu 15:00-17:30 H17 Graphene - Theory (jointly with DS, HL, MA, and O)

TT 61.1-61.10 Thu 15:00-18:00 HI18 Topological Insulators 4 (jointly with DS, HL, MA, and O)

TT 62.1-62.11 Thu 15:00-18:15 HI19 Superconductivity: Properties, Electronic Structure, Order
Parameter

TT 63.1-63.5  Thu 15:00-17:45 H20 Focused Session: Dynamical Mean-Field Approach to Corre-
lated Electron Materials (jointly with MA)

TT 64.1-64.12 Thu 15:00-18:15 H21 Superconductivity: Heterostructures, Andreev Scattering,
Vortex Physics

TT 65.1-65.12 Thu 16:00-19:00 H36 Focused Session: Frontiers of Electronic Structure Theory 7
(jointly with HL and O)

TT 66.1-66.12  Fri 9:30-12:45 H14 Spintronics / Quantum Information: Vacancies in Diamond
and SiC (jointly with HL)

TT 67.1-67.13  Fri 9:30-13:00 HI18 Topological Insulators 5 (jointly with DS, HL, MA, and O)

TT 68.1-68.4  Fri 9:30-10:30  H20 Transport: Spintronics, Magnetotransport 2 (jointly with HL
and MA)

TT 69.1-69.10  Fri 9:30-12:15 H21 Superconductivity: Fe-based Superconductors - Theory

TT 70.1-70.6  Fri 9:30-11:00 H24 Correlated Electrons: General Theory 2

TT 71.1-71.10  Fri 10:30-13:00 H17 Graphene - Preparation and Characterization 2 (jointly with
DS, HL, MA, and O)

TT 72.1-72.4  Fri 10:45-11:45  H20 Nanomechanics (jointly with BP, DF, and DY)

TT 73.1-73.3  Fri 11:45-12:30 H20 Fluctuations and Noise

Annual General Meeting of the Low Temperature Physics Division

Thu 18:30 H19
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TT 1: Tutorial: Topological Insulators and Majorana-Fermion Physics

Topological insulators form a new class of quantum matter, with a bulk gap and exotic conducting
surface states. When coupled to superconductors, so-called Majorana bound states are expected to
exist under certain conditions. In this Tutorial, an introduction into the basic theoretical ideas is given,
and the relevant experimental signatures and results are discussed.

Time: Sunday 16:00-18:25

Tutorial TT 1.1 Sun 16:00 H20
Topological Insulators and Superconductors — eANDREAS
ScHNYDER — Max Planck Institut fiir Festkorperforschung, D-70569
Stuttgart, Germany

The recent discovery of new topological electronic phases in insulating
materials with strong spin-orbit coupling has lead to a renewed interest
in topological states of matter. These topological materials have a full
insulating gap in the bulk and support exotic metallic surface states,
which are a consequence of bulk topological invariants. Topological in-
sulating states have been observed in HgTe/(Hg,Ce)Te semiconductor
quantum wells, in BiSb alloys, in Bi2Ses, and in other Bi-based com-
pounds. Topological superconductor are fully gapped superconductors
that exhibit zero-energy Majorana surface states. Here we review the
theoretical foundations for topological insulators and superconductors,
discuss topological band theory, and survey recent experimental find-
ings on three-dimensional topological insulators and superconductors.

5 min. break

Tutorial TT 1.2 Sun 16:50 H20
Proximity Induced Superconductivity in Topological Insula-
tors — eHarTMUT BUHMANN — Physikalisches Institut, EP3, Uni-
versity Wiirzburg, Wiirzburg, Germany

The discovery of Dirac-like surface states on a topological insulator
(TI) and their qualitative relation to Cooper-pairs in superconducters
inspired the exploration of interactions between those two states. In
2008 L. Fu and C.L. Kane [1] showed that so-called Majorana bound
states are expected to exists under certain conditions in the proximity

Location: H20

of those interfaces. Since then many ideas for experimental investiga-
tions have been published but unfortunately none of those has been
realized so far.

In this presentation I will summarize the important signature for
the search for Majorana bound states in connection with topological
insulators and I will report on recent results on proximity induced su-
perconductivity in TI surface states.

[1] Liang Fu and C. L. Kane, Phys. Rev. Lett. 100, 096407 (2012)

5 min. break

Tutorial TT 1.3 Sun 17:40 H20

Majorana Fermions in Hybrid Nanosystems — eMicHAEL WiM-
MER — Instituut-Lorentz, Universiteit Leiden, The Netherlands

Majorana fermions are particles that are their own anti-particle. To
our current knowledge, they do not exist as elementary particles in
nature. In the recent years it was however realized that quasi-particle
excitations in solid state systems can mimic Majorana fermions. In
particular, they appear in topological superconductors.

In the tutorial, I will show the basic properties of these “solid state
Majoranas”, and discuss how topological superconductors can be engi-
neered in hybrid nanosystems consisting of ordinary superconductors
and semiconductors. I will also briefly review the recent experiments
that have found strong hints for the evidence of Majorana fermions in
such hybrid systems. Finally, I will discuss some of the more exotic
properties of Majorana fermions and how they are related to topolog-
ical quantum computing.

TT 2: Multiferroics 1 (jointly with DF, DS, KR, and MA)

Time: Monday 9:30-12:00

TT 2.1 Mon 9:30 H3
Magnetoelectric coupling at the n-doped interface
BaTiO3/SrTcO3 studied from first principles — eVLADISLAV
Borisov!, SERGEY OsTaNIN', and INGRID MEgrTIG2 — Max-
Planck-Institut fiir Mikrostrukturphysik, Weinberg 2, D-06120 Halle,
Germany — 2Institut fiir Physik, Martin-Luther-Universitat Halle-
Wittenberg, D-06099 Halle, Germany

Antiferromagnetically induced magnetoelectric coupling at the inter-
face BaTiO3/SrTcOs, which combines a robust ferroelectric and a sta-
ble antiferromagnetic perovskite, is studied from first principles. For
the BaO/TcOz-terminated interface, the magnetic order may change
from G- to C-type antiferromagnetism upon the electric polarization
reversal in the ferroelectric side. By inspecting the two-dimensional
band structure and orbital occupation of the Tc 4d-states we conclude
that the polarization-dependent charge transfer is responsible for a
two-dimensional electron gas at the interface between two insulating
perovskites. The case of paraelectric BaTiO3 is also discussed in the
context of the effect.

TT 2.2 Mon 9:45 H3
Observation of novel multiferroic-like effect in C60-Co
nanocomposites — eMasasH1 SHirAIsHI!, Enri TAMURA!, Yu-
TAKA SAKAI', Tovokawa SHUHEI!, E1j1 SHikoH!, VLADO LAzAROVZ,
Arsurumi Hironata®, TERUva SHINJO', and Yosuisnige Suzuki!
— 1Graduate School of Engineering Science, Osaka Univ., Japan —
2Department of Physics, Univ. York, UK — 3Department of Electron-

ics, Univ. York, UK

A novel magnetoelectric effect is found to appear in a C60-Co
nanocomposite. Although Co is well-known as a ferromagnet, its
nanoparticles embedded in a C60 matrix can exhibit enhancement of
magnetoresistance ratio due to a combination of Coulomb-blockade

Location: H3

and higher order co-tunneling [1], and also multiferroic-like behavior
[2], i.e., an electric field controls magnetic alignment of the nanopar-
ticles and a magnetic field controls their charged states. This novel
effect enables a strong magnetic switching effect for which the on/off
ratio is ca. led4. Such an effect has been expected to exist and these
findings show this magnetoelectric coupling for the first time.

[1] D. Hanataka, M. Shiraishi et al., Phys. Rev. B79, 235402 (2009).
[2] Y. Sakai, E. Tamura, M. Shiraishi et al., Adv. Func. Mat. 22, 3845
(2012).

TT 2.3 Mon 10:00 H3
Investigation of magnetic ordering in Eu;_,Y;MnO3 using
full polarization analysis at P09 beamline — eARVID SKAU-
GEN, DiNEsH K. SHUKLA, HELEN WALKER, SOoNIA FRANCOUAL, and
JOra STREMPFER — Deutsches Elektronen-Synchrotron, Harmburg,
Germany

Varying multiferroic properties with strong ME coupling have
been reported for Eui_;YzMnOs [1]. The crystal structure of
Eu1_2YzMnOs; is similar to the one of TbMnOg with comparable lat-
tice distortions. However, the effect of rare earth magnetism is elim-
inated since Eu3t (4f%) and Y3t (4f9) ions both are non-magnetic.
The compound Eug.gYp.2MnOs3 first shows a phase transition at T
= 45K from a paramagnetic to an antiferromagnetic and paraelectric
state with a presumably sinusoidal collinear AFM structure, in analogy
to TbhMnO3. At T = 30K the magnetic structure changes to weak
ferromagnetism, attributed to a cone-like structure that breaks inver-
sion symmetry and gives rise to ferroelectricity with the polarization
along the a-axis.

‘We have investigated Eug.gYp.2MnO3s using resonant x-ray diffrac-
tion as function of temperature, magnetic field and incident polariza-
tion at beamline P09 at PETRA III. The method of full polarization
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analysis has been used to investigate the different resonances showing
up at the Mn K-edge. From the polarization scans, it is possible to
draw conclusions on the complex magnetic order. Preliminary results
suggest a helicoidal SDW structure of the Mn moments rather than a
cone-like structure.

[1] J. Hemberger et al., Phys. Rev. B 75, 035118 (2007)

TT 2.4 Mon 10:15 H3
Electrostatic tuning of large-distance sputtered LSMO/PZT
heterostructures — ePHILIPP MoRrIiTz LEUFKE, Ajay KUMAR
Misura, WanG D1, RoBerr KRrRuUK, and Horst HAHN — Institute
of Nanotechnology (INT), Karlsruhe Institute of Technology (KIT),
Karlsruhe, Germany

In order to obtain a physical picture and quantitative characteristics
of a magnetoelectric coupling at ferromagnetic/ferroelectric interfaces,
epitaxial Lag.g7Srg.13MnO3/Pb(Zr,Ti)O3 (LSMO/PZT) heterostruc-
tures were deposited by large-distance magnetron sputtering[1,2]. The
remarkably high lateral uniformity achieved in such films allowed for
a ferroelectric device area of more than 6 mm?.

This has enabled for the first time in-situ SQUID measurements
of the magnetic response to the systematically varied remanent ferro-
electric polarization. Temperature dependence of the magnetic mod-
ulation upon charging and the magnetic response to the ferroelectric
stimulation indicates a field-effect dominated coupling mechanism and
generally confirms the concept of electrostatic hole (h™) doping of
LSMO.

For small charge modulations at low temperature, a linear tuning
coefficient of ~ 3.6 ug/hT has been determined. This suggests the ac-
tivation of an antiferromagnetic coupling, even for very small surface
charge densities. Simultaneously a shift in the magnetic transition tem-
perature at higher surface charge concentration indicates the presence
of a ferromagnetic phase at the LSMO/PZT interface.

[1] P. M. Leufke et al., Thin Solid Films 520, 5521 (2012).

[2] P. M. Leufke et al., AIP Advances 2, 032184 (2012).

TT 2.5 Mon 10:30 H3
Optimized magnetoelectric interface coupling — elcor
MAazNICHENKO!, ARTHUR ERNsTZ, and INGRID MERTIG!2 — lInstitut
fiir Physik, Martin-Luther-Universitdt Halle-Wittenberg, D-06099
Halle (Saale), Germany — 2Max-Planck-Institut fiir Mikrostruktur-
physik, Weinberg 2, D-06120 Halle (Saale), Germany

It was shown that magnetoelectric coupling occurs at interfaces be-
tween a magnetic and a ferroelectric material. Our idea is to construct
heterostructures with a particularly strong magnetoelectric coupling.
We concentrate on the optimization of the magnetic layer. We demon-
strate that a small magnetic moment at the interface can still transfer
the magnetoelectric coupling to a strong ferromagnet and could cause
significant response. The idea is supported by numerical simulations
within density functional theory using the self-consistent KKR Green
function method.

TT 2.6 Mon 10:45 H3
Role of electron correlation of FeO at Fe/ferroelectric ox-
ide/Fe interface for magnetic transport properties — ¢ ANDREA
NEroONI, DANIEL WORTMANN, ERsOy SAsIOGLU, STEFAN BLUGEL,
and MARJANA LEZAIC — Peter Griinberg Institut and Institute for
Advanced Simulation, Forschungszentrum Jiilich and JARA, 52425
Jilich, Germany

Fe/ferroelectric oxide/Fe is a nanoferronic tunnel junction with ex-
citing electronic magneto-conductive transport properties. FeO layers
at the interface of Fe/oxide/Fe barriers seems to significantly alter
these properties as indicated by several experiments. In order to un-
derstand the role of electron correlations in FeO at the interface on
the tunneling properties of a Fe/BaTiO3/Fe barrier we use an embed-
ded Green-function approach [1] implemented within the framework of
the full-potential linearized augmented plane-wave (FLAPW) method
FLEUR [2]. Conductances are obtained for different oxidation conditions
and for different magnetic configurations of the contacts. Strong corre-
lations are taken into account employing the LDA+U approach within
the framework of the density functional theory (DFT) with a Hubbard
U parameter determined by constrained random phase approximation
(cRPA) [3]. Work is supported by
Helmholtz Young Investigators Group Program VH-NG-409.

[1] www.flapw.de

[2] D. Wortmann, H. Ishida, and S. Bliigel, PRB 65, 165103 (2002)
[3] E. Sasioglu, C. Friedrich, and S. Bliigel, PRB 83, 121101(R) (2011)

TT 2.7 Mon 11:00 H3
Multiferroic Aurivillius Phases: the Case of BisFeTi3O15 by ab
initio — e YAEL BIRENBAUM, NicoLA SPALDIN, and CLAUDE EDERER
— Materials Theory, ETH Ziirich, Switzerland

The Aurivillius phases form a family of naturally-layered perovskite-
related materials with good ferroelectric properties. BisFeTizO15
(BFTO) is perhaps the simplest known member of this family that
also incorporates magnetic degrees of freedom. Using ab initio elec-
tronic structure calculations, we establish the ferroelectric and mag-
netic properties of BFTO. We then discuss a possible site preference
of the Fe3t cation, which so far has not been found experimentally,
and quantify the magnetic coupling between adjacent Fe cations. In
addition, we analyse the different structural distortions, in order to
relate BFTO to other members of the Aurivillius phases.

TT 2.8 Mon 11:15 H3
Strain effect on magnetic properties of Lagr
Cap.3MnO3/SrRuO3 Superlattices — eSuJiT Das!2, ANDREAS
HerkroTz!2, and KaruriN Doerr'? — IFW Dresden, Postfach
270116, 01171 Dresden, Germany — Z2Institute for Physics, MLU
Halle-Wittenberg, 06099 Halle, Germany

Coherent interfaces between magnetic oxides such as Lag.7 Srg.3MnOg3
and SrRuO3 may induce an intense magnetic coupling [1]. Recent work
indicated an impact of elastic strain on the strength and even the sign
of the coupling [2]. Superlattices (SL) of Lag.7 Cagp.3MnOg/SrRuOs3
with layer thicknesses below 10 unit cells were grown by pulse laser de-
position simultaneously on SrTiO3(001) (STO), LaAlO3(001) (LAO)
and piezoelectric 0.72Pb(Mg;/3Nby/3)03-0.28PbTiO3 (001) (PMN-
PT) substrates and structurally characterized by X-ray diffraction
(XRD). On LAO, the SL assumes a compressive strain state, i. e.
the lattice parameter is larger out-of-plane than in-plane, whereas on
PMN-PT it shows a tensile strain state and on STO an intermediate
strain value. Magnetization measurements demonstrate a strong an-
tiferromagnetic (AFM) coupling in SLs on STO and LAO substrates
which is due to superexchange interaction between Ru and Mn ions.
The AFM coupling seems to decrease under tensile strain. The cou-
pling is much weaker on PMN-PT, probably because of higher interface
roughness. In order to probe the effect of elastic strain directly, magne-
tization loops in reversibly controlled strain states have been recorded
for SLs on PMN-PT. [1] M. Ziese et al., PRL 104, 167203 (2010), [2]
J. W. Seo et al.,, PRL 105, 167206 (2010) .

TT 2.9 Mon 11:30 H3
Tuning the multiferroic phase of CuO with impurities
— eJouaN HEeLLsvik!, MARCELLO BALESTIERI', ALESSANDRO
StroppaZ, ANDERS BERGMAN?, Lars BERcQVIST?, OLLE ERIKSSON?,
Sivia Picozzi?, and José LorENzaNAl — 1ISC-CNR, Rome, Italy
— 2CNR-SPIN, L’Aquila, Italy — 3Uppsala University, Uppsala, Swe-
den — *KTH, Stockholm, Sweden

The discovery that CuO is a multiferroic with a high antiferromag-
netic transition temperature of 230 K opened a possible route to room-
temperature multiferroicity with a strong magnetoelectric coupling [1].
CuO belongs [2] to a new class of multiferroic materials where the so
called ’order by disorder mechanism’ [3| plays a crucial role. In this
work we study the effect of different impurities on the phase diagram of
CuO aiming at engineering the multiferroic properties. Extensive den-
sity functional theory (DFT) calculations were performed for a large
number of fixed spin configurations in pure CuO and CuO doped with
a small fraction of the Cu atoms substituted with the nonmagnetic
elements Mg, Zn or Cd, or the magnetic elements Ni or Co. Our
computations established that the energy difference between the low-
temperature collinear AF1 phase and the intermediate temperature
multiferroic AF2 phase decreased monotonously with increasing dop-
ing level confirming that impurities favour the multiferroic phase. The
magnetic phase diagram has been mapped out in Monte Carlo simula-
tions for classical Heisenberg spins. [1] T. Kimura et al., Nature Mat.
7, 291 (2008); [2] G. Giovannetti et al., Phys. Rev. Lett. 106, 026401
(2011); [3] C. L. Henley, Phys. Rev. Lett. 62, 2056 (1989)

TT 2.10 Mon 11:45 H3
Charge-mediated magnetoelectric coupling in patterned
multiferroic heterostructures — eDANIELE PREZIOSI', DIET-
RICH HESSE!, MARIN ALEXE', MARTIN WAHLER?, and GEORG
scHMIDT? — Max-Planck-Institut fiir Mikrostrukturphysik Weinberg
2, 06120 Halle(Saale) Germany — 2Martin-Luther-Universitéit Halle-

Wittenberg Von-Danckelman-Platz 3, 06120 Halle(Saale) Germany
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Several studies on single phase multiferroics demonstrate that the cou-
pling between the ferroelectric and the (ferro)magnetic order param-
eters tends to be small. Engineering of artificially structured systems
could provide a reliable way to improve the MagnetoElectric (ME)
coupling. Devices based on charge-mediated ME effect represent a vi-
able alternative. The electric field produced by the polarization of the
ferroelectric material can induce, at the interface with an ultrathin
strongly correlated magnetic oxide, a change in the magnetization.

The ME coupling would be in this case the consequence of the spin-
dependent screening of the electric field. Patterned hetero-structures of
Lal-xSrxMnO3 (LSMO) and PbZr0.2Ti0.803 (PZT) have been fabri-
cated. Transport and magnetic measurements show that the switching
of the PZT polarization influences significantly the competing elec-
tronic ground states of the LSMO, modulating the resistivity as well
as the magnetization value.

TT 3: Correlated Electrons: Low-Dimensional Systems - Models 1

Time: Monday 9:30-13:00

TT 3.1 Mon 9:30 H9
Charge and Spin Fractionalization of 1D Strongly Correlated
Systems — ALEXANDER MoORENO!, e ALEJANDRO MURAMATSU!, and
Josg M. P. CarMELO? — lInstitut fiir Theoretische Physik III,
Universitit Stuttgart, Germany — 2Center of Physics, University of
Minho, Braga, Portugal

By means of time-dependent DMRG numerical simulations, we ob-
serve charge and spin fractionalization® of an electron injected into a
1D strongly correlated system, namely the t-J model, which is not ex-
pected on the basis of the Luttinger Liquid (LL) theory?. Our results
for the supersymmetric (SUSY) point, J = 2¢, are consistent with the
Bethe-Ansatz exact solution® that we use as framework to explain the
origin of the different fractions. Our method is able to identify more
features related to fractionalization in comparison to those observed
in the one-particle spectral function?.

[1] A. Moreno, J. M. P Carmelo and A. Muramatsu, arXiv:1210.1398
[2] K.-V. Pham, M. Gabay, and P. Lederer, Phys. Rev. B 61, 16397
(2000)

[3] P. A. Bares, G. Blatter, and M. Ogata, Phys. Rev. B 44, 130
(1991); P. A. Bares, J. M. P. Carmelo, J. Ferrer, and P. Horsch, Phys.
Rev. B 46, 14624 (1992)

[4] C. Lavalle, M. Arikawa, S. Capponi, F. F. Assaad, and A. Mura-
matsu, Phys. Rev. Lett. 90, 216401 (2003)

TT 3.2 Mon 9:45 H9
Luttinger liquid universality in the time evolution after an
interaction quench — CurisTorn KaRrascH!, JAN RENTROPZ,
eDrk ScuuricHT?, and VoLkeER MEeDEN? — !Department of
Physics, University of California — 2Institute for Theory of Statis-

tical Physics, RWTH Aachen University

We provide evidence that the relaxation dynamics of one-dimensional,
metallic Fermi systems resulting out of an abrupt amplitude change
of the two-particle interaction has aspects which are universal in the
Luttinger liquid sense: The leading long-time behavior of certain ob-
servables is described by universal functions of the equilibrium Lut-
tinger liquid parameter and the renormalized velocity. We analytically
derive those functions for the Tomonaga-Luttinger model and verify
our hypothesis of universality by considering spinless lattice fermions
within the framework of the density matrix renormalization group.

[1] C. Karrasch et al., Phys. Rev. Lett. 109, 126406 (2012).

TT 3.3 Mon 10:00 H9
Quench dynamics of the Tomonaga-Luttinger model with
momentum-dependent interaction — eJaN ReNTrRopLZ, DIRk
ScuuricHT 2, and VoLkerR MEepENY2 — lnstitut fiir Theorie der
Statistischen Physik, RWTH Aachen University, Germany — 2JARA
Fundamentals of Future Information Technology, 52056 Aachen, Ger-
many

We study the relaxation dynamics of the one-dimensional Tomonaga-
Luttinger model after an interaction quench, paying particular atten-
tion to the momentum dependence of the two-particle interaction. Sev-
eral potentials of different analytical forms are investigated that all lead
to universal Luttinger liquid (LL) physics in equilibrium. The steady-
state fermionic momentum distribution shows universal behavior in
the sense of the LL phenomenology. For generic regular potentials, the
large time decay of the momentum distribution function toward the
steady-state value is characterized by a power law with a universal ex-
ponent that depends only on the potential at zero momentum transfer.
The commonly employed ad hoc procedure fails to give this exponent.

TT 3.4 Mon 10:15 H9

Location: H9

Low-energy local density of states of the 1D Hubbard model
— STEFAN SOFFING!, IMKE SCHNEIDER?, and eSEBASTIAN EcGERT!
— 1Fachbereich Physik und Forschungszentrum Optimas, TU Kaiser-
slautern — 2Institut fiir theoretische Physik, TU Dresden

We examine the local density of states (DOS) at low energies numer-
ically and analytically for the Hubbard model in one dimension. The
eigenstates represent separate spin and charge excitations with a re-
markably rich structure of the local DOS in space and energy. The
results predict signatures of strongly correlated excitations in the tun-
neling probability along finite quantum wires, such as carbon nan-
otubes, atomic chains or semiconductor wires in scanning tunneling
spectroscopy (STS) experiments. However, the detailed signatures can
only be partly explained by standard Luttinger liquid theory. In par-
ticular, we find that the effective boundary exponent can be negative
in finite wires, which leads to an increase of the local DOS near the
edges in contrast to the established behavior in the thermodynamic
limit.

TT 3.5 Mon 10:30 H9
Density Oscillations in the 1D Hubbard Model in a Harmonic
Trap at Finite Temperature — eDENIS MORATH, STEFAN SOFF-
ING, and SEBASTIAN EGGERT — Department of Physics, Univ. Kaiser-
slautern, Erwin Schrédinger Str. , 67663 Kaiserslautern, Germany

We are investigating the Hubbard-Chain in a harmonic trapping-
potential at finite temperatures which is an appropriate model to de-
scribe cold atoms in a trap. Depending on the interaction strength one
observes 2kp- and 4kp-oscillations of the density. Here we show the
temperature dependence of these oscillations using QMC and analyze
them within the bosonization scheme. With increasing temperatures
the amplitude of the oscillations is decreased. We will give an estima-
tion at which temperature it will be possible to resolve the oscillations.

TT 3.6 Mon 10:45 H9
DMRG study of the optical conductivity of the 1D Hub-
bard model — eALExANDER C. TieEcGEL, PieT E. DARGEL, and
TraomMmas PruscHKE — Institut fiir Theoretische Physik, Georg-
August-Universitat Goéttingen, Germany

The zero-temperature optical conductivity of the Hubbard model in
one dimension is studied for various values of the on-site repulsion U
and the electronic filling n by means of frequency-resolved density-
matrix renormalization group (DMRG) methods. The focus of this
work is the determination of the optical gap Eopt and the investigation
of the leading frequency dependence at the onset of the finite-frequency
conductivity. At half-filling, our data is compatible with a square-root
increase above the band threshold, which is in agreement with con-
formal field theory and DDMRG results in the literature. Away from
half-filling, we find an increasing pseudogap Fop¢ with the amount of
doping. These results as well as the extracted exponents at the onset
for n < 1 are directly compared to existing field-theoretical values.

15 min. break

TT 3.7 Mon 11:15 H9
Real-time dynamics of charge and spin densities in one-
dimensional systems — eMicHAEL SEKANIA and ArRNO P. KAMPF
— Theoretische Physik III, Elektronische Korrelationen und Mag-
netismus, Institut fiir Physik, Universitat Augsburg, Germany
In the last decade great effort has been devoted to investigations of the
real-time dynamics in strongly correlated systems. We present a theo-
retical investigation of the space-time evolution of the charge and spin
perturbations induced by a local quench of the ground state of the one-
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dimensional Hubbard model. Employing the time-dependent Density-
Matrix Renormalization Group methods we find that induced charge
and spin perturbations expand ballistically in the Mott-insulating host
system. The expansion velocities in the charge and spin sector are also
found to be different as expected for the spin-charge separation sce-
nario. For the metallic hosts close to the half filling, however, the
character of the charge expansion changes from ballistic to diffusive
and finally to subdiffusive regimes.

TT 3.8 Mon 11:30 H9
Phase diagram of frustrated ladder and 2D antiferromagnets
— @ ALEXANDROS METAVITSIADIS, DANIEL SELLMANN, and SEBASTIAN
EccErT — University of Kaiserslautern, Kaiserslautern, Germany

We investigate the low energy properties of the frustrated two leg di-
agonal ladder exhibiting both intra- and inter-chain frustration. The
renormalization group is used to obtain the phase diagram while vary-
ing the microscopic lattice parameters. We particularly emphasize the
role of the in-chain marginal operators, which is tuned by the in-chain
frustration and can promote a dimer phase in the system. Finally, the
physics of the quasi one dimensional diagonal ladder is incorporated
into a two dimensional square lattice since the former is used as the
primary structure to build up the square lattice. Within the valid-
ity of our method, the classical phases—a Néel antiferromagnet and a
collinear antiferromagnet—are predicted. The results are compared to
numerical DMRG calculations.

TT 3.9 Mon 11:45 H9
Thermodynamics of the Two-Dimensional Hubbard Model —
eJames LEBranc! and EmMaNUEL Gurn? — 'Max Planck Institute
For the Physics of Complex Systems, Dresden Germany — 2University
of Michigan, Ann Arbor MI

The application of a numerically exact continuous time impurity solver
with the DCA dynamical mean field theory has allowed us to study
the thermodynamics of the two-dimensional Hubbard model for finite,
but large cluster sizes. Variation in cluster size, upwards of 50-sites, al-
lows for extrapolation to the thermodynamic limit. We present results
relevant to cold gas systems, such as entropy, double occupancy and
nearest-neighbour spin correlations as well as discuss the implications
of these calculations on pseudogap physics of the High-T. Cuprate
superconductors away from half filling.

TT 3.10 Mon 12:00 H9
Shear viscosity in a two-dimensional Fermi gas — eCAROLIN
KuppeERsBUsCH!, TiLMaN Enss?, and Lars Fritz! — lInstitut fiir
Theoretische Physik, Universitit zu Koln — 2Physik Department,
Technische Universitdt Miinchen

We consider a two-component, two-dimensional, interacting Fermi gas
which is experimentally realized in ultra cold atomic systems. An
experimentally accessible quantity that has received a lot of interest
recently as a measure of the interaction strength is the shear viscosity.
This quantity describes the resistance of the system towards establish-
ing a flow gradient and is lowest for strongly interacting systems. Using
a Boltzmann equation we calculate the viscosity in all temperature and
interaction ranges. In contrast to earlier studies we include medium
scattering which lowers the viscosity by a factor of about three.

TT 3.11 Mon 12:15 H9
Wigner Crystal in a Two-Dimensional Electron Gas with
Strong Spin-Orbit Interaction — ePETER SivEsTRov!, ORra
ENTIN-WoOHLMAN2, and YosePH IMRY® — 1Dahlem Center for Com-
plex Quantum Systems, Freie Universitaet Berlin, 14195 Berlin, Ger-
many — 2Physics Department, Ben Gurion University, Beer Sheva

84105, Israel — 3Department of Condensed Matter Physycs, Weiz-
mann Institute of Science, Rehovot 76100, Israel

The Wigner crystal phase of a two-dimensional electron gas with un-
screened Coulomb repulsion and Rashba spin-orbit interaction is in-
vestigated. We assume that the electron density is sufficiently low
such that the spin-orbit interaction dominates over the electrons ki-
netic energy. In this limit the degeneracy of the minimum of the lower
spin-orbit-split subband results in a strong change of the crystals prop-
erties. We predict a spontaneous breaking of the ground state symme-
try, where all electrons have a finite momentum corresponding to one
point at the bottom of a Mexican-hat shaped subband. In this phase
electrons in the Wigner crystal become in-plane polarized and the plas-
mon dispersion acquires a strong angular dependance. The symmetry
breaking results also in a (slight) squeezing of the triangular lattice.

TT 3.12 Mon 12:30 H9
Topological characterization of fractional quantum Hall
ground states from microscopic Hamiltonians — eFRANK
PorLmann!, MicuagL P. ZaLeTeL?, and RogeEr S. K. Mong3 —
I Max-Planck-Institut fiir Physik komplexer Systeme, 01187 Dresden,
Germany — 2Department of Physics, University of California, Berke-
ley, California 94720, USA — 3Department of Physics, California In-
stitute of Technology, Pasadena, California 91125, USA

We show how to numerically calculate several quantities that charac-
terize topological order starting from a microscopic fractional quantum
Hall (FQH) Hamiltonian. For finding the ground state, we employ
the infinite density matrix renormalization group (iDMRG) method
which is based on the matrix-product state (MPS) representation of
FQH states on an infinite cylinder. From the MPS representation, we
compute the topological entanglement entropies and the quasiparticle
charges. We furthermore show that the wave function obtained on the
infinite cylinder geometry can be adapted to a torus of arbitrary mod-
ular parameter, which allows us to explicitly calculate the non-abelian
Berry connection associated with the modular T-transformation. As a
result, the topological spins, central charge, and Hall viscosity of the
phase can be obtained using data contained entirely in the entangle-
ment spectrum.

TT 3.13 Mon 12:45 H9
Characterization of Topological Phase Transitions: A Tensor-

Product State Approach — eSiDDHARDH CHANDRA!, FRANK

PorLmanN!, and NorBERT ScHucH? — !Max-Planck-Institut fiir
Physik komplexer Systeme, Dresden, Germany — 2RWTH Aachen

University, Aachen, Germany

‘We investigate phase transitions between phases with non-trivial topo-
logical order. Topological order is a kind of order that cannot be
explained with the traditional approach of Landau’s symmetry break-
ing and local order parameters. However, it can be characterized by
other quantities such as the braiding statistics of the excitations in the
model. Due to recent advances in numerical techniques, it has become
possible to extract these statistics from the ground-state wavefunction
of a model. We consider simple string-net models, which are known
to have topological order, and analyze the behavior of various quan-
tities as we move from one topological phase to another. The useful
formalism of tensor-product states allows us to create a tunable rep-
resentation which helps us to study the behavior of the entanglement
spectrum and modular matrices which characterize the statistics of
the anyonic excitations in the two phases. We identify some of the
defining components of a topological phase transition as opposed to a
symmetry breaking transition and discuss the possible extensions to
other models with topological order.

TT 4: Topological Insulators 1 (jointly with DS, HL, MA, and O)

Time: Monday 9:30-10:45

Invited Talk TT 4.1 Mon 9:30 HI10
Breaking time reversal symmetry in topological insulators
— oJAGADEESH MOODERA — Massachusetts Institute of Technology,
Cambridge, MA 02139, USA

Breaking time reversal symmetry in a topological insulator (TI) can
lead to many exotic properties, such as image magnetic monopole,
topological magneto-electric effects as well as Majorana Fermions in

Location: H10

superconducting TIs (STI). Recently Gedik*s group in MIT demon-
strated that manipulating the magnetic properties via ultrashort light
pulses, selectively exciting the spin states of the surface state by ex-
ploiting its spin texture to induce a transient magnetic state. Using
linearly polarized light in a pump-probe experiment unusual behav-
ior was seen by Muenzenberg group in Gottingen University. The
TT surface state can be magnetically manipulated by proximity effect.
The proximity-induced ferromagnetism in a TI/ferromagnetic insula-



Low Temperature Physics Division (TT)

Monday

tor heterostructure breaks the time reversal symmetry in the TI: a
large uniformly induced surface exchange gap appears on the TI with-
out introducing scattering centers, thus keeping intact the transport of
spin-momentum locked surface electrons as well as the superconduct-
ing pairing in an STI. This TI/ferromagnetic insulator bilayer system
showed an induced interface magnetic moment accompanied by an
unusual planar hysteresis magnetoresistance demonstrating the mag-
netic manipulation of the surface channel. This research is supported
by ONR, NSF.

TT 4.2 Mon 10:00 HI10
Magnetic properties of the Mn doped topological insulator
BiyTes probed by ESR — eS. ZiMmMERMANNY, V. KaTaev!, Hul-
weN J12, R.J. Cava2, and B. BucaNer! — IFW Dresden, 01171
Dresden, Germany — 2Dept. Chem., Princeton Univ., NJ 08544, USA

Doping of a topological insulator (TI) with magnetic elements can
break the time reversal symmetry and thus open a gap in the pro-
tected spin polarized conducting surface states, driving the system
into a quantum spin Hall regime [1]. Understanding of the interac-
tions between localized magnetic moments of dopants via delocalized
electrons that give rise to ferromagnetism in TIs is therefore of sig-
nificant interest. Such interactions can be of a long-range character
and can also be mediated by surface conducting states [2]. Electron
Spin Resonance (ESR) spectroscopy is a sensitive local technique that
can probe interactions of localized spins with conduction electrons as
well as spin-spin interactions in semiconductors and metals. In this
contribution we report an ESR study of the Mn spin dynamics and
magnetic interactions in high-quality single crystals of the Mn doped
3-dimensional TI BisTes [3]. We have observed a well-defined ESR
signal from Mn spins and have studied the temperature dependences
of the ESR parameters for a set of BigTes crystals with different Mn
doping levels. The experimental ESR data will be presented in detail
and the doping dependence of the Mn spin relaxation via conducting
states and the establishment of ferromagnetic order as seen by ESR
will be discussed. [1] R. Yu et al., Science 369, 61 (2010); [2] L.A.
Wray et al., Nature Physics 7, 32 (2011); [3] Y.S. Hor et al., PRB 81,
195203 (2010)

TT 4.3 Mon 10:15 HI10

Investigation of the relation between surface band gaps
and magnetism in the magnetic topological insula-
tor (Bii—zMn;)2Ses — eJAIME SANCHEZ-BARRIGA!, AN-
DREI VARYKHALOV!, GUNTHER SPRINGHOLZ?, HUBERT STEINERZ,
RAMUND KircHSCHLAGER?, GUNTHER BAUER2, ONDREI CAHAZ,
Enrico SchHIERLE', EuceN WescHke!, AxkiNn UnavLl, Sgr-
cio VaLeNncial, Frorian Kronast!, and OrivER RADER!' —
1Helmholtz-Zentrum Berlin — 2Johannes Kepler Universitat Linz —

3Masaryk University, Brno

The Dirac cone at the surface of a magnetic topological insulator is
expected to open a band gap when ferromagnetically magnetized per-
pendicularly to the surface plane. Angle-resolved photoemission from
epitaxial films of (Bij—;Mng)2Ses shows for z > 0.02 a band gap at
the Dirac point of a size that varies with Mn concentration, is much
larger than theoretically predicted (~ 100 meV), and does not change
with temperature from 7 to 300 K. Based on our measurements with
x-ray magnetic circular dichroism (XMCD) we can exclude that the
surface band gap is due to ferromagnetic order in the bulk or at the
surface. In addition, we investigate by XMCD in photoemission mi-
croscopy the reported proximity magnetization induced by a ferromag-
netic overlayer.

TT 4.4 Mon 10:30 HI10
Mapping the influence of cobalt atoms on the topological
states of Bi2Te3 — ePaorLo Sessi, THoMAs BarHON, Lypia ErL-
KAREH, and MATTHIAS BODE — Institute of Experimental Physics II,
University Wiirzburg, Am Hubland, 97074 Wiirzburg

Topological insulators are characterized by linearly dispersing gap-
less topological surface states protected by time-reversal symmetry.
For these states, spin is perpendicularly locked to its momentum by
spin-orbit interaction resulting in a chiral spin structure that forbids
backscattering. However, this is predicted to not be the case when
magnetic impurities are introduced into the system. Here, by means
of scanning tunneling microscopy we investigate the robustness of the
surface states of Bi2Te3 when single Co atoms are deposited on the
surface. By analyzing the energy dependence of the quasi particle in-
terference pattern produced by coherent scattering of surface states,
we will examine the influence of Co atoms on scattering channels and
energy dispersion relation.

TT 5: Graphene - Magnetic Fields (jointly with DS, HL, MA, O)

Time: Monday 9:30-11:15

TT 5.1 Mon 9:30 HI17
Quantum interference in an electron-hole graphene ring sys-
tem — eDMITRI SMIRNOV, HENNRIK ScHMIDT, and RoLr J. HAug —
Institut fiir Festkorperphysik, Leibniz Universitat Hannover, Appelstr.
2 30167 Hannover, Germany

We analyze the electronic properties of a topgated monolayer graphene
ring. Micro-mechanical cleavage was used to place a flake on a Si/SiO2
substrate. The structuring and contacting was done via plasma etch-
ing and electron beam lithography. An additional gate was placed on
top of one arm of the ring which allows us to control the charge carrier
concentration locally and additionally to create a pnp- (npn-) junc-
tion inside the ring. The sample was measured in a He3 cryostat and
is identified as single layer graphene via magnetotransport measure-
ments.

We observe Aharonov Bohm (AB) effect by sweeping the magnetic
field around 0 T. The period of the oscillations is approx. 16 mT
which fits the size of the ring well. The AB-oscillations are measured
for different temperatures and the amplitude shows a saturation for
lower temperatures. We also observe the AB-oscillations when a pnp-
junction is created inside the ring. The period is independent of the
existence of a pnp-junction and stays constant in all situations. We
analyze the amplitude in dependence of the charge carrier concentra-
tion. The absolute amplitude is constant in the bipolar and unipolar
region [1].

[1] D.Smirnov. et. al, Appl. Phys. Lett. 100, 203114 (2012).

TT 5.2 Mon 9:45 HI17
Experiments on Superlattice Graphene Structures with Pat-
terned Top Gates — oeFRANZ-XAVER SCHRETTENBRUNNER, MAR-
TIN DRIENOVSKY, BASTIAN BIRKNER, SEBASTIAN RINGER, DOMINIK

Location: H17

KocH, DiIETER WEIss, and JONATHAN Eroms — Institut fiir Exper-
imentelle und Angewandte Physik, Universitat Regensburg, D-93040
Regensburg

We report on fabrication, finite element modelling (FEM), and the
measurements of single- and bilayer graphene with structured top
gates. By using micromechanically exfoliated graphene on SiO2 sur-
face, a AloOj3 dielectric was fabricated on top of the structure by ei-
ther atomic layer deposition (ALD), evaporating thin aluminum films,
or by combination of both methods. A digitated, patterned top gate
electrode out of an AuPd alloy was fabricated by electron beam lithog-
raphy (EBL). FEM yields that form and strength of the modulation
strongly depend on thickness of the top gate dielectric, periodicity of
the gate fingers, and applied voltage. Using both, the planar SiO2
back gate and the patterned AloO3 top gate the electric field effect
creates variable modulations of the charge carrier concentration like
pnp, nn’n, n0n, etc. along the whole underlying graphene. Measure-
ments on these structures show typical behaviour for Klein-Tunneling
resulting in an asymmetric curve of the Dirac Point. At high magnetic
fields up to 14T unusual plateaus were observed when filling factors
are mixing up in the top gated and the non top gated areas of the
graphene samples.

TT 5.3 Mon 10:00 H17
Weak Localization and Raman Study of Graphene Antidot
Lattices Obtained by Crystallographically Anisotropic Etch-
ing — eFLORIAN OBERHUBER, STEFAN BLIEN, STEFANIE HEYDRICH,
ToBias KorN, CHRISTIAN SCHULLER, DIETER WEISS, and JONATHAN
Eroms — Experimentelle und Angewandte Physik, Universitat Re-
gensburg, D-93040 Regensburg

We report the crystallographically anisotropic etching of exfoliated
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graphene on SiO2 substrates by applying an etching mechanism that
was demonstrated to eliminate carbon atoms located on armchair sites
thus leading to zigzag edges [1]. Before exposing samples to this car-
bothermal reaction, they were patterned with circular antidots (diame-
ter ~40nm) by EBL and RIE. In the subsequent carbothermal etching
step the predefined holes evolved into hexagonal antidots (/2100nm).

We investigated a set of samples patterned with square lattices of
hexagonal antidots and compare them to graphene patterned with lat-
tices of circular holes investigated previously [2]. First, we compare
samples by analyzing the weak localization peak in electron transport
from which we obtain the phase coherence length and lengths for inter-
and intravalley scattering. Second, samples were characterized by Ra-
man spectroscopy focusing on G, D and D* peaks. In addition to
the above mentioned comparison we demonstrate the influence of the
etching reaction on graphene’s properties by showing a series of Raman
maps acquired between consecutive sample preparation steps.

[1] Nemes-Incze et al., Nano Res. (2010)

[2] Eroms et al., New J. Phys. (2009), Heydrich et al., APL (2010)

TT 5.4 Mon 10:15 HI17
Electronic structure of graphene twist flakes — eWoLFGANG
LANDGRAF, SAM SHALLCROsSS, KARLA TURSCHMANN, DoOMINIK
WECKBECKER, and OLEG PANKrRATOV — Lehrstuhl fiir Theoretische
Festkorperphysik, Staudtstrafle 7, D-91058 Erlangen

We study the electronic structure of bilayer graphene flakes with mu-
tually rotated layers. The twist induces a large scale superstructure, a
so called moiré pattern, which is a regular array of AA and AB stacked
regions. We find that at low energies the electrons are trapped in the
AA regions. This feature is visible even for a flake hosting a single
AA moiré spot, which is thus acting as a quantum well. The electron
density fluctuations induced by the moiré lattice are significant, being
an order of magnitude greater than those generated by the rippling
of a suspended graphene sheet. Finally, we determine the electronic
properties of the twisted graphene flakes in the presence of an exter-
nal magnetic field. We find a novel "zero-mode" structure, as well as
Landau states that exhibit an electron current circulating between two
graphene layers of the flake. The current distribution can be visualized
as an electron flow on a torus circumventing the AA spot of the moiré
lattice.

TT 5.5 Mon 10:30 HI17
Functionalized Graphene in Quantizing Magnetic Field: The
case of bunched impurities — ePETER SiLvEsTrRoOv — Dahlem
Center for Complex Quantum Systems, Freie Universitaet Berlin,
14195 Berlin, Germany

Covalent bonding of impurity atoms to graphene, in many cases leads
to creation of unusual (singular) zero energy localized electron states.
Existence of such states would lead to interesting phenomena, actively
discussed recently.

In this talk I consider the behavior of localized impurity levels in
graphene in quantizing magnetic field. In the magnetic field the impu-
rity level effectively hybridizes with one of the n=0 Landau level states
and splits into two close opposite-energy states. In turn, mixing of lo-
calized and Landau levels changes a spin content of a quantum Hall
ferromagnet and modifies, via the exchange interaction, the spectrum
of electrons surrounding the impurity.

Existing theories investigate graphene uniformly covered by

adatoms, though some experiments indicate the tendency towards their
clusterization. To address this "unpleasant” possibility, I consider the
case of a dense bunch of the impurity atoms, and show how such
bunch changes dynamics and spin polarization of a large dense electron
droplet surrounding it.

TT 5.6 Mon 10:45 HI17

Quantum Hall measurements on epitaxial graphene with oxy-

gen adsorption — eEwmiLiaANO PaLLeEccHI!, MoHAMED RIDENE!,
Dimrtris Kazazis!, FELICIEN ScHOPFER?, WILFRID POIRIER?, MARK
Goercic®, and ABDELKARIM OuercHI! — !Laboratoire de Pho-

tonique et de Nanostructures (LPN-CNRS), 91460 Marcoussis, France
— 2Laboratoire National de Métrologie et d’Essais, 78197 Trappes —
3Laboratoire des Physique de Solides, F-91505, Orsay

In this contribution we present quantum transport, ARPES, and
LEED investigations of molecular oxygen-adsorbed epitaxial graphene
grown on SiC. We show that the carrier concentration can be signifi-
cantly reduced by exposing the sample to molecular oxygen. From Hall
measurements we obtain a carrier concentration on the order of 1.2 x
10'2 cm~—2, about one order of magnitude smaller than typical values
of intrinsic epitaxial graphene. The reduction of electron doping is con-
sistent with estimates from ARPES measurements. At high magnetic
field, we find a fully developed quantum Hall effect, with a plateau at
filling factor around 2, and a vanishing longitudinal resistance. Such
a plateau is the hallmark of single layer graphene and suggests that
the buffer layer is not fully decoupled from the substrate. This is
further confirmed by LEED study. We then discuss the intermediate
field regime, where we analyze the transition between a localized state
observed at low fields and the quantum Hall regime at high fields. Fi-
nally, we compare these findings to the results obtained on epitaxial
graphene exposed to atomic oxygen. We find that atomic oxygen is a
more violent process that can damage significantly the graphene flake.

TT 5.7 Mon 11:00 H17
Splitting of the Zero-Energy Landau Level and Universal
Dissipative Conductivity at Critical Points in Graphene —
eFrANK ORTMANN! and STEPHAN Rocur!2 — !Catalan Institute of
Nanotechnology, Barcelona (Spain) — 2ICREA, Barcelona (Spain)

In graphene, the interaction of electrons with disorder impacts on their
transport signature in a variety of experiments. Magnetotransport ex-
periments can serve as an additional tool to probe this interaction with
magnetic fields ranging from the low-field limit of weak antilocalization
(~mT) [1,2] to high fields defining the quantum Hall regime (~10T).
Being under study ever since the discovery of graphene, magnetic fields
may unveil some interesting physics hidden otherwise or may generate
new effects [3]. We are calculating the Kubo conductivity of graphene
0zz and ogy in the presence of both weak and strong disorder and
magnetic fields using a linear scaling method. This allows us to model
realistic graphene samples up to micrometer size. Here we present our
recent work on charge transport in the quantum-Hall regime and dis-
cuss our findings of universal conductivities. Particular emphasize is
put on the non-trivial interference of disorder and magnetic-field and
results from our novel order-N Hall-transport code.

[1] F.V. Tikhonenko et al. Phys. Rev. Lett. 103, 226801 (2009)

[2] F. Ortmann et al. EPL 94, 47006 (2011)

[3] D.A. Abanin et al. Science 332, 328 (2011)

TT 6: Superconductivity: Tunnelling & Josephson Junctions

Time: Monday 9:30-13:00

TT 6.1 Mon 9:30 HI18
Strain Spectroscopy and Decoherence of Two-Level Systems
— oJURGEN LISENFELD, GRIGORIJ GRABOVSKIJ, GEORG WEIss, and
ALEXEY V. UstiNOoV — Physikalisches Institut, Karlsruhe Institut fiir
Technologie (KIT), Karlsruhe

Two-level systems (TLSs) are believed to originate in individual atoms
which may tunnel between two metastable positions of a disordered-
lattice. Recently, TLSs have been identified as a source of noise and
decoherence in nanofabricated devices such as MOSFETS, electromag-
netic and nanomechanical resonators, detectors, SQUIDs, and super-
conducting qubits. Despite this ubiquitous importance, the micro-
scopic nature of TLSs has remained obscure until today and is subject

Location: H18

of current debate.

We perform novel experiments which allow us to obtain high-
resolution images of the TLS distribution in a Josephson junction’s
tunnel barrier by operating a superconducting phase qubit as a sensi-
tive TLS detector. Using a piezo actuator, we are able to control the
mechanical strain in the sample in-situ and find that it strongly af-
fects the TLS frequency and asymmetry energy. We will present data
on the characteristic strain dependence of individual TLS’s coherence
times. These results are relevant for verification of TLS theoretical
models within the long-standing effort of revealing the nature of TLS
in disordered solids.

TT 6.2 Mon 9:45 HI18



Low Temperature Physics Division (TT)

Monday

Direct observation and characterization of two coherent and
strongly coupled TLS using a superconducting phase qubit —
oGRIGORIJ J. GRABOVSKIJY, JURGEN LisENFELD!, JARED H. CoLEZ,
CLEMENS MULLER3, GeEorc WEIss!, and ALExEy V. UsrtiNov!
— 1Karlsruhe Institute of Technology, Physikalisches Institut, 76131
Karlsruhe, Germany — 2Chemical and Quantum Physics, School of
Applied Sciences, RMIT University, Melbourne, 3001, Australia —
3Département de Physique, Université de Sherbrooke, Sherbrooke,
Québec, Canada J1K 2R1

Atomic two-level tunneling systems (TLS) are known to be present
in amorphous dielectrics. The use of a superconducting phase qubit
allows one to study the quantum mechanical properties of individual
and coherent TLS in detail. Recently, we demonstrated that con-
trolled flexing of the substrate with a piezo actuator changes the TLS
resonance frequency. Some TLS show a hyperbolic frequency depen-
dence [1]. In further measurements, we found and investigated in detail
two interacting TLS. The spectroscopically observed frequency-strain
dependence exhibits a characteristic S-like shape with clearly visible
avoided level crossings, both being clear signatures of the coherently
coupled TLS. By measuring and analyzing this 4-level system we de-
termine energies of the states, coupling constants and coherence times.
From these data, we estimate the spatial separation between these two
interacting TLS.

[1] G. J. Grabovskij et al., Science 338, 232 (2012)

TT 6.3 Mon 10:00 HI1S8
Superconductivity induced by carrier injection into non-
superconducting BizSroCaCuzOg — eYILMAZ SIMSEK', YURI
Kovarl, IriNa Lazareval, CHRISTIAN STEINER!, X1A0YUE JIN2, and
Paur MULLER! — !Department of Physics, Universitit Erlangen —
2Department of Electrical Engineering and Computer Science, MIT,

Cambridge, Massachusetts, USA

The doping-induced phase transition from the antiferromagnetic to the
superconducting state is still one of the fascinating subjects of high-
Tc superconductors. Unlike doping by oxygen excess, we are able to
change the carrier concentration of BiaSrpCaCupOgs (Bi2212) sin-
gle crystals by injecting large currents along the c-axis. The injected
electrons are trapped in the BiO and SrO layers which is compensated
by increasing the hole concentration in the CuO layers. The goal of
our contribution is to induce superconductivity in non-superconducting
Bi2212. To eliminate the contact resistance, we have fabricated double
cross-bar crystal stacks of fully oxygen depleted Bi2212 single crystal
which was not superconducting above 4.2 K. Therefore we were able
to investigate the evolution of c-axis transport properties from the
antiferromagnetic to the superconducting state exclusively by carrier
injection. We have also investigated the doping mechanism by carrier
injection depending on the number of intrinsic Josephson junction,
ambient temperature and doping level of the sample.

TT 6.4 Mon 10:15 HIS8
Tunable qubit based on a molecule of two fractional Joseph-
son vortices — eDeNNIs MaNUEL Hemv!, KarL VoceL!, WoLr-
caNG PeETER ScuLEICH!, DiETER KOELLEZ, REINHOLD KLEINERZ,
and EpwarD GoLpoBIN? — !nstitut fiir Quantenphysik and Center
for Integrated Quantum Science and Technology (IQST), Universitat
Ulm, D-89069 Ulm, Germany — 2Physikalisches Institut and Center
for Collective Quantum Phenomena in LISAT, Universitiit Tiibingen,
D-72076 Tibingen, Germany

We propose a concept of a qubit based on two coupled fractional vor-
tices pinned at two artificially created x discontinuities of the Joseph-
son phase in a long Josephson junction. Each discontinuity can be
created by a pair of tiny current injectors with the current I;,; applied.
We map the dynamics of the system to the dynamics of a single parti-
cle in a double-well potential and calculate the effective parameters of
this potential. By tuning the discontinuities x oc I;n; during the exper-
iment we are able to control the parameters of the effective double-well
potential as well as to initialize the fractional vortex molecule to a de-
sired state. The system can be used to study macroscopic quantum
phenomena involving tailored vortex matter.

TT 6.5 Mon 10:30 HIS8
Tripartite GHZ generation scheme in presence of bosonic
baths — eSAMUELE SpiLLal, RosANNA MiGLIORE2, MATTEO
Scaral, and Anna Napori! — !Dipartimento di Fisica, Universita
di Palermo, via Archirafi 36, 90123 Palermo, Italy — 2Institute of

Biophysics, National Research Council, via U. La Malfa 153, 90146

Palermo, Italy

We analyse an entangling protocol to generate tripartite Greenberger-
Horne-Zeilinger (GHZ) states in a system consisting of three super-
conducting qubits with pairwise coupling. The dynamics of the open
quantum system is investigated by taking into account the interaction
of each qubit with an independent bosonic bath with an ohmic spectral
structure. To this end, a microscopic master equation is constructed
and exactly solved. We find that the protocol discussed here is stable
against decoherence and dissipation due to the presence of the external
baths.

TT 6.6 Mon 10:45 HI18
¢ Josephson junctions with a tunable current-phase rela-
tion — eHANNA SICKINGER!, Apr LipmMaN?, RoMAN MINTs?, MAR-
TIN WEIDES®, HERMANN KoHnLsTEDT?, DIETER KOELLE!, REINHOLD
KLEINER!, and EDWARD GoLpoBIN! — 1Universitit Tiibingen, Ger-
many — 2Tel Aviv University, Israel — 3KIT Karlsruhe, Germany —
4Universitit zu Kiel, Germany

Josephson junctions (JJs) with a ferromagnetic interlayer can be used
to fabricate m JJs, which have a phase drop of 7 in the ground state
in comparison to conventional JJs having a phase drop of 0 (0 JJs).
One can use these m JJs in superconducting circuits as a device that
provides a constant phase shift, i.e. as a m phase battery. A gener-
alization of a m JJ is a ¢ JJ, which has the phase ¢ in the ground
state. The value of ¢ can be chosen by design and tuned in the interval
0 < ¢ < 7. The ¢ JJs we used in our experiment are fabricated as
0-7 JJs with asymmetric current densities in the 0 and 7 facets [1].
This system can be described by an effective current phase relation [1],
which is tunable by an externally applied magnetic field. We present
the experimental evidence of such a ¢ JJ [2]. In particular we demon-
strate that: (a) a ¢ JJ has two states —¢ and +¢, (b) the unknown
state can be detected (read out) by measuring I. (I.4+ or I.—), and
(c) we can prepare a particular state by applying a magnetic field or a
special bias sweep sequence. The experimental data are in good agree-
ment with the theoretical predictions.

[1] E. Goldobin, et al., Phys. Rev. Lett. 107, 227001 (2011)
[2] H. Sickinger, et al., Phys. Rev. Lett. 109, 107002 (2012)

TT 6.7 Mon 11:00 HI18
Towards m Josephson Junctions with Fe, Si based Barriers
— eNico RuppeLT!, ONDREJ VAVRAl, HANNA SICKINGER?, EDWARD
GorLpoBIN?, DIETER KoELLE?, REINHOLD KLEINER?, and HERMANN
KouLsTeEDT! — !Nanoelektronik, Technische Fakultit, Christian-
Albrechts Universitit zu Kiel, Germany — 2Physikalisches Institut,
Experimentalphysik II, Universitét Tiibingen, Germany

7 Josephson junctions are promising elements for RSFQ logic [1] and
flux qubits [2]. We fabricate and investigate Josephson junctions with
barriers made of Si-Fe alloy aiming to achieve high critical current
densities j. in the 7 state. In order to vary parameters like composi-
tion and thickness independently in a single wafer run, a combinatorial
sputtering technique for alloy and multi layer deposition of Fe and Si is
presented. Our approach is based on a common planetary-type sput-
ter system. Both materials were deposited with monotonic thickness
gradients which were aligned perpendicular to each other. Alloys are
formed by stacking of alternately deposited submonolayers of Fe and
Si. Various Nb/Al based Josephson junctions with FeSi alloy inter-
layers and different combinations of Si|Fe multilayers were prepared.
Electrical I-V characteristics and I.(B) look as expected (RSJ-like
and Fraunhofer-like), while the critical current density j. as a function
of the Fe content demonstrates non-trivial behavior.

[1] T. Ortlepp, et al., Science 312, 1495-1497 (2006)
[2] A. K. Feofanov, et. al., Nature Physics 6, 593-597 (2010)

15 min. break

TT 6.8 Mon 11:30 HI18
Fractional Flux Quantization in Loops of Unconventional Su-
perconductors — eFLORIAN LoODER, ArRNO P. Kampr, and THILO
Koprp — Center for Electronic Correlations and Magnetism, University
of Augsburg, Germany

The magnetic flux threading a conventional superconducting ring is
typically quantized in units of ®9 = hc/2e. The factor 2 in the de-
nominator of g originates from the existence of two different types
of pairing states with minima of the free energy at even and odd mul-
tiples of ®g. Here we show that spatially modulated pairing states
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exist with energy minima at fractional flux values, in particular at
multiples of ®¢/2. In such states condensates with different center-of-
mass momenta of the Cooper pairs coexist. The proposed mechanism
for fractional flux quantization is discussed in the context of cuprate
superconductors, where hc/4e flux periodicities as well as uniaxially
modulated superconducting states were observed.

TT 6.9 Mon 11:45 HIS
Quantum critical temperature of a modulated oscillator —
LingzHEM Guol'2, Virrorio PEANO3, eMICHAEL MARTHALER!,
GErRD Scuon!, and MarRk DykMan® — !Institut fiir Theoretische
Festkorperphysik — 2Department of Physics, Beijing Normal Univer-
sity, Beijing 100875, China — 3Department of Physics and Astronomy,

Michigan State University, East Lansing, MI 48824, USA

We show that the rate of switching between the vibrational states of a
modulated nonlinear oscillator is characterized by a quantum critical
temperature T, o< 2. The rate is independent of T for T' < T.. Above
Te there emerges a quantum crossover region where the slope of the
logarithm of the distribution over the oscillator states displays a kink
and the change of the switching rate with 7" is independent of the mod-
ulation. The results demonstrate the limitations of the conventional
instanton theory of switching in systems lacking detailed balance.

TT 6.10 Mon 12:00 H18

Quantum phase fluctuations in Josephson junction systems
— oGIiaNLUCA RASTELLI — Universitdt Konstanz

Coherent Quantum Phase-Slip (CQPS) processes in superconducting
systems are an active research topic. They have been studied theoreti-
cally [1-3] and experimentally, in 1D Josephson junction chains [4] and
in superconducting nanowires [5]. CQPSs are of main interest for the
realization of qubits topologically protected against decoherence and
for the achievement of a fundamental current standard in quantum
metrology [1]. T will discuss CQPSs in Josephson junction rings biased
with an external magnetic flux and with an arbitrary (long) range for
the electrostatic interaction between the N superconducting islands.I
will also present a comparison between the theory and the experimen-
tal observations reported by the group of Grenoble.

[1] J. E. Mooij and Y. V. Nazarov, Nat. Physics (2006)
[2] K. A. Matveev et al., PRL (2002)

[3] G. Rastelli et al., arXiv:1201.0539

[4] I. M. Pop et al., Nat. Phys. Lett. (2010)

[5] O. V. Astafiev et al., Nat. Lett. (2012)

TT 6.11 Mon 12:15 H18
Spin-precession-assisted tunneling in hybrid superconducting
point contacts — eCkciLia HoLmqvisT!, WoLrcang BeLzic!, and
MikAEL FoGELSTROM? — !Fachbereich Physik, Universitiat Konstanz,
D-78457 Konstanz, Germany — 2Department of Microtechnology and
Nanoscience - MC2, Chalmers University of Technology, SE-412 96
Goteborg, Sweden

The charge and spin transport properties of a quantum point con-

tact coupled to a nanomagnet depend strongly on the dynamics of the
nanomagnet’s spin. We analyze the current-voltage characteristics of
a junction coupled to a spin whose dynamics is modeled as Larmor
precession brought about by an external magnetic field. The inter-
action between the spin dynamics and the Josephson effect leads to a
rich subgap structure due to spin-precession-assisted multiple Andreev
reflections. Additionally, the spin current displays Shapiro-like reso-
nances due to the interplay between the ac Josephson current and the
Larmor precession.

TT 6.12 Mon 12:30 HI18
Josephson supercurrent in a graphene-superconductor junc-
tion — eEsMAEEL SARVESTANI! and SEYED AKBAR JAFARI? —
Hnstitute for Advanced Simulation, Forschungszentrum Jiilich, 52425
Jiilich, Germany — 2Department of Physics, Sharif University of Tech-
nology, Tehran 11155-9161, Iran

Within the tunneling Hamiltonian formulation for the eight-component
spinors, the Josephson critical supercurrent has been calculated in
a planar superconductor-normal graphene-superconductor junction.
Coupling between superconductor regions and graphene is taken into
account by a tunneling Hamiltonian which contains two types of tun-
neling, intravalley and intervalley tunneling. Within the present tun-
neling approach, we find that the contributions of two kinds of tunnel-
ing to the critical supercurrent are completely separable. Therefore,
it is possible to consider the effect of the intervalley tunnelings in the
critical supercurrent. The incorporation of these type of processes into
the tunneling Hamiltonian exposes a special feature of the graphene
Josephson junctions. The effect of intervalley tunneling appears in
the length dependence plot of critical current in the form of oscil-
lations. We also present the results for temperature dependence of
critical supercurrent and compare with experimental results and other
theoretical calculations.

TT 6.13 Mon 12:45 HIS8
Optical Josephson radiation from a Majorana Josephson
junction — eCHrisToPH OHM and FaBiaNn HassLer — Institute for
Quantum Information, RWTH Aachen University, 52056 Aachen, Ger-
many

We consider a voltage-biased Josephson junction between two
nanowires hosting Majorana fermions which occur as topological pro-
tected zero-energy excitations at the junction. We show that two Ma-
jorana fermions localized at the junction, though being neutral exci-
tations, interact with the electromagnetic field and generate coherent
radiation similar to the conventional Josephson radiation in a voltage
biased Josephson junction. Within a semi-classical analysis of the light
field, we find that the optical phase gets locked to the superconducting
phase difference and that the radiation is emitted at half of the Joseph-
son frequency. In order to confirm the coherence of the radiation, we
study correlations of the light emitted by two spatially-separated junc-
tions in a SQUID geometry taking into account decoherence by spon-
taneous phase-switchings due to quasi-particle poisoning as well as by
thermal effects.

TT 7: Correlated Electrons: Spin Systems, Itinerant Magnets 1

Time: Monday 9:30-13:00

TT 7.1 Mon 9:30 H19
Eigenstate thermalization in isolated spin-chain systems
— eRoBIN STEINIGEWEGH2, JacEk HerBrRycu?, and PETER
PRrRELOVSEK? — lInstitute for Theoretical Physics, Technical Univer-
sity Braunschweig, D-38106 Braunschweig — 2Department of Theo-

retical Physics, Jozef Stefan Institute, SI-1000 Ljubljana

The thermalization phenomenon and many-body quantum statistical
properties are studied on the example of several observables in iso-
lated spin-chain systems, both integrable and generic non-integrable
ones. While diagonal matrix elements for non-integrable models com-
ply with the eigenstate thermalization hypothesis, the integrable sys-
tems show evident deviations and similarity to properties of noninter-
acting many-fermion models. The finite-size scaling reveals that the
crossover between two regimes is given by a scale closely related to the
scattering length. Low-frequency off-diagonal matrix elements related
to d.c. transport quantities also follow in a generic system a behavior
analogous to the eigenstate thermalization hypothesis, however unre-

Location: H19

lated to the one of diagonal elements.

TT 7.2 Mon 9:45 H19
Emergent critical phase and Ricci flow in a 2D frustrated
Heisenberg model — ePETER ORTH!, PREMALA CHANDRAZ, PIERS
CoLEMAN?, and JORG ScHMALIAN! — !Institute for Theoretical Con-
densed Matter Physics, Karlsruhe Institute of Technology (KIT),
76128 Karlsruhe, Germany — 2Center for Materials Theory, Depart-
ment of Physics and Astronomy, Rutgers University, Piscataway, New
Jersey 08854, USA

We introduce a two-dimensional frustrated Heisenberg antiferromag-
net on interpenetrating honeycomb and triangular lattices [1]. Clas-
sically the two sublattices decouple, and "order from disorder" drives
them into a coplanar state. Applying Friedan’s geometric approach to
nonlinear sigma models, we obtain the scaling of the spin-stiffnesses
governed by the Ricci flow of a 4D metric tensor. At low tempera-
tures, the relative phase between the spins on the two sublattices is
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described by a six-state clock model with an emergent critical phase
and two Berezinskii-Kosterlitz-Thouless (BKT) phase transitions.

[1] P. P. Orth, P. Chandra, P. Coleman, and J. Schmalian,
arXiv:1206.5740v1 (2012) (accepted for Phys. Rev. Lett.)

TT 7.3 Mon 10:00 H19

Doping effects on Honeycomb lattice iridate A>IrOs3
(A=Na,Li) — eSonam Manni!, Yogesn SinGH?, and PHILIPP
GEGENWART! — 11, Physikalisches Institut, Georg-August-

Universitaet Goettingen, Goettingen, Germany — 2IISER Mobhali,
Mohali, India

Iridates have recently attracted much attention due to a novel Seg =
1/2 Mott insulating state, driven by the interplay of moderate elec-
tronic correlations with strong spin-orbit coupling. We focus on
AsIrO3 (A=Na,Li) which is a layered system with Ir moments sitting
on a Honeycomb lattice [1,2]. Theoretically, this system has been pro-
posed as solid-state realization of the Heisenberg-Kitaev(HK)model.
Recently there are many fascinating predictions for doping in A2IrOs
[3].

The temperature dependence of the susceptibility indicates a dom-
inating antiferromagnetic exchange interaction with Oy = —125 K
and —33 K for the Na- and Li- system, respectively, while Ty = 15K
for both materials. We discuss the effects of different dopings (iso- and
non-isoelectronic) on the A-site and Cu-intercalation by investigation
of their structural, electronic and magnetic properties. Different play-
grounds like order-disorder effect and chemical pressure effect etc. will
be discussed here.

Work supported by the Erasmus Mundus EURINDIA project.

[1] Y. Singh and P. Gegenwart, Phys. Rev. B 82, 064412 (2010)

[2] Y. Singh, S. Manni, P. Gegenwart and others, PRL 108, 127203
(2012)

[3] A. Vishwanath et.al. Phys. Rev. B 86, 085145 (2012).

TT 7.4 Mon 10:15 HI19
Spin-liquid versus spiral-order phases in the anisotropic tri-
angular lattice — eLuca F. Tocchio!, HELENE FELDNER!, FED-
ERICO BEcca?, Roser VALENTI!, and CLaubius Gros! — !Institut
fir Theoretische Physik, Goethe-Universitat Frankfurt am Main, Ger-
many — 2International School for Advanced Studies (SISSA) Trieste,
Italy

We study the competition between magnetic and spin-liquid phases
in the Hubbard model on the anisotropic triangular lattice, which is
described by two hopping parameters ¢t and ¢’ in different spatial di-
rections and is relevant for layered organic charge-transfer salts [1].
By using a variational approach that includes spiral magnetic order,
we provide solid evidence that a spin-liquid phase is stabilized in the
strongly-correlated regime and close to the isotropic limit ¢/t = 1.
Otherwise, a magnetically ordered spiral state is found, connecting
the (collinear) Néel and the (coplanar) 120° phases. The pitch vec-
tor of the spiral phase obtained from the unrestricted Hartree-Fock
approximation is substantially renormalized in presence of electronic
correlations, and the Néel phase is stabilized in a wide regime of the
phase diagram, i.e., for ¢/t < 0.75. We discuss these results in the
context of organic charge-transfer salts.

[1] B.J. Powell and R.H. McKenzie, Rep. Prog. Phys. 74, 056501
(2011)

[2] L.F. Tocchio, H. Feldner, F. Becca, R. Valenti, and C. Gros,
arXiv:1209.1928

TT 7.5 Mon 10:30 H19
Lifshitz invariants and Za-vortex phase in the triangular lat-
tice Kitaev-Heisenberg model — eloaNNis RousocHATZAKIS, UL-

RICH ROSSLER, JEROEN VAN DEN BRINK, and MARIA DAGHOFER —
IFW Dresden, P.O. Box 27 01 16, D-01171 Dresden, Germany

We present our study on the classical Kitaev-Heisenberg Hamiltonian
on a triangular lattice, and discuss the presence of an incommensurate
non-coplanar phase, which is identified as a lattice of Zs vortices. The
latter are topological point defects of the SO(3) order parameter in
the continuum theory around the nearby Heisenberg antiferromagnet.
The defects arise at zero temperature (in contrast to the well known
entropic scenario [1]) due to a double-twisting mechanism that is gen-
erated by Lifshitz invariants related to spin-orbit coupling. In this
respect, this phase is a Z2 analog to the Z-vortex phases of type-1I su-
perconductors [2], the twisted grain boundary phases in liquid crystals
[3], and to the Skyrmion lattice phases in chiral magnets [4].

[1] H. Kawamura and S. Miyashita, J. Phys. Soc. Jpn. 53, 4138 (1984)
[2] A. A. Abrikosov, Sov. Phys. JETP 5, 1174 (1957)

[3] S. R. Renn and T. C. Lubensky, Phys. Rev. A 38, 2132 (1988)

[4] A. N. Bogdanov and D. A. Yablonskii, Sov. Phys. JETP 68, 101
(1989); A. N. Bogdanov and A. Hubert, J. Magn. Magn. Mater. 138,
255 (1994); U. K. Rokler, A. N. Bogdanov, and C. Pfleiderer, Nature
442, 797 (2006)

TT 7.6 Mon 10:45 HI19
Zo2-vortex phase in a triangular-lattice Kitaev-Heisenberg
model: Numerical simulations — Ioannis RousocHaTzAKIs, UL-
RICH K. ROSSLER, JEROEN VAN DEN BRINK, and eMARIA DAGHOFER
— IFW Dresden

We present numerical evidence for a Zs-vortex phase in the triangular-
lattice Kitaev-Heisenberg model. We performed unbiased Monte-Carlo
simulations and found at least two incommensurate phases: One of
them is dominated by three incommensurate ordering vectors, one
for each spin component, S*, SY and S#. This phase hosts local-
ized defects that are similar to skyrmions, but are here identified as
Zo vortices. The vortices are seen to form regular lattices that op-
timize their distance and whose lattice constant is determined by the
incommensurate ordering vectors. For very large spin-orbit coupling, a
different incommensurate phase emerges, where the symmetry between
the three lattice directions (and spin components) is broken. One spin
component dominates here and finite temperatures are characterized
by nearly decoupled antiferromagnetic Ising chains, as in the square-
lattice compass model. Connections to models for iridates will also be
discussed.

[1] I. Rousochatzakis, U. K. Rossler, J. van den Brink, M. Daghofer,
arXiv:1209.5895

15 min. break

TT 7.7 Mon 11:15 H19
Non-perturbative RG approach to frustrated magnets —
oNiLs HasseLmMaNN! and ANDREAS SINNERZ — ! Max-Planck-Institut
fiir Festkorperforschung, Heisenbergstr. 1, 70569 Stuttgart — 2Institut
fir Physik, Theorie II, Universitadt Augsburg, 86135 Augsburg

Frustrated magnets support in two dimensions topological defects
which for Heisenberg models are point-like and of Zs character. We
analyse, using a Ginzburg-Landau-Wilson formulation and a non-local
approximation of the interaction, frustrated magnets within the non-
perturbative renormalization group approach. At low temperatures
we recover the predictions of the usual non-linear sigma-model theory
for frustrated magnets. However, in contrast to the usual non-linear
sigma-model approach, but in agreement with Monte-Carlo simula-
tions, we find in our approach clear signs of a defect unbinding transi-
tion at finite temperatures in frustrated Heisenberg models.

TT 7.8 Mon 11:30 H19
Strongly Correlated Fermions on a Kagome Lattice: In-
terplay between Spin and Charge Degrees of Freedom —
eKRisHANU RovcHOowDHURY!, KarRLO PENC2, CHisA Horta3, and
FraNK PorLLMANN! — !Max-Planck-Institute fur Physik of Kom-
plexer Systeme, 01187 Dresden, Germany — 2Research Institute for
Solid State Physics and Optics, H-1525 Budapest, P.O.B. 49, Hungary
— 3Department of Physics, Faculty of Science, Kyoto Sangyo Univer-
sity, Kyoto 603-8555, Japan

We study strongly correlated electrons on a kagome lattice at 1/3 fill-
ing (i.e. two electrons per three sites). The dynamics is described by
an extended Hubbard Hamiltonian. We are concerned with the limit
[t|<<V<<U with hopping amplitude t, nearest-neighbour repulsion V
and on-site repulsion U. In this limit, we can neglect double occupancy
on the sites as well as states with more than two electrons per triangle.
The low energy physics is described by an effective Hamiltonian which
includes ring exchange of fermions around hexagons with amplitude g
as well as an antiferromagnetic Heisenberg interaction with amplitude
J. Using large scale exact-diagonalization, we observe a quantum-phase
transition from a resonating plaquette phase at large g/J to a charge
ordered phase at low values of g/J. To study the finite temperature
physics, we consider a classical version of the problem in which we
investigate the effects of a loop tension. This loop tension results from
the spin-fluctuations and favours configurations with short loops.

TT 7.9 Mon 11:45 HI19

Quantum phase transitions in coupled-dimer magnets: Sys-
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tematic expansions and disorder — eMaTTHIAS VOiTA — Tech-
nische Universitdt Dresden, Germany

Quantum phase transitions in quantum magnets, with coupled-dimer
systems being prominent examples, have been extensively studied both
experimentally and theoretically. A standard microscopic approach to
coupled-dimer Hamiltonians is the bond-operator technique of Sachdev
and Bhatt, which has been widely applied to describe Gaussian mag-
netic fluctuations. Here we describe extensions of the method in two
directions: (i) systematic expansions beyond the Gaussian level, and
(ii) the inclusion of quenched disorder. In both cases, we focus on
the evolution across the transition using suitable bosonic condensates.
Among other things, we address (i) the consistent implementation of
Goldstone’s theorem, and (ii) the excitation spectrum of quantum Grif-
fiths phases.

TT 7.10 Mon 12:00 H19
Singular field response and singular screening of vacancies in
antiferromagnets — e ALEXANDER WoLLNY, Eric C. ANDRADE,
and MATTHIAS VoJTA — Institut fiir Theoretische Physik, Technische
Universitdat Dresden, 01062 Dresden

For isolated vacancies in ordered local-moment antiferromagnets we
show that the magnetic-field linear-response limit is generically singu-
lar: The magnetic moment associated with a vacancy in zero field is
different from that in a finite field A in the limit A — 0%. The origin
is a universal and singular screening cloud, which moreover leads to
perfect screening as h — 07 for magnets which display spin-flop bulk
states in the weak-field limit.

TT 7.11 Mon 12:15 HI19
Electric Field Response of Coulombic Charge Ice — ePauL
McCrarry!, ARooN O’BrieEn?, FRANK PoLLMANN!, and RODERICH
MogssNER! — MPI PKS, Noethnitzer Strasse 38, 01187, Dresden,
Germany — 2School of Physics, University of Sydney, Sydney, Aus-
tralia

Coulomb phases are states of matter which arise in certain geomet-
rically frustrated systems. They are characterized by an emergent
low energy gauge freedom which entails the existence of particular
anisotropic correlations and fractionalized excitations. The archetypal
example of such a state of matter is the spin ice state which appears
in some rare earth magnets. Here we consider a manifestation of a
Coulomb phase in a model inspired by certain mixed valence ferrites
including magnetite. In zero field, we were able to treat this Coulombic
charge ice model and the dipolar spin ice model on an equal footing by
mapping both to a constrained charge model on the diamond lattice.
We found that states of the two ice models are related by a staggering
field which is reflected in the energetics of these two models. In this
talk, we focus on the screening, within the Coulomb phase, of the long
range interaction and the response of charge ice to a static external

electric field.

TT 7.12 Mon 12:30 HI19
Anormalous dynamics of electric dipoles on magnetic
monopoles in spin ice — e¢CHRISTOPH GRAMS, MARTIN VALLDOR,
and JoacHiM HEMBERGER — II. Physikalisches Institut, Universitét
zu Koln, Cologne, Germany

The coupling of electric dipoles to magnetic monopoles [1] enables us
to see magnetic monopoles with dielectric spectroscopy. Therefore we
can use our setup in the dilution cryostat to evaluate monopole dy-
namics in DysTizO7 in a frequency range up to 1 MHz with magnetic
and electric field parallel to the [111] direction of the sample down to
100 mK.

Our measurements show an anomaly in the monopole dynamics in
a conic area in the (H,T) phase diagram above the critical endpoint
(approximately 400 mK and 1 T) of the first order monopole liquid-
gas transition [2]. Repeating the measurements with the electric field
perpendicular to the magnetic field the abnormal dynamics vanish, in-
dicating an anisotropy of the polarization and thereby promoting the
idea of antiferroelectric order in the high field phase.

Work supported by the DFG through SFB 608.

[1] D. I. Khomskii, Nature Commun. 3, 1-13 (2012)
[2] C. Castelnovo et al., Nature 451(7174), 42-5 (2008)

TT 7.13 Mon 12:45 HI19
Anisotropic magnetic Heat Transport in the Spin-Ice Com-
pound Dy3TizO7; — eSIMON SCHARFFE, GERHARD KOLLAND,
OLIvVER BREUNIG, MARTIN HIiERTZ, MARTIN VALLDOR, and THOMAS
Lorenz — II. Physikalisches Institut, Universitat zu Koln, Germany

The spin-ice compound DysTiaO7 is a geometrically frustrated spin
system which recently attracted attention due to emerging magnetic
monopoles. It consists of corner-sharing Dy3T tetrahedra which form
a pyrochlore lattice. Due to strong crystal field effects an Ising
anisotropy is present which aligns the Dy3t spins along their local
easy-axis in the {111}-directions, pointing into or out of the tetrahedra.
The ground state below 1 K is given by the “ice-rule”: two spins point
into and two out of a tetrahedron. Excited states can be created by
flipping one spin, leading to neighboring “1-in/3-out” and “3-in/1-out”
configurations. In zero magnetic field, these excitations can decon-
fine and are discussed as magnetic monopoles. Recently, x has been
studied for B||[001] and gives evidence for considerable monopole heat
transport [1]. Here, we focus on the magnetic field anisotropy of Kmag
as for B||[110] and B||[111] exotic ground states of different degenera-
cies can be stabilized. In order to separate the phononic and magnetic
contribution to k, we also investigated (Dyo.5Y0.5)2Ti2O7 which is a
magnetic reference system with suppressed spin-ice features.
This work was supported by the DFG through SFB 608.

[1] Kolland et. al. (2012), PRB, 86(060402)

TT 8: Transport: Quantum Dots, Wires, Point Contacts 1 (jointly with HL and O)

Time: Monday 9:30-13:00

TT 81 Mon 9:30 H20
Tunneling-induced renormalization in interacting quantum
dots — eJANINE SPLETTSTOESSER!, MICHELE GOVERNALEZ, and
JorceEN Konig? — lInstitut fiir Theorie der Statistischen Physik,
RWTH Aachen University — 2School of Physical and Chemi-
cal Sciences, Victoria University of Wellington, New Zealand —

3Theoretische Physik, Universitat Duisburg-Essen, Germany

A single-level quantum dot with arbitrarily strong onsite Coulomb in-
teraction weakly coupled to electronic reservoirs is studied. We here
present an analysis of tunneling-induced quantum fluctuations, gener-
ating cotunneling processes and renormalizing system parameters. For
a perturbative treatment of these quantum fluctuations in the limit of
weak tunnel coupling, we remove off-shell parts of the Hamiltonian
via a canonical transformation. We find that the tunnel couplings for
the transitions connecting empty and single occupation respectively
single and double occupation of the dot renormalize with the same
magnitude but with opposite signs [1]. This has an important impact
on the shape of the renormalization extracted for example from the
conductance. Finally, we verify the compatibility of our results with a
systematic second-order perturbation expansion of the linear conduc-
tance performed within a diagrammatic real-time approach.

Location: H20

[1] J. Splettstoesser, M. Governale, J. Kénig, Phys. Rev. B 86, 035432
(2012).

TT 8.2 Mon 9:45 H20

Interaction-induced charge and spin pumping through
a quantum dot at finite bias — Hernan L. Cawvol,
eLAURA CLASSEN!, JANINE SPLETTSTOESSER', and MAARTEN R.
WeceEwnsh 2 — lnstitut fiir Theorie der Statistischen Physik, RWTH
Aachen University, Germany and JARA - Fundamentals of Future
Information Technology — 2Peter Griinberg Institut, Forschungszen-

trum Jiilich, Germany

We discuss charge and spin transport through an adiabatically driven,
strongly interacting quantum dot weakly coupled to two metallic con-
tacts with finite bias voltage. We identify coefficients of response to
the time-dependent external driving and relate these to the concept of
emissivity [1]. These coefficients allow for a straightforward analysis of
the predicted interaction-induced pumping under periodic modulation
of the gate and bias voltage [2]. We extend this adiabatic Coulomb
blockade spectroscopy to spin pumping. In the absence of a magnetic
field, we show a striking, simple relation between the pumped charge at
zero bias and at bias equal to the Coulomb charging energy. At finite
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magnetic field, we discuss the possibility to have interaction-induced
pure spin pumping. For large-amplitude driving, the magnitude of
both the pumped charge and spin saturates at values which are in-
dependent of the specific shape of the pumping cycle. Each of these
values provides an independent, quantitative measurement of the junc-
tion asymmetry.

[1] M. Biittiker, H. Thomas, and A. Prétre, Z. Phys. B 94, 133 (1994).
[2] F. Reckermann, J. Splettstoesser, and M. R. Wegewijs, Phys. Rev.
Lett. 104, 226803 (2010).

TT 83 Mon 10:00 H20
Structure and conductance analysis of atomic-sized contacts
— eMANUEL Mart!, FaBiaN Paury!, Juan CarLos Cugevas?, and
PETER NiELABA! — 1University of Konstanz, Department of Physics,
78457 Konstanz, Germany — 2Departamento de Fisica Teérica de
la Materia Condensada, Universidad Auténoma de Madrid, E-28049
Madrid, Spain

We study the conductance histograms of different metals such as Au
and Al. Our theoretical approach combines molecular dynamics simu-
lations of the stretching of atomic-sized wires with the non-equilibrium
Green’s function formalism based on the tight-binding modelling of
the electronic system. As compared to pervious work [1,2], we con-
sider substantially larger wires and explore different lattice orienta-
tions. The results show good agreement with experiments.

[1] M. Dreher, F. Pauly, J. Heurich, J. C. Cuevas, E. Scheer, and P.
Nielaba, Phys. Rev. B 72, 075435 (2005)
[2] F. Pauly, M. Dreher, J. K. Viljas, M. Hafner, J. C. Cuevas, and P.
Nielaba Phys. Rev. B 74, 235106 (2006)

TT 8.4 Mon 10:15 H20
Transport through two interacting resonant levels connected
by a Fermi sea — eELENA CaNoOVI, ALEXANDER MORENO, and
ALEJANDRO MURAMATSU — Institut fiir Theoretische Physik III, Uni-
versitat Stuttgart

We study transport at finite bias, i.e. beyond the linear regime,
through two interacting resonant levels connected by a Fermi sea. Our
results are obtained by means of time-dependent density matrix renor-
malization group. We find that at finite size both the current and the
occupations of the interacting levels oscillate as a function of time. We
determine the amplitude and period of such oscillations as a function
of bias and extension of the Fermi sea. In particular, the occupations
on the two dots oscillate with a relative phase which depends on the
distance between the impurities and on the Fermi momentum of the
Fermi sea, as expected for RKKY interactions. The approximant to
the steady-state current displays oscillations as a function of the dis-
tance between the impurities. In the free case we find that it is affected
by resonances. The latter can be understood by considering the trans-
mission coefficient of one particle propagating freely in the system. We
discuss finally the incidence of interaction on such a behavior.

TT 85 Mon 10:30 H20
Magnon-driven quantum-dot heat engine — ¢ BJORN SOTHMANN
and Markus BUTTIKER — Département de Physique Théorique, Uni-
versité de Geneve, CH-1211 Genéve 4, Switzerland

Recently, thermoelectric effects have generated a lot of interest. In
Ref. [1], transport through two capacitively coupled quantum dots
in a three-terminal setup was investigated in the Coulomb-blockade
regime. It was shown how such a device can convert a heat current
into a directed charge current. This converter is optimal in the sense
that it transfers one electron for every quantum of energy delivered
by the hot dot and thus allows to reach Carnot efficiency. A general-
ization to systems with many transport channels was analyzed in Ref.
[2].

Here, we discuss a new class of devices where a single-level quantum
dot is coupled to two ferromagnetic electrodes as well as to a ferromag-
netic insulator at different temperatures [3]. We demonstrate that the
system can convert a magnon current into a pure electron spin cur-
rent or a spin-polarized electron current depending on the magnetic
configuration. We analyze the maximal output power as well as the
efficiency and show that the tight-coupling limit where heat and charge
currents are proportional to each other can be reached.

[1] R. Sanchez and M. Biittiker, Phys. Rev. B 83, 085428 (2011).

[2] B. Sothmann, R. Sanchez, A. N. Jordan and M. Biittiker, Phys.
Rev. B 85, 205301 (2012).

[3] B. Sothmann and M. Biittiker, EPL 99, 27001 (2012).

TT 86 Mon 10:45 H20
Iterative summation of path integrals for nonequilib-
rium molecular quantum transport — Roranp HUETZEN!,
oSTEPHAN WEIss!'2, MicHAEL THORWART?, and REINHOLD EGGER!
— !Heinrich-Heine Universitdt Diisseldorf, Universititsstr.1, 40225
Diisseldorf — 2Universitdt Duisburg-Essen and CENIDE, 47048 Duis-

burg — 3Universitit Hamburg, Jungiusstr. 9, 20355 Hamburg

We formulate and apply a nonperturbative numerical approach to
the nonequilibrium current, I(V'), through a voltage-biased molecu-
lar conductor. We focus on a single electronic level coupled to an
unequilibrated vibration mode (Anderson-Holstein model), which can
be mapped to an effective three-state problem. Performing an itera-
tive summation of real-time path integral (ISPI) expressions, we accu-
rately reproduce known analytical results in three different limits. We
then study the crossover regime between those limits and show that
the Franck-Condon blockade persists in the quantum-coherent low-
temperature limit, with a nonequilibrium smearing of step features in
the IV curve.

[1] S. Weiss, J. Eckel, M. Thorwart, and R. Egger, Phys. Rev. B 77,
195316 (2008).

[2] R. Hiitzen, S. Weiss, M. Thorwart, and R. Egger, Phys. Rev. B
85, 121408 (2012).

15 min. break

TT 87 Mon 11:15 H20
Spin dynamics in nanoparticles near Stoner instability —
oPHILIPP STEGMANN!, BJORN SoTHMANN?Z, JURGEN Konic!, and
YuvaL GEFeN®? — !Theoretische Physik, Universitdt Duisburg-Essen
and CENIDE, 47048 Duisburg, Germany — 2Départment de Physique
Théorique, Université de Genéve, CH-1211 Genéve 4, Switzerland —
3Dept. of Condensed Matter Physics, Weizmann Institute of Science,

Rehovot 76100, Israel

We analyse the spin dynamics of a nanoparticle close to the Stoner in-
stability. The nanoparticle is weakly tunnel coupled to two ferromag-
netic leads. By mapping to an effective Fokker-Planck description we
identify two different types of dynamic behaviour (diffusion vs. drift),
which are revealed by characteristic relaxation times and a Fano fac-
tor that oscillates as a function of an applied bias voltage. Finally, we
propose biasing schemes to generate states with magnetic quadrupole
moments that dominate over a negligible dipole moment.

TT 8.8 Mon 11:30 H20
Nonlinear transport through interacting quantum dots with
superconducting leads in the weak coupling regime — eSAascHA
Rarz and MILENA GRIFONI — Institut fiir Theoretische Physik, Uni-
versitdt Regensburg, 93040 Regensburg, Germany

We present a nonequilibrium real-time diagrammatic transport the-
ory for the systematic investigation of the quasiparticle and Josephson
currents through a hybrid superconductor-quantum dot system in the
weak coupling regime. In details, our device consists of an interacting
quantum dot coupled to two biased spin-singlet superconducting leads.
To describe the transport dynamics, we derive a completely general
equation of motion for the reduced density matrix including all the con-
tributions of a perturbation expansion in the tunneling Hamiltonian.
Within these investigations, already in fourth order we can identify the
contributions of the nonlocal time evolution kernel to the quasiparticle
and DC Josephson transport. To clarify the difference between quasi-
particle cotunneling and phase-coherent two-particle Andreev tunnel-
ing in fourth order, we first choose a single-level Anderson impurity
model for the interacting quantum dot. In particular, one can give a
clear explanation for subgap features due to proximity effects, which
are also important when we finally compare our theoretical results for
a carbon nanotube quantum dot with experimental observations.

TT 89 Mon 11:45 H20
Spindephasing and Coherent Control of an Ensemble of
Quantum Dots — e ANDRE JovcHEV and FRrRiTHJOF B. ANDERS —
Technische Universitat Dortmund, Lehrstuhl fiir Theoretische Physik
II, 44221 Dortmund, Germany

We present a numerical treatment of pump-and-probe experiments
with an ensemble of singly charged quantum dots in a magnetic field.
We examine the excitation of trions, which is part of an effective po-
larization mechanism for the spin of the residual electrons, precessing
around the magnetic field vector. Inhomogeneities in the magnetic g-
factor of different electrons lead to dephasing. The effect of the short
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pump pulses is described by a unitary operator in the subspace of a
spin degenerated electron and trion. For the dynamics between the
pulses we apply a Lindblad theory to describe the decoherence due
to environmental effects and the hyperfine interaction of the electrons
with surrounding nuclei. We study the polarization of the whole en-
semble after the application of different pulse protocols, and give an
explanation for the polarization of the nuclear spins, which can lead
to a remarkably increase of dephasing times which were already seen
in experiments.

TT 810 Mon 12:00 H20
Adiabatic pumping in the quasi-one-dimensional triangle
lattice — MicHAEL ScHuLze!, eDArio Brrcioux!, and DANIEL
F. UrBan?3 — lFreiburg Institute for Advanced Studies, Albert-
Ludwigs-Universitdt, 79104 Freiburg, Germany — 2Physikalisches
Institut, Albert-Ludwigs-Universitat, 79104 Freiburg, Germany —
3Fraunhofer Institute for Mechanics of Materials IWM, Wohlerstrafe

11, 79108 Freiburg, Germany

We analyze the properties of the quasi-one-dimensional triangle lattice
emphasizing the occurrence of flat bands and band touching via the
tuning of the lattice hopping parameters and on-site energies [1]. The
spectral properties of the infinite system will be compared with the
transmission through a finite piece of the lattice with attached semi-
infinite leads. Furthermore, we investigate the adiabatic pumping [2]
properties of such a system: depending on the transmission through
the lattice, this results in nonzero integer charge transfers or transfers
that increase linearly with the lattice size.

[1] M. Schulze, D. Bercioux, D. F. Urban, arXiv:1208.6113.
[2] P. W. Brouwer, Phys. Rev. B 58, 10135(R) (1998).

TT 811 Mon 12:15 H20
Thermoelectric efficiency of a driven double quantum dot
— eFEDERICA HAUPT!, STEFAN JUERGENS!, MICHAEL MOSKALETS2,
and JANINE SPLETTSTOESSER' — 'RWTH Aachen University, Aachen,
Germany — 2Kharkiv Polytechnical Institute, Kharkiv, Ukraine

By applying phase-shifted AC signals to the gates of two quantum dots
connected in series, it is possible to transfer charge from one lead to
another in a quantized way [1,2], even in the presence of an applied bias
voltage or a temperature gradient. In this work we investigate the ther-
moelectric properties of such a double quantum dot device. We show
that not only charge but also heat can be pumped in a quantized way.
If the modulation frequency €2 is sufficiently small, we find regimes in
which the unit of heat 2rkgT In 2 is transported during each period,
where T is the temperature of the considered lead and the factor In 2
stems from spin degeneracy. This would open the possibility of using
the pumping cycle to transfer heat against a temperature gradient or
to extract work from a hot reservoir with Carnot efficiency. However,
the performance of a real device is limited by dissipative effects due
to leakage currents and finite time operation, which we rigorously take
into account by means of a real-time diagrammatic approach in the
regime of weak coupling to the leads. We show that despite these dis-
sipative effects, efficiencies up to 70% of the maximal theoretical value

can be reached.

[1] H. Pothier, et al., Europhys. Lett 17, 249 (1992)
[2] S. J. Chorley, et al. App. Phys. Lett. 100, 143104 (2012).

TT 812 Mon 12:30 H20

Controlling entanglement and spin-correlations in double

quantum dots in the non-equilibrium regime — eCarLOS
ALBerTO BUsser! and FapiaNn HEeiDricH-MEISNER? — Ludwig-
Maximilians-Universitét, Miinchen, Miinchen — 2FAU Erlangen-

Nuremberg and LMU Miinchen

We study the non-equilibrium dynamics in a parallel double-quantum
dot structure induced by a large bias voltage. By applying both
a magnetic flux and a voltage, it is possible to generate spin-spin-
correlations between the two quantum dots. The sign and absolute
value of these correlations can be controlled by changing the bias
voltage. Using a canonical transformation we argue that the mech-
anism that drives the spin-spin correlations can be understood in
terms of an effective Ruderman-Kittel-Kasuya-Yosida (RKKY) inter-
action that is mediated by the current. Our study is based on the
Anderson-impurity model and we use time-dependent density matrix
renormalization group (tDMRG) simulations to obtain currents and
spin-correlations in the steady state of the non-equilibrium regime.
We also perform quench in the Hamiltonian to prove the stability of
the entangled state.

TT 8.13 Mon 12:45 H20

Role of coherent state superpositions in the bipolar spin

blockade of a triple quantum dot — Maria Bust!, Guis-

LAIN GRANGERZ, Louis GAUDREAUZ, eRAFAEL SANcHEz!, ALI-
cia Kam?, MicHEL P1oro-LADRIERE3, SERGEI STUDENIKINZ, PI-
OTR ZAWADZKIZ, ZBIGNIEW WASILEWSKI?, ANDREW SACHRAJDAZ, and
GLORIA PLATERO! — lInstituto de Ciencia de Materiales de Madrid
(ICMM-CSIC), Madrid, Spain — 2National Research Council Canada,
Ottawa, Canada — 3Université de Sherbrooke, Sherbrooke, Canada

In double quantum dots, Pauli spin blockade manifests as a rectified
current: charge flows or is blocked depending on the sign of the applied
voltage[1]. We present experimental and theoretical investigations of
the equivalent process in triple quantum dots in series. We focus on
a configuration where (2,0,2) (2,1,1), (1,1,2) and (2,1,2) states are de-
generate. When a bias is applied in a magnetic field beyond 10mT,
bipolar spin blockade is observed where current is suppressed inde-
pendent of the applied bias direction. As the field is reduced to zero,
leakage resonances are observed. Of special interest are two very sharp
resonances which correspond to triple dot conditions when states in the
left and right dot but not the center dot align. One of these resonances
is found itself to involve bipolar spin blockade and is found to result
from a purely quantum coherent effect: electrons occupy states that
involve their transference from one extreme to the other of the triple
quantum dot without ever visiting the center[2].

[1] K. Ono et al., Science 297, 1313 (2002).
[2] M. Busl et al., unpublished.

TT 9: Quantum Liquids, Miscellaneous 1

Time: Monday 9:30-13:00

TT 9.1 Mon 9:30 H21
Effective interactions and renormalized Bose surface in the
normal state of the two-dimensional Bose gas with Rashba
spin-orbit coupling — eCasPER DRUKIER, KirAa RIEDL, and PETER
KorieTz — Institut fiir Theoretische Physik, J.W.Goethe-Universitit
Frankfurt, Frankfurt am Main, Germany

The non-interacting energy-dispersion of a two-dimensional system of
bosons with Rashba spin-orbit coupling exhibits a continuum of de-
generate minima on a circle in momentum space, which is the bosonic
analogue of a Fermi surface. Recent theoretical studies [1,2] suggest
that this degeneracy is broken by interactions. Using second order per-
turbation theory for the self-energy, we calculate the renormalization
of the Bose surface as well as the damping of the bosonic quasiparti-
cles. We finally discuss different condensation scenarios.

[1] Phys. Rev. A 84, 061604(R) (2011)
[2] Phys. Rev. Lett. 105, 160403 (2010)

Location: H21

TT 9.2 Mon 9:45 H21
Far-from-equilibrium lattice-transport at high temperatures:
breaking Bloch-localization by interactions — eSTEPHAN
MANDT — Princeton Center for Complex Materials, Princeton Uni-
versity, USA

Diffusive transport of energy and mass is typically slower than ballis-
tic transport. However, in some situations, non-interacting particles
are localized, but may become delocalized by inter-particle collisions.
This is the case for Bloch-oscillating fermions in the Hubbard model
in the presence of an additional linear potential. In this talk, we will
derive effective coupled diffusion equations for the Hubbard model in
a regime governed by Bloch oscillations and rare scattering events.
These equations and their solutions are relevant to describe the long-
time dynamics of an almost non-interacting cloud of ultracold atoms
in an optical lattice, where interactions lead to a breaking of the Bloch
periodicity.
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TT 9.3 Mon 10:00 H21
Correlated lattice fermions in a spin-dependent random po-
tential — eKaRrRoL Makucnu!, JAN SkoriMmowski', PRABUDDHA B.
CHAKRABORTY2, KrzyszTor Byczuk!, and DIETER VOLLHARDT3 —
IFaculty of Physics, Institute of Theoretical Physics, University of
Warsaw, Hoza 69, 00-681 Warszawa, Poland — 2Indian Statistical In-
stitute, Chennai Centre, SETS Campus, MGR Knowledge City, Tara-
mani, Chennai 600113, India — 3Theoretical Physics I1I, Center for
Electronic Correlations and Magnetism, Institute of Physics, Univer-
sity of Augsburg, D-86135, Augsburg, Germany

Motivated by the new possibilities for experiments with ultracold
atoms in optical lattices we explore the thermodynamic properties
of correlated lattice fermions in the presence of an external spin-
dependent random potential. The corresponding Hubbard model with
the local on-site spin-dependent disorder is solved within the dynamical
mean-field theory. The spin-dependent disorder is found to drive the
magnetic polarization of the system when the total number of fermions
is fixed. The magnetic response of the system with finite magnetiza-
tion differs from that of a system with spin-independent disorder. The
spin-dependence of the disorder also affects the metal-insulator tran-
sition at half filling.

TT 9.4 Mon 10:15 H21
Long limit of momentum distribution functions in the sud-
den expansion a spin-imbalanced Fermi gas in one di-
mension — eFaBiAN HEeipbricH-MEIsNERD2, CarLOs BoLecH?,
STEPHAN LaNngErRD?, IaN McCurrocr®?, Gruriano Orso®, and
Marcos RicoL” — 'LMU Munich — 2FAU Erlangen-Nuremberg —
3University of Cinncinati, USA — 4University of Pittsburgh, USA —
5University of Queensland, St Lucia, Australia — SUniversite Paris-
Diderot, France — " Georgetown University, USA

We study the sudden expansion of a spin-imbalanced Fermi gas with
attractive interactions in an optical lattice after quenching the trapping
potential to zero [1]. The initial state is of the Fulde-Ferrell-Larkin-
Ovchinnikov (FFLO) type, i.e., a quasi- condensate of fermionic pairs
that is modulated in real space. Using time-dependent DMRG, we
demonstrate that the momentum distribution functions (MDFs) of ma-
jority and minority fermions become stationary after surprisingly short
expansion times. This behavior can be understood in terms of a quan-
tum distillation process [2] that leads to a spatial demixing of pairs and
excess fermions. As a consequence, the FFLO correlations are rapidly
destroyed. The expansion nevertheless yields relevant information on
the initial state: we argue that the asymptotic form of the MDFs is
directly related to the distribution of the Bethe-ansatz rapidities that
characterize the initial conditions for this integrable model.

[1] C. Bolech et al., Phys. Rev. Lett. 109, 110602 (2012)
[2] F. Heidrich-Meisner et al., Phys. Rev. A 80, 041603(R) (2009)

TT 9.5 Mon 10:30 H21
Dynamical spin correlations in a quantum spin liquid. —
eJouannes KnorLe!, Dima KovrizaiN!, Joun CHALKERZ, and
RopericH MoEssNER! — 1Max Planck Institut for the Physics of
Complex Systems, Dresden, Germany — 2Theoretical Physics, Oxford

University, United Kingdom

We compute the exact time dependence of the spin-spin correlation
function for arbitrary times in the gapped and gapless phases of Ki-
taev’s honeycomb model. The resulting dynamical structure factor
- observable in a standard inelastic neutron scattering experiment -
exhibits signatures of fractional excitations in the spin liquid ground
state, namely the gap to creating a pair of emergent static Z2 fluxes,
as well as various features of the density of states of the free fermions
propagating in its background. Our analysis uncovers rich connections
to the field of coherent nonequilibrium quantum dynamics, ranging all
the way back to the physics of Andersons orthogonality catastrophe
to the physics of Majorana fermions subject to a sequence of local
potential quenches.

TT 9.6 Mon 10:45 H21
Kinetic equations for a system of parametrically excited
magnons — e ANDREAS RUCKRIEGEL and PETER KoPiETZ — Institut
fiir Theoretische Pysik, Universitdt Frankfurt

Using the functional integral formulation of the Keldysh technique, we
derive kinetic equations for the normal and anomalous momentum dis-
tribution functions of a system of parametrically excited magnons with
two-body interaction in contact with a thermal phonon bath. We then
use the results of self-consistent mean field theory to obtain an effective

kinetic equation of the Boltzmann type without particle number con-
servation. Close to thermal equilibrium, we can use a Kramers-Moyal
expansion to replace the integral equation by a differential equation
which has the form of a continuity equation with an explicit particle
number conservation breaking source term. We use our theory to study
the thermalization of magnons in the magnetic insulator yttrium-iron
garnet.

15 min. break

TT 9.7 Mon 11:15 H21
Thermalization of magnons in yttrium-iron garnet: nonequi-
librium functional renormalization group approach —
eJonannes Hick!, ANDREAS RUCKRIEGEL!, THomas Kross?, and
PeETER KoprieTz! — lInstitut fiir Theoretische Physik, Goethe Uni-
versitiat Frankfurt am Main, Germany — 2Laboratoire de Physique
et Modélisation des Milieux Condensé, CNRS and Université Joseph
Fourier, Grenoble, France

Using a nonequilibrium functional renormalization group (FRG) ap-
proach we calculate the time evolution of the momentum distribution
of a magnon gas in contact with a thermal phonon bath. As a cutoff
for the FRG procedure we use a hybridization parameter A giving rise
to an artificial damping of the phonons. Within our truncation of the
FRG flow equations the time evolution of the magnon distribution is
obtained from a rate equation involving cutoff-dependent nonequilib-
rium self-energies, which in turn satisfy FRG flow equations depending
on cutoff-dependent transition rates. Our approach goes beyond the
Born collision approximation and takes the feedback of the magnons
on the phonons into account. We use our method to calculate the
thermalization of a quasi two-dimensional magnon gas in the magnetic
insulator yttrium-iron garnet after a highly excited initial state has
been generated by an external microwave field. In this material inter-
actions which do not conserve the magnon particle number are present
and are considered in our approach.

TT 9.8 Mon 11:30 H21
Fractional Chern insulator in the triangular lattice —
oSTEFANOS Kourtis and MARIA DAGHOFER — Leibniz Institute for
Solid-State & Materials Research, Dresden, Germany

The formation of fractional quantum-Hall (FQH) states in lattice sys-
tems without externally applied magnetic fields is a recent and promis-
ing theoretical proposal that has the potential to render the FQH effect
experimentally more accessible. Motivated by the emergence of the rel-
evant physics in 3-orbital Hubbard and Kondo-lattice models on the
triangular lattice [1,2], we study numerically an effective interacting
spinless-fermion model and show that it yields spontaneously occur-
ring FQH states, recently dubbed fractional Chern insulators (FCI).
The Hall conductivity of these states is evaluated and shown to be frac-
tionally quantized. This quantization is found to persist against dis-
order, demonstrating that the Hall conductivity is characterizing FCI
states as a topological invariant. Having thus identified FCI states, we
highlight further signatures of their nature in the obtained eigenvalue
spectra and discuss the consequences of disorder and competition with
conventional ordering.

[1] J.W.F. Venderbos, S. Kourtis, J. van den Brink, and M. Daghofer,
Phys. Rev. Lett. 108, 126405
[2] S. Kourtis, J.W.F. Venderbos, and M. Daghofer, arXiv:1208.3481

TT 9.9 Mon 11:45 H21
Topologically nontrivial and nearly flat bands arising through
orbital degrees of freedom — eMARIA DAGHOFER, STEFANOS
Kourris, JOrRN W.F. VENDERBOS, and JEROEN VAN DEN BRINK —
IFW Dresden

‘We discuss models, where electronic correlations can induce topolog-
ically nontrivial electronic states. In particular, we focus on a three-
orbital model for tz4 orbitals on a triangular lattice [1]. Near half
filling, onsite Coulomb repulsion and Hund’s rule coupling induce a
non-coplanar magnetic phase where electronic bands are topologically
nontrivial and can become very flat [2]. Such topologically nontriv-
ial bands with reduced dispersion have been argued [3-5] to support
a lattice analog of fractional quantum-Hall states, fractional Chern-
insulator (FCI) states, that arise in the absence of a magnetic field.
We discuss the competition of FCI states with a charge density wave
depending on properties of the nearly flat band [6].

[1] J. W. Venderbos, M. Daghofer, and J. van den Brink, Phys. Rev.
Lett. 107, 116401 (2011)
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[2] J.W.F. Venderbos, S. Kourtis, J. van den Brink, and M. Daghofer,
Phys. Rev. Lett. 108, 126405 (2012)

[3] T. Neupert, L. Santos, C. Chamon, and C. Mudry, Phys. Rev.
Lett. 106, 236804 (2010)

[4] K. Sun, Z. Gu, H. Katsura, and S. D. Sarma, Phys. Rev. Lett.
106, 236803 (2010)

[5] E. Tang, J-W. Mei, and X.-G. Wen, Phys. Rev. Lett. 106, 236802
(2010)

[6] S. Kourtis, J.W.F. Venderbos, and M. Daghofer, arXiv:1208.3481

TT 9.10 Mon 12:00 H21
A New Way to Create Energy Band: Crystal Formed in
Phase Space — eLiNnGzHEN Guol:?3, MicHAEL MARTHALERDS,
and GERD ScHON3 — lInstitut fiir Theoretische Festkorperphysik,
Karlsruhe Institute of Technology (KIT), Karlsruhe, Germany —
2Department of Physics, Beijing Normal University, Beijing, China
— 3DFG-Center for Functional Nanostructures (CFN), Karlsruhe In-
stitute of Technology, Karlsruhe, Germany

We propose a new way to create an energy band structure by prop-
erly driving a nonlinear system. In a natural solid, the energy band
structure is a result of the periodicity of the Hamiltonian in the real
space. For artificial materials, such as photonic crystals and many
other quantum metamaterials, the energy band structure comes from
artificial periodic structures fabricated in the laboratory. However,
it is also possible to create a periodic structure in total phase space.
We find that the Duffing oscillator, if driven by an external field via
high order coupling, can exhibit such a periodic structure in phase
space. We will calculate the resulting quasi-energy bandstructure and
the emission spectrum. Compared to the conventional quantum meta-
materials, the bandgaps and bandwidths of this phase space crystal
can be tuned conveniently by changing the driving field’s parameters.

TT 9.11 Mon 12:15 H21

Dynamical phase transitions and the connections to the

nonequilibrium dynamics of local observables — eMARKUS
HevyL!, AnaronL PorkovNikov?, and STEFAN KEHREIN® —
ITechnische Universitit Dresden — 2Boston University — 2Georg-

August-Universitat Gottingen

We study general connections between the recently introduced dynam-
ical phase transitions [1] and the dynamics of local observables after
a quantum quench. In particular, we show that qualitative changes
in the relaxational behavior of equilibrium order parameters occur
through dynamical transitions between topologically different ground
states. We demonstrate our findings for quantum quenches in the one-
dimensional transverse field Ising chain.

[1] M. Heyl, A. Polkovnikov, and S. Kehrein, arXiv:1206.2505

TT 9.12 Mon 12:30 H21
Time-reversal-invariant Hofstadter-Hubbard model with ul-
tracold fermions — ePETER OrrH!, DaANIEL Cocks?, STEPHAN
RacHEL?, MicHaEL BucauooLD?, KarRyN Le HURr?*, and WALTER

HorsTETTER? — !Institute for Theory of Condensed Matter, Karl-
sruhe Institute of Technology (KIT), 76131 Karlsruhe, — 2Institut
fiir Theoretische Physik, Goethe-Universitit, 60438 Frankfurt/Main
— 3Institute for Theoretical Physics, Dresden University of Technol-
ogy, 01062 Dresden — “Center for Theoretical Physics, Ecole Poly-
technique, CNRS, 91128 Palaiseau Cedex, France

We consider the time-reversal-invariant Hofstadter-Hubbard model
which can be realized in cold-atom experiments [1]. In these experi-
ments, an additional staggered potential and an artificial Rashba-type
spin-orbit coupling are available. Without interactions, the system ex-
hibits various phases such as topological and normal insulator, metal
and semi-metal phases with two or even more Dirac cones. Using a
combination of real-space dynamical mean-field theory and analytical
techniques, we discuss the effect of on-site interactions and determine
the corresponding phase diagram. We study the semi-metal to mag-
netic insulator transition, and find rich magnetic phases tunable by
the spin-orbit coupling terms. We compute spectral functions which
allow us to study the edge states of the strongly correlated topological
phases.

[1] D. Cocks, P. P. Orth, S. Rachel, M. Buchhold, K. Le Hur, and W.
Hofstetter, Phys. Rev. Lett. 109, 205303 (2012).

TT 9.13 Mon 12:45 H21
Utilizing nonequilibrium effects to probe the Mott-insulator-
superfluid transition of a trapped gas of interacting bosons
— eLEvV ViDMAR!, STeEPHAN LaNGER?, IaN McCurLocu®, UL-
RICH ScHOLLwOCk!, ULricH ScHNEIDER!'4, and FaBiaN HEIDRICH-
MEIsNER!® — 'LMU Munich, Germany — 2University of Pittsburgh,
USA — 3University of Queensland, Australia — *MPQ Garching, Ger-
many — 9FAU Erlangen-Nuremberg, Germany

An increased effort has been lately devoted to explore and establish
the possible links between equilibrium and nonequilibrium properties
of interacting quantum many-body systems. Recent experiments on
optical lattices have shown the possibility of measuring the expansion
velocity of an initially trapped system, which after the sudden release
of the trap expands in an empty lattice [1]. Recent theoretical studies
of interacting fermions indicated that the measurement of expansion
velocity may provide information about the initial state [2]. In our
work, we show that measuring the expansion velocity of an initially
trapped gas of interacting bosons allows one to distinguish between a
superfluid and a Mott insulating state in the initial ground state in 1D.
We perform time-dependent DMRG calculations of the Bose-Hubbard
model in a harmonic trap and a box trap. We derive a state diagram
of a trapped system as a function of on-site repulsion and density from
the expansion velocity. The resulting diagram is consistent with the
state diagram obtained by measuring equilibrium properties such as
local density fluctuations and on-site compressibility [3].

[1] Nat. Phys. 8, 213 (2012)

[2] PRA 85, 043618 (2012)

[3] PRA 79, 053605 (2009)

TT 10: Focused Session: Frontiers of Electronic Structure Theory 1 (jointly with HL and O)
Organizers: R. Drautz (Ruhr-Universitdt Bochum), N. Marzari (EPFL, Lausanne), Matthias Scheffler

(FHI, Berlin)
Time: Monday 10:30-13:15

Topical Talk TT 10.1 Mon 10:30 H36
Fully ab initio determination of free energies: Basis for high-
throughput approaches in materials design — eJoOErRG NEUGE-
BAUER, FRITZ KORMANN, MARTIN FRIAK, BLAZE] GRABOWSKI, and
TivanN Hicker — MPI fiir Eisenforschung, Diisseldorf, Germany

A key requirement in developing systematic tools to design novel ma-
terials on the computer is the availability of accurate computational
tools determining energies not only at T = 0 K but also under realistic
conditions, i.e., at finite temperature. Combining accurate first princi-
ples calculations with mesoscopic/macroscopic thermodynamic and/or
kinetic concepts allows now to address this issue and to determine free
energies and derived thermodynamic quantities such as heat capacity,
thermal expansion coefficients, and elastic constants with an accuracy
that often rivals available experimental data.

In the talk we will show how novel sampling strategies in configu-

Location: H36

ration space together with highly converged density-functional theory
calculations allow an unbiased and accurate determination of all rele-
vant temperature dependent free energy contributions. The flexibility
and the predictive power of these approaches and the impact they can
have in developing new strategies in materials design will be discussed
for modern high strength steels and light weight metallic alloys.

TT 10.2 Mon 11:00 H36
Fast screening of perovskites’ phase stability using AIDA,
a materials’ informatics platform for materials design and
discovery — eGiovanni Pizzi!, AnprRea CEepeELLOTTI!, BORIS
Kozinsky?, Marco Fornari®, and NicoLa Marzari! — 1Theory
and Simulation of Materials, EPFL (CH) — 2Robert Bosch LCC Re-
search and Technology Center, Cambridge (USA) — 3Dept. of Physics,

Central Michigan University (USA)
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Many perovskite systems display a high-temperature cubic phase with
zero net polarization, whose microscopic nature is still debated. We
perform a systematic study of this phase for representative ABO3 per-
ovskites, showing that there is not a unique microscopic model for it.
Some systems are consistent with a displacive or an order/disorder
model; others can sustain a stable displacement pattern of B-site
cations in supercells, preserving zero net polarization. In such high-
throughput searches, a key challenge is the need of a “materials’ in-
formatics” infrastructure to automatically prepare, execute and mon-
itor workflows of calculations for large classes of materials, and then
retrieve, store and analyze the results. To this aim, we are develop-
ing an open-source platform for high—throughput (AIDA—‘Automated
Infrastructure and Database for Ab-initio design”). Using AIDA free-
energy workflows, we studied the phase stability of BaTiOs, evaluating
the critical temperatures between the cubic, tetragonal, orthorhombic,
and rhombohedral phases.

TT 10.3 Mon 11:15 H36

Fast ab-initio screening of magnetic properties applied to the

design of new hard magnetic materials — eNEDpDKO DREBOV!,
CHRISTIAN FELsisser!, LoTHAR Kunz2, ALBERTO MARTINEZZ,
TakasHl SHIGEMATSUS, and THomas EckL? — !Fraunhofer IWM,

Freiburg, Germany — 2Robert Bosch GmbH, Stuttgart, Germany —
3Bosch Corporation, Tokyo, Japan

We present a fast computational ab-initio screening method which we
use for the identification of new permanent magnetic materials based
on rare-earth (RE) and transition-metal (TM) elements.

The candidates for new hard magnetic phases with specific struc-
tures and compositions are selected from ab-initio screening of their
magnetic properties by using the TB-LMTO-ASA method. This pro-
cedure considers a large variety of possible combinations of RE and
TM elements. At rather low computational costs one can get suffi-
ciently accurate magnetic moments and exchange coupling parameters
to be subsequently used in the process of virtual material design.

The results for selected candidate phases are further refined with a
more accurate ab-initio method without potential-shape approxima-
tion. The Curie temperatures of the phases can be estimated from
the calculated magnetic moments and exchange coupling by means of
Monte Carlo simulations.

Acknowledgement: This work was supported by the Co-Operative
Project ’Suche nach neuen hartmagnetischen Phasen mit hoher En-
ergiedichte (REleaMag)’ funded by the BMBF.

TT 10.4 Mon 11:30 H36
Designer Single-Band Hubbard Materials — eSINEAD GRIFFIN
and NicorLa SpaLDIN — ETH Zurich, Switzerland

The low-energy physics of the High-Tc superconducting cuprates is be-
lieved to be encompassed in a single-band Hubbard model. Much work
focuses on the computational solutions of the Hubbard model with a
view to understanding the complex nature of metal-insulator transi-
tions, superconductivity and strong-correlations physics in general.

Here we take the opposite approach of designing a real material
which has the Hamiltonian of a ’single-band Hubbard model’ material
using first-principles electronic structure theory. By combining crystal
field splitting with chemistry, we engineer a class of candidate mate-
rials with a single d-electron band at the Fermi level. We report the
results of ab initio calculations of the electronic and magnetic struc-
ture of these new designer materials and discuss the possibilities for
experimental synthesis.

TT 10.5 Mon 11:45 H36
The stability of Bi-Sb-Te layered structures: a first-principles
study — eKirsTEN GovakrTs!, MaRceEL H.F. SLUITER?, BART
PartoEns®, and Dirk LamorN! — 'EMAT, University of Antwerp,
Groenenborgerlaan 171, 2020 Antwerpen, Belgium — 2Department of
Materials Science and Engineering, 3mE, Delft University of Technol-
ogy, Mekelweg 2, 2628 CD, Delft, The Netherlands — 3CMT group,
Department of Physics, University of Antwerp, Groenenborgerlaan
171, 2020 Antwerpen, Belgium

Using an effective one-dimensional cluster expansion in combination
with first-principles electronic structure calculations we have studied
the energetics and electronic properties of Bi-Sb-Te layered systems.
Our modified, quintuple based cluster expansion explicitly accounts for
the Bi and Sb bilayer formation which is due to a Peierls instability.
With this new method, groundstates of Bi-Sbh-Te can be found with-
out making the dataset of ab initio calculated structures unreasonably
large. Groundstates are found within the binary alloys X-Te, with X

corresponding to Bi or Sb, for a Te concentration between 0 and 60
at.%. They form an almost continuous series of (meta)stable struc-
tures consisting of consecutive X bilayers next to consecutive XoTes
units. Another binary groundstate is the BiSb structure, consisting
of alternating Bi and Sb layers, again forming pairs. Groundstates of
ternary compounds all consist of consecutive units of BigTes, SbaTes
and TeSbTeBiTe.

TT 10.6 Mon 12:00 H36
RPA Correlation Potential in the Adiabatic Connection
Fluctuation-Dissipation formalism — eSTEFANO DE GIRONCOLI',
NicoLa CoronNal, and Ncoc LinH Ncuyven'2 — 1Scuola Inter-
nazionale Superiore di Studi Avanzati (SISSA), via Bonomea 265, I-
34136 Trieste, Italy — 2Theory and Simulation of Materials, Ecole
Polytechnique Fédérale de Lausanne (CH)

Calculations of correlation energies within the formally exact Adia-
batic Connection Fluctuation-Dissipation (ACFD) formalism, within
the Random Phase Approximation (RPA) for the exchange-correlation
kernel, have been recently carried out for a number of isolated and con-
densed systems. The efficiency of such calculations has been greatly
improved by exploiting iterative algorithms to diagonalize RPA dielec-
tric matrices [1]. However for several systems correlation energies may
significantly depend about the choice of input single particle wavefunc-
tions [2]. We derive an expression for the RPA self-consistent poten-
tial based on Density Functional Perturbation theory and we present
self-consistent RPA calculations for weakly bound molecular dimers,
including the controversial case of Beryllium dimer. In this case the
self-consistent determination of RPA potential is crucial to determine
the stability of the system which however results to be unstable toward
dissociation in separated fragments.

[1] H.-V. Nguyen and S. de Gironcoli, Phys. Rev. B 79, 205114 (2009);
H. F. Wilson, F. Gygi, and G. Galli, Phys. Rev. B 78, 113303 (2008).

[2] Huy-Viet Nguyen and G.Galli, J. Chem.Phys. 132, 044109 (2010).

TT 10.7 Mon 12:15 H36
The bond-breaking and bond-making puzzle: many-body
perturbation versus density-functional theory — oF. CaRrusol,
D. Rour?, M. HeLLereN?, X. Ren!, P. RiNke!, A. Rusio®!, and
M. ScHEFFLER! — !Fritz-Haber-Institut, Berlin, Germany — 2Rice
University, Houston, USA — 3SISSA, Trieste, Italy — *Universidad
del Pais Vasco, Donostia, Spain

Diatomic molecules at dissociation provide a prototypical situation
in which the ground-state cannot be described by a single Slater de-
terminant. For the paradigmatic case of Ha-dissociation we compare
state-of-the-art many-body perturbation theory in the GW approxima-
tion and density-functional theory (DFT) in the exact-exchange plus
random-phase approximation for the correlation energy (RPA). Results
from the recently developed renormalized second-order perturbation
theory (rPT2) are also reported. For an unbiased comparison and to
prevent spurious starting point effects both RPA and GW are iterated
to full self-consistency (i.e. sc-RPA and sc-GW). Both include topo-
logically identical diagrams for the exchange and correlation energy
but are evaluated with a non-interacting Kohn-Sham and an interact-
ing GW Green function, respectively. This has profound consequences
for the kinetic and the correlation energy. GW and rPT2 are both ac-
curate at equilibrium, but fail at dissociation, in contrast to sc-RPA.
This failure demonstrates the need of including higher order correla-
tion diagrams in sc-GW. Our results indicate that RPA-based DFT
is a strong contender for a universally applicable electronic-structure
theory. F. Caruso et al. arxiv.org/abs/1210.8300.

TT 10.8 Mon 12:30 H36
Density-Functional Theory Applied to Rare Earth Met-
als: Approaches Based on the Random-Phase Approxima-
tion — eMarco Casaper!, Xinguo Ren!, PaTrick RINKE!, AN-
GeEL RuBio!':?, and MarTHIAS SCHEFFLER! — !Fritz-Haber-Institut
der MPG, Berlin, Germany — 2University of the Basque Country
UPV/EHU, Donostia, Spain

The description of the volume collapse exhibited by some rare earth
metals poses a great challenge to density-functional theory (DFT) since
local /semilocal functionals (LDA/GGA) fail to produce the associated
phase transitions. We approach this problem by treating all electrons
at the same quantum mechanical level, using both hybrid functionals
(e.g. PBEO and HSE06) and exact-exchange plus correlation in the
random-phase approximation (EX+cRPA). We also assess the perfor-
mance of recently developed beyond RPA schemes (e.g. rPT2 [1]).
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The calculations are performed for cerium and praseodymium, that
display a volume collapse, and neodymium, in which the volume col-
lapse is absent. The isostructural a-v phase transition in cerium is the
most studied. The exact exchange contribution in PBEO and HSE06
is crucial to produce two distinct solutions that can be associated with
the a and ~ phases, but quantitative agreement with the extrapolated
phase diagram requires EX+cRPA [2]. [1] Ren et al., J. Mater. Sci.
47, 7447 (2012). [2] M. Casadei et al., Phys. Rev. Lett. 109, 14642
(2012).

TT 10.9 Mon 12:45 H36
Thermodynamics of the a = v transition in cerium from first
principles — eJorDAN BIEDER and BERNARD AmapoN — CEA,
DAM, DIF, F-91297 Arpajon, France

The Dynamical Mean Field Theory (DMFT) combined with density
functional theory has been successful to describe strongly correlated
materials [1]. However, the computation of the ground state properties
requires a good accuracy from both the DFT and the DMFT side. We
use thus a strong coupling Continuous Time Quantum Monte Carlo
(CT-QMC) solver, which is fast and able to reach low temperatures,
in combination with a projector augmented wave (PAW) DMFT im-
plementation.

Extensive calculations using this implementation allows us to care-
fully reassess the ground state properties and thermodynamics of the
a = ~ phase transition in Cerium at low temperatures. In particular,
stochastic noise is small enough to avoid any ambiguity on the inter-
pretation of energy versus volume curves. The DMFT picture is put in

perspective with recent DFT calculations [2] and recent experimental
investigations [3,4].

[1] G. Kotliar et al. Rev. Mod. Phys. 78, 865(2006)

[2] M. Casadei et al. Phys. Rev. Lett. 109, 146402(2012)

[3] F. Decremps et al. Phys. Rev. Lett. 106, 065701(2011)

[4] M. J. Lipp et al. Phys. Rev. Lett. 109, 195705 (2012)

TT 10.10 Mon 13:00 H36
Exciton dispersion in wide-gap insulators: there and back
again — eFRraNCEsco SoTTILE'? and MarTeo Garril:?2 — 1LSI,
Ecole Polytechnique, Palaiseau, France — 2European Theoretical
Spectroscopy Facility

We present ab initio calculations of exciton dispersion of wide-gap in-
sulators, like LiF and solid Argon. With the help of the Bethe-Salpeter
equation (recently extended to describe full coupling finite momentum
excitonic effects) we calculate the momentum dispersion of the first
low-lying excitons, both visible and dark. Their particular behaviour
(the exciton shows up, lower down, shows up again, to finally disapper)
is analized with respect to: direction of the momentum dispersion, the
coupling effect, real space exciton distribution and many-body interfer-
ence effects. The results [1] are finally compared with recent inelastic
X-ray scattering experiments [2,3| for what concerns LiF, while they
constitutes a completely ab initio prediction for solid Ar.

[1] The Bethe-Salpeter calculation are carried out with the EXC
code (http://www.bethe-salpeter.org/) [2] P.Abbamonte et al., PNAS
105, 12159 (2008) [3] C.-C. Lee et al. arXiv:1205.4106v1

TT 11: Graphene -Spin-Orbit Interaction (jointly with DS,HL,MA,QO)

Time: Monday 11:30-13:45

TT 11.1 Mon 11:30 H17
Impurity-induced spin relaxation time in graphene from
first principles — eDwmITRY FEDOROV!, MARTIN GRADHAND?,
SErGEY OsTaniN!, Icor MAzZNICHENKO®, ARTHUR ERNsT!,
JarosLav FaBian?, and INGriD MErTIG?! — !Max-Planck-Institut
fir Mikrostrukturphysik, Weinberg 2, 06120 Halle, Germany —
2H. H. Wills Physics Laboratory, University of Bristol, Bristol BS8
1TL, United Kingdom — 3Martin-Luther-Universitit Halle, Institut
fiir Physik, 06099 Halle, Germany — *Institut fiir Theoretische Physik,

Universitdt Regensburg, 93040 Regensburg, Germany

The spin relaxation time of conduction electrons in graphene caused by
carbon and silicon impurities is studied by means of our ab initio ap-
proach, which was recently developed for bulk systems [1] and adapted
now for the film geometry. It is found that both the momentum and
spin relaxation times are extremely sensitive to the position of the im-
purities. We show that adatoms provide spin-flip rates 4 to 5 orders of
magnitude larger than in-plane impurities. Our results strongly sup-
port the adatom-induced extrinsic mechanism of the experimentally
observed spin relaxation in graphene [2].

[1] M. Gradhand et al., PRB 81, 020403(R) (2010)

[2] N. Tombros et al., Nature 448, 571 (2007)

TT 11.2 Mon 11:45 HI17
D’yakonov-Perel’ spin dephasing in single and bilayer
graphene and the role of contact resistance on the spin de-
phasing time — FRANK VoLMER!'2, Marc DROGELERDZ, Eva
Mavnickie!'2, eNILs voN DEN DRriescuH!?, Tsunc-YEH Yancl2,
GERNOT GUNTHERODT!'2, and BERND BrscHoTEN!2 — MI. Insti-
tute of Physics, RWTH Aachen University, 52074 Aachen, Germany
— 2JARA: Fundamentals of Future Information Technology, 52074
Aachen, Germany

We investigate spin transport in both single and bilayer graphene non-
local spin-valve devices. Similar to our previous studies on bilayer
graphene [1], we observe an inverse dependence of the spin dephasing
time on the carrier mobility in our single layer devices indicating the
importance of D’yakonov-Perel’ like spin dephasing in exfoliated single
and bilayer samples.

This general trend is only observed in devices with large contact
resistances (>1 k). In contrast, the spin dephasing time is signifi-
cantly reduced in samples with low ohmic contacts for both single and
bilayer graphene indicating that an additional spin dephasing occurs
underneath the spin injection and detection electrodes.

Location: H17

This work has been supported by DFG through FOR 912.
[1] T.-Y. Yang et al. Phys. Rev. Lett. 107, 047206 (2011)

TT 11.3 Mon 12:00 H17
Intrinsic and substrate induced spin-orbit interaction in chi-
rally stacked trilayer graphene — eANDOR KoRMANYOS and
Guipo BURKARD — University of Konstanz

‘We present a combined group-theoretical and tight-binding approach
to calculate the intrinsic spin-orbit coupling (SOC) in ABC stacked
trilayer graphene. We find that compared to monolayer graphene, a
larger set of d orbitals (in particular the d_2 orbital) needs to be taken
into account. We also consider the intrinsic SOC in bilayer graphene,
because the comparison between our tight-binding bilayer results and
the density functional computations allows us to estimate the values
of the trilayer SOC parameters as well. We also discuss the situation
when a substrate or adatoms induce strong SOC in only one of the
layers of bilayer or ABC trilayer graphene. Both for the case of intrin-
sic and externally induced SOC we derive effective Hamiltonians which
describe the low-energy spin-orbit physics. We find that at the K point
of the Brillouin zone the effect of Bychkov-Rashba type SOC is sup-
pressed in bilayer and ABC trilayer graphene compared to monolayer
graphene.

The the combination of group-theoretical and tight-binding ap-
proaches can be used to study the spin-orbit interaction in other quasi-
two dimensional materials, such as MoS2, as well.

TT 11.4 Mon 12:15 HI17
Long Electron Spin Lifetimes in Armchair Graphene
Nanoribbons — eMarTHIAS DrROTH and Guipo BURKARD — Uni-
versity of Konstanz, 78457 Konstanz

Armchair graphene nanoribbons (aGNR) are promising as a host ma-
terial for electron spin qubits because of their potential for scalability
and long coherence times [1]. The spin lifetime T} is limited by spin
relaxation, where the Zeeman energy is absorbed by lattice vibrations
[2], mediated by spin-orbit and electron-phonon coupling. We have
calculated T7 by treating all couplings analytically and find that T3
can be in the range of seconds for several reasons: (i) Van Vleck can-
cellation; (ii) weak spin-orbit coupling; (iii) low phonon density; (iv)
vanishing coupling to out-of-plane modes due to the electronic struc-
ture of the aGNR. Owing to the vanishing nuclear spin of 12C , T} is a
good measure for overall coherence. These results and recent advances
in the controlled production of graphene nanoribbons [3] make this
system interesting for classical and quantum spintronics applications.
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[1] B. Trauzettel et al., Nature Phys. 3, 192-196 (2007).
[2] M. Droth and G. Burkard, Phys. Rev. B 84, 155404 (2011).
[3] X. Zhang et al., arXiv:1205.3516 (2012).

TT 11.5 Mon 12:30 H17
Tunneling-induced Spin Anisotropy Barrier in Quantum
Dot Spin-Valves — eMicHAEL HEeLL!:2, Macies Misiornyb2,
and MaARTEN WEecEwlsh?3 — 1Peter Griinberg Institut,
Forschungszentrum Jiilich, 52425 Jiilich — 2JARA - Fundamentals of
Future Information Technology — 3Institut fiir die Theorie der Statis-
tischen Physik, RWTH Aachen, 52056 Aachen

Spintronics employs the two fundamental properties of a each electron:
its charge and its spin-dipole moment. However, recent studies indicate
that the interplay of these two degrees of freedom does not exhaust the
potential of spintronics when approaching the nano-scale: spin corre-
lations between electrons, partly characterized by the spin-anisotropy,
provide an independent resource of spin information, which is stored
even in a simple ferromagnet and couples to the spin-dipole moment in
quantum dots. The interest in spin anisotropy also emerges from the
research on single-molecule magnets (SMMs) and magnetic adatoms,
in which the transport is controlled by a large spin anisotropy barrier
intrinsically generated by strong spin-orbit coupling. In this talk we
show that such a spin-anisotropy barrier can be externally induced
by the transport of spin-correlations from ferromagnets into a a spin-
isotropic interacting quantum dot with large spin S>1/2 and negligible
spin-orbit interaction. This proximity-induced spin-anisotropy has the
hallmarks of a spintronic exchange-field of a quadrupolar nature, a gen-
eralization of the well-established dipolar exchange field. The barrier
increases with the tunnel coupling, achieving values comparable to that
of SMMs, but with the flexibility of electric and magnetic tuneability.

TT 11.6 Mon 12:45 HI17
First-principles study of the spin-orbit interaction in
graphene induced by hydrogen adatoms — eMARTIN GMITRA,
Denis KocHAN, and JArRosLAvV FABIAN — University of Regensburg

We have performed first principles calculations of the spin-orbit cou-
pling effects in hydrogenated graphene structures, for varying hydrogen
coverage densities, using the linearized augmented plane wave method
as implemented in the FLEUR code. The covalent bonding between
the hydrogen and carbon atoms leads to a local structural pucker-
ing of graphene sheets, giving rise to an overlap between the Dirac and
sigma electrons and a giant enhancement (from roughly 0.01 to 1 meV)
of the local spin-orbit interaction. The calculated effects on the band
structure and the emerging spin patterns of the electronic states can
be well explained by effective Hamiltonian models derived from group
theoretical principles.

This work is supported by the DFG SPP 1285, SFB 689, and GRK
1570.

TT 11.7 Mon 13:00 H17
Theory of the hydrogen adatoms induced spin-orbit coupling
in graphene — eDENIs KocHAN, MARTIN GMITRA, and JAROSLAV
FaBiaN — University Regensburg

We have analyzed the first-principles data of the electronic structure
of hydrogenation in graphene by means of group theory derived effec-

tive Hamiltonians. We propose effective models for semihydrogenated
graphene as well as for graphene with a single hydrogen adatom. The
chemisorption of hydrogen modifies the structural symmetry of the
plane graphene in two essential ways—it breaks the pseudospin (sub-
lattice) symmetry and induces rippling. We show that in addition
to the Rashba spin-orbit interaction there emerges another spin-orbit
field which is induced by the pseudospin inversion asymmetry due to
the adatoms. Our realistic effective Hamiltonians should be useful for
spin transport and spin relaxation investigations.
This work is supported by DFG SFB689

TT 11.8 Mon 13:15 HI17
Optical properties of hydrogenated graphene from first prin-
ciples — eSEBASTIAN PuTz, MARTIN GMITRA, and JAROSLAV FABIAN
— Universitdt Regensburg, Universititsstrale 31, 93053 Regensburg

We investigate the effect of hydrogen coverage on the optical prop-
erties of single-side hydrogenated graphene from first principles. To
account for different degrees of uniform hydrogen coverage we calcu-
late the complex dielectric function for graphene supercells of various
size, each containing a single additional H atom. We use the Lin-
earized Augmented Planewave (LAPW) method, as implemented in
WIENZ2k, to show that the hydrogen coverage strongly influences the
complex dielectric function and thus the optical properties of hydro-
genated graphene. The absorption coefficient in the visible range, for
example, has different characteristic features depending on the hydro-
gen coverage. This opens up new possibilities of determining the hy-
drogen coverage of hydrogenated graphene samples in the experiment
by contact-free optical absorption measurements.
This work is supported by the DFG GRK 1570.

TT 11.9 Mon 13:30 H17
Electron scattering and spin polarization at the
graphene/Ni(111) interface — AraN Garcia-LEkur!, TIMOFEY
Bavrasuov?, Marc OLLE?, Gustavo CEBALLOS?, ANDRES ARNAUDS,
PieTRO GAMBARDELLAZ, DANIEL SANCHEZ-PoRrTALD2, and eAIrTor
Mucarza? — 'Donostia International Physics Center (DIPC), Paseo
Manuel de Lardizabal 4, E-20018 San Sebastian, Spain — 2Catalan
Institute of Nanotecnology (ICN), UAB Campus, E-08193 Bellaterra,
Spain — 3Centro de Fisica de Materiales CFM - MPC, Centro Mixto
CSIC-UPV, Apdo. 1072, San Sebastian, Spain

The interaction of graphene with a metal often perturbs the unique
electronic properties of Dirac electrons in graphene. This interaction
can be positively exploited to engineer the Dirac bands and obtained
graphene interfaces with different functionalities. In this work we study
the electronic properties of graphene nanoislands grown on Ni(111) [1]
by combining scanning tunnelling microscopy and ab-initio calcula-
tions. We show that the interaction with the Ni surface opens a gap
and spin-polarizes the Dirac bands, which results in a spin filtering
effect in the transport across the interface [2]. On the other hand,
the standing wave pattern created around the nanoislands reveal an
asymmetric potential that depends both on the spin and edge type,
suggesting a lateral 2D spin-filter effect similar to that occurring across
the interface.

[1] M. Olle et al. Nano Lett. 12, 4431 (2012). [2] V. M. Karpan et
al. Phys. Rev. Lett. 99, 176602 (2007).

TT 12: Poster Session Superconductivity

Time: Monday 15:00-19:00

TT 12.1 Mon 15:00 Poster D
Detector development for a neutrino mass determination us-
ing the '3Ho electron capture spectrum — eP. RANITZSCH,
M. WEGNER, S. KempF, L. GAMER, J. GEisT, D. HENGSTLER, M.
KranTz, E. Paviov, C. Pies, S. SCHAFER, S. UnL, T. WoLFr, A.
Freiscumann, C. Enss, and L. GastaLpo — Kirchhoff-Institute for
Physics, Heidelberg University

The absolute scale of the neutrino mass eigenstates is one of the puz-
zles in modern particle physics and can be directly investigated using
electroweak decays. In the context of the ECHO collaboration we are
developing metallic magnetic calorimeters (MMCs) to be used with an
internal 1%3Ho source to measure its electron capture (EC) spectrum.

MMC s are calorimetric particle detectors with paramagnetic tem-
perature sensor operated below 100 mK. The sensor converts the tem-

Location: Poster D

perature rise of the detector, due to the absorption of an energetic
particle, to a change of magnetization which is detected by a SQUID
magnetometer. MMCs fulfill the requirements for cryogenic neutrino
mass investigations, namely an energy resolution A Epwpgn below 2eV
and pulse formation times of 7 < 1 us, as recently obtained with micro-
fabricated MMCs for soft X-ray detection.

We present the calorimetric measurement of the EC spectrum of
163Ho obtained with our first detector prototype. We discuss the de-
velopment of a 64 pixel array readout.

TT 12.2 Mon 15:00 Poster D
Metallic magnetic calorimeters for high resolution x-ray spec-
troscopy - Latest results from maXs-20 and maXs-200 —
eMaTHAUS KRANTZ, SONKE SCHAFER, CHRISTIAN PiEs, DANIEL
HeNGSTLER, SiMON UHL, SEBASTIAN GEORGI, SEBASTIAN HEUSER,



Low Temperature Physics Division (TT)

Monday

THoMmAs WoLF, SEBASTIAN KEMPF, LOREDANA (GASTALDO, ANDREAS
FLeiscuMANN, and CHRISTIAN ENss — Kirchhoff-Institut fiir Physik,
Uni Heidelberg, INF 227, 69120 Heidelberg

We are developing metallic magnetic calorimeters (MMC) for high res-
olution x-ray spectroscopy on highly charged ions in the energy range
up to 200keV. MMCs use a paramagnetic temperature sensor, read-out
by a SQUID, to measure the energy deposited by single x-ray photons.
The recently micro-fabricated and tested prototypes include two linear
8-pixel detector arrays, maXs-20 and maXs-200, optimized for ener-
gies up to 20 keV and 200 keV, respectively. We discuss the physics of
MMC s, design considerations concerning thermal and electro-magnetic
cross talk, and the micro-fabrication. maXs-200 with its 1mm? large
and 200 pm thick absorbers made of electro-deposited gold has high
stopping power for hard x-rays and achieves an energy resolution of
40-60 eV (FWHM). maXs-20 with its 250pumx250 pm large and 5 ym
thick absorbers has a stopping power of 98% for 6 keV photons and
presently achieves an experimental line width of 3,3 eV (FWHM), with
a signal rise time of 90 ns and excellent linearity. We are presently oper-
ating maXs-20 at an electron-beam-ion-trap at the MPI-K Heidelberg
and will report on first atomic physics measurements as well as the
particular challenges to detector operation in the vicinity of the EBIT.

TT 12.3 Mon 15:00 Poster D
Development of a large-area detector for position and energy
resolving detection of molecular fragments — eL.. GAMER, A.
FLeiscuMANN, L. GastaLpo, A. KAMPKOTTER, S. KEMPF, C. PIEs,
P. RanIiTzscH, S. ScHAFER, T. WoLF, and C. Enss — Kirchhoff
Institute for Physics, Heidelberg University.

To investigate reactions like the dissociative recombination in labo-
ratory environment, the Max-Planck Institute for Nuclear Physics in
Heidelberg is presently building a cryogenic storage ring to prepare
molecular ions in their rotational groundstate. The full kinematics
of these processes can be resolved by a position and energy sensitive
detection of the reaction products/molecule fragments.

We describe the development of a large-area MMC for position sen-
sitive detection of massive particles with kinetic energies of a few keV.
The detector encompasses sixteen slice-shaped large-area absorbers to
form a circular whole with a diameter of 36 mm. The temperature
sensor is positioned on the outer edge of each absorber. Due to the
finite thermal diffusivity in the absorber material, the rise-time of the
detector-signal depends on the impact location of the particle.

We compare a numerical analysis for the energy and position de-
pendence of the detector signal to results of recent test measurements
where energy was deposited at different positions by LED light pulses
as well as x-ray photons delivered by an 5°Fe source. For massive parti-
cles, potential degradation of instrumental line width as well as energy
losses by backscattering, sputtering and lattice damages are discussed
using Monte Carlo simulations.

TT 12.4 Mon 15:00 Poster D
Superconducting nanowire single-photon detectors
(SNSPDs) on SOI for near-infrared range — ePHiLipP TROJAN?,
KoNsTANTIN ILINY, DAGMAR HENRICH!, MATTHIAS HOFHERR!, STEF-
FEN DORNER!, ALEXEY SEMENOVZ, HEINZ-WILHELM HUEBERsZ3,
and MicHAEL SiEGEL! — Institut fiir Mikro- und Nanoelektronische
Systeme (IMS), Karlsruher Institut fiir Technologie (KIT) — 2Institut
fiir Planetenforschung, DLR, Berlin-Adlershof — 3Institut fiir Optik
und Atomare Physik, Technische Universitat Berlin

Superconducting nanowire single-photon detectors are promising de-
vices for photon detectors with high count rates, low dark count rates
and low dead times. At wavelengths beyond the visible range, the
detection efficiency of today’s SNSPDs drops significantly. Moreover,
the low absorption in ultra-thin detector films is a limiting factor over
the entire spectral range.

Solving this problem requires approaches for an enhancement of the
absorption range in feeding the light to the detector element.

A possibility to obtain a better absorption is the use of multilayer
substrate materials for photonic waveguide structures.

We present results on development of superconducting nanowire
single-photon detectors made from niobium nitride on silicon-on-
insulator (SOI) multilayer substrates. Optical and superconducting
properties of SNSPDs on SOI will be discussed and compared with the
characteristics of detectors on common substrates.

TT 12.5 Mon 15:00 Poster D
Self-Planarized Process for the Fabrication of Josephson
Junction Devices — eMICHAEL MERKER, JOHANNES MAXIMIL-

IAN MECKBACH, SIMON BUEHLER, KoNsTANTIN IL’'IN, and MICHAEL
SIEGEL — Institut fiir Mikro- und Nanoelektronische Systeme (IMS),
Karlsruher Institut fiir Technologie (KIT), Germany

High performance Josephson junction (JJ) devices require good con-
trol of lateral dimensions. Various JJ devices can benefit from sub-pum
feature sizes. In our conventional Nb/Al-AlOx/Nb process, the min-
imum feature size is however limited by the step height of the layers
beneath. In order to overcome this constraint, we refined our pro-
cess, resulting in almost flat surfaces at intermediate processing steps
without the need for time consuming chemical-mechanical polishing
(CMP). Sub-pum feature sizes can be achieved using electron beam
lithography (EBL). Due to the application of mix & match lithog-
raphy, (combination of EBL and photolithography), the turn-around
time is not increased significantly compared to our conventional pro-
cess.

Transport properties of sub-pum JJs at 4.2 K will be presented. Our JJ
process yields excellent quality parameters with sub-pm feature sizes
even in the third metal layer, and is therefore very promising for fab-
ricating sub-pum JJs for quantum devices such as SQUIDs or receiver
devices.

TT 12.6 Mon 15:00 Poster D
Quasi-optical THz spectroscopy on ultra-thin superconduct-
ing films of NbN and TaN. — eUwr SaANTIAGO PRACHT!,
Eric HEINTZE!, MARC SCHEFFLER!, MARTIN DRESSEL!, KONSTANTIN
ILin2, DacMar HenricH?, Qiao Guo?, and MicHAEL SieGeL? — 1.
Physikalisches Institut, University of Stuttgart, Germany — 2Institut
fiir Mikro- und Nanoelektronische Systeme (IMS), Karlsruher Institut

fiir Technologie (KIT), Germany

Ultra-thin films of the conventional superconductors niobium nitride
(NbN) and tantalum nitride (TaN) have recently attracted attention
for devices such as single-photon detectors. Quasi-optical THz spec-
troscopy is a particularly suited tool with direct access to supercon-
ducting properties, such as the superconducting energy gap, which are
necessary for a proper understanding of device performance and for
future improvements.

With our THz-spectroscopy approach we measure amplitude and
phaseshift of coherent radiation (0.09-1.2 THz) passing through thin-
film systems. We present the performance and possibilities of our ex-
perimental set-up, and we apply it to ultra-thin superconducting films
of NbN and TaN. We fit the experimental data to weak-coupling BCS
theory, and we obtain frequency- and temperature-dependent super-
conducting properties such as the complex optical conductivity, the
complex dielectric function, the energy gap, the penetration depth,
and the superfluid density.

TT 12.7 Mon 15:00 Poster D
Niobium Nitride Technology for Josephson Junction De-

vices — @JOHANNES MAXIMILIAN MECKBACH!, MICHAEL MERKER!,

KonsTtaNTIN I IN, ANDREAS HAFFELIN?, and MicHAEL SiEGEL! —
Mnstitut fiir Mikro- und Nanoelektronische Systeme (IMS), Karlsruher
Institut fiir Technologie (KIT), Hertzstrasse 16, 76187 Karlsruhe, Ger-
many — 2Institut fiir Werkstoffe der Elektrotechnik (IWE), Karlsruher
Institut fiir Technologie(KIT), Adenauerring 20b, 76131 Karlsruhe,

Germany

Over the last decades Nb/Al-AlO; /Nb multi-layers have been the pri-
mary choice for Josephson junction (JJ) devices such as SIS mixers,
SQUIDs and RSFQ. Various applications require high critical-current
densities j. and low sub-gap leakage. Additionally, a large gap-voltage
benefits the performance of most devices. Nb/Al-AlO, /Nb technology
is limited in j. due to an increasing transparency of the barrier with
increasing j., and the energy-gap of the Nb electrodes poses an upper
frequency limit for SIS mixers.

NbN/AIN/NbN multi-layer technology has emerged as an alterna-
tive to Nb/Al-AlO,/Nb. The upper frequency limit of NbN-based
SIS mixing element significantly exceeds that of Nb, and AIN-barriers
result in higher j.’s at identical thicknesses as compared to AlO,.

We have developed an in-situ fabrication technology for
NbN/AIN/NbN multi-layers. We found a clear influence of the sputter
parameters on the surface morphology of the NbN electrodes, which
directly impacts on the quality of the JJs. Transport properties of JJs
on different substrates will be presented.

TT 12.8 Mon 15:00 Poster D
Towards long lived tunable transmon qubit in microstrip
geometry — oJOCHEN BRAUMULLER, Lucas RADTKE, HANNEs
RoTzINGER, MARTIN WEIDES, and ALEXEY V. Ustinov — Karl-
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sruhe Institute of Technology (KIT), Physikalisches Institut, 76131
Karlsruhe, Germany

Qubits constitute the main building blocks of a prospective quantum
computer. One main challenge is given by short decoherence times. In
this work we investigate a transmon qubit based on a superconducting
charge qubit with reduced sensitivity to charge noise. This is achieved
by operating the qubit at a Josephson to charging energy ratio of about
100. At the same time, a sufficiently large anharmonicity of the energy
levels is preserved. The qubit is realized in a 2D geometry based on
large capacitor pads being connected by two Josephson junctions in
parallel. This split Josephson junction allows the qubit to be tunable
in Josephson energy and therefore in resonance frequency. The large
area capacitor pads mainly coupled through the substrate and a back-
side metalization reduce the surface loss contribution. Manipulation
and readout of the qubit is mediated by a microstrip resonator cou-
pled to a feedline. We will present resonator and qubit designs together
with respective microwave simulations. Preliminary results on circuit
fabrication and low temperature measurements will also be discussed.

TT 12.9 Mon 15:00 Poster D
Quantum behavior of a SQUID qubit manipulated with fast
pulses — oSAMUELE SpPiLLA', MARIA GABRIELLA CASTELLANOZ,
FaB1io CHIARELLO?, ANTONINO MEssINAL, RosANNA MiGLIORES, and
Anna Naporr! — !Dipartimento di Fisica dell’Universita di Palermo,
Via Archirafi 36, 90123 Palermo, Italy — 2Istituto Fotonica e Nan-
otecnologie - CNR, Roma, Italy — 3Institute of Biophysics, National
Research Council, via Ugo La Malfa 153, 90146 Palermo, Italy

A SQUID qubit manipulated with fast variation of the energy potential
is analyzed. Varying the potential shape from a single to a double-well
configuration, quantum behaviors are brought into light and discussed.
We show that the presence of quantum coherences in the initial state
of the system plays a central role in the appearance of these quantum
effects.

TT 12.10 Mon 15:00 Poster D
Dynamical Coulomb Blockade: From bumpy oscillations
to elevator rides — eSELINA ROHRER, VERA GRAMICH, BJORN
KuBaLa, JURGEN T. STOCKBURGER, and JOACHIM ANKERHOLD — In-
stitut fiir Theoretische Physik, Universitdt Ulm, Albert-Einstein-Allee
11, 89069 Ulm, Germany

Recently the photonic side of the dynamical coulomb blockade was
explored by measuring the emitted radiation of a dc voltage-biased
Josephson junction embedded in a microwave resonator [1]. In order to
gain a better understanding of the strong coupling case, we investigate
the classical (typically chaotic) dynamics of the system. Extending
this dynamics to a Langevin-type description, well-defined dynamical
steady states are obtained.

In addition to limit cycles with the Josephson frequency w;, we
observe marginally damped cycles at subharmonics as well as bifur-
cations. For very strong coupling between resonator and Josephson
junction highly structured, asymmetric limit cycles at low frequencies
are observed, which can intuitively be interpreted as "elevator-like"
dynamics.

[1] M. Hofheinz et al., PRL 106, 217005 (2011)

TT 12.11 Mon 15:00 Poster D
Observation of Andreev bound states at spin-active inter-
faces — eDETLEF BEckMANN!, FLoriaAN HUBLER!?, MicHAEL Jo-
HANNES WoLF!, and HILBERT vON LOHNEYSENZ3 — LKIT, Institut
fiir Nanotechnologie — 2KIT, Institut fiir Festkorperphysik — 3KIT,
Physikalisches Institut

We report on high-resolution differential conductance experiments on
nanoscale superconductor/ferromagnet tunnel junctions with ultra-
thin oxide tunnel barriers. We observe subgap conductance features
which are symmetric with respect to bias, and shift according to the
Zeeman energy with an applied magnetic field. These features can
be explained by resonant transport via Andreev bound states induced
by spin-active scattering at the interface. From the energy and the
Zeeman shift of the bound states, both the magnitude and sign of the
spin-dependent interfacial phase shifts between spin-up and spin-down
electrons can be determined. These results contribute to the micro-
scopic insight into the triplet proximity effect at spin-active interfaces.

[1] F. Hiibler et al., Phys. Rev. Lett. 109, 087004 (2012).

TT 12.12 Mon 15:00 Poster D

Dynamical Coulomb blockade of the nonlocal conductance

in normalmetal/superconductor hybrid structures — eSTEFAN
KorLenDpA, MicHAEL J. WoLr, and DETLEF BECKMANN — Institut
fiir Nanotechnologie, KIT, 76021 Karlsruhe, Germany

In normalmetal/superconductor hybrid structures nonlocal conduc-
tance is determined by crossed Andreev reflection (CAR) and elastic
cotunneling (EC). This was investigated recently both experimentally
and theoretically ([1], [2] and references therein). Dynamical Coulomb
blockade of EC and CAR was predicted theoretically in [2]. Here
we report on experimental investigations of these effects. We found
signatures of dynamical Coulomb blockade in local and nonlocal con-
ductance in the normal state. In the superconducting state, we find
s-shaped nonlocal differential conductance curves as a function of bias
applied on both contacts, as predicted in [2]. These curves were ob-
served for bias voltages both below and above the gap. We compare
our results to theory.

[1] J. Brauer et al., Phys. Rev. B 81, 024515 (2010)
[2] D.S. Golubev and A.D. Zaikin, Phys. Rev. B 82, 134508 (2010)

TT 12.13 Mon 15:00 Poster D
Electron entanglement in Cooper pair beam splitter with
magnetic fields — eSTEPHAN WEISs!, JURGEN KoOnNiG!, and YuvaL
GEFEN? — Universitidt Duisburg-Essen and CENIDE, 47048 Duis-
burg — 2Department of Condensed Matter Physics, Weizmann Insti-
tute of Science, Rehovot 76100, Israel

We develop a theory that suggests the efficient manipulation of entan-
gled electrons provided by a Cooper pair beam splitter. The splitting
of coherent electrons forming a spin singlet is present if the super-
conductor is tunnel coupled to a double quantum dot [1]. In order
to probe entanglement, we allow for an inhomogeneous and, in gen-
eral, non-collinear magnetic field. If the DQD-SC system is embed-
ded in a transport setup, non-local current and noise properties are
obtained within the real-time diagrammatic method [2]. As a small
parameter we use the hybridization between splitter and normal leads.
The tunnel coupling to the superconductor is taken into account non-
perturbatively. Furthermore, we provide a detailed investigation of the
violation of Bell’s inequality for various parameter regimes.

[1] J. Eldridge, M. Governale, and J. Konig, Phys. Rev. B 82 184507,
(2010)
[2] M. Governale, M. Pala, and J. Konig, Phys. Rev. B 77 134513,
(2008)

TT 12.14 Mon 15:00 Poster D
Manifestly Non-Gaussian Fluctuations in Superconductor-
Normal Metal Tunnel Nanostructures — eMaTTI Laaksol2,
Tero HrIkkiLA2, and YuLr Nazarov® — !Institut fiir Theorie der
Statistischen Physik, RWTH Aachen University, Aachen, Germany —
2Low Temperature Laboratory, Aalto University, Espoo, Finland —
3Kavli Institute of Nanoscience, Delft University of Technology, Delft,
The Netherlands

Recently, temperature fluctuation statistics has been studied in non-
interacting islands [1] and overheated single-electron transistors [2].
We propose [3] a mesoscopic setup which exhibits strong and mani-
festly non-Gaussian fluctuations of energy and temperature when suit-
ably driven out of equilibrium. The setup consists of a normal metal
island (N) coupled by tunnel junctions (I) to two superconducting leads
(S), forming a SINIS structure, and is biased near the threshold voltage
for quasiparticle tunneling, eV =~ 2A. The fluctuations can be mea-
sured by monitoring the time-dependent electric current through the
system, which makes the setup suitable for the realization of feedback
schemes which allow to stabilize the temperature to the desired value.

[1] T.T. Heikkild and Y.V. Nazarov, Phys. Rev. Lett. 102, 130605
(2009)

[2] M.A. Laakso, T.T. Heikkild, Y.V. Nazarov, Phys. Rev. Lett. 104,
196805 (2010)

[3] M.A. Laakso, T.T. Heikkild, Y.V. Nazarov, Phys. Rev. Lett. 108,
067002 (2012)

TT 12.15 Mon 15:00 Poster D
Resummation approach to interacting quantum dots in con-
tact with superconducting leads — Davip FUTTERER', eJACEK
SWIEBODZINSKI', MICHELE GOVERNALE2, and JURGEN Konig! —
ITheoretische Physik, Universitit Duisburg-Essen and CENIDE,
47048 Duisburg, Germany — 2School of Chemical and Physical Sci-
ences and MacDiarmid Institute for Advanced Materials and Nan-
otechnology, Victoria University of Wellington, PO Box 600, Welling-
ton 6140, New Zealand
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The simultaneous occurrence of Coulomb interactions and supercon-
ducting correlations combined with a possible non-equilibrium situa-
tion makes interacting quantum dots (QD) that are coupled to su-
perconductors a fascinating field of research. To account for all these
features in a theoretical description proves however challenging and
one has to resort to specific approximations or numerically demanding
solving schemes. Here, we consider a QD coupled to one normal and
two superconducting leads. We first calculate the transport proper-
ties of the system using a perturbative expansion in the dot-normal
reservoir coupling. We allow for a finite superconducting gap A by
performing a 1/A expansion. We then introduce an approach based
on partial resummation of diagrams to infinite order in the coupling
and calculate the Andreev bound states of the system. The results on
the latter show very good agreement with those obtained by the com-
putationly more demanding numerical renormalization group method.

TT 12.16 Mon 15:00 Poster D
Subgap-anomalies in 3-terminal hybrid superconductor/ nor-
mal metal nanostructures — eANDREAS H. Prerrer!2, HERVE
Courtois®, and Frangois LerLocn! — ICEA/INAC/SPSMS,
Grenoble, France — 2Nanoscience Foundation (RTRA), Grenoble,
France — 3CNRS/Néel Institute and UJF, Grenoble, France

We have studied the electronic transport properties of three terminal
superconductor (S) - normal metal (N) - superconductor (S) nano-
devices using a new SQUID-based experimental set-up working at very
low temperature (30 mK) and dedicated for high sensitive conductance
and current noise correlations measurements [1,2]. In a geometry where
a T-shaped normal metal (Cu) is connected to three superconducting
reservoirs (Al), new subgap anomalies appear in the differential con-
ductance for specific values of the chemical potential applied to the
superconductors. The most emphasized line appears when two super-
conductors (collectors) are biased at opposite voltage with respect to
the third superconducting electrode (injector). This anomaly is con-
sistent with the prediction of non-local quartets as the result of double
crossed Andreev reflections (dCAR) [3]. In this particular process, a
Cooper pair originating from the injector is split in two quasiparti-
cles that recombine into Cooper pairs in each of the two collectors.
Additional features appear for other integer voltage ratios and could
be attributed to higher order processes of dCAR. The mechanism of
non-local quartet opens perspectives toward a new generation of en-
tanglers.

[1] PRL 107, 077005 (2011)
[2] RSI 83, 115107 (2012)
[3] PRL 106, 257005 (2011)

TT 12.17 Mon 15:00 Poster D
Magnetization-Orientation Dependence of the Superconduct-
ing Transition in AF-F/S/F and S/F/F-AF Type Spin Valve
Heterostructures — eVLADIMIR ZDRAVKOV' 2, DANIEL LENK!,

JaN KenRLE', GUNTER OBERMEIER', ALaDIN ULLRicH!, CLAUS

MULLER!, HANs-ALBRECHT KRUG voN Nippal, RoMAN MORARIZ,
ANATOLI SIDORENKOZ, LENAR TAGIROV3, SiecrriED Horn!, and
ReNHARD TipEcKks! — Mnstitut fiir Physik, Universitit Augsburg,
D-86159 Augsburg, Germany — 2D. Ghitsu Institute of the Electronic
Engineering and Nanotechnologies ASM, MD 2028 Kishiniev, Moldova
— 3Solid State Physics Department, Kazan Federal University, 420008

Kazan, Russia

In F/S/F spin valve core structures, i.e. Cug1Nisg/Nb/Cus1Nisg sys-
tems, deposited on an antiferromagnetic CoOx layer, or with such a
layer on top, critical temperature oscillations and reentrant supercon-
ductivity are observed, which can be well described by the theory.
Introducing a Co sub-layer yields exchange bias effects, which influ-
ence the magnetic field dependence of the superconducting transition.
Aging effects are studied, which especially alter the transparency of the
lower F/S interface, resulting in a change of the behavior of the tran-
sition temperature as a function of the ferromagnetic layer thickness
from extinction, over reentrant, to oscillating.

The results are discussed in comparison to the S/F/F-AF triplet spin
valve effect in a Nb/Cug1Nisg/nc-Nb/Co/CoO, system, where nc-Nb
acts as a normal conducting spacer to decouple the ferromagnetic lay-
ers.

TT 12.18 Mon 15:00 Poster D
Size dependence of the electric transport properties of thin
TiN-films at the superconducting side of the SIT — eKraus
KRONFELDNER', TATYANA BATURINAZ, and CHRISTOPH STRUNK! —

Hnstitute for Experimental and Applied Physics, University of Re-

gensburg, 93040 Regensburg, Germany — 2A. V. Rzhanov Institute of
Semiconductor Physics SB RAS, Novosibirsk 630090, Russia

We investigate the electric transport at the superconducting side of
the superconductor-insulator transition (SIT) in square-shaped thin
TiN-films and its dependence on their lateral size. The resistance at
room temperature was tuned by heating up the sample in air, in order
to approach the SIT. We revealed a size-dependent magnetoresistance.
For the smaller samples a very small magnetic field is sufficient to in-
duce a finite resistance. The larger samples remain superconducting
nearly up the nominal critical field (B = 2.8T) of the TiN-material.

TT 12.19 Mon 15:00 Poster D
Nonequilibrium Dynamics of Nanoscaled Supercondutors —
oPETER KETTMANN!, THOMAS PAPENKORT!, MIHAIL CROITORUZ,
VoLLRATH MARTIN AxT2?, and TiLmMann Kunun! — lInstitut fiir
Festkorpertheorie, Universitat Miinster, Wilhelm-Klemm-Str. 10 —

2Theoretische Physik III, Universitit Bayreuth

We theoretically investigate the nonequilibrium dynamics of
nanoscaled superconductors. The excitation is achieved by a change
of the coupling constant of the electrons. The dynamics are calculated
using the Bogoliubov-de Gennes equation for inhomogeneous super-
conductors. When studying systems that are strongly confined in all
three spatial directions we find that the order parameter, the central
quantity of the superconductor, oscillates in time. This oscillation
consists of many discrete frequencies which mainly correspond to the
eigenenergies of the quasiparticles of the system. By increasing the
size of the superconductor in one direction we show that the dynamics
becomes similar to the one known from the homogeneous case. This
is given by a damped oscillation of the order parameter with one col-
lective mode [1]. By using a linear approximation of the equations of
motion we show that this behavior can be explained in terms of a sum
of independent oscillators dephasing in time.

[1] Papenkort et al., PRB 78, 132505 (2008)

TT 12.20 Mon 15:00 Poster D
Quasiparticle interference in non-centrosymmetric super-
conductors — eJoHANNES Hormann!2, RaQUEL QUEIROz!, AN-
DREAS P. ScunyDpER!, and Dirk MaNskie! — 'Max Planck Institut
fiir Festkorperforschung, Stuttgart, Germany — 2Julius-Maximilians-
Universitat Wiirzburg, Wiirzburg, Germany

Motivated by recent point contact Andreev reflection measurements on
BiPd [1], we study the appearance of topologically protected surface
states in non-centrosymmetric superconductors. We determine the sig-
natures of these surface states in quasiparticle interference experiments
and show that Fourier transform scanning tunneling spectroscopy (FT-
STS) can give direct information about the momentum-space structure
of these surface states. In particular, we find that FT-STS allows to
distinguish among different types of topological surface states, such as
zero-energy flat bands, arc surface states, and helical Majorana modes
[2-4]. We investigate non-centrosymmetric superconductors with dif-
ferent point-group symmetries and consider both non-magnetic and
magnetic impurity scatterers. In the case of non-magnetic s-wave scat-
terers, a simple interperation of the quasiparticle interference pattern
in terms of the joint density of states is derived.

[1] M. Mondal et al., Phys. Rev. B 86, 094520 (2012).

[2] A. P. Schnyder and S. Ryu, Phys. Rev. B 84, 060504(R) (2011).
[3] P. M. R. Brydon, A. P. Schnyder, and C. Timm, Phys. Rev. B 84,
020501(R) (2011)

[4] A. P. Schnyder, P. M. R. Brydon, and C. Timm, Phys. Rev. B 85,
024522 (2012).

TT 12.21 Mon 15:00 Poster D
Coulomb interaction in Eliashberg theory of superconductiv-
ity. — eARKADY Davypov and ANTONIO SANNA — Max-Planck-
Institute of Microstructure Physics, Halle (Saale), Germany

The Eliashberg theory [1] of superconductivity allows to describe mate-
rials with strong pairing interaction. In the non magnetic case it leads
to a system of coupled integral multidimensional equations. Compu-
tational costs are usually reduced by an isotropic limit [2], and by
restricting the Coulomb interaction to the use of one single parame-
ter, p*, often chosen to give the experimental T.. In this work we
present the parameter-free approach in which the screened Coulomb
interaction fully accounted within the Random Phase Approximation,
entering the Eliashberg’s equations on the same footing as the phononic
interaction. We will compare this approach with Density Functional
Theory for Superconductors [3, 4] where the corresponding approxi-
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mation leads to a good agreement with experiments.

[1] G.M. Eliashberg, Sov. Phys. JETP 11, 696 (1960)

[2] D.J. Scalapino, Phys. Rev. 148, 263 (1966)

[3] L.N. Oliveira, E.K.U. Gross, Phys. Rev. Lett. 60, 2430 (1988)
[4] M. Liiders, PRB 72, 024545 (2005)

TT 12.22 Mon 15:00 Poster D
Nematic quantum critical behaviors in high-temperature
supreconductors — eJing Wanc!:2, Guo-Zuu Livl, Jina-Rona
Wana!h3, and HAGeN KLEINERT? — 1University of Science and Tech-
nology of China, Hefei, China — 2Max Planck Institute, Stuttgart,
Germany — 3Max Planck Institut, Dresden, Germany — “Freie Uni-
versitat Berlin, Berlin, Germany

In the past decade, there have been a number of experimental signa-
tures pointing towards the presence of electronic nematic phase in some
high-temperature superconductors [1]. On the basis of these experi-
ments, a nematic quantum phase transition is expectd to exist in the
d-wave superconducting dome [2,3]. The critical nematic fluctuation
interacts strongly with the gapless nodal quasiparticles, which leads
to highly unusual properties. We examine the stability of the nematic
quantum critical point against various quenched disorders by means of
renormalization group approach [4,5]. We also study the influence of
critical nematic fluctuation on some observable quantities, and predict
that superconductivity is suppressed at the nematic quantum critical
point [4,5].

[1] E. Fradkin et al., Annu. Rev. Condens. Matter Phys. 1, 153 (2010)
[2] E.-A. Kim et al., Phys. Rev. B 77, 184514 (2008)

[3] Y. Huh and S. Sachdev, Phys. Rev. B 78, 064512 (2008)

[4] J. Wang, G.-Z. Liu, and H. Kleinert, Phys. Rev. B 83, 214503
(2011)

[5] G.-Z. Liu, J.-R. Wang, and J. Wang, Phys. Rev. B 85, 174525
(2012)

TT 12.23 Mon 15:00 Poster D
In-plane upper critical field of d-wave superconductors —
eWanc Jinag-Rong!2, Liv Guo-Zuu!, RiBeiro PEDRO2, and
KIirRcHNER STEFAN?3 — 1Department of Modern Physics, University
of Science and Technology of China, Hefei, Anhui 230026, P. R. China
— 2Max Planck Institute for the Physics of Complex Systems, 01187
Dresden, Germany — 3Max Planck Institute for Chemical Physics of
Solids, 01187 Dresden, Germany

Determining the full gap symmetry of unconventional superconduc-
tors is an important but difficult task. One experimental method to
determine the gap symmetry is to measure the angular dependence
of the in-plane upper critical field. Due to their large effective mass,
heavy fermion superconductors are usually Pauli limited but also or-
bital coupling contributes to Hca. Recent experiments on CeCuszSia
indicate that the in-plane upper critical field exhibits a number of inter-
esting behaviors. Motivated by these experiments, we systematically
study the angular independence of the upper critical field including
both orbital coupling and Zeeman coupling. We compare our theoret-
ical results with the relevant experiments|1].

[1] H. Vieyra et al. PRL 106, 207001 (2011).

TT 12.24 Mon 15:00 Poster D
Eight-band model for iron arsenides: Functional renormal-
ization group study — eJuLiAN LicHTENSTEIN!, STEFAN MAIER!,
and CARsTEN HoNERkAMP!2 — lInstitute for Theoretical Solid State
Physics, RWTH Aachen University, Germany — 2JARA - Fundamen-
tals of Future Information Technology

We analyze an effective two-dimensional eight-band model [1] for
LaOFeAs and SmOFeAs within a functional renormalization group
(fRG) approach. Upon varying parameters from LaOFeAs to
SmOFeAs, we find an increasing critical scale for superconducting in-
stabilities, while the critical scales of spin-density wave ordering change
only by a small amount.

[1] O. K. Andersen and L. Boeri, Ann. Phys. (Berlin) 523, 8 (2011)

TT 12.25 Mon 15:00 Poster D
Quasiparticle scattering rates in iron pnictides from the func-
tional renormalization group — eGumo KrLiNgscHAT!, JULIAN
LicHTENSTEIN!, and CARsTEN HoNERkAMP12 — lInstitute for The-
oretical Solid State Physics, RWTH Aachen University, 52056 Aachen,
Germany — 2JARA - Fundamentals of Future Information Technology

We use a function renormalization group approach [1] to compute the

quasiparticle scattering rate in eight-band models [2] for iron pnic-
tide superconductors. This way we obtain the anisotropy and tem-
perature dependences of the scattering rates above the critcial scales
towards long-range orderings. We study material-specific variations
and compare the scattering rate anisotropies with the predicted gap
anisotropies in the superconducting state.

[1] C. Honerkamp, Eur. Phys. J. B 21, 81 (2001)
[2] O. K. Andersen and L. Boeri, Ann. Phys. (Berlin) 523, 8 (2011)

TT 12.26 Mon 15:00 Poster D
Evolution of the multiband RKKY interaction: Application
to iron pnictides and chalcogenides — ®ALIREzZA AKBARI', PE-
TER THALMEIER!, and ILya EREMIN?Z — Max Planck Institute for the
Chemical Physics of Solids, 01187 Dresden, Germany — 2Theoretische
Physik III, Ruhr-Universitat Bochum, 44780, Bochum, Germany

The indirect RKKY interaction in iron pnictide and chalcogenide met-
als is calculated for a simplified four bands Fermi surface (FS) model.
We investigate the specific multi-band features and show that distinct
length scales of the RKKY oscillations appear. In the paramagnetic
state the interaction is spin isotropic however, in the spin density
wave (SDW) phases, the RKKY interaction maps into an effective
anisotropic XXZ-type Heisenberg exchange model. The anisotropy
originates from the breaking of the spin-rotational symmetry induced
by the SDW order and its strength depends on the size of the SDW-
gap and the structure of the folded Fermi surface. For the regular
lattice of the local moments, the generalized RKKY interaction is de-
fined in momentum space. We consider its momentum dependence in
paramagnetic and SDW phases, discuss its implications for the possi-
ble type of magnetic order and compare it to the results obtained from
more realistic tight-binding type Fermi surface model. Our finding can
give important clues on the magnetic ordering of the 4f- iron based su-
perconductors.

[1] A. Akbari, I. Eremin, and P. Thalmeier, Phys. Rev. B 84, 134513
(2011)
[2] A. Akbari, P. Thalmeier, and I. Eremin (Preprint)

TT 12.27 Mon 15:00 Poster D
Nodal spin density wave in iron-based superconductors —
oFELIX AHN and ILya M. EREMIN — Institut fiir Theoretische Physik
III, Ruhr-Universitdt Bochum, D-44801 Bochum, Germany

We analyze the competition of SDW and SC orders in the iron-based
superconductors, taking into account the orbital matrix elements. We
find that the SDW order necessarily possesses the nodal structure as a
result of angular dependence of the Fermi-liquid interactions. To ob-
tain the phase diagram we solve the system of coupled mean-field gap
equations, which describes the competition between SDW and s++
or s+— superconductivity. We revisit the result, obtained previously,
for the constant SDW gap. We further discuss the role played by the
spin-orbit coupling.

TT 12.28 Mon 15:00 Poster D
Experimental setup for magneto-optical measurements on
iron pnictides — eDAvID NEUBAUER, SINA ZAPF, SHUAI JIANG, DAN
Wu, and MARTIN DRrRESSEL — 1. Physikalisches Institut, Universitat
Stuttgart, Germany

The role of magnetism for high-T. superconductivity is still under hot
debate. EuFes(Asi—;P4)2 is a peculiar member of the iron pnictides,
as it shows a local ordering of the Eu?t moments at low temperatures
(~20K) besides the Fe2t spin density wave. This leads to exceptional
phenomena such as the re-entrance of superconductivity below the
Eu magnetic ordering temperature or field induced superconductivity.
Magneto-optical measurements on EuFega(As1_;Pz)2 will give further
insight to the role magnetism plays on the electronic properties of iron
pnictides. We are currently setting up an experiment combining the
12T “Spectromag 4000” (Oxford Instruments) with the “IFS 113v ”
spectrometer (Bruker). The setup will also allow in situ gold evapora-
tion in order to account for surface roughness. We present the overall
setup and discuss the design of a stage for optical access to the magnet
in Voigt- and Faraday-geometry.

TT 12.29 Mon 15:00 Poster D
Mossbauer and muon spin relaxation investigation of mag-
netic and superconducting properties of Caj;_,Na;FexAs>
— ePuiLiPP MATERNE!, Sirko BuskL!, HEMKE MAETER!, Ra-
1B SARKAR!, LumiNiTA HARNAGEAZ, SABINE WURMEHL?, BERND

Bocuner?, Huberrus LueTkeNs?, and Hans-HennING Krauss! —
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Mnstitut fiir Festkorperphysik, Technische Universitat Dresden, 01062
Dresden, Germany — 2IFW Dresden, Postfach 270016, 01171 Dresden,
Germany — 3Paul-Scherrer-Institut, 5232 Villigen, Switzerland

The antiferromagnetic parent compound, CaFezAs2, shows a supres-
sion of the spin density wave and a subsequent superconducting state
upon partial substitution of Ca by Na. Along the substitution series,
superconducting transition temperatures up to ~35 K were found. We
studied the electronic phase diagram of Caj_,Na,FezAso using Moss-
bauer spectroscopy and muon spin relaxation experiments. We have
analyzed the data in terms of magnetic and superconducting prop-
erties and possible coexistence of superconductivity and spin density
wave order. We compared our results with recently published data of
Baj_zNayFeaAss [1].

[1] H. Maeter et al., arXiv:1210.6881

TT 12.30 Mon 15:00 Poster D
Ultrasonic investigations on the iron-based superconduc-
tor Ba(Fe;_,;Co.)2As2 — STEPHAN KNONER!, BERND WOLF!,
Puam Tuana Concg!, THomas Worr2, and MicHaeL Lancg! —
IPhysikalisches Institut, Goethe-Universitit, D-60438 Frankfurt (M)

— 2Karlsruhe Institute of Technology, D-76131 Karlsruhe

The simultaneous occurrence of a structural transition and long-range
magnetic order in the proximity to the superconducting phase in iron-
based superconductors raises the question whether the spin or the lat-
tice degrees of freedom manifest the dominant low-energy excitations
in the systems which are relevant for the superconductivity. Based
on ultrasonic investigations both scenarios have been discussed in the
literature. Ultrasonic experiments on Ba(Fej_;Coz)2Ass showed a
huge softening of the transverse elastic constant cgs related to the
structural tetragonal to orthorhombic/antiferromagnetic phase tran-
sition at T's/Tn and a subsequent hardening upon entering the su-
perconducting state at T's.. We present measurements of the ¢33 and
1/2(c11+c12+2c66)-mode together with the ultrasonic attenuation on
Ba(Fe1_4Cogz)2As2 single crystals with =0 and =0.06. In the un-
doped compound, two, slightly separated, step-like anomalies of nearly
similar size, corresponding to the structural/magnetic transition at
Ts/T N are clearly visible in the cz3-mode. According to our charac-
terization measurements by resistivity and susceptibility, our crystal
with £=0.06 shows neither a structural nor a magnetic transition but
is superconducting at T's.=24 K. Here the superconducting transition
is visible in the c33 as well as in the 1/2(c11+c12+2cs6)-mode.

TT 12.31 Mon 15:00 Poster D
Hydrostatic-Pressure Tuning of Magnetic, Nonmagnetic
and Superconducting States in Annealed Ca(Fe;_,Co.)2Ass
— eSEBASTIAN KoHLER!, ELENA GaTi!, DaniEL GUTERDING!,
SteEPHAN KNONER!, SHENG RaN?, SErRGEY L. Bup’ko?, PauL C.
CaNFIELD?, and MicHAEL Lanc! — 1Physikalisches Institut, J.W.
Goethe-Universitat, SPP 1458, 60438 Frankfurt (Main), Germany —
2 Ames Laboratory, Department of Physics and Astronomy, Iowa State
University, Ames, Iowa 50011, USA

Iron-based superconductors exhibit rich phase diagrams including
tetragonal, orthorhombic/antiferromagnetic (o/afm) and supercon-
ducting (sc) states. For the AFeaAs> (122) (A = Ba, Sr and Ca)
compounds, yet another, nonmagnetic collapsed-tetragonal (¢T) phase
has been observed at high pressure. It has been shown that for Co-
doped Ca 122 single crystals, a postgrowth thermal treatment at an
annealing temperature T, can be used to tune the ground state of
the system [1]. Recently we provided evidence that T, mimics the
effect of hydrostatic pressure by demonstrating that for properly heat-
treated Ca(Fe1—_;Cogz)2As2 the salient ground states can be accessed
all in one sample by applying small, truly hydrostatic pressure [2]. We
present results of electrical resistance and magnetic susceptibility un-
der pressure for this compound with different combinations of z/T,.
The obtained p-T phase diagrams indicate that preserving fluctuations
associated with the o/afm transition to low enough temperatures is vi-
tal for sc to form here.

[1] S. Ran et al., Phys. Rev. B 83, 144517 (2011)
[2] E. Gati et al., arXiv:1210.5398 (2012)

TT 12.32 Mon 15:00 Poster D
Electronic structure of single-crystalline Sr(Fe;_,Co.)2As2
probed by x-ray absorption spectroscopy: Evidence for ef-
fectively isovalent substitution of Fe?t by Co?T — eMICHAEL
Merz!, THomas WoLr!, PETER NaceL!, FELix EiLers!, PETER
Scuweiss!, HILBERT voN LOHNEYSEN':2, and STEFAN SCHUPPLER!

— lnstitut fiir Festkorperphysik, Karlsruhe Institute of Technology,
76021 Karlsruhe, Germany — 2Physikalisches Institut, Karlsruhe In-
stitute of Technology, 76131 Karlsruhe, Germany

The substitutional dependence of valence and spin-state configurations
of Sr(Fei—;Cogz)2Ass (x =0, 0.05, 0.11, 0.17, and 0.38) is investigated
with near-edge x-ray absorption fine structure at the L2 3 edges of Fe,
Co, and As. The present data provide direct spectroscopic evidence
for an effectively isovalent substitution of Fe?t by Co2*, which is
in contrast to the widely assumed Co-induced electron-doping effect.
Moreover, the data reveal that not only does the Fe valency remain
completely unaffected across the entire doping range, but so do the
Co and As valencies as well. The data underline a prominent role
of the hybridization between (Fe,Co) 3dzy, dzz, dy. orbitals and As
4s/4p states for the band structure in A(Feq_;Coz)2As2 and suggest
that the covalency of the (Fe,Co)-As bond is a key parameter for the
interplay between magnetism and superconductivity.

TT 12.33 Mon 15:00 Poster D
Investigation on KFezAsy single crystals by means of X-
ray spectroscopy eANNA Buring!, NIkoLAy SKORIKOVZ,
ASWARTHAM SAICHARAN®, SABINE WURMEHL3, BERND BUCHNER3,
and MANFRED NEUMANN! — 1Department of Physics, University
of Osnabrueck, Barbarastr. 7, D-49069 Osnabrueck, Germany —
2Institute of Metal Physics, Russian Academy of Sciences-Ural Di-
vision, 620219 Yekaterinburg, Russia — 3IFW Dresden, PF 270116,
D-01171 Dresden, Germany

Soon after superconductivity was found in fluorine doped LaOFeAs,
the new AFegAsy familiy of pnictide superconductors without the LaO
spacer layers was discovered.

KFezAss is an endpoint in the Baj_ K FeaAss system and takes a
special role among the other 122 and 1111 Fe pnictides due to its
low T, around 3.7 K, the lack of the typical orthorhombic structural
transition and some other diverse properties. We report on a detailed
investigation of the electronic structure of KFegAsa (K122) single crys-
tals by means of X-ray spectroscopy completed by density functional
theory (DFT) calculations. These results will be compared with fur-
ther already investigated Bal22 compounds.

TT 12.34 Mon 15:00 Poster D
Signatures of unconventional superconductivity in dI/dV
characteristics — eLARs ELSTER and EwWELINA HANKIEWICZ — In-
stitut fiir Theoretische Physik, Universitat Wiirzburg, Am Hubland,
97074 Wiirzburg

We study the dI/dV characteristics of superconductors with different
order parameters treating normal state - insulator - superconductor
(NIS) junctions within the Bogoliubov-de Gennes (BdG) formalism.
The dI/dV characteristics are calculated from the coefficients of An-
dreev and normal reflections at the interface between normal and su-
perconducting phases treating the insulator as a Dirac-delta like po-
tential barrier. In particular, we find that topological superconductors
with broken time-reversal symmetry (BTRS) (e.g. d+is order parame-
ter) show a zero bias peak splitting in the nodal direction, which allows
to distinguish them from their non-topological counterparts. Therefore
the dI/dV characteristic is a powerful tool in probing the pairing po-
tential of unconventional superconductors, and our predictions can be
verified by scanning tunneling microscopy.

TT 12.35 Mon 15:00 Poster D

Josephson currents and resonances observed in STM ex-
periments at milli-Kelvin temperatures — eBerTHOLD JACK!,
MarTtHias ErrscHkal, MaxiMIiLIAN Assic!, MARkUs ETzkorn!,
CurisTiAN R. AsT!, and Kraus Kernb2 — 1Max-Planck Institute
for Solid State Research, D-70569 Stuttgart — 2Ecole Polytechnique

Fédérale de Lausanne, CH-1015 Lausanne

Superconducting tunnel junctions allow for the detailed investigation of
various tunneling regimes. Besides the superconducting quasi-particle
tunneling, new tunneling paths such as the Josephson effect and An-
dreev reflections open up as the tunneling barrier is decreased. These
processes manifest themselves as new structures within the gap of the
superconducting quasi-particle density of states. We investigated these
sub-gap structures in a Vanadium-Vanadium tunnel junction by using
a Scanning Tunneling Microscope (STM) operating at 15 mK. One of
the main advantages of using an STM setup is the very precise control
of the tunneling resistance and hence the superconductor’s coupling,
which is a central property of the tunneling processes. We observe
harmonic sub-gap features at energies of about 100 peV which do
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not originate from Andreev reflections. Their peak positions neither
depend on the superconductor’s coupling nor on magnetic fields, but
change for different Vanadium tips. We will discuss these experimental
findings in the framework of low-impedance tunneling junctions and
Josephson junctions coupled to an electro-magnetic environment.

TT 12.36 Mon 15:00 Poster D
STM/STS Study on Co-doped NaFeAs superconductor —

®PRANAB KUMAR NAG", DANNY BAUMANNl7 RONNY SCHLEGELl7 RICO

POHLE!, MARTHA SCHEFFLER?, TORBEN HANKE!, ROBERT BECK!,
SAICHARAN ASWARTHAM!, SABINE WURMEHL!, BERND BUCHNER!'2, and
CHRISTIAN HEss' — !Institut fiir Festkérperforschung IFW Dresden,

— 2Institut fiir Festkoérperphysik TU Dresden

We have performed scanning tunneling microscopy /spectroscopy mea-
surements on superconducting Co-doped NaFeAs as a function of tem-
perature. After cleaving at low temperature and cryogenic vacuum
we were able to investigate the electronic structure of the material by
tunneling spectroscopy. The tunneling spectra (dI/dV) reveal several
gap-like features near the Fermi level. We compare these result with
recent data on LiFeAs.

TT 12.37 Mon 15:00 Poster D
Specific heat measurements of single-crystalline iron super-
conductors K;_,Na,Fe;Ass and of LisZrCuO4 down to 10

mK — ePaTrick VoaT!, ANDREAS REIFENBERGER!, MAHMOUD

ABDEL-HAFIEZ2, SA1 AswARTHAMZ2, SABINE WURMEHLZ, MARIUS

HewmpeL!, STeEFAN-LUDWIG DRECHSLER?, BERND BUCHNER?, AN-
prREAS FLEIscHMANN!, CHRIsTIAN Enss!, and RtpiGER KLINGELER!
— Kirchhoff-Institute for Physics, University of Heidelberg, D-69120
Heidelberg, Germany — 2Leibniz-Institute for Solid State and Mate-

rials Research, IFW-Dresden, D-01171 Dresden, Germany

Specific heat studies down to very low temperatures are ap-
plied to study electronic properties in the superconducting phase
of Kj_zNagFeaAss and low-energy excitations in the quasi-one-
dimensional quantum antiferromagnet LixZrCuOy. A quasi-
adiabatical heat-pulse method including the ms-effect yields specific
heat data on Kj_;NagFeaAsy single crystals with different doping
levels down to 10 mK. The data show clear evidence for a T2-term
in specific heat providing evidence for line nodes in the superconduct-
ing order parameter. For insulating LipZrCuOy, a continuous dual-
slope method is applied which implies linearly-in-temperature increas-
ing specific heat below 1K superimposed by an anomaly centered at
60 mK. The anomalously large slope in the linear regime highlights the
relevance of quantum fluctuations of presumably magnetic nature.

TT 12.38 Mon 15:00 Poster D
Optical study of LiFeAs — oA. V. Pronin!, R. P. S. M. LoBo?,
G. CuanDA', J. Wosnitzal, S. Kasanara®, T. Sumsavcur®, and
Y. Marsubpa® — !Dresden High Magnetic Field Laboratory (HLD),
Helmholtz-Zentrum Dresden-Rossendorf, 01314 Dresden, Germany —
2LPEM, ESPCI-ParisTech, CNRS, UPMC, 10 rue Vauquelin, 75231
Paris, Cedex 5, France — 3Department of Physics, Kyoto University,
Kyoto 606-8502, Japan

LiFeAs is unique among the iron-based superconductors in that it is
superconducting without carrier doping and the residual resistivity ra-
tio is very high. Thus, the determination of the superconducting gap
symmetry is not complicated by the material defects. Various spec-
troscopic and thermodynamic measurements suggest an isotropic gap
without nodes. However, no optical observations of the gap have been
reported in LiFeAs. Here, we present a broad-band optical investiga-
tion of LiFeAs and discuss the frequency and temperature behavior of
its complex conductivity.

TT 12.39 Mon 15:00 Poster D
Processing of insulation barriers for the development of
tunneling junctions based on pnictide superconductors —
eMANUEL MONECKE, STEFAN SCHMIDT, SEBASTIAN DORING, MAR-
TIN FELTZ, NoOR ALl Hasan, Davip REIFERT, FRANK ScHMIDL, and
PauL SEIDEL — Friedrich-Schiller-Universitat Jena, Institut fiir Fes-
tkorperphysik, Helmholtzweg 5, 07743 Jena, Germany

Josephson junctions are an excellent tool for the investigation on pnic-
tide superconductors, especially for the understanding of the transport
mechanisms in such materials. For the preparation of those Josephson
junctions it is important to have high resistance insulating tunneling
barriers because the measurements are more purposeful than measure-
ments with low resistance conductive barriers. Metal (e.g. gold) as

barrier material has a very low resistance even at the maximum layer
thickness. Therefore, disturbing effects like Andreev reflection become
significant. Because of these issues it is highly important to study these
tunnel barrier materials, their electrical properties and deposition pro-
cesses. We present initial investigations on the deposition of sputtered
oxide tunnel barriers and their properties. Furthermore, we discuss
interface effects between base electrode, barrier, and cover electrode.

This work was partially supported by DFG under project no. SE
664/15-1, the DAAD, EU project IRON-SEA no. FP7-283141 and the
Landesgraduiertenférderung Thiiringen.

TT 12.40 Mon 15:00 Poster D
Josephson junctions based on pnictide superconductors —
eMAaRTIN FELTZ!, STEFAN SCcHMIDT!, SEBASTIAN DORING!, DAVID

REerFErT!, SaNDRA GorrwaLs!, Noor ALi Hasan!, MANUEL
2

MonEecke!, Frank ScumipL!, Kazumasa Ipba2, Fritz KurreZ,
BeRNHARD HorzapriL?, and PauL SEDEL! — !Friedrich-Schiller-
Universitat Jena, Institut fiir Festkorperphysik, Helmholtzweg 5, 07743
Jena, Germany — 2IFW Dresden, Institute for Metallic Materials,

Helmholtzstrasse 20, 01069 Dresden, Germany

Josephson junctions are a powerful tool for understanding more about
the physical behaviour of pnictide superconductors. We built different
kinds of Josephson junctions based on pnictide thin films. Planar junc-
tions, edge type junctions, and junctions on bicrystalline substrates
were prepared. We present manufacturing techniques and also the
electronical properties of the different junctions and compare them.
The measurement of I-V-characteristics show a strong excess current.
We have to mind this when calculating the I. Ry product. The effec-
tive I. R values are 6.5uV for the grain boundary junction, 7.9uV for
the planar structure, and 7.5u4V for the edge junction.

This work was partially supported by the EU within IRON-SEA
(project no. FP7-283141), DFG within SPP 1458 (projects SE 664/15-
1 and HA 5934/1-1), the DAAD and the Landesgraduiertenférderung
Thiiringen.

[1] S. Schmidt et al. IEEE-TAS (2012), accepted [arXiv:1211.3879]

TT 12.41 Mon 15:00 Poster D
Studies on the processing of Ba-122 single crystals for the
development of tunnel junctions — eDavip REIFERT!, STE-

FAN ScHMIDT!, SEBASTIAN DORING!, MaRTIN FELTZ!, SANDRA
1

GorrwaLs!, Noor ALi Hasan!, MANUEL MoNECKE'!, THoOMAS
Worr2, FrRank ScumipL!, and PAauL SEmpEL! — Friedrich-Schiller-
Universitat Jena, Institut fiir Festkorperphysik, Helmholtzweg 5, 07743
Jena, Germany — 2Karlsruhe Institute of Technology, Institut fiir
Festkorperphysik, Hermann-von-Helmholtz-Platz 1, 76344 Eggenstein-

Leopoldshafen, Germany

The investigation of the superconducting properties of iron-based sin-
gle crystals is important for the understanding of transport mecha-
nisms responsible for superconductivity in those materials. Tunnel
junctions are necessary in order to realize phase-sensitive measurement
geometries for the investigation of the order parameter symmetry. To
fabricate such tunnel junctions on Co-doped BaFezAss(Ba-122) sin-
gle crystals, which were produced with a self-flux method, we had to
solve several issues. Using thin film technology requires high quality
surfaces, so we show the results of several planarization techniques
e.g. chemical mechanical polishing, ion beam smoothing, and crystal
cleaving. Finally, we present first electrical measurements on pho-
tolithographically patterned Ba-122 single crystals.

This work was partially supported by DFG within SPP 1458 under
project no. (SE 664/15-1), the German Academic Exchange Service
(DAAD), and the Landesgraduiertenférderung Thiiringen.

TT 12.42 Mon 15:00 Poster D
Conductance spectra investigations of ironarsenide supercon-
ductor in planar junctions — eSANDRA GoTTwaLs!, SEBASTIAN
Doring!, STEFAN ScaMIDT!, Noor Arnt Hasan!, FRANK ScHMIDL!,
Fritz Kurrn2, Kazumasa Iipa2, BERNHARD HoLzaPFEL?, INGOLF
Moncn?, and Paur SEpbEL! — !Friedrich-Schiller-Universitit Jena,
Institut fiir Festkérperphysik, Helmholtzweg 5, 07743 Jena — 2IFW
Dresden, Institut fiir metallische Werkstoffe, Helmholtzstrae 20,
01069 Dresden — 3IFW Dresden, Institute for Integrative Nanoscience,
Helmholtzstrafse 20, 01069 Dresden
To investigate the properties of iron-based superconductor, we used
Andreev reflection studies on planar hybrid SNS’ junctions, based on
Ba-122 (S) thin films with gold layer (N) and a Pb counter electrode
(S’). I-V- and differential characteristics were measured at different
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temperatures of each electrode as well as the junction itself. It could
be noticed that both electrodes significantly effect the junction spectra
due to an additional series resistance. This resistance occurs for lead
at T>7.2 K and is constant, while for Ba-122 it is strongly nonlinear
and suspected to be caused by the underlaying Fe buffer layer. We
show how both electrodes influence the junction spectra in the mea-
sured temperature range and how to correct this. Thus, we are able
to interpret the pure junction spectra within known models.

This work was partially supported by DFG under project no.
HA5934/3-1 and SE664/15-1, the EU under project no. FP7-283141
(IRON-SEA), the Deutscher Akademischer Austauschdienst, and the
Landesgraduiertenforderung Thiiringen.

TT 12.43 Mon 15:00 Poster D
Isoelectronic substitution of As with Sb in BaFesAs, —
eDAaNIEL ScHMIDT and Hans F. Braun — Experimentalphysik V,
Universitiat Bayreuth, D-95440 Bayreuth, Germany

The study of iron based superconductors has lead to the 122 iron pnic-
tide compounds, that allow to investigate the interdependency of chem-
ical doping and physical properties. Hole doping in BaFez Asy was suc-
cessfully achieved and transition temperatures of 38 K were obtained.
Other doping procedures are possible, like the electron doping on the
iron site and the isoelectronic substitution on the arsenic site. In our
work we studied such an isoelectronic substitution of arsenic with the
isovalent element Sb which has a larger ionic radius than arsenic. This
way we induce chemical pressure in the compound. We tested the
substitution level with X-ray powder diffraction measurements. The
results of further measurements will be communicated.

TT 12.44 Mon 15:00 Poster D
Crystal growth of various ruthenates — eSTEFAN
KUNKEMOLLER!, Acunag Nuagrono?, and MarkuUs Brapen! — 111,
Physikalisches Institut, Universitét zu Koln — Z2Institut Teknologi
Bandung

Ruthenates of the Ruddlesdon-Popper series exhibit a variety of inter-
esting phenomena ranging from unconventional superconductivity to
orbitally polarized Mott insulators. Unfortunately the crystal growth
of most of these ruthenates is extremely difficult partially due to the
high evaporation of ruthenium; this strongly limits the research on
these fascinating materials. We have started to grow single crystals
of layered and perovskite ruthenates by the travelling floating-zone
method using a Canon SC1-MDH mirror furnace. For the layered
Cag_5SrzRuQy4 series we focused first on the range of concentration
where recent My-SR experiments reveal spin-density wave ordering to
occur at relatively high temperature and with a sizeable ordered mo-
ment. Good quality crystals of Ca; 5Srg.sRuOy4 can be obtained, when
an excess of 15 percent of ruthenium is added to the initial preparation
of the rod and when a high growth speed up to 40mm/h is used. Even
slight modifications of the growing conditions result in large amounts of
(Sr/Ca)RuO3 and (Sr/Ca)sRu2O7 intergrowth phases. First attempts
to grow perovskite and double-layered ruthenates will be discussed as
well.

TT 12.45 Mon 15:00 Poster D
Superconductivity in Ge and Si via Ga-ion implantation

— eRicHARD SkroTzKI!"?2, THOMAS HERRMANNSDORFER!, Rico
1

ScHONEMANNY, Viron Heeral, JaN FieprLeEr!, Erik KAMPERT!,

FREDERIK WOLFF-FABRIs!, PETER PHiLipP!, LoTHAR BiscHOFF!
9 b 9

MaTTHIAS VOELSkow!, ARNDT MuckLica!, BERND ScHMIDT!,
WoLrFGaNG SkorupAl, MANFRED HELM!, and JoacHim WosNiTzal
— !Dresden High Magnetic Field Laboratory (HLD) and Institute
of Ion Beam Physics and Materials Research, Helmholtz-Zentrum
Dresden-Rossendorf (HZDR), P.O. Box 51 01 19, D-01314 Dresden,
Germany — 2Department of Chemistry and Food Chemistry, TU Dres-
den, 01062 Dresden, Germany

We present current progress of a unique study featuring the origin and
use of superconductivity in highly Ga-doped group-IV semiconductors.
Thin films have been prepared via ion implantation and subsequent
short-term annealing. Germanium offers a high solubility for Ga ac-
ceptors (up to 1 at.%). Thus, superconductivity below about 0.5 K has
been devoted previously solely to doping. However, recent atom-probe
tomography reveals Ga nano-accumulations rendering the possibility
of superconductivity in a proximity coupled network. In silicon, we
have investigated a 10 nm thin amorphous Ga precipitation layer (7t
= 7 K) that is close to the superconductor to insulator transition. We
present high magnetic field measurements up to 40 Tesla and evaluate
the critical-field phase diagram. First proof for phase coherence has

been detected via magneto-resistance oscillations in lithographically
tailored structures. This opens the door for future device fabrication.

TT 12.46 Mon 15:00 Poster D
Proximity effect induced superconductivity in Cu- nanowires
— eMaksym KowmpaNneTs!, FaBrizio PorraTi!, CORNELIA
NeeTzeL?, WorLrcaNGg EnsiNcerR?, and MicHagL Hura! —
IPhysikalisches Institut, Goethe Universitat, Frankfurt a. M —

2Fachbereich Materialwissenschaften, TU Darmstadt, Darmstadt

Proximity effect induced superconductivity occurs at the interface of
a normal metal and a superconductor when Copper pairs leak into the
metal. Depending on the microstructure of the normal metal, anoma-
lies just above the temperature of the superconducting phase tran-
sition can be observed in the temperature-dependent resistivity. We
have studied proximity induced superconductivity in Cu-nanowires in
contact with an amorphous superconductor (W-C-Ga-O) prepared by
focused ion beam induced deposition (FIBID) employing the precursor
W(CO)¢; contacts to the Cu-nanowires were made by using FIBID
of Pt — C leads with the precursor MeCpPt(Me)s in a dual-beam
scanning electron/ion microscope. The nanowires have been prepared
by electrochemical deposition in etched heavy-ion-track polycarbonate
templates with diameters of 250 to 300 nm and lengths of 30 to 60
um.

TT 12.47 Mon 15:00 Poster D
Superconductivity in Thin La Films — eLinur Zuou, PETER
LoPTIEN, ALEXANDER KHAJETOORIANS, JENS WIEBE, and ROLAND
WIESENDANGER — Institute of Applied Physics, University of Ham-
burg, Hamburg, Germany

The issue of how thin superconducting films can get before they lose
their superconductivity is of relevance for the fundamental understand-
ing of quantum confined superconductors and for their possible techno-
logical applications in nanodevices [1,2]. Here, La islands with different
thicknesses in the range of the superconducting coherence length have
been grown on the W(110) surface under ultra-high vacuum condi-
tions. Low-temperature scanning tunnelling spectroscopy using non-
superconducting and superconducting tips has been applied to deter-
mine the superconducting properties, i.e. the energy gap [3] and the
lifetime broadening [4] of the quasiparticles. It is found that these
parameters decrease linearly with the inverse island thickness, similar
to recent experiments with Pb nano-islands on Si(111) [1,2], and in
agreement with the theoretical calculation including a surface-energy
term in the Ginzburg-Landau free-energy of a superconductor [5].

[1] C. Brun et al., Phys. Rev. Lett. 102, 207002 (2009)
[2] M. M. Ogzer et al., Nature Phys. 2, 173 (2006)

[3] I. Giaever, K. Megerle, Phys. Rev. 122, 1101 (1961)
[4] R. C. Dynes et al., Phys. Rev. Lett. 41, 1509 (1978)
[5] J. Simonin, Phys. Rev. B 33, 7830 (1986)

TT 12.48 Mon 15:00 Poster D
Direct measurement of the magnetic anisotropy of thin sput-
tered MgB> films — eSavio FABRETTI, INGA-MAREEN IMORT, and
ANDY THOMAS — Universitat Bielefeld, Deutschland

The simple hexagonal crystal structure and large London penetration
depth make Magnesium-diboride an excellent candidate for spin polar-
ization measurements using the Meservey-Tedrow method. In a step
towards these measurements, we investigated the magnetic anisotropy
of thin MgBs films sputtered onto cubic (001)MgO and R-cut sap-
phire substrates. We present the high field cooling experiments with
an applied magnetic field perpendicular and parallel to the film plane
for those samples. These measurements were done in the high field
laboratory in Nijmwegen due to the required high upper critical field
for thin sputtered films of up to 30 T [1]. Our measurements show
an upper critical field of 38.31 T with field parallel to the film plane
and 27.7 T with a field perpendicular to the film plane for the samples
with 120 nm MgBs. A linear fit shows a good approximation with the
data points, although the parallel magnetic field could not destroy the
superconductivity. We achieved a magnetic anisotropy ratio of 1.38.
Literature values show an anisotropy ratio between 1.25 and 2 for thin
films, which was fit with the Ginzburg Landau theory [2]. Therefore
our results agrees with the previously estimated anisotropy ratio for
thin MgB> films, where magnetic fields of up to 7 T were used [3].

[1] M.H. Jung et al. Chem. Phys. Lett. 343 (2001) 447

[2] C. Buzea and T. Yamashita, Sci. Technol. 14 (2001) R115

[3] H. Shimakage et al., IEEE Trans. On Appl. Supercond. 15 No2
(2005)
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TT 12.49 Mon 15:00 Poster D
Morphology of superconducting FeSe thin films grown by
MBE and RF-sputtering — eALEXANDER KRONENBERG!, EIKE
VENzZMER!, SEBASTIAN TEN Haar!, JANEK MaLETZ 2, and MARTIN
Jourpan! — lInstitut fiir Physik, Johannes Gutenberg Universitit
Mainz, Germany — 2Leibniz-Institut fiir Festkérper- und Werkstoff-

forschung, Dresden, Germany

Tunneling spectroscopy on planar junctions is the most direct ap-
proach for the investigation of superconducting coupling mechanisms
[1]. However, it requires smooth interfaces at the tunneling barrier.
The morphology of superconducting thin films of FeSe grown by MBE
and co-sputtering (RF) from an iron and a selenium target are com-
pared. MBE deposited films show an extreme sensitivity to stoichiom-
etry, deposition temperature and choice of substrate [2|. These films
exhibit macroscopic crevices and a pronounced roughness, rendering
the preparation of tunneling junctions impossible. However, sputter
deposited epitaxial FeSe thin films clearly show a more favorable mor-
phology. Optical microscopy, AFM and SEM demonstrate a smooth
surface with segregations which are eliminated by proper choice of the
deposition parameters.

[1] M. Jourdan, M. Huth and H. Adrian, Nature 398, 47 (1999)
[2] M. Jourdan and S. ten Haaf, J Appl. Phys. 108, 023913 (2010)

TT 12.50 Mon 15:00 Poster D
Competing instabilities in FeSe/SrTiOs superlattices —
eMicHAEL FECHNER and NicorLa SpALDIN — ETH Zurich, Depart-
ment for Material Theory,CH-8093 Zurich, Switzerland

Intercalating FeSe with atomic layers[l]| has recently experimentally
been shown to lead to an tremendous increase in the superconducting
Te. Due to that we discuss here results from first-principle calcula-
tions of FeSe/SrTiO3 superlattices. In particular we discuss the com-
petition between lattice instabilities in SrTiO3 and the spin density
wave (SDW) in FeSe. It turns out that depending on the interface ter-
mination a suppression or enhancement of the SDW is found. Interface
doping and hybridization of Fe-oxygen and Ti-Se at the interface ex-
plain the results. Finally we discuss the impact of different thicknesses
of the two components on the magnetic and electronic properties.

[1] M. Burrard-Luca et al., NatMat 11, 1 (2012).

TT 12.51 Mon 15:00 Poster D
Transport, magnetic and structural properties of
YBCO/LCMO heterostructures grown on STO (110)
substrates — eLuqmaN MusTtaral, Sorran Sorran!:2, GEN-
NADY Logvenov!, Hanns-ULricH HABERMEIER!, and BERNHARD
KemEeR! — Max Planck Institute for Solid State Research, Heisen-
bergstrafe 1, D-70569 Stuttgart, Germany — 2Faculty of science,
Helwan University, 11792-Helwan, Cairo, Egypt
YBCO/LCMO bi- and multilayers were grown on STO (110) substrates
by Pulsed Laser Deposition (PLD) technique with the goal to study
the interface of an oxide ferromagnet and a cuprate superconductor
where the CuO2 planes are perpendicular to the film plane. The struc-
ture was investigated by X-ray diffractometry, transport and magnetic
properties were studied by conventional four-point-probe and SQUID
techniques respectively. Depending on the preparation conditions the
single layer YBCO as well as bi-layers can be grown in the (110),
(103)/(-103), as well as mixed orientations. Large anisotropy of elec-
trical conductivity in these films was observed in case of (110)-oriented
YBCO layer and less pronounced anisotropy in case of (103)-oriented
one. We present a detailed analysis of the anisotropy of the mag-
netization of such bi- and multilayers emphasizing its relation to the
orientation of the YBCO film.

TT 12.52 Mon 15:00 Poster D
B-T-phase diagram and Fulde-Ferrell-Larkin-Ovchinnikov

State in an Organic Superconductor — eR. Bever', J.

Wosnitzal, J. A. ScHLUETER?, S. JaHNs3, and G. ZWICKNAGLS —
Hochfeld-Magnetlabor Dresden (HLD), Helmholtz-Zentrum Dresden-
Rossendorf, D-01314 Dresden, Germany — 2Materials Science Di-
vision, Argonne National Laboratory, Argonne, IL 60439, USA —
3Institut fiir Mathematische Physik, TU Braunschweig, Mendelssohn-

str. 3, 38106 Braunschweig, Germany

The low-temperature B-T- phase diagram of the layered organic super-
conductor k-(ET)2 SF5CH2CF2SOg3, where ET is bisethylenedithio-
tetrathiafulvalene, has been studied. The highly precise specific heat
measurements show strong variation of the superconducting transition
with the orientation of the applied magnetic field. For field directions

parallel to the superconducting planes the upper critical field is Pauli-
limited exceeding the Chandrasekhar-Clogston limit at low temper-
atures. The superconducting transition is studied theoretically using
realistic Fermi surfaces. Our results suggest that the phase, which sep-
arates the homogeneous superconducting state from the normal state
is a realization of a Fulde-Ferrell-Larkin-Ovchinnikov state.

TT 12.53 Mon 15:00 Poster D
Paramagnetic Cooper pair breaking effect in o-(BEDT-
TTF):KHg(SCN)s — eMicuaeL Kunz!, SEBAsTIAN JaAKOB!,
WERNER BI1BERACHER!, KARL NEUMAIER!, HARALD MUOLLER?, and
MARK V. KarrsovNik! — 1 Walther-Meifiner-Institut, Garching, Ger-
many — 2European Synchrotron Radiation Facility, Grenoble, France

The organic charge transfer salt a-(BEDT-TTF);KHg(SCN)4 is a
quasi-two-dimensional metal consisting of conducting and insulating
layers. At pressures above 2.5 kbar this compound features a low
T. (~ 0.1 K) superconducting state with an unprecedentedly high
anisotropy of the upper critical field depending on whether the mag-
netic field is oriented parallel or perpendicular to the conducting
planes. This is due to a strong suppression of the superconducting
shielding currents in the direction perpendicular to the layers. For an
exact parallel field orientation the shielding currents become so weak
that their effect is replaced by the Pauli paramagnetic effect as the
main contribution to the Cooper pair breaking. Clear manifestations
of the paramagnetic pair breaking can be seen in the temperature de-
pendence as well as in the angular dependence of the critical field near
parallel orientation. At the exact parallel field orientation, the theo-
retical Chandrasekhar-Clogston paramagnetic limit is exceeded by a
factor of 1.3, most likely due to a strong electron-phonon coupling.
From the analysis of the temperature dependence of the parallel criti-
cal field the Maki parameter can be determined.

TT 12.54 Mon 15:00 Poster D
de Haas-van Alphen investigations on the filled skutteru-
dite LaRuyAs;s superconductor — eJOHANNES KLoTz!, KATHRIN
Gorze'3, Tomasz CicHOREK?, ZyeMmuNT HENKIE?, and JoAcHIM
Wosnitzal — 1Hochfeld-Magnetlabor Dresden, Helmholtz-Zentrum
Dresden-Rossendorf, Germany — 2Institute of Low Temperature and
Structure Research, Polish Academy of Sciences, Wroctaw, Poland —
3TU Dresden, Institut fiir Festkérperphysik, Germany

LaRugAs;2 belongs to the filled skutterudite compounds which show a
wide variation in physical properties such as metal-insulator transition,
unconventional superconductivity, and quadrupolar or magnetic order-
ing [1]. It shows enhanced superconducting properties as compared to
other skutterudite superconductors (7. = 10.45 K and H.2 =~ 10.2
T) and, more importantly, multiple superconducting gaps have been
inferred from the magnetic-field dependence of the specific heat and a
positive curvature of Hea(T) close to T, making LaRusAsi2 a rare ex-
ample of a cubic superconductor displaying multiband effects [2]. We
investigated the angular dependence of the dHvVA effect using the ca-
pacitive torque method at temperatures down to 30 mK and in fields up
to 18 T. Effective masses for different bands were determined expecting
rather heavy masses due to a high electronic specific-heat coefficient
~ = 59 mJ/mol K2. In combination with band-structure calculations
our results will provide a detailed picture of the Fermi surface and the
electronic correlations.

[1] M.B. Maple, E.D. Bauer, et al., Physica B 328 (2003)
[2] L. Bochenek, R. Wawryk, et al., Phys. Rev B 86, 6 (2012)

TT 12.55 Mon 15:00 Poster D
High-Field Magnetotransport in the Electron-Doped Cuprate
Superconductor Nds_,Ce;CuO4 — eToni HeLm!, M .V.
Karrsovnik!, E. Kamperr?, C. Purzke?, W. BiBeracHeRr!, P.
D. Gricoriev?, S. Bappoux?, C. Proust?, 1. SHEIKIN?, A.
Kiswanpur®, J. S. Brooks®, E. S. Cuor®, J. WosniTza?, A.
Ers!, and R. Gross! — 1Walther-Meissner-Institute, Garching, Ger-
many — 2High Magnetic Field Laboratory, Dresden, Germany — 3L.
D. Landau Institute for Theoretical Physics, Chernogolovka, Russia
— “Laboratoire National des Champs Magnétiques Intenses CNRS,
Toulouse-Grenoble, France — ®National High Magnetic Field Labora-
tory,Tallahassee, USA

The current status of the high-field magnetotransport studies of
the Fermi surface in the electron-doped cuprate superconductor
Nd2_;CezCuOy4 will be presented. Both the magnetic quantum oscil-
lations and semiclassical angle-dependent magnetoresistance give evi-
dence of a weak (7/a, w/a)-superlattice potential existing at the over-
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doped regime, 0.15 < z < 0.17. The relevant energy gap is very small,
~ 10 — 2eV; it is gradually suppressed at increasing the doping level,
extrapolating to zero right at the edge of the superconducting dome,
z = 0.175. On the other hand, decreasing the doping below the optimal
level leads to dramatic changes in the behavior of magnetotransport
including the Shubnikov-de Haas oscillations, magnetoresistance and
Hall effect. Our data suggest a Fermi surface transformation leading
to a collapse of the classical closed cyclotron orbits responsible for the
conventional galvanomagnetic effects.

TT 12.56 Mon 15:00 Poster D
Charge-Density-Wave State in the Ladder Compound
Sr1pCasCuz404; under High Pressure — eArMIN HUBER!,
RODpIGER KLINGELER?, MARKUS HUCKER?, BERND BUCHNER?, and
CHRISTINE KuNTScHER! — ! Experimentalphysik II, Universitit Augs-
burg, D-86159 Augsburg, Germany — 2Kirchhoff-Institute for Physics,
D-69120 Heidelberg, Germany — 3Brookhaven National Laboratory,
Upton, NY 11973-5000, USA — 4Leibniz-Institut fiir Festkérper-und
Werkstoffforschung Dresden, PF 27 01 16, 01171 Dresden, Germany

Besides the occurrence of superconductivity under pressure in the two-
leg ladder compound Sr19CaqCu24041, the existence of a competing
charge density wave (CDW) ground state is a highly interesting phe-
nomenon in this material. An earlier study demonstrated how the
CDW is suppressed by increasing the calcium content, which was at-
tributed to increased dimensionality and disorder [1].

However, no information is currently available about the evolution
of the CDW under pressure. Therefore, we studied the polarization-
dependent optical response of SrjgCasCu24041 in the mid-infrared
frequency range as a function of temperature and pressure. Based

TT 13: Multiferroics 2 (jointly

Time: Monday 15:00-18:30

TT 13.1 Mon 15:00 H3
Magnetization control in thin two-phase multiferroic struc-
tures via external electric fields — ®ALEXANDER SUKHOV!,
Paur P. HorLey?, CHENGLONG Jia%, and JAMAL BERAKDAR! —
Hnstitut fiir Physik, Martin-Luther-Universitit Halle-Wittenberg, D-
06120 Halle/Saale, Germany — 2Centro de Investigation en Materi-
ales Avanzados, S.C. (CIMAV), 31109 Chihuahua, Mexico — 3Key
Laboratory for Magnetism and Magnetic Materials of the Ministry of
Education, Lanzhou University, Lanzhou 730000, China

We present a theoretical study of the coupled magnetization and po-
larization dynamics in a thin multiferroic junction related to a BaTiOg
(rhombohedral phase) layer in contact with Fe-layer. The dynamical
properties are discussed in the context of different interfacial mag-
netoelectric coupling mechanisms. For the magnetoelectric coupling
induced by the screening of the spin-polarized electrons in Fe we in-
vestigate the minimum strength of the coupling constant which is re-
quired for the full switching of the magnetization [1]. In the case
of a strain-induced magnetoelectric interaction we show an electric
field-induced magnetic switching in the plane perpendicular to the
magneto-crystalline easy axis while the total magnetization remains
stable [2]. In addition, the response of the multiferroic structure to
magnetic radio-frequency fields by means of ferromagnetic resonance
and dependent on the applied electric field is studied. [1] P.P. Hor-
ley, A. Sukhov, C.-L. Jia, E. Martinez, J. Berakdar, Phys. Rev. B
85, 054401 (2012). [2] C.-L. Jia, A. Sukhov, P.P. Horley, J. Berakdar,
Europhys. Lett. 99, 17004 (2012).

TT 13.2 Mon 15:15 H3
Magnetic field induced charge anisotropy in CoFe>04/BaTiO3
nanocomposite — eCAROLIN ScHMITZ-ANTONIAK!, DETLEF
ScamITZzZ, SVEN STIENEN!, PavEL BoRisov3, ANNE WARLAND!,
BerRNHARD KrRUMME!, WoLFeaNng KLEEMANN!, and HElko WENDE!
— 1Fakultét fir Physik, Universitit Duisburg-Essen, D-47048 Duis-
burg — 2Helmholtz-Zentrum Berlin fiir Materialien und Energie,
D-12489 Berlin — 3Department of Chemistry, University of Liverpool,
Liverpool L69 7ZD

The system of CoFeaO4 nanopillars in a BaTiOs matrix represents a
multiferroic nanocomposite in which strong ferrimagnetism and strong
ferroelectricity coexist at room temperature [1]. The magnetostric-
tive CFO nanopillars and the piezoelectric BTO matrix are coupled

on these results, we can extend the phase diagram and discuss more
quantitatively how holes are transferred from the chains to the ladders
under the application of pressure.

Supported by the DFG.

[1] T.Vuleti¢ et al., Phys. Rev. Lett. 90, 257002 (2003)

TT 12.57 Mon 15:00 Poster D
Phonon line shapes in the vortex state of the phonon-
mediated superconductor YNi;B>oC — eFraANK WEBER!,
LoTHAR PinTscHovius!, Kraupia Hrabpin?, and DANIEL
PeTITGRAND? — lInstitut fiir Festkérperphysik, Karlsruher Insti-
tut fiir Technologie, Karlsruhe, Germany — 2Institut fiir Physikalis-
che Chemie, Universitdt Gottingen, Aufienstelle FRM-II, Garching,
Germany — 3Laboratoire Léon Brillouin (CEA-CNRS), CEA-Saclay,

Gif-sur-Yvette, France

We present an inelastic neutron-scattering study of phonon line shapes
in the vortex state of the type II superconductor YNigBoC. In a previ-
ous study [1] we showed that certain phonons exhibit a clear signature
of the superconducting gap 2A on entering the superconducting state.
Our interest was to find out whether or not the line shape of such
phonons reflects the inhomogeneous nature of the vortex state induced
by a magnetic field smaller than the upper critical field B.o.We found
that this is indeed the case because the observed phonon line shapes
can be well described by a model considering the phonon as a local
probe of the spatial variation of the superconducting gap.

[1] F. Weber, A. Kreyssig, L. Pintschovius, R. Heid, W. Reichardt, D.
Reznik, O. Stockert, and K. Hradil, Phys. Rev. Lett. 101, 237002
(2008)

with DF, DS, KR, and MA)
Location: H3

by strain so that it is possible to change the electric properties by a
magnetic field and the magnetic properties by an electric field. The
charge anisotropy of Ti ions is probed by x-ray linear dichroism (XLD)
and the magnetisation of Co ions by x-ray magnetic circular dichroism
(XMCD) giving the unique possibility to study the effect of the cou-
pling on a microscopic level as a function of magnetic field strength
and direction. The occurrence of significant in-plane components of
the electric polarisation is discussed. They are due to shear forces
acting on the BaTiO3 matrix while taking into account non-diagonal
piezoelectricity components.

Funded by DFG (SFB491) and BMBF (05 ES3XBA/5).

[1] H. Zheng et al., Science 303, 661 (2004)

TT 13.3 Mon 15:30 H3
Multiferroic CoFe204/ BaTiO3 with core shell structure
nanoparticles — eMoraD ETIER!, VLADIMIR V.SHVARTSMAN!,
YanLINgG Gaol, JoacHim Lanpers?, Heiko WENDEZ, and Doru
C.Lupascu! — University of Duisburg-Essen, Institute for Materials
Science, Essen, Germany — 2University of Duisburg-Essen, Faculty of

Physics, Duisburg, Germany

Multiferroic materials exhibit ferroelectricity and ferromagnetism si-
multaneously. Combining piezoelectricity and magnetostriction com-
ponents in the same composite received more interests in the mod-
ern researches. In this work we report synthesis and properties of
cobalt iron oxide barium titanate composite with a core shell structure.
To synthesize the samples we combine co-precipitation and organosol
method. Phases content, microstructure and morphology were stud-
ied by x-ray diffraction, SEM and TEM. Multiferroic properties were
proved by home-built Sawyer-Tower circuit and SQUID magnetome-
try. Temperature dependence of magnetic moment was measured in
zero field cooling (ZFC) and field cooling (FC) and compared with
those cobalt iron oxide nanopowder. The dielectric properties were
studied using impedance spectroscopy.

TT 13.4 Mon 15:45 H3
Strain-induced changes of magnetic anisotropy in epitaxial
spinel-type cobalt ferrite films — eSTEFaNIA FLORINA Rush:2,
ANDREAS HErkLOTZ??, TuLiu GrRozEscU®, and KATHRIN DORR?Y —
1Politehnica University of Timigoara, 300006 Timisoara, Romania —
2IFW Dresden, 01171 Dresden, Germany — S3Institute for Research
and Development in Electrochemistry and Condensed Matter, 300224
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Timisoara, Romania — *Martin-Luther-Universitit Halle-Wittenberg,
Institute for Physics, 06099 Halle, Germany

We present results on the effect of biaxial strain on the magnetic
anisotropy of thin films of the parent compound CoFe204 and films
with a partial substitution of Co and Fe by Zr and Pt, respectively.
The strain states of the epitaxially grown films are controlled twofold:
(i) statically by epitaxial misfit strain via an appropriate choice of
substrates and buffer layers and (ii) reversibly by strain transfer
from piezoelectric Pb(Mg; /3Nby/3)0.72Ti0.28 O3 (001) (PMN-PT) sub-
strates. Due to large negative magnetostriction all films show an out-
of-plane magnetic easy axis under tensile strain and an in-plane easy
axis under compressive strain. Our reversible strain measurements
show that the magnetic anisotropy can be efficiently altered by the
application of an electric field to the ferroelectric PMN-PT substrates.
The effect of substitution with Zr and Pt on the magnetoelectric effect
will be discussed. This work is supported by the strategic grant POS-
DRU ID77265 (2010), co-financed by the European Social Fund, within
the Sectoral Operational Programme Human Resources Development
2007-2013. Advising by P. Vlazan is greatly acknowledged.

TT 13.5 Mon 16:00 H3
Ab initio study of magneto-phonon interaction in GaFeOs3
— oKONSTANTIN Z. RUSHCHANSKII, STEFAN BLUGEL, and MARJANA
LEzA1¢ — Peter Griinberg Institut, Forschungszentrum Jiilich and
JARA, 52425 Jilich, Germany

Magnetoelectric (ME) coupling provides a handle for manipulating the
magnetization of a material with an electric field, giving a perspective
for a new type of non-volatile memory. Unfortunately, materials with
ME coupling that is large enough for industrial applications are scarce.
Moreover, among the materials which are both ferroelectric and mag-
netic at room temperature, only BiFeOgs is known. Unfortunately,
the ordering of spins in this material is antiferromagnetic (whereas
ferro/ferrimagnetic coupling is desired) and the ME coupling is small.

GaFeO3 (GFO) is the first material observed to simultaneously
present a strong ME coupling and a resulting magnetization in a single
phase. It has the polar structure Pc21n, which allows disorder in A and
B cation sites. By increasing the iron content its Curie temperature
can be increased above room temperature [1].

To understand the mechanism of the strong ME coupling in GaFeOs
at the microscopic level, we performed ab initio calculations based on
density functional theory of the structural properties and magneto-
phonon interaction in stoichiometric GaFeO3 compounds in different
structures, as well as with different occupancies of the A and B sites.

We acknowledge the support by Helmholtz Young Investigators
Group Programme VH-NG-409 and GALIMEO Consortium.

[1] T. Arima et al., Phys. Rev. B 70, 064426 (2006)

TT 13.6 Mon 16:15 H3
The effect of ion doping on multiferroic MnWQO, — eSAFA GOL-
ROKH BAHOOSH"3, JULIA M. WEsSELINOWA2, and STEFFEN TRIMPER®
— IMax Planck Institute of Microstructure Physics, Weinberg 2, 06120
Halle, Germany — 2University of Sofia, Department of Physics,Blvd.
J. Bouchier 5, 1164 Sofia, Bulgaria — 3Institute of Physics, Martin-
Luther-University, 06120 Halle, Germany

We have studied the ion doping effects on different transition temper-
atures in the multiferroic compound MnWO4 based on a microscopic
model and within the framework of Green functions technique. It is
shown that the exchange interaction constants can be changed due to
the different ion doping radii. This leads to reduction of the mag-
netic phase transition temperature Ty by doping with non-magnetic
ions,such as Zn, Mg, whereas Ty is enhanced by doping withtransition
metal ions, such as Fe, Co. The different behavior of the temperature
T1 (where up-up-down-down collinear spin structure appears) by Fe
and Co doping could be explained taking into account the single-ion
anisotropy.

15 min. break

TT 13.7 Mon 16:45 H3
Hybrid improper ferroelectricity in a Multiferroic and
Magnetoelectric Metal- Organic Framework — e ALESSANDRO
STrROPPA!, PaoLo BaronE!, PrasHANT JaIN2, MANUEL PEREZ-
Marto?, and Sivia Picozzi! — 1CNR-SPIN Via Vetoio, 67100,
L’Aquila (Italy) — 2Los Alamos National Lab, 30 Bikini Atoll Rd Los
Alamos, NM 87545-0001 (505) 664-5265 — 3Departamento de Fisica de
la Materia Condensada, Facultad de Ciencia y Tecnologia, UPV/EHU,

Bilbao (Spain)

Metal-organic frameworks (MOFs) show increasing promise as candi-
dates for various applications. Of particular interest are MOFs with
the perovskite topology showing hydrogen bonding-related multiferroic
phenomena. By using state-of-the-art-ab-initio calculations, we show
that in [C(NH2)3]Cr(HCOO)3 MOF, interaction between the coop-
erative antiferro-distortive Jahn-Teller distortions and the C(NH2)3
cations breaks the inversion symmetry through hydrogen-bonding and
induces a ferroelectric polarization. Interestingly, the polar behavior
arises due to a trilinear coupling between two unstable modes, namely a
Jahn-Teller and a tilting mode, and one stable polar mode. Therefore,
this compound represents the first example of hybrid improper ferro-
electric in the family of metal-organic compounds. Since rotational
modes in perovskite-inorganic compounds usually freeze-in at elevated
temperatures (300 K), the trilinear coupling in MOF compounds may
provide an interesting route to realize room temperature multiferroic.
Last but not least, we show that switching of polarization direction
implies the reversal of a large weak ferromagnetic component.

TT 13.8 Mon 17:00 H3
Ferroelectric properties of (Ba,Sr)TiO3/Lag.7Srg.3MnO3 mul-

tilayered thin films — eMARKUS MICHELMANN!, JOHANNES
Aproianzb2, ARrsent Burvakov?, ELENA MisHINA2, MARKUS
JungBAUER!, SEBAsTIAN HUHN!, and Vasmy Mosunyagal — 11

Physikalisches Institut, Universitdt Gottingen, Friedrich-Hund-Platz
1, 37077 Gottingen — 2Moscow State Institute of Radioengineering,
Electronics and Automation, Prosp. Vernadskogo 78, 119454 Moscow,
Russia

Ba,Sr1_,TiO3 (BSTO) epitaxial thin films became feasible for room
temperature applications in contrast to the bulk material due to a
possibility to enhance the ferroelectric Curie temperature under biax-
ial compressive strain. Using Lag.7Srg.3MnO3 (LSMO) thin films as
metallic electrodes, we have grown highly strained BSTO/LSMO bi-
layers and LSMO/BSTO/LSMO trilayers on SrTiOs (100) substrates
with BSTO layer thicknesses of 10 - 200 nm by means of metalorganic
aerosol deposition. Ferroelectric switching was studied both electri-
cally and by nonlinear optics (second harmonic generation (SHQG)).
Capacitance-voltage characteristics in a frequency range of f = 1—106
Hz and PUND measurements prove a ferroelectric hysteretic behav-
ior up to room temperature with a remanent polarization of several
uC/em? and a switching fields in the range of 10—100 kV /cm. This was
also supported by the SHG measurements. A detailed study of multi-
ferroic properties will be performed for temperatures, T = 10 — 400 K,
and applied magnetic field, B = 0 — 9 T. This work was supported by
IFOX of the European Community’s 7th Framework Programme.

TT 13.9 Mon 17:15 H3
Epitaxial thin films of the multiferroic double perovskite
BisFeCrOg — eVikas SHABADI, MEHRAN VAFAEE, MEHRDAD
BacuaiEYAzpi, ALDIN RADETINAC, PHiLipp KoMissiNskiy, and
LaMBERT ALFF — Institute of Materials Science, Technische Univer-
sitdt Darmstadt, Germany

Co-existence of magnetism and ferroelectricity was theoretically pre-
dicted in the ordered double perovskite BiaFeCrOg (BFCO) [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 calcu-
lated 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. The discrepancies in the
previously reported values of the magnetic moment of BFCO |[2,3] are
most likely connected to the varying degree of the Fe-Cr cation order-
ing in the samples. In a recent experiment more than 90% spontaneous
B-site ordering in a similar Fe-Cr based double perovskite system has
been achieved [4]. Anti-site disorder control is a key challenge to design
double perovskite multiferroics.

[1]P. Baettig and N. A. Spaldin, Appl. Phys. Lett. 86, 012505
(2005)

[2]Kim et al., Appl. Phys. Lett. 89, 102902 (2006)

[3]R. Nechache et al., J. Appl. Phys. 105, 061621 (2009)

[4]S. Chakraverty et al., Phys. Rev. B 84, 064436 (2011)
The authors acknowledge support from DAAD.

TT 13.10 Mon 17:30 H3
Growth of multiferroic heterostructures — eSERGIU STRATU-
LAT, DIETRICH HESSE, and MARIN ALEXE — Max-Planck-Institut fiir
Mikrostrukturphysik, Halle, Germany
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Coupling two materials with different order parameters gives great flex-
ibility in engineering multifunctional devices. In achieving the maxi-
mum interfacial effects, vertical heterostructures present the maximum
potential. Creating well-ordered vertical multiferroic heterostructures
is not a trivial task, especially on large areas. We are focusing our
attention on the system comprising ferrimagnetic CoFe204 and fer-
roelectric/antiferromagnetic BiFeO3, using pulsed laser deposition as
a synthesizing technique. Considering a time-viable process to create
the pillar-matrix configuration, we used anodic aluminum oxide masks
to pattern the nucleation sites for the cobalt ferrite on previously de-
posited SrRuO3 bottom electrode on SrTiO3. After removal of the
mask, deposition by means of a mixed target leads to ordered arrays
of CFO pillars embedded in a BFO matrix. Scanning electron mi-
croscopy was employed at every step of the experiments to show the
development of the samples, and X-ray diffraction probed the struc-
tural parameters. Testing the ferroelectric and magnetic properties
locally gives an indication on the coupling influences present in the
thin films.

TT 13.11 Mon 17:45 H3
Self-assembled composite multiferroic films in controlled
strain states — eMomusin Rarique!:2:34 ANDREAs HErRkLOTZ3?,
ERr-Jia Guo®?, KatHrIN Doerr®>%, and Sapia Manzoor!?2 —
IMagnetism Laboratory, COMSATS Institute of Information Tech-
nology, Park Road 44000, Islamabad, Pakistan — 2Center for Mi-
cro and Nano Devices (CMND), COMSATS Institute of Information
Technology, Park Road 44000, Islamabad, Pakistan — 3IFW Dresden,
Postfach 270116, 01171 Dresden, Germany — “Institute for Physics,
Martin-Luther-University Halle-Wittenberg, 06099 Halle, Germany

Self-assembled thin-film nanocomposites of piezoelectric and magne-
tostrictive materials have stimulated increasing research activities be-
cause of their potential to exhibit a large magnetoelectric response ex-
ploitable in multifunctional devices. Epitaxial thin films of CoFe2O4
and BaTiO3 (CFO-BTO) composites were grown on SrTiOz (001)
and piezoelectric Pb(Mg1/3Nb2/3)0_72Ti0'2803 (001) (PMN—PT) sub-
strates by pulsed laser deposition. Self-assembled nanostructures con-
sisting of spinel nanopillars heteroepitaxially embedded in the ferro-
electric perovskite matrix form. X-ray diffraction is utilized to estimate
the lattice parameters. The magnetic properties studied by SQUID
magnetometry show an out-of-plane easy axis of the CFO nanopil-
lars and a strengthening of the out-of-plane anisotropy with increasing
compression along the nanopillar axis. The magnetoelectric coupling
in the composite film is revealed at a structural transition of the BTO
matrix. Electrically controlled substrate strain of PMN-PT is applied
to modify the magnetic anisotropy of the nanopillars.

TT 13.12 Mon 18:00 H3
Low-lying magnetic excitations in the distorted triangular
lattice antiferromagnet a-CaCr2O4 — eMICHAEL SCHMIDT!, ZHE
WanG!, Sanpor Tortu?, BeLLa Lakge?, A.T.M.NazmuL IsLam?,
Avois LomL!, and JoacHimM DEISENHOFER! — 1 Experimental Physics
V, Center for Electronic Correlations and Magnetism, Institute of
Physics, University of Augsburg, D-86135 Augsburg, Germany —
2Helmholtz-Zentrum Berlin fiir Materialien und Energie, D-14109
Berlin, Germany

We will discuss our results on a-CaCraO4 obtained by FIR and Tera-
hertz spectroscopy. This compound orders below T = 42.6 K in
a proper screw 120° magnetic order, but shows additional low-lying
magnetic modes indicative for the vicinity of a more complex mag-
netic order [1], [2]. Our spectra obtained by FTIR and THz-TD spec-
troscopy show several optical magnons appearing below the magnetic
ordering with anomalous temperature dependence. We will discuss
their polarization dependence and a possible magnetoelastic coupling
of these modes.

[1] S. Toth et al., Phys. Rev. B 84, 054452 (2011)
[2] S. Toth et al., PRL 109, 127203 (2012)

TT 13.13 Mon 18:15 H3
Multiferroic Ni3V20g measured in THz range at low temper-

atures and in high magnetic fields — eMALTE LANGENBAcCH!,

Tosias HisseEn!, KoMaLAVALLI THIRUNAVUKKUARASU!, HOLGER

Scumitz!, IVAN CAMARA Mavorca?, RoLr GUSTEN?, JoACHIM
HeMBERGER!, and MarRkUs GRUNINGER! — !I. Physikalisches In-
stitut, Universitit zu Koln, Kéln, Germany; — 2Max-Planck-Institut

fir Radioastronomie, Bonn, Germany;

THz spectroscopy in high magnetic fields is an important technique to
probe materials with strong magneto-electric coupling. Here, we dis-
cuss the Kagomé-staircase compound NigV20Og. The triangle-based
lattice gives rise to a frustration of the short-range antiferromagnetic
couplings. This causes a rich variety of magnetic and structural phases
at low temperatures.
Below Ty = 9.8 K, a incommensurate phase with collinear sinusoidal
spin structure is established. This phase is followed by a cycloidal
spin structure which is accompanied by the onset of ferroelectricity.
Finally, below 3.9 K, the structure changes to a commensurate canted
antiferromagnetic phase [1].
We report on elementary excitations in the THz range observed be-
tween 2 K and 50 K in fields up to 8 T.

Work supported by the DFG through SFB 608.

[1] G. Lawes et al., Phys. Rev. Lett. 95, 087205 (2005)

TT 14: Correlated Electrons: Low-Dimensional Systems - Models 2

Time: Monday 15:00-18:30

TT 14.1 Mon 15:00 H9
Topological parity invariant in interacting two-dimensional
systems from quantum Monte Carlo — eSTEFAN WESSEL',
TuoMas Lang!, Victor GUrARIE?, and ANDREW Essin? — 'RWTH

Aachen, Aachen, Germany — 2University of Colorado, Boulder, USA

We report results on calculating the parity invariant from imaginary-
time Green’s functions in quantum Monte Carlo simulations of strongly
interacting electron systems. The topological invariant is used to
study the trivial- to topological-insulator transitions in the Kane-Mele-
Hubbard model with an explicit bond dimerization. We explore the
accessibility and behavior of this invariant based on quantum Monte
Carlo calculations.

TT 14.2 Mon 15:15 H9
Series expansions in topologically-ordered systems — MICHAEL
Kamror!, SEBAasTIEN DusueL?, JULIEN ViDaL3, and eKa1 PHILLIP
ScaMmipT! — lLehrstuhl fiir Theoretische Physik I, TU Dortmund,
Germany — 2Lycee Saint-Louis, 44 Boulevard Saint-Michel, 75006
Paris, France — 3Laboratoire de Physique Théorique de la Matiere
Condensee, CNRS UMR 7600, Universite Pierre et Marie Curie, 4
Place Jussieu, 75252 Paris Cedex 05, France

We establish high-order series expansions as a powerful tool to study
topologically-ordered quantum systems. In recent years, this has been
demonstrated for various magnetic models including the toric code in

Location: H9

an external magnetic field. The main focus of these studies were the de-
termination of the zero-temperature phase diagram which demands to
pinpoint and to characterize topological phase transitions. To this end
the calculation of zero- and one-quasi-particle properties is essential.
Here we study for the first time two-quasi-particle properties for the
perturbed toric code. We identify bound states, formed by interacting
anyons and determine dynamical correlation functions.

TT 14.3 Mon 15:30 H9
Topological order in classical string-net models — eMARIA
HEeErMANNS, MascHA BAEDORF, and SiMoN TREBST — Institute for
Theoretical Physics, Cologne, Germany

Topological order has recently attracted a great deal of interest, be-
cause it allows for exotic emergent excitations that are robust against
local perturbations. It is most commonly thought of as a quantum ef-
fect, which is strongly related to an effective low-energy description of
the quantum system as a topological field theory. However, topologi-
cal order can also occur in classical models that have local constraints.
Most prominent among these are loop and string-net models. Here, we
consider such classical models that are topologically ordered and ana-
lyze the relation between the classical topological order and its counter
part in the quantum system.

TT 14.4 Mon 15:45 H9

Topological Phases in gapped edges of fractionalized sys-
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tems — eJoHANNES MoTRUk!, ErReEz BERG2, ARl M. TURNER3,
and Frank Porimann! — !Max-Planck-Institut fiir Physik kom-
plexer Systeme, Nothnitzer Strafie 38, 01187 Dresden, Germany —
2Department of Condensed Matter Physics, Weizmann Institute of
Science, Rehovot, Israel 76100 — 3Institute for Theoretical Physics,
University of Amsterdam, Science Park 904, P.O. Box 94485, 1090 GL
Amsterdam, The Netherlands

We extend the classification scheme for symmetry protected topo-
logical phases of fermions in one-dimensional systems to chains of
parafermions. We find that parafermionic chains support both topo-
logical as well as symmetry-broken phases. The topological phases
can be identified by the structure of their entanglement spectrum,
while the symmetry broken ones are characterized by a condensation
of parafermions. Furthermore, we show that it is not possible to create
new topological phases by combining chains. In several recent works, it
has been proposed to realize parafermions experimentally at the edge
of a fractional topological insulator coupled to superconducting and
ferromagnetic domains. The parafermions arise as effective low-energy
degrees of freedom. Based on this, we suggest a concrete physical real-
ization at the edge of a v = 1/3 fractional topological insulator which
we can tune into all possible topological phases. We identify the dif-
ferent phases by numerically determining their entanglement spectra.

TT 14.5 Mon 16:00 H9

Topological phases in ultracold polar-molecule quantum mag-

nets — eSarvaTorE R. Manmanal2, MiLes E. STOUDENMIRES,
KapeN R.A. Hazzarp?, ANa Maria Revy2, and ALEXEY V.
Gorsukov? — lInstitut fiir Theoretische Physik, Universitit Got-

tingen, Germany — 2JILA, University of Colorado and NIST, and
Department of Physics, CU Boulder, USA — 3Department of Physics
and Astronomy, University of California, Irvine, USA — 4Institute for
Quantum Information & Matter, Caltech, Pasadena (California), USA

We show how to use polar molecules in an optical lattice to engineer
quantum spin models with arbitrary spin S > 1/2 and with interac-
tions featuring a direction-dependent spin anisotropy. This is achieved
by encoding the effective spin degrees of freedom in microwave-dressed
rotational states of the molecules and by coupling the spins through
dipolar interactions. We demonstrate how one of the experimentally
most accessible anisotropies stabilizes symmetry protected topological
phases in spin ladders. Using the numerically exact density matrix
renormalization group method, we find that these interacting phases
— previously studied only in the nearest-neighbor case — survive in the
presence of long-range dipolar interactions. We also show how to use
our approach to realize the bilinear-biquadratic spin-1 and the Kitaev
honeycomb models. Experimental detection schemes and imperfec-
tions are discussed.

TT 14.6 Mon 16:15 H9
Topological phase transitions in a perturbed Fibonacci string-
net model — eMarc DaNIEL Scrurz!3, SEBasTIEN DUsUEL?, KAl
PuiLLip ScumipT!, and JULIEN VIDAL3 — !Lehrstuhl fiir Theoretis-
che Physik I, Technische Universitdt Dortmund, Otto-Hahn-Strafie 4,
44221 Dortmund, Germany — 2Lycée Saint-Louis, 44 Boulevard Saint-
Michel, 75006 Paris, France — 3Laboratoire de Physique Théorique de
la Matiére Condensée, CNRS UMR 7600, Université Pierre et Marie
Curie, 4 Place Jussieu, 75252 Paris Cedex 05, France

Topological order has gained enormous interest during the last years.
This is also due to the fact that topologically-ordered systems harbour
excitations with exotic exchange statistics, the so-called non-Abelian
anyons, which are of interest for the purpose of topological quantum
computation. Here, we present a study on the simplest model of Levin-
Wen type featuring non-Abelian Fibonacci anyons in the presence of a
local perturbation. The phase diagram is obtained by means of high-
order series expansions and exact diagonalizations. Most interestingly,
evidences for first-order and second-order quantum phase transitions
are found.

15 min. break

TT 14.7 Mon 16:45 H9
Formation of Magnetic Moments at Grain Boundaries of High
Temperature Superconductors — eIris XHaNcO and THILO
Korp — Zentrum fiir Elektronische Korrelationen und Magnetismus,
Institut fiir Physik, 86135 Augsburg, Deutschland

Understanding the physics of grain boundaries in high temperature
superconductors is of considerable value for applications of these ma-

terials. In this context the investigation of the normal state at the
grain boundaries is as important as that of the superconducting state.
From various experiments it is known that the normal state resistance
at grain boundaries increases for decreasing temperature in contrast
to the bulk behavior. A simple theoretical realization of the grain
boundary builds on an inhomogeneous one-band Hubbard model. It is
shown that local magnetic moments are formed at the grain boundary
for finite on-site Coulomb interaction. The impact of the grain bound-
ary and of the magnetic moments on the transport properties of the
system are discussed. An increasing resistance for low temperature is
obtained.

TT 14.8 Mon 17:00 H9
Quantum spin models from 7 fluxes in correlated quantum
spin hall insulators. — eMARTIN BERCcX, MARTIN HOHENADLER,
and FAKHER F. Assaap — Institut fiir Theoretische Physik und As-
trophysik, Universitat Wiirzburg, Am Hubland, D-97074 Wirzburg,
Germany

We analyze the signatures of 7w fluxes in quantum spin hall insulators.
We have shown in a recent work [1] that in the presence of repulsive
electronic interactions each 7 flux gives rise to a Kramers doublet of
spinon states. Free spinon states show up in a Curie law behaviour
of the magnetic susceptibility. The interaction between spinon states
is mediated by a bosonic mode which can be tuned with the electron-
electron interaction. This has opened the possibilty to study models of
interacting spin 1/2 magnetic moments hosted in the gap of a topolog-
ical insulator. These effective quantum spin models can be simulated
numerically with the quantum Monte Carlo method. In this contri-
bution we present results for spin chains, spin ladders and for various
other geometries.

[1] F. F. Assaad, M. Bercx, and M. Hohenadler, arXiv:1204.4728 (2012)

TT 14.9 Mon 17:15 H9
Flat-band ferromagnetic transition on a Bethe lattice —
eMvkorLa MaksymMENKO!, KiriLL SHTENGEL?, and RODERICH
MogssNEr! — IMPIPKS, 01187 Dresden, Germany — 2Department
of Physics and Astronomy, University of California, Riverside, Califor-

nia 92521, USA

An exotic example of itinerant-electron magnetism is the so-called
"flat-band ferromagnetism", in a wide class of geometrically frustrated
lattices. Here electrons become trapped in restricted parts of the lat-
tice and interactions may favor a ferromagnetic state across a range a
electronic fillings.

‘We provide an exact solution for the problem of the para-ferro tran-
sition in a Hubbard model on lattices in which trapping cells form
a Bethe lattice. This can be studied as a Pauli-correlated percolation
transition in which due to spin-rotational degeneracy, different cluster-
ings of electrons obtain different statistical weights [1]. As in the case
of recent numerical studies for the 2D case, we show that the param-
agnetic phase persists beyond the uncorrelated percolation point and
the transition is via a first-order jump to an unsaturated ferromagnetic
phase.

[1] M. Maksymenko, A. Honecker, R. Moessner, J. Richter, and O.
Derzhko, Phys. Rev. Lett. 109, 096404 (2012)

TT 14.10 Mon 17:30 H9
Multi-Orbital Effects in Functional Renormalization Group:
A Weak-Coupling Study of the Emery model — eSTEFAN A.
MaIer and CARSTEN HONERKAMP — Institut fiir theoretische Festkor-
perphysik, RWTH Aachen, Germany and JARA - FIT Fundamentals
of Future Information Technology

We perform an instability analysis of the Emery three-band model
at hole doping and weak coupling within a channel-decomposed func-
tional renormalization group flow proposed in Phys. Rev. B 79, 195125
(2009). In our new approach, momentum dependencies are taken into
account with less bias than in the truncated formfactor expansions
used previously. Around a generic parameter set, we find a strong
competition of antiferromagnetic and d-wave Cooper instabilities with
a smooth behavior under a variation of doping and oxygen-oxygen
hopping. For increasingly incommensurate ordering tendencies in the
magnetic channel, signatures of d-wave Cooper pairing between elec-
trons in non-neighboring unit cells of the direct lattice can be observed.
Comparing our results for the Emery model to those obtained for the
two-dimensional one-band Hubbard model with effective parameters,
we find that, despite considerable qualitative agreement, multi-orbital
effects have a significant impact on a quantitative level.
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TT 14.11 Mon 17:45 H9
Magnetic order-by-disorder in a distorted Heisenberg-Kitaev
model — eMax HennNER GErLAcH!, ERAN SrLal2, HoNc-CHEN
Jiang3, OLivER Wonak!, and SimoN TrEssT! — !nstitut fiir The-
oretische Physik, Universitit zu Koéln — 2Tel Aviv University, Ramat
Aviv, Israel — 3Kavli Institute for Theoretical Physics, University of
California, Santa Barbara, USA

Motivated by the recent experimental observation of Mott insulating
states for the layered iridates NagIrOs and LisIrOs, we discuss pos-
sible ordering states of the effective iridium moments in the presence
of strong spin-orbit coupling and weak exchange anisotropies induced
by lattice distortions. We find that the Heisenberg-Kitaev model —
suggested to capture the exchanges of the effective j = 1/2 Iridium
moments — in the presence of distortions exhibits a rich phase diagram
of both conventionally ordered magnetic states as well as exotic topo-
logically ordered and spin liquid states, which we will discuss in detail
in this talk. Particular emphasis will be put on the classical coun-
terpart of this model and the order-by-disorder physics that stabilizes
certain ordering patterns over wide ranges of its phase diagram.

TT 14.12 Mon 18:00 H9
Correlations of quantum spin chains from functional equa-
tions and su(2) diagrammatics — e ANDREAS KLUMPER — Ber-
gische Universitdt Wuppertal, Theoretische Physik, Gauss-Strasse 20,
42119 Wuppertal

For integrable quantum spin chains a lattice path integral formula-
tion with finite but arbitrary Trotter number allows to derive a set of
discrete functional equations with respect to the spectral parameters
appearing in the R-matrices of local interactions. We show that these
equations yield a unique characterisation of the density operator and
present solutions for the S=1/2 and S=1 Heisenberg chains.

For generic cases, we report on a systematic implementation of su(2)
invariance for matrix product states (MPS) with concrete computa-
tions cast in a diagrammatic language. As an application we present
a variational MPS study of a spin-1/2 quantum chain. For efficient

TT 15: Topological Insulators 2
Time: Monday 15:00-18:00

Invited Talk TT 15.1 Mon 15:00 H10
The THz response of topological insulator surface states —
oN. PETER ARMITAGE — The Institute of Quantum Matter, Depart-
ment of Physics and Astronomy, Johns Hopkins University, Baltimore,
MD 21218, USA

Topological insulators (TIs) are newly discovered states of matter char-
acterized by an *inverted* band structure driven by strong spin-orbit
coupling. One of their most touted properties is the existence of robust
"topologically protected" surface states. I will discuss what topological
protection means for transport experiments and how it can be probed
using the technique of time-domain THz spectroscopy applied to thin
films of BizSes. By measuring the low frequency optical response, we
can follow their transport lifetimes as we drive these materials through
instabilities either by doping through a quantum phase transition into
a topologically trivial regime or by reducing the film thickness. I’ll also
discuss our work on the magnetic field dependence of the Kerr rotation
in BigSes, where we find an unprecedentedly large value of the angle
of rotation of reflected light, which is due to the cyclotron resonance
of the 2D Dirac fermions.

15 min. break

TT 15.2 Mon 15:45 HI10

Peierls dimerization at the edge of 2D topological insulators?
— oGusTav BinLmaver?!, Hyun-June Kim?2, Jun-Hyung CHOZ, and

STEFAN BLUGEL! — Peter Griinberg Institut and Institute for Ad-
vanced Simulation, Forschungszentrum Jiilich and JARA, D-52425
Jiilich, Germany — 2Department of Physics and Research Institute

for Natural Sciences, Hanyang University, Seoul, Republic of Korea

Edge states of two-dimensional topological insulators (2D-TIs) at-
tracted considerable interest as they support dissipationless spin-
currents. Recently, it was proposed that the zigzag-edge of a Bi(111)
bilayer, identified as a 2D-TI [1,2], is unstable with respect to a
Peierls dimerization [3], a phenomenon that occurs quite general in

computations, we make systematic use of the su(2) symmetry at all
steps of the calculations: (i) the matrix space is set up as a direct
sum of irreducible representations, (ii) the local matrices with state-
valued entries are set up as superposition of su(2) singlet operators,
(iii) products of operators are evaluated algebraically by making use
of identities for 3j and 6j symbols.

Results on quantum phase transitions in the considered models are
discussed.

TT 14.13 Mon 18:15 H9
Adiabatic loading of one-dimensional SU(N) alkaline earth
fermions in optical lattices — eLArRs BonNEs!, HAzzARD KADENZ,
SALVATORE MANMANAZ, ANA Maria REv?, and STEFAN WESSEL3
— lnstitute for Theoretical Physics, University of Innsbruck, A-
6020 Innsbruck, Austria — 2JILA, NIST and University of Col-
orado, and Department of Physics, University of Colorado, Boul-
der, Colorado 80309-0440, USA — 3Institute for Theoretical Solid
State Physics, JARA-FIT, and JARA-HPC, RWTH Aachen Univer-
sity, Otto-Blumenthal-Str. 26, D-52056 Aachen, Germany

Hubbard models with effective SU(N) symmetry have successfully been
implemented in ultra-cold alkaline earth experiments. This paves the
way towards the regime of exotic magnetism emerging in the low-
energy sector but requiring ultra-cool temperatures below the superex-
change scale. Loading N>2 fermions onto optical lattices, however,
provides a cooling benefit with respect to conventional SU(2) fermions
emerging from the N-scaling of the entropy. Hence the accessible tem-
perature regime is lowered drastically, as already observed in recent
experiments by Tanaka et al. We present large-scale quantum Monte
Carlo simulations combined with series expansion results to quantita-
tively study the Pomeranchuk cooling effect for SU(N) fermions loaded
onto a one-dimensional optical lattice and find a significant tempera-
ture decrease as N is increased. Furthermore, we examine the crossover
behavior to the magnetic regime and show that the systems do not only
become cooler but also become closer to the magnetic (ground-state)
regime with respect to the appearance of magnetic correlations.

(jointly with DS, HL, O, and MA)

Location: H10

one-dimensional structures. This proposal was based on an ab initio in-
vestigation without taking spin-orbit coupling (SOC) into account. We
investigate the effect of SOC on the atomic structure of zigzag Bi(111)
and Sb(111) nanoribbons. Although we find that edge-reconstructions
can influence the number of conductive channels, we conclude that the
topological protection of the states in the Bi ribbon actually prevents
the Peierls mechanism to get effective, since the opening of a Peierls
gap at the zone boundary is forbidden by time-reversal symmetry. We
compare the situation to the Sb structure, but also in the topologically
trivial case of the Sb(111) bilayer ribbon we find a suppression of the
dimerization due to SOC effects.

[1] S. Murakami, Phys. Rev. Lett. 97, 236805 (2006) [2] M. Wada
et al.,, Phys. Rev. B 83, 121310(R) (2011) [3] L. Zhu et al., J. Phys.
Chem. C 114, 19289 (2010)

TT 15.3 Mon 16:00 H10
Engineering quantum anomalous Hall (QAH) phases with or-
bital and spin degrees of freedom — eHONGBIN ZHANG, FRANK
FrEIMUTH, GUSTAV BIHLMAYER, MARJANA LEZAIC, STEFAN BLUGEL,
and Yurly Mokrovsov — Peter Griinberg Institut and Institute for
Advanced Simulation, FZJ and JARA, 52425 Jiilich, Germany

Combining tight-binding models and first-principles calculations, we
demonstrate that under external exchange fields, non-zero Chern num-
bers and nontrivial QAH effects can be induced by on-site spin-orbit
coupling (SOC) in buckled honeycomb lattices with sp orbitals. In the
Haldane model [1], the occurrence of the QAH effect is attributed to
complex valued next-nearest-neighbor hopping matrix elements. De-
tailed analysis of a generic tight binding model reveals that there exist
different mechanisms giving rise to complex hoppings, utilising both
orbital and spin degrees of freedom of electrons on a lattice. Fur-
thermore, it is shown that in Bi- or Sb(111) bilayers [2], different
topological phases exist as function of the magnitude of SOC and ex-
ternal exchange fields. These phases are characterised using Chern
and spin Chern numbers [3] in combination with transverse charge
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and spin conductivities. At last, we show that introducing ferromag-
netic dopants provides a practical way to induce nontrivial topological
phases, whereas the physics is altered due to partially filled d states
around the Fermi energy. — Support by Helmholtz Young Investigators
Group Programmes VH-NG-409 and -513 is acknowledged.

[1] F.D.M. Haldane, PRL 61, 2015 (1988). [2] H. Zhang, et al., PRB
86, 035104 (2012). [3] E. Prodan, PRB 83, 195119 (2011).

TT 15.4 Mon 16:15 H10
Prediction of weak topological insulators in layered semicon-
ductors — eBingHAT Yanb2 Lukas MtcHLERD2, and CLAUDIA
FeLserb? — Max Planck Institute for Chemical Physics of Solids,
D-01187 Dresden — 2Institute for Inorganic and Analytical Chemistry,
Johannes Gutenberg University of Mainz, 55099 Mainz

We report the discovery of weak topological insulators by ab initio
calculations in a honeycomb lattice. We propose a structure with an
odd number of layers in the primitive unit cell as a prerequisite for
forming weak topological insulators. Here, the single-layered KHgSb
is the most suitable candidate for its large bulk energy gap of 0.24 eV.
Its side surface hosts metallic surface states, forming two anisotropic
Dirac cones. Although the stacking of even-layered structures leads to
trivial insulators, the structures can host a quantum spin Hall layer
with a large bulk gap, if an additional single layer exists as a stacking
fault in the crystal. The reported honeycomb compounds can serve as
prototypes to aid in the finding of new weak topological insulators in
layered small-gap semiconductors.

TT 15.5 Mon 16:30 H10
Dirac States in a Novel Topological Insulator: Epitaxial
alpha-Tin Layers on Indium Antimonide — eJ. ScHAFER!,
A. Barruss!, G. BiHLMAYERZ, D. WorrMaNNZ, L. Dupy!, P.
HoprNeR!, A. Bostwick3, E. RoTeEnBERG?, and R. CLAESSEN! —
1Phys. Inst., Universitat Wiirzburg, D — 2Peter Griinberg Inst. and
Inst. Adv. Sim., FZ Jiilich, D — 3Lawrence Berkeley Nat. Lab., USA

This study addresses a new material realization of a topological in-
sulator (TT) thus far only proposed theoretically, which is formed by
a-Sn in the diamond lattice on InSb substrates. The epitaxial growth
opens various pathways to access and manipulate the topological sur-
face state (TSS). This includes the evolution of the Dirac bands as a
function of thickness, or surface coating layers which alter the spin-
orbit interaction. Interestingly, the TI band properties are closely re-
lated to that of strained HgTe, for which the Quantum Spin Hall effect
was demonstrated.

Here we report on the electronic structure of «-Sn(001) based
on angle-resolved photoemission (ARPES), complemented by density
functional theory (DFT). We observe the formation of a clearly pro-
nounced Dirac cone. The Fermi level in ARPES is located close to
the Dirac point. Its position can be controlled by dopants, which al-
lows to adjust the Fermi level crossings of the T'SS. The Dirac cone is
discernible down to bulk band energies, and its constant energy sur-
faces seemingly reflect the lattice symmetry. The experimental findings
are consistent with DFT calculations including spin-orbit interaction,
which document the formation of a T'SS.

TT 15.6 Mon 16:45 H10
Observation of terahertz photocurrents in the topological
insulator Bi;Ses — eLukas Braun!, Luca PERFETTI?, MAR-
TIN WoLr!, and Tosias Kamprraru! — !Physikalische Chemie,
Fritz-Haber-Institut der Max-Planck-Gesellschaft, Berlin, Germany
— 2Laboratoire des Solides Irradiés, Ecole Polytechnique, Palaiseau

cedex, France

Recent experiments have indicated that optical excitation of topolog-
ical insulators (TIs) with circularly polarized light can induce spin-
polarized electron currents along the TI surface. The direction of this
photocurrent can be controlled by varying the circular polarization of
the driving light from right- to left-handed. So far, only DC photocur-
rents have been detected [J. W. Mclver et al. Nature Nanotechnology
7, 96 (2012)]. Since electrons moving through a solid typically undergo
scattering on sub-picosecond time scales, it is highly desirable to gen-
erate and detect TI photocurrents with femtosecond time resolution.
Here, we drive ultrashort current bursts in n-doped BisSes by exci-
tation with a laser pulse (10fs, 800nm, 10nJ). The photocurrent gives
rise to the emission of a terahertz (THz) electromagnetic pulse whose
transient electric field E(¢) is detected by means of electro-optic sam-
pling with a time resolution of 10fs. We observe extremely broadband
THz emission covering the range from 10 to 30THz, and the THz in-
tensity is found to depend strongly on the helicity of the pump pulses.

A method is presented that allows us to extract the transient current
j(t) from the measured E(t). We finally discuss the origin of j(t) and
implications for the dynamics of photoexcited TI electrons.

TT 15.7 Mon 17:00 H10
Static screening properties of topologically protected sur-
face states — eDANIEL WoRTMANN, GuUsTAv BIHLMAYER, YURIY
Moxkrousov, and STEFAN BLUGEL — Peter Griinberg Institut and In-
stitute for Advanced Simulation, Forschungszentrum Jiilich and JARA,
52425 Jilich, Germany

The electrons occupying surface states of topological insulators (TI)
provide charges that can screen electric fields applied perpendicular to
the surface. Being a very basic phenomenon, its realistic description is
rather difficult: model approaches fail to provide quantitative results
while DFT calculations of insulating slabs with external electric fields
suffer from difficulties arising from the incomplete screening of the field
inside the slab.

We demonstrate that the embedded Green function method [1,2]
can be utilized to investigate the effects of an applied field on the sur-
face states. Our approach describes the formation of surface states
in terms of their scattering properties at the semi-infinite bulk states
by means of a generalized logarithmic derivative. Besides discussing
the underlying idea of this elegant theoretical tool and its application
to prototypical topological insulators, we present a comparison of the
expected screening effects seen in a topological insulator with those in
a topological material.

[1] see http://www.flapw.de for details of the code

[2] D. Wortmann, H. Ishida, S. Bliigel, Phys. Rev. B 65, 165103
(02)

TT 15.8 Mon 17:15 HI10
Topological phases of spin chains — KaAspPErR DUIVENVOORDEN
and eTHOMAS QUELLA — Universitat zu Koln, Institut fiir Theoretis-
che Physik, K&ln, Deutschland

The Haldane phase of one-dimensional S = 1 spin chains with SU(2)
symmetry is one of the first topological states of matter. In particular,
it features a bulk-boundary correspondence, with S = 1/2 degrees of
freedom emerging at the boundaries of the system. Moreover, it ex-
hibits a diluted anti-ferromagnetic order which can be measured using
a non-local string order parameter. With the prospect of being able
to simulate spin chains with SU(N) symmetry in the laboratory using
ultracold earth-alkaline atoms it is a natural and interesting question
whether similar topological phases also exist beyond N = 2.

In a recent paper we have shown that this is indeed the case. More
precisely, spin chains with SU(N) symmetry allow for up to N differ-
ent topological phases, N — 1 of which are topologically non-trivial.
These phases exhibit topological order that is reflected in a specific
entanglement pattern resulting from the matrix product state repre-
sentation of the corresponding ground state wave function. It may be
detected using a non-local string order parameter which characterizes
each of the N phases unambiguously. Analytical and numerical results
confirm that our order parameter may be used to extract a quantized
topological invariant.

TT 15.9 Mon 17:30 HI10
Strongly-correlated topological semiconductors — eSTANISLAV
Cuapov!, Craupia FeLser!, LEon PeTIT?, HUBERT EBERT®, and
Jan MiNAR? — IMPI-CPFS Dresden — 2STFC Daresbury Labora-
tory, UK — 3LMU Miinchen

Using the fully-relativistic Green’s function formalism we analyze the
electronic structure topology in series of the heavy rock-salt type semi-
conductors PuX, SmX (X=Te, Se, S). Due to the partial filling of their
f-shells, these materials exhibit strong dynamical correlations which
destroy the Bloch-like eigenstates. Thus, the usual analysis based on
the symmetry of the eigenstates cannot be applied. Here we recall the
adiabatic approach, which allows to analyze the topology based on a
purely bulk information disregarding the Bloch or localized character of
the electronic states. The dynamical correlations were treated within
the DMFT scheme implemented in the framework of the SPR-KKR
Green’s function method.

TT 15.10 Mon 17:45 HI10
Correlation between linear Magnetoresistance and Mobility
of Heusler Topological Insulators — ¢C. SHEKHAR, A. K. NAYAK,
S. Ovarpi, G. H. FECcHER, and C. FELSER — Max Planck Institute
for Chemical Physics of Solids, Nothnitzer Str. 40, 01187 Dresden,
Germany
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Topological insulators (TIs) are a class of quantum materials and be-
long to a new state of matter with topologically protected gapless Dirac
fermionic states. Among the TIs series Heusler compounds are promis-
ing candidates for the nanoelectronic devices. If these compounds con-
tain heavy metals (Au, Pb, Pd, Pt, Sb and Bi) and a lanthanide ele-
ment then they exhibit extraordinary physical properties including zero
band gap. Generally, gapless compounds show high mobility, where no
threshold energy is required to conduct carriers from occupied states
to empty states. Very recently, the exciting discovery of graphene is
an example of high-mobility compounds due to its linear dispersion of

the bands, where charge carriers behave like massless particles. How-
ever, the Heusler TIs having zero band gap are also expected to show
high mobility. The Heusler T1Is also exhibit nonsaturating and positive
magnetoresistance, that shows systematic variations with temperature.
The best fitting of observed MR is found with the combination of lin-
ear and quadratic field dependence and may be written in form of a
quadratic equation: MR = a|B| + (b/2)B?, where B is applied field.
It is clear that this MR originates from the contribution of both linear
and parabolic terms. The parabolic term is well known and comes
from the Lorentz force, while the origin of the linear MR is intriguing.

TT 16: Transport: Quantum Dots, Wires, Point Contacts 2 (jointly with HL)

Time: Monday 15:00-17:30

TT 16.1 Mon 15:00 H18
Bound States in a Carbon Nanotube Quantum Dot Cou-
pled to Superconducting Leads — eAmiT KuMaR!, MARTIN
Gaimv!, DaNIEL StrININGER!, ANDREAS K. HUTTEL!, CHRISTOPH
STRUNK!, ALFREDO LEVY YEYATI2, and ALvARO MARTIN-RODERO?2
— lInstitute for Experimental and Applied Physics, University of Re-
gensburg, 93040 Regensburg, Germany — 2Department of Theoretical
Condensed Matter Physics, Universidad Auténoma de Madrid, 28049
Madrid, Spain

We report on tunnelling spectroscopy measurements on a carbon nan-
otube quantum dot device strongly coupled with niobium supercon-
ducting leads at two ends and weakly coupled to a tunnel probe (alu-
minium) in the middle. Gate dependent differential conductance mea-
surements at low temperature down to 25mK reveal the formation of
bound states (Andreev / Yu-Shiba Rusinov) inside the superconduct-
ing gap. By virtue of the larger superconducting gap of the niobium,
we observe several such states. Odd Coulomb valleys show negative
differential conductance features, which are characteristics for bound
states with localized spins. These localized spins (odd number of elec-
trons on the quantum dot) are known to generate localized Yu-Shiba
Rusinov bound states inside the superconducting gap and are expected
to dominate in asymmetrically coupled quantum dot devices. More
detailed experimental investigations and theoretical calculations are in
progress to understand these experimental findings.

TT 16.2 Mon 15:15 H18
Kondo Physics in Clean Carbon Nanotubes — eDANIEL
ScHMID, ALois DIRNAICHNER, PETER STILLER, ANDREAS K. HUT-
TEL, and CHRISTOPH STRUNK — Institute for Experimental and Ap-
plied Physics, University of Regensburg, 93040 Regensburg, Germany

Clean carbon nanotube quantum dots provide ideal model systems
with orbitally degenerate quantum levels to probe novel Kondo physics.
Transport measurements on single quantum dots were done down to
a base temperature of T ~ 20mK in the 10 < N, < 50 electron
regime, showing the typical signatures of the Kondo effect, as well as
co-tunneling features at finite bias.

We focus on a specific charge state with No = 21 electrons in the
intermediate coupling regime Gmax =~ 0.9(2¢2/h). Besides the usual
Kondo peak around zero bias voltage (Vsp = 0) the differential con-
ductance displays interesting satellites at finite Vgp. These satellites
depend only weakly on magnetic field and temperature for the range
B < 8T and T < 1K.

TT 16.3 Mon 15:30 HI18
Thermal quasiparticle spectroscopy of a carbon nanotube
quantum dot coupled to superconducting leads: part I, ex-
periment — eMAaARkUs Gaass, ANDREAsS K. HOTTEL, ToM GEIGER,
SEBASTIAN PFALLER, ANDREA DONARINI, MILENA GRIFONI, and
CHRrIsTOPH STRUNK — University of Regensburg, 93040 Regensburg,
Germany

We present electronic transport measurements of a single wall carbon
nanotube quantum dot contacted with Niobium electrodes. At ele-
vated temperatures, within the superconductor energy gap and the
Coulomb blockade region additional transport resonances arise, which
we attribute to thermally generated quasiparticles in the Nb leads. A
detailed comparison of the temperature dependence with model calcu-
lations leads to excellent agreement for zero as well as finite applied
bias.

TT 16.4 Mon 15:45 HI18

Location: H18

Thermal quasiparticle spectroscopy of a carbon nanotube
quantum dot coupled to superconducting leads: part II, the-
ory — eSEBASTIAN PFALLER, MARKUS Gaass, ANDREAS K. HUTTEL,
Towm GEIGER, ANDREA DONARINI, CHRISTOPH STRUNK, and MILENA
GrirFoNI — University of Regensburg, 93040 Regensburg, Germany

We present in this study a transport theory for a carbon nanotube
quantum dot coupled to superconducting leads to lowest order in the
tunneling. A generalized master equation is used to model the dynam-
ics. For high enough temperatures, quasiparticles in the superconduct-
ing lead get thermally excited across the gap, leading to conductance
in the Coulomb blockade including the subgap region. Around zero
bias conductance peaks are observed. A comparison of the tempera-
ture dependence of these thermally induced conductance peaks with
experimental data shows excellent agreement.

TT 16.5 Mon 16:00 HI18
Mapping out the band structure of carbon nanotubes in a
magnetic field: part I, experiment — eALOIS DIRNAICHNER,
DANIEL ScHMID, MAGDALENA MARGANSKA, MILENA GRIFONI, AN-
DREAS K. HUTTEL, and CHRISTOPH STRUNK — University of Regens-
burg, 93040 Regensburg, Germany

We report on electronic transport spectroscopy measurements on an
ultra-clean carbon nanotube as a quantum dot at low temperature and
finite magnetic field. The direction of the magnetic field can be ad-
justed both parallel and perpendicular to the nanotube axis with flux
densities of up to B = 17T. Data focusses on the few-electron spec-
trum, highly regular down to N, = 1, where sharp Coulomb blockade
oscillations enable tracing of multiple excited quantum states. We dis-
cuss spin-orbit coupling and KK’-mixing in our sample. The data is
compared to state-of-the art CNT modeling.

15 min. break

TT 16.6 Mon 16:30 HI18
Mapping out the band structure of carbon nanotubes in
a magnetic field: part II, theory — eMAGDALENA MARGAN-
SKA, ALoIS DIRNAICHNER, DANIEL ScHMID, ANDREAS K. HUTTEL,
CHRISTOPH STRUNK, and MILENA GRrirFoNI — University of Regens-
burg, Germany

We report here an analysis of transport measurements of ultraclean
carbon nanotubes in parallel magnetic field. Employing the magnetic
field dependence of the energies of ground and excited states of a single
excess electron in the CNT-quantum dot we can assign a diameter and
chirality to the nanotube present in the device. The data obtained in
low fields allow us to extract several of the nanotube parameters, and
to refine the minimal Hamiltonian commonly used for CNT quantum
dots in parallel magnetic fields. With an additional asymmetry term
appearing in the Hamiltonian, we can match the experimental data
with high accuracy. Using the results from high magnetic fields we
can further refine our analysis and identify the term responsible for
electron-hole asymmetry in the spin-orbit splitting.

TT 16.7 Mon 16:45 HI18
Tunable electron-vibron coupling in suspended carbon
nanotube quantum dots — eCHRisToPH STAMPFERDZ2, PE-
TER WEBERY'2, CarRoLA MEYER2, and STEFAN TRELLENKAMP2
— 1JARA-FIT and II. Institute of Physics B, RWTH Aachen,
52074 Aachen, Germany — 2Peter-Criinberg-Institut (PGI-6/8/9),

Forschungszentrum Jiilich, 52425 Jiilich, Germany
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Measurements through nano electromechanical systems and single-
molecule junctions have shown that electronic transport is strongly
influenced by the mechanical motion, leading to transport assisted by
emission of vibrons. Furthermore, a strong electron-vibron coupling
is expected to lead to a suppression of transport through the vibronic
ground state, known as Franck-Condon blockade. Here we report on
transport in a quantum dot formed in a partly suspended carbon nan-
otube devices. The data show Coulomb diamonds with a clear fourfold
degeneracy and an experimental confirmation of Franck-Condon block-
ade mechanism. More interestingly, we show that our four-terminal
quantum device allows us to tune the electron-vibron coupling. In
particular, we focus on the investigation of spin states and the tun-
ability of electron-phonon coupling in the suspended carbon nanotube
quantum dot.

TT 16.8 Mon 17:00 H18
Spin-dependent coupling to vibrations in suspended car-
bon nanotube quantum dots — eHrerNAN L. Camvol:?, Ju-
LiaN BonLe'23, Curistorn STamPFER?3%, and MaARTEN R.
WeceEwns! 23 — lnstitut fiir Theorie der Statistischen Physik,
RWTH Aachen University, Germany — 2JARA - Fundamentals
of Future Information Technology — 3Peter Griinberg Institut,
Forschungszentrum Jiilich, Germany — #II. Institute of Physics B,
RWTH Aachen University, Germany

Recent transport experiments in a semi-suspended carbon nanotube
(CNT) quantum dot have shown an electron-vibration coupling that
is markedly different for spin singlet and triplet states. In this talk,
we show that such an apparent spin-vibration coupling can be under-
stood in terms of a coupling of the electronic valley degree of freedom
of the CNT to the observed longitudinal vibration. Strikingly, this
Peierls-type coupling in the valley space leads to Franck-Condon side-

bands that mostly develop for the triplet excited state. A vibrational
modulation of the exchange interaction on the CNT is shown to re-
sult in a similar, but weaker effect. The effect can be understood
qualitatively from polaronic shifts obtained in the Born-Oppenheimer
approximation. In the regimes of interest, however, this approxima-
tion breaks down and we present transport calculations accounting for
the full pseudo-Jahn-Teller mixing of the vibronic states that show
satisfactory agreement with the experiment.

TT 16.9 Mon 17:15 HI18
Graphene quantum dots on hexagonal boron nitride —
e ALEXANDER EppiNG12| STEPHAN ENGELs!2, CHRISTIAN VoLk!2,
JaN DauBger!2, BERNAT TERRES!2, MarTHIAS GOLDSCHE!2, KENJI
WaranBE®, TakasHl TanNicucHI®, and CHRISTOPH STAMPFERD2
— 1JARA-FIT and II. Institute of Physics B, RWTH Aachen,
52074 Aachen, Germany — 2Peter-Griinberg-Institut (PGI-9),
Forschungszentrum Jiilich, 52425 Jiilich, Germany — 3Advanced
Materials Laboratory, National Institute for Materials Science, 1-1
Namiki, Tsukuba, 305-0044, Japan

Graphene exhibits unique electronic and mechanical properties mak-
ing it a promising material for future quantum-electronic applications.
However, state of the art graphene quantum dots fabricated on SiO2
substrates suffer from their poor quality due to a large disorder po-
tential. Recently, it has been shown that placing graphene on hexag-
onal boron nitride (hBN) substantially reduces the disorder poten-
tial because of its atomically-flat graphene-like hexagonal structure.
Here, we present the fabrication and characterization of single-layer
graphene quantum dots on hBN substrates. In particular we show
low-temperature transport measurements showing Coulomb diamonds
with charging energies between 9 meV and 11 meV.

TT 17: Correlated Electrons: Spin Systems, Itinerant Magnets 2

Time: Monday 15:00-17:45

TT 17.1 Mon 15:00 H19

Entanglement Entropy and Quantum Monte Carlo — ePETER
BRrROCKER — Institut fiir Theoretische Physik, Universitiat zu Koln

Entanglement spectra and entanglement entropies have attracted a lot
of attention in the last few years. Among other things, they can serve
as precise indicators for (quantum) phase transitions as well as for de-
tecting topologically ordered phases. We will report on the calculation
of entanglement entropies in Quantum Monte Carlo, in particular in
the frameworks of Loop Quantum Monte Carlo and Stochastic Series
Expansion. We will also discuss approaches for Auxiliary Field Quan-
tum Monte Carlo, which is of special interest in light of recent advances
in simulations of fermionic models in the vicinity of the antiferromag-
netic phase transition.

TT 17.2 Mon 15:15 H19
The phase diagram of the two-orbital Hubbard model by
means of the dynamical mean field theory — eViasTiMIL
KrAPEK and JaN KuNES — Institute of Physics, Academy of Sci-
ences of the Czech Republic, Cukrovarnickd 10, 162 00 Praha, Czech
Republic

The Blume-Emery-Griffiths (BEG) model with repulsive biquadratic
coupling exhibits a complex multicritical phase diagram [1]. In our
recent work we have shown that the two-orbital Hubbard model can
be mapped on BEG model when only certain nearest-neighbor interac-
tions are considered and that this model is relevant for the spin-state
transition observed in LaCoO3 [2].

Motivated by this we explore the phase diagram of the two-orbital
Hubbard model further, focusing on the following points: (1) By chang-
ing the bandwidths we can vary the metallicity of the system while
keeping the parameters of the BEG model constant. (2) By changing
the temperature and the crystal-field splitting we visit different phases
and study the transitions between them. The two-site unit cell is used
to allow for the orbital and magnetic ordering. (3) We study the effect
of the number of electrons different from the half filling.

[1] W. Hoston and A. N. Berker, Phys. Rev. Lett. 67, 1027 (1991).
[2] J. Kune$ and V. Kfapek, Phys. Rev. Lett. 106, 256401 (2011).

TT 17.3 Mon 15:30 H19

Location: H19

Towards microscopic understanding of skyrmions in
Cu208e0s3: an effective theory description — OLEG
Janson!, eloaNNIs RousocHATZAKIS?2, ALEXANDER TSIRLINS, UL-
RICH ROssLER?, JEROEN VAN DEN BRINk?, and HELGE RosNer! —
1Max Planck Institute for Chemical Physics of Solids, Dresden, Ger-
many — 2Leibniz Institute for Solid State and Materials Research,
Dresden, Germany — S3National Institute of Chemical Physics and
Biophysics, Tallinn, Estonia

We present a quantitative physical picture for the spin 1/2 ferrimag-
netic helimagnet CuaOSeO3s based on a DFT-based microscopic mag-
netic model. Besides clarifying the relevant low-energy magnetic de-
grees of freedom, the main successes of the theory are the following:
(i) it reveals an intimate connection between CuzOSeO3 (an insulating
ferrimagnet) and MnSi (a metallic ferromagnet); (ii) it clarifies which
Dzyaloshinskii-Moriya terms are responsible for the long-wavelength
twisting, and gives a helix period of 58 nm, in very good agreement
to the one (~50 nm) reported by Lorentz transmission electron mi-
croscopy by Seki et al [1]; (iii) it predicts the presence of a small an-
tiferromagnetic canting which is tied to the long-wavelength twisting;
(iv) it reveals the mechanism for the reduction of the Cu moments as
observed by Bos et al [2].

[1] S. Seki, X. Z. Yu, S. Ishiwata, Y. Tokura, Science 336, 198 (2012)
[2] J.-W. G. Bos, C. Colin, T. Palstra, Phys. Rev. B 78, 094416
(2008).

TT 17.4 Mon 15:45 HI19
understanding of skyrmions in
study — eOLEG Janson!, IoanNis

2 ALEXANDER TsIrRLIND3, ULRicH ROSSLER?,

ROUSOCHATZAKIS?,

JEROEN vAN DEN Brink?, and HELGE RosNErR! — 'Max Planck In-
stitute for Chemical Physics of Solids, Dresden, Germany — 2Leibniz
Institute for Solid State and Materials Research, Dresden, Germany
— 3National Institute of Chemical Physics and Biophysics, Tallinn,

Estonia

Towards microscopic
Cu30SeOs3: a DFT

Unlike most undoped cuprates, the S = 1/2 Heisenberg magnet
Cuz08e03 exhibits a ferrimagnetic ground state and a sizable magne-
toelectric coupling. Furthermore, recent experimental studies reported
magnetic-field-induced emergence of skyrmions in this insulating ma-
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terial. Based on extensive DFT band structure calculations, we evalu-
ate the microscopic magnetic model, including isotropic (Heisenberg)
and anisotropic (Dzyaloshinskii-Moriya) terms. We extract five rele-
vant magnetic couplings that form a complex, but non-frustrated spin
model which can be described as a pyrochlore lattice of magnetic tetra-
hedra. The model parameters are justified by quantum Monte-Carlo
simulations and subsequent comparison to the experiments.

TT 17.5 Mon 16:00 H19

Long-wavelength helimanegtic order and skyrmion lat-

tice phase in Cuz0SeO3 — Arronso CHaconb?, eTim
Apams!, MicHaEL WAaGNER!, ANDREAs Bauer!, GEORG
BranprLl?2, BjoerN PepersenN?, HeLmuTrH BEeRGER®, PETER

LeMMENs?, and CHRisTIAN PrFLEIDERER! — lTechnische Univer-

sitdt Miinchen, Physik-Department E21, D-85748 Garching, Germany
— 2Forschungsneutronenquelle Heinz Maier Leibnitz (FRM II), Licht-
enbergstr. 1, 85748 Garching, Germany — 3Ecole Polytechnique
Federale Lausanne, CH-1015 Lausanne, Switzerland — “Institute for
Condensed Matter Physics, TU Braunschweig, D-38106 Braunschweig,
Germany

1

We report a long-wavelength helimagnetic superstructure in bulk sam-
ples of the ferrimagnetic insulator CuzOSeO3. The magnetic phase
diagram associated with the helimagnetic modulation inferred from
small-angle neutron scattering and magnetization measurements in-
cludes a skyrmion lattice phase and is strongly reminiscent of MnSi,
FeGe, and Fej_;Co,Si, i.e., binary isostructural siblings of CuaOSeO3
that order helimagnetically. The temperature dependence of the spe-
cific heat of Cuz20SeO3 is characteristic of nearly critical spin fluctu-
ations at the helimagnetic transition. This provides putative evidence
for effective spin currents as the origin of enhancements of the mag-
netodielectric response instead of atomic displacements considered so
far.

TT 17.6 Mon 16:15 H19
Méssbauer, NMR und pSR investigations of microscopic
magnetic ordering of Laz;O>Fe;OSes — oSirRko BUBEL!, MARCO
GuntHER!, RAJIB SARkAR!, Hans-HenniNg Krauss!, HUBER-
TUs LUETKENSZ, GWENDOLYN Pascua?, Kwanc-Yonc Cror?, and
Hambong Zuou? — lInstitut fiir Festkérperphysik, Technische Uni-
versitat Dresden, 01062 Dresden, Germany — 2Paul Scherrer Insti-
tut, 5232 Villigen PSI, Switzerland — 3Institut fiir Physik der Kon-
densierten Materie, 38106 Braunschweig, Germany — 4Experimental
Condensed Matter Physics, University of Tennesee

20 years after the first investigations of the antiferromagnetically or-
dered oxo-chalcogenid LazO2Fe2OSe2 the common picture of micro-
scopic alignment of iron moments in the expanded squarish Fex O-layers
is still controversy discussed [1,2]. Furthermore first superconducting
samples of this structural class were succesully synthesized in 2012 [3]
linking this oxo-chalcogenid to the pnictide superconductors.

To understand the mechanism of iron magnetism in these systems
we investigated a powder sample of LasO2FeaOSes by 37 Fe-Mossbauer
spectroscopy, SR and 139La-NMR. These measurements strongly sug-
gest that iron moments are coupled ferromagnetically via selenium
and antiferromagnetically via oxygen. We infer a new magnetic struc-
ture on the basis of these results, being consistent with Goodenough-
Kanamori-rules, and speculate about orbital order in this system.

[1] Y. Fuwa et al., Phys. Rev. B. 84 (2011) 174506
[2] D. J. Free, S. O. Evans, Phys. Rev. B. 81 (2010) 214433
[3] P. Doan et al., J. Am. Chem. Soc. 134, 16520 (2012)

15 min. break

Topical Talk TT 17.7 Mon 16:45 H19
Magnetic Frustration in a Quantum Spin Chain: The
Case of Linarite PbCuSO4(OH)> — eAnja U.B. WortER?,
MARKUS ScHAPERS!, FERDINAND Lipps!, VLaDIK KATAEV!, SATOSHI
NisuiMmoro!, SteEFAN-LuDpwic DREcHSLER!, BERND BUCHNER!,

Rico BEeYER?, Marc Umnrarz?, JocHeEN WosNiTza2, BRITTA

WILLENBERG®, MANFRED REeenUIS?, KIrRriLy C. RuLe®, BACHIR

OuLaDDIAF?, and STEFAN SULLOW® — lLeibniz-Institut IFW Dres-
den, Dresden, Germany — 2Dresden High Magnetic Field Labora-
tory, Dresden, Germany — 3Dresden High Magnetic Field Laboratory,
Dresden, Germany — “Institute Laue-Langevin, Grenoble, France —
5TPKM, TU Braunschweig, Braunschweig, Germany

We present a combined neutron diffraction, NMR and bulk ther-
modynamic study of the natural mineral linarite PbCuSO4(OH)s.
An incommensurate magnetic ordering with a propagation vector
k=(0,0.186,1/2) was found below Tn=2.8 K in a zero magnetic field.
The analysis of the neutron diffraction data yields an elliptical he-
lical structure. From detailed investigations of linarite in magnetic
fields up to 12 T, applied along the chain direction, a very rich mag-
netic phase diagram is established, with multiple field-induced phases,
and possibly short-range-order effects occurring in high fields. Our
data establish linarite as a model compound of the frustrated one-
dimensional spin chain, with ferromagnetic nearest-neighbor and an-
tiferromagnetic next-nearest-neighbor interactions. Long-range mag-
netic order is brought about by interchain coupling one order of mag-
nitude smaller than the intrachain coupling.

TT 17.8 Mon 17:15 HI19
Investigation of Ferromagnetic Copper Oxides — eKEVIN
CasLIN!, REINHARD KREMER!', Mike WHANGBO?, Jia Liu?, and
FraNz PerTLIK® — IMPI fiir Festkorperforschung, Heisenbergstrasse
1, D-70569 Stuttgart, Germany — 2Dept. of Chemistry, North Car-
olina State Univ., Raleigh, North Carolina 27695-8204, USA — 3Inst.

f. Mineralogie und Kristallographie d. Univ., A-1010 Wien, Osterreich

We are investigating low dimensional S = % Cu quantum-chain sys-
tems. Materials containing Cu S = % moments in a distorted oxygen
octahedral environment form CuOs ribbon chains. Such ribbon chains
support ferromagnetic (FM) nearest-neighbour (NN) via Cu-O-Cu ex-
change and antiferromagnetic (AFM) next-nearest-neighbour (NNN)
via Cu-O-O-Cu exchange. Often the NNN-AFM interaction is domi-
nant and leads to a low temperature, AFM, long-range ordering. Sys-
tems of this type are known to develop unusual structural distortions
and incommensurate spiral magnetic structures.[1,2,3] In this study, we
search for S = % Cu based materials with crystal structures leading
to a predominate NN-FM exchange. X-ray diffraction, heat capac-
ity, thermal expansion and magnetic measurements were performed
to characterize such materials. DFT and band structure calculations
were also carried out for further invesitgation.

[1] B. J. Gibson, R. K. Kremer, A. V. Prokofiev, W. Assmus, and G.
J. McIntyre, Physica B 350, E253 (2004)

[2] C. Lee, Jia Liu, M.-H Whangbo, H.-J. Koo, R. K. Kremer, and A.
Simon, Phys. Rev. B 86, 060407 (2012)

[3] M. G. Banks, R. K. Kremer, C. Hoch, A. Simon, B. Ouladdiaf,
J.-M. Broto, H. Rakoto, C. Lee, and M.-H. Whangbo, Phys. Rev. B
80, 024404 (2009)

TT 17.9 Mon 17:30 HI19

Quantum helimagnets: detriments and new chances for

multipolar phases — Sartosur NisHimMoTo!, eSTEFAN-LUDWIG
DrecHsSLER!, RomaN Kuzian2, JoHANNES RICHTER®, and JEROEN
VAN DEN BRriNk! — lInstitut fiir Theoretische Festkorperphysik

am IFW-Dresden, P.O. Box 270116, D-01171 Dresden, Germany —
2Institute for Materials Science, Kiiv, Ukraine — 3Universiat Magde-
burg, Institut fiir Theoretische Physik, Germany

Arbitrarily strong coupled frustrated spin-1/2 chains in high magnetic
fields described within the ferro- antiferromagnetic J;-J2 Heisenberg
model and various types of interchain coupling are studied by DMRG,
hard-core boson, and spin-wave theory approaches. Multipolar phases
related to multimagnon bound states are destroyed (supported) by
weak antiferromagnetic (ferromagnetic) interchain couplings Ji.. We
show that quantum spin nematics (quadrupolar phase) might be found
for LiVCuO4 whereas for Li(Na)Cu2O3 it is prevented by a sizeable
antiferromagnetic Jic. Instead PbCuSO4(OH)2 (linarite) with sizable
easy-axis anisotropy for ferromagnetic nearest neighbor inchain cou-
pling J; of about 12% might be a good candidate for a triatic (octupo-
lar) phase.
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TT 18: Focused Session: Correlations in Topological Bands (jointly with DS, HL, MA, and O)

Topological ideas have been among the most profound recent additions to the field of condensed matter
physics, and they have provided some of the most unexpected new developments, most recently through
the proposed existence of fractional Chern insulators: these are lattice systems in which fractional
quantum Hall physics occurs in partially filled non-dispersive topological “Chern” bands. Our ability to
create such environments is central to advancing the understanding of correlated electron physics.

This session focuses on the twin aspects of the new physics that can be found in such settings on one

hand, and recent progress towards realizing such settings on the other.

It contains theoretical and

experimental contributions, from nano-, semiconductor and cold atomic physics.

Organizer: Roderich Moessner (MPI PKS, Dresden)

Time: Monday 15:00-17:45

Invited Talk TT 18.1 Mon 15:00 H20
Designer Dirac Fermions, Topological Phases, and Gauge
Fields in Molecular Graphene — eHaRr1 C. MANOHARAN — Dept.
of Physics, Stanford University, Stanford, California 94305, USA

Using low-temperature scanning tunneling microscopy and spec-
troscopy, we show the emergence of Dirac fermions in a fully tunable
condensed-matter system—molecular graphene—assembled via atomic
manipulation of a conventional two-dimensional electron system in a
surface state. We embed, image, and tune the symmetries underlying
the two-dimensional Dirac equation into these electrons by sculpting
the surface potential with manipulated molecules. By distorting the
effective electron hopping parameters into a Kekulé pattern, we find
that these natively massless Dirac particles can be endowed with a
tunable mass engendered by the associated scalar gauge field, in anal-
ogy to the Higgs field. With altered symmetry and texturing of the
assembled lattices, the Dirac fermions can be dressed with gauge elec-
tric or magnetic fields such that the carriers believe they are in real
fields and condense into the corresponding ground state, as confirmed
by tunneling spectroscopy. Using these techniques we ultimately fabri-
cate a quantum Hall state without breaking time-reversal symmetry, in
which electrons quantize in a gauge magnetic field ramped to 60 Tesla
with zero applied laboratory field. We show that these and other chi-
ral states now possible to realize have direct analogues in topological
insulators, and can be used to guide or confine charge in nontrivial
ways [1].

[1] Gomes et al., Nature 483, 306-310 (2012).

Invited Talk TT 18.2 Mon 15:30 H20

Fractional Topological Insulators — eCraubio CHAMON!,
CHRISTOPHER MUDRY2, Titus NEUPERT?, and Luiz SanTos® —
1Boston University — 2Paul Scherrer Institute — 3Perimeter Insti-
tute

The prediction and experimental discovery of topological band insula-
tors and topological superconductors are recent examples of how topol-
ogy can characterize phases of matter. In these examples, electronic
interactions do not play a fundamental role. In this talk we shall dis-
cuss cases where interactions lead to new phases of matter of topologi-
cal character. Specifically, we shall discuss fractional topological states
in lattice models which occur when interacting electrons propagate on
flattened Bloch bands with non-zero Chern number. Topologically or-
dered many-particle states can emerge when these bands are partially
filled, including a possible realization of the fractional quantum Hall
effect without external magnetic fields. We also discuss the importance
of geometric band attributes to stabilize certain fractional states, high-
lighting the importance of geometry and not just topology for reaching
fractional states of matter.

Topical Talk TT 18.3 Mon 16:00 H20
Hierarchy of Fractional Chern Insulators and Competing
Compressible States — e ANDREAS LAucHLI — Institut fiir The-
oretische Physik, Universitat Innsbruck, A-6020 Innsbruck, Osterreich

The recent engineering of simple tight binding models harboring flat
bands with non-zero Chern number calls for a detailed study of the
possible many-body phases occurring in partially filled Chern bands
and their analogies and differences compared to the continuum Lan-
dau level problem. We first report the numerical phase diagram for
a flat Chern band with C' = 1 on the checkerboard lattice, where we

Location: H20

find hierarchy multiplets of incompressible states at various fillings v
These are accounted for by an analogy to Haldane pseudopotentials
extracted from an analysis of the two-particle problem. Important
distinctions to standard fractional quantum Hall physics are striking:
absent particle-hole symmetry in a single band, an interaction-induced
single-hole dispersion appears, which perturbs and eventually destabi-
lizes incompressible states as v increases [1]. In second study we inves-
tigate the occurrence of fractional Chern insulating phases in a series
of bands with higher Chern numbers C' = N > 1. We find compelling
evidence for a series of stable states at v = 1/(2N + 1) for fermions as
well as bosonic states at v = 1/(N + 1). By examining the topological
ground state degeneracies and the excitation structure as well as the
entanglement spectrum, we conclude that these states are Abelian [2].

[1] A. M. Lauchli Z. Liu, E.J
arxiv:1207.6094 (2012)

[2] Z. Liu, E. J. Bergholtz, H. Fan, and A. M. L&auchli, Phys. Rev.
Lett. 109, 186805 (2012)

Bergholtz, and R. Moessner,

15 min. break

Topical Talk TT 18.4 Mon 16:45 H20
Designing Topological Bands for Ultracold Atomic Gases —
oNIGEL CooPER — Cavendish Laboratory, University of Cambridge,
UK

One of the most important techniques in the ultracold atom toolbox
is the optical lattice: a periodic scalar potential formed from standing
waves of light. Optical lattices are central to the use of atomic gases
as quantum simulators, and allow the exploration of strong-correlation
phenomena related to condensed matter systems. I shall describe how
to design new forms of optical lattice - so-called “optical flux lattices”
- in which optically dressed atoms experience a periodic effective mag-
netic flux with high mean density. Optical flux lattices have narrow
energy bands with nonzero Chern numbers, analogous to the Landau
levels of a charged particle in a uniform magnetic field. These lattices
will greatly facilitate the achievement of the quantum Hall regime for
ultracold atomic gases.

Topical Talk TT 18.5 Mon 17:15 H20
Probing Topological Bloch Bands Using Ultracold Quantum
Gases — eIMMANUEL BrLocH — Max-Planck Institut fiir Quantenop-
tik, Garching, Germany — Ludwig-Maximilians Universitat, Miinchen,
Germany

Over the past years, ultracold quantum gases have emerged as highly
controllable testbeds for probing fundamental condensed matter phe-
nomena. In my talk, I will show how strong effective magnetic fields
can be realized for neutral atoms held in an especially engineered opti-
cal lattice potential. The effective field strengths that can be reached,
are 10-100 times larger than what can be achieved even with the
strongest magnets in real material systems, allowing one to take the
artificial quantum matter into a new parameter regime. Furthermore,
I will show how by carrying out matter wave interferometry within
the Bloch bands, we have been able to measure the Zak phase - the
Berry phase in one dimension - and to directly determine topological
invariants. As an example, I will present results for the celebrated
Su-Schrieffer-Heeger model of polyacetylene that can be modelled by
using optical superlattice potentials.
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TT 19: Quantum Liquids, Miscellaneous 2

Time: Monday 15:00-16:30

TT 19.1 Mon 15:00 H21
Structures forming out of quantum seeds in Bose con-
densates with time-dependent tunnel coupling — CLEMENS
NEUENHAHN!, ANATOLI PoLKOVNIKOVZ, and ¢ FLORIAN MARQUARDT!
— Universitat Erlangen-Niirnberg, Germany — 2Boston University,
USA

Quantum fluctuations can be amplified into macroscopic structures in
the course of time. This can happen in quench scenarious, where some
parameter is time-dependent, and it has wide-ranging implications,
from condensed matter physics to cosmology.

Here, we investigate the behaviour of a model system of two 1D
clouds of bosonic atoms. Specifically, we track the time-evolution of
the quantum field that describes the relative phase between the quasi-
condensates as a function of position. When suddenly switching on the
tunnel-coupling, the subsequent dynamics is first governed by paramet-
ric amplification of the initial quantum fluctuations. At a later stage,
nonlinear dynamics takes over, and localized phase structures form.
These structures, which we term ’quasi-breathers’, then stochastically
form and decay, and we characterize their features using numerical
simulations of the underlying sine-Gordon equation based on the trun-
cated Wigner approximation. We then turn to a scenario where the
tunnel coupling is changed smoothly over time. It turns out this can
be mapped to the evolution of the quantum sine-Gordon field in an
expanding 141 dimensional toy universe, giving insight into nonlinear
structure formation in cosmology.

TT 19.2 Mon 15:15 H21
Interference effects in Fock space in Bose-Hubbard systems
— eTuomas EncL!, Juan Dieco UrsINal, ARTURO ARGUELLES
Parra2, JUuLIEN DuJjarRDIN?, PETER ScHLAGHECK?, and KLAUS

RicHTER! — !Universitit Regensburg — 2Universite de Liege

Semiclassical techniques have so far been applied mainly to single par-
ticle systems. For these systems they provide a powerful toolbox to
study interference effects and allow analytical calculations even in the
presence of classical chaos.

On the other hand there have been attempts to apply the semiclassi-
cal approximation to the Feynman path integral for bosonic quantum
fields in coherent state representation. The resulting coherent state
path integral however leads to complex actions which does not give
clear insight in interference effects.

We have succeeded in finding a representation in which the semiclas-
sical approximation leads to a van-Vleck propagator with real action
and therefore shows interference in Fock space explicitly. We use this
propagator to predict various interference effects for Bose-Hubbard sys-
tems in three different regimes of the ratio of interaction and hopping
strength, and we show that the probability of return is enhanced due
to interference.

TT 19.3 Mon 15:30 H21
Fractional charge separation in the hard-core Bose Hubbard
Model on the Kagome Lattice — e XUEFENG ZHANG and SEBAS-
TIAN EGGERT — Department of the Physics,Univ. Kaiserslautern,
Kaiserslautern, Germany

We consider the hard core Bose Hubbard Model on a Kagome lattice
with fixed (open) boundary conditions on two edges. We find that the
fixed boundary conditions lift the degeneracy and freeze the system
at 1/3 and 2/3 filling at small hopping. At larger hopping strengths,
fractional charges spontaneously separate and are free to move to the
edges of the system, which leads to a novel compressible phase with

Location: H21

solid order. The compressibility is due to excitations on the edge which
display a chiral symmetry breaking that is reminiscent of the quantum
Hall effect. Large scale Monte Carlo simulations confirm the analytical
calculations.

TT 19.4 Mon 15:45 H21
Propagation of lines of excitations in the two-species Bose
Hubbard model — eCarLO KRrRiMPHOFF!, Masup HaQue?, and
ANDREAs M. LAucHLi! — !Institut fiir Theoretische Physik, Univer-
sitét Innsbruck, Osterreich — 2Max-Planck-Institut fiir Physik kom-
lexer Systeme, Dresden, Deutschland

We investigate numerically and analytically the time evolution of lines
of overturned spins in the one and two-dimensional spin-1/2 Heisen-
berg XXZ model after a local quench of the magnetic field. In one
dimension a rich sequence of bound states has already been observed,
and these states propagate at different velocities. We investigate here
how this picture changes and enriches as we move from decoupled one-
dimensional chains towards the two-dimensional plane.

As the spin-1/2 Heisenberg model is the strong coupling limit of the
two-species Bose Hubbard model at unit filling, our results will shed
light on the expected dynamics of lines of mobile spin impurities in
two-species bosonic atoms confined to a two-dimensional optical lat-
tice.

TT 19.5 Mon 16:00 H21
Exotic Ising dynamics in a Bose-Hubbard model — eLuis
SEABRA and FRANK PoLLMANN — Max-Planck-Institut fur Physik
komplexer Systeme, 01187 Dresden, Germany

We explore the dynamical properties of a one-dimensional Bose-
Hubbard model, where two different bosonic species interact via Fes-
hbach resonance. We focus on the region in the phase diagram which
is described by an effective, low-energy ferromagnetic Ising model in
both transverse and longitudinal fields. In this regime, we numerically
calculate the Ising dynamical structure factor of the Bose-Hubbard
model using the Time-Evolving Block Decimation method. In the fer-
romagnet phase, we observe both the continuum of excitations and
the bound states for different values of the longitudinal field. Near the
Ising critical point, we observe the celebrated Eg mass spectrum in the
excited states. We also discuss possible measurements which could be
used to detect these excitations in an optical lattice experiment.

TT 19.6 Mon 16:15 H21
Damping of phase fluctuations in superfluid Bose gases —
oPHiLIPP LanNce!, Perer Koprierz!, and ANDREAs KREISELZ —
Hnstitut fiir Theoretische Physik, Universitit Frankfurt, Max-von-
Laue Strasse 1, 60438 Frankfurt, Germany — 2Department of Physics,

University of Florida, 32611 Gainesville, FL, USA

Using Popov’s hydrodynamic approach we derive an effective Eu-
clidean action for the long-wavelength phase fluctuations of superfluid
Bose gases in D dimensions. We then use this action to calculate the
damping of phase fluctuations at zero temperature as a function of D.
For D > 1 and small wavevectors k = |k| we find that, to leading order,
the damping -y, is proportional to Apk2P~1 where Ap is a constant
prefactor that depends on the dimensionality. However, for D = 1 the
coefficient Ap vanishes and one has to go beyond perturbation theory.
Within a self-consistent calculation we find that in D = 1 the damping
acquires an additional power of k, leading to the long wavelength be-
havior 74, o k2. In one dimension, we also calculate the entire spectral
function of phase fluctuations.

TT 20: Transport: Spincaloric Transport (jointly with MA)

Results -partially also obtained in DFG Priority Program "Spin Caloric Transport" SPP1538
(www.spincat.info)- on spin-dependent transport phenomena initiated and controlled by thermal

effects in magnetic nanostructures are discussed.

Time: Monday 15:00-18:45

TT 20.1 Mon 15:00 H22

Transverse magneto-thermoelectric effects in Permalloy

Location: H22

films. — oSASMITA SRICHANDAN, MAXIMILIAN SCHMID, MICHAEL
VocEL, CHRISTOPH STRUNK, and CHRISTIAN Back — Institute of
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experimental and applied Physics, University of Regensburg, 93040
Regensburg, Germany

Thermally induced transversal magneto transport phenomena have
been studied on 20 nm Py films deposited on MgO and GaAs sub-
strates as well as on 100 nm thick SiN membranes. With an in plane
thermal gradient VT, the transverse voltage Vr is measured on 10nm
thick patterned Pt stripes on top of the Py films with respect to ap-
plied external magnetic field B at an angle 6 where 6 is the the angle
between B and VT. The observed sinfcosf dependence of V indicates
the planar Nernst effect (PNE). Additionally we observe an asymmetry
in the signal between the positive and negative B directions which is
proportional to cosf. This can be attributed to the anomalous Nernst
effect (ANE) caused by a temperature gradient normal to the plane
of the sample resulting from thermal radiation. The contribution of
the transverse spin Seebeck effect (TSSE) which shares the same cosf
symmetry as the ANE, has been separated and it turns out to be one
order smaller than reported in the literature [1]. The above measure-
ments have also been performed on SiN membranes and they result in
Nernst signals being an order higher than for bulk samples owing to
the large local T gradient.

[1] K. Uchida et.al, Observation of spin Seebeck effect.
455,778-781(2008).

Nature

TT 20.2 Mon 15:15 H22
Tunnel magneto-Seebeck effect in high temperature gradients
— eMAaRVIN WALTER!, J. C. LEUTENANTSMEYER!, V. ZBARSKY!,
T. EcceBrecHT!, M. MoNzENBERG!, K. RoTT?, A. BOHNKEZ, G.
REuiss?, A. Tuomas?, M. CzerNER®, and C. HEILIGER® — 1. Phys.
Inst., Universitat GSttingen, Germany — 2Dept. of Physics, Bielefeld
University, Germany — 31. Phys. Inst., Universitidt Giessen, Germany

CoFeB/MgO/CoFeB devices showing a giant TMR effect are possible
candidates for the generation of spin-currents by thermal heating and
the tunnel magneto-Seebeck effect was already observed. It is theo-
retically predicted that for a 3 monolayer MgO barrier the torque of
the spin-polarized tunneling electrons might be sufficient to observe
thermal spin transfer torque (T-STT).

The samples presented in this work consist of a minimal pseudo-
spin-valve stack with sputtered Ta and CoFeB layers and an e-beam
evaporated MgO barrier with thicknesses down to 3 monolayers. The
MTJs are heated by a Ti:Sa femtosecond laser to achieve high tem-
perature gradients. The heating of the MTJ by a femtosecond laser
is simulated using finite element methods. Using the parameters ob-
served in the experimental setup, the simulations show temperature
differences across the MgO barrier of more than 10K for a duration
in the order of picoseconds. This temperature difference should be
sufficient to achieve T-STT. Furthermore, the thermomagnetoelectric
properties in high temperature gradients of MTJs with perpendicular
magnetic anisotropy and switching current densities of 2 - 10° A /cm?
are investigated.

TT 20.3 Mon 15:30 H22
Spin-filtering efficiency of ferrimagnetic spinels CoFe2O4 and
NiFe;O4 — NuaLa CArFrFReEY!, DANIEL FriTscH?, ToMm ARCHER!,
STEFANO SANVITO!, and e CLAUDE EpERER® — School of Physics and
CRANN, Trinity College Dublin, Ireland — 2H. H. Wells Physics Lab-
oratory, University of Bristol, United Kingdom — 3Materials Theory,

ETH Zurich, Switzerland

We assess the potential of the ferrimagnetic spinel ferrites CoFe2Oy
and NiFesOy4 to act as spin-filtering barriers in magnetic tunnel junc-
tions. Our study is based on the electronic structure calculated by
means of first-principles approaches within different approximations
for the exchange correlation energy. We show that, in agreement with
previous calculations, the densities of states suggest a lower tunnel-
ing barrier for minority spin electrons, and thus a negative spin-filter
effect. However, a more detailed analysis based on the complex band-
structure reveals that both signs for the spin-filtering efficiency are
possible, depending on the band alignment between the electrode and
the barrier material.

TT 20.4 Mon 15:45 H22
Longitudinal spin Seebeck effect and anomalous Nernst effect
in thin NiFe;O4/Pt films — eDANIEL Meier!, Timo KuscHeL!,
LimiNeg SHEN2, ArRuNava Gupta2?, Taxasur Kikkawa3, KEN-1CHI
UcHipA®, Eur Sarron®, JAN-MICHAEL SCHMALHORST!, and GUN-
TER REiss! — University of Bielefeld, Germany — 2University of
Alabama, Tuscaloosa, USA — 3Tohoku University of Sendai, Japan

When a temperature gradient is applied along a ferromagnet/Pt sys-
tem a spin current parallel to this temperature gradient is generated,
which can be converted into an electromotive force (Vpy) via the in-
verse spin Hall effect in the Pt. One can measure a voltage between
the ends of the Pt film in a range of a few pV. In a ferromagnetic
insulator /Pt system no regions are expected which are conductive and
spin-polarized simultaneously. That is the reason why thermomagnetic
effects like the anomalous Nernst effect could be neglected.

In this work we present data for the conductivity of the NiFeaOy4 films
and for Vpy taken for NiFea O4 films with a thin Pt film on top obtained
in a setup for measurements at room temperature and in another one
for investigations in a low temperature range. The NiFeaO4 films show
semiconductive characteristics. Therefore, a detailed temperature de-
pendence is studied as well as the influence of direction of an external
magnetic field. The origin of the measured effects is discussed on the
base of temperature dependent conductivity measurements in order
to correlate the longitudinal spin Seebeck effect and the anomalous
Nernst effect.

TT 20.5 Mon 16:00 H22
Dynamics of domains in thermal gradients — eFRANK SCHLICK-
EISER, DENISE HiNnzKE, and ULricH Nowak — Universitit Konstanz,
78457 Konstanz, Germany

Many of the recently proposed future magnetic storage devices are
based on laser-pulse or current-induced writing schemes, as for example
opto-magnetic writing [1]. An unavoidable by-product of these writing
schemes are thermal gradients, so that the understanding of their in-
teraction with magnetic structure becomes important. We investigate
the dynamics of domains in thin ferromagnetic CoPd films triggered
by thermal gradients by means of computer simulations, based on the
Landau-Lifshitz-Bloch-equation. The latter describes the dynamics
of a thermally averaged spin polarization on micro-magnetic length
scales [2]. We show that in a Gaussian temperature profile the mag-
netic structure is modified towards a radial orientation of the domains.
Our numerical results are compared with recently performed measure-
ments. We acknowledge financial support by the DFG through SFB
767. [1] K. Vahaplar et al.,Phys. Rev. Lett. 103, 117201 (2009), [2]
D. Hinzke and U. Nowak, Phys. Rev. Lett. 107, 027205 (2011).

TT 20.6 Mon 16:15 H22
Thermally excited magnonic spin currents probed by
the longitudinal spin-Seebeck effect in YIG — eANDREAS
KeHLBERGER!, RENE ROser!, GERHARD Jakos!, BENJAMIN
JungFLEiscH?, BURKARD HILLEBRANDs?, ULRIKE RITZMANNS,
Denise Hinzke3, Done Hun Kim?*, CaroniNe Ross?, ULricH
Nowak?2, and Maruias Kriur! — lInstitute of Physics, Johannes
Gutenberg-University Mainz, 55099 Mainz, Germany — 2Department
of Physics, Institute of Technology Kaiserslautern, 67663 Kaiser-
slautern, Germany — 3Department of Physics, University of Konstanz,
78457 Konstanz, Germany — *Department of Materials Science and

Engineering, MIT , Cambridge, MA 02139, USA

In the research field of spin caloric transport one of most the promi-
nent and still not understood effects is the spin-Seebeck effect (SSE)
in magnetic insulators [1]. Many explanations consider thermally ex-
cited magnons as the underling mechanism, for which direct evidence
is missing so far. We present a systematic study of the SSE in Yttrium
Iron Garnet (YIG) films of different thicknesses. From the thickness
dependence of the measured inverse spin Hall effect we can unambigu-
ously identify the SSE effect . Corresponding simulations on atomistic
length scales allow us to deduce the propagation length of the ther-
mally excited magnons, which could be used to manipulate domain
walls [2]. [1] K. Uchida et al., Nature Mater. 9, 894 (2010) [2] D.
Hinzke et al., Phys. Rev. Lett. 107, 027205 (2011)

TT 20.7 Mon 16:30 H22
Laser induced magneto-Seebeck effect on different substrate
materials — e ALEXANDER BOHNKE!, MARVIN WALTER?, KARSTEN
Rort!, Anpy TuomAs!, MaARkUs MUNzZENBERGZ, and GUNTER
REeiss! — !Thin Films and Physics of Nanostructures, Bielefeld
University, Germany — 2I. Physikalische Institut, Georg-August-
Universitdt Gottingen, Germany
Since the discovery of the magneto-Seebeck effect [1,2,3] (TMS, tunnel
magneto-Seebeck) a proper interpretation of the time-resolved voltage
traces has been missing [1]. Improvements in the time resolution of
the TMS setup now give access to the investigation of the origin of the
Seebeck voltage.
Further, we investigated magnetic tunnel junctions (MTJs) on two
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different substrate materials: Insulating MgO and semiconducting p-
doped Si covered by 50 nm of SiO2. TMS measurements on both
sample types lead to same results. However, the time-resolved voltage
traces in the case of silicon substrate showed a sharp peak when the
laser is turned on. On MgO substrate this peak is not found. SPICE
simulations of comparable MTJs on both substrates were performed
and can give a first glance on thermal voltages occurring in the layer
stacks and the substrates due to laser heating and capacitive coupling.

[1] M. Walter et al., Nat. Mater. 10 (2011), 742.

[2] C. Heiliger et al., Phys. Rev. B 83 (2011), 1.

[3] N. Liebing et al., Phys. Rev. Lett. 107 (2011), 177201.

15 min. break

TT 20.8 Mon 17:00 H22
Ab initio investigations on the magnetothermopower of thin
Co/Cu multiple spin-valves — eVoicu Poprescu and PETER
KRraTzZER — Faculty of Physics, University Duisburg-Essen, Duisburg,
Germany

We have modelled multiple spin-valve configurations by stacking
Co and Cu layers of various thickness and number of repetitions.
Theoretical investigations on their magneto-thermoelectric properties
were performed by calculating the conventional and magnetic See-
beck coefficient using a spin-polarized relativistic implementation of
the Landauer-Bittiker conductance formula within the framework of
Korringa-Kohn-Rostoker method.

In line with experimental expectations, we find that the anti-parallel
(AP) alignment of the adjacent Co layers is characterized by a much
larger Seebeck coefficient than the parallel (P) configuration: from
1—2 uV/K in the P-case, the AP Seebeck coefficient can reach as much
as 10 uV/K at room temperature. A correspondence between these
values and the giant magneto-resistance characteristic to the Co/Cu
spin valves could thus be established.

We show that an increase in the thickness of the Co layer further en-
hances the magnetothermopower whereas the Cu layer thickness vari-
ation has a negligible effect. In addition, we investigate the magnetic
anisotropy in the Seebeck coefficient for these systems, by changing the
magnetization orientation from parallel to perpendicular to the cur-
rent. Our results suggest that a strong Seebeck magnetic anisotropy
could be detected in typical GMR elements.

TT 20.9 Mon 17:15 H22
Altering the thermopower by magnetic fields — eSTEVEN
AcniLLes!, VorLopymMyR V. MasLyuk?, and INGRID MERTIG! —
Hnstitute of Physics, Martin Luther University Halle-Wittenberg, D-
06120 Halle, Germany — 2Institute of Electron Physics, National

Academy of Sciences of Ukraine, 88017 Uzhgorod, Ukraine

Transport properties of nanocontacts are unusual and determined by
quantum effects as soon as the characteristic diameter decreases to-
wards the nanometer scale. Besides the investigation of transport prop-
erties under low temperature conditions, temperature induced trans-
port becomes more and more important [1].

In this work, we present an ab-initio study of both conductance
and thermopower in a non-collinear magnetic system. We focus on an
organometallic vanadium-benzene (V4Bz5) molecule attached to two
Co electrodes oriented in fcc (001) direction with non-collinear mag-
netic order. Such vanadium-benzene complexes were synthesized and
remain stable up to room temperature [2].

We show that, besides the formation of a non-collinear magnetiza-
tion through the molecule, the sign and magnitude of the thermopower
can be addressed directly altering the orientation of the leads magneti-
zation. Furthermore, a non-monotonous behavior of the thermopower
as a function of angle between the lead magnetization directions is
found [3].

[1] Reddy et al., Science 315 (5818), 1568 (2007).
[2] K. Miyajima et al., Eur. Phys. J. D 34, 177-182 (2005).
[3] V. V. Maslyuk et al., submitted.

TT 20.10 Mon 17:30 H22
Thermal spin-transfer torques in magnetic tunnel junctions
— MicHAEL CzZERNER, CHRISTIAN FRANZ, and e CHRISTIAN HEILIGER
— I.Physikalisches Institut, Justus Liebig University Giessen, D-35392,
Germany

The emerging research field of spin caloritronics combines the spin-

dependent charge transport with energy or heat transport. In com-
parison to thermoelectrics the spin degree of freedom is considered as

well. We present ab initio calculations based on density functional
theory using a Green’s function KKR method. We compute the non-
equilibrium density in a non-collinear regime, which allows us to cal-
culate the spin-transfer torque. In our investigation we focus on the
material dependence of the thermal spin-transfer torque in MgO based
tunnel junctions. In particular, we investigate Fe, Co, and FeCo alloys
as lead materials. The FeCo alloy is described by the coherent po-
tential approximation (CPA) including vertex corrections for the non-
equilibrium density. The thermal spin-transfer torque is calculated for
several barrier thicknesses. It turns out that the size of the thermal
spin-transfer torque is orders of magnitude smaller than spin-transfer
torque at an applied bias voltage. Consequently, the thermal spin-
transfer torque can be utilized only for very thin barrier thicknesses.

TT 20.11 Mon 17:45 H22
Quantum Isobaric Process and Thermodynamic Diesel Cycle
in Nis — eCHUANDING Donag, GEorcIOs LEFKIDIS, and WOLFGANG
HUBNER — Department of Physics and Research Center OPTIMAS,
University of Kaiserslautern, Box 3049, 67653 Kaiserslautern, Ger-
many

Building thermodynamic cycles with magnetic molecules extends
quantum thermodynamics to real systems [1,2] and provides a unique
opportunity to explore the thermodynamic properties of the spin de-
gree of freedom. Here we propose a quantum isobaric process in the
Nip dimer, and build a quantum Diesel engine [3]. The level scheme
of Niy is obtained using ab-initio calculation and the perturbative in-
clusion of an external magnetic field. Our isobaric process is realized
by adjusting the bath temperature in dependence on the interatomic
distance. The boundary condition of keeping the pressure constant im-
poses a limitation on the allowed bond lengths, which we call isobaric
range.

In the quantum Diesel cycle, since the preceding adiabatic process
brings the Niz dimer to a nonequilibrium state, the isobaric process is
realized through a modified Boltzmann distribution. Due to its strong
effect on the distribution profile, novel features, such as the crossing
of the two adiabatic strokes, can appear on the projection on the two-
dimensional P — V' diagram.

[1] H. T. Quan, Phys. Rev. E 79, 041129 (2009).

[2] T. D. Kieu, Phys. Rev. Lett. 93, 140403 (2004).

[3] C. D. Dong, G. Lefkidis, and W. Hubner, J. Supercond. Nov.
Magn (in press).

TT 20.12 Mon 18:00 H22
Ab-initio study of the temperature dependent electron trans-
port through magnetic nanostructures — eRomaN KoOVACIK,
Puivos MavrorouLos, DANIEL WORTMANN, and STEFAN BLUGEL
— Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jiilich and JARA, 52425 Jiilich, Germany

Recent developments in the field of the spin caloritronics have triggered
many questions about the origin and character of the observed phe-
nomena (e.g., spin-dependent Seebeck versus spin Seebeck effect [1]).
To contribute to the understanding of the underlying mechanisms at
the microscopic level, we investigate spin-dependent electron trans-
port through various magnetic nanostructures between non-magnetic
leads as a function of the temperature. The electronic structure of the
studied systems is calculated within the multiple scattering screened
Korringa-Kohn-Rostoker (KKR) Green function framework [2]. The
Monte-Carlo methodology is then used to simulate the effect of tem-
perature on the magnetic configurations with the exchange coupling
parameters calculated according to [3]. Finally, the Landauer-Biittiker
approach for the ballistic transport within the KKR framework [4] is
extended to account for the non-collinear magnetic effects. Support
from the DFG (SPP 1538) is gratefully acknowledged.
[1] G.E.W. Bauer et al., Nature Mater. 11, 391 (2012).
[2] N. Papanikolaou et al., J. Phys. Condens. Matter 14, 2799 (2002),
also see: www.kkr-gf.org.
[3] A.L Liechtenstein et al., J. Magn. Magn. Mater. 67, 65 (1987).
[4] Ph. Mavropoulos et al., Phys. Rev. B 69, 125104 (2004).

TT 20.13 Mon 18:15 H22
Origin of the spin Seebeck effect in thin films — eMICHAEL
ScHREIER!, AxkasHDEEP KaMRA2, Marnias WEILER!, RupOLF
Gross!, and SEBasTIAN T.B. GoENNENWEIN! — 1Walther-Meifiner-
Institut, Garching, Germany — 2Kavli Institute of Nanoscience, Delft

University of Technology, The Netherlands

The spin Seebeck effect (SSE) originates from a finite temperature
difference AT between the magnons in a ferromagnet (FM) and
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the electrons in a normal metal (NM) which supposedly stems from
weak magnon-phonon interaction and different boundary conditions
on phonon and magnon mediated heat currents. Also, recent experi-
ments [1] suggest that the magnon-phonon interaction is much stronger
than originally assumed, which again reduces the expected SSE [2].
Hence the established theory can not account quantitatively for the
longitudinal SSE signals in thin films. A factor that has, however, been
neglected so far is the Kapitza resistance which leads to an additional
contribution to AT by introducing a discontinuity in the phonon tem-
perature distribution at the FM/NM interface. This has been modelled
using an analytical model and 3D finite elements simulations which
show that, for thin layers, the contribution to AT originating from
the Kapitza resistance is indeed of the same order of magnitude as the
one from the original model. Hence the acoustic properties of the FM
and NM play an important role in the origin of the SSE. This work is
supported by the DFG via SPP1538.

[1] M. Agrawal et al., arXiv (2012)

[2] M. Weiler et al., Phys. Rev. Lett. 108, 106602 (2012)

TT 20.14 Mon 18:30 H22
Scattering-Independent Contribution to the Anomalous
Nernst Effect — ¢ JURGEN WEISCHENBERG, FRANK FREIMUTH, STE-

FAN BLUGEL, and AND YURIY MokRrRoUsov — Peter Griinberg Institut
& Institute for Advanced Simulation, Forschungszentrum Jiilich and
JARA, 52425 Jiilich, Germany

In analogy to the electric conductivity tensor [1], the thermoelectric-
or Peltier conductivity tensor may be decomposed into a scattering-
dependent and a scattering-independent term. Using the full-potential
linearized augmented plane-wave method within the density functional
theory, we compute all the contributions to the scattering-independent
term, namely the intrinsic contribution and the side-jump contribution,
and show that in ferromagnetic materials they are both of equal im-
portance. In particular, the comparison of our theoretical values with
experiments suggests that the anomalous Nernst effect in Fe, Co, Ni,
FePd and FePt is largely caused by the scattering-independent term
[2]. Moreover, the consequences of magnetic disorder on thermoelec-
tric transport phenomena are also discussed. Financial support by the
HGF-YIG Programme VH-NG-513 is gratefully acknowledged. J. W.
was supported under grant SPP 1538 SpinCaT by the German Science
Foundation.

[1] J. Weischenberg, F. Freimuth, J. Sinova, S. Bliigel and Y.
Mokrousov, PRL 107, 106601 (2011)

[2] J. Weischenberg, F. Freimuth, S. Bliigel and Y. Mokrousov,
arXiv:1210.8283 [cond-mat.mtrl-sci]

TT 21: Graphene - Electronic Properties and Transport 1 (jointly with DS, HL, MA, and O)

Time: Monday 16:00-19:00

TT 21.1 Mon 16:00 H17
Epitaxial silicene - tunable hybridization with the substrate
and weak interactions with epitaxial organic overlayers —
eRAINER FRIEDLEIN!, ANTOINE FLEURENCE!, FABIO BussoLoTTi!2,
and YUkiko Yamapa-TakaMural — 1School of Materials Science,
Japan Advanced Institute of Science and Technology (JAIST), Nomi,
Ishikawa 923-1292, Japan — 2present address: Graduate School of
Advanced Integration Science, Chiba University, Chiba, Japan

The electronic and structural properties of epitaxial silicene formed
on ZrB2(0001) thin films grown on Si(111) wafers upon adsorption of
either potassium atoms and anthracene molecules have been studied
using photoelectron spectroscopy and electron diffraction. For pristine
silicene, a particular, atomic-scale buckling leads to the opening of a
direct band gap at the I' point, while ZrBa-related surface states are
not affected. This is consistent with only a minor degree of hybridiza-
tion beween Si- and Zr-derived states. The electronic interactions at
the interface can be tuned by electron donation from adsorbed potas-
sium atoms, upon which hybridization is progressively switched on.
At 140 K, anthracene molecules are found to grow as epitaxial mul-
tilayers that exhibit a point-on-line commensurate relationship with
silicene. The results indicate that the charge-density modulation asso-
ciated with the buckling of silicene render the interactions with organic
adsorbates as compared to graphene, which allows for specific epitaxial
conditions. On the other hand, the results also confirm that silicene
is strikingly different from other Si surfaces for which the presence of
dangling bonds leads to chemisorption of organic adsorbates.

TT 21.2 Mon 16:15 H17
Ab initio study of graphene nano domes on Ir(111) surface —
eVasiLE Caciuc, NicoLAE ATODIRESEI, and STEFAN BLUGEL — Pe-
ter Griinberg Institut (PGI-1) and Institute for Advanced Simulation
(IAS-1), Forschungszentrum Jiilich and JARA, 52425 Jiilich, Germany

Recently, in a combined experimental and theoretical work we have
unveiled the bonding mechanism of graphene on Ir(111) surface as
physisorption with a local chemical modulation [1]. In this contribu-
tion we extend our previous density functional theory (DFT) study to
analyse the bonding of graphene nano domes on a clean and an oxygen
pre-covered Ir(111) substrate.

As previously shown [1], the inclusion of the long-range van der
Waals interactions is mandatory and in our ab initio study these dis-
persion interactions were considered at a semi-empirical [2]| or first-
principle [3] level, the latter as implemented in our real-space JuNoLo
code [4]. In particular, the non-local correlation vdW-DF functional [3]
provides an unique visual insight on the origin of a different graphene
bonding on Ir(111) due to a non-local and a semi-local description of
the correlation effects in DFT.

[1] C. Busse et al., Phys. Rev. Lett. 107, 036101 (2011).

Location: H17

[2] S. Grimme, J. Comput. Chem. 27, 1787 (2006).
[3] M. Dion et al., Phys. Rev. Lett. 92, 246401 (2004).
[4] P. Lazi¢ et al., Comp. Phys. Commun. 181, 371 (2010).

TT 21.3 Mon 16:30 HI17
Effects of strain on the excitonic Fano resonance in the op-
tical spectrum of graphene — eDaNieLA ULLRicH!2, PATRICK
HerLINGER!, HARALD Cimessen?, JurceN SMET!, and MARKUS
Lipprrz!2 — Max Planck Institute for Solid State Research,
Stuttgart — 24th Physics Institute, University of Stuttgart

Using transmission and reflection spectroscopy we examine the op-
tical response of graphene from the visible to the UV regime. The
absorbance spectrum of free-standing graphene is dominated by an
asymmetric peak in the UV at about 4.7 eV. We show that this res-
onance can be described by a simple Fano model which includes an
excitonic state beneath the saddle point of graphene’s band structure
[1]. When strain is applied to a graphene sheet, the symmetry of the
lattice and thus also of the band structure is broken. As predicted
recently [2], this should result in a splitting of the absorbance peak in
the optical spectrum as well as a strong dependence on polarization
and lattice orientation. Here, we present our findings on the effects of
strain on the Raman and reflectivity spectra of graphene on flexible
substrates.

[1] Chae et al., Nano Lett. 11, 1379 (2011)

[2] Liang et al., J. Mater. Res. 27, 403 (2012)

TT 21.4 Mon 16:45 H17
Probing Hot Electron Distributions in Graphene on Ni(111)
with High Harmonic Radiation — eCARsTEN WINTER!, THOR-
BEN HaARLAMMERT!, Luca BiaNarDI?, PETRA RupoLF?, and HEL-
MUT ZAcHARIAS! — !Physikalisches Institut, Westfilische Wilhelms-
Universitit, Miinster — 2Zernike Institute for Advanced Materials,
University of Groningen

Theoretical calculations and experimental observations of hot electron
distributions in graphene show an initial ultrafast carrier relaxation
accompanied by a population of optical phonons, which decay on a
picosecond time scale. In this talk we present an experimental set-up
suited to measure the lifetime of excited electrons and their relaxation
dynamics via time-resolved 2PPE. Through frequency conversion by
High Harmonic Generation coherent radiation at 39 eV photon energy
is generated and subsequently used as the probe pulse in two-photon
photoemssion.

A graphene sheet was produced by decomposition of ethylene on
a Ni(111) substrate. Hot electron distributions were generated in
graphene on Ni(111) by applying 800nm pulses. The energy depen-
dent lifetimes of these distributions have been measured. The life-
times have been determined to 20-50 fs in the lower energy parts of
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the distribution (E-Ep < 1eV) and show a strong Ni-like behavior. In
the upper energy parts lifetimes of 10-20 fs have been measured and a
graphite-like behavior dominates.

TT 21.5 Mon 17:00 H17
Reversible Photooxidation of Graphene — ¢STEFAN BOTTCHER,
HenDRIK ViTA, and KARSTEN HORN — Fritz-Haber Institute of the
Max-Planck Society, Berlin, Germany

Graphene oxide is often discussed in the context of a technical usage
of graphene in future electronic devices. The necessity to obtain a
tunable band gap in possible electronic applications makes graphene
oxide a promising covalent modification of graphene. However, the ho-
mogeneous preparation of graphene oxide has so far been a challenging
task, using mainly an aggressive chemical or complex physical treat-
ment of graphene. Here we present a method to selectively produce
graphene oxide from epitaxially grown graphene on transition metal
surfaces such as Ir(111). Using NO2 as an adsorbate we transform
graphene into graphene oxide by irradiation with UV light at low tem-
peratures, leading to specific signatures in the core and valence level
photoemission and -absorption spectra. The graphene oxide thus pre-
pared is stable up to room temperature, but its formation is thermally
completely reversible to graphene at higher temperatures.

TT 21.6 Mon 17:15 H17
Edge charge disorder in graphene — e¢CorNELIE Koor, MANUEL
ScaMipT, and CARSTEN HONERKAMP — Institut fiir Theoretische
Festkorperphysik, RWTH Aachen University, Deutschland

We study the interplay of edge roughness and electron-electron inter-
action in graphene nanoribbons. Our focus is the charge response of
a rough edge to (possibly random) potentials induced by adatoms.
While the bulk density response in graphene is rather small due to
the vanishing density of states at the charge neutrality point, it turns
out that edges show a strongly increased response - a fact that may
be traced back to the presence of localized states at rough edges. The
existence of these localized states depends on the structural proper-
ties of the edge. They are the disordered analogs to the well known
edge states in clean zigzag ribbons and lead to a random sequence of
peaks in the local density of states along the rough edge. As a conse-
quence there may be strongly localized charges randomly distributed
along the edge. We discuss the conditions for this effect, which we call
edge charge disorder, its strength, and its consequences on the bulk
electrons in a graphene nanoribbon.

TT 21.7 Mon 17:30 H17
Electronic and magnetic properties of zigzag graphene
nanoribbons on the (111) surface of Cu, Ag and Au —
oYAN Li', WEr Zuanc!, MARkUS MoRGENSTERN?, and RiccarRDO
MazzareLLo! — lInstitute for Theoretical Solid State Physics and
JARA, RWTH Aachen University, D-52074 Aachen, Germany — 2II.
Physikalisches Institut B and JARA-FIT, RWTH Aachen University,
D-52074 Aachen, Germany

We have carried out an ab initio study of the structural, electronic
and magnetic properties of zigzag graphene nanoribbons (GNRs) on
Cu(111), Ag(111) and Au(111). Both H-free and H-terminated GNRs
are considered revealing that the nanoribbons invariably possess edge
states when deposited on these surfaces. In spite of this, they do not
exhibit magnetism at the edge, with the exception of H-terminated
GNRs on Au(111), whose zero-temperature magnetic properties are
comparable to those of free-standing GNRs. The absence of edge mag-
netism is due to the hybridization between the 2pz orbitals of the
carbon atoms and the d states of the metal and, for some models, to
the charge transfer between the GNR and the surface, which shifts the
edge state away from the Fermi level. Only in the case of H-terminated
GNRs on Au(111) is the interaction between the substrate and the
GNR sufficiently weak so as not to affect the magnetic properties of
the edge state significantly.

TT 21.8 Mon 17:45 HI17
The atomic and electronic structure of well-defined graphene
nanoribbons studied by scanning probe microscopy — eJoosT

VAN DER LiT!, MARK BONESCHANSCHER!, MARI ILias?, ARI HARJUZ,

ANDREAS UppsTU?, DANIEL VANMAEKELBERGH!, PETER LILJEROTHZ,
and INeMAR SwaRT! — !Debye Institute for Nanomaterials Sci-
ence, Utrecht University, The Netherlands — ?Department of Applied

Physics, Aalto University, Finland

Recently, graphene nanostructures have gained a lot of interest since

they introduce a bandgap in graphene, which is important for (opto-)
electronics applications. Graphene nanoribbons can have a bandgap
as large as 3 eV[1,2], which can be tuned by varying its width. By
using a chemical bottom-up approach, we have synthesized graphene
nanoribbons (GNR) on an Au(111) substrate[3]. By combining scan-
ning tunneling microscopy (STM) and atomic force microscopy (AFM)
with reactive and non-reactive tips, we can relate the electronic prop-
erties of the GNRs with their atomic structure. Furthermore, we can
use the STM tip to (i) deliberately create well-defined atomic scale de-
fects and (ii) control the interaction with the substrate. Hence, we are
able to directly study the robustness of the properties of the graphene
nanostructures. [1] P. Ruffieux, et al. , ACS Nano 6 (2012) 6930. [2|M.
Koch, F. Ample, C. Joachim, L. Grill, Nat. Nanotechnol. 7 (2012)713.
[3] J. Cai et al., Nature, 446 (2010) 470-473.

TT 21.9 Mon 18:00 H17

Intact Dirac cones at broken sublattice symmetry: pho-
toemission study of graphene on Ni and Co — eDMITRY

MARCHENKO!, ANDREI VARYKHALOV!, JAIME SANCHEZ-BARRIGA!,

Markus R. Scuorz!, BART VERBERCK?, BJORN TRAUZETTEL?,

Tmm O. WeHLING®®, CarLo CarBONE®, and OLIVER RADER!
— Helmholtz-Zentrum Berlin — 2Universiteit Antwerpen —
3Universitit Wiirzburg — 4Universitdt Bremen — 5Bremen Center
for Computational Materials Science — 6Consiglio Nazionale delle

Ricerche Trieste

A band gap at the Dirac point of graphene can be created by breaking
of the sublattice symmetry through epitaxial growth on a substrate
crystal. One of the strongest sublattice-symmetry-breaking interac-
tions with predicted and measured band gaps ranging from 400 meV
to more than 3 eV has been attributed to the interfaces of graphene
with Ni and Co, which are also promising spin filter interfaces. We ap-
ply angle-resolved photoemission to epitaxial graphene on Ni(111) and
Co(0001) to show the presence of intact Dirac cones in a strongly n-
doped system. Our results challenge the common belief that breaking
of sublattice symmetry by a substrate and opening of the band gap at
the Dirac energy are in a straightforward relation. A simple effective
model of a biased bilayer structure composed of graphene and a sublat-
tice symmetry broken layer, corroborated by density functional theory
calculations, demonstrates the general validity of our conclusions.

TT 21.10 Mon 18:15 HI17
sp? carbon hybrid junctions — PaBLo Roserr!2, RENJUN
Dul, Fan Wul, KrisTina HoONEs!, JENs MOHRMANN', FRANK
HennricH!, MANFRED Kappes!®4 HILBERT voN LOHNEYSEND2:45,
and eRoMAIN DaNNEAU!2 — Institute of Nanotechnology, Karlsruhe
Institute of Technology, — 2Institute of Physics, Karlsruhe Institute
of Technology, Germany — 3Institute of Physical Chemistry, Karl-
sruhe Institute of Technology, Germany — 4DFG Center for Func-
tional Nanostructures, Karlsruhe Institute of Technology, Germany —
5Institute for Solid-State Physics, Karlsruhe Institute of Technology,
Germany

Lowering the contact resistance is a key issue to improve graphene
field effect device performance. The connection between a metal and
graphene depends on many parameters such as the work function mis-
match between the two connected material, the adsorption of the
metal on graphene, the quality of the deposited material as well as
the strain induced on the graphene sheet. We have studied electronic
transport through carbon nanotube (CNT)-graphene and graphene-
graphene junctions produced by nano-manipulation and transfer. For
the CNT-graphene junctions, we first demonstrate that the influence
of the CNT on the charge distribution of the graphene sheet is limited
to few nanometers. Our experiments show that the junction trans-
parency is strongly gate dependent due to the variation of the CNT-
graphene distance, and the charge carrier injection occurs via a single
point. For the graphene-graphene junctions, our measurements show
low resistance and prove that graphene makes a good connection to
graphene.

TT 21.11 Mon 18:30 H17
Graphene on boron nitride microwave transistors driven
by graphene nanoribbon back-gates — CHrisTiAN Benz!:2,
eMaxiMILIAN THURMER!, FAN Wul, Zrines BeEN Azizal, Jens
MoHRMANNY, HILBERT VON LOHNEYSEND:2:3:4 KENJI WATANABE®,
TakasH1 TanigucHI®, and RomaiN DanNeau!2 — nstitute of Nan-
otechnology, Karlsruhe Institute of Technology, Germany — 2Institute
of Physics, Karlsruhe Institute of Technology, Germany — 3DFG Cen-
ter for Functional Nanostructures, Karlsruhe Institute of Technology,
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Germany — *Institute for Solid-State Physics, Karlsruhe Institute of
Technology, Germany — %Advanced Materials Laboratory, National
Institute for Materials Science, Tsukuba, Japan

We have designed ultra-thin graphene microwave transistors by using
pre-patterned metal or graphene nanoribbon back-gates and hexago-
nal boron nitride (h-BN) as a dielectric substrate. Despite the inho-
mogeneities induced by the graphene transfer process, we show that
it is possible to operate these types of devices across a broad range of
microwave frequencies. For the graphene nanoribbon gates, we observe
a deviation of the current gain from the usual 1/f trend that can be
attributed to the large gate resistance of these systems as we demon-
strate with our small-signal model. The scattering parameter analysis
shows a very limited back-action from the channel onto the graphene
nanoribbon gates. Our work thus proves that graphene microwave
transistors could be driven by graphene nanoribbon gates.

TT 21.12 Mon 18:45 HI17

Strong gate hysteresis in graphene on mica field effect devices

— oJENs MoHRMANN!, KENJI WATANABE?, TakasHl TANIGUCHI?,

and Roman Danneaul3 — lInstitute of Nanotechnology, Karlsruhe
Institute of Technology, Germany — 2Advanced Materials Laboratory,
National Institute for Materials Science, Tsukuba, Japan — 3Institute

of Physics, Karlsruhe Institute of Technology, Germany

One of the outstanding properties of graphene is the unbeatable ratio
of surface to volume. As a membrane of only one atomic layer of car-
bon, graphene is extremely sensitive to external influences. The large
area contact with the substrate thus causes a large influence of the
used substrate on the electronic properties of graphene. Therefore, a
lot of effort is being made in order to understand the interaction be-
tween graphene and its substrate, and to find new and possibly better
materials. One material under investigation is muscovite mica. The
layered structure allows perfect basal (001) cleavage with atomically
flat terraces, and using mechanical exfoliation, very thin crystals can
be created and used as a substrate and gate dielectric. Transport
measurements of graphene on mica show a very high hysteresis with
respect to the gate voltage. Here, we investigate this effect using dual
gated devices, with both mica and hexagonal boron-nitride dielectrics.

TT 22: Focused Session: Frontiers of Electronic Structure Theory 2 (jointly with HL and O)

Time: Monday 16:00-19:15

TT 22.1 Mon 16:00 H36
divacancy in SiC — eMICHEL
BocksTEDTE!, Tnomas Garrart!, and Apam GCanLr? —
ITheoretische Festkorperphysik, FAU Erlangen-Niirnberg, Staudstr.
7B2, D-91058 Erlangen — 2Wigner Research Centre for Physics,

Hungarian Academy of Sciences, PO Box 49, Budapest 1525, Hungary

Excited States of the

The negatively charged nitrogen-vacancy center in diamond has
emerged as a candidate for the implementation of a gbit in quantum
computing. Silicon Carbide also fullfils necessary conditions! which
makes it a suitable material for this purpose. With the neutral diva-
cancy it possess a defect center with a high spin ground state, which
can be manipulated by spin-resonance techniques.? Optical excitation
of the triplet ground state and subsequent spin-selective recombina-
tion via yet unknown intermediate spin-singlet states enables spin-
initialization with M,=0, which is requisit for a gbit. Here we investi-
gate the excitation spectrum of the divacancy based ab initio methods.
DFT and TD-DFT calculations® reveal a Jahn-Teller effect for the first
excited triplet state that is absent for the NV-complex. TD-DFT and
an ab initio many body hamiltonian nicely reproduce the prominent
photoluminescence transitions. The latter method also describes the
spin-singlet states. We discuss the defect excitation spectrum in the
light of the Jahn-Teller distortion.

[1] J. R. Weber et al., PNAS 107, 8513 (2010).

[2] F. Koehl et al., Nature 479, 84 (2011).

[3] A. Gali, phys. status solidi (b) 248, 1337 (2011).

TT 22.2 Mon 16:15 H36
Extending the random phase approximation for electronic
correlation energies: The renormalized adiabatic local den-
sity approximation — eTHoMAs OLsSEN — Technical University of
Denmark

The adiabatic connection fluctuation-dissipation theorem with the ran-
dom phase approximation (RPA) has recently been applied with suc-
cess to obtain correlation energies of a variety of chemical and solid
state systems. The main merit of this approach is the improved de-
scription of dispersive forces while chemical bond strengths and ab-
solute correlation energies are systematically underestimated. In this
work we extend the RPA by including a parameter-free renormalized
version of the adiabatic local density (ALDA) exchange-correlation ker-
nel. The renormalization consists of a (local) truncation of the ALDA
kernel for wave vectors ¢ > 2k, which is found to yield excellent re-
sults for the homogeneous electron gas. In addition, the kernel signifi-
cantly improves both the absolute correlation energies and atomization
energies of small molecules over RPA and ALDA. The renormalization
can be straightforwardly applied to other adiabatic local kernels.

TT 22.3 Mon 16:30 H36
First-principles IXS spectra for TiO; and HfO; — eLiNDA
Hunc and Francesco SorTiLE — Ecole Polytechnique, Palaiseau,
France

Location: H36

Using time-dependent DFT and many-body perturbation theory, we
determine the inelastic x-ray scattering (IXS) spectra for bulk TiO2
and HfOs. Excitations from valence and semi-core states are modeled,
corresponding to transition energies up to 60 e€V. By varying momen-
tum transfer, plasmon dispersion can be observed. We characterize
differences in the spectra for the rutile, anatase, and brookite poly-
morphs of TiOg, as well as the cubic, tetragonal, and orthogonal poly-
morphs of HfOg. These spectra are also Fourier transformed, allowing
us to image the real-time and real-space electron density response to
external perturbations.

TT 22.4 Mon 16:45 H36
Linear-scaling time dependent density-functional theory in
the linear response formalism — eTim J. ZUEHLSDORFF,
Nicnoras D. M. HINE, JAMES S. SPENCER, NicHOLAS M. HARRISON,
and PETER D. HAavyNES — Imperial College London, UK

In recent years, linear-scaling approaches to density-functional the-
ory have enabled the computation of ground-state properties of large
nanostructures and biomolecules. While these methods are now well
established, the linear-scaling computation of excited state properties
via time-dependent density-functional theory (TDDFT) in the linear
response regime is less developed.

In this talk we will present an implementation of TDDFT in the
linear response formalism, enabling the computation of low-energy op-
tical absorbtion spectra for large molecules and nanostructures. The
method avoids any explicit reference to canonical representations of
either occupied and unoccupied Kohn-Sham states and thus achieves
linear-scaling computational effort with system size. In contrast to
conventional localised orbital formulations where a single basis set is
used to represent the occupied and unoccupied Kohn-Sham states, we
make use of two sets of in-situ optimised localised orbitals, one for the
occupied and one for the unoccupied Kohn-Sham space. The double
basis set approach avoids known problems of representing the unoc-
cupied space with localised orbitals optimised for the occupied space,
while the in-situ optimisation procedure allows for efficient calcula-
tions with a minimal set of basis functions. The method is applied
to a number of large-scale test systems in order to demonstrate its
validity.

TT 22.5 Mon 17:00 H36
Dynamical spin and charge excitations with spin—orbit cou-
pling in 3d adatoms on Cu(111) and Pt(111) — eMANUEL
Dos SaNTOS Dias, BENEDIKT SCHWEFLINGHAUS, and SAMIR Lou-
N1s — Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jilich and JARA, D-52425 Jilich, Germany

The presence of spin—orbit coupling has a fundamental impact on the
magnetic excitation spectrum: there is a finite gap at zero frequency
and spin and charge excitations become coupled. The excitation
spectrum is derived from the dynamical magnetic susceptibility of
the electronic system, for which we developed a formalism based on
Time-Dependent Density Functional Theory, as implemented in the
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Korringa—Kohn—Rostoker Green function method [1,2]. As an applica-
tion, we present first—principles calculations of the charge, longitudinal
and transverse magnetic excitations of 3d adatoms deposited on the
Cu(111) and Pt(111) surfaces. Focus is on the expected spin—charge
coupling induced by the the spin—orbit interaction, and on the dynami-
cal anisotropic effects that generalize the familiar magnetic anisotropy.

Work supported by the HGF-YIG Programme FunSiLab — Func-
tional Nanoscale Structure Probe and Simulation Laboratory (VH-
NG-717).

[1] S. Lounis, A. T. Costa, R. B. Muniz and D. L. Mills, Phys. Rev.
Lett. 105, 187205 (2010)

[2] S. Lounis, A. T. Costa, R. B. Muniz and D. L. Mills, Phys. Rev.
B 83, 035109 (2011)

TT 22.6 Mon 17:15 H36

Beyond the GW approximation: a second-order screened

exchange correction — ePaTrick RiNnke!, Xincuo Ren!, Noa
Marom?, FaBio Caruso!, and MartuiAs ScHEFFLER! — 1Fritz
Haber Institute, Berlin, Germany — 2University of Texas, Austin,

USA

Despite the success of the GW method in describing the photoemis-
sion spectra of solids, molecules and clusters, challenges remain. For
aromatic molecules for example absolute as well as relative positions
of ionisation energies and affinities are not well reproduced in per-
turbative GoWy schemes with different starting points as well as in
self-consistent GW [1], sometimes even giving the wrong orbital order.
Motivated by renormalized second-order perturbation theory [2] for
the ground-state energy, we propose a second-order screened exchange
correction (SOSEX) to the GW self-energy. This correction follows the
spirit of the SOSEX correction to the random-phase approximation for
the electron correlation energy and reduces the self-correlation error.
The performance of the GW+SOSEX scheme has been benchmarked
for a set of molecular systems, including the G2 set, commonly used
acceptor molecules, benzene and the azabenzene molecules. We find
that the SOSEX correction improves the description of the spectral
properties including the orbital order with respect to the different GW
schemes, highlighting the importance of reducing the self-correlation
error. [1] N. Marom et al., arXiv:1211.0416 [2] X. Ren et al., J. Mater.
Sci. 47, 7447 (2012)

TT 22.7 Mon 17:30 H36
A strategy for finding a reliable starting point for GoWj
demonstrated for molecules — eTHOMAS KOrRzZDORFER! and Noa
Marom? — !nstitut fiir Chemie, Universitéit Potsdam, D-14476 Pots-
dam — 2Center for Computational Materials, Institute of Computa-

tional Engineering and Sciences, The University of Texas at Austin,
Austin, TX 78712, USA

Many-body perturbation theory in the GoWq approximation is an in-
creasingly popular tool for calculating electron removal energies and
fundamental gaps for molecules and solids. However, the predictive
power of GoWy for molecules is limited by its sensitivity to the den-
sity functional theory (DFT) starting point. In this contribution, the
starting point dependence of GoWj is demonstrated for several organic
molecules. Analysis of the starting point dependence leads to the de-
velopment of a non-empirical scheme that allows to find a consistent
and reliable DFT starting point for GoWy calculations by adapting
the amount of Hartree-Fock-exchange in a hybrid DFT functional.
The GoWy spectra resulting from this consistent starting point (CSP)
scheme [1] reliably predict experimental photoelectron spectra over the
full energy range. This is demonstrated for a test set of various typical
organic semiconductor molecules.

[1] T. Korzdorfer and Noa Marom, Phys. Rev. B Rapid Communi-
cations 86, 041110 (2012).

TT 22.8 Mon 17:45 H36
Electronic properties of isolated and supported organic dyes
modeled through the GW method — ePaoLo Umari!, FiLipro
DE AncEeLs?, Luicr GiacoMazzi®, MARIACHIARA PasTore2, and
STEFANO BARONI? — !Dipartimento di Fisica e Astronomia, Univer-
sita di Padova, Italy — 2Istituto CNR di Scienze e Tecnologie Moleco-
lari, Perugia, Italy — 3Scuola Internazionale Superiore di Studi Avan-
zati (SISSA), Trieste, Italy
The first-principles GW method is used for investigating the electronic
levels of isolated and supported dyes for electrochemical solar cells. We
consider a set of all-organic dyes, (L0,L2,L3,L4) exhibiting the same

donor and anchor groups. First, we calculate the energy levels in the
limit of isolated molecules obtaining nice agreement with available ex-
perimental photoelectron spectra. Then, we consider the L0 and the
L2 dyes while adsorbed on the anatase TiO2 (101) surface. Also in
this case we find good agreement when comparing with available ex-
perimental photoelectron spectra. We find that the HOMO -LUMO
gap of the dye is reduced with respect to the isolated molecule and
that the HOMO level is slightly shifted towards higher energies due to
image charge effects. This permits us to derive a simple model for ob-
taining approximate GW energy levels for the HOMO and the LUMO
of the adsorbed molecule and for the valence band maximum and the
conduction band minimum of the substrate performing just one com-
plete GW calculation of the isolated molecule and one of the bulk TiOg
combined with a calculation at the DFT level of the adsorbed molecule
complex. In this way, we can investigate larger, more realistic, model
structures.

TT 22.9 Mon 18:00 H36
Ab-initio description of satellites in semiconductors —
eMarTteo Guzzol2, Josn J. Kas3?, Lorenzo Sponzal2, CHRIs-
TINE GIORGETTI!"2, FrRANCEsco SoTTiLe''?, DEBora PIERUCCI?,
Maruieu G. SiLy?, Fausto SirorTi?, Joun J. REnr3, and Lu-
cia Reming!2 — 1LSI, Ecole Polytechnique, Palaiseau, France —
2European Theoretical Spectroscopy Facility (ETSF) — 3UW, Seat-
tle, USA — 4Synchrotron Soleil, Gif-sur-Yvette, France

The GW method from Many-Body Perturbation Theory has been very
successful in describing photoemission spectra in a variety of systems.
In particular, GW is known to give good quasiparticle properties like
band gaps, but it has shown some limitations in the description of com-
plex correlation effects like satellites. Satellite peaks in photoemission
come from higher-order excitations and are still poorly studied in the
valence bands. In perturbative GW the spectral function can describe
additional features beside the quasiparticle peaks, but these satellites
are known to be too weak and too low in energy, as it appears from cal-
culations on the Homogeneous Electron Gas and some real materials.
Including additional diagrams in the Green’s function we obtain an
excellent description of satellites series in the test case of bulk silicon,
where GW is unable to cope [1]. This approach can be extended to
more complex system, i.e. graphite. Using our newly measured XPS
valence data, we investigate the effects of anisotropies on satellites and
give a prediction on the spectral changes following the transition to-
wards true freestanding graphene. [1] M. Guzzo et al., Phys. Rev.
Lett. 107, 166401 (2011)

TT 22.10 Mon 18:15 H36
Optical spectra of alkali-metal fluorides — eCHRISTOPH SOM-
MER, PETER KRUGER, and JOHANNES POLLMANN — Institut fiir Fes-
tkorpertheorie, Universitdt Miinster, D-48149 Miinster, Germany

We have studied the virtue of different approximations for quasipar-
ticle energies in the calculation of optical spectra including excitonic
effects by solving the Bethe-Salpeter equation (BSE). To this end, we
have computed exemplarily optical spectra of the three alkali-metal
fluorides LiF, NaF, and KF using quasiparticle energies resulting from
two different approximations of the self-energy operator in Hedin’s
GW approach as well as electronic energies and wave functions ob-
tained by employing self-interaction corrected pseudopotentials. The
energetic positions of characteristic peaks in the calculated and mea-
sured spectra are in very good agreement when quasiparticle energies
are used that result after an update of the screened interaction W on
the basis of a preceding GoWy calculation. Additionally, two simple
further approximations for one-particle energies that use input either
from experiment or from quasiparticle calculations for a small set of
wave vectors are included into this investigation.

TT 22.11 Mon 18:30 H36
Bethe-Salpeter Equation from many-body perturbation the-
ory — eToBIAS SANDER, RoNALD STARKE, and GEORG KRESSE —
Computational Materials Physics, University of Vienna, Sensengasse
8/12, 1090 Vienna, Austria

The Green function formalism is a powerful tool to calculate not only
electronic structure within the quasi-particle (QP) picture, but it also
gives access to optical absorption spectra. Starting from QP energies
within the GW method, the polarizability, as central quantity, is cal-
culated from the solution of a Bethe-Salpeter-like equation (BSE). It is
usually solved within the Tamm-Dancoff Approximation (TDA) which
neglects the coupling of resonant (positive frequency branch) and anti-
resonant (negative frequency branch) excitations. In this work we
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solve the full BSE [1] (beyond TDA) based on self-consistently calcu-
lated QP orbitals and energies [2] for typical systems. The dielectric
function is averaged over many low dimensional shifted k-meshes to
obtain k-point converged results. We compare the results to recently
introduced approximation to the BSE kernel [3]. Additionally, the
time-evolution ansatz [4] is employed to calculate the polarizability,
which avoids the direct solution of the BSE.

[1] S. Albrecht, L. Reining, R. Del Sole, G. Onida, PRL 80, 4510 (1998)
[2] M. Shishkin, M. Marsman, G. Kresse, PRL 99, 246403 (2007)

[3] L. Reining, PRL 88, 66404 (2002)

[4] W. G. Schmidt, S. Glutsch, P. H. Hahn, F. Bechstedt, PRB 67,
085307 (2003)

TT 22.12 Mon 18:45 H36
Acceleration of the response function convergence using the
effective energy techniques within the ultrasoft pseudopoten-
tial and PAW methods — eJiki KrLiMES and GEORG KRESSE —
Faculty of Physics, University of Vienna, A-1090 Vienna, Austria

Calculations of quasiparticle spectra based on the GW approximation
or evaluation of total energies using the RPA method are of a wide
interest in the computational materials community. However, their
applicability is to a large extent limited by the cost of evaluating the
response function or the selfenergy where a large number of unoccu-
pied bands needs to be included. A promising way to speed-up the
convergence is to use the resolution of identity and replace the sum
over an infinite number of unoccupied states by an effective correction
[1,2]. However, the available schemes have been only formulated for

norm-conserving pseudopotentials and when applied directly within
the ultrasoft pseudopotentials (USPPs) or the PAW method they in-
troduce an error since the correction term doesn’t vanish when the
number of included bands is increased. Here we present an imple-
mentation of the schemes within the formalism of USPPs or the PAW
method which gives the proper behaviour of the correction term. We
also show how the convergence of the scheme given in [2] can be fur-
ther improved and discuss the efficiency of the methods for RPA total
energy calculations.

[1] F. Bruneval and X. Gonze, PRB 78, 085125 (2008)

[2] J. A. Berger, L. Reining, and F. Sottile, PRB 82, 041103(R)
(2010); PRB 85, 085126 (2012)

TT 22.13 Mon 19:00 H36
SnO: GW band gap of a van der Waals bonded system
— oKIRSTEN GovaERTS!, RoLANDO SAN1z2, BART PARTOENS?, and
Dirk Lamoen! — 'EMAT, University of Antwerp, Groenenborger-
laan 171, 2020 Antwerpen, Belgium — 2CMT group, Department of
Physics, University of Antwerp, Groenenborgerlaan 171, 2020 Antwer-
pen, Belgium
In this work we have investigated the structural and electronic proper-
ties of SnO, which is built up by layers kept together by van der Waals
(vdW) forces. The combination of a vdW functional (within DFT)
and GW calculations leads to accurate values for the c¢/a ratio and the
fundamental band gap. A comparison is made between three starting
points for the GW calculation: a regular PBE calculation, one with
the vdW effect included, and a hybrid functional calculation. The dif-
ference between different levels of self-consistency is also investigated.

TT 23: Superconductivity: Fe-based Superconductors - 1111

Time: Monday 16:45-17:45

TT 23.1 Mon 16:45 H21
Anisotropy of normal state and superconducting properties
of oxypnictides — oSivia HainpL!, MarTIN Kipszun!, ALEXAN-
DER KAUFFMANN!, Nabpja Kozroval, Kazumasa Iipal, THOMAS

THERSLEFF1:2, Takaniko Kawacucur®, Hirosur Ikuta3, ERIK
4 1

KaMmpPERT?, JocHEN WosNiTza?, OLEKsiI VAKALIUK!, NADEzZDA
PaNARINAL, CuRisTIAN HEss!, and BERND BUcHNER! — M IFW Dres-
den, P.O.Box 270116, 01171 Dresden, Germany — 2The Angstrom
Laboratory, Department of Engineering Sciences, Division of Ap-
plied Materials Science, Uppsala University, 752 37 Uppsala, Sweden
— 3Department of Crystalline Materials Science, Nagoya University,
Nagoya 464-8603, Japan — 4Hochfeld-Magnetlabor Dresden (HLD),
Helmholtz-Zentrum Dresden-Rossendorf, D-01314 Dresden, Germany

The very large upper critical fields of the oxypnictides complicate
the experimental determination of their anisotropy, vpc2, especially
at low temperatures. In Kidszun et al., PRL 106, 137001 (2011),
we have applied the anisotropic Ginzburg-Landau scaling on angular-
dependent critical-current densities measured for an epitaxially grown
La(O1-2F4)FeAs thin film (see review by Haindl et al., Int. J. Mod.
Phys. B). The obtained scaling parameter matches .o as can be
demonstrated by recent magnetotransport measurements in pulsed
magnetic fields up to 70 T and down to 2 K. Using the method
of critical current scaling Hgé’ for Nd(O1—_oFz)FeAs is extrapolated.
In addition we discuss normal state electrical transport properties of
La(O1—2F4)FeAs and Nd(O1—_;F,)FeAs thin films.

Work supported by DFG: projects HA5934/1-1, HA5934/4-1 and
partially HA5934/3-1.

TT 23.2 Mon 17:00 H21
Phase diagram of F- and Co-doped CeFeAsO — oeOLEKsII
VAKALIUK, SABINE WURMEHL, CHRISTINE MALBRICH, EvA BRUN-
ING, Hans-JoacHIM GRAFE, CHRISTIAN HEss, and BERND BUCHNER
— Leibniz Institute for Solid State and Materials Research Dresden,
Helmholtzstr. 20, 01069 Dresden Germany

We carried out an experimental systematic electronic resistivity inves-
tigation of CeFeAsO system in a wide Co-doping range (0 - 0.12) and
compare it to F-doped (0 - 0.10) CeFeAsO. The resistivity of the pris-
tine compound: i) exhibits a pronounced peak at approximately 150 K,
followed by a steep decrease and ii) an inflection point which are clear
signatures of the tetragonal to orthorhombic structural transition, and
the antiferromagnetic spin density wave transition, respectively. iii)

Location: H21

At low temperature the resistivity shows a kink-like anomaly due to
ordering of Ce magnetic moments. Upon doping these anomalies shifts
to lower temperature, and become suppressed and broadened. From
these observations we construct the magnetic/superconducting phase
diagrams for both compounds. Furthermore, NMR/NQR studies re-
veal a new type of microscopic order in the underdoped normal state
regime.

TT 23.3 Mon 17:15 H21

Spin Fluctuations in Iron Based Superconducters Probed

by NMR Relaxation Rate — eUwr GRAFE!, FRANzISKA
HamMmERATHD2, TiM KoUHNE!, SABINE WURMEHL!, GUILLAUME
Lanc®, BErND BUcuNER!, and Hans-Joacuim Grare! — 1IFW

Dresden, Institute for Solid State Research, PF 270116, 01171 Dresden,
Germany — 2Department of Physics "A. Volta", University of Pavia-
CNISM, 1-27100 Pavia, Italy — 33LPEM-UPRS5, CNRS, ESPCI Paris
Tech, 10 Rue Vauquelin, 75005 Paris, France

We present 7% As nuclear magnetic resonance (NMR) results in F doped
LaOFeAs iron pnictides. In the underdoped superconducting samples,
pronounced spin fluctuations lead to a peak in the NMR, spin lattice
relaxation rate, (T37)~!. The peak shows a typical field dependence
that indicates a critical slowing of spin fluctuations: it is reduced in
height and shifted to higher temperatures. In contrast, a similar peak
in the underdoped magnetic samples at the ordering temperature of the
spin density wave does not show such a field dependence. Furthermore,
the peak is absent in optimally and overdoped samples, suggesting the
absence of strong spin fluctuations. Our results indicate a glassy mag-
netic ordering in the underdoped samples that is in contrast to the
often reported Curie Weiss like increase of spin fluctuations towards
T.. Additional measurements of the linewidth and the spin spin relax-
ation rate are in agreement with such a glassy magnetic ordering that
is most likely competing with superconductivity. Our results will be
compared to Co doped BaFezAsz, where a similar peak in (Ty7T) ™!
has been observed [Ning, JPSJ 2009].

TT 23.4 Mon 17:30 H21
Carrier doping by current injection into LaOFFeAs
— eIRINA Lazareval, Yury KovaLl, CHRISTIAN STEINER!,
SABINE WURMEHL?, BERND BUcHNER?, ToBias STURzERS, DIRK
JoureNDT?, and PauL MULLER! — !Department of Physics, Uni-
versitit Erlangen, Detschland — 2IFW Dresden, Deutschland —

3Department Chemie, LMU Miinchen, Detschland
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Recently, we were able to change the carrier concentration of hole-
doped high-T. superconductors by injection of large currents along the
c-axis. We extend this type of experiments to electron-doped pnictides.
From our earlier interpretation we should expect that trapping of elec-
trons caused by current injection would decrease the available carrier
concentration. Indeed, by various experiments with superconductors
from the LaOj_4FzFeAs family we are able to show that trapped
electrons caused by current injection perpendicular to the FeAs planes
decrease the carrier concentration. We present a spectacular confir-
mation of this interpretation by the T, increase by more than 15 K

in heavily overdoped Lagp 74Fy.26 FeAs. We performed similar exper-
iments with the recently discovered 1048 layered pnictides of the com-
position Caig(FeAs)10(PtsAsg) [1]. The general tendency of carrier
doping by trapped electrons was confirmed. A rather interesting dis-
covery was the evolution of hysteretic c-axis IV-characteristics. This
is a strong indication of intrinsic Josephson effects. We discuss these
results in terms of a change of anisotropy by carrier doping.

[1] T. Stiirzer, G. Derondeau, D. Johrendt, Phys. Rev.
060516(R) (2012).

B 86,

TT 24: Focused Session: Dirac Fermions in Solid-State Systems (jointly with HL)

The observation of massless Dirac fermions in monolayer graphene has initiated a new area of research

exploring charge carriers that behave relativistically within solid-state systems.

Both massless and

massive Dirac fermions are studied in a growing range of materials that include most prominently few-
layer graphene and topological insulators. The symposium will highlight some of the recent developments
in this quickly advancing field. (Organizers: Roland Winkler, Northern Illinois University, and Ewelina

Hankiewicz, Universitit Wiirzburg)

Time: Tuesday 9:30-12:15

Topical Talk TT 24.1 Tue 9:30 H2
Localization at graphene system and topological insulator
edges — eMAarkUs BUTTIKER — University of Geneva, Dept. of
Theoretical Phys., 24 Quai E. Ansermet, 1211 Geneva, Switzerland

Graphene systems share a number of features with topological insula-
tors. We investigate localization phenomena at the edges of these two
systems [1,2]. In bilayer graphene subject to a strong perpendicular
electric field we have found that in the presence of a strongly disordered
edge a sequence of localized states appears. Interestingly the localiza-
tion length depends only on the size of the bulk gap but is otherwise
universal, i.e. independent of the type and strength of the disorder [1].
The appearance of these localized states reflects the marginal topo-
logical properties of bilayer graphene, a bipartite square lattice with
similarly disordered edges does not show edge states localized at the
edge.

In two-dimensional topological insulators such as HgTe/CdTe there
exists a pair of helical edge states which are protected against non-
magnetic disorder. However, if time-reversal symmetry is removed by
the application of a magnetic field the protection is removed and these
states localize. We investigate the divergence of the localization length
as the magnetic field tends to zero and find that the localization length
saturates at higher fields [2].

[1] Jian Li, Ivar Martin, Markus Buttiker, Alberto F. Morpurgo,
Nat. Phys. 7, 38-42 (2011); Phys. Scr. Physica Scripta T146, 014021
(2012).

[2] Pierre Delplace, Jian Li, Markus Biittiker , Phys. Rev. Lett.
109. 246803 (2012).

Topical Talk TT 24.2 Tue 10:00 H2
Controlling Quantized Edge Transport in Two-dimensional
Topological Insulators — VikTor KRUECKL, SVEN Esserr, and
eKrAaus RicHTER — Institut fiir Theoretische Physik, Universitit Re-
gensburg, 93040 Regensburg, Germany

Robustness of edge channels against disorder scattering is an outstand-
ing feature of two-dimensional topological insulators (TIs). Here we
consider quantized transport and mesoscopic interference phenomena
in HgTe-based TIs, systems where the quantum spin Hall state has
first been experimentally observed [1]. On the one hand, we discuss
mechanisms to steer the spin orientation, and thereby the charge flow
between different edges in TI constrictions that turn out to provide
rather robust spin transistor functionality [2]. On the other hand, we
study the combined effect of a time-reversal symmetry breaking mag-
netic field and disorder on transport to explore the limits of topological
protection and the competition between reflectionless modes, metallic
behavior and Anderson localization. In particular, transport in hy-
brids composed of normal conducting and TI regions shows peculiar
quantization phenomena.

[1] M. Koénig et al., Science 318, 766 (2007);

[2] V. Krueckl, K. Richter, Phys Rev. Lett. 107, 086803 (2011).

Topical Talk TT 24.3 Tue 10:30 H2

Location: H2

First-principles studies of Dirac-cones in graphene and 3D
topological insulators — eGusTtav BIHLMAYER — Peter Griinberg
Institut and Institute for Advanced Simulation, Forschungszentrum
Jilich and JARA, Jiilich, Germany

The unique properties of graphene, in particular the two Dirac-cones
determining the transport phenomena in this material, led the way to
the first theoretical proposal of the quantum spin Hall effect at the
edges of a graphene ribbon by Kane and Mele in 2005. Since spin-
orbit coupling (SOC) effects are extremely weak at the Dirac points,
this phenomenon is hard to observe experimentally. I discuss several
theoretical proposals and experiments that have been made to enhance
intrinsic SOC effects. Here, density functional theory (DFT) provides
a quantitative tool to predict the properties of these two-dimensional
topological insulator phases.

In three-dimensional topological insulators topologically protected
edge states form Dirac-cones with chiral spin texture (in contrast to
the spin-degenerate Dirac-cone of graphene). We discuss the spin-
polarization and -orientations in this state for Bi and Se chalcogenides
and its interaction and modification with magnetic adatoms. Also here
DFT results will be compared to experiments where available.

Coffee break
Topical Talk TT 24.4 Tue 11:15 H2

Lifetime broadening of topological surface states with and
without magnetic moments — eOLIVER RADER!, MAaRKUS
ScuoLz!, JAIME SANCHEz-BARRIGA', ANDREI VARYKHALOV!,
DMITRY MaRrcHENKO!, EMILE RiENks!, ANDREY VoLvykHov?, and
Lapa Yasuina? — 'Helmholtz-Zentrum Berlin — 2Moscow State Uni-

versity

The lifetime broadening of the angle-resolved photoemission signal
from the surface states of BizSe3z and BisTes is studied. It is revealed
that hexagonal warping in BizTes introduces an anisotropy for elec-
trons propagating along I'-K and I'-M. Moreover, we show that the
electron-phonon coupling strength is substantial and in good agree-
ment with theoretical predictions. The small Fermi surface is believed
to limit the number of phonon modes for electron scattering. In line
with this, the imaginary part of the self-energy from the surface state
electrons declines with higher binding energies. In addition, we find
that Fe surface impurities have a much stronger influence on the life-
times as compared to Ag. This is independent of the sign of the doping
which is p-type when Fe is deposited at low temperature.

Topical Talk TT 24.5 Tue 11:45 H2
Transport in topological insulators - experiments —
eCHRISTOPH BRUNE — Experimentelle Physik 3, Physikalisches In-
stitut, Universitat Wiirzburg

The prediction and discovery of topological insulators (TIs) has at-
tracted wide interest in the physics community during the past years.
The first topological insulator state was predicted and discovered in 2
dimensional systems. I will present our results concerning the quan-
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tum spin Hall effect in HgTe quantum wells. The quantum spin Hall
effect is the signature state of a 2-dimensional topological insulator.
In 3 dimensions this new state of mater is characterized by conduct-
ing Dirac type surface states while the bulk of the material remains
insulating. Such surface states have been observed in e.g. Bi2Te3,
Bi2Se3 and Sb2Te3. These materials do, however, exhibit large de-

fect densities paired with low carrier mobilities. So far this prevented
transport studies in the quantum Hall regime of 3D TIs. Recently,
however, we succeeded in using strained bulk HgTe as 3D TI. This
enabled us to measure the quantum Hall effect from the 3D TI surface
state in transport experiments.

TT 25: Correlated Electrons: Low-Dimensional Systems - Models 3

Time: Tuesday 9:30-13:15

TT 25.1 Tue 9:30 H9
Interacting Frohlich and Holstein bipolarons — eMOoONODEEP
CHAKRABORTY!, Masaki Tezuka?, and Byuneg I Min! —
1Department of Physics, POSTECH, Pohang, 790-784, Korea —

2Department of Physics, Kyoto University, Kyoto 606-8502, Japan

Polarons and bipolarons have been long-term subjects of interest in
many areas of condensed matter. We have investigated the bipolaron-
bipolaron interaction for the Holstein-Hubbard (HH) and the Frohlich-
Hubbard(FH) model on a discrete one-dimensional (1D) lattice. We
have generated a variational space by repeated application of our cho-
sen Hamiltonian on a initial state and then used conjugate-gradient
technique to obtain the ground state energy as well as the wave-
function for a few electron (two, four and six) and phonon system.
The HH model has also been studied with density-matrix renormal-
ization group (DMRG). Both methods lead to the same conclusion
that there exists no bipolaron-bipolaron attraction in the HH model.
However, we obtain clear cut bipolaron-bipolaron attraction within the
Frohlich paradigm above a critical electron-phonon coupling forming
the bipolaron cluster. The bipolaron cluster can survive in spite of the
Hubbard-U effect up to a finite U and then separates into individual
bipolarons or polarons. The bipolaron-bipolaron attraction could be a
possible mechanism of the phase separation in many condensed matter
systems with the strong electron-phonon interaction.

TT 25.2 Tue 9:45 H9
Non-equilibrium dynamics of the Kondo cloud following
quenches in the Resonant Level Model — eSurEYOosH! GHOSH,
PeEDRO RIBEIRO, and MAsuD HAQUE — Max Planck Institute for the
Physics of Complex Systems, Dresden, Germany

We study the non-equilibrium dynamics of lattice realizations of the
Resonant Level Model. In equilibrium, the conduction electrons form
a screening cloud around the impurity site. This impurity screening
cloud has been the subject of longstanding fascination, especially in
the Kondo model, from which the resonant level model emerges in the
Toulouse limit. We present results on the time evolution of the spa-
tial structure of the impurity screening cloud, after local and global
quenches of system parameters.

TT 25.3 Tue 10:00 H9
Breakdown of flat bands in highly-frustrated spin systems
— eMicHAEL PowaLski!, Kris CoesTER!, RODERICH MOESSNER?,
and Kar PaiLLip ScamipT! — !Lehrstuhl fiir Theoretische Physik T,
TU Dortmund, Germany — 2Max Planck Institute for the Physics of

Complex Systems, 01187 Dresden, Germany

In several highly-frustrated spin systems the low-energy excitation
band is known to be exactly flat up to a certain perturbative order.
One important example is the fully-frustrated transverse field Ising
model on the kagome lattice. Its lowest one-particle band is extremely
flat becoming dispersive only in order eight perturbation theory in the
high-field limit. This behaviour can be traced back to the existence of
a local mode being an exact eigenstate up to seventh order.

Here we use high-order series expansions to investigate the occurrence
and the breakdown of flat bands in geometrically frustrated systems.
It is shown that the breakdown of such flat bands is connected to
quantum fluctuations which do not interfere destructively. This can
be understood intuitively via the used linked cluster expansion.

TT 25.4 Tue 10:15 H9
Renyi entropies of classical loop gases and string nets —
eMascHA BAEDORF, MArRIA HERMANNS, and StMON TREBST — Uni-
versitaet zu Koeln, Germany

Since the seminal work of Shannon the concept of entropy is closely
connected to the information content of a many-body state. This link

Location: H9

has been widely employed in recent years to characterize quantum
many-body states whose defining characteristic eludes a description in
terms of correlation functions and a local order parameter. Probably
the most prominent example of the latter are topologically ordered
states, for which the so-called topological entanglement entropy pro-
vides an unambiguous identification and partial characterization of the
non-local topological order. Here we discuss the classical analog of the
Renyi entropy and via extensive numerical simulations demonstrate its
ability to positively identify topological order in classical loop gas and
possibly string net states.

TT 25.5 Tue 10:30 H9
Tunable Superconductivity with Ultracold Polar Molecules
and Enhanced Superconducting Phases in dipolar ¢t — J |
chains — eSavaTORE R. Manmanal2, KapeEN R.A. HaAzzZARDZ,
Ganc CHEN?, ALEXEY V. Gorsukov3, and ANA Maria Revy? —
Hnstitut fiir Theoretische Physik, Universitit Gottingen, Germany —
2JILA, University of Colorado and NIST, and Department of Physics,
CU Boulder, USA — 3Institute for Quantum Information & Matter,
Caltech, Pasadena, California, USA

By selecting two dressed rotational states of ultracold polar molecules
in an optical lattice, we obtain a highly tunable generalization of the
t-J model, which we refer to as the t-J-V-W model. In addition to
XXZ spin exchange, the model features density-density interactions
and density-spin interactions, all of them ~ 1/r3. Full control of all
interaction parameters in both magnitude and sign can be achieved in-
dependently of each other and of the tunneling. We apply the density
matrix renormalization group method to obtain the 1D phase diagram
in the case of nearest neighbor hopping and long-range transverse spin-
exchange J . The anisotropy in the spin-exchange and the long-range
nature of the interactions lead to an enhanced superconducting phase.
We discuss that the long-range interactions despite the presence of a
gap lead to an algebraically decaying contribution to correlation func-
tions.

TT 25.6 Tue 10:45 H9
Bosonic Fractional Quantum Hall States in Rotating Opti-
cal Lattices: Projective Symmetry Group Analysis — eTaNJA
Duric and AcHILLEAS LaAzARIDES — Max Planck Institute for the
Physics of Complex Systems, Noethnitzer Str. 38, 01187 Dresden,
Germany

We study incompressible ground states of bosons in a two-dimensional
rotating square optical lattice. The system can be described by the
Bose-Hubbard model in an effective uniform magnetic field present due
to the lattice rotation. To study ground states of the system, we map
it to a frustrated spin model, followed by Schwinger boson mean field
theory and projective symmetry group analysis. Using symmetry anal-
ysis we identify bosonic fractional quantum Hall states, predicted for
bosonic atoms in rotating optical lattices, with possible stable gapped
spin liquid states within the Schwinger boson formalism. In particular,
our results indicate that previously obtained fractional quantum Hall
states induced by the lattice potential, and with no counterpart in the
continuum, correspond to pi-flux spin liquid states of the frustrated
spin model.

15 min. break

Topical Talk TT 25.7 Tue 11:15 H9
One-dimensional fermion systems beyond the Luttinger Lig-
uid paradigm — eTnomas L. Scumipth2, ApILET IMAMBEKOVS,
and Leonid I. GLazman! — !Department of Physics, Yale Univer-
sity, New Haven, Connecticut 06520, USA — 2Department of Physics,
University of Basel, CH-4056 Basel, Switzerland — 3Department of
Physics and Astronomy, Rice University, Houston, Texas 77005, USA
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For many years, Luttinger liquid theory has served as a useful paradigm
for the description of 1D quantum fluids in the limit of low energies.
This theory is based on a linearization of the dispersion relation of
the particles constituting the fluid. In this talk, I will review recent
progress in understanding 1D fermion systems beyond the low-energy
limit, where the nonlinearity of the dispersion relation becomes es-
sential. I will present results for the dynamic correlation functions
of spinless and spinful fermion systems, and discuss the fate of spin-
charge separation, one of the hallmarks of the linear Luttinger liquid
theory, beyond the low-energy limit.

TT 25.8 Tue 11:45 H9
Impurity effects in frustrated magnets with subextensive de-
generacies — oSTEFAN BI1TTiHN and SiMoN TREBST — Universitat
zu K6ln, Germany

We consider the effects of local impurities in frustrated honeycomb-
lattice antiferromagnets, which exhibit large but nonextensive ground-
state degeneracies. In the absence of impurities magnetic order is
induced via a thermal order-by-disorder mechanism. In the presence
of impurities this entropic selection of states is put into competition
with an energetic selection of states favored by the impurities, a more
conventional order by quenched disorder mechanism. We characterize
the latter via extensive numerical simulations on large-scale lattices.

TT 25.9 Tue 12:00 H9
Expansion dynamics of interacting bosons in homogeneous
lattices — oJENs PuiLiPP RONZHEIMER!:2, MICHAEL SCHREIBERDZ,
Smmon Braun!2) Sean S. Hopceman!:2, STEPHAN LANGER?3,
Ian P. McCuLLocu?, FaBiaN HEIDRICH-MEISNER®?, IMMANUEL
Brocu!2, and Urricn ScuNEIDER!2 — 1LMU Miinchen — 2MPQ
Garching — 3University of Pittsburgh, USA — #University of Queens-
land, Brisbane, Australia — ®Universitit Erlangen-Niirnberg, Erlan-
gen

We study out-of-equilibrium dynamics and transport properties of in-
teracting many-body systems using ultracold atoms in optical lattices.
Specifically, we experimentally and numerically investigate the expan-
sion dynamics of initially localized bosons in homogeneous 1D and
2D Hubbard systems. We find that the fastest, ballistic expansions
occur in the integrable limits of the system. In 1D, these are both
the non-interacting and the strongly-interacting limits where the sys-
tem enters into the hard-core boson regime. Any deviation from these
limits, either through finite interactions or the admixture of double oc-
cupancies in the initial state, significantly slows down the expansion.
In 2D, the strongly interacting limit is fundamentally different. The
system expands ballistically only in the non-interacting case, while all
interactions lead to strongly diffusive behavior. This is in full analogy
to previous experiments with interacting fermions. By controlling the
tunneling along individual lattice axes, we can gradually change the
dimensionality of the system from 1D to 2D. In the strongly interacting
case, we observe how the initially ballistic dynamics in a 1D system
turn diffusive when additional degrees of freedom become available.

TT 25.10 Tue 12:15 H9
The Role of Local and Non-Local Conserved Quantities in
the Thermalization of Closed Quantum Systems — eNIKOLAOS
P. KonstanTINIDIS and JESKO SIRKER — Fachbereich Physik und
Landesforschungszentrum OPTIMAS, Technische Universitat Kaiser-
slautern, 67663 Kaiserslautern, Germany

We investigate thermalization after a sudden quench for antiferromag-
netic Heisenberg models on finite rings, with extrapolation of the re-
sults to the thermodynamic limit. We show that in the non-integrable
case, which results from the inclusion of next-nearest neighbor inter-
actions, only local conservation laws are important for the thermaliza-
tion of local quantities, while the contribution of non-local operators
vanishes exponentially with system size. The equilibrated system in
the thermodynamic limit is thus described by a canonical ensemble.
We also examine how in the integrable case the additional local but

longer-range conserved quantities affect thermalization.

TT 25.11 Tue 12:30 H9
The eigenstate thermalization hypothesis near integrable
points — eWouUTER BEUGELING, Masubp HaAQUE, and RoDERICH
MoEessNER — Max Planck Institute for the Physics of Complex Sys-
tems (MPI-PKS), Dresden, Germany

In the field of nonequilibrium quantum dynamics, the issue of thermal-
ization in isolated systems has been the topic of intense recent interest.
The eigenstate thermalization hypothesis (ETH) has been proposed as
a mechanism for the thermalization of nonintegrable systems. Ac-
cording to the ETH, the expectation values of typical physical observ-
ables in eigenstates vary smoothly as a function of the corresponding
eigenenergies.

We discuss systems that can be tuned towards and away from in-
tegrability by the variation of parameters in the Hamiltonian. We
present results on whether and how the ETH progressively breaks down
as we approach an integrable point. We also address the role played
by the choice of physical observable.

TT 25.12 Tue 12:45 H9
Exact description of the magnetoelectric effect in the spin-1/2
XXZ-chain with Dzyaloshinskii-Moriya interaction — eVaADIM
OHANYAN!, ANDREAS KLUEMPERZ, and MICHAEL BROCKMANNZ3 —
1Yerevan State University, 1 Alex Manoogian 0025 Yerevan, Armenia
— 2Bergische Universitaet Wuppertal, Gauss str.20, D-42119, Wup-
pertal, Germany — 3 University of Amsterdam, Science Park 904, 1098
XH Amsterdam, Netherlands

We considered the S=1/2 XXZ-chain with DM-term in the con-
text of magnetoelectric effect realized by means of Katsura-Nagaosa-
Baladsky(KNB) mechanism, which connects the local polarization
with the cross product of two neighboring spin. Considering, thus,
the DM-term as an interaction between local polarization and exter-
nal electric field, we apply the quantum transfer matrix(QTM) and
non-linear integral equation(NLIE) technique for exact description of
the mutual influence of magnetic and dielectric properties at finite tem-
peratures, known as the magnetoelectric effect. We obtain the exact
plots of polarization(magnetization) dependence on magnetic(electric)
filed as well as temperature dependence of the magnetoelectric tensor.
The results, particularly, show several possible regimes of polarization,
linear, square-root, quadratic and some combination of them. The
switching between different regimes can be easily performed by ad-
justing the magnetic field.

TT 25.13 Tue 13:00 H9
Quantum state renormalization group approach to
symmetry-protected topological phases — eCHiNG-YU Huanc!,
FraNk Porrmann?, Fene-Li Lin2, and Xie CHEN® — IMPIPKS,
Dresden,Germany — 2NTNU, Taipei, Taiwan — 3UC Berke-
ley,Berkeley, USA

Topologically phases do not break symmetries and can thus not be
characterized by local order parameters. A particular kind of topo-
logical phases are the so-called symmetry-protected topological phases
(SPTP) which are only distinct from a trivial phase as long as cer-
tain symmetries are preserved. The first example of a SPTP is the
Haldane phase in S=1 spin chains. We use a symmetry preserving
quantum state renormalization group (QSRG) method to character-
ize SPTP. The QSRG removes short range entanglement and yields a
fixed point state which is then used to characterize the phase. For this,
we first apply the infinite time-evolving block decimation (iTEBD)
method to numerically find the ground state wave function which is
then used as initial state for the QSRG procedure. As a simple ex-
ample we study the one-dimensional Haldane phase. We then extend
the method to two dimensions, and study the SU(2) symmetric, two-
dimensional quantum spin-3/2 systems on the honeycomb lattice as
well as a recently introduced model which realizes a SPTP.
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TT 26: Graphene - Electronic Properties and Transport 2 (jointly with DS, HL, MA, and O)

Time: Tuesday 9:30-12:45

TT 26.1 Tue 9:30 HI17
Transport properties of high-quality reduced graphene ox-
ide — eMicHAEL ENZELBERGER!, SIEGFRIED EIGLER?, PHILIPP
HorMaNnN!, STeEFAN GRIMM2, ANDREAS HirscH?, and PauL
MULLER! — !Department of Physics and Interdisciplinary Center for
Molecular Materials, Universitit Erlangen-Niirnberg — 2Department
of Chemistry and Pharmacy, and Institute of Advanced Materials and

Processes (ZMP), Universitidt Erlangen-Niirnberg

Chemical production of graphene, especially reducing graphene oxide
has gained a lot of interest in recent years. Yet the transport properties
of such materials are usually not compatible to those of graphene.

We have found a way to overcome this problem using a modification
of the standard Hummer’s method. Single flakes of reduced graphene
oxide have been investigated. The graphene oxide was deposited onto
a SiO2/Si substrate and subsequently reduced using hydrogen iodine.
The resulting reduced graphene oxide samples were patterned by elec-
tron beam lithography. We have characterized the quality of the sam-
ples by combining Raman spectroscopy and Hall mobility measure-
ments in magnetic fields up to 14T and temperatures down to 0.3 K.

High-quality samples had a Raman D/G ratio of better than 1 and
showed Hall mobilities exceeding 1000 ¢m?2/V's. This is nearly two
orders of magnitude higher than what is known for standard reduced
graphene oxide. The best samples even show Shubnikov-de Haas os-
cillations and Hall plateaus.

TT 26.2 Tue 9:45 H17
Magnetoresistance of Nanocrystalline Graphene — eDANIEL

STEININGER!, PaurL LinsmAIER!, INA ScHNEIDER!, CHRISTOPH
2

StrUNk!, MarTHiAs BUENFELD?, NiLs-Eike WEBER?, ANDREY

TURCHANINZ, MiriaM GRroTHE?, and TrHOMAS WEIMANNS —
Hnstitute for Experimental and Applied Physics, University of Re-
gensburg, Universitatsstr. 31, D-93053 Regensburg, Germany —
2Faculty of Physics, University of Bielefeld, Universitétsstr.25, D-33615
Bielefeld, Germany — 3Physikalisch-Technische Bundesanstalt, Bun-

desallee 100, 38116 Braunschweig, Germany

We report on the magnetotransport in Hall bar structures of nanocrys-
talline graphene. The graphene sheets were prepared by electron-
beam-induced cross-linking and subsequent pyrolysis of aromatic self-
assembled monolayers [1]. The I-V characteristics show considerably
non-linear behaviour at low temperatures. One low resistive sample
(m 200 kOhm/sq at T = 4 K) shows positive magnetoresistance values
up to + 20 % in the perpendicular magnetic field for temperatures
below 6 K, while above this temperature the magnetoresistance be-
comes negative. Measurements of the transversal voltage in the linear
regime exhibit anomalous behaviour which cannot be explained by the
conventional Hall effect. If the magnetic field is aligned parallel to
the graphene sheet the magnetorestance exhibits large positive values
up to + 300 %. Measurements on a highly resistive sample (= 30
MOhm/sq at T = 4 K) reveal a non-monotonic behaviour of the mag-
netoresistance in a perpendicular magnetic field.

[1] A. Turchanin et al., ACS Nano 5 (2011) 3896-3904.

TT 26.3 Tue 10:00 HI17
Quantum Monte Carlo Study of Edge-State Magnetism on
Chiral Graphene Nanoribbons — MicHAEL GoLor!, THoMAS
C. Lanc!2, and eSTEFAN WEsseL! — !Institute for Theoretical Solid
State Physics, RWTH Aachen — 2Department of Physics, Boston Uni-

versity

We investigate the edge-state magnetism of chiral graphene nanorib-
bons using projective Quantum Monte Carlo (QMC) simulations and a
self-consistent mean-field approximation of the Hubbard model. Previ-
ous QMC simulations support edge-state ferromagnetism in sufficiently
wide zigzag terminated ribbons. We extended these calculations to in-
clude the class of chiral graphene nanoribbons and investigate the influ-
ence of chirality and ribbon width on spin-spin correlations. The static
magnetic correlations are found to rapidly increase with the width of
the ribbons for all chiralities, such that already for ribbons of moderate
widths we observe a strong trend towards mean-field-type ferromag-
netic correlations along the edges. We extract dynamical edge state
signatures which can be used to detect edge-state magnetism by scan-
ning tunneling microscopy.

Location: H17

TT 26.4 Tue 10:15 HI17
Even-odd effects in NSN scattering problems: Applica-
tion to graphene nanoribbons — eFrancors CREpPIN', Hans
HETTMANSPERGER!, PATRIK RECHER?, and BJOERN TRAUZETTEL!
— Mnstitute for Theoretical Physics and Astrophysics, University of
Wuerzburg, 97074 Wuerzburg, Germany — 2Institute for Mathemati-

cal Physics, TU Braunschweig, 38106 Braunschweig, Germany

We study crossed Andreev reflection (CAR) of electrons or holes in nor-
mal metal-superconductor-normal metal junctions and highlight some
very strong effects of the underlying lattice. In particular, we demon-
strate that for sharp interfaces and under certain, albeit generic, sym-
metry conditions, the CAR probability exactly vanishes for an even
number of atoms in the superconducting region. This even-odd ef-
fect applies notably to NSN junctions made of graphene nano-ribbons
with armchair edges and for zigzag edges with somewhat more restric-
tive conditions. We analyze its robustness towards smoothing of the
boundaries or doping of the sample.

TT 26.5 Tue 10:30 HI17
Efficient quantum transport simulation for bulk graphene
heterojunctions: Klein backscattering revisited — eMiNnG-Hao
Liv and Kraus RicHTER — Institut fiir Theoretische Physik, Univer-
sitdt Regensburg, D-93040 Regensburg, Germany

The quantum transport formalism based on tight-binding models is
known to be powerful in dealing with a wide range of open physical sys-
tems subject to external driving forces but is, at the same time, limited
by the memory requirement’s increasing with the number of atomic
sites in the scattering region. Here we demonstrate how to achieve an
accurate simulation of quantum transport feasible for experimentally
sized bulk graphene heterojunctions at a strongly reduced computa-
tional cost [1]. Without free tuning parameters, we show excellent
agreement with recent experiments on Klein backscattering [2,3].

[1] M.-H. Liu and K. Richter, Phys. Rev. B 86, 115455 (2012).

[2] A. F. Young and P. Kim, Nat. Phys. 5, 222 (2009).

[3] S.-G. Nam, D.-K. Ki, J. W. Park, Y. Kim, J. S. Kim, and H.-J.
Lee, Nanotechnology 22, 415203 (2011).

TT 26.6 Tue 10:45 HI17
Combined effect of vacancies and strain on the conductance of
graphene nanoribbons — eTHoMAs LEHMANN, DMITRY A. RyN-
DYK, and GIANAURELIO CUNIBERTI — Institute for Materials Science,
Dresden University of Technology, 01062 Dresden, Germany

The understanding and engineering of electron properties of carbon-
based nanostructures, in particular graphene nanoribbons, is an impor-
tant challenge for modern theory of nanoscale systems. We investigate
the influence of vacancy defects and uniaxial strain on the electronic
transport properties of intermediate-scale graphene nanoribbons using
the numerical approach based on the semi-empirical or ab initio based
tight-binding model, the Landauer-Biittiker formalism and the recur-
sion method for Green functions. We calculate the transmission of
graphene nanoribbons in the quantum coherent regime with different
types and concentration of defects. Further, we apply uniform planar
tension to non-ideal graphene ribbons with randomly distributed and
oriented single and double vacancies and Stone-Wales defects. Since
transport characteristics of graphene are found to be very sensitive
to edge termination and aspect ratio and it has been shown that en-
ergy gaps can emerge under critical strain, the interplay of both effects
needs to be studied.

15 min. break

TT 26.7 Tue 11:15 HI17
Spin conductance of diffusive graphene nanoribbons — eJaAN
BunpesMaNN!, Minc-Hao Livl, INaNc Abpacipeni?, and KLAus
RicHTER! — 1University of Regensburg, Regensburg, Germany —
2Sabanci University, Istanbul, Turkey

Graphene, when cut along a zigzag edge, shows a strongly increased
density of states at energies close to the charge neutrality point.
The electron states that are the source of this increased DOS are
pseudospin-polarized, i.e. they occupy mainly one sublattice, while
their wavefunction decays exponentially from the zigzag edge.
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In such systems one expects magnetic ordering which anifests as an
antiferromagnetic alignment of the two sublattices. Due to the pseu-
dospin polarization of the states finite local magnetic moments appear
along the edges.

We investigate how the formation of these local magnetic moments
influences charge and spin transport in graphene. It will be shown
how this can lead to a finite spin conductance of a single graphene
nanoribbon and that within the localized transport regime the spin
conductance fluctuations exhibit universal behaviour in the sense that
they don’t depend on the exact modelling of the magnetization and
even a large amount of edge roughness does not lead to deviations from
this universal behaviour.

TT 26.8 Tue 11:30 H17
Superlattice Effects on Electronic- and Transport Properties
of Nanomaterials — eFEDOR TKATSCHENKO, VIKTOR KRUECKL,
and Kraus RicHTER — Universitdt Regensbug, Germany

As recently discoverded by various groups [1,2] the electronic properties
of two dimensional systems such as graphene show interesting charac-
teristics in presence of superlattices including the emergence of extra
Dirac points accompanied by an anisotropic velocity renormalization.
Other interesting effects are Bloch-oscillations in presence of resonant
Zener tunneling [3] giving rise to a negative differential conductance
in the current voltage characteristics.

We focus on a scalar superlattice system extended by a constant
mass term which opens a gap between the valance and conduction
band in the minibandstructure. Analytical calculations within the ef-
fective Dirac model show that it is possible to tune the energy gap by
variation of the superlattice amplitude. By additional numerical cal-
culations based on the tight-binding model we confirm the analytical
results.

[1] L. Brey and H. Fertig, Phys. Rev. Lett. 103, 046809 (2009)

[2] M. Barbier, P. Vasilopoulos, and F. Peeters, Phys. Rev. B 81,
075438 (2010)

[3] V. Krueckl and K. Richter, Phys. Rev. B 85, 115433 (2012)

TT 26.9 Tue 11:45 H17
Hot Spots and Boundary Conditions in the Quantum Hall Ef-
fect — oeToB1as KrRaMER — Universitaet Regensburg, Inst. Theor.
Physik, Germany
I discuss the influence of metallic boundary conditions due to the device
contacts on the observation and current distribution in the quantum
Hall effects. The current density differs in the presence of hot-spots
completely from the often assumed edge-state transport picture. A
model for transport in graphene [1] based on the self-consistent solu-
tion of the classical Hall effect 2] is put forward.
[1] T. Kramer, C. Kreisbeck, V. Krueckl, E. Heller, R. Parrott, and
C.-T. Liang, Phys. Rev. B 81, 081410(R) (2010)
[2] T. Kramer, V. Krueckl, E. Heller, and R. Parrott, Phys. Rev. B
81, 205306 (2010)

TT 26.10 Tue 12:00 H17

Current resonances in graphene with time dependent poten-

tial barriers — SERGEY E. SAVEL'EV!, eWoLFcaNG HAUSLER?Z, and
PeTER HANccI? — 1Department of Physics, Loughborough Univer-
sity, United Kingdom — 2Universitit Augsburg, Germany

A method is derived to solve the massless Dirac-Weyl equation describ-
ing electron transport in a mono-layer of graphene with a scalar poten-
tial barrier U (x, t), homogeneous in the y-direction, of arbitrary z- and
time dependence. Resonant enhancement of both electron backscat-
tering and currents, across and along the barrier, is predicted when
the modulation frequencies satisfy certain resonance conditions. These
conditions resemble those for Shapiro-steps of driven Josephson junc-
tions. Surprisingly, we find a non-zero y-component of the current for
carriers of zero momentum along the y-axis.

[1] Sergey E. Savel’ev, Wolfgang Hausler, Peter Hinggi, Phys. Rev.
Lett. 109, 226602 (2012).

TT 26.11 Tue 12:15 H17
Mie scattering analogon in graphene: particle confinement,
scattering resonances, and Fano effect — eRAFAEL LESLIE
HeiniscH, CHRISTIAN ScHULz, FraNz XavErR BronoLp, and HoL-
GER FEHSKE — Institut fiir Physik, Universitat Greifswald

We study the scattering of an incident electron by a circular step in a
graphene monolayer in analogy to Mie scattering of light by a sphere.
Klein tunnelling results in the absence of backscattering and often en-
tails enhanced forward scattering. For low electron energies we identify
sharp resonances originating from quasi-bound states at the dot. The
energy and dot radius dependent temporary electron trapping signif-
icantly increases the electron density in the dot and induces a vortex
pattern in the current field. The angle-resolved scattering exhibits
Fano resonances which - counter-intuitive for Klein tunnelling - dra-
matically suppress forward scattering.
This work is supported by the DFG through SPP 1459.

TT 26.12 Tue 12:30 H17
Mechanical strain on graphene nanoribbons in contact with
metal electrodes — eAREzoO DianaT, DMITRY A. RYNDYK, and
Gi1aNAaURELIO CUNIBERTI — Institute for Materials Science, Dresden
University of Technology, 01062 Dresden, Germany

Carbon-based materials are recently of great interest for electronic de-
vices. One of the important issues in graphene based nanoelectronics
is to control its electronic and transport properties. The manipula-
tion of electronic properties of graphene nanoribbons (GNR) has been
suggested via mechanical strain, vacancies and chemical doping. From
modeling point of view, few studies have been reported to investigate
the electronic properties of mechanically stretched GNR in a contact
with metal electrodes. In this work, we aim to elucidate the combined
effects of mechanical strain and the role of metal contact area on the
electronic and transport properties of GNR.

The structural and electronical properties of stretched GNR on
Nickel and Palladium surfaces with different contact area and sus-
pended strained graphene junction between metal electrodes are inves-
tigated by means of density functional theory using Vienna Ab initio
Simulation Package (VASP). The structure stability as well as stress-
strain curve are analyzed for several strain coefficients.

TT 27: Superconductivity: Fe-based Superconductors - 122

Time: Tuesday 9:30-13:15

Topical Talk TT 27.1 Tue 9:30 HIS8
Hydrostatic-Pressure Tuning of Magnetic, Nonmagnetic and
Superconducting States in Annealed Ca(Fe;_;Cog)2Asy —
eELENA GaTI!, SEBASTIAN KOHLER!, DANIEL GUTERDING!, BERND
Worr!, StepHAN KNONER!, SHENG RaN?, SErRGEY L. Bup’ko?,
Paur C. CanrieLD?, and MicHAEL Lang! — !Physikalisches Insti-
tut, J.W. Goethe-Universitat, SPP 1458, D-60438 Frankfurt (Main),
Germany — 2Ames Laboratory, Department of Physics and Astron-
omy, lowa State University, Ames, lowa 50011, USA

Iron-based superconductors manifest rich phase diagrams where anti-
ferromagnetic (afm), tetragonal (t), orthorhombic (o) and supercon-
ducting (sc) phases are observed in close proximity. We report on
measurements of the magnetic susceptibility and electrical resistance
under 4He-gas pressure on single crystals of Ca(Fej_;Coyz)2Asy. We
demonstrate that for accurately heat-treated crystals with modest Co-
concentration the salient ground states associated with iron-arsenide

Location: H18

superconductors, i.e., o/afm, sc, and nonmagnetic collapsed-t states
can be accessed all in one sample with reasonably small and truly
hydrostatic pressure. Systematic investigations of the various phase
transitions and ground states through pressure tuning revealed no co-
existence of bulk superconductivity with the o/afm phase which we
relate to the strongly first-order character of the o/afm transition in
the present compound. Our results [1], together with literature results,
indicate that preserving fluctuations associated with the o/afm transi-
tion to low enough temperatures is essential for superconductivity to
form.

[1] E. Gati et al., arXiv:1210.5398 (2012)

TT 27.2 Tue 10:00 HI18
Electronic structure, magnetic and superconducting prop-
erties of co-doped iron-arsenide superconductors — eHELGE
RosNER', WALTER ScHNELLE!, FraNzIskA WEIKERT?2, MICHAEL
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Nickras!, JocHEN WosNITzAa®, and ANDREAS LEITHE-JASPER! —

IMPI CPfS Dresden — 2Los Alamos National Laboratory, New Mex-
ico, US — 3HLD Dresden Rossendorf

We present a joint experimental and theoretical study of co-doped
iron-arsenide superconductors of the 122 family A;_,K;Fes T} Aso
(A=Ba,Sr,Eu; T=Co,Ru,Rh). In these systems, the co-doping enables
the separation of different parameters - like electron count, disorder
or the specific geometry of the FeAs layer - with respect to the posi-
tion of the respective compounds in the general 122 phase diagram.
For a series of compounds, we investigate the relevance of the differ-
ent parameters for the magnetic, thermodynamic and superconducting
properties. Our experimental investigations are supported by density
functional electronic structure calculations applying different approxi-
mations for doping and disorder.

TT 27.3 Tue 10:15 HI8
Crystal growth and physical properties of Na-doped
BaFe;As, superconducting single crystals — oS. AswaRTHAM!,
M. ABpEL-HariEz!, D. BomBor!, A. U. B. Worter!, M. Kumar!,
C. Hess!, D. V. EvrusHiNsky!, V. B. ZaBoLoTnyY!, A. A.
Korpyuk!, T. K. Kiu»2, S. V. Borisenko!, S. WurMmEHL!, and
B. BticaNErR! — !Leibniz Institute for Solid State and Materials Re-
search, D 01069 Dresden, Germany — 2Diamond Light Source Ltd.,

Didcot OX11 0DE, United Kingdom

Single crystals of Baj_;NazFeaAsy with x = 0, 0.25, 0.35, 0.4 were
grown using a self-flux high temperature solution growth technique.
The superconducting and normal state properties were studied by tem-
perature dependent magnetic susceptibility, electrical resistivity and
specific heat revealing that the magnetic and structural transition is
rapidly suppressed upon Na-substitution at the Ba-site in BaFezAsg,
giving rise to superconductivity. A superconducting transition as high
as 34 K is reached for a Na-content of x=0.4. The positive Hall coeffi-
cient confirms that the substitution of Ba by Na results in hole-doping
similarly to the substitution of Ba by K. Angle resolved photoemission
spectroscopy was performed on all Baj_,NagFeaAss crystals. The
Fermi surface of hole-doped Baj_,NagzFeaAsy is to high extent the
same as the Fermi surface found for the K-doped sister compounds,
suggesting a similar impact of the substitution of Ba by either K or
Na on the electronic band dispersion at the Fermi level.

TT 27.4 Tue 10:30 H18
Raman active phonons in twin-free BaFesAso — e ANDREAS
Baum!, BERNHARD MuscHLER!, FLORIAN KRETzZSCHMAR!, JIUN-
Haw Cuu?3, James G. AnaryTis®3, Ian R. Fisuer?3, and Rupr
Hackr! — "Walther-Meissner-Institut, 85748 Garching, Germany —
2SIMES, SLAC National Accelerator Laboratory, Menlo Park, CA
94025, USA — 3GLAM and Department of Applied Physics, Stan-

ford University, Stanford, CA 94305, USA

The magneto-structural phase transition of BaFeaAss is studied by
Raman spectroscopy. The main focus is placed on the anomalies
of the lattice dynamics upon entering the spin density wave (SDW)
phase. Since the related lattice distortion is very small the crystals are
twinned, and in the existing experiments the properties of the phonons
could only partially be clarified. To overcome the problem of twinning
uniaxial stress was applied before cool down. In the twin-free crystals
the symmetry properties of the phonons could be pinned down. The
Eg4 vibration of the Fe and As atoms at 135cm™! splits into a Bag
and a B3y mode at 138 and 128 cm~!, respectively, below the SDW
transition. The unexpected leakage of the As A14 phonon observed in
the tetragonal Bay symmetry can be traced back to a resonance effect
occuring only when the incoming and outgoing photon polarizations
are oriented parallel to the new orthorhombic b axis along which the
Fe spins order ferromagnetically.

TT 27.5 Tue 10:45 HI18
Thermopower as sensitive probe of electronic nematicity in
iron pnictides — Snuar Jianc!2, H.S. Jeevan?!, Jinkur Doncl,
and ePHILIPP GEGENWART! — 1I. Physikalisches Institut, Georg-
August-Universitidt Gottingen, Germany — 21.Physikalisches Institut,
Universitat Stuttgart, Germany

We study the in-plane anisotropy of the thermoelectric power and elec-
trical resistivity on detwinned single crystals of isovalent substituted
EuFes(Asi—4Pz)2. Compared to the resistivity anisotropy the ther-
mopower anisotropy is more pronounced and clearly visible already
at temperatures much above the structural and magnetic phase tran-
sitions. Most remarkably, the thermopower anisotropy changes sign

below the structural transition. This is associated with the interplay
of two contributions due to anisotropic scattering and orbital polariza-
tion, which dominate at high- and low-temperatures, respectively.

[1] S. Jiang, H. S. Jeevan, J. Dong, P. Gegenwart, arXiv:1210.2634

15 min. break

TT 27.6 Tue 11:15 HI18
Softening of the elastic shear mode Cgg in iron-based super-
conductors — eANNA BouMmeRr!D2, PuiLipp BURGER!'2, FREDERIC
HarDpY!, PETER ScHwEiss!, RAINER FROMKNECHT!, THOMAS
Worr!, CurisTorn MEINGAST!, MARIUS REINECKER®, and WIL-
FRIED ScHRANZ® — !Karlsruher Institut fiir Technologie, Institut fiir
Festkorperphysik, D-76021 Karlsruhe — 2Karlsruher Institut fiir Tech-
nologie, Fakultit fiir Physik, D-76128 Karlsruhe — 3Universitit Wien,
Fakultét fiir Physik, A-1090 Wien

The structural phase transition of underdoped iron-based supercon-
ductors is accompanied by a large softening of the elastic shear mode
Ce6, which has attracted considerable attention. This softening has
been discussed both in terms of orbital and spin-nematic fluctuations
which would be responsible for the structural phase transition and,
possibly, superconductivity. However, sample requirements have so far
restricted experimental investigations of Cgg (via measurements of the
ultrasound velocity) to the Ba(Fe,Co)2Asy system.

Here, we report on a new technique, based on a three-point bending
setup, to probe the Young’s modulus of a sample with a capacitance
dilatometer. For certain orientations, the Young’s modulus is related
to the elastic constant Cgg whose effective temperature dependence
can be obtained. Platelet-like samples, as frequently encountered for
iron-based systems, are easily studied with our setup. Data on several
systems will be presented and discussed.

1

TT 27.7 Tue 11:30 HI18
Paramagnetic limiting of the upper critical field of KFezAs>
studied by low temperature thermal expansion and mag-

netostriction — eDieco A. Zocco!, Kar GRUBE!, SEBASTIAN

Zaum!, FeLix EiLers', RoLanD ScHAFER!, TnHomas WoLr!,
PuiLipp Burcer!, FrEDERIC HARDY!, ANNA BoumER!, CHRISTOPH
MeincasT!, and HILBERT voN LOHNEYSEND2 — lInstitut fiir Fes-
tkorperphysik, Karlsruhe Institute of Technology, D-76021 Karlsruhe,
Germany — 2Physikalisches Institut, Karlsruhe Institute of Technol-

ogy, D-76031 Karlsruhe, Germany.

‘We present low-temperature thermal expansion and magnetostriction
measurements of single crystals of KFeaAsy (T. ~ 3.4K) in magnetic
fields up to 14 T applied parallel and perpendicular to the c-axis of the
samples (BS, ~ 1.5 T and ng ~ 4.8T). In the normal state, quantum
oscillations of the sample length were observed for B || ¢ and B L ¢,
giving estimated mean-free-path values of 177 and 52 nm, respectively,
indicating that the superconducting state can be described as being in
the clean limit ( 3b ~ 10nm). While the superconducting state is lim-
ited by orbital pair-breaking effects when magnetic fields are applied
parallel to the c-axis, our measurements confirm strong paramagnetic
effects on Bca(T) along the ab direction, as it was similarly found in
other Fe-based materials such as LiFeAs and FeSe;_,Te,.

TT 27.8 Tue 11:45 HIS
Pressure dependencies and first-order transition in KFexAs>

— ePuiLipP Burcerb?2, AnNNa BonMER!2, FrEDERIC HARDY!,

Tuomas Worr!, PeErer ScuHweiss!, RAINER FrROMKNEcCHT!, and
CurisToPH MEINGAST! — lInstitut fiir Festkorperphysik, Karlsruher
Institut fiir Technologie, 76021 Karlsruhe, Germany — 2Fakultét fiir
Physik, Karlsruher Institut fiir Technologie, 76128 Karlsruhe, Ger-

many

Here we present a thermodynamic study on KFegAsy single crystals
(T¢=3.4 K) using high-resolution thermal-expansion, specific heat,
magnetostriction and magnetization measurements. From these mea-
surements we extract the uniaxial pressure dependencies of the Som-
merfeld coefficient -, the critical temperature T., the upper critical
field H.g, the magnetic susceptibility x and the thermodynamical crit-
ical field Hc.. Interestingly, the normalized pressure derivatives of T,
and H. are about a factor of 10 larger than the pressure dependence
of gamma, clearly showing that T, is not closely correlated with . In
particular the pressure dependencies of T show a very anisotropic be-
havior for the two different directions. Similar anisotropic behavior is
also observed for He2 and H. indicating that they are strongly coupled
to each other.
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In addition, magnetostriction and magnetization data for H paral-
lel a-axis show that the superconducting transition is changing from
second-order to first-order around 2 K. These results support that the
upper critical field Hcg is strongly suppressed via Pauli paramagnetism.

TT 27.9 Tue 12:00 HI18
Effect of uniaxial stress and doping on structural and elec-
tronic properties of BaFes Aso and CaFegs Aso — eMiLaN Towmic,
Roser VaLeENTI, and HARALD O. JESCHKE — Institut fiir Theoretis-
che Physik, Goethe-Unversitat Frankfurt, Max-von-Laue-Str. 1, 60438
Frankfurt, Germany

We investigate the effects of the uniaxial tensile and compressive
stresses applied along a, b and a+b directions in BaFezAss and
CaFegAss in the framework of ab initio density functional theory cal-
culations. While the systems remain in the orthorhombic phase at
moderate pressures, we observe an inversion of magnetism at a critical
strain happening when the a and b axes approach the tetragonal con-
dition. Furthermore, the doping-temperature-pressure phase diagrams
of the 122 family of superconductors have been discussed intensively
due to electronic nematicity above the structural and superconduct-
ing transition and the complex coupling between electronic and lattice
degrees of freedom. We employ density functional theory to predict
the structure of supercells of Caj_;SryFeaAsg and CaFea(Asi—zPy)a.
We then predict structural transitions of the doped compounds under
pressure and compare to the parent compound. We carefully analyze
the changes in the electronic structure caused by doping and stress.

TT 27.10 Tue 12:15 HI18
Coherent phonon oscillations in 122 FeAs compounds —

oL. REerTiG!, R. CoRTES?, T. RoHwWER?, P. GEGENWART?,

H.S. Jevaan?, T. Worr®, B. Kampre®, I. Eremin®, L.
Kipp3, K. RossNnacer®, M. Bauer3, J. Fink’, M. WoLF?,
and U. BovensiepEN! — 1Universitit Duisburg-Essen, D-47048

Duisburg — 2Fritz-Haber-Institut d. MPG, D-14195 Berlin —
3Christian-Albrechts-Universitit Kiel, D-24118 Kiel — “*Ceorg-
August-Universitidt Géttingen, D-37077 Géttingen — 5Karlsruhe Insti-
tute of Technology, D-76021 Karlsruhe — SRuhr-Universitit Bochum,
D-44801 Bochum — 7Leibniz-Institute for Solid State and Materials
Research Dresden, D-01171 Dresden

We present time- and angle-resolved photoemission spectroscopy re-
sults on various 122 FeAs compounds employing fs UV and XUV
pulses. We observe coherent oscillations of the spectral weight near
Er and identify three coherent modes - the most prominent Raman
active Alg mode and two weaker modes. The analysis of the tran-
sient electron distribution allow us to separate the oscillating chemical
potential from the relaxation dynamics of the excited electronic distri-
bution.

Similar experiments using a high-harmonics light source enable the
analysis of the electron dynamics at the I'-point and at the X-point,
which shows an in-phase oscillation of the chemical potential at the
two Fermi surface sheets. This indicates a substantial modification of
the electronic density of states by the coherent oscillations, which is
corroborated by theoretical investigations of the influence of the A1y
mode on the electronic structure in 122 FeAs compounds.

TT 27.11 Tue 12:30 H18

Strain induced bulk superconductivity in BaFe; Ass thin films

— oJAN ENGELMANN'2, PAuL CHEKHONIN?, WERNER SKROTZKIZ,

RuBen HuouNE!, Frirz Kurra!2, Siwvia Hawnorl, Kazumasa
Iibal, Lupwic Scuurrzb?, HorzapreL BERNHARDD3, and GRri-
NENKO VADIM! — 1IFW Dresden, P. O. Box 270116, 01171 Dres-
den, Germany — 2Dresden University of Technology, Department of
Physics, 01062 Dresden, Germany — 3TU Bergakademie Freiberg,

09596 Freiberg, Germany

We report superconductivity in non-doped BaFezAsy (Bal22) thin
films grown on Fe buffered Spinel single crystalline substrates. Super-
conductivity was achieved in our thin films by varying the thickness of
the Bal22. Increasing the thickness to a critical value of approximately

10 nm results in an increase of the superconducting critical tempera-
ture to T.—28 K whereas films with a thickness of >100 nm do not
show any superconductivity. We connect this appearance of supercon-
ductivity with the inclusion of strain in our samples. Very thin samples
are fixed to the Fe buffer layer and substrate lattice constant (increased
a-axis lattice constant and shortened c-axis lattice constant) whereas
with increasing thickness the Bal22 layer relaxes to its bulk values. We
will present via X-ray analysis the relaxation of the c-axis lattice con-
stant coming along with structural changes showed via transmission
electron microscopy (TEM) and atomic force microscopy (AFM). The
bulk nature of superconductivity was determined by measurements of
the critical current density and via magnetic measurements using a
SQUID.

TT 27.12 Tue 12:45 HI18
Intrinsic ab-Plane Pinning in Epitaxial Pnictide Thin Films
— oJeENs Haeniscu!, Kazumasa Iipal, Frirz KurTH!, MICHAEL
Scnurze!, SaBINE WurMEHL!, Suinva Urpa2, Micuio Naito?,
CuiaARA TaranTINI®, JAN JaroszyNski®, Lupwic Scuurrz!, and
BeRNHARD HorzapreL! — 1IFW Dresden, Helmholtzstr. 20, 01069
Dresden, Germany — 2Tokyo University A & T, Koganei, Tokyo 184-
8588, Japan — SNHMFL, 1800 E. Paul Dirac Drive, Tallahassee, FL
32310, USA

In type II superconductors with short coherence lengths £ and large
uniaxial crystallographic anisotropy, the order parameter may be mod-
ulated along the c-axis or even be restricted to superconducting planes.
In such a case, flux lines may be pinned intrinsically by this modula-
tion. This is well known for the high-T,. cuprates. The pnictides as
well full-fill the conditions for intrinsic pinning. However, up to now
it has not been reported. FeSep 5Teg.5 thin films have been grown by
PLD in a temperature series between 350 °C and 550 °C. For the film
deposited at 450 °C we found clear signature of intrinsic pinning for
B> 7Tand T < 4 K. J.(B) is constant in this region and the V(I)
exponent n shows a strong dip in its angular dependence for field ori-
entations near ab. For the lowest T', n is rising again. This behavior
is explained by trapping and lock-in of flux lines and the presence of
double-kink excitations. An MBE-grown SmFeAs(O,F) thin film with
very clean microstructure and a T, of 55.7 K has been investigated in
high static magnetic fields. This compound shows the same intrinsic-
pinning behaviour for B > 35 T: constant J. and a change of n(B, 0).

TT 27.13 Tue 13:00 H18
Investigations of pnictide superconductors - three Josephson
junction aproaches — eSTEFAN ScHMIDT!, SEBASTIAN DORING!,
MarTIN FELTZ!, NoOR ALl Hasan!, SANDRA GoTTwaLs', FRANK
Scumipr!, Sivia Hainor2?, Kazumasa Iipa3, Fritz Kurrn®, BERN-
HARD HoLrzapreL?, and PauL SeipEL! — lInstitut fiir Festkorper-
physik, Friedrich-Schiller-Universitdt Jena, Helmholtzweg 5, 07743
Jena, Germany — 2IFW Dresden, Institute for Solid State Research,
Helmholtzstrasse 20, 01069 Dresden, Germany — 3IFW Dresden, In-
stitute for Metallic Materials, Helmholtzstrasse 20, 01069 Dresden,
Germany

The investigation of fundamental electrical properties in iron pnictide
superconductors has to be pursued in order to realize devices and ap-
plications in the future. Particularly, Josephson junctions are a very
important tool to examine device-oriented interface effects in hybrid
and all-pnictide contacts. We present results on different junction ge-
ometries based on thin film technology using Co-doped Ba-122 as base
electrode. Planar SNS’ junctions that favor transport along the c-axis
are compared to edge-type (hybrid) and grain boundary junctions (all-
pnictide) where charge carriers are transported within the ab-plane of
the superconductor.

This work was partially supported by the EU within IRON-SEA
(project no. FP7-283141), DFG within SPP 1458 (projects SE 664/15-
1 and HA 5934/1-1), the DAAD, and the Landesgraduiertenférderung
Thiiringen.

S. Schmidt et al., IEEE-TAS (accepted, 2012), arXiv.org: 1211.3879
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TT 28.1 Tue 9:30 HI19
Structure and Phase Transitions of the Spiral Antiferro-
magnet Ba;CuGez;O7; — eSEBASTIAN MUHLBAUER', MARKUS
GARsT?, EKATERINA POMJAKUSHINAZ, SEVERIAN GvasaLiva?, Eric
REssoucHE®?, CHARLES DEWHURST®?, JoacHiM KOHLBRECHER®, and
ANDREY ZHELUDEV? — !Forschungsneutronenquelle Heinz Maier-
Leibnitz, Garching, Germany — Z2Institut fiir Theoretische Physik,
Universitét zu K6ln, Germany — 3Paul Scherrer Institut, Villigen,
Switzerland — *Neutron Scattering and Magnetism, ETH Ziirich,
Switzerland — ®Institut Laue Langevin, Grenoble, France

Neutron diffraction and small angle neutron scattering (SANS) in
combination with measurements of susceptibility and specific heat
have been used to systematically study the different magnetic struc-
tures of the non-centrosymmetric tetragonal antiferromagnet (AF)
BasCuGe207, that evolve for different orientation of the magnetic
field. A complete description of the magnetic phase diagram could
be achieved [1,2]: For magnetic field close to the tetragonal c-axis,
a phase transition from the soliton lattice to a recently reported in-
commesurate double-k-phase is confirmed. In contrast, for large angles
enclosed by the magnetic field and the c-axis, a complexly distorted
non-sinusoidal structure is observed. For magnetic field in the basal
a,b-plane, a incommensurate/commensurate transition is observed at
9T. The staggered component of the Dzyaloshinsky-Moriya vector is
identified as key element for the understanding of BagCuGe207.

[1] S. Miihlbauer et al., Phys. Rev. B 84, 180406 (2011).
[2] S. Miihlbauer at al., Phys. Rev. B 86 02217 (2012).

TT 28.2 Tue 9:45 HI19
Spin-charge-lattice coupling in the semimetallic ferromagnet
EuBg — eF. ScuneLLe!, R. S. Mannal, P. Das!', J. MOLLER!,
Z. Fisk2, and M. Lang! — lInstitute of Physics, Goethe-University
Frankfurt, 60438 Frankfurt (M), Germany — 2Department of Physics,
University of California, Irvine, California 92697, USA

The semimetallic EuBg exhibits a complex sequence of electronic and
magnetic phase transitions at ~15.5 K (Tc1) and ~12.5 K (T;2). In
the paramagnetic regime below ~35 K, magnetic polarons (MPs) are
expected to form since it is energetically favorable for the charge carri-
ers to localize and thereby spin polarize the local Eu?t moments over
a finite distance. Thermal expansion measurements show pronounced
lattice effects at the phase transition temperatures, the one occurring
at T2 being much larger than that at T.;. By applying a small mag-
netic field of less than 50 mT, the anomaly at T, is fully suppressed,
while the one at T2 shifts to higher temperature and broadens as
the field is increased and finally fades out at a field B > 5 T. The
complementary magnetostriction measurements for a set of tempera-
tures from below T,2 to above T.; highlight the extraordinarily large
magnetoelastic effects in this material. This supports the notion that
charge localization, due to the formation of isolated MPs at temper-
atures corresponding to the paramagnetic regime, gives rise to lattice
expansion. By cooling or applying external magnetic fields, the MPs
merge and percolation sets in, resulting in lattice contraction. We
discuss the relation of this mechanism to the observed large negative
magnetoresistance in this material.

TT 28.3 Tue 10:00 HI19
Studying the local magnetic induction of EuBg by high-
resolution micro-Hall magnetometry — eMERLIN PonLiT!, Ap-
HAM AMYAN!, JENs MULLER!, and ZacHARY Fisk? — !Physikalisches
Institut, Goethe-Universitit, Frankfurt (M), Germany — 2University
of California, Irvine, USA

In the ferromagnetic semimetal EuBg two consecutive transitions oc-
cur at T.1=15.5K and T.2=12.6 K. They are related to electronic and
magnetic phase separation, and bulk magnetic ordering, but the details
are not yet fully understood. Recently, there has been experimental
evidence for the CMR effect observed at T¢1 beeing caused by percola-
tion of magnetic polarons [1]. Local magnetic measurements, however,
have not been performed so far. In this talk we discuss local magnetic
induction measurements on a high-quality single crystal using micro-
Hall magnetometers based on a high-mobility 2DEG in GaAs/AlGaAs.
The sample is positioned on top of the Hall device where a series of
adjacent lithographically defined crosses allow for spatially-resolved
measurements with micron-size resolution. Strayfield measurements

Location: H19

close to the sample give evidence for a spontaneous magnetisation at
Tc1 and allow further insights in the field and temperature dependence
of the magnetic transitions. Simultanously performed measurements
below the sample give evidence for magnetic domains/inhomogeneities
which seem to exist even below the second magnetic transition but
vanish by application of a small external field.

[1] Das et al., Phys. Rev. B 86, 184425 (2012)

TT 28.4 Tue 10:15 HI19
Analysis of chemical and external pressures in ReCoPO (Re
= La, Pr) and LaCoAsO by means of u1 spin spectroscopy —
eGiacoMmo Pranpol, PieTrRo BonNrA2, GianNI ProreTA®, RUSTEM
KHasaNov?, FABIO BERNARDINI?, MARCELLO MazzaNI2, Eva MARIA
BrueNiNg!, ANAND PaL®, VEEr Awana® Hans-JoacuHim GRAFE!,
BerND BuecHNER!, RoBERTO DE RENzZI?, PIETRO CARRETTA”, and
SAMUELE SANNA” — !Leibniz-Institut fiir Festkorper- und Werkstoff-
forschung (IFW) Dresden, Germany — 2Dipartimento di Fisica, Uni-
versita di Parma and CNISM, Italy — 3SPIN-CNR and Dipartimento
di Fisica, Universita dell’Aquila, Italy — *Laboratory for Muon Spin
Spectroscopy, Paul Scherrer Institut, Switzerland — ®Dipartimento di
Fisica, Universita di Cagliari, Italy — $National Physical Laboratory
(CSIR), New Delhi, India — 7Dipartimento di Fisica, Universita di
Pavia and CNISM, Italy

In this contribution we will discuss the local magnetic properties of
ReCoPO (Re = La, Pr) as investigated by means of muon spin spec-
troscopy. Electrons localized on the Pr3*t ions do not play any role in
the overall magnetic features of the compounds. The increase of the
chemical pressure triggered by the different ionic radii of La3® and
Pr3+ plays a crucial role in enhancing the value of the critical temper-
ature to the magnetic phase and can be mimicked by the application
of external hydrostatic pressure. A sharp discontinuity in the local
magnetic field at the muon site in LaCoPO suggests a sizeable modi-
fication in the band structure of the material upon increasing P. This
scenario is qualitatively supported by ab-initio DFT calculations.

TT 28.5 Tue 10:30 H19
Heisenberg like critical properties, Magnetocaloric effect and
Scaling in Lead doped NdMnO3 Single Crystal — eNiLoTPAL
GnHosH — School of Advanced Sciences, VIT University, Vellore-
632014, Tamilnadu

Magnetic isotherms for single crystals of Ndg.7Pbp.3MnOgs have been
measured around the ferromagnetic(FM) to paramagnetic(PM) tran-
sition temperature T¢. Critical exponents have been obtained by
modified Arrott plots and the Kouvel Fisher method. The values of
exponents are consistent with those expected for 3D Heisenberg uni-
versality class. Magnetocaloric effect (MCE) has been also studied
from the magnetic isotherms. Relative cooling power (RCP) is esti-
mated as 56.725, 66.252 and 77.163 J/Kg for 1.2, 2.2 and 4.8 T fields
respectively. Universal scaling behaviour in the relative change of mag-
netic entropy ASp; has been observed. The rescaled magnetic entropy
change curves for different applied fields are noticed to collapse onto
a single curve. It has been found that the peak entropy change, ASjs
peak at T and RCP follow a scaling power law in magnetic field H
with the exponents which are reduced in comparison to their theoret-
ically estimated value.

[1] N. Ghosh, Journal of Superconductivity and Novel Magnetism, ac-
cepted (2012)

[2] N. Ghosh, S. Roessler, U.K. Roessler, K. Nenkov, S. Elizabeth,
H.L. Bhat, K. Doerr, and K.H. Mueller, J. Phys.: Condens. Matter
18, 557-567 (2006)

TT 28.6 Tue 10:45 H19
From Skyrmions to Helices: Changing the Topology in Chiral
Magnets — oSTEFAN BUHRANDT and AcHiM Roscu — Universitét
Koln

In chiral magnets, a small magnetic field stabilizes a lattice of magnetic
whirls, so called skyrmions. They are characterized by a topologically
quantized winding number. Using classical Monte Carlso simulations,
we investigate the first order phase transition from the skyrmion phase
to a helical phase when the magnetic field is reduced. As the topol-
ogy of the magnetic texture changes, the phase transition is driven by
singular magnetic configuration, which we identify as hedgehog point
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defect. These hedgehogs are responsible for the merging of skyrmions
and changes of the winding number.

15 min. break

TT 28.7 Tue 11:15 HI19
Thermal transport properties of single-crystal MnSi —
eMARLIES GANGL, ANNA KUSMARTSEvVA, ANDREAS BAUER, and
CHRISTIAN PFLEIDERER — Technische Universitdt Miinchen, Physik
Department E21, Garching, Germany

The B20 transition metal compound MnSi has long been recognised as
a model system for studies of weak itinerant ferromagnetism [1], when
ignoring the formation of a well-understood helical modulation that
may be suppressed in small magnetic fields. We report the thermal
conductivity and thermopower of high-quality single crystals of MnSi
over a wide range of temperatures from 2 to 300 K under magnetic
fields up to 14 T. We discuss our findings in the framework of the spin
fluctuation theory of weakly ferromagnetic compounds as recently ad-
vertised in the context of related studies of ZrZns [2,3].

[1] G. Lonzarich and L. Tailefer, J. Phys. C: Solid State Phys. 18,
4339 (1985)

[2] R.P. Smith et al., Nature 455, 1220-1223 (2008)

[3] M. Sutherland et al., Phys. Rev. B 85, 035118 (2012)

TT 28.8 Tue 11:30 H19
Neutron polarimetry of the fluctuation-induced first or-

der helimagnetic transition in MnSi — eJonas KINDERVATER!,

Worrcanc HAussLEr!'2, Markus GARST®, MARC JANOSCHEK?,
CHRISTIAN PrLEIDERER!, and PeTER BONI! — 1Physik Depart-
ment E21, TU Miinchen — 2Forschungsneutronenquelle Heinz Maier-
Leibnitz, TU Miinchen — 3Institute for Theoretical Physics, Univer-

sidt zu KSln — “4Los Alamos National Laboratory

Chiral magnets, like the B20 compound MnSi, have recently attracted
much scientific interest because a new spin structure representing a
skyrmion lattice has been identified under moderate magnetic fields
[1]. Besides these topological spin textures the phase transition from
heli- to paramagnetism in MnSi has been under active investigation.
Different scenarios on the mechanism of the transition have been pro-
posed, ranging from a topological skyrmion liquid phase [2] over a sec-
ond order mean field transition [3] to a fluctuation induced first order
Brazovskii phase transition [4] that was recently confirmed experimen-
tally in small angle neutron diffraction [5]. We report a comprehensive
study of the so-called chiral fraction in MnSi using a newly developed
miniature spherical neutron polarimetry device "MiniMuPAD". The
temperature dependence and the isotropic decay of the measured chi-
ral fraction are in excellent agreement with the Brazovskii scenario.

[1] S. Miihlbauer et al., Science 323, 915 (2009)

[2] C. Pappas et al., PRL 102, (2009)

[3] S. V. Grigoriev et al., PRB 72, 13 (2005)

[4] S. A. Brazovskii, Sov. Phys. JETP 41, 85 (1975)
[5] M. Janoschek et al., arXiv:1205.4780 (2012)

TT 28.9 Tue 11:45 HI19
Thermodynamic signatures of the skyrmion lattice phase
in MnSi and Mn;_,Fe,Si — eANDREAS BaAUER and CHRIS-
TIAN PFLEIDERER — Physik Department E21, Technische Universitat
Miinchen, D-85747 Garching, Germany

The recent discovery of skyrmion lattices in cubic helimagnets like
MnSi, Fe;_,Co;Si, and CuzOSeO3 lead to a large number of studies
in this class of compounds. We report detailed measurements of the
specific heat across the magnetic phase diagram of single-crystal MnSi
and Mnj_,Fe;Si. Our data is fully consistent with earlier reports,
e.g., in Ref. [1,2], showing a narrow peak ontop of a broad shoulder
at the helimagnetic phase transition. However, a quasi-adiabatic large
heat pulse technique enabled us to resolve distinct signatures of the
skyrmion lattice phase for the first time. A peak upon entering the
skyrmion lattice phase from low temperatures is observed in MnSi for
all magnetic field directions studied as well as in Mnj_,Fe;Si up to
x = 0.08. This peak is a key signature of the first order phase transi-
tion where the topological winding number of the magnetic structure

jumps from 0 to -1.

[1] S. M. Stishov et al., PRL 105, 236403 (2010)
[2] A. Bauer et al., PRB 82, 064404 (2010)

TT 28.10 Tue 12:00 H19
properties of Mn;_,Fe,Ge — @SVEN-ARNE
SiEGFRIED!, NADEzZHDA PoTapova?, EvGeEny Moskvin?, VADIM
Dvapkin3, Dirk MENzEL?, CHARLEs D. DEWHURST®, ANATOLY
V. Tsvyasucuenko®, DieTeEr LoTT!, ANDREAS SCHREYER', and

SERGEY GRIGORIEVZ — 1Helmholtz-Zentrum Geesthacht, Geesthacht,

Magnetic
1

Germany. — 2Petersburg Nuclear Physics Institute, Gatchina, Russia.
— 3Swiss-Norwegian Beamlines at ESRF, Grenoble, France — 4TU
Braunschweig, Braunschweig, Germany — °Institut Laue-Langevin,

Grenoble, France — SInstitute for High Pressure Physics, Troitsk,
Russia

The cubic B20 type transition-metal monogermanides belong to the
P213 space group. B20 systems order in a helical spin structure which
can be transformed by a magnetic field into a conical and even a paral-
lel ferromagnetic configuration. Close to the ordering temperature the
so called A-phase exists. Polycrystalline Mnj_,Fe;Ge samples have
been synthesized by high pressure method and investigated by SQUID
magnetization measurements and small angle neutron scattering. For
this compounds the variation of the helical period from 18 nm for
MnGe up to 70 nm for FeGe comes along with a change in the order-
ing temperatures from 170 K up to 280 K. For concentrations below x
= 0.5 our SANS patterns at zero field show a temperature dependent
decrease of the helical wavelength with increasing temperature. For
field dependent measurements different characteristic patterns appears
indicating a complex H-T magnetic phase diagram for this compounds.

TT 28.11 Tue 12:15 H19
Signature of gap closure in the phonon spectra of FeSi —
eSvEN Krannicu!, DanieL Lamaco?, Rour Hemd!, KLaus-PETER
BouneN!, Yvan Sipis?, JeaN-MicHEL MieNoT?, PAUL STEFFENS?,
ALEXANDER Ivanov3, and FrRaNk WEBER! — 1Karlsruhe Institute
of Technology, Institute of Solid State Physics, 76021 Karlsruhe —
2Laboratoire Léon Brillouin, CEA - Saclay, F - 91191 Gif sur Yvette
Cedex, France — 3Institut Laue Langevin, F-38042 Grenoble Cedex,
France

We report an inelastic neutron scattering study of the lattice degrees
of freedom in the narrow gap semiconductor FeSi over a large temper-
ature range 10 K < T < 790 K. In our measurements we observe an
unusually strong softening of various phonon modes with some notable
exceptions. Calculations based on density-functional-perturbation the-
ory (DFPT) show that only the softening between T = 100 K and room
temperature is anomalous, i.e. cannot be explained by normal thermal
expansion. Further calculations simulating a vanishing electronic gap
at elevated temperatures can account for this anomalous softening and
need not involve strong anharmonic lattice effects. Our results support
a band-like approach to FeSi where electron-electron correlations are
responsible for the gap closure.

TT 28.12 Tue 12:30 H19
Highly Dispersive Scattering From Defects In Non-
Collinear Magnets — eWoLFraM BreNIG}'2 and ALEXANDER L.
CHERNYSHEV® — !Institute for Theoretical Physics, Technical Univer-
sity Braunschweig, Germany — 2Technical University of Lower Saxony,
NTH, Germany — 3Department of Physics, University of California,
Irvine, USA

We demonstrate that point-like defects in non-collinear magnets give
rise to a highly dispersive structure in the magnon scattering, violat-
ing a standard paradigm of its momentum independence. For a single
impurity spin coupled to a prototypical non-collinear antiferromagnet,
we find that the resolvent is dominated by a distinct dispersive struc-
ture with its momentum-dependence set by the magnon dispersion and
shifted by the ordering vector. This feature is a consequence of umk-
lapp scattering off the impurity-induced spin texture, which arises due
to the non-collinear ground state of the host system. Detailed results
for the staggered and uniform magnetization of this texture as well as
the T-matrix from numerical linear spin-wave theory are presented.
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TT 29.1 Tue 9:30 H20
Theory of Spin Relaxation in Two-Electron Laterally Cou-
pled GaAs and Si Quantum Dots — eMAarTIN Rarru!, PE-
TER STANO?3, and JarRosLav FaBian! — lInstitute for Theoretical
Physics, University of Regensburg, 93040 Regensburg, Germany —
2Department of Physics, University of Basel, 4056 Basel, Switzerland
— 3Institute of Physics, Slovak Academy of Sciences, 845 11 Bratislava,
Slovakia

We present quantitative results of the phonon-induced spin relaxation
in two-electron lateral double quantum dots. Both spin-orbit coupling
and hyperfine coupling are taken into account. Our analysis of GaAs
[1] and silicon [2] based dots includes the variation of the electric field
(detuning), the exchange coupling, and the magnetic field strength
and orientation. We find that even in strong magnetic fields, the hy-
perfine coupling can dominate the relaxation rate of the unpolarized
triplet in a detuned GaAs double dot. This feature is absent in silicon
(we assume a 29Si abundance of 4.7%). Where the spin-orbit cou-
pling dominates, the rate is strongly anisotropic and its maxima and
minima are generated by an in-plane magnetic field either parallel or
perpendicular to the dots’ alignment dependent on specifics, such as
spectral (anti-) crossings (spin hot spots), or the detuning strength.
We emphasize the differences between GaAs and Si based dots. This
work marks a crucial step toward the realization of two-electron semi-
conductor qubits.

This work is supported by the DFG under grant SPP 1285.

[1] M. Raith et. al., PRL 108, 246602 (2012)
[2] M. Raith et. al., arXiv:1206.6906

TT 29.2 Tue 9:45 H20

Nonequilibrium effect in a NISIN turnstile — eANDREAS
HemMEs!, VILLE Maisi?3, Jukka PekoLa2, MICHAEL MARTHALER!,
DmiTRY GoLuBEV!, and GErRD ScuON! — lInstitut fiir Theoretis-

che Festkorperphysik, Karlsruher Institut fiir Technologie, Wolfgang-
Gaede-Str. 1, D-76128 Karlsruhe, Germany — 2Low Temperature
Laboratory (OVLL), Aalto University School of Science, P.O. Box
13500, 00076 Aalto, Finland — 3Centre for Metrology and Accredi-
tation (MIKES), P.O. Box 9, 02151 Espoo, Finland

A single electron transistor consisting of a superconducting island cou-
pled to two normal leads is investigated. By periodically changing
the gate voltage this setup works as a single electron pump. However
during the turnstile operation quasiparticles are injected onto the su-
perconductor, which relax via inelastic electron-phonon scattering and
effectively heat up the island. We theoretically model the time evolu-
tion of the charge transport and the quasiparticle distribution during
the pumping process. By analyzing the dependence on pumping fre-
quency we discuss the experimental ability to measure the relaxation
dynamics of quasiparticles in the superconducting island.

TT 29.3 Tue 10:00 H20
Keldysh effective action theory for universal physics in spin-
1/2 Kondo dots — eSErRGEY SMIrRNOV and MILENA GRIFONI —
Institut I - Theoretische Physik, Universitdt Regensburg, Univer-
sitédtsstrafse 31, D-93040 Regensburg, Deutschland

We present a theory for the Kondo spin-1/2 effect in strongly corre-
lated quantum dots. The theory is applicable at any temperature and
voltage. It is based on a quadratic Keldysh effective action parame-
terized by a universal function. We provide a general analytical form
for the tunneling density of states through this universal function for
which we propose a simple microscopic model [1]. We apply our the-
ory to the highly asymmetric Anderson model and describe its strong
coupling limit, weak coupling limit and crossover region within a single
analytical expression.

We further extend our theory to describe the Kondo regime when
the quantum dot is placed in an external magnetic field. The modern
experimental issues of the critical magnetic field, at which the zero
bias maximum of the differential conductance starts to split into two
maxima, as well as the distance between these maxima as a function
of the magnetic field are also addressed.

[1] S. Smirnov and M. Grifoni, arXiv:1203.4360 (2012)

TT 29.4 Tue 10:15 H20

Superfermions in Liouville space as a powerful tool for inves-

Location: H20

tigating quantum transport out of equilibrium: new insights
into the Anderson model — eRomMaN SapTsov!:2 and MAARTEN
WeceEwnsh 23 — 1Peter Griinberg Institut, Forschungszentrum
Jilich, 52425 Jiilich, Germany — 2JARA- Fundamentals of Future In-
formation Technology — 3Institute for Theory of Statistical Physics,
RWTH Aachen, 52056 Aachen, Germany

Recently, we introduced a new formalism of superfermions in Liouville
space for a renormalization group study of the non-linear transport
through an Anderson quantum dot (QD) at zero temperature [1]. This
formalism turns out to be a very useful tool to study other aspects of
non-equilibrium phenomena, as well. In the wide band limit for a
strongly interacting QD it allows one to sum up exactly temperature-
independent contributions and obtain a general form of the QD effec-
tive Liouvillian as well as some exact relations for its eigenvalues. In
the non-interacting case, U=0, our approach describes time evolution
of the QD in the most simple way: we show that a "Pauli super-
exclusion principle" for the superfermions leads to the exact trunca-
tion of the time-dependent perturbation series at the second order in a
coupling constant. Using our approach we are able also to explore the
time-evolution of the initial dot-reservoir correlations. We discuss the
extension of this U=0 result to the case of finite U. Finally, we discuss
other useful applications of our formalism, such as: path integrals in
Liouville space and "super- mean-field theory".

[1] R.B. Saptsov, M.R. Wegewijs, arXiv:1207.3207

Invited Talk TT 29.5 Tue 10:30 H20
Nano-Conductors as Measurement Devices and Driving
Sources — oS1GaMUND KoHLER — Instituto de Ciencia de Materiales
de Madrid, CSIC, 28049 Madrid, Spain

The capacitive coupling between electrically isolated nano-circuits
bears a wealth of novel transport effects. One prominent realization
is the coupling of a quantum dot to a quantum point contact, where
the latter acts as charge monitor. Most interesting is the backaction of
the point contact to quantum superpositions in the measured system
and the decoherence induced in this way. For example, it has been
predicted that, despite decoherence, a charge monitor may be used for
qubit phase readout with good fidelity [1]. Moreover, a point contact
may act upon a double or triple quantum dot not only as detector or
decoherence source, but may also impose useful non-equilibrium driv-
ing and thereby, e.g., induce a pump current. This effect leaves its
fingerprints in the charging diagram of double quantum dots [2] and
in the full-counting statistics [3]. If the point contact is replaced by
a double quantum dot, coherent tunnel oscillations in the latter may
induce phenomena known from ac-driven transport.

[1] C. Kreisbeck and S. Kohler, PRB 81, 125404 (2010)
[2] M. Stark and S. Kohler, EPL 91, 20007 (2010)
[3] R. Hussein and S. Kohler, PRB 86, 115452 (2012)

15 min. break

TT 29.6 Tue 11:15 H20
Electronic structure and the Aharonov-Bohm effect in inho-
mogeneous M&bius rings — eV. M. Fomin!, S. KiraviTTayal:2,
and O. G. ScumipT!® — llnstitute for Integrative Nanosciences,
IFW-Dresden, D-01069 Dresden, Germany — 2Department of Elec-
trical and Computer Engineering, Naresuan University, Phitsanulok
65000, Thailand — 3Material Systems for Nanoelectronics, Chemnitz
University of Technology, D-09107 Chemnitz, Germany

Nanostructure fabrication techniques can be exploited to generate non-
trivially shaped objects with man-designed topological space metrics.
A symbiosis of the geometric potential and an inhomogeneous twist
renders an observation of the topology effect on the electron ground-
state energy in microscale M&bius rings into the realm of experimental
verification. We predict a ‘delocalization-to-localization’ transition for
the electron ground state as the M&bius ring is made more inhomo-
geneous [1]. This transition can be quantified through the Aharonov-
Bohm quantume-interference effect on the ground-state persistent cur-
rent as a function of the magnetic flux threading the M&bius ring.
Our theoretical considerations may receive practical relevance in view
of the emerging experimental realizations of topologically nontrivial
manifolds at the nanoscale.
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[1] V. M. Fomin, S. Kiravittaya, and O. G. Schmidt, Phys. Rev. B 86,
195421 (2012).

TT 29.7 Tue 11:30 H20
Transport across an Anderson quantum dot in the interme-
diate coupling regime — eJonaNNEs KERN and MILENA GRIFONI
— Universitdt Regensburg, Institut fiir Theoretische Physik, 93040
Regensburg

We describe transport across a quantum dot coupled to leads at differ-
ent chemical potentials. For this we use the master equation approach.
The current is determined via the reduced density matrix by "kernels",
the contributions to those are visualized by diagrams. Because of the
huge variety and complexity of the diagrams, we take into account
only the diagrams within a selection which we call the "dressed second
order" (DSO)[1]. We apply this to the case of the single impurity An-
derson model and show that the DSO allows the description of various
effects: the transition from thermally broadened to tunnel broadened
peaks of the linear conductance as well as of the differential conduc-
tance as function of the bias; the shift of the conductance peaks with
temperature; a zero bias anomaly in the differential conductance; the
splitting of this anomaly in case a magnetic field is applied. To con-
clude, we see the strength of the DSO in its simplicity as well as in its
applicability to various problems including the transport across more
complicated quantum dots.

[1] J. Kern and M. Grifoni, arXiv:1209.4995.

TT 29.8 Tue 11:45 H20
Helical nuclear spin order and conduction reduction in two
subband quantum wires — eToBiAs MENG and DANIEL Loss —
Department of Physics, University of Basel, Klingelbergstrasse 82, CH-
4056 Basel, Switzerland

In quantum wires, the hyperfine coupling between conduction elec-
trons and nuclear spins can lead to an ordering of the latter at low
temperatures. This order acts back onto the electrons and gaps out
part of their spectrum. In the presence of two subbands with distinct
Fermi momenta kpi and kps, we discuss how the nuclear spins or-
der in a superposition of two helices with pitches 7/kp1 and 7/kpa,
thus exhibiting a beating patter. This ordering results in a reduction
of the electronic conductance in two steps of e?/h upon lowering the
temperature.

TT 29.9 Tue 12:00 H20

Electron Waiting Times in Non-Markovian Quantum Trans-
port — eKoNrRAD THoMmAs and CHRISTIAN FLINDT — Département
de Physique Théorique, Université de Genéve, 1211 Genéve, Switzer-
land

We formulate a quantum theory of electron waiting time distributions
for charge transport in nano-structures described by non-Markovian
generalized master equations. We illustrate our method by calculat-
ing the waiting time distribution of electron transport through a dis-
sipative double quantum dot, where memory effects are present due
to a strongly coupled heat bath. We consider the influence of non-
Markovian dephasing on the distribution of electron waiting times
and discuss how spectral properties of the heat bath may be detected
through measurements of the electron waiting time.

TT 29.10 Tue 12:15 H20
Coherence and indistinguishability of single electron
wavepackets emitted by independent sources — ERWANN
BocquiLLon!, VINcENT FrREULON!, JEAN-MARC BERROIR!, PASCAL

DEeciovanni?, BERNARD Pragais!, AnToneELLA Cavanna®, Yona
Jin3, and eGweNDAL FEVE! — Laboratoire Pierre Aigrain, Ecole
Normale Supérieure, Paris, France — 2Laboratoire de Physique de 1

Ecole Normale Supérieure de Lyon, Lyon, France — 3Laboratoire de
Photonique et Nanostructures, Marcoussis, France

Using two independent on-demand electron sources [1], two single-
electron wavepackets are emitted on one-dimensional chiral edge
channel located at at different inputs of an electronic beamsplitter.
Whereas classical particles would be randomly partitioned by the split-
ter, we observe two-particle interferences resulting from quantum ex-
change in this electronic analog [2,3] of the optical Hong-Ou-Mandel [4]
experiment. Both electrons, emitted in indistinguishable wavepackets
with synchronized arrival time on the splitter, exit in different outputs
as recorded by the low frequency current noise. Full random partition-
ing is recovered when the arrival of one electron is delayed with respect
to the other. This two-electron interference experiment demonstrates
the possibility to generate on-demand coherent and indistinguishable
single-electron wavepackets in a quantum conductor.

[1] G. Féve et al., Science 316, 1169 (2007)

[2] Olkhovskaya et al., Phys. Rev. Lett. 101, 166802 (2008)
[3] T. Jonckheere et al., Phys. Rev. B 86, 125425 (2012)

[4] C. K. Hong et al., Phys. Rev. Lett. 59, 2044 (1987)

TT 30: Correlated Electrons: Quantum Impurities, Kondo Physics

Time: Tuesday 9:30-13:00

TT 30.1 Tue 9:30 H21
Kondo effect on the surface of 3D topological insulators: Sig-

natures in scanning tunneling spectroscopy — eLaRrs Fritz!,

ANDREW MiTcHELLY2, DIRK ScHURICHT?, and MATTHIAS VosTa? —
LUniversitat zu K6ln, Institut fiir Theoretische Physik — 2Department
of Chemistry, Physical and Theoretical Chemistry, Oxford Univer-
sity, UK — 3Institute for Theory of Statistical Physics and JARA-
Fundamentals of Future Information Technology, RWTH Aachen Uni-
versity — “nstitut fiir Theoretische Physik, Technische Universitit
Dresden

We investigate the scattering off dilute magnetic impurities placed on
the surface of three- dimensional topological insulators. In the low-
temperature limit, the impurity moments are Kondo- screened by the
surface-state electrons, despite their exotic locking of spin and mo-
mentum. We determine signatures of the Kondo effect appearing in
quasiparticle interference (QPI) patterns as recorded by scanning tun-
neling spectroscopy, taking into account the full energy dependence of
the T matrix as well as the hexagonal warping of the surface Dirac
cones. We identify a universal energy dependence of the QPI signal at
low scanning energies as fingerprint of Kondo physics, markedly differ-
ent from the signal due to non-magnetic or static magnetic impurities.
Finally, we discuss our results in the context of recent experimental
data.

TT 30.2 Tue 9:45 H21

Solution of the Anderson impurity model via the functional
renormalization group — SiMON STREIB, e ALDO IsiDORI, and PE-

Location: H21

TER KoPiETZ — Institut fiir Theoretische Physik, Universitat Frank-
furt, Max-von-Laue Strasse 1, 60438 Frankfurt, Germany

We show that the functional renormalization group is a numerically
cheap method to obtain the low-energy behavior of the Anderson impu-
rity model describing a localized interacting electron coupled to a bath
of conduction electrons. Our approach uses an external magnetic field
as flow parameter, partial bosonization of the transverse spin fluctua-
tions, and frequency-independent interaction vertices which are fixed
by Ward identities. We calculate the quasi-particle residue and the
spin susceptibility in the particle-hole symmetric case and obtain ex-
cellent agreement with the Bethe ansatz results for arbitrary strengths
of the interaction.

TT 30.3 Tue 10:00 H21
Kondo effect and magnetic frustration in a system of
magnetic trimer on a metal surface — eHoa NgHIEM —
Forschungszentrum Jiilich, PGI-2/IAS-3, Jiilich, Germany

We use quantum Monte Carlo simulation to clarify the competition be-
tween Kondo screening and magnetic frustration in a system of three
magnetic adatoms on a metal surface [1]. We observe the feature
of spectral density depending on the geometric configuration of three
magnetic adatoms on the surface [2, 3]. In the isosceles configuration,
the spectral density exhibits a significant peak near the Fermi level,
which we attribute to the Yosida-Kondo resonance. In the equilateral
configuration, no peak is observed near the Fermi level. This obser-
vation suggests the two separate regimes; the Yosida-Kondo dominant
regime with the singlet ground state, and the magnetic frustration
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dominant regime with the degenerate ground state, - changing from
one regime to another is realized as we gradually switch the geomet-
ric configuration from the isosceles triangle to equilateral one. By
calculating the spectral density and the magnetic susceptibility in a
wide range of temperatures, we prove the existence of the two sepa-
rate regimes and suggest the critical crossover between them.

[1] N. T. M. Hoa, W. A. Difo, and H. Kasai: J. Phys. Soc. Jpn. 81
(2012) 023706

[2] T . Jamneala, V. Madhavan, and M. F. Crommie: Phys. Rev. Lett
87 (2001) 256804

[3] N. T. M. Hoa, W. A. Difo, and H. Kasai: J. Phys. Soc. Jpn. 79
(2010) 113706

TT 30.4 Tue 10:15 H21
Magnetic exchange coupling mediated by Kondo singlets —
e ANDREJ SCHWABE, IRAKLI T1TVINIDZE, and MICHAEL POTTHOFF —
University Hamburg, Hamburg, Germany

When a magnetic impurity is antiferromagnetically exchange coupled
to a metallic bath its spin degree of freedom may be quenched due
to the Kondo effect. For several impurities, this competes with the
RKKY indirect magnetic exchange. In a finite quantum box and for a
weak coupling, this competition may encounter drastic modifications
due to the presence of a finite size gap [1,2].

Here we extend our previous studies to the strong-coupling regime
where almost local Kondo singlets are formed. In the ideal situation
of a one-dimensional nano chain and large coupling, the bath is effec-
tively cut into several pieces, which are magnetically coupled by a new
type of indirect exchange that is mediated by virtual excitations of
the local Kondo singlets. We derive an effective low-energy Hamilto-
nian for this strong-coupling regime. Its main contributions stem from
an "inverse indirect magnetic exchange" between substrate pieces con-
nected by local Kondo singlets. Different magnetic states depending
on the number and the position of the impurities are analysed and
compared with numerical calculations performed with a variational
matrix-product states code. These can be understood by the adia-
batic connection between the weak and the strong-coupling regime.

[1] A. Schwabe, D. Giitersloh, M. Potthoff, arXiv:1208.2209 (2012)
[2] W. B. Timm, J. Kroha, J. von Delft, PRL 82, 2143 (1999)

TT 30.5 Tue 10:30 H21
Identifying Kondo orbitals through spatially resolved STS —
e ANDREY ANTIPOV!:2, PEDRO RIBEIROZ?, JoHANN KROHAZ, and STE-
FAN KIrRcHNERD2 — 1Max Planck Institute for Chemical Physics of
Solids, N6thnitzer Strafie 40, 01187 Dresden, Germany — 2Max Planck
Institute for the Physics of Complex Systems, Nothnitzer Strafie 38,
01187 Dresden, Germany — 3Physikalisches Institut and Bethe Center
for Theoretical Physics, Universitat Bonn, Nussallee 12, 53115 Bonn,
Germany

In this contribution we study the influence of angular degrees of free-
dom of magnetic adatoms on metallic surfaces onto scanning tunnel-
ing spectra. Kondo scattering of conduction electrons off the adatom
changes the local density of states near the Fermi level. The spatial
dependence of this correction is set by the orbital structure of the local
moment localized on the adatom. By considering a multilevel Ander-
son model with non-degenerate orbitals of differing orbital structure,
using the multi orbital extension of the slave-boson mean field the-
ory [1] we demonstrate that the spatial dependence of the scanning
tunneling spectrum contains sufficient information to infer the orbital
degrees of freedom of the magnetic adatom [2].

[1] P. Coleman, Phys. Rev. B 29, 3035-3044 (1984); J. Kroha et al.,
Physica E 18, 69 (2003)
[2] A. E. Antipov, P. Ribeiro, J. Kroha, S. Kirchner, to be published

TT 30.6 Tue 10:45 H21
Hydrogen-induced Kondo effect for single Co atoms adsorbed
on Pt(111) — QuenTIN DuBouT, FABIAN CALLEJA, MARKUS ET-
ZKORN, eFaB10 DoNATI, LAURENT CLAUDE, ANNE LEHNERT, PIETRO
GAMBARDELLA, and HARALD BRUNE — Institute of Condensed Matter
Physics (ICMP),Ecole Polytechnique Fédérale de Lausanne (EPFL),
CH-1015 Lausanne, Switzerland.

We report on 0.4 K STM measurements revealing the H-induced Kondo
effect for single Co atoms on a Pt(111) surface. Clean Co/Pt(111) has
S =1 and out-of-plane anisotropy [1], its ground state is m = +1 and
therefore cannot exhibit a first order Kondo effect [2]. Upon Hy ad-
sorption, or upon exposing the sample to the residual gas of the UHV
chamber, we find two hydrogenated species, CoH and CoHs. Both

complexes show a number of differential conductance steps, some shift
upon isotope substitution, revealing their vibrational origin. The most
interesting feature is that CoH2 presents a large conductance peak at
the Fermi level. It shows the thermal broadening and magnetic field
splitting identifying its origin as the Kondo effect. The CoHg complex
has S = 3/2 and in-plane hard axis. To our knowledge, this is the
first observation of adsorbate induced Kondo effect. In our case, the
adsorbate changes the spin and the magnetic anisotropy energy.

[1] P. Gambardella et al., Science 300, 1130 (2003).
[2] A. F. Otte et al., Nat. Phys. 4, 847 (2008).

15 min. break

TT 30.7 Tue 11:15 H21
Single magnetic impurities in the Kane-Mele model —
eFLORIAN GoTH, Davip J. LuiTz, and FAKHER F. Assaap — Insti-
tut fiir theoretische Physik und Astrophysik, Universitat Wirzburg,
Am Hubland, D-97074 Wiirzburg, Germany

The realization of the spin-Hall effect in quantum wells has led to
a plethora of studies regarding the properties of the edge states of
a 2D topological insulator. These edge states constitute a class of
one-dimensional liquids, called the helical liquid, where an electron’s
spin direction is coupled to its direction of movement. In contrast to
one dimensional conductors, magnetic impurities — below the Kondo
temperature — cannot block transport and one expects the current to
circumvent the impurity. To study this phenomenon, we consider the
single impurity Anderson model embedded into an edge of a Kane-Mele
ribbon with up to 512 x 80 sites and use numerically exact continuous
time QMC methods to study the Kondo effect. We present results on
the temperature dependence of the spectral properties of the impurity
and the bulk system that show the behaviour of the system in the
various regimes of the Anderson model. Furthermore we show results
on the spatial behaviour of the spin-spin correlation functions.

TT 30.8 Tue 11:30 H21
2-channel Kondo fixed point without fine tuning in a 3-level
SU(3) quantum impurity: NRG results — eEvarisTus Fun
Cnuo, Karinka BaLLMaNN, Laszro Borpa, and JoHANN KRoOHA
— Physikalisches Institut, Universitdt Bonn

The 2-channel Kondo (2CK) effect with its exotic ground state prop-
erties has remained difficult to realize in physical systems. At low
energies, a quantum impurity with orbital degree of freedom, like a
proton bound in an interstitial lattice space, comprises a 3-level system
with a unique ground state and (at least) doubly degenerate rotational
excitations with excitation energy A. When immersed in a metal, elec-
tronic angular momentum scattering induces transitions between any
two of these levels (couplings J), while the electron spin is conserved.
We show by extensive NRG calculations that without fine-tuning of
parameters this system exhibits a 2CK fixed point, due to Kondo cor-
relations in the excited-state doublet whose degeneracy is stabilized
by the the host lattice parity, while the channel symmetry (electron
spin) is guaranteed by time reversal symmetry. We find a pronounced
plateau in the entropy at S(Tx < T < A) = kpln2 between the
high-T" value, S(T' > A) = kpIn3, and the 2CK ground state value,
S(0) = kg In+/2. This indicates a down-renormalization of the doublet
below the non-interacting ground state, thus realizing the 2CK fixed
point, in agreement with earlier conjectures [1]. We map out the phase
diagram in the J—A plane and compare with analytical results. T
shows non-monotonic J-dependence, characteristic for 2CK systems.

[1] M. Arnold, T. Langenbruch, J. Kroha, PRL 99, 186601 (2007)

TT 30.9 Tue 11:45 H21
Out-of-equilibrium steady-states near quantum critical points
- A dynamical large-N study of the Bose-Fermi Kondo model
— oPEDRO RiBEIRO! and STEFAN KircHNER!"? — Max Planck In-
stitute for the Physics of Complex Systems - Nothnitzer Str. 38, ,
D-01187 Dresden, Germany — 2Max Planck Institute for Chemical
Physics of Solids - Nothnitzer Str. 40, D-01187 Dresden, Germany

We study the out-of-equilibrium steady state properties of the Bose-
Fermi-Kondo model, describing a local magnetic moment coupled to
two ferromagnetic leads that support bosonic (magnons) and fermionic
(Stoner continuum electrons) low energy excitations. In equilibrium,
this model describes the destruction of the Kondo effect as the cou-
pling to the bosons is increased, its phase diagram comprises three
non-trivial fixed points. Using a dynamical large-N approach on the
Keldysh contour, we study two different non-equilibrium setups: (a)



Low Temperature Physics Division (TT)

Tuesday

a finite bias voltage and (b) a finite temperature gradient, imposed
across the leads. The scaling behavior of the charge and energy cur-
rents is identified and characterized for the different fixed points. We
report the existence of an effective temperature, defined based on the
fluctuation dissipation relations of the local spin-susceptibility, that
permits to recover the equilibrium scaling behavior of both dynamical
and static spin susceptibilities in all the studied cases.

TT 30.10 Tue 12:00 H21
Inverse indirect magnetic exchange in one and higher dimen-
sions — eIrRAKLI TITVINIDZE, ANDREJ SCHWABE, ANKE BRAUN, and
MicHAEL PorTHOFF — 1. Institut fiir Theoretische Physik, Univer-
sitdt Hamburg, Jungiusstrafse 9, 20355 Hamburg, Deutschland

It is well known that magnetic adatoms on a metallic substrate sur-
face experience the Ruderman-Kittel-Kasuya-Yosida (RKKY) indirect
magnetic exchange. Here we consider the limit of a strong antiferro-
magnetic Kondo coupling J which for certain geometries can lead to
a quantum confinement of conduction electrons and the formation of
local magnetic moments at substrate sites. It is argued that these lo-
cal moments may couple magnetically via almost completely localized
Kondo singlets that are formed for strong J. This novel inverse indi-
rect magnetic exchange (IIME) is investigated numerically by means
of the density-matrix renormalization group for one-dimensional multi-
impurity Kondo models and for diluted Kondo lattices with “adatoms”
present at every second “substrate” site. For the latter, our calculations
show that as a function of J there is a crossover from ferromagnetic
order driven by the RKKY interaction at weak J to ferromagnetism
induced by the IIME interaction for strong J. We find excellent agree-
ment with the results of corresponding calculations obtained by real-
space dynamical mean-field theory (R-DMFT). R-DMFT is then used
to study different adatom nanostructures on top of a two-dimensional
substrate. We analyze the conditions under which the IIME interac-
tion and ferromagnetic order induced by IIME also persists in two-
and higher-dimensional systems.

TT 30.11 Tue 12:15 H21
Correlations outside the light cone — eMARIYA MEDVEDYEVA
and STEPHAN KEHREIN — Goerg-August University, Goettingen

We consider a Kondo impurity which couples to the conduction band
electrons at some moment t=0. The commutator of the spin of the
impurity and the spin of the conduction band electron vanishes out-
side the light cone determined by the speed of the propagation of the
quasiparticles from the conduction band, as a consequence of the rel-
ativistic nature of the latter. While the correlation of the spin of the
impurity and the spin of the conduction is non-zero outside the effective
lightcone and follows a power law/exponential decay at zero/non-zero
temperature. Non-zero correlation reveals the initial entanglement of

the ground state of the conduction band electrons.

TT 30.12 Tue 12:30 H21
Possible non-Fermi liquid behavior in transport through
Co doped Au chains — eANDREAS WEICHSELBAUM', SOLANGE
D1 Napori?, PaBLo Roura-Bas?, ARMANDO A. ALIGIAS, YURIY
Moxkrousov?, and STeEraN Brocer? — lLudwig-Maximilians-
Universitit, Miinchen, Germany — 2Departamento de Fisica de la
Materia Condensada, Buenos Aires, Argentina — 3Centro Atémico
Bariloche and Instituto Balseiro, Bariloche, Argentina — *Institut fiir

Festkorperforschung, Forschungszentrum Jiilich, Germany

We calculate the conductance as a function of temperature G(T)
through monoatomic Au chains, which contain one Co atom as a mag-
netic impurity and are connected to two conducting leads with a 4-fold
symmetry axis. Using the information derived from ab initio calcula-
tions, we construct an effective model Hamiltonian Heg that hybridizes
a 3d7 quadruplet at the Co site with two 3d8 triplets through the hop-
ping of 5dx,; and 5dy; electrons of Au. The quadruplet is split by
a term DSZZ’CO due to spin-orbit coupling at the Co site. Solving
Heg with the numerical renormalization group (NRG), we find at low
temperatures G(T) = a — bv/T together with a ground state impu-
rity entropy of In(2)/2, a behavior similar to the two-channel Kondo
model. Stretching the chain one expects a quantum phase transition
to a non-Kondo phase, with the physics of the underscreened Kondo
model at the quantum critical point.

TT 30.13 Tue 12:45 H21
Interaction-driven transition between topological states in a
Kondo insulator — eJAN WERNER and FAKHER AssaaDp — Theo-
retische Physik 1, Universitdt Wiirzburg, Deutschland

Heavy fermion materials naturally combine strong spin-orbit interac-
tions and electronic correlations. When there is precisely one conduc-
tion electron per impurity spin, the coherent heavy fermion state is
insulating. This Kondo insulating state has recently been argued to
belong to the class of quantum spin Hall states [1]. Motivated by this
conjecture and a very recent experimental realisation of this state[2],
we investigate a model for Kondo insulators with spin-orbit coupling.
Using DMFT, we observe an interaction-driven transition between two
distinct topological states, indicated by a closing of the bulk gap and a
simultaneous change of the Zs topological invariant. Upon reopening of
the bulk gap the system remains a topological insulator, however with
a zero energy edge mode now at the X-point instead of the Gamma-
point.

[1] M. Dzero, K. Sun, P. Coleman, and V. Galitski, Phys. Rev. B 85,

045130 (2012)
[2] S. Wolgast et. al., arXiv:1211.5104 (2012)

TT 31: Correlated Electrons: Low-Dimensional Systems -Materials 1

Time: Tuesday 9:30-12:15

TT 31.1 Tue 9:30 H41
Charge density waves and lattice dynamics in 1T-TaS; —
eTonias RitscHELD®, JaN TRINCKAUF!, GasTON GARBARINOZ,
ALEXEI Bosak?, MARTIN VON ZIMMERMANN?, HELMUTH BERGER?,
BernD Bocouner!®, and Jocuen Grck! — IFW Dresden —
2ESRF, Grenoble — 3HASYLAB, Hamburg — 4Ecole polytechnique

Federale de Lausanne — °TU Dresden

The layered compound 1T-TaSs shows an interesting interplay of
charge density wave (CDW) order and superconductivity. We stud-
ied the static CDW order by means of elastic X-ray diffraction as a
function of temperature and external pressure, in order to shed light on
the relation between these two collective electronic states. In addition,
we investigated the pressure dependency of the lattice dynamics using
inelastic X-ray scattering. The phonon dispersion around the CDW
wave vector is strongly pressure dependent and a Kohn anomaly is ob-
served well above the nearly commensurate to incommensurate phase
transition temperature. We present the experimental data along with
model calculations and discuss the results in relation to the pressure-
induced superconductivity.

TT 31.2 Tue 9:45 H41
Phonon Softening in the CDW Systems NbSe; and TiSe:

Location: H41

— eRoranp Hort!, RoLr HEmp!, KLAus-PETER BOHNEN!, FRANK
WEBERD?, STEPHAN ROSENKRANZZ, JOHN-PAUL CaAsTELLANDZ,
RayMonD OsBorN?, TakesHI Ecami®, Ayman Samp?, and DMITRY
REeznik!® — 1Karlsruhe Institute of Technology, Institute of Solid
State Physics, P. B. 3640, D-76021 Karlsruhe, Germany — 2Materials
Science Division, Argonne National Laboratory, Argonne, Illinois,
60439, USA — 3Department of Materials Science and Engineer-
ing, University of Tennessee, Knoxville, Tennessee, 37996, USA —
4 Advanced Photon Source, Argonne National Laboratory, Argonne,
Illinois, 60439, USA — 5Department of Physics, University of Col-
orado at Boulder, Boulder, Colorado, 80309, USA

We present new results on the soft-mode behaviour of phonons in the
Charge Density Wave (CDW) systems NbSez and TiSea. Our theo-
retical predictions from Density Functional Theory (DFT) based on
ab-initio phonon calculations coincide with the CDW instability be-
haviour that we observed experimentally by means of high resolution
Inelastic X-ray Scattering (IXS). While TiSes shows a rather sharp
phonon anomaly at T = 190 K, the anomaly in NbSeg at T = 33 K is
much broader than expected for a Fermi surface nesting driven CDW
instability. For NbSesa, we exclude Fermi surface nesting as main origin
of the phonon softening. For TiSez, the phonon softening seems to be
well described within the framwork of DFT.
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TT 31.3 Tue 10:00 H41
Charge Density Wave Transport Properties of the (DCNQI-
de)2Cu radical anion salt — eFLORIAN Howe!, MAaTTHIAS
ScuMIDDUNSER!, and JeENs PrLaum!»? — lExperimental Physics VI,
Julius-Maximilians University of Wiirzburg, 97074 Wiirzburg — 2ZAE

Bayern, 97074 Wiirzburg

The class of organic metals provides intriguing examples of how the
physical properties depend on the respective dimensionality of the un-
derlying material system. The organic radical anion salt (DCNQI-
dg)2Cu undergoes a pronounced first-order phase transition upon cool-
ing from a highly conducting quasi-3D metallic state with a conductiv-
ity of opr ~ 103% into a quasi-1D semiconducting, commensurate
charge density wave (CDW) state.

Our contribution reports on the transport properties of electrocrys-
tallized (DCNQI)2Cu single crystals in this CDW regime. Below the
phase transition temperature of T, = 75K the resistance of the about
2c¢m long needle-like samples increases more than five orders of mag-
nitude along the [001]|-direction of preferred conductivity. In addi-
tion, features of non-linear conduction occur above threshold fields of
Eyp =~ 10— 100% which we examined with respect to heating and in-
terference effects by (pulsed) current-voltage and noise measurements.
Small pm-sized samples grown by microelectrolysis on a substrate with
evaporated gold contacts allow for the investigation of electrical trans-
port in the high-field limit. Finally, a connection between transport
characteristics and charge carrier density is drawn.

Financial support by the DFG (project PF385/6-1) is gratefully ac-
knowledged.

TT 31.4 Tue 10:15 HA41
The Luttinger liquid theory of molybdenum purple bronze
Lip.9oMogO19 — eP1oTrR Cuubpzinski}?, THoMAs JARLBORG!, and
THIERRY GIAMARCHI! — 'DPMC-MaNEP, Universite de Geneve —
2University of Regensburg

We study a quasi-1D material, the purple bronze Lig.gMogO19 which
becomes superconductor at 1.9K. Firstly, the band structure is cal-
culated by use of ab-initio DFT-LMTO method. The unusual, very
1-dimensional band dispersion obtained in previous band calculations
is confirmed and the overall band structure agrees reasonably with
existing photoemission data. Dispersion perpendicular to the main
dispersive direction is obtained and investigated in detail. Tempera-
ture and disorder effects are evaluated, in particular we check their
influence on the band broadening. Based on this, in the second part of
our work we derive an effective low energy theory within the Luttinger
liquid framework. We estimate the strength of possible instabilities
and values of charge modes compressibilities. Our aim is to under-
stand experimental findings, in particular the ones which are certainly
lying within 1D regime. We discuss the validity of our approach and
further perspectives for the lower energy phases.

TT 31.5 Tue 10:30 H41
in TbTes — eMICHAEL
Mascuek!, RorLr HEep!, STEFAN ROSENKRANZZ, AYMAN SAIDZ,
BoapanN Leu2, Paura GIRALDO-GALLO®, and Ian FisHEr? —
Hnstitute of Solid State Physics, Karlsruhe Institute of Technology,
Karlsruhe, Germany — 2Material Science Division, Argonne National
Laboratory, Argonne, USA — 3Geballe Laboratory for Advanced Ma-
terials, Stanford University, Stanford, USA

Competing soft phonon modes
1 1

We report high energy resolution inelastic x-ray measurements of com-
peting soft phonon modes in the vicinity of the charge-density-wave
(CDW) phase transition in TbTes. We investigated two phonon modes
having each a transverse polarization within the basal plane of the
nearly tetragonal unit cell (a=4.308, b=25.57, c=4.314) but are dis-
persing along the reciprocal (100) and the (001) directions. Only
the latter one is expected to go soft at gcpw = (0,0,0.296) and
Tcpw = 332K. We found that both phonon modes go soft approach-
ing Tcpw from high temperatures. The softenings are identical down
to T' = 350K, and only for T' < 350K we see a significantly stronger
softening of the mode at gcpw. Our results are corroborated by lattice
dynamical calculations demonstrating the degeneracy between the two
crystallographic axes with respect to the formation of CDW order.

15 min. break

TT 31.6 Tue 11:00 H41
High-mobility two-dimensional electron gas at a new oxide
heterointerface — eRomaIN GIRAUD!, JosEpH DUFOULEUR!, YUN-

zooNg CHENZ, NINT PryDps2, and BERND BUcHNER! — 1Leibniz In-
stitute for Solid State and Materials Research, IFW Dresden, 01171
Dresden, Germany — 2Department of Energy Conversion and Stor-
age, Technical University of Denmark, Ris@ Campus, 4000 Roskilde,
Denmark

In oxides heterostructures, it is generally accepted that the formation
of a two-dimensional electron gas (2DEG) occurs at the interface be-
tween two insulators with different band gaps, due to band bending.
However, there is still an ongoing debate about the mechanisms that
drive charge transfer at the interface.

In this work, we evidence the formation of a 2DEG at a new oxide
heterointerface, which will be presented in detail. The universality of
the overlayer critical thickness for the onset of metallicity will be dis-
cussed, as well as the origin of charge transfer. A thorough analysis
of the Shubnikov-de Haas oscillations observed above 1 T at T = 22
mK will be presented. These reveal the enhanced mobility of elec-
trons and the influence of magnetic interactions on the 2DEG band
structure. Due to a long a phase coherence length, this heterointerface
offers a unique opportunity to study quantum coherent transport in
strongly-correlated d-electron systems.

TT 31.7 Tue 11:15 HA41
High mobility of the strongly confined hole gas in AgTaO3/
SrTiO3 — eUDO SCHWINGENSCHLOGL, SAFDAR NAZIR, and MousuMmI
Upapuvay-Kanary — KAUST, PSE Division, Thuwal, Saudi Arabia

A theoretical study of the two-dimensional hole gas at the (AgO)~/
(TiO2)? p-type interface in the AgTaOs3/SrTiOs (001) heterostruc-
ture is presented. The Ag 4d states strongly hybridize with the O
2p states and contribute to the hole gas. It is demonstrated that the
holes are confined to an ultra thin layer (~ 4.9 A) with a considerable
carrier density of ~ 10 cm~2. We estimate a hole mobility of 18.6
cm?V~1s~1 which is high enough to enable device applications.

[1] Appl. Phys. Lett. 100, 201607 (2012)

TT 31.8 Tue 11:30 HA41
Electronic Reconstruction in (001) and (111) oriented
LaAlO3/SrTiO3 interfaces — eDavip DoEennNiG and RossiTza
PeENTCHEVA — Department of Earth and Environmental Sciences, Sec-
tion Crystallography and Center of Nanoscience, University of Munich,
Theresienstr. 41, DE-80333 Munich, Germany

The observation of a quasi two-dimensional electron gas (q2DEG),
superconductivity and magnetism at the (001) interface between the
band insulators LaAlO3z (LAO) and SrTiO3 (STO) has opened possi-
bilities for novel electronics applications. Based on density functional
calculations, we explore if these multifunctional properties can be ex-
tended by changing the crystal orientation from (001) to (111). Despite
the difference in stacking with AO and BOgz planes of the perovskite
ABOg3 structure in (001) oriented superlattices versus AO3 and B lay-
ers in the (111) direction, analogous effects such as polar discontinuity
arise when the A and B cations are varied across the interface. A
further intriguing feature in (111) oriented interfaces is the formation
of a buckled honeycomb lattice of the B-site cations. This lattice ge-
ometry, well known from graphene, promises to host even more exotic
topological phases. The effect of interface termination, thickness of
the substrate and strain will be discussed.
We acknowledge funding by the DFG, SFB/TR&0.

TT 31.9 Tue 11:45 HA41
Modelling random oxygen defects and magnetism at ti-
tanate interfaces — eNaTaLia Pavienko!?, Tuio Korppl,
G.A. Sawarzky3, and J. MANNHARTZ — 1EKM und Institut fiir
Physik, Universitit Augsburg, 86135 Augsburg, Germany — 2Max
Planck Institute for Solid State Research, 70569 Stuttgart, Germany
— 3Department of Physics and Astronomy, University of British
Columbia, Vancouver, Canada V6T1Z1

We analyze the magnetic state at the LaAlO3/SrTiO3 (LAO/STO)
interface within density unctional theory and provide evidence that it
depends strongly on the oxidation state of the interfaces. We show
that oxygen defects at titanate interfaces induce a complex multior-
bital reconstruction which involves a lowering of the local symmetry
and an inversion of tzy and ey orbitals resulting in the occupation
of the eg orbitals of Ti atoms neighboring the O-defects. In contrast
to stoichiometric nonmagnetic interfaces of LaAlO3 and SrTiOs, the
defect-induced orbital reconstruction at LAO/STO interfaces gener-
ates a two-dimensional interface magnetic state not observed in bulk
SrTiO3. Using an effective two-band Hubbard model with disorder,
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we analyze the stability of the 2d-magnetic states at titanate interface
for different concentrations of random defects.

TT 31.10 Tue 12:00 H41
Gating a two-dimensional electron gas using a multiferroic
— oCHrisTIAN Mix»2, Matuias KrAuil, and GERHARD Jakos!
— Mnstitute of Physics, Universitdt Mainz, Germany — 2Graduate
school of excellence MAINZ, Mainz, Germany

Recently, research on oxide interfaces has exposed a unexpected con-
ducting state at the interface of lanthanum aluminate (LAO) and
strontium titanate (STO), two bulk insulators [1]. Laser ablation en-
ables to the deposition of a wide range of oxide multilayer systems with
thickness control at atomic level. Many interesting applications can be
introduced by the use of multilayered, epitaxial perovskite structures

[2,3]. The sheet resistivity of the 2DEG at the STO/LAO interface
possesses a strong dependence on an out-of-plane electrical field. Thus
the use of a ferroelectric layer on top of the STO/LAO interface system
can lead to a remanent control of the conductivity of the 2DEG. Here,
results on the growth and characterization of the multiferroic BiFeOg3
on the STO/LAO interface system containing a 2DEG are shown. On
the other hand, piezo force microscopy (PFM) is utilized as a tool to
observe the ferroelectric domain structure of the BFO thin film with
the 2DEG as a back electrode.

[1] J. Mannhart, D.H.A. Blank, H.Y. Hwang, A.J. Millis, J.-M.
Triscone, MRS Bullentin 33 (2008) 1027

[2] N.A. Spaldin, M. Fiebig, Science 309 (2005) 391

[3] C. Chen, S. Thiel, J. Mannhart, J. Levy, Science 323 (2009) 1026

TT 32: Focused Session: Frontiers of Electronic Structure Theory 3 (jointly with HL and O)

Time: Tuesday 10:30-13:15

Topical Talk TT 32.1 Tue 10:30 H36
Materials for Alternative Energies: Computational Mate-
rials Discovery and Crystal Structure Prediction — eCuris
WoLvERTON — Northwestern University, Evanston, IL, USA

Many of the key technological problems associated with alternative
energies may be traced back to the lack of suitable materials. The
materials discovery process may be greatly aided by the use of compu-
tational methods, particular those atomistic methods based on density
functional theory. In this talk, we present an overview of recent work
on energy-related materials from density-functional based approaches.
We have developed novel computational tools which enable accurate
prediction of crystal structures for new materials (using both Monte
Carlo and Genetic Algorithm based approaches), materials discovery
via high-throughput, data mining techniques, and automated phase di-
agram calculations. We highlight applications in the area of Li battery
materials and hydrogen storage materials.

TT 32.2 Tue 11:00 H36
Doping at the Si-SiO2 interface — Fapiano CorserTi! and
e ArRAsH MosTor1? — CIC nanoGUNE Consolider, Donostia-San Se-
bastian, Spain — 2Dept. of Materials & the Thomas Young Centre
for Theory and Simulation of Materials, Imperial College London, UK

The Si-SiO2 interface is a common feature in modern silicon-based
CMOS technology for the fabrication of integrated circuits. The on-
going miniaturisation drive for such devices makes it increasingly im-
portant to understand the effect of the interface on the dopant distri-
bution and properties. Indeed, in some cases channel lengths can be a
few tens of nanometres, with the device properties being determined
by only about 100 dopant atoms.

We have investigated the properties of arsenic dopants at the Si-
Si02 interface. We use a large supercell to simulate both ordered (a-
cristobalite) and disordered silica interfaces with crystalline Si. The
disordered interface is generated using a multiscale approach in which
a Monte Carlo method, parametrised with density-functional theory
(DFT) calculations, is used to access the long time scales required for
amorphising the oxide. The segregation of arsenic dopants in silicon
at the interface is then studied using DFT.

We are able to accurately characterise the long-range quantum con-
finement effect due to the interface, which is found to result in a small
energy barrier for segregation. We also investigate the effect of the
local stress at the defect site on its segregation energy, and show that
a simple ‘particle in a box’ model can be used to explain the calculated
segregation energies at all substitutional silicon sites.

TT 32.3 Tue 11:15 H36
Pressure-induced structural transformations in nanomateri-
als: a linear-scaling DFT investigation — eNiccoLo Corsini',
PeTER Havynes!, CarLa Morteni?, and NicHorLas Hine! —

mperial College, London, UK — 2King’s College, London, UK

Semiconductor nanomaterials, including nanocrystals, nanorods and
tetrapods, display a number of peculiar and tunable properties that
distinguish them from their bulk counterparts and make them versatile
materials for use as e.g. effective optical probes in medical diagnos-
tics or photovoltaic devices. Of particular interest is their response to
applied pressure, as they transform from one crystalline or amorphous

Location: H36

structure to another. Accurate simulations are important for under-
standing finite size effects in the atomistic mechanisms of phase trans-
formations (difficult to observe clearly in macroscopic experiments),
for the opportunity to uncover novel metastable phases stabilized in
finite systems, and for potentially innovative applications of nanomate-
rials. First-principles methods are essential to accurately describe the
bond breaking/making in phase transformations and the realistic de-
scription of surfaces (often covered by complex surfactants). However
the computational cost limits both the length- and time-scales attain-
able. We have combined an order-N density functional theory code for
large systems and an electronic-enthalpy method to apply pressure to
finite systems to model with quantum mechanical precision processes
induced by pressure in nanomaterials (including their surfaces) under
realistic conditions. The focus is on Si, CdSe and CdS nanocrystals
that are currently favoured for technological applications.

TT 32.4 Tue 11:30 H36

Density functional / molecular dynamics simulations of
nucleus-driven crystallization of amorphous Ge2Sb2Te5 —
eJaakko AxorLal23, Janne Karikka*, JULEN LARrRuceEa?, and
RoBERT O. JonNEs® — 1Department of Physics, Tampere University
of Technology, Finland — 2COMP Centre of Excellence, Department
of Applied Physics, Aalto University, Finland — 3GRSS and PGI-1,
Forschungszentrum Jiilich, Germany — *Nanoscience Center, Depart-
ment of Physics, University of Jyvéskyléd, Finland

Early stages of nucleus-driven crystallization of the prototype phase
change material Ge2Sb2Te5 have been studied by massively-parallel
density functional/molecular dynamics simulations for amorphous
samples (460 and 648 atoms) at 500, 600, and 700 K [1]. All sys-
tems assumed a fixed cubic seed of 58 atoms and 6 vacancies in or-
der to achieve sub-nanosecond phase transition. Crystallization occurs
within 600 ps for the 460-atom system at 600 and 700 K, and signs
of crystallization (nucleus growth, percolation) are present in the oth-
ers. Crystallization is accompanied by an increase in the number of
ABAB squares (A: Ge, Sb, B: Te) [2,3], and atoms of all elements move
significantly. The evolution of cavities/vacancies is closely monitored.
The existence of Te-Te, Ge-Ge, Ge-Sb, and Sb-Sb (wrong) bonds is an
inevitable consequence of rapid crystallization.

[1] J. Kalikka, J. Akola, J. Larrucea, and R. O. Jones, Physical Re-
view B 86, 144113 (2012). [2] J. Akola and R. O. Jones, Phys. Rev.
B 76, 235201 (2007). [3] J. Akola and R. O. Jones, Phys. Rev. Lett.
100, 205502 (2008).

TT 32.5 Tue 11:45 H36
Large-Scale Moiré Patterns of hexagonal Boron Nitride on
Cu(111): DFT Studies of Structural and Electronic Prop-
erties — eRALPH KoITz, ARl P SEITSONEN, MARCELLA IANNUZZI,
and JOrRG HurTER — Institute of Physical Chemistry, University of
Zurich, Switzerland

Hexagonal boron nitride (h-BN) adsorbed on metal surfaces shows
great promise for applications in nanoscience. Interesting structural
and electronic properties have been found, e.g. for h-BN on Rh(111)
and Ru(0001), where the overlayer is strongly corrugated. Recent ex-
periments with ~h-BN on Cu(111) indicate that the difference in lattice
constants and a rotation of the monolayer lead to moiré patterns with
periodicities greater than 5nm. To thoroughly understand this system,
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however, further insight is needed at the atomic level.

In this contribution we present an in-depth DFT study of a moiré
pattern of a rotated 24x24 h-BN sheet on a 23x23 Cu(111) slab. The
periodic pattern extends over 6 nm, making this simulation the largest
of its kind so far reported. We study the gradual change of adsorption
registry of the monolayer, and its influence on the electronic structure.
Both B and N occupy the entire range of top, hcp, fcc, and bridging
positions. This modulation over the unit cell is reflected in the pro-
jected DOS, the electrostatic potential, and the contrast in simulated
STM images. Contrary to other h-BN/metal systems, only minute
structural changes occur upon adsorption. Our results show that the
observed corrugation is chiefly electronic in nature and strongly related
to the lateral variation of adsorption registries.

TT 32.6 Tue 12:00 H36
A computational perspective for the development of elec-
tronic excited-states calculations — eXAVIER ANDRADE — De-
partment of Chemistry and Chemical Biology, Harvard University,
Cambridge, United States

In this talk I present different aspects of my work, focused on im-
proving electronic structure theory for excited states with the aim of
making it suitable for current computer architectures.

First, I will present an approach to approximate the exchange and
correlation (XC) term in density functional theory. In this approach
the XC potential is considered as an electrostatic potential. Based
on this representation we develop a scheme that fixes the asymptotic
behavior of an approximated XC potential. Additionally, from the
procedure it is possible to extract the derivative discontinuity of the
XC potential to directly obtain the gap of atoms and molecules.

Real-time methods like molecular dynamics and real-time time-
dependent density functional theory are a good alternative for comput-
ing response properties. However, long propagation times are needed
to obtain resolved properties. As a second topic of this talk, we ad-
dress this problem by using a state-of-the-art signal-analysis technique:
compressed sensing. By using this method instead of a Fourier trans-
form, we find that the total propagation time required for resolved
spectra can be reduced by a factor of five.

Finally, I will discuss my work on electronic structure calculations
on graphical processing units (GPU) and the strategies to profit from
the data parallelism available in the density functional formalism.

TT 32.7 Tue 12:15 H36
Nuclear quantum effects in first principles molecular dynam-
ics by colored-noise thermostats — eMicHELE CERIOTTI — Uni-
versity of Oxford, United Kingdom

Oftentimes atomistic computer simulations treat atomic nuclei as
purely classical particles, even when the electronic structure problem
is treated quantum mechanically. This is a very good approximation
when the system contains only heavy atoms. However, lighter nuclei
such as hydrogen exhibit a strong quantum behavior, which manifests
itself as sizable zero-point energy, tunnelling, isotope effects, etc.

Path integral methods are the state-of-the-art technique to model
quantum nuclei, but they are computationally very demanding. Here
I will discuss how a correlated-noise Langevin dynamics can be used
to approximate nuclear quantum effects inexpensively, and how it can
reduce by an order of magnitude the cost of quantitatively accurate
path integral molecular dynamics. I will also present applications to
the simulation of nuclear quantum effects in hydrogen-bonded materi-
als by ab initio molecular dynamics.

TT 32.8 Tue 12:30 H36
Semiconductor and Metal-Oxide Nanocrystal Simulations
with Linear-Scaling PAW DFT — eNicHoLas HINE — Depart-
ment of Materials, Imperial College London, Exhibition Road, London
SW7 2AZ, United Kingdom — Cavendish Laboratory, J. J. Thomson
Avenue, Cambridge CB3 OHE, United Kingdom

Nanocrystals enable tuning of material properties by varying attributes
not available in bulk crystals, such as size, shape and surface termina-

tion, and such systems have innumerable applications in the field of en-
ergy materials, particularly in photovoltaics and photocatalysis. While
whole nanocrystals are too large to be studied with traditional cubic-
scaling first-principles methods, linear-scaling formulations of density
functional theory (LS-DFT) enable the study of systems of many thou-
sands of atoms. This allows nanocrystal simulations to make contact
with the realistic size regime of 5-10nm, thus overlapping with the
feasible scale of experimental characterisation and control. I will dis-
cuss recent developments in the ONETEP LS-DFT code that enable
these large-scale, high-accuracy simulations, including the Projector
Augmented Wave method, and recent applications to TiO2 nanocrys-
tals, pressure-induced phase transformations in II-VI semiconductor
nanocrystals, and wurtzite-structure III-V semiconductor nanorods. I
will discuss the origin of the large dipole moments which can be ob-
served in such structures, and show how an effect akin to Fermi-level
pinning can have a determining influence on the overall polarisation,
explaining its variation with size, shape, surface chemistry and com-
position.

TT 32.9 Tue 12:45 H36
Many-body effects on the carrier dynamics of graphene —
eCHEOL HwaN PAarRk — Department of Physics and Astronomy, Seoul
National University, Seoul, Korea

It is very important to understand how a charge carrier in real mate-
rials interacts with other charge carriers or with the lattice vibration.
In this presentation, I will explain that the measured carrier scatter-
ing rate versus energy behavior in graphene can be quantitatively de-
scribed from first-principles calculations considering electron-electron
interactions within the GW approximation and electron-phonon inter-
actions within the Migdal approximation [1]. Then, I will show that
our calculation can also explain (i) the mismatch between the extrap-
olations of the upper and lower Dirac cones in heavily doped graphene
[2] and (ii) the significant deviation from linear energy dispersion in ex-
tremely low-doped graphene [3]. Last, I will show that first-principles
calculations on the intrinsic electrical resistivity of graphene arising
from electron-phonon interactions [4] can quantitatively explain the
transport experiments on heavily doped graphene [5].

[1] C.-H. Park, F. Giustino, M. L. Cohen, and S. G. Louie, Phys.
Rev. Lett. 99, 086804 (2007).

[2] C.-H. Park, F. Giustino, C. D. Spataru, M. L. Cohen, and S. G.
Louie, Nano Lett. 9, 4234 (2009).

[3] D. A. Siegel, C.-H. Park, C. Hwang, J. Deslippe, A. V. Fedorov,
S. G. Louie, and A. Lanzara, Proc. Nat. Acad. Sci. 108, 11365 (2011).

[4] C.-H. Park et al., in preparation.

[5] D. K. Efetov and P. Kim, Phys. Rev. Lett. 105, 256805 (2010).

TT 32.10 Tue 13:00 H36
Theory of nanomagnetic and graphene hybrid systems:
adatoms and multiorbital Kondo physics — eTimMm WEHLING —
Institute for Theoretical Physics and BCCMS, University of Bremen,
D-28359 Bremen, Germany

Graphene combines chemical inertness with a distinctly symmetric low
energy electronic structure. Here, we show based on first-principles
calculations that these two characteristics largely determine its inter-
action with adatoms. We find that covalent bonds to first row elements
cause midgap states which can control electron transport [1] and the
dielectric properties [2] of graphene based systems. The special nature
of the Dirac electrons furthermore governs the coupling of magnetic
adatoms to graphene by orbital selection rules and leads to peculiar
multiorbital Kondo physics [3,4]. Finally, it is shown how multiorbital
effects control the physics of magnetic transition metal atoms coupled
to normal metals [5] and topological insulators [6].

[1] T. O. Wehling et al., Phys. Rev. Lett. 105, 056802 (2010).

[2] S. Yuan et al., Phys. Rev. Lett. 109, 156601 (2012).

[3] T. O. Wehling et al., Phys. Rev. B 84, 235110 (2011).

[4] T. O. Wehling et al., Phys. Rev. B 81, 115427 (2010).

[5] B. Surer et al., Phys. Rev. B 85, 085114 (2012).

[6] J. Honolka et al., Phys. Rev. Lett. 108, 256811 (2012).
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TT 33: Topological Insulators 3 (jointly with HL, MA, and O)

Time: Wednesday 9:15-13:00

TT 33.1 Wed 9:15 HI16
Topological Excitonic Superfluids in Three Dimensions —
eEweLINA M. Hankiewicz!, Younaseok Kim2, and MATTHEW
GILBERT? — 1'Wuerzburg University — 2University of Illinois, Urbana

We study the equilibrium and non-equilibrium properties of topolog-
ical dipolar intersurface exciton condensates within time-reversal in-
variant topological insulators in three spatial dimensions without a
magnetic field. We elucidate that, in order to correctly identify the
proper pairing symmetry within the condensate order parameter, the
full three-dimensional Hamiltonian must be considered. As a corol-
lary, we demonstrate that only particles with similar chirality play a
significant role in condensate formation. Furthermore, we find that
the intersurface exciton condensation is not suppressed by the inter-
connection of surfaces in three-dimensional topological insulators as
the intersurface polarizability vanishes in the condensed phase. This
eliminates the surface current flow leaving only intersurface current
flow through the bulk. We conclude by illustrating how the excitonic
superfluidity may be identified through an examination of the terminal
currents above and below the condensate critical current. Reference:
Phys. Rev. B 86, 184504 (2012).

TT 33.2 Wed 9:30 H16
BisTesz: A dual topological insulator — eTomAs Rauch!,
Magrkus FLiEGER!, ArRTHUR ErnsT?, JORGEN HENK!, and INGRID
MEerTic!2 — 1Martin-Luther-Universitat Halle-Wittenberg, Halle,
Germany — 2Max-Planck-Institut fiir Mikrostrukturphysik, Halle,

Germany

The class of Z2 topological insulators requires time reversal symmetry,
while topological crystalline insulators require a mirror symmetry (an
example is SnTe [1]).

We show that the well-known Z3 topological insulator BisTes with
Z9 invariant (1;000) is also a topological crystalline insulator with
mirror Chern number —1. This dual topological character allows to
dope BizTes magnetically, thereby breaking time-reversal symmetry,
while keeping the topological crystalline character. As a consequence,
magnetized BiaTes shows a Dirac state at its (111) surface shifted off
the time-reversal invariant momentum T, provided the magnetization
is perpendicular to a mirror plane.

These fundamental features are elaborated by means of tight-binding
calculations of both the bulk and the surface electronic structure as
well as of the topological invariants. k - p model calculations and ab
initio KKR calculations complement and support these results.

Our findings open a new path toward device applications that rely on
topological insulators with magnetically controllable topological char-
acter.

[1] L. Fu, Phys. Rev. Lett. 106 (2011) 106802; T. Hsieh et alii,
Nature Comms. 3 (2012) 982.

TT 33.3 Wed 9:45 HI16
Three-dimensional Models of Topological Insulator Films:
Dirac Cone Engineering and Spin Texture Robustness —
Davip Soriano!, eFraNnk ORrRTMANN!, and STEPHAN RochEe!:?
LCatalan Institute of Nanotechnology, Barcelona (Spain) — 2ICREA,
Barcelona (Spain)

Topological insulators feature surface states which exhibit certain ro-
bustness to disorder and which can be gapped due to inter-surface
tunneling. By designing three-dimensional models of topological in-
sulator thin films, we demonstrate a tunability of surface states and
the odd number of Dirac cones on opposite surfaces by modifications
of the atomic-scale geometry at the boundaries. [1,2] This enables
the creation of a single Dirac cone at the I' point as well as possible
suppression of quantum tunneling between Dirac states at opposite
surfaces. We further analyze the robustness of the spin texture to bulk
disorder which may help in quantifying bulk disorder in materials with
ultraclean surfaces. [2]

[1] L. Fu, C.L. Kane, and E.J. Mele, Phys. Rev. Lett. 98, 106803
(2007)

[2] D. Soriano, F. Ortmann, and S. Roche, Phys. Rev. Lett. (in
press)

TT 33.4 Wed 10:00 H16

Transport properties of point contacts between helical edge

Location: H16

states — eCHrisTOPH P. OrTH and THomAs L. ScHMIDT — Uni-
versity of Basel, Switzerland

We study a 2D topological insulator with helical edges that are con-
nected by local electron tunneling. The edges are in contact with four
reservoirs held at different chemical potentials. In contrast to existing
theories, we treat the tunneling exactly but apply perturbation theory
for the electron-electron interactions to calculate the current. Further-
more, we allow for a slow momentum dependent spin-rotation of the
helical fields which can be created, e.g., by Rashba spin-orbit coupling.
This allows inelastic spin-flip tunneling processes between the edges.
Our results help to understand the interplay between electron-electron
and spin-orbit interactions in topological insulators.

TT 33.5 Wed 10:15 H16
Exotic magnetic properties of diluted magnetic binary chalco-
genides — eMaia G. VERGNIORY!, XABIER ZUBIZARRETAL, MIKHAIL
M. OTrokov?, Icor V. MazNICHENKO?, JUERGEN HENK?, EVGUENI
V. Cnurkov?, and Artnur ErnsT! — !Max Planck Institute of
Microstructure Physics, Halle, Germany — 2Tomsk State University,
Tomsk, Russia — 3Martin-Luther-University, Halle-Wittenberg, Ger-
many — *Donostia International Physics Center, Donostia-San Sebas-
tian, Spain
Using first-principles Green function approach we studied electronic
and magnetic properties of diluted magnetic binary chalcogenides
A2B3, doped with transition metals substituing the A element. The
electronic structure of the impurities in the chalcogenides is mainly
featured by the crystal field splitting. We found that two main mecha-
nisms are responsible for long-range magnetic order in these materials:
hole mediated magnetism within the layer of A atoms and indirect
interaction between magnetic moments via a B atom. We also esti-
mated Curie temperature of these systems, which was found in good
agreement with the available experimental data. Our results shed light
on the understanding of magnetic interaction and control in toplogical
insulators.

TT 33.6 Wed 10:30 H16
Quasiparticle study of the bulk topological insulators BisSes,
BixTe3, and SbxTes including spin-orbit coupling. — eIRENE
AcUILERA, CHRISTOPH FRIEDRICH, GUSTAV BIHLMAYER, and STEFAN
BLUGEL — Peter Griinberg Institut and Institute for Advanced Simula-
tion, Forschungszentrum Jiilich and JARA, D-52425 Jiilich, Germany

We present GW calculations of the topological insulators BizaSes and
BigTes within the all-electron FLAPW formalism and compare them
with previous calculations. We extend the study to the topological
insulator SbaTes, which poses additional problems when studied with
GW based on non-relativistic density functional theory (DFT) as it
exhibits a negative DFT band gap. In contrast to the previous GW
calculations, we fully take into account spin-orbit coupling (SOC) al-
lowing spin-off-diagonal elements in the Green function and the self-
energy, and we discuss the differences to a simpler perturbative ap-
proach (i.e., treating SOC on DFT level a posteriori). Additionally,
we show that the inclusion of SOC induces fundamental changes in the
Green function G, whereas changes in the screened interaction W are
negligible. We also discuss the influence of off-diagonal elements of the
self-energy matrix.

After inclusion of quasiparticle effects, we observe a direct band gap
at the ' point for BigSes, in disagreement with predictions from DFT
but in accordance with experiment. For all compounds, in the most
critical case of the band-inversion region around the I' point, we show
that the GW effective masses are significantly different from DFT ones.

Funding was provided by the Alexander von Humboldt Foundation.

TT 33.7 Wed 10:45 H16
Controllable magnetic doping of the surface state of a topo-
logical insulator — eA. Eicu!, T. ScuLENk!, M. Biancui?,
M. Koremni®, O. Pierzscu!, T.0. WeHLING?, T. FRAUENHEIM?,
A. Bararsky?, J.-L. M1, B. B. Iversen®, J. WieBe!, A.A.
KHaseETOORIANS!, PH. Hormann?, and R. WIESENDANGER! —
Hnstitute for Applied Physics, Universitit Hamburg, Germany —
2iNano, Aarhus University, Denmark — %Bremen Center for Com-
putational Materials Science, Universitiy of Bremen, Germany —

4NORDITA, Stockholm, Sweden — ®Center for Materials Crystallog-
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raphy, iNano, Aarhus University, Denmark

A combined experimental and theoretical study of doping individual
Fe atoms into BizSes is presented. It is shown through a scanning tun-
neling microscopy study that single Fe atoms initially located at hollow
sites on top of the surface (adatoms) can be incorporated into subsur-
face layers by thermally-activated diffusion. Angle-resolved photoe-
mission spectroscopy in combination with ab-initio calculations within
density functional theory suggest that the doping behavior changes
from electron donation for the Fe adatom to neutral or electron accep-
tance for Fe incorporated into substitutional Bi sites. According to the
calculations, these Fe substitutional impurities retain a large magnetic
moment thus presenting an alternative scheme for magnetically doping
the topological surface state. For both types of Fe doping, we see no
indication of a gap at the Dirac point.

T. Schlenk et al., arXiv: 1211.2142v1 (2012) [cond-mat.mtrl-sci]

J. Honolka et al., PRL 108, 256811 (2012)

Coffee break
TT 33.8 Wed 11:15 HI16

Induced superconductivity in the topological surface state of
mercury telluride (HgTe) — eLuis MaIER, MANUEL GRIMM, PE-
TER SCHUFFELGEN, DANIEL KNOTT, CHRISTOPHER AMES, CHRISTOPH
BRrUNE, PHILIPP LEUBNER, JEROEN OOSTINGA, HARTMUT BUHMANN,
and LAurRENs W. MoLENKAMP — Physikalisches Institut (EP3), Uni-
versitdt Wiirzburg, 97074 Wiirzburg

It has been recently demonstrated, that a strained grown layer of of
HgTe is a 3D topological insulator (TI) exhibiting a single family of
Dirac cone states at its surface. Since the bulk has nearly no carriers
left, the transport through these structures is strongly dominated by
the surface states [1].

Because of the prediction of creation of Majorana bound states [2]
we are looking at a superconductor-TI interface. This talk presents
our results on highly transparent S-TI-S junctions where we observe
unusual behaviour in the Josephson current.

Preliminary results of this project are published in [3].

[1] C. Briine et al., Phys. Rev. Lett. 106, 126803 (2011)

[2] L. Fu and C. L. Kane, Phys. Rev. Lett. 100, 096407 (2008)

[3] L. Maier et al., Phys. Rev. Lett. 109, 186806 (2012)

TT 33.9 Wed 11:30 HI16
Strained bulk HgTe as a 3D topological insulator —
eCORNELIUS THIENEL, CHRISTOPHER AMES, PHILIPP LEUBNER,
CuristorH BRUNE, HarTMuT BunMANN, and LAURENS W.
MoLENKAMP — Universitdt Wiirzburg, Lehrstuhl fiir experimentelle
Physik III
HgTe is a semimetal that has an inverted band structure. We show that
strained on CdTe the HgTe opens a bandgap and becomes a 3D topo-
logical insulator (TI). By magnetotransport measurements we confirm
the existence of a 2D topological state and observe QHE from the sur-
face. An analysis of SdH oszillations allows us to distinguish between
two TI surfaces perpendicular to the magnetic field that have differ-
ent charge carrier densities due to different electrostatic environments.
When structuring a top gate on the sample, we are able to match the
carrier densities of the surface states and therefore see a sequence of
odd integer Hall plateaus, as predicted by Dirac physics.

TT 33.10 Wed 11:45 HI16

Comparing scattering processes in topological insulators and

giant Rashba semiconductors — ePETER LEMMENS!, VLADIMIR
GNEzDILOVZ, DIRK WULFERDING!, PATRIK RECHER®, HELMUTH
4 7

BerceEr?, Yoicur ANpo®, ANGELA MOLLER®, R. Sankar?, and
Fang-CuenGg CHou” — TPKM, TU-BS, Braunschweig — 2ILTPE,
Kharkov, Ukraine — 3IMAPH, TU-BS, Braunschweig — *EPFL, Lau-
sanne, Switzerland — PISIR, Osaka, Japan — SDept. of Chemistry,
Univ. Houston, USA — 7CCMS, National Taiwan Univ., Taipei, Tai-

wan

Using Raman scattering experiments we probe scattering processes in
BiTel and topological insulators. In the former systems the surface ter-
mination, either by Iodine - Bi or Tellur - Bi determines the low energy
scattering properties. A comparison of these surface induced signals
with effects seen in topological insulators leads to a considerable gain
of understanding of scattering mechanisms and the respective role of
symmetry. Work supported by DFG, B-IGSM and NTH School for
Contacts in Nanosystems.

TT 33.11 Wed 12:00 H16

Local photocurrent generation in thin films of the topological
insulator BizSe; — eCHRIisToPH KasTL!, ToNna Guan2, XIAOYUE
Hr2, Kenut Wu2, YongqQINGg Li%, and ALEXANDER HOLLEITNER! —
IWalter Schottky Institut and Physik-Department, Technische Uni-
versitat Miinchen, Am Coulombwall 4a, 85748 Garching, Germany —
2Institute of Physics, Chinese Academy of Sciences, Beijing 100190,
China

We report on the optoelectronic properties of thin films of the three-
dimensional topological insulator BiaSes grown by molecular beam
epitaxy. In spatially resolved scanning photocurrent experiments, we
observe submicron photocurrent patterns with positive and negative
amplitude [1]. The patterns are independent of the applied bias volt-
age, but they depend on the width of the circuits. We interpret the
patterns to originate from a local photocurrent generation [2] due to
potential fluctuations [3]. Furthermore, we verify and discuss the im-
pact of the circular photogalvanic effect in optoelectronic BigSes-based
circuits [4].

[1] C. Kastl et al., arxiv: 1210.4743 (2012).

[2] J. C. W. Song and L. S. Levitov, arxiv:1112.5654 (2011).
[3] H. Beidenkopf et al., Nat. Phys. 7, 939 (2011).

[4] C. Kastl et al. (2013).

TT 33.12 Wed 12:15 HI16
Bij_;Sb;(110): A non-closed packed surface of a topological
insulator — Lucas BARRETO, WENDELL SIMOES DA SiLvA, MALTHE
STENSGAARD, S@REN ULSTRUP, MARcO BiancHI, eXI1E-GANG ZHU,
MarTtEO MiIcHIARDI, MAciEs DENDzIK, and PuiLiP HorFMANN —
Department of Physics and Astronomy, Interdisciplinary Nanoscience
Center Arhus University, 8000 Arhus C, Denmark

Topological insulators are characterised by an insulating bulk band
structure, but topological considerations require their surfaces to sup-
port gap-less, metallic states. Meanwhile, many examples of such ma-
terials have been predicted and found experimentally, but work has
concentrated on the closed-packed (111) surface of the topological in-
sulators. Thus, the theoretical picture of an insulating bulk embedded
in a metallic surface from all sides of a crystal still needs to be con-
firmed. Here we present angle-resolved photoemission spectroscopy
results from the (110) surface of the topological insulator Bij_gSbs
(z &~ 0.15). The observed band structure and Fermi contour is in
excellent agreement with theoretical predictions and slightly different
from the electronic structure of the parent surface Bi(110), in particu-
lar around the X; time-reversal invariant momentum. We argue that
the preparation of surfaces different from (111) opens the possibility to
tailor the detailed electronic structure and properties of the topological
surface states.

TT 33.13 Wed 12:30 HI16
Charge screening at the surface of a topological insulator: Rb
on BizsSes — ePETER LOPTIEN, LiHUI ZHOU, JENS WIEBE, ALEXAN-
DER A. KHAJETOORIANS, and RoLAND WIESENDANGER — Institute
of Applied Physics, University of Hamburg, Germany

Adsorption of Rb atoms on BisSes leads to the formation of a two-
dimensional electron gas (2DEG) in the conduction band at the surface
of the topological insulator [1]. We investigated the coverage depen-
dent distribution of the singly charged Rb atoms by low temperature
STM. By a statistical analysis of the interatomic distances between
the adatoms we quantitatively derived the pair interaction [2], which
fits a screened Coulomb potential. Interestingly, screening length and
dielectric constant turn out to be rather small, due to the contribution
of the 2DEG and topological surface state.

[1] M. Bianchi, R. C. Hatch, Z. Li, P. Hofmann, F. Song, J. Mi, B. B.
Iversen, Z. M. Abd El-Fattah, P. Loptien, L. Zhou, A. A. Khajetoori-
ans, J. Wiebe, R. Wiesendanger, and J. W. Wells, ACS Nano 6, 7009
(2012)

[2] J. Trost, T. Zambelli, J. Wintterlin, and G. Ertl, Phys. Rev. B 54,
17 850 (1996)

TT 33.14 Wed 12:45 HI16
Fabrication and characterization of thin BizSes topologi-
cal insulators — eSrRuUJANA Dusari', PHiLIPP MEIXNER!, ANNA
MOoGILATENKO?, SAskiA F. FiscHER!, JAIME SANCHEZ-BARRIGAS,
Lapa V. Yasuina?, FLoriaN KroNasT?, SERGIO VALENCIA®, AKIN
UnaL3, and OL1vER RADER3 — !Novel Materials, Humboldt Univer-
sitét zu Berlin, D-12489 Berlin — 2Ferdinand Braun Institut, D-12489
Berlin — 2Helmholtz-Zentrum Berlin fiir Materialien und Energie, D-
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12489 Berlin — *Dep. Chemistry, Moscow State University, Russia

Topological insulators (TIs) have electrically insulating states in the
bulk and robust conducting states along the edges [1, 2|]. The real-
life TI samples available today contain residual bulk charge carriers
that hinder exploiting their surface properties in device form. The
aim of our work is to investigate the controlled combination of dimen-
sionality and designed impurity and metallic defect structures on the
quantum transport properties of well known BisSes Tls, in particular

with respect to the implications for devices. Here we report prepa-
ration and characterization of exfoliated BigSes flakes. The samples
are characterized using atomic force microscopy, transmission electron
microscopy, and energy-dispersive X-ray spectroscopy. Surface sta-
bility and composition are determined using photoemission electron
microscopy. Low temperature transport measurements are presented.

[1] C. L. Kane, and E. J. Mele, Phys. Rev. Lett. 95, 226801 (2005).

[2] M. Z. Hasan and J. E. Moore, Annu. Rev. Condens. Matter.
Phys. 2: 55-78 (2011).

TT 34: Transport: Molecular Electronics (jointly with CPP, HL, MA)

Time: Wednesday 9:30-12:45

TT 34.1 Wed 9:30 H2
Inelastic scattering effects and electronic shot noise — e AMIN
Karivi, Markus HERrz, and ELKE SCHEER — Department of Physics,
University of Konstanz, 78457 Konstanz, Germany

The study of shot noise for junctions formed by single molecules offers
interesting new information that cannot be easily obtained by other
means. At low bias it allows determining the transmission probability
and the number of current carrying conductance channels [1]. We in-
vestigate the effects of phonon scattering on the electronic current noise
through nano junctions with mechanically controllable break junction
(MCBJ). Equivalent measurements have recently been reported to be
able to reveal inelastic transport contributions to the current through
gold atomic contacts [2]. We developed a new and versatile measure-
ment system enabling measurements of the noise in a rather broad
range of conductance values from 0.01 Go to 1 Go without the ne-
cessity of double wiring. First results on gold atomic contacts and
benzendithiol will be presented.

[1] D. Djukic and J. M. van Ruitenbeek, Nano Lett. 6, 789-793 (2006)
[2] M. Kumar, R. Avriller and J. M. van Ruitenbeek, Phys. Rev. Lett.
108, 146602 (2012)

TT 34.2 Wed 9:45 H2
Electrical Characterization of Single Molecules via MCBJ
— eMarTHIAS WiESER!, ToRSTEN SENDLER!, Snou-PenG Liu?,
SAMUEL WEISBROD?, ZHUO TanNc2, ANDREAS MARx?2, JANNIC
WoLr?, ELKE ScHEER?, FRANCEScA MoREsco3, GREBING JOCHEN!,
and ArRTUR ErBE! — Helmholtz-Zentrum Dresden-Rossendorf e.V.,
D-01328 Dresden — 2Universitit Konstanz, D-78457 Konstanz —

3Max Bergmann Center of Biomaterials, D-01069 Dresden

For future molecular electronics applications the detailed knowledge
about the electrical transport properties of single molecules is very im-
portant. To achieve this goal we are using the mechanical controllable
break junction technique in liquid environments in combination with
insulating substrates. We characterize the electrical conductance and
I-V characteristics of single molecules which consist of three phenyl
rings connected by triple carbon bonds with two oxygen sidegroups
binding to the central ring. The I-V characteristics are further in-
vestigated by creating 2D histograms for hundreds of I-V curves and
by fitting a single level model which provides us the metal-molecule
junction coupling constants and the molecular energy level.

TT 34.3 Wed 10:00 H2
Charge transmission through a molecular junction driven by
a time—dependent voltage — YAROSLAV ZELINSKYYD 2, YORAM
SELZER3, and VOLKHARD May! — lInstitut fiir Physik, Humboldt
Universitdt zu Berlin, Newtonstrafte 15, D-12489 Berlin, Germany —
2Bogolubov Institute for Theoretical Physics, National Academy of
Science of Ukraine, 14-b Metrologichna str., UA-03683, Kiev, Ukraine
— 3School of Chemistry, Tel Aviv University, Ramat Aviv, 69978 Tel
Aviv, Israel

Time-dependent electron transport through a molecular junction
driven by voltage pulses with a duration even in the sub-ps region
is investigated theoretically. The transient behavior of the current is
analyzed in focusing on the sequential transport regime and in utilizing
a density matrix approach. As a quantity detectable in the experiment
the averaged dc-current resulting from a sequence of voltage pulses is
also calculated. The obtained data are analyzed with respect to their
dependence on the voltage pulse shape, the magnitude and asymme-
try of the lead-molecule coupling, and the mechanism and strength of
intramolecular relaxation. All the findings are confronted with recent

Location: H2

computations on transient currents due to optical excitation of the
junction [1,2].

[1] L. Wang and V. May, Phys.Chem.Chem.Phys. 13, 8755 (2011)

[2] Y. Zelinskyy and V. May, Nano Lett. 12, 446 (2012)).

TT 34.4 Wed 10:15 H2
Surface Plasmon Enhanced Electroluminescence of a Molec-
ular Junction — eYuaAN ZHANG!2, YAROSLAV ZHELINSKYY', and
VoLkHARD May! — lInstitut fiir Physik, Humboldt Universitit zu
Berlin, Newtonstrake 15, D-12489 Berlin, Germany — 2University of
Science and Technology Beijing, XueYuan Road 30, 100083 Beijing, P.
R. China

There are some first experiments indicating surface plasmon enhanced
emission of a molecular junction. We present a coherent theory for this
phenomenon, which is based on our previous work on molecule metal
nanoparticle complexes [1,2,3,4]. Ultilizing a density matrix descrip-
tion our theory accounts for electron transfer in junction, photon emis-
sion and energy exchange coupling between the molecule and spherical
leads. As a central result, we report on a three order of magnitude
enhanced molecular photon emission, which dependence on molecular
and junction parameters are also discussed.

[1] Y. Zelinskyi, Y. Zhang, and V. May, J. Phys. Chem. A, DOIL
10.1021/jp305505¢

[2] Y. Zhang, Y. Zelinskyy, and V. May, J. Phys. Chem. C, accepted
(3] Y. Zhang, Y. Zelinskyy, and V. May, J. Nanophot., in press

[4] Y. Zelinskyy and V. May, Nano Lett. 12, 446 (2012)

TT 34.5 Wed 10:30 H2
Dynamics of a nano-scale rotor driven by single-electron
tunneling — ALEXANDER CROY? and @ALEXANDER EISFELD! —
IMPIPKS Dresden — 2Chalmers University of Technology S-412 96

Goteborg, Sweden

‘We investigate theoretically the dynamics and the charge transport
properties of a rod-shaped nano-scale rotor, which is driven by a similar
mechanism as the nanomechanical single-electron transistor (NEM-
SET). We show that a static electric potential gradient can lead to
self-excitation of oscillatory or continuous rotational motion. We iden-
tify the relevant parameters of the device and study the dependence
of the dynamics on these parameters. We discuss how the dynamics
are related to the measured current through the device. Notably, in
the oscillatory regime we find a negative differential conductance. The
current-voltage characteristics can be used to infer details of the sur-
rounding environment which is responsible for damping.

[1] A. Croy and A. Eisfeld, EPL (Europhys Lett) 98, 68004

TT 34.6 Wed 10:45 H2
First-principles investigation of electron transport through
molecular junctions in an STM configuration — eSHIGERU
TsukamoTo, VasiLE Caciuc, NICOLAE ATODIRESEI, and STEFAN
BLUGEL — Peter Griinberg Institut & Institute for Advanced Sim-
ulation, Forschungszentrum Jiilich and JARA, D-52425 Jiilich

Molecular electronics is exciting by the perspective that various types
of functionalities are potentially realized only by single molecules with
unique electronic structures. A number of interesting experiments on
the transport properties have been performed in an STM configuration,
in which a probing tip approaches a molecule on a metal surface.

By means of first-principles methods, we report about a systematic
series of calculations on electron transport through molecules in the
STM configuration. The molecules to be investigated are a Tereph-
thalic acid molecule and its derivatives, which chemisorb on Cu(110)
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surfaces.

Electron transmissions are investigated by varying the tip—molecule
distance in an STM configuration, as well as by tuning molecular elec-
tronic structures. As approaching the tip toward the molecule, some
of the transmission peaks originating from unoccupied states move to
lower energy due to the hybridization of tip and molecular states. This
peak-shift contributes to increasing the electron transmission around
the Fermi energy, which is an essential property in molecular devices.
This exhibits that in molecular electronics, not only the molecule it-
self but also the geometrical configuration between a molecule and the
electrodes is an important parameter to determine the functionality.

15 min. break

TT 34.7 Wed 11:15 H2
STM theory for m-conjugated molecules on thin insulating
films — eBENJAMIN SIEGERT, ANDREA DONARINI, SANDRA SOBCZYK,
and MILENA GRIFONI — Institut fiir Theoretische Physik, Universitéat
Regensburg, D-93040 Regensburg

We present a microscopic STM theory, based on the reduced density
matrix formalism, which is able to describe transport and topographi-
cal properties of interacting m-conjugated molecules on thin insulating
films. Simulated current-voltage characteristics and constant height
and constant current STM images for a Cu-Phthalocyanine (CuPc)
molecule are presented as experimentally relevant examples. We pre-
dict negative differential conductance resulting from interference be-
tween degenerate many-body states of CuPc [1]. Criteria are given
to find and identify the interference blocking scenario in experimental
measurements.

[1] A. Donarini, B. Siegert, S. Sobczyk, and M. Grifoni, PRB 86,
155451 (2012).

TT 34.8 Wed 11:30 H2
Influence of Electronic Properties of Graphene on Current-
Voltage Characteristics of Molecule-Graphene Nanojunctions
— elvaN A. PsHENICHNYUK, PEDRO B. CoTO, ANDRE ERPENBECK,
and MicHAEL Tnoss — Institut fiir Theoretische Physik, Friedrich-
Alexander-Universitidt Erlangen-Niirnberg, Staudtstr. 7/B2, D-91058
Erlangen, Germany

Graphene, thanks to its peculiar mechanical and electronic properties,
is today considered as a perspective material in future electronics. Its
well-known band structure with ”zero band-gap” as well as the exis-
tence of so-called edge states leads to a non-trivial density of states
distribution in graphene-based devices. This causes, in particular, dis-
tinctive current-voltage characteristics of molecule-graphene nanojunc-
tions, where a single molecule is connected to two graphene nanosized
contacts. We study the transport characteristics of graphene-based
nanojunctions using tight-binding models and first-principles DF'T cal-
culations combined with the Landauer transport formalism.

TT 34.9 Wed 11:45 H2
Electron Transport properties of metallic carbon nanotubes
with metal contacts — eANDREAS ZIENERT!, JORG SCHUSTERZ,
and THomas GEssNER!2 — Center for Microtechnologies, Chemnitz
University of Technology, Chemnitz, Germany — 2Fraunhofer Insti-

tute for Electronic Nano Systems, Chemnitz, Germany

Metallic carbon nanotubes (CNTs) are quasi ballistic one-dimensional
conductors capable to carry large current densities. This makes them
ideal candidates for applications in future microelectronic devices, par-
tially replacing state-of-the-art copper interconnect lines. The perfor-
mance of such a system not only depends on intrinsic properties of the
CNTs but is also strongly affected by its size and the contact.

We investigate the transport properties of metal-CNT-metal de-
vices theoretically, applying semiempirical (extended Hiickel theory)
and ab initio (density functional theory) electronic structure methods,
combined with a Green’s function formalism for ballistic transport at
low bias. The study focuses on (6,0) CNTs of different length compar-
ing the metal contacts Al, Cu, Pd, Pt, Ag, Au in a highly symmetric
end-to-end configuration.

It turns out that Al forms the most transparent contacts, followed by
Pd, Pt and Cu. The noble metals Au and Ag perform worse. Results
are visualized and discussed in terms of the local density of states of
the combined metal-nanotube systems and its isolated parts, as well
as their contact distances, binding energies, and work functions.

TT 34.10 Wed 12:00 H2
First principles study of charge and heat transport through
m-stacked molecules — eTHoMAS HELLMUTH!, MARIUS BURKLEZ,
FaBiaN Paury?, and GERD ScHON! — lInstitut fiir Theoretische Fes-
tkorperphysik, Karlsruhe Institute of Technology, 76131 Karlsruhe,
Germany — 2Nanosystem Research Istitute, National Institute of
Advanced Industrial Science and Technology, Japan — 3Theorie der

Nanostrukturen, Universitdt Konstanz, 78457 Konstanz, Germany

We analyze charge and heat transport properties of m-stacked, multi-
layered paracyclophane molecules using density functional theory com-
bined with non-equilibrium Green’s function techniques. The conduc-
tance of that class of molecules was measured in Ref. 1. Beside the elas-
tic conductance we investigate the not yet measured thermopower and
inelastic electron tunneling spectra (IETS). The transmission eigen-
channels show that the current is mainly carried by the 7 system of
the paracyclophane molecules and by taking into account different con-
tact geometries, we find that this is independent of the binding motif.
While the conductance decays exponentially with increasing molecu-
lar length, the thermopower increases linearly and may change its sign.
Similarly, we analyze how the IETS and the heat transport depend on
the molecular length and vibrational modes in the specific junction
geometries.

[1] S. T. Schneebeli et al. J. Am. Chem. Soc. 133, 2136 (2011)

TT 34.11 Wed 12:15 H2
Spin selective transport in chiral systems — eRAFAEL GUTIER-
REZ, THOMAS BRUMME, and GIANAURELIO CUNIBERTI — Institute for
Materials Science and Max Bergmann Center of Biomaterials, Dresden
University of Technology, 01062 Dresden, Germany

Recent experiments have demonstrated that the transmission of elec-
trons through layers of chiral molecules can be strongly spin-dependent
[1,2]. Here, we extend a previous model [3] to discuss the interre-
lation between the observed effect and the presence of a spin-orbit
coupling interaction induced by helical electrostatic fields. Hereby, we
present a minimal model Hamiltonian based on a representation of the
Schroedinger equation on a helical pathway and discuss the influence of
several parameters on the spin polarization. Complementary to it, full
3D wave packet propagation is discussed in the presence of spin-orbit
coupling. Our results suggest that a spin polarization can be induced
as a result of the symmetry of the system. However, it appears that a
full 3D description of the problem may be necessary.

[1] B. Goehler, V. Hamelbeck, T. Z. Markus, M. Kettner, G. F. Hanne,
Z. Vager, R. Naaman, H. Zacharias, Science 331, 894 (2011)

[2] Z. Xie, T. Z. Markus, S. R. Cohen, Z. Vager, R. Gutierrez, R. Naa-
man, Nano Letters 11, 4652 (2011)

[3] R. Gutierrez, E. Diaz, R. Naaman, G. Cuniberti, Phys. Rev. B 85,
081404(R) (2012)

TT 34.12 Wed 12:30 H2
Full ab initio description of strong electronic correlations in
molecular devices — eDaviD JacoB — Max-Planck-Institut fiir
Mikrostrukturphysik, Halle

In order to obtain a full first-principles description of the correlated
electronic structure and transport properties of nanoscopic devices we
combine the so-called Coulomb-Hole-Screened-Exchange (COHSEX)
approximation with more sophisticated many-body techniques such as
the Dynamical Mean-Field Theory (DMFT). While the former yields
an effective mean-field description of the weakly correlated conduction
electrons, the latter describes the dynamic correlations of the strongly
interacting electrons in the 3d- or 4 f-shells of transition metal atoms.
The combination of DMFT with COHSEX instead of Density Func-
tional Theory (DFT) improves upon our recently developed "Molecular
DMFT" approach [1,2] in two important aspects: First, the COH-
SEX yields the effective Coulomb interaction U for the strongly in-
teracting electrons. Second, unlike in DFT+DMFT calculations the
double-counting correction for COHSEX-+DMFT is exactly known and
straight-forward to calculate. With this approach it is now possible to
actually predict e.g. the occurance of the Kondo effect in magnetic
atoms and molecules on metal surfaces and attached to metallic leads,
and to investigate the complex nature of the Kondo effect in these
sytems.

[1] D. Jacob et al., PRL 103, 016803 (2009); PRB 82, 195115 (2010)
[2] M. Karolak et al., PRL 107, 146604 (2011)
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TT 35: Graphene - Characterization and Devices (jointly with DS, HL, MA, and O)

Time: Wednesday 9:30-13:00

TT 35.1 Wed 9:30 HI17
Polarization dependence of phonon modes in graphene
nanoribbons — eFELIXx KAMPMANN!, NILS SCHEUSCHNER!, BERNAT
TERRES?3, CHRISTOPH STAMPFER?3, and JANINA MavurTzsca! —
Hnstitut fiir Festkérperphysik, TU Berlin, Hardenbergstrafe 36, 10623
Berlin, Germany, EU — 2JARA-FIT and II. Institute of Physics B,
RWTH Aachen University, Aachen, Germany, EU — 3Peter Griin-
berg Institute (PGI-6/8/9), Forschungszentrum Jiilich, Julich, Ger-
many, EU

Polarization dependent Raman spectroscopy has lately been used to
investigate the edge states of few layer graphene revealing insight into
the selection rules of their Raman modes.

Here we report polarization dependent Raman measurements on
single-layer graphene nanoribbons with varying width down to 30 nm.

We show that the cos?(6) behavior of the intensity ratio I(D)/I(G)
can be reproduced as it has already been known for the graphene edge
states. Furthermore we found a similar behavior for I(D’)/I(G) and
discuss the dependence on the nanoribbon width.

TT 35.2 Wed 9:45 HI17
Manifestation of charged and strained graphene layers in
the Raman response of graphite intercalation compounds —
JuLio CHACON-TORREs!, eLUuDGER WIRTZ2, and THOMAS PICHLER!
— 1Faculty of Physics, University of Vienna, Austria — 2Physics and
Material Sciences Unit, University of Luxembourg, Luxembourg

We present recent Raman measurements together with a detailed anal-
ysis of potassium graphite intercalation compounds (GICs): stage II
to stage VI (where stage n means one intercalant layer after every
nth graphene layer). By ab-initio calculations of the charge densities
and the electronic band dispersions, we demonstrate that most (but
not all) of the charge donated by the K atoms remains on the outer
graphene layers, i.e., the once adjacent to the intercalant layer. This
leads to an electronic decoupling of the inner (uncharged) from the
outer (charged) layers and consequently also to a decoupling of the
corresponding Raman spectra: The G-line splits into two peaks and
the 2D line is entirely due to the uncharged inner layers while the 2D
line of the outer layers is suppressed due to the strong charging. The
quantitative interpretation of the peak positions requires that the in-
ternal strain of the graphene layers is taken into account. This allows
to unambiguously identify the Raman response of strained charged and
uncharged graphene layers and to correlate it to the in-plane lattice
constant. Raman spectroscopy is thus a very powerful tool to identify
internal strain in single and few-layer graphene as well as to to iden-
tify the strain in nanoelectronic and optoelectronic devices or the local
interfacial strain in other graphene composites.

TT 35.3 Wed 10:00 H17
C—axis transport in graphite and few-layered—graphene —
eOLE ProcH, Yurl KovaL, MIicHAEL ENZELBERGER, and PAuL
MULLER — Department of Physics and Interdisciplinary Center for
Molecular Materials, Universitat Erlangen

Electrical transport in single or few layered graphene was intensively
investigated during the last decade. However, most experiments were
performed with electronic transport in the plane. Measurements in
perpendicular direction are rare and the results are rather sensitive
to materials properties. For instance, the literature data for the
anisotropy of the electrical conductivity in plane and along the c—axis
varies between 100 and 10 000. One of the reasons for the wide spread
of anisotropy data might be a significant influence of structural defects.
We reduce the influence of these defects by decreasing the cross section
of the measured structures down to 2 x 2 um?. Mesa type structures
were prepared by e-beam lithography and Os—plasma etching. The
influence of the mesa size on the c—axis conductivity and its temper-
ature dependence were investigated. We have found that the c—axis
conductivity is rather sensitive to the prehistory of the sample and to
the origin of the graphite material. We present our recent results and
discuss the mechanism of c—axis electrical transport.

TT 35.4 Wed 10:15 H17
Electronic transport of metallic thin films and islands on
graphene with scanning tunneling spectroscopy — eANNE
Horrsch, HusseiN Suanak, HaiBIN Gao, and UweE HARTMANN —

Location: H17

Institute for Experimental Physics, Saarland University, P.O. Box
151150, 66041 Saarbriicken

Electronic properties of graphene without and with metallic thin films
and islands on top are investigated. The graphene layers are epitaxially
grown on rhodium using a chemical vapor deposition (CVD) method.
In a second step, metallic thin films and islands (Au) are deposited
onto the surface of the graphene layer. Investigations are performed
by using scanning tunneling spectroscopy (STS). An introduction to a
method for an automated comparison and characterization of different
spectroscopic curves is the focus of this presentation. This method
will be used to clarify which impact the metallic thin films and islands
have on the electronic properties of graphene. Therefore a comparison
between the results obtained from graphene samples without and with
metalic thin films and islands is presented.

TT 35.5 Wed 10:30 H17
Fano-Profiles in HOPG and graphene flakes. — eMATTHIAS
STADTER, MATTHIAS RICHTER, and DIETER SCHMEISSER — Branden-
burg University of Technology, Cottbus, Germany

We investigated the electronic structure of the valence and conduction
band of HOPG by 2D resonant photoemission spectroscopy. Our aim
is to understand the electronic structure of defects and inhomogeneities
in graphene and related materials in more detail. From our measure-
ments we find that the transition from the o-band to the 7*-band at
the M-point shows a characteristic Fano-Profile. A Fano-Profile occurs
as the result of the interference of the band to band transition and a
parallel transition to a discrete energy level within the band gap.The
theory of Fano enables us to determine the energetic location of these
discrete level. It is found to be several meV above the Fermi-Energy.
Additional measurements on graphene flakes lead to similar results for
the o- to m*-band transition and the location of the discrete energy
state. With this we not only can determine the energetic states of
defects but also get a better understanding of the origin of the Fano
profile which is a particular detail of the resonant absorption process.

TT 35.6 Wed 10:45 HI17
Multiple Auger Decay at resonant photo-excitation In carbon
thin films — eMarTHIAS RICHTER, MATTHIAS STADTER, [OANNA
PavLoumpa, and DIETER ScHMEISSER — Brandenburg University of
Technology Cottbus, Applied Physics and Sensors, K.-Wachsmann-
Allee 17, 03046 Cottbus, Germany

We use resonant photoemission at the Cls edge to study the electronic
structure of HOPG, graphene flakes and monolayer graphene. We find
remarkable differences in the profile of the Auger decay channels, which
we attribute to an additional multiple-Auger with a three-hole final
state. A prerequisite for the appearance of this decay mechanism is
the existence of localized excitonic states, which cause the appearance
of the multiple Auger decay. Defects (pits, holes, steps and kinks) can
act as localized excitonic states. We use those effects to identify the
existence and the quantity of such defect states within the 7*-band
regime in carbon thin films, because the intensity of the three-hole
Auger decay is varying with the defect density of the carbon films.
The defect-excitonic states can be either localized in the band-gap at
the M-point or in case of surface defects like steps, kinks or pits even at
the K-point by losing the pure sp? character of the films. We find that
the appearance of the multiple Auger decay is different for multilayer
and monolayer graphene. In particular the interaction of impurities
leads to broadening of the Cls core levels. The three-hole Auger decay
spectroscopy is a new method to detect such contaminations with a
high sensitivity.

TT 35.7 Wed 11:00 H17
Characterization of large-scale graphene CVD with
far-infrared radiation — eCHRrisTIAN CERVETTI', BORIS
Gorsuunov!45 ErLena Zaukoval:$5 Martin Dressen!, Kraus
KERN23, MARKO BURGHARD?, and Lapo Bocani! — 11. Physikalis-
ches Institut, Universitiat Stuttgart — 2Max Planck Institut fiir Fes-
tkorperforschung — 3Institute de Physique de la Matiére Condensée,
Ecole Polytechnique de Lausanne, Switzerland — %A.M.Prokhorov
General Physics Institute, Russian Academy of Sciences, Russia —
5Moscow Institute of Physics and Technology (State University), Rus-
sia
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We use monochromatic terahertz (THz) spectrometer and standard
Fourier-transform spectrometer to measure the conductance of large
scale single layer graphene obtained by chemical vapor deposition. We
demonstrate the extreme sensitivity of the THz conductance to cop-
per particles produced on graphene during the transfer process, making
THz spectroscopy a powerful tool for monitoring the removal of un-
wanted leftovers during the production of large scale graphene samples.

Coffee break
TT 35.8 Wed 11:30 H17

Terahertz in freely suspended graphene —
e ANDREAS BRENNEIS!, LEONHARD PREcHTEL!, HELMuT KARLZ,
DieTErR ScHUH?, WERNER WEGsCHEIDER?, L1 SoNc®, PULICKEL
Ajavan®, and ALEXANDER W. HoLLEITNER! — Walter Schottky In-
stitut and Physik-Department, TU Miinchen, Germany — 2Institute
of Physics, University of Augsburg, Germany — 3Institut fiir Exper-
imentelle und Angewandte Physik, Universitiat Regensburg, Germany
— 4Laboratorium fiir Festkérperphysik, ETH Ziirich, Switzerland —
5University of Science and Technology of China — ®Rice University,
Houston, Texas, USA

We report on THz generation and picosecond photocurrents in freely
suspended bilayers of graphene [1]. The graphene layers are connected
to coplanar strip lines which serve as source and drain contacts. A
pump laser pulse excites charge carrier in the graphene. The resulting
charge carrier dynamics couple to the strip line circuit and propagate
along the strip line. With a probe laser pulse focused onto an on-chip
photo switch, the propagating signal is read out via a third contact with
a picosecond time resolution. By varying the delay of the probe pulse
relative to the pump pulse, the optoelectronic signal can be measured
time-resolved. We discuss the generation of THz radiation, ultrafast
displacement currents, and thermoelectric currents within the optically
excited graphene. Financial support by the ERC-grant NanoREAL is
acknowledged.

References: [1] L. Prechtel, L. Song, D. Schuh, P. Ajayan, W.
Wegscheider, A.W. Holleitner, Nature Comm. 3, 646 (2012).

generation

TT 35.9 Wed 11:45 HI17
Broadband THz detection with graphene flakes — eMARTIN
MiITTENDORFF!2) STEPHAN WINNERL!, JosEr KAMANN® | JONATHAN
Eroms®, HARrRALD ScHNEIDER!, and MaNFrRep HeLmb:2
IHelmholtz-Zentrum Dresden-Rossendorf, Germany — 2Universitét

Dresden, Germany — 3Universitit Regensburg, Germany

We demonstrate a broadband THz detector based on graphene flakes,
which are produced by scotch-tape method on SiO2/Si, combined
with a logarithmic periodic antenna. The antenna is coupled to the
graphene flake with an interdigitated comb-like structure in the center.
The detectors were characterized at roomtemperature using the free-
electron laser FELBE at the Helmholtz-Zentrum Dresden-Rossendorf.
The responsivity is above 1 nA/W for wavelengths from 30um to
220pum. The rise time of the measured signals is below 100 ps and
their length is in the range of 200 ps, while the pulse duration of the
FEL pulses is around 20ps. The effect of the antenna coupling could
be confirmed via polarization dependent measurements. Due to the
spectral bandwidth combined with high temporal resolution and sim-
ple handling these detectors can be very useful for timing purposes of
short laser pulses.

TT 35.10 Wed 12:00 H17
Electrostatic force and Raman spectroscopy measurements
on graphene replicating water layers on mica — eViTALL
SceENEV, PHILIPP LANGE, NIKOLAI SEVERIN, and JURGEN P. RABE —
Institut fiir Physik, Humboldt-Universitit zu Berlin, Berlin, Deutsch-
land

Recently it has been argued that graphenes exfoliated onto mica be-
come hole-doped by the substrate and that the doping level can be
blocked by molecular water interlayers confined during sample prepa-
ration [1]. We use Scanning Probe Microscopy (SPM), Electrostatic
Force Microscopy (EFM) and Raman Spectroscopy to investigate both
the structure and the electronic properties of graphene conforming to
molecular water layers on the mica surface. The layers are fluid, since
variation of ambient humidity allows to control in-situ the layer thick-
nesses in the range of a monolayer [2]. Our data imply that graphene
is hole-doped by the water layers with the doping level increasing with
the water layer thickness.

1. Shim, J., et al.,, Water-Gated Charge Doping of Graphene In-

duced by Mica Substrates. Nano letters, 2012. 12(2): p. 648-654.

2. Severin, N.; et al., Reversible dewetting of a molecularly thin
fluid water film in a soft graphene-mica slit pore. Nano letters, 2012.
12(2): p. 7T74-779.

TT 35.11 Wed 12:15 HI17
Tailoring the graphene/silicon carbide interface for mono-

lithic wafer-scale electronics — eSTEFAN HERTEL!, DANIEL

WALDMANN!, JoHANNEsS JoBsT!, ANDREAS ALBERT!, MATTHAUS
ALBRECHT!, SERGEY REsHANoOVZ, ApoLF ScHONER2, MICHAEL
Kriecer!, and Heiko B. WEBER! — !Chair for Applied Physics,

Erlangen, Germany — 2ACREO AB, Kista, Sweden

The vision of graphene as future material for electronic devices is de-
rived from impressive material parameters. However, it is evident that
graphene will not readily take over the role of a semiconductor. In
particular, an efficient switch is lacking due to graphene’s missing
bandgap.

By focusing not only on the graphene layer, but considering the
silicon carbide (SiC) substrate as an essential part of the system, we
developed an easy scheme to fabricate transistors with high ON/OFF
ratio - suited for logic - by tailoring the interface between SiC and the
graphene layer [1]. Therefore we currently work with two graphene
materials on SiC: as grown monolayer graphene (MLG) and hydrogen
intercalated quasi-freestanding bilayer graphene (QFBLG). We proved
the high-quality ohmic contact of MLG to n-type SiC and also char-
acterized the Schottky-like behavior of QFBLG.

Using these components we are currently able to demonstrate tran-
sistors with ON/OFF ratios exceeding 104 at room temperature in
normally-on and normally-off operation mode. We present a concept
for inverters using a resistor-transistor logic scheme.

[1] S. Hertel et al., Nature Communications 3, 957 (2012)

TT 35.12 Wed 12:30 H17
Electrical interfacing of cells with graphene field effect tran-
sistors — eFELIX RoLF, Lucas H. Hess, ToBIAS SCHNEIDER, BENNO
BrascHkE, MoriTz Haur, and Jose A. GARRIDO — Walter Schottky
Institut, TU Miinchen

The next generation of neuroprosthetic devices will need novel solid-
state sensors with improved performance. Increased signal detection
capability, better mechanical and physiological compatibility with liv-
ing tissue, and in general a higher stability in biological environments
are among the main requirements. Due to its electronic and elec-
trochemical characteristics, as well as its physico-chemical properties,
graphene is one of the most suitable candidates to meet these demand-
ing requirements.

In this talk, we will report on arrays of graphene solution-gated field
effect transistors (G-SGFETs) which are able to detect the electrical
activity of electrogenic cells. It will be discussed how the combination
of high carrier mobilities in graphene and the large interfacial capaci-
tance at the graphene/electrolyte interface results in such high signal
sensitivities. Thereby it is possible for instance, to show the generation
and propagation of action potentials in cardiomyocyte-like HL-1 cell
cultures. Another application is the single cell-transistor coupling us-
ing Human Embryonic Kidney (HEK293) cells. In the latter case the
response of the G-SGFETs to electrical activity as well as the cell chem-
ical activity will be discussed. Our results confirm that G-SGFETs are
able to outperform state-of-the-art devices, suggesting that G-SGFETs
can play an important role in future bioelectronic systems.

TT 35.13 Wed 12:45 HI17
Exploring the electronic performance of graphene FETs for
bio-sensing — eLucas Hess, BENNO BLAscHKE, MAX SEIFERT, and
JoseE GARRIDO — Walter Schottky Institut, TU Miinchen

For medical applications such as neuroprostheses and for fundamen-
tal research on neuronal communication, it is of utmost importance
to develop a new generation of electronic devices which can effectively
detect the electrical activity of nerve cells. The outstanding electronic
and electrochemical performance of graphene hold great promise for
bioelectronic applications. For instance, we have reported on arrays of
CVD-grown graphene solution-gated FETs (SGFETs) for cell interfac-
ing, demonstrating their ability to transduce with high resolution the
electrical activity of individual electrogenic cells.

In this contribution, we will present a detailed discussion on the
suitability of CVD-grown graphene SGFETs for in-electrolyte opera-
tion, together with a study of the effect of electrolyte composition on
the device performance. The sensitivity of SGFETSs is dominated by
two characteristic parameters: transconductance and electronic noise,
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which will be analyzed in this talk by in-electrolyte Hall-effect experi-
ments and low-frequency noise characterization. Finally, we will briefly
report on the pH and ion sensitivity of graphene devices, highlighting
the influence of the chosen substrate for the device fabrication, as well

as the effect of surface contamination from the fabrication technology.

This work demonstrates the potential of graphene to outperform
state-of-the-art Si-based devices for biosensor and bioelectronic appli-
cations.

TT 36: Superconductivity: Fe-based Superconductors - Fe(Se,Te), LiFeAs, and other Materials

Time: Wednesday 9:30-13:00

TT 36.1 Wed 9:30 HI18
Interplay between lattice and spin degrees of freedom
in FeSe superconductors — VriapimiR GNEzDILOV!, ePETER
LEMMENSZ, YURII PAsHKEVICH?, TATIANA SHEVTSOVAS, ALEXANDER
Gusev3, DIRKk WULFERDINGZ, DMmITRIY CHAREEV?, and ALEXANDER
VasiLiEv® — ILTPE, Kharkov, Ukraine — 2IPKM, TU-BS, Braun-
schweig — 3DonFTI, Donetsk, Ukraine — *IEM, RAS, Moscow, Rus-

sia, — ®Moscow State Univ., Moscow, Russia

Recently grown high quality FeSe single crystals show pronounced
anomalies in the temperature dependent Raman spectra. An anoma-
lous hardening of one phonon mode upon decreasing temperature is
related to local fluctuations of the Fe orbital occupation, described
by the Fe spin state. The enhancement of the low-frequency spec-
tral weight above the structural phase transition temperature T's and
its change below T is discussed in connection with the opening of a
spin state gap which results in the absence of magnetic order in FeSe.
Work supported by DFG, B-IGSM and NTH School for Contacts in
Nanosystems.

TT 36.2 Wed 9:45 HI18
Phonon driven phase transition in FeSe — eMicHAEL FEcH-
NER and Nicora SpALDIN — ETH Zurich, Department for Material
Theory,CH-8093 Zurich, Switzerland

One of the chemically simplest, but physically complex, iron based su-
perconductors is FeSe. Here we present results from first-principle cal-
culations of its competing magnetic phases. In particular we compare
calculated electronic properties of coherent FeSe films under different
tensile strains, corresponding to SrTiO3 and MgO substrates, and elec-
tron/hole doping with experimental findings. The main result is that
for moderate applied strain the spin density wave (SDW) in FeSe is
suppressed, whereas there is a sudden strong enhancement for larger
strain. Given that superconductivity disappears in highly strained
FeSe on MgO, our results thus give an interesting insight in which en-
ergy ranges the SDW still compete with superconductivity. The results
are finally discussed with respect to the possibility of phonon driven
superconductivity in FeSe.

TT 36.3 Wed 10:00 H18
Preparation and characterization of thin films of the super-

conductor FeSe — EIkeE VENZMER!, e ALEXANDER KRONENBERG!,

SEBASTIAN TEN Haar!, JANEK MALETZ2, and MARTIN JOURDAN! —
Hnstitut fiir Physik, Johannes Gutenberg-Universitit, Staudingerweg
7, 55128 Mainz, Germany — 2IFW-Dresden, Institute for Solid State

Research, PO Box 270116, D-01171 Dresden, Germany

The recently discovered class of iron pnictide compounds features a
presumably unconventional mechanism of superconductivity. We in-
vestigate the iron chalcogenide FeSe, which is the structurally sim-
plest representative of this class of materials. Epitaxial thin films are
prepared by rf-sputtering from a stoichiometric FeSe target and al-
ternatively by co-sputtering from separate Fe and Se targets. Both
methods yield superconducting epitaxial thin films on MgO(100) as
well as on YAlO3(010) substrates. The influence of deposition rates
and substrate temperature on phase formation, sample homogeneity,
morphology and electronic transport properties are discussed. A com-
parison with the properties of previously prepared by MBE [1] will be
presented. The main advantage of the sputter deposited samples is an
improved morphology which is promising for the future integration in
planar tunneling junctions for spectroscopic investigations.

[1] M. Jourdan, S. ten Haaf, J. Appl. Phys. 108, 023913 (2010)

TT 36.4 Wed 10:15 HI18
Terahertz spectroscopy on Rbi_,Fes_,Se; — eZue WaNg,
JoNas FisHER, MICHAEL SCHMIDT, VLADIMIR TSURKAN, ALOIS
LoipL, and JoAacHIM DEISENHOFER — Experimentalphysics V, EKM,
Institute of Physics, University of Augsburg, Germany

Location: H18

Single crystals of superconducting and non-superconducting
Rbi_;Fea_ySez [1] have been investigated by terahertz time-domain
transmission spectroscopy as a function of temperature. In the super-
conducting samples, we observe the signatures of the superconducting
transition [2] and an isosbestic point in the temperature dependence
of optical conductivity in the vicinity of 100 K, which could be related
to the reported phase separation in these compounds. In the non-
superconducting samples, the optical conductivity exhibits features
which can be interpreted in terms of spin wave excitations in agree-
ment with neutron experiments [3].

[1] V. Tsurkan et al. Phys. Rev. B 84, 144520 (2011)
[2] A. Charnukha et al. Phys. Rev. B 85, 100504 (2012)
[3] M. Wang et al. Nature Communications 2, 580 (2011)

TT 36.5 Wed 10:30 H18
Terahertz spectroscopy of superconducting Fe(Se,Te) — oG.
Cuanpal, A. V. Pronin!, J. Wosnitzal, S. Morarra?, R.
Houne?, B. HoLzapreL?, and K. Iipa2 — !Dresden High Magnetic
Field Laboratory (HLD), Helmholtz-Zentrum Dresden-Rossendorf,
01314 Dresden, Germany — 2IFW Dresden, Institute of Metallic Ma-

terials , 01171 Dresden, Germany

Among the iron-based superconductors, Fe(Se,Te) has received spe-
cial attention due to its simple crystal structure, which is formed by
Fe(Se,Te) layers only. Studies of the optical conductivity at terahertz
and far-infrared frequencies may bring information about the super-
conducting energy gap size and symmetry. Here, we present a tera-
hertz investigation of superconducting Fe(Se,Te) thin films at temper-
atures from 2 to 300 K. The measurements have been performed with
a backward-wave-oscillator spectrometer, which allows phase-sensitive
measurements of transmission at terahertz frequencies. Thus, both
components of the complex dynamical conductivity can be directly
obtained from these measurements. In this talk, we will discuss the
frequency and temperature dependence of complex conductivity in
Fe(Se,Te).

TT 36.6 Wed 10:45 HI18
Incommensurate magnetism and structural phase transi-
tion in Fe;;,Te — eOLIVER STockERT!, SAHANA ROssLER!, EN-
rRICO FAULHABERZ, ASTRID SCHNEIDEWIND?, CEVRIYE Koz!, Dona
CHERIAN®, Susa ErizaBetn®, ULricH ScHwARz!', and STEFFEN
Wirta! — 1Max Planck Institute for Chemical Physics of Solids,
Nothnizer Strafe 40, 01187, Dresden, Germany — 2Gemeinsame
Forschergruppe, Helmholtz-Zentrum Berlin - TU Dresden, Lichten-
bergstrake 1, 85474 Garching — 3Department of Physics, Indian In-
stitute of Science, Bangalore 560012, India

The superconductivity with transiton temperature 7. = 8 K found in
Fe1.01Se ignited interest due to its simple crystal structure. The bulk
Fey 4, Te is non-superconducting, but exhibits an antiferromagnetic or-
der that is not driven by the Fermi suface nesting and relatively large
ordered moment on the Fe-sublattices. Fej,Te also undergoes a struc-
tural distortion at low temperatures, and both magnetic and structral
transitions can be strongly influenced by tunig parameters such as
excess Fe (y) or external pressure [1, 2]. The themodynamic mea-
surements revealed a single first-order transition for Fej 11Te, whereas
two distinct phase transitions have been found for Fej j3Te. Here we
present the results of neutron diffraction experiments on single crys-
talline Fe1.11Te and Fe;.13Te samples and show that Fej,Te display
unique interplay of incommensurate magnetism and structural phase
transition in comparison to the other parent Fe-superconductors.

[1] S. RoRler et al., Phys. Rev. B 84, 174506 (2011)
[2] C. Koz et al., Phys. Rev. B 86, 094505 (2012)

15 min. break

TT 36.7 Wed 11:15 H18
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Structural phase transitions in the vicinity of putative tri-
critical point in Fe;;,Te — CevRIYE Koz, eSAHANA ROSSLER,
ALEXANDER A. TSIRLIN, STEFFEN WIRTH, and ULRICH SCHWARZ —
Max Planck Institute for Chemical Physics of Solids, Nothnizer Strafse
40, 01187, Dresden, Germany

Fejy,Te, the parent compound to the chalcogenide superconductors
displays a complex phase diagram with several structural and mag-
netic phase transitions within the homogeneity range 0.06 < y < 0.15.
The control parameters such as external pressure and excess Fe con-
tent (y) have similar influence on the phase transitions [1, 2]. Upon
increasing y, the first-order transition temperature systematically de-
creases from 70 K to 58 K. For y > 0.12, two transitions occur: first
a continuous magnetic transition followed by a first-order structural
transition at a lower temperature. This behavior suggests the pres-
ence of a tricritical point close to this composition. We present low-
temperature synchrotron powder x-ray diffraction studies on Fej,Te
in the vicinity of this putative tricritical point. From a careful analysis
of the powder diffraction patterns and the temperature dependence of
the peak-width, we conclude that for y > 0.12 the phase transitions
are sluggish due to a strong competition between different phases. We
present a revised temperature-composition phase diagram for Fej,Te
based on the temperature dependence of the crystal structure, specific
heat, and magnetization measurements.

[1] RoBler et al. Phys. Rev. B, 84, 174506 (2011)
[2] Koz et al. Phys. Rev. B, 86, 094505 (2012)

TT 36.8 Wed 11:30 HI18
Moéssbauer and muon spin rotation investigations of mag-
netic and structural phase transitions in Fe;,,Te — ePHiLIPP
MaTerNe!, TiL Gorrz!, Sirko BuBteL!, RaJiB SARKAR!, MATH-

1as DoEerr!, CEVRIYE Koz?, SAHANA ROssLER?, STEFFEN WIRTHZ,

ULricH ScHwaRrz2, ULricH K. ROssLErR®, HUBERTUS LUETKENS?,
and Hans-HenniNG Krauss! — Mnstitut fiir Festkorperphysik, TU
Dresden, 01062 Dresden, Germany — 2MPI for Chemical Physics of
Solids, Néthnizer Strake 40, 01187, Dresden, Germany — 3IFW Dres-

den, 01171 Dresden, Germany — 4PSI, 5232 Villigen, Switzerland

Fe;y,Te, the antiferromagnetic parent compound of the Fe-
chalcogenide superconductors displays separated magnetic (Tx) and
structural (Ts) transitions with Ty > Ts for y > 0.12 [1]. Such behav-
ior is uncommon for the parent systems of pnictide superconductors.
We performed Mdssbauer spectroscopy and muon-spin relaxation ex-
periments on two representative levels of iron excess: i) Fej o Te with
Tn = Ts = 69 K and ii) Fe.13Te with well separated transitions at
Tn = 57 K followed by Ts = 46 K. Both Mossbauer and muon-spin re-
laxation results clearly display a precursor magnetic state which is only
present in Fej 13Te. Further, in Fe; 13Te a complex magnetic phase
has been observed in the temperature range 40 K < T < 75 K. We
discuss our experimental results in the context of recently published
thermodynamic and neutron scattering data on Fey,Te[1], [2].

[1] S. RoRler et al., Phys. Rev. B 84 (2011) 174506
[2] E. E. Rodriguez et al., Phys. Rev. B. 84 (2011) 064403

TT 36.9 Wed 11:45 HI18
Iron Chalcogenides: Correlated Materials far from Mott
— eMarkus AilcHHORN!, GianLuca GIOVANNETTI?, MAssiMo
Capone?2, and CHrisTorH HEIL! — lInstitut fiir theoretische Physik

- Computational Physics, TU Graz, Austria — 2SISSA, Trieste, Italy

Combining density-functional theory and dynamical mean-field theory
we investigate the ground-state of iron-chalcogenide materials, focus-
ing on the materials KFezSez and KoFesSes. We show that, although
having large substantial mass enhancements and scattering rates, these
materials are not close to a Mott Metal-To-Insulator transition. How-
ever, increasing interaction parameters in a physically reasonable range
does lead to enhanced orbital differentiation. From RPA susceptibility
calculations we get further evidence that also superconducting pair-
ing is mediated by local spin-fluctuations, and not by Fermi-nesting
mechanisms.

TT 36.10 Wed 12:00 HI18
Resolving the quasiparticle scattering paradox in supercon-
ducting LiFeAs — oCHRIsTIAN HEgss!, STEFFEN Sykoral, Tor-
BEN HANKE!, RoNNy ScHLEGEL!, DANNY Baumann!, VoLopymyR
ZABOLOTNYY!, LuMINITA HARNAGEAL, SABINE WURMEHL!, JEROEN
vAN DEN Brink!:2, and BErnDp BtcuNERD2 — 1IFW Dresden, D-
01171 Dresden, Germany — 2Department of Physics, TU Dresden,
D-01069 Dresden, Germany

Several angle resolved photoemission spectroscopy (ARPES) stud-

ies reveal a poorly nested Fermi surface of LiFeAs, far away from
a spin density wave instability, and clear-cut superconducting gap
anisotropies. On the other hand a very different, more nested Fermi
surface and dissimilar gap anisotropies have been obtained from quasi-
particle interference (QPI) data, which were interpreted as arising from
intraband scattering within hole-like bands. Here we show that this
ARPES-QPI paradox is completely resolved by interband scattering
between the hole-like bands. The resolution follows from an excellent
agreement between experimental quasiparticle scattering data and T-
matrix QPI calculations (based on experimental band structure data),
which allows disentangling interband and intraband scattering pro-
cesses.

TT 36.11 Wed 12:15 HI18
The electronic phase diagram for Na;_sFeAs with par-
tial substitution of Co, Rh, Ni, Ru, Pd, Cr and Mn —
eRoBERT BEck!, MaRriaA RosLova?, IcorR MoRozovZ, SAICHARAN

AswarTHAM!, CHRIsTIAN G. F. BLum!, Manmoup ABpEL-HAFIEZ!,

Dirk BowmBor!, Frank STeckeL!, JUrcEN Eckerr!, Anja U.
B. WorLTer-GIrRAUD!, CHurisTIAN HEess!, SaBINE WurMEHL!, and
BERND BticHNER! — !Leibniz Institute for Solid State and Materials
Research, D-01171 Dresden, Germany — 2Moscow State University,

Moscow, 119991 Russia

Single-crystals of Naj_gFeAs with partial substitution of Fe by Co,
Rh, Ni, Ru, Pd, Cr and Mn were grown by a self-flux technique. A
systematic investigation of the structure by powder X-ray diffraction,
temperature dependence of magnetic susceptibility, electronic trans-
port and specific heat were carried out. We map out the corresponding
electronic phase diagram for the Co substituted Na;_sFeAs, compared
with Literature [1, 2] and map out the corresponding electronic phase
diagram for the Rh substituted Naj;_sFeAs.

[1] Parker, D. R. et al., Chem. Commun. 16, 2189 (2009)
[2] Wang, A.F. et al., Phys. Rev. B 85, 224521 (2012)

TT 36.12 Wed 12:30 HI18
Superconducting thin films of As-free pnictide LaPd;_,Sby
grown by reactive molecular beam epitaxy — eREINER RET-
ZLAFF, ALEXANDER Buckow, Jose KuriaN, and LAMBERT ALFF —
Institute of Materials Science, Technische Universitdt Darmstadt, Pe-
tersenstr. 23, 64287 Darmstadt, Germany

‘We use reactive molecular beam epitaxy as synthesis technique for the
search of arsenic free pnictide superconductors. Epitaxial thin films
of LaPd;_;Sbs were grown on (100) MgO substrates from elemen-
tal sources by simultaneous evaporation of high purity La, Pd and Sb
metals by e-gun. LaPdj_;Sba belongs to a nowvel class of pnictide
superconductors with a peculiar pnictide square net layer [1]. Pre-
viously, we have reported epitaxial growth of isostructural Bi based
compounds [2]. The substitution of Bi by Sb leads to thin films with
metallic behavior and room temperature resistivity of about 85 pcm.
The highest observed transition temperature T, inLaPdj_;Sbg is 3.1
K and does not depend on z. We discuss strategies to increase T in
this pnictide subfamily.

[1] H. Mizoguchi et al., Phys. Rev. Lett. 106, 057002 (2011)
[2] A. Buckow et al., Appl. Phys. Lett. 101, 162602 (2012).

TT 36.13 Wed 12:45 HI18
Local Mn character and P-derived ligand-hole states in LaM-
nPO — eNiLs HoLLmaNN!, ANNA EriMENKO!, ZHiwEl Hul, Mau-
RITS HAVERKORT?, Jack SiMmonson®, Honag-J1 Lin%, CHIEN-TE
CreN?, Zarpine YIN®, MEIGaN ARoNsoN?, and Liv Hao Tiencg! —
IMax Planck Institute for Chemical Physics of Solids, Dresden, Ger-
many — 2Department of Physics and Astronomy, University of British
Columbia, Vancouver, Canada — 3Department of Physics and Astron-
omy, Stony Brook University, Stony Brook, USA — %National Syn-
chrotron Radiation Research Center, Hsinchu, Taiwan — ®Department
of Physics and Astronomy, Rutgers, USA

We have investigated the electronic structure of LaMnPO by means of
x-ray absorption and photoelectron spectroscopy, as well as LDA+U
bandstructure calculations. From the spectroscopy, we found that the
Mn ions have local moments and we also observed the strong presence
of P-derived ligand hole states. Using LDA+U, we investigate how
pressure can first make the system metallic while retaining local mo-
ments before entering a metallic state with weak delocalized moments.
We also investigate theoretically how electron doping can quench the
magnetism as to perhaps facilitate superconductivity like it is present
in the Fe compounds.
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TT 37: Quantum Coherence, Quantum Information Systems 1

Time: Wednesday 9:30-13:15

TT 37.1 Wed 9:30 H19
Emission spectrum of the driven nonlinear oscillator
— oSTEPHAN ANDRE!2, LiNnczHEN Guol3, VirTrorio Prano?,
MicHAEL MARTHALERY2, and GERD ScHON'2 — lnstitut fiir The-
oretische Festkorperphysik, Karlsruhe Institute of Technology, 76128
Karlsruhe, Germany — 2DFG Center for Functional Nanostructures
(CFN), Karlsruhe Institute of Technology, 76128 Karlsruhe, Germany
— 3Department of Physics, Beijing Normal University, Beijing 100875,
China — *Department of Physics and Astronomy, Michigan State Uni-
versity, East Lansing, Michigan 48824, USA

Motivated by recent “circuit QED” experiments [1,2] we investigate the
noise properties of coherently driven nonlinear resonators. By using
Josephson junctions in superconducting circuits, strong nonlinearities
can be engineered, which lead to the appearance of pronounced effects
already for a low number of photons in the resonator.

Based on a master equation approach we determine the emission
spectrum and observe for typical circuit QED parameters, in addition
to the primary Raman-type peaks, second-order peaks [3]. These peaks
describe higher harmonics in the slow noise-induced fluctuations of the
oscillation amplitude of the resonator and provide a clear signature of
the nonlinear nature of the system.

[1] L. Siddiqi et al., Phys. Rev. B 73, 054510 (2006)
[2] F.R. Ong et al., Phys. Rev. Lett. 106, 167002 (2011)
[3] S. André et al., Phys. Rev. A 85, 053825 (2012)

TT 37.2 Wed 9:45 H19
Effective spinful Kitaev model and Majorana fermion me-
diated magnetoelectric phenomena — ePanacioris KoTETEs!,
ALEXANDER SHNIRMANZ, and GERD ScHON! — lInstitut fiir The-
oretische Festkorperphysik, Karlsruhe Institute of Technology, 76128
Karlsruhe — 2Institut fiir Theorie der Kondensierten Materie, Karl-
sruhe Institute of Technology, 76128 Germany

Current trends in the field of quantum information relate to topological
quantum computing based on Majorana fermions. In fact, recent ex-
periments involving a Rashba spin-orbit coupled semiconducting wire
in proximity to a conventional superconductor which is under the si-
multaneous influence of a Zeeman field, have provided striking results
that could be associated with the presence of Majorana fermions. In
the infinite magnetic field limit, the above system is equivalent to a
spinless p-wave superconductor and can be effectively described by Ki-
taev’s celebrated lattice model. This model owes the distinctive prop-
erty of yielding Majorana fermions which are localized at the edges.
So far, a vast number of previous studies were based on this mapping
to Kitaev’s model, neglecting in this manner the possibility of actively
manipulating the spin degree of freedom. To remedy this problem,
we construct an effective spinful Kitaev model that can be used for
finite magnetic fields. This model opens new perspectives for spin-
based quantum computing applications and provides a more general
description of Majorana-fermion-mediated magnetoelectric Josephson
effects, beyond 1D geometries [1].

[1] P. Kotetes, A. Shnirman and G. Schén, arXiv:1207.2691.

TT 37.3 Wed 10:00 H19
Output photon statistics in driven dissipative arrays of trans-
mission line resonators — e ROBERT JirRscHIK and MICHAEL HART-
MANN — TU Munich, Munich, Germany

Arrays of circuit cavities offer fascinating perspectives for exploring
quantum many body systems in a driven dissipative regime where pho-
ton losses are continuously compensated by coherent laser drives. Here
we specifically consider a scenario with input lasers of high intensity
and thus high intra-resonator excitation numbers. Two different sys-
tems which depend on experimentally well controlable properties are
considered:

One is a chain of nonlinear transmission line resonators driven by
a single input laser, while the other one contains three transmission
line resonator sites with a single non-linearity in the middle and lasers
with an adjustable phase difference driving the two outer resonator
sites. For both set-ups we provide results for the mean photon number
and time-resolved second order correlation function of each individual
site depending on their different experimental parameters.

TT 374 Wed 10:15 H19

Location: H19

A Quantum Single Photon Transistor in Circuit Quan-
tum Electrodynamics — Lukas NEUMEIER, eMARTIN LEIB, and
MicHAEL HARTMANN — TU Miinchen, 85748 Garching, Germany

We propose a superconducting transmission line setup that acts as
a single photon transistor for itinerant microwave signals. Photons
are ideal carriers of quantum information as they rarely interact while
traveling long distances which opens great possibilities for scaling up
from one elementary two photon gate to many. However the advantage
of great robustness with respect to environmental perturbations poses
a great challenge to generate photon-photon interactions where they
are needed. The enhanced light-matter interactions due to the quasi-
onedimensional geometry of superconducting transmission lines and
the macroscopic dipole moments of superconducting artificial atoms
may provide a route out of this dilemma. In our setup a ”control”’-
photon inverts a superconducting qubit which in turn shifts the energy
of another superconducting qubit that is coupled to the transmission
line of a "target”-photon. The ”target”’-photon is reflected if the ener-
gies of "target”-photon and superconducting qubit are degenerate and
transmitted if they are sufficiently detuned. We show that this setup
can be realized with flux qubits as well as with transmon qubits.

TT 37.5 Wed 10:30 H19
Josephson Junction Intersected Transmission Line Res-
onators — eMARTIN LeEB and MicHAEL J. HarrmMaNN — TU
Miinchen, 85748 Garching, Germany

Circuit quantum electrodynamics has gone a long way since the first
successful demonstration of the strong coupling regime in 2004 by An-
dreas Wallraff and coworkers. Coherence times grew dramatically, sin-
gle qubit gates are routine by now and entangling operations have
been shown. The logical next step is to scale up the architectures
from a few to many building blocks. The simulation of interacting
many-body Hamiltonians is a promising direction of research to pur-
sue with these setups. Every nonlinearity in classical field theory can
be interpreted after quantizing the theory as an interaction between
the elementary bosonic excitations of the systems which in the case of
circuit QED are microwave photons. Therefore we propose as a basic
building block for a interacting many body Hamiltonian simulator a
transmission line resonator that is intersected by Josephson junctions.
We calculate the eigenfrequencies of the transmission line resonator
with a transfer matrix technique and quantize the classical theory.

TT 37.6 Wed 10:45 H19
High-Fidelity Single-Qubit Gates for Two-Electron Spin
Qubits — ePascaL CERFONTAINE, FAaBIAN Brings, Tim BoTzEMm,
Davip D1ViNcENzo, and HENDRIK BLuHM — 2nd Institute of Physics
C, RWTH Aachen University, 52074 Aachen, Germany

Two-electron spin qubits in double quantum dots are promising can-
didates for quantum computation. Arbitrary single-qubit gates by
electrical manipulation of the exchange interaction between two ad-
jacent electrons while maintaining a magnetic field gradient have been
demonstrated. However, simple gate constructions incur systematic
gate errors in the presence of realistic experimental constraints.

We show the existence of a set of single-qubit gates obtained from
simulations based on a model that reflects the experimentally impor-
tant imperfections. Without decoherence, they exactly implement the
desired gates.

Dephasing effects are minimized by avoiding operating points with
large sensitivity to charge noise. Furthermore, we show that the gates
can be fine-tuned on the experiment using an iterative optimization
protocol based on the bootstrap method demonstrated in [1]. Our re-
sults should enable the complete elimination of systematic errors from
an experimental realization of the gates.

[1] V. V. Dobrovitski et al., Phys. Rev. Lett. 105, 077601 (2010).

TT 377 Wed 11:00 H19
Cooper-pair tunneling with a resonant environment — VERA
GraMicH, eBJOorN KuBaLa, SELINA ROHRER, JURGEN STOCK-
BURGER, and JoAcHIM ANKERHOLD — Institut fiir Theoretische
Physik, Universitdt Ulm, Albert-Einstein-Allee 11, 89069 Ulm, Ger-

many

Cooper-pair tunneling through a Josephson junction can be drasti-
cally influenced by the electromagnetic environment. Recent experi-
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ments [1,2] managed to combine dc-biased josephson junctions and an
on-chip microwave cavity, to design an environment, where resonant
coupling is achieved. In such setups, not only is the Josephson current
strongly influenced by the environment, but, furthermore, the emis-
sion of energy to environmental modes can be directly monitored. The
complicated cavity-junction coupling gives rise to complex physical be-
havior already in a classical regime, as well as in the quantum regime,
which this talk will focus on.

[1] M. Hofheinz, F. Portier, Q. Baudouin, P. Joyez, D. Vion, P. Bertet,
P. Roche, and D. Esteve, Phys. Rev. Lett. 106, 217005 (2011)
[2] M. Blencowe, A. Armour, and A. Rimberg, arXiv:1106.5945.

15 min. break

TT 37.8 Wed 11:30 H19
Dissipatively driven Entanglement of two Nuclear Spin En-
sembles in a Double Quantum Dot — eMARTIN J. A. SCHUETZ,
Eric M. KESSLER, JuaN Ianacio Cirac, and GEzAa GIEDKE — Max-
Planck-Institut fiir Quantenoptik, Hans-Kopfermann-Str. 1, D-85748
Garching, Germany

Typically, quantum information schemes have been discussed in the
context of isolated many-body systems subject to unitary dynamics.
Here, dissipation has been identified as a mechanism that corrupts the
useful quantum properties of the system under study. Recently, how-
ever, with the advent of novel ideas such as dissipative engineering,
a paradigm shift could be observed in quantum physics. More and
more approaches actively utilize dissipation as a driving force behind
the emergence of coherent quantum phenomena. In this spirit, we
propose a transport scheme for an electrically defined double quan-
tum dot in which the two nuclear ensembles in the host environ-
ment are actively pumped into an entangled target state. Based on a
self-consistent Holstein-Primakoff approximation, we derive an effec-
tive quantum master equation for the nuclear spins which features an
unique entangled steady state; accordingly, long lasting entanglement
is created deterministically. Prospects for the experimental realization
of this proposal are briefly discussed.

TT 37.9 Wed 11:45 HI19
Decoherence of a central spin coupled to a fluctuating spin
bath — e ALEXANDRE FARIBAULT and DIRK SCHURICHT — Institut fiir
Theorie der Statistischen Physik, RWTH Aachen University and JARA
- Fundamentals of Future Information Technology, 52056 Aachen, Ger-
many

When using the spin of a single electron trapped in a quantum dot as an
implementation of a qubit, its hyperfine coupling to the environmental
nuclear spins ultimately leads to the decoherence of any prepared state.
Using the Algebraic Bethe Ansatz in conjunction with a Monte Carlo
sampling procedure, we study how the electron’s spin coherence fac-
tor evolves with time due to the presence of an unprepared randomly
fluctuating nuclear spin bath.

TT 37.10 Wed 12:00 H19
All optical control of the spin state in the NV ~-center in di-
amond — eFLoORIAN HILSER — Department of Physics, University of
Konstanz, D-78457 Konstanz, Germany

We describe an all-optical scheme for spin manipulation in the ground-
state triplet of the negatively charged nitrogen-vacancy (NV) center in
diamond. Virtual optical excitation from the 3As ground state into
the 3 E excited state allows for spin rotations by virtue of the spin-spin
interaction in the two-fold orbitally degenerate excited state. We de-
rive an effective Hamiltonian for optically induced spin-flip transitions
within the ground state spin triplet due to off-resonant optical pump-
ing. Furthermore, we investigate the spin qubit formed by the Zeeman
sub-levels with spin projection mg = 0 and mg = —1 along the NV
axis around the ground state level anticrossing with regard to full op-
tical control of the electron spin. Next we focus on cavity mediated
coupling of different NV centers by extending this scheme to derive
an effective spin-spin-interaction between separate NV center ground
states due to exchange of a (virtual) cavity photon [1].

[1] Phys. Rev. B 86 125204

TT 37.11 Wed 12:15 HI19
Nonequilibrium Landau-Zener-Stiickelberg spectroscopy in a
double quantum dot — ePETER NaLBACH!, JOHANNES KNORZER!,
and STEFAN Lupwic? — 11. Institut fiir Theoretische Physik, Univer-

sitit Hamburg, Jungiusstrae 9, 20355 Hamburg, Germany — 2Center

for NanoScience and Fakultit fiir Physik, Ludwig-Maximilians-
Universitdt Miinchen, Geschwister-Scholl-Platz 1, D-80539 Miinchen,
Germany

We study theoretically nonequilibrium Landau-Zener-Stiickelberg
(LZS) dynamics in a driven double quantum dot (DQD) including de-
phasing and, importantly, energy relaxation due to environmental fluc-
tuations. We derive effective nonequilibrium Bloch equations. These
allow us to identify clear signatures for LZS oscilations observed but
not recognized as such in experiments [1] and to identify the full en-
vironmental fluctuation spectra acting on a DQD given experimental
data as in [1]. Herein we find that super-Ohmic fluctuations, typically
due to phonons, are the main relaxation channel for a detuned DQD
whereas Ohmic fluctuations dominate at zero detuning.

[1] Petersson et al., Phys. Rev. Lett. 105, 246804 (2010)

TT 37.12 Wed 12:30 H19
Dynamic Generation of Thermally Stable Surface Code —
eDANIEL BECKER!, TETSUFuMI TanamoTo?, ADRrRIAN HuTTER!,
FaBio Peproccur!, and DaNIEL Loss! — !Department of Physics,
University of Basel, Klingelbergstrasse 82, CH-4056 Basel, Switzer-
land — 2Corporate R & D center, Toshiba Corporation, Saiwai-ku,

Kawasaki 212-8582, Japan

Quantum memories that are based on surface codes with local qubit in-
teractions such as Kitaev’s toric code are vulnerable to thermal fluctu-
ations. By inducing strongly non-local interactions between the qubits
via a coupling to, e.g, cavity modes [1| or the spins of a ferromagnet
[2], the lifetime of encoded states in the presence of a thermal envi-
ronment increases exponentially with the code’s size. We propose a
scheme to dynamically realize such a stable quantum memory based
on the toric code for qubit systems with typical two-body interactions
(Ising, XY, Heisenberg), using periodic, NMR-like pulse sequences. It
allows both to prepare codewords without measurements and to pro-
tect them dynamically against the time evolution of the physical qubit
system. Thermal stability is achieved by weakly coupling the qubits
to an additional cavity mode. We investigate how the fidelity, with
which the toric code is realized, depends on the period length T of the
pulse sequence and the magnitude of possible pulse errors. This allows
to optimize tunable system parameters, such as 7', in the presence of
pulse errors and decoherence.

[1] F. Pedrocchi et al., Phys. Rev. B 83, 115415 (2011)
[2] F. Pedrocchi et al., arXiv:1209.5289

TT 37.13 Wed 12:45 HI19
Measuring ultrasmall time delays of light by joint weak mea-
surements — eGREGORY STRUBI and CHRISTOPH BRUDER — Uni-
versity of Basel, Basel, Switzerland

We propose to use weak measurements away from the weak-value am-
plification regime to carry out precision measurements of time delays
of light. Our scheme is robust to several sources of noise that are
shown to only limit the relative precision of the measurement, and not
set a limit on the smallest measurable phase shift contrary to standard
interferometry and weak-value based measurement techniques. Our
idea is not restricted to phase-shift measurements and could be used
to measure many small effects using a similar protocol.

TT 37.14 Wed 13:00 H19
Singlet-triplet qubits embodied by multi-electron quantum
dots — eSEBAsTIAN MEHL!2 and Davip P. D1VinceNzo!:2 — 1Peter
Griinberg Institut (PGI 2), Forschungszentrum Jiilich, D-52428 Jiilich
— 2Institute for Quantum Information, RWTH Aachen, D-52056
Aachen

Singlet-triplet qubits (STQs) have attracted attention as one possible
realization scheme of a logical qubit in a spin based quantum computer
[1]. Commonly, the singlet and spinless triplet level of two single occu-
pied quantum dots are defining the qubit states in these system. We de-
scribe an alternative approach to implement STQs using multi-electron
quantum dots [2]. Instead of employing singly occupied quantum dots,
we fill both quantum dots with three electrons. The qubit states have
identical charge configurations for specific external parameters, which
protects a STQ from dephasing phenomena affecting only the charge
sector. Such qubits are perfectly immune gate voltages fluctuations
produced by charge noise [3]. We specify the protection criteria and
relate them to available materials and fabrication techniques. Further-
more, we describe full single qubit control of the three electron STQ),
while pulsing via electric bias between two regimes immune to charge
noise. We discuss limitations and experimental difficulties in realizing
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our proposed manipulation scheme.

[1] J.R. Petta et al., Science 309, 2180 (2005), A.C. Johnson et al.,
Nature 435, 925 (2005)

TT 38: Correlated Electrons:
Time: Wednesday 9:30-13:15

TT 38.1 Wed 9:30 H20
Verwey Transition in epitaxial Fe3O, thin films studied by
Raman spectroscopy — eMEHRDAD BAGHAIE Yazprl, Kwanc-
Yong Cror?, DiIRk WULFERDING?, PETER LEMMENs®, and LAMBERT
AvLrr! — 1TU Darmstadt, Materialwissenschaft — 2Chung-Ang Uni-
versity, Department of Physics, Seoul, Korea — 3TU Braunschweig,
Institut fiir Festkoperphysik
Magnetite has served as the model material for metal insulator tran-
sitions for more than seven decades. However, the origin and nature
of the Verwey transition remains debated to this day. Recent disputes
over the interpretation of measurement data [1,2] have reignited the
question over the fundamental driving force behind the Verwey tran-
sition. Currently two major models try to explain the origin of this
phenomenon, namely one that postulates that the transition is struc-
turally driven [3] while the other sees the ordering of the to4 orbitals of
the Fe?t ions at the octahedral sites as the main cause for both charge
localization and structural transformation. Using epitaxial thin films
of magnetite grown on AloOs and MgO which exhibit different Ver-
wey transition temperatures, 128 K and 119 K respectively, we have
investigated the evolution of ordering peaks in Raman spectroscopy.
These peaks have been correlated to the global magnetic and electric
properties of the films measured by SQUID and four-point electrical
transport measurements.

[1] A. Tanaka et al., Phys. Rev. Lett. 108, 227203 (2012).
[2] S. B. Wilkins et al., Phys. Rev. B 79, 201102(R) (2009).
[3] G. Kh. Rozenberg et al., Phys. Rev. Lett. 96 045705 (2006).

TT 38.2 Wed 9:45 H20
Strongly Correlated Material under Voltage: The Electri-
cal Breakdown in V203 at the Insulator to Metal Transition
— eSTEFAN GUENON!, SEBASTIAN SCHARINGER?, SIMING WANG!,
JuaN GABRIEL RaMmirez!, DIETER KOELLE2, REINHOLD KLEINERZ,
and Ivan K. ScuurLLeEr! — !Department of Physics and Center
for Advanced Nanoscience, University of California San Diego —
2Physikalisches Institut and Center for Collective Quantum Phenom-
ena and their Applications in LISA+, Universitat Tibingen

We have investigated the electrical properties of a V2O3 thin film mi-
cro bridge. Discontinuous jumps to lower voltages in the current volt-
age characteristic (IV) followed by an approximately constant voltage
progression for high currents indicate an electrical breakdown of the
device. In addition, the IV curves show hysteresis and a training ef-
fect, i.e. the subsequent IV loops are different from the first IV loop
after thermal cycling. Low temperature scanning electron microscopy
(LTSEM) reveals that the electrical breakdown over the whole device
is caused by the formation of electro-thermal domains (ETDs), i.e.
the current and temperature redistribution. On the contrary, at the
nanoscale, the electrical breakdown causes the insulator to metal tran-
sition of individual domains. In a numerical model we considered these
domains as a network of resistors and we were able to reproduce the
electro-thermal breakdown as well as the hysteresis and the training
effect in the IVs.

This work was supported by AFOSR grant number FA9550-12-1-
0381.

TT 38.3 Wed 10:00 H20
Nanodomain formation and electronic transport near the 1st-
order Mott-Hubbard transition — QiNnvyoncg Liu and eJOHANN
Krona — Physikalisches Institut, Universitdt Bonn

In the vicinity of the Ist-order metal-insulator transition (MIT) in
Mott-Hubbard systems metallic and insulating phases coexist. Since
the MIT occurs not only at temperature T' = 0, but persists to finite
T, in the coexistence region the thermodynamically stable state con-
sists of thermal excitations of insulating nanodomains within the metal
and vice versa. The existence of such nanodomains has been demon-
strated experimentally in VO3. We calculate the size distribution of
nanodomains as a function of 7" and Hubbard repulsion U. To that

[2] L.P. Kouwenhoven et al., Rep. Prog. Phys. 64, 701 (2001)
[3] X. Hu and S. Das Sarma, PRL 96, 100501 (2006)

Metal-Insulator Transition 1
Location: H20

end, the electronic spectra and the free energy per site are determined
in metallic and in insulating regions as well as across a metal-insulator
domain wall, using the generalization of dynamical mean field theory
(DMFT) for inhomogeneous systems, with the non-crossing approx-
imation (NCA) as impurity solver. The domain-size distribution is
then obtained from the resulting free energy difference, including vol-
ume and domain wall energies. It exhibits non-trivial, non-monotonic
behavior. The 1st-order MIT of Mott-Hubbard systems may, hence,
be viewed as a percolation problem with self-generated domain disor-
der. We calculate the electric resistivity p(7") by mapping this problem
of random nanodomains onto a random resistor network. Within the
phase coexistence region, p(T) exhibits anomalous linear 7' depenence.

TT 38.4 Wed 10:15 H20
Phase transitions induced by the cooperative Jahn-Teller ef-
fect: A multi-scale study of KCuF3 — eJoAQUIN MIRANDA
Menal, Erik Kocu!, and Eva PavariNni? — lGerman Research
School for Simulation Sciences, Forschungszentrum Jiilich and RWTH
Aachen University — 2Institute for Advanced Simulation and JARA,
Forschungszentrum Jiilich

1

We study the transition temperature for the structural and the orbital
ordering in KCuF3z. We first obtain temperature dependent dynamical
matrices (TDM) of the crystalline phase by computing the energy dis-
placements of fluorines with density functional theory (DFT) within
the LSDA+U framework. Because of the Coulomb interactions, the
TDM tend to be quite long ranged. To minimize the required amount
of DFT calculations, we subtract the long rang Coulomb (LRC) inter-
action to obtain short ranged TDM that can be transformed to the
disorder systems. The transition temperature is found through Monte
Carlo simulations. Here the fluorine positions are sampled using the
short-ranged TDM adding back the LRC by an Ewald summation; as
a result disorder states can be computed fast and efficiently regardless
of the size of system.

TT 38.5 Wed 10:30 H20
Electronic structure of Nbg 7500.75 — e ANNA ErimMENKO!2, NILs
HorLmaNN!, KaTHARINA HOFER!, JOoNAS WEINEN!, ALEXANDER C.
KoMaRrek!, Zuiwer Hul, A.Acune Nuagrono?3, Hui-Huanc Hsien?,
Honc-J1 Lin%, Cuien-TE CHEN?, AURORA Diana Ratal, and Liu
Hao Tienc! — 'Max Planck Institute for Chemical Physics of Solids,
Nothnitzer Strake 40, 01187 Dresden, Germany — 2II.Physikalisches
Institut, Universitdt zu Koln, Ziilpicher Strafe 77, 50937 Koln, Ger-
many — SInstitut Teknologi Bandung, JI. Ganesa 10 Bandung,
40132, Indonesia — %National Synchrotron Radiation Research Center
(NSRRC), 101 Hsin-Ann Road, 30077 Hsinchu, Taiwan

We report on our angle-resolved photoemission (ARPES) study of
Nbo.7500.75 single crystals. NbO crystallizes in a rocksalt structure
with 25% of ordered vacancies on both Nb - and O - sublattices. We
compare our experimental data with the electronic structure calculated
by density functional theory. Experimentally obtained bands are as-
signed to bulk and plausible surface electronic states. The effect of the
so called "ordered vacancies" formation on the electronic structure in
this compound is discussed. Our results demonstrate the shortcomings
of the ionic model for Nbg 7500.75 and the importance of metal-metal
bonds for the structural stability. We provide insight into the bond-
ing of Nb and O by constructing the topology of the orbitals from
projected Wannier functions.

TT 38.6 Wed 10:45 H20
Importance of exchange anisotropy and superexchange for
the spin-state transitions in RCoOsz (R = rare earth)
cobaltates eGUOREN ZuANG!, EvceEny GoreLov!, ERIK
Kocu?3, and Eva Pavarini!»3 — lInstitute for Advanced Simula-
tion, Forschungszentrum Jiilich, D-52425 Jiilich, Germany — 2German
Research School for Simulation Sciences, 52425 Jiilich, Germany —
3JARA High-Performance Computing
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In this work [1], we identify all relevant parameters which shift the
energy balance between spin states in rare-earth cobaltates, and de-
termine their trends. We find that the eg-t24 crystal-field splitting
increases by ~ 250 meV when increasing pressure to 8 GPa, by about
150 meV when cooling from 1000 K to 5 K and by less than 100 meV
when La is substituted with another rare earth. Hund’s rule coupling
is about the same in systems with very different spin-state transition
temperature. In addition, the Coulomb-exchange anisotropy and the
super-exchange energy-gain play a crucial role. In the LnCoO3 se-
ries (Ln=Y or R), super-exchange progressively stabilizes a low-spin
ground state as the Ln3t ionic radius decreases. We use a simple model
to describe spin-state transitions and show that, at low temperature,
the formation of isolated high-spin/low-spin pairs is favored, while in
the high-temperature phase, the most likely homogeneous state is high-
spin, rather than intermediate spin. An orbital-selective Mott state
could be a fingerprint of such a state.

[1] G. Zhang, E. Gorelov, E. Koch and E. Pavarini, Phy. Rev. B 86
184413 (2012)

TT 38.7 Wed 11:00 H20
Dielectric breakdown of Mott insulators — doublon produc-
tion and doublon heating — eMARTIN EcksTEIN! and PHILIPP
WERNER? — Max Planck Research Department for Structural Dy-
namics, University of Hamburg, CFEL — 2University of Fribourg,
Switzerland

Using nonequilibrium dynamical mean-field theory, we study the re-
sponse of a Mott insulator to strong dc electric fields. Previously, the
resulting dielectric breakdown of the insulating state has been studied
for isolated bulk systems [1]. Remarkably, in this case a quasi-steady
current is observed, although the energy of the system is constantly in-
creasing. In this talk, we show that the current in this nonequilibrium
quasi-steady state is related to a field-induced doublon-hole creation
mechanism [2]. The induced carriers acquire an infinite-temperature
distribution, and hence they do not contribute to the current after
the initial pair-creation process. This observation allows to obtain a
consistent understanding for the effects of high temperature and dis-
sipation in those systems, which is essential for an understanding of
bias-induced metal-insulator transitions in correlated systems.

[1] M. Eckstein, T. Oka, and Ph. Werner, Phys. Rev. Lett. 105,
146404 (2010)
[2] M. Eckstein, and Ph. Werner, arXiv:1211.2698.

15 min. break

TT 38.8 Wed 11:30 H20
Dimensional-crossover-driven Mott transition in the frus-
trated Hubbard model — eMarciN Raczkowskr and FAKHER F'.
Assaap — Institut fiir Theoretische Physik und Astrophysik, Univer-
sitdt Wiirzburg, Am Hubland, D-97074 Wiirzburg

We study the Mott transition in a frustrated Hubbard model with
next-nearest neighbor hopping at half-filling [1]. The interplay be-
tween interaction, dimensionality and geometric frustration closes the
one-dimensional Mott gap and gives rise to a metallic phase with Fermi
surface pockets. We argue that they emerge as a consequence of rem-
nant one-dimensional Umklapp scattering at the momenta with van-
ishing interchain hopping matrix elements. Such a mechanism can
also account for the pockets observed in the spinless model. In this
pseudogap phase, enhanced d-wave pairing correlations are driven by
antiferromagnetic fluctuations. Within the adopted cluster dynamical
mean-field theory on the 8 X 2 cluster and down to our lowest temper-
atures the transition from one to two dimensions is continuous.

[1] M. Raczkowski and F. F. Assaad, Phys. Rev. Lett. 109, 126404
(2012)

TT 38.9 Wed 11:45 H20
Effective singlet dynamics in Mott phases of two-dimensional
Hubbard models — eDowminik IXErRT and KA1 PHILLIP SCHMIDT —
Lehrstuhl fiir Theoretische Physik I, TU Dortmund, Germany

The Hubbard model is one of the paradigm models for the descrip-
tion of strongly correlated electron systems. In this work we focus on
the intermediate-coupling regime inside the Mott insulating phase of
single-band Hubbard models at zero temperature and at half filling.
Recently, several works found indications for exotic spin-liquid phases
close to the metal-insulator transition. While the situation on frus-
trated lattices like the triangular lattice concerning the existence of

such interesting intermediate phases seems to be rather settled, the
situation on unfrustrated lattices like the honeycomb lattice or the -
flux square lattice is currently under debate. In all these cases the
Mott phase displays a long-ranged ordered antiferromagnet at strong
couplings. Here our main focus is a class of two-dimensional systems
for which the translational symmetry of the underlying square lat-
tice is broken explicitly and the systems therefore realize a valence
bond crystal at strong coupling. Consequently, one expects that the
low-energy physics of the full Mott phase is contained in the singlet
sector. For such systems we derive effective low-energy spin models
using graph-based continuous unitary transformations (gCUTs). The
effective spin models are then analyzed in the singlet sector by embed-
ding the graphs within the dimer covering space on larger clusters to
describe the singlet dynamics of the hubbard model.

TT 38.10 Wed 12:00 H20

Dual Fermions + Disorder — ePaTrick Haase!, Hanna
TERLETSKAZ, SHUXIANG YaNnG2, TuHomas PruscHkE!, and MARK
JaRrRELL? — lGeorg-August Universitit Gottingen — 2Louisiana

State University

We introduce an extension of the Dual Fermion formalism that allows
to tread disordered interacting systems. To derive the formalism, the
Replica trick is used. We will show data that compares the method to
results obtained within the coherent potential approximation and the
dynamical cluster approximation.

TT 38.11 Wed 12:15 H20
Numerical solution of the t-J model with random coupling in
infinite dimensions — eJunya OTsuki’? and DIETER VOLLHARDT!
— ITheoretische Physik ITI, Zentrum fiir Elektronische Korrelationen
und Magnetismus, Universitit Augsburg — 2Department of Physics,
Tohoku University, Sendai, Japan

To explore the nature of the metallic state near the transition to a
Mott insulator, we solve the ¢-J model with random exchange inter-
action in d = oo dimensions. A numerically exact solution is obtained
by an extension of the continuous-time quantum Monte Carlo (CT-
QMC) method to a model with vector bosonic field coupled to the
local spin. It is shown that the paramagnetic solution near the Mott
insulator describes an incoherent metal with a residual moment, where
the single-particle excitations leads to an additional band separated
from the Mott-Hubbard band.

TT 38.12 Wed 12:30 H20
Optical Investigations of the Metal-Insulator Transition in
k-(BEDT-TTF)2Hg(SCN)2Br — eTowmistav Ivek!2, REBEccA
Bever', Rimma N. Lyubovskaya3, and MARTIN DresseL! — 1.
Physikalisches Institut, Universitét Stuttgart, Germany — 2Institut za
fiziku, Zagreb, Croatia — 3Institute of Problems of Chemical Physics,
Russian Academy of Sciences, Chernogolovka, Russian Federation

Due to its fundamental character as well as the promise of practical
applications, multiferroicity is at the forefront of investigations in solid
state physics. Out of many candidate materials there has been a recent
increase of interest in the k-(BEDT-TTF)oCuX family of quasi-2D or-
ganic conductors due to the pronounced dielectric response found in
the magnetically-ordered phase. Puzzlingly, in these compounds the
infrared vibrational spectroscopy and NMR do not find the charge
disproportionation which is a basic prerequisite for electric dipoles.

On the other hand, a related but still unexplored set of mercury-
based materials, xk-(BEDT-TTF)2Hg(SCN)2Cl,Br, shows evidence of
charge disproportionation at low temperatures. We present a detailed
investigation of the k-(BEDT-TTF)>Hg(SCN)2Br using infrared spec-
troscopy and dc transport. Below the metal-insulator transition at
80K a small transport gap of 20meV is found within the conduct-
ing molecular planes. Far- and mid-infrared spectra are taken be-
tween 300 K and 8 K along the three crystallographic axes. We discuss
the common optical features as well as more exotic ones compared to
the Cu-based k-materials, particularly temperature dependence of the
charge-sensitive vibrational mode v27(Blu), in light of recent theoret-
ical descriptions.

TT 38.13 Wed 12:45 H20
Electric-Field Induced Insulator-Metal Transition in o-
(BEDT-TTF)3I3 — eTosias KnosrLaucu!, TomisLav Ivek!2, Di-
ETER ScHWEITZER!, and MARTIN DREsseL! — !Physikalisches Insti-
tut, Universitdt Stuttgart, Germany — Z2Institut za fiziku, Zagreb,
Croatia
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Over many decades electric-field induced switching phenomena have
been observed in different types of materials, for example, transi-
tion metal oxides, inorganic semiconductors as well as organic con-
ductors. In the last mentioned material class, the 2D organic salt
a-(BEDT-TTF)2I3 is one of the model systems revealing a metal-
insulator phase transition at 136 K in a charge-ordered state. We
investigated the switching process in a-(BEDT-TTF)2I3 from the low
conducting (charge-ordered) into the high conducting state triggered
by a pulsed electric field in a temperature range from 120 to 133 K.
The observed nonlinear current-voltage characteristics show negative
differential resistance depending on temperature and on the applied
electric field. As the underlying physical mechanism is still under con-
sideration, we have performed time-dependent FTIR measurements to
track the switching. It gives us, in combination with the steady-state
infrared experiments, the possibility to gain more information about
the processes responsible for this effect. Here, we also present possible
physical models to explain the observed behavior.

TT 38.14 Wed 13:00 H20

Mott Metal-Insulator Transition on Compressible Lattices —
eMARIO ZACHARIAS!, MARKUS GARsT!, and LorRENZ BARTOSCH? —
Hnstitut fiir Theoretische Physik, Universitit zu Koln — 2Institut fiir
Theoretische Physik, Goethe-Universitat, Frankfurt a. M.

In the presence of a coupling to the crystal lattice, the critical prop-
erties of the finite temperature Mott end point are drastically altered.
‘While the incompressible Mott transition is analogous to the liquid-gas
transition, the compressible Mott transition is a solid-solid transition.
Similar as for critical ferroelectrics, the Ising criticality of the electronic
system is preempted by an isostructural instability. Long-range shear
forces suppress microscopic fluctuations and, thus, the end point is
governed by Landau criticality. A hallmark of this effect is the break-
down of Hooke’s law of elasticity, i.e. a non-linear strain-stress relation
characterized by a mean-field exponent. For the Mott end point of
k-(BEDT-TTF)2X, we predict critical elasticity to dominate in a tem-
perature range AT* ~ 2.5 K and over a pressure region of Ap ~ 50
bar around the end point.

TT 39: Focused Session: Frontiers of Electronic Structure Theory 4 (jointly with HL and O)

Time: Wednesday 10:30-13:30

Topical Talk TT 39.1 Wed 10:30 H36
Challenges in data-intensive computational materials design:
methodology and infrastructure. — eBoris KoziNsky — Robert
Bosch Research and Technology Center, Cambidge, MA, USA

First-principles high-throughput screening of novel materials requires
simultaneously inexpensive and accurate predictive computations of
key properties. The first and most difficult challenge is the selection
of the appropriate descriptors that are relevant to the material perfor-
mance, and formulating the computational strategy. We will present
examples of the computational design process in the fields of materials
screening in batteries, catalysis and ferroelectrics. In each case, the
critical issue is the selection of practical methods and validation using
available data and higher-level models.

The second challenge is the need to establish a materials* informatics
infrastructure able to automatically prepare and execute calculations
on large classes of materials, to monitor calculations, and to store,
retrieve and analyze complex data. We accomplish this by integrat-
ing storage databases with grid-enabled computational workflow into a
powerful flexible environment adaptable to diverse purposes. We will
discuss the requirements and possible use cases of such infrastructure
elements. Together with collaborators, we are developing and mak-
ing available this open-source software platform named AIDA (*Au-
tomated Infrastructure and Database for Atomistic design*) to make
computational design efforts faster, easier, and fully integrated with
automatic data collection and community sharing.

TT 39.2 Wed 11:00 H36
DFT+U(w): A simplified approach for dynamical Hubbard
corrections to DFT: —eDavip D. O’REGAN and NicoLA M ARZARI
— Theory and Simulation of Materials, EPFL, Switzerland.

Numerous successful techniques have been developed to date, such as
DFT+U, in which the screened Coulomb interactions, underestimated
by approximate density functionals, are described more accurately via
a mapping onto the Hubbard Hamiltonian. Charge screening is a dy-
namical process, generally, and so to fully realise the capability of such
methods for improving optical and quasiparticle spectra, the Hubbard
U describing these interactions must gain a frequency dependence.
We introduce a simple and inexpensive approach, named
DFT+U(w), and readily implementable within an existing DFT+U
or constrained-DFT code, in which the dynamical U tensor ap-
propriate to the rotationally-invariant DFT+U functional is com-
puted and used to correct DFT or static DFT+U spectra perturba-
tively. The rotationally-invariant DFT+U(w) self-energy interpolates
between static DFT+U and GW. We recast the density-functional
linear-response approach for the static U, where it is defined as an
energy curvature, within the language of many-body perturbation the-
ory. Here, its dynamical generalisation, and its relationship to methods
such as constrained RPA, becomes readily apparent. A plasmon-pole
type model is used for the inverse dielectric function, whereby low-
energy parameters are computed using the appropriately renormalised
density-functional linear-response, and high-energy parameters are in-

Location: H36

expensively approximated via independent-particle RPA or ALDA.

TT 39.3 Wed 11:15 H36
Effective onsite interactions for materials with strong non-
local Coulomb interactions — eMALTE ScHULER!, ALEXANDER
LicHTENSTEINZ, MiIKHAIL I. KarsneLson3, and TiM WEHLING! —
Hnstitut fiir Theoretische Physik, Universitdt Bremen, D-28359 Bre-
men, Germany — 21. Institut fiir Theoretische Physik I, Universitét
Hamburg, D-20355 Hamburg, Germany — 3Radboud University Ni-

jmegen, NL-6525 AJ Nijmegen, The Netherlands

sp-Electron systems and low-dimensional materials often comprise
strong local Coulomb interaction and non-local Coulomb interaction
at the same time. Here we report on a method to map a generalized
Hubbard model with non-local Coulomb interaction to an effective
Hubbard model with strictly local Coulomb terms U*. With the ex-
amples of graphene and silicene we show that the non-local Coulomb
interaction can reduce the effective local interaction up to a factor of
2. The U* model is defined by a variational principle with respect to
the free energy. In this framework, obtaining the effective interaction
requires non-local charge correlation functions for various parameters
of the effective Hubbard model, which are calculated by the determi-
nant quantum Monte Carlo method. The temperature dependence of
the effective interaction is discussed.

TT 39.4 Wed 11:30 H36
First-principles calculation of Hubbard U parameters for
half-metallic ferromagnets — eERsoy SasioGcLu, CHRISTOPH
FriEDRICH, and STEFAN BLUGEL — Peter Griinberg Institut and Insti-
tute for Advanced Simulation, Forschungszentrum Jiilich and JARA,
52425 Jiilich, Germany

Correlation effects play an important role in the electronic struc-
ture of half-metallic ferromagnets (HM-FMs). They give rise to non-
quasiparticle states above (or below) the Fermi energy at high tem-
peratures [1], which reduce the spin polarization and as a consequence
the efficiency of the spintronics devices. Employing the constrained
random-phase approximation (cRPA) [2] within the full-potential lin-
earized augmented-plane-wave (FLAPW) method [3], we have calcu-
lated the strength of the effective Coulomb interaction (Hubbard U)
between localized 3d electrons in a series of HM-FMs like zincblende
MnAs, half- and full-Heusler alloys NiMnSb and CozMnSi, respec-
tively. The obtained Hubbard U parameters lie between 2.5 and 4.5
eV, being smallest for MnAs (Mn-3d) and largest for CooMnSi (Co-3d).
The small value of U in the former can be attributed to the efficient
screening of the As p electrons. For HM full-Heusler compounds the
obtained U values are comparable to the ones in elementary 3d tran-
sition metals, while for half-Heusler compounds the U is a bit smaller.
[1] M. I. Katsnelson et al., Rev. Mod. Phys. 80, 315 (2008).

[2] E. Sasioglu et al., Phys. Rev. B 83, 121101(R) (2011).

[3] http://www.flapw.de

TT 39.5 Wed 11:45 H36
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Magnetic Spectroscopies with DFT + Hubbard (U,V) —
eEMINE KucUkBENLI', DavipE CeresoLi?, and NicoLa Marzari!
— 1Theory and Simulation of Materials, Ecole Polytechnique Fédérale
de Lausanne (CH) — 2CNR-ISTM Institute of Molecular Science and
Technology, Milan (IT)

Hubbard U corrections to exchange-correlation functionals, introduced
to deal with correlated electrons, have been shown to greatly improve
the accuracy of DFT calculations of transition-metals, thanks to their
ability to restore piecewise linearity of energy as a function of occupa-
tions and thus correct self-interaction errors. In addition, U is not a
fitting parameter but can be calculated ab initio, using linear-response
(LR) formulations.

Nevertheless, transition-metal complexes that display both covalent
and ionic character are poorly described by DFT+U. Recently, the ad-
dition of an intersite Hubbard V is suggested to restore the accuracy
of DFT+U for these cases, while V can be obtained ab initio as well.

In this study we combine DFT+U+V with the gauge-invariant pro-
jector augmented wave (GIPAW) method, and calculate magnetic
spectroscopic properties of systems with transition metals. We have
been implementing this combination in Quantum ESPRESSO package,
both for LR and the recently introduced converse approach, that uses
a much simpler Berry-phase calculation of the orbital magnetization.
We then examine the performance of U4V corrections in determining
the structural properties and hyperfine interaction parameters of small
transition-metal molecules and complex organometallic systems.

TT 39.6 Wed 12:00 H36

The magnetization of periodic solids from time-dependent

current-density-functional theory. — eARJAN BERGER?,
NarsanieL  RamvBauvrr!:2,  Paur bpeE  Borw®, and PiNna
RomaNIELLO?¢ — 1Laboratoire de Chimie et Physique Quantiques,

Université Paul Sabatier, IRSAMC, CNRS, Toulouse, France —
2Laboratoire de Physique Théorique, CNRS, Université Paul Sabatier,
IRSAMC, Toulouse, France — 3Scientific Computing and Modeling,
Amsterdam, The Netherlands — 4European Theoretical Spectroscopy
Facility
The evaluation of the macroscopic magnetization of solids is problem-
atic when periodic boundary conditions are used because surface effects
are artificially removed. This poses a problem unless surface effects can
be reformulated in terms of bulk quantities. For example, in case of
the macroscopic polarization one can express the contribution of the
charge density accumulated at the surface in terms of the bulk cur-
rent density through the continuity equation. Therefore one can work
in the framework of time-dependent current-density functional theory
to efficiently calculate the macroscopic polarization [1,2]. In this pre-
sentation we will study how also the magnetization can be described
within this framework.

[1] F. Kootstra, P. L. de Boeij, and J. G. Snijders, J. Chem. Phys.
112, 6517 (2000).

[2] J. A. Berger, P. Romaniello, R. van Leeuwen, and P. L. de Boeij,
Phys. Rev. B 74, 245117 (2006)

TT 39.7 Wed 12:15 H36
Structure, charge order, phonons and IR spectra of magnetite
— oCHARLES PATTERSON — School of Physics, Trinity College Dublin,
Dublin 2, Ireland.

The structure and charge order of magnetite (Fe304) below the Ver-
wey transition have been contentious issues for over 70 years. An x-ray
refinement for the full 112 atom, Cc space group crystal structure of
magnetite was reported only recently [1]. Previous refinements were
hampered by multiple domain twinning in samples, whereas the recent
study was performed on a micron-sized sample with two domains. Here
we report hybrid density functional theory (DFT) calculations for the
crystal structure, charge order, vibrations and IR spectra of magnetite
in the Cc (112 atom) and P2/c (56 atom) unit cells. Charge order in
the Cec structure is found to consist of Fe trimerons, both in experiment
[1] and calculations.

[1] M. S. Senn, J. P. Wright and J. P. Attfield, Nature 481, 173
(2012).

TT 39.8 Wed 12:30 H36
Crystalline and Magnetic Anisotropy of the 3d Transistion-
Metal Oxides — ®ANDREAS ScHRON!, CrLaupia Ropr'>2, and
FRIEDHELM BECHSTEDT! — llnstitut fiir Festkorpertheorie und -
optik, Friedrich-Schiller-Universitiat Jena, Max-Wien-Platz 1, 07743
Jena, Germany — 2Laboratoire des Solides Irradiés, Ecole Polytech-

nique, CNRS, CEA-DSM, 91128 Palaiseau, France

The 3d transition-metal oxides (TMOs) are subject of debate since
many decades due to their extraordinary properties, such as the forma-
tion of an antiferromagnetic ordering AFM2 below their Néel temper-
ature. Many studies, both experimental and theoretical, focus only on
MnO and NiO, where the crystalline anisotropy is solely driven by ex-
change striction along the unique symmetry axis in the [111] direction
and where the magnetic anisotropy is explained in terms of magnetic
dipole interactions. In the other TMOs, FeO and CoO, however, or-
bital magnetization and spin-orbit interaction play an additional, yet
crucial role for both crystalline and magnetic anisotropy.

We present density-functional theory (DFT) studies including an
on-site interaction U of the crystalline and magnetic anisotropy of the
electronic systems with non-collinear spins. The influence of the (semi-
)local description of exchange and correlation (XC) by means of the
local density approximation (LDA) and generalized gradient approxi-
mation (GGA) on the orbital moments in FeO and CoO and the impli-
cations on the aforementioned properties is investigated. We discuss
the quenching of the orbital magnetization due to the gradient correc-
tions.

TT 39.9 Wed 12:45 H36
Electronic Structure and Magnetic interactions in 5d Ir
oxide compounds — eVamsHlI MouaN KaTukuri!, VIKTOR
YusuankHai?, Rapu CoLpea3, Liviu Hozor!, and JEROEN VAN DEN
Brink! — llnstitute for Theoretical Solid State Physics, IFW Dres-
den, Helmholtzstr. 20 01069 Dresden, Germany — 2Joint Institute for
Nuclear Research, Joliot-Curie 6, 141980 Dubna, Russia — 3Clarendon
Laboratory, University of Oxford, Parks Road, Oxford OX1 3PU,
United Kingdom

We investigate the correlated d-level electronic structure and magnetic
interactions of 5d Ir oxide compounds by fully ab initio quantum-
chemical many-body calculations on finite embedded clusters. The
wave-function quantum-chemical methods provide a promising alter-
native to density-functional-based approaches to the electronic struc-
ture of solids. The computed d-d excitations in square-lattice, hon-
eycomb, pyrochlore, and chain-like iridates compare well with recent
RIXS (resonant inelastic x-ray scattering) data. We also perform a
detailed analysis of the relativistic spin-orbit wave functions and com-
pute observables such as the (L-S) ground-state expectation value of
the spin-orbit operator. The latter is in principle accessible from x-ray
absorption and provides information on the role of t23—e, couplings
in the ground-state wave function and on the strength of non-cubic
fields that lift the degeneracy of the ta4 levels. As concerns to the
magnetic structure, we find, in honeycomb lattice structures, A3IrOs,
the magnetic interactions strongly deviate from the proposed Kitaev-
Heisenberg model, due to low-symmetry crystal fields.

TT 39.10 Wed 13:00 H36
Bulk electronic structure of the diluted magnetic semicon-
ductor GaMnAs through hard x-ray angle resolved photoe-
mission — eJAN MiNar!, Icor pDIMARco?, J. Braun!, H. EBERT!,
A.X. Gray3, and CH. FapLEY3 — University of Munich, Munich,
Germany — 2University of Upsalla, Upsalla, Sweden — 3UC Davis,

Davis, USA

A detailed understanding of the origin of the magnetism in diluted
magnetic semiconductors is crucial to their development for applica-
tions. Using hard X-ray angle-resolved photoemission [1] at 3.2 keV,
we investigate the bulk electronic structure of the prototypical diluted
magnetic semiconductor GaMnAs, and the undoped reference system
GaAs [2]. The fully self-consistent combination of LSDA and dynam-
ical mean field theory (DMFT) [3,4] and its combination with the
one-step model of photoemission has been used to explain the experi-
mental findings. Distinct differences are found between angle-resolved,
as well as angle-integrated, valence spectra of GaMnAs and GaAs, in
good agreement with theory. In addition to the standard LSDA based
calculations the LSDA+DMFT approach shows an important effect of
electronic correlations on the states close to the Fermi level. The com-
bination of LSDA+DMFT and corresponding the Monte-Carlo simu-
lations indicates an origin of ferromagnetism in GaMnAs and provides
us a rather unifying picture of this controversial material.

[1]A. Gray et al., J. Minar et al., Nat. mat. 10, 759 (2011) [2] A.
Gray, J. Minar et al., Nat. mat. 11, 957 (2012) [3] J. Minar, J. Phys.:
Cond. Mat. (Topical Review) 23, 253201 (2011)

TT 39.11 Wed 13:15 H36

Magnetic state of pyrochlore Cd20s207 emerging from strong
competition of ligand distortions and longer-range crystal
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anisotropy — eNIkoLay Bocpanov!, REMI MAURICEZ, [0ANNIS

RousocHAarzakis!, JEROEN vaN DEN Brink!, and Liviu Hozor! —
LFW Dresden, Germany — 2Groningen University, The Netherlands

We investigate the correlated d-level electronic structure of Cd20Os207,
a spin S =3/2 pyrochlore, by fully ab initio quantum-chemical many-
body calculations on finite embedded clusters. The wave-function
quantum-chemical methods provide a promising alternative to density-
functional-based approaches to the electronic structure of solids. We
describe the local Os d3 multiplet structure, the precise mechanism
of second-order spin-orbit coupling and zero-field splitting (ZFS), and
determine the parameters of the effective spin Hamiltonian, i.e., the

TT 40: Poster Session

Time: Wednesday 15:00-19:00

TT 40.1 Wed 15:00 Poster D
NRG calculations for Kondo-type models as a way to char-
acterize the magnetic properties of deposited molecules —
eHENNING-TIMM LAanGgwALD and JURGEN ScHNACK — Universitit
Bielefeld, Fakultit fiir Physik, Bielefeld, Deutschland

Magnetic molecules offer a variety of interesting properties which may
be used for future technologies. For such applications a molecule
might be deposited on a substrate with which it then interacts. Thus
in general, when describing the magnetic properties of the deposited
molecule, the interaction with the substrate has to be taken into ac-
count and needs to be modeled in a suitable way.

We use Numerical Renormalization Group (NRG) calculations for
certain single-impurity Kondo models as a way to access the magnetic
properties of such deposited molecules. By analyzing simple model
systems such as a dimer (an impurity consisting of two spins) coupled
to a single site of a substrate lattice we want to gain insight into the
specific behavior of deposited molecules and the ways we can describe
them. Our focus is on thermodynamic observables such as the magne-
tization and their dependence on temperature and magnetic field.

TT 40.2 Wed 15:00 Poster D
Bosonic NRG using an Optimised Basis Set of Coherent
States — eCHRISTIAN KLEINE and FriTtHioF B. ANDERS — Tech-
nische Universitdt Dortmund, Lehrstuhl fiir Theoretische Physik II,
44221 Dortmund, Germany

The bosonic numerical renormalisation group (bNRG) has been devel-
oped to investigate the spin-boson model which exhibits a quantum
phase transition between a localised and delocalised phase in the sub-
ohmic regime.

Since the bNRG must always use a truncated bosonic basis set, we
investigate the influence of the different choices of such finite sets onto
the NRG level flow and the prediction of the critical exponents. We
propose to use a coherent basis set close to the quantum phase tran-
sition to estimate the divergent displacements properly. We compare
the predictions for the critical coupling a. with respect to the differ-
ent basis sets: (1) standard bNRG fock space occupation eigenbase,
(2) displaced oscillator occupation eigenbase and (3) coherent base.

TT 40.3 Wed 15:00 Poster D
Time Dynamics of the Two-Impurity Kondo Model —
eBENEDIKT LECHTENBERG and FriTHiOF B. ANDERS — Technische
Universitdt Dortmund, Lehrstuhl fiir Theoretische Physik II, 44221
Dortmund, Germany

The equilibrium properties of various two-impurity Kondo models
(TIKM) have been investigated extensively in the literature. We
study the non-equilibrium dynamics of the TIKM employing the time-
dependent numerical renormalization-group (TD-NRG). The TD-NRG
was developed to treat the real-time dynamics of quantum-impurity
systems. We are interested in the real-time response of the the second
spin 52 as a function of the initial condition of the first spin §1 and
their distance R. We determine the relevant time scale and relaxation
rates. The particle-hole symmetric model exhibits a quantum phase
transition at a critical anti-ferromagnetic coupling. We investigate the
change in the dynamics as function of the coupling constant close to
QPT.

TT 40.4 Wed 15:00 Poster D

single-ion anisotropy, nearest-neighbor Heisenberg exchange as well as
the Dzyaloshinskii-Moriya interactions.

The results indicate that local ligand distortions and the anisotropic
Cd-ion coordination strongly compete, rendering the magnetic inter-
actions and ordering crucially depend on these geometrical features.
Without trigonal distortions a large easy-plane magnetic anisotropy
develops. Their presence, however, reverses the sign of the ZFS and
causes a large easy-axis anisotropy (D~ —6.8 meV), which in conjunc-
tion with the antiferromagnetic exchange interaction (J ~ 6.4 meV)
stabilizes an all-in/all-out magnetic order. The competition uncovered
here is a generic feature of 227 pyrochlore magnets and opens new
perspectives on the basic magnetism in these materials.

Correlated Electrons

Location: Poster D

Hybrid NRG-DMRG approach to real-time dynamics of
quantum impurity systems — eFaBiAN GUTTGE and FRITHIOF
B. ANDERS — Technische Universitat Dortmund, Lehrstuhl fiir The-
oretische Physik II, 44221 Dortmund, Germany

We present a non-equilibrium hybrid method which uses the numeri-
cal renormalization group (NRG) to generate an effective low energy
Hamiltonian. This Hamiltonian is then solved with the density-matrix
renormalization group (DMRG). By considering systems with two Wil-
son chains patched together we reduce discretization errors. As the
NRG reduces the effective bandwidth of the system the time scales
accessible by the DMRG are exponentially increased. We employ the
hybrid method to simulate the real-time dynamics of the interacting
resonant level model (IRLM) after a sudden local quench. For U = 0
the method recovers the exact results. In the limit U — oo we com-
pare the hybrid method results to results obtained by a strong coupling
treatment of the IRLM. We find an excellent agreement. Furthermore,
the hybrid method is capable of treating the IRLM in the whole pa-
rameter regime.

TT 40.5 Wed 15:00 Poster D
Real space Correlations of Impurities in a Dissipative Envi-
ronment — eETIENNE GARTNER and RALF BuLrLa — Institute for
theoretical Physics, University of Cologne, Germany

We investigate a model in which two magnetic impurities couple to
a one-dimensional lattice of bosons. Since the system is treated
quantum-mechanically there can show up the phenomena of coherence
between different states and that of entanglement between e.g. the
impurities. It is investigated in which way the entanglement between
the impurities varies as the distance between the impurities in real
space is altered. The models under investigation cannot be solved an-
alytically and are numerically very demanding. It is treated within the
Numerical Renormalization Group (NRG) approach that is adapted to
deal with multiple bosonic baths which show up in the transformations
performed in the NRG.

TT 40.6 Wed 15:00 Poster D
Towards a Numerical Renormalization Group description of
the steady-state nonequilibrium single-impurity Anderson
model using Lindblad driving — eFRAUKE ScHWARz!, IRENEUSZ
WEeYMANNZ, ANDREAS WEICHSELBAUM!, and JAN voN DEeLFT! —
IPhysics Department, Arnold Sommerfeld Center for Theoretical
Physics and Center for NanoScience, Ludwig-Maximilians-Universitét,
Munich — 2Institute of Physics, Adam Mickiewicz University, Poznan

Wilson’s Numerical Renormalization Group (NRG) allows to de-
scribe the single-impurity Anderson model (SIAM) in equilibrium in
a non-perturbative way. However, treating situations of steady-state
nonequilibrium, such as transport through a quantum dot at finite
source-drain bias, remains a challenge for NRG. To model such situa-
tions, we consider two additional baths, which are coupled to the left
and right leads, respectively. The effect of these baths on the leads can
be described by using Lindblad operators [1] in the Liouville equation
for the density matrix of the dot and the leads. The action of these
operators can, in principle, be chosen such that the left and right leads
are effectively held in separate thermal equilibrium at different chemi-
cal potentials or temperatures, despite the flow of current. An efficient
way of solving this Liouville equation is to use the stochastic quantum
trajectory method [1]. The intermediate time evolution needed to gen-
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erate such trajectories can be done with time-dependent NRG (tNRG)
based on complete basis sets. Here we present our preliminary results
illustrating the above ideas.

[1] C.W. Gardiner, P. Zoller, Quantum Noise (Springer, Berlin, 2000)

TT 40.7 Wed 15:00 Poster D
Conductance scaling in Kondo correlated quantum dots:
role of level asymmetry — eLukas MERKER!, THeo Costil,
ENRIQUE MuNoz?, and STEFAN KircHNER? — !Forschungszentrum
Jiilich (PGI-2 / T1AS-3), Jiilich, Germany — 2Pontificia Universidad
Catolica de Chile, Santiago, Chile — 3MPI PKS & CPfS, Dresden,
Germany

The low temperature electrical conductance through correlated quan-
tum dots provides a sensitive probe of the physics (e.g., of Fermi-liquid
vs non-Fermi-liquid behavior) of such systems. Here, we investigate the
role of level asymmetry (gate voltage) and local Coulomb repulsion
(charging energy) on the low temperature and low field scaling prop-
erties of the linear conductance of a quantum dot described by the
single level Anderson impurity model. We use the numerical renor-
malization group [1] and renormalized superperturbation theory [2] to
quantify the regime of gate voltages and charging energies where uni-
versal Kondo scaling may be observed and also quantify the deviations
from this universal behavior with increasing gate voltage away from
the Kondo regime and with decreasing charging energy. Our results
could be a useful guide for detailed experiments on conductance scaling
in semiconductor and molecular quantum dots exhibiting the Kondo
effect [3,4].

[1] L. Merker, et al., preprint (2012)

[2] E. Mufioz, C. J. Bolech, S. Kirchner, Phys. Rev. Lett. (in press),
arXiv:1111.4076

[3] A. V. Kretinin, et al., Phys. Rev. B84, 245316 (2012)

[4] G. D. Scott, et al., Phys. Rev. B79, 165413 (2009)

TT 40.8 Wed 15:00 Poster D
Kondo regime of the non-equilibrium time evolution of an
Anderson quantum dot — eSEBAsTIAN Bock!2, DENEs SExTY2,
and THomas GasENzERD'2 — lInstitut fiir Theoretische Physik, Uni-
versitdt Heidelberg, Philosophenweg 16, 69120 Heidelberg, Germany
— 2ExtreMe Matter Institute EMMI, GSI Helmholtzzentrum fiir
Schwerionenforschung, 64291 Darmstadt, Germany

We study the Kondo regime of the non-equilibrium time evolution of
an Anderson quantum dot. The quantum dot is coupled between two
leads forming a chemical-potential gradient and the tunneling to the
leads is taken into account exactly. We apply the functional-integral
approach based on the Schwinger-Keldysh closed time path integral to
derive the Kadanoff-Baym dynamic equations from the two-particle ir-
reducible (2P1) effective action. The dynamic equations are derived in
non-perturbative approximation of the resummation of direct, particle-
particle, and particle-hole channels. The effect of the resummation
leads to the introduction of a frequency-dependent 4-point vertex. The
method allows the determination of the transient as well as station-
ary transport through the quantum dot. We study, in particular, the
Kondo regime of strong on-site repulsion and low leads-temperature,
focusing on the narrowing of the Kondo resonance.

TT 40.9 Wed 15:00 Poster D
Spin-boson coupling in continuous-time quantum Monte
Carlo — eJunvya OTtsuki — Theoretische Physik III, Zentrum fiir
Elektronische Korrelationen und Magnetismus, Universitiat Augsburg
— Department of Physics, Tohoku University, Sendai, Japan

A vector bosonic field coupled to the electronic spin is treated by means
of the continuous-time quantum Monte Carlo method. In the Bose
Kondo model with a sub-Ohmic density of states pg(w) ~ w™*, two
contributions to the spin susceptibility, the Curie term T~ and a
bosonic fluctuating term T'~°, are observed separately. By including
the fermionic bath, a quantum phase transition is identified between
the Kondo screened state and the bosonic fluctuating state, at which
the effective moment and the local Fermi-liquid energy scale vanish. It
is demonstrated that the energy scale of the bosonic fluctuation is not
affected by the existence of the quantum phase transition.

[1] J. Otsuki, arXiv:1211.5935.

TT 40.10 Wed 15:00 Poster D
Hybridisierungs-CT-QMC mit groften U — eRENE JouN KERK-
DYK und THoOMAS PRuscHKE — Institute for Theoretical Physics, Uni-
versity of Gottingen, Friedrich-Hund-Platz 1, D-37077 Gottingen

Mit  dem  Hybridisierungs-CT-QMC-Algorithmus  wird  das
Multiorbital-Einstorstellen Anderson Modell im Bereich sehr grofter U
untersucht. Dabei st6ft man auf Ergodizitits- und Effizienzprobleme,
die diskutiert werden. Verbesserte Updates ermdglichen das Umge-
hen energetisch ungiinstiger Zusténde und erlauben so eine drastische
Reduktion der Autokorrelationszeit. Damit verhindern sie auch ein
Einfrieren der Besetzung der verschiedenen Orbitale im Einstorstellen
Anderson Modell, was sich in fehlender Ergodizitat dufsert. Mit den
zusétzlichen Updates kann man verlaflich Spektralfunktionen auch
fiir extreme Parameter erzielen.

TT 40.11 Wed 15:00 Poster D
m fluxes near the edge of a quantum spin Hall insulator —
eMANUEL WEBER and FAKHER F. Assaap — Institut fiir Theoretis-
che Physik und Astrophysik, Universitdt Wiirzburg, Am Hubland, D-
97074 Wiirzburg, Germany

Inserting a 7 flux into a quantum spin Hall insulator creates four spin-
charge separated states in the bandgap - two spin fluxons, which form
a Kramers doublet, and two charge fluxons. They lead to a characteris-
tic Curie law in the magnetic susceptibility of both free and interacting
systems. We study single 7 fluxes in close distance to the edge states
of the Kane-Mele model on a ribbon. Numerical investigations of the
susceptibility in the noninteracting model show the Curie law down to
low temperatures even for 7 fluxes located directly at the edge. This
can be interpreted as a consequence of the 7 fluxes’ quantum numbers,
which inhibit coupling to the edge mode in the absence of interactions.
Using CTQMC simulations we investigate the coupling of the 7 flux
to the edge states, when correlations are taken into account.

TT 40.12 Wed 15:00 Poster D
Preparation chain of single crystal intermetallic compounds
under UHV-compatible conditions — ANDREAS BAUER, € GEORG
BeNkA, MAREIN RAHN, FREDERIK GOERG, CHRISTIAN FRANZ, and
CHRISTIAN PFLEIDERER — Physik Department E21, Technische Uni-
versitdt Miinchen, D-85747 Garching, Germany

High quality single crystals are perhaps the most important techni-
cal requirement for major advances in condensed matter physics. To
achieve the highest purity it is crucial to avoid contaminations at any
of the preparational steps of the crystal growth process. We report the
development of an Ar glove-box with a load-lock system that allows to
go from the cutting of the starting elements to the initial synthesis of
polycrystals with RF heating or arc-melting in a pure Ar environment.
This forms the starting point for single-crystal growth by means of rod
casting and optical float-zoning under UHV compatible conditions [1].
The improvements in sample preparation achieved with our glove-box
are illustrated in terms of exploratory studies of selected rare-earth
compounds.

[1] A. Neubauer et al., RSI 82, 013902 (2011)

TT 40.13 Wed 15:00 Poster D
A pressure study of CePt3B — eDaNIELA Raucu!, STEF-
FEN Harrwich2, Steran StrLow!, Hirovukr Hipaka3, Srico
Yamazakr®, HirosHl AMiTsuka3, and ErnsT Bavuer? — lInstitute
of Condensed Matter Physics, University of Technology Braunschweig,
Braunschweig, Germany — 2BENSC, Helmholtz Zentrum Berlin,
Berlin, Germany — 3Department of Physics, Hokkaido University,
Sapporo, Japan — “Institute of Solid State Physics, Vienna University
of Technology, Vienna, Austria

CePt3B is isostructural to the non-centro symmetric heavy-fermion
superconductor CePt3Si. In contrast to the latter system, CePt3B ex-
hibits a complex magnetically ordered state at low temperatures, with
an antiferromagnetic phase below Ty = 7.8 K and a weakly ferromag-
netic transition below T ~ 5 K. As demonstrated in Ref. [1] CePt3B
can be understand as a low pressure variant of CePt3Si.

Here we report a study of CePt3B by means of high pressure mag-
netization measurements, this way in particular accessing the pressure
evolution of the ferromagnetic transition temperature T¢. From our
investigation up to about 40 kbar we observe an almost constant tran-
sition temperature T with pressure. This behavior we will discuss in
the context of alloying studies on this material.

[1] D. Rauch et al., Phys. Rev B, in print (2012).

TT 40.14 Wed 15:00 Poster D

Momentum dependence of the almost quantum critical spin

fluctuations in CeCusSis — eZ1ta HUEsGEs!, OLIVER STOCKERT!,

HiraLE S. Jeevan!, KarIN ScuMarzr?, and FRANK STEGLICH! —
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Max Planck Institute CPfS, Dresden, Germany — 2Jiilich Center
for Neutron Science, outstation at Institut Laue-Langevin, Grenoble,
France

The heavy-fermion superconductor CeCusSiz is located close to a
quantum critical point. The spin fluctuations at the nesting wave
vector Qar in the normal state are quasielastic and show considerable
slowing down. The magnetic response also exhibits scaling expected for
a 3D spin-density-wave quatum critical point. We present here the first
measurement of the momentum dependence of these almost quantum
critical fluctuations. The temperature dependence of the linewidth of
the spin fluctuations in reciprocal space is studied and compared to
theoretical expectations, which arise from the connection of momen-
tum width and energy width via the dynamical critical exponent z.

TT 40.15 Wed 15:00 Poster D

Spin-orbit-coupling-induced jes states in perovskite iri-

dates studied by photoemission spectroscopy — eATSUSHI
Yamasaki2,  Ozan  Kirimaz?, MicHAEL SiNg?,  AKIRA
SexryaMa® 4 Masaaki Isosr®, SuicEmasa Suga®4, and RaLpu
CragsseN?2 — 1Konan University, Kobe, Japan — 2Universitit

Wiirzburg, Wiirzburg, Germany — 2Osaka University, Osaka, Japan
— 4RIKEN SPring-8 Center, Hyogo, Japan — 5National Institute for
Materials Science, Tsukuba, Japan

Novel physics induced by strong spin-orbit coupling has attracted lots
of attention from both theory and experiment in recent years. SraIrO4
has a canted antiferromagnetic insulating state which seems to be
driven by the strong spin-orbit coupling and relatively weak Coulomb
interaction. The electronic structure near the Fermi level is character-
ized by jeg = % states which have a partially quenched, but still finite
angular momentum due to the spin-orbit coupling effect in the Oy, crys-
tal field. In order to provide deeper insight into these induced states,
we have carried out high energy-resolution photoemission spectroscopy
with hr=8.4-8000 eV photons on perovskite iridates. Photoemission
spectroscopy in a wide range of excitation energies enables us to iden-
tify the bulk and surface electronic structure including their origin in
the valence band. Hard-x-ray photoemission spectroscopy reveals gen-
uine bulk j.g states due to the large photoionization cross section of
the Ir 5d-orbitals and the large photoelectron mean-free path. Our
results are compared with LDA4+DMFT calculations.

TT 40.16 Wed 15:00 Poster D
Strong Spin-Orbital Coupling and Polarization as origin of
the Insulating State in SroIrO4 — eMARKUS AlcHHORN!, CYRIL
Marrins?, Loic VAuciErR?, and SiLKE BIERMANN? — lInstitut fiir
theoretische Physik - Computational Physics, TU Graz, Austria —
2CPHT, Ecole Polytechnique, France

We discuss the notions of spin-orbital polarization and ordering in
paramagnetic materials, and address their consequences in transition
metal oxides. Extending the combined density functional and dynam-
ical mean field theory (DMFT) scheme to the case of materials with
large spin-orbit interactions, we investigate the electronic excitations of
the paramagnetic phases of SralrO4 and SroRhO4. We show that the
interplay of spin-orbit interactions, structural distortions and Coulomb
interactions suppresses spin-orbital fluctuations. As a result, the room
temperature phase of SrolrOy4 is a paramagnetic spin-orbitally ordered
Mott insulator. In SragRhOy, the effective orbital degeneracy is re-
duced, but the material remains metallic, due to both, smaller spin-
orbit and smaller Coulomb interactions. We find excellent agreement
of our ab-initio calculations for SroRhO4 with angle-resolved photoe-
mission.

TT 40.17 Wed 15:00 Poster D
Preparation of SrIrOj3; thin films by using metal-organic
aerosol deposition technique — eSEBAsTIAN EsSsER, MELANIE
SCHNEIDER, VASILY MOosHNYAGA, and PHiLIPP GEGENWART —
1. Physikalisches Institut, Georg-August-Universitat Gottingen,
Friedrich-Hund-Platz 1, 37077 Gottingen, Germany

The interplay between spin-orbit coupling and electronic correlations
could lead to interesting novel states in iridium oxide materials. We
focus on the perovskite phase of SrIrO3 because Moon et al. [1] showed
by using optical spectroscopy and first-principles calculations that the
last member of the Ruddlesden-Popper series Sry,411rn,O3n41 (n = 00)
is close to the Mott transition. By using metal-organic aerosol depo-
sition technique we have grown SrIrOgs thin films on (111)-oriented
SrTiO3 substrates. The cubic symmetry of the SrTiOs substrate en-
sured that the SrIrOg thin film grew in the monoclinic perovskite phase

[1,2]. The X-ray diffraction results suggest that SrIrOs thin films in
perovskite structure were obtained and these show out of plane epitaxy
with monoclinic (002),,-orientation. The temperature dependence of
the electrical resistivity of these SrIrOgz thin films were investigated
and metallic behavior was observed down to 50 K.

This work is supported by the German Science foundation through
SFB 602, TP A19.

[1] S. J. Moon et al., Phys. Rev. Lett. 101 226402 (2008)
[2] A. Sumi et al., Thin Solid Films 486, 182 (2005)

TT 40.18 Wed 15:00 Poster D

Effect of hydrostatic pressure on Yb(Rhi_,Fe;)2Sia —
oSEBASTIAN-HORsT HUBNER, YosHl Tokiwa, HIRALE S. JEEVAN,
Maik ScHUBERT, and PHILIPP GEGENWART — I. Physik. Institut,
Georg-August Universitdt Gottingen, Friedrich-Hund-Platz 1, 37077
Gottingen
The temperature scale, T*(K), in undoped YbRh2Siz have gathered
much attention due to its different interpretations. Substituting Fe on
the Rh site in YbRhaSis causes a combined effect of chemical pressure
and hole doping. By increasing Fe-doping, both the Kondo tempera-
ture and Neél temperature Ty ( = 70 mK for 2=0) decrease, with a
critical concentration of x ~0.08, which suppresses T to zero. Since
positive pressure enhances Ty in Yb-based materials, the hole doping is
most likely responsible for the supression. Along with the suppression
of T, T*(K) also decreases with Fe-doping and dissappears around
the same critical concentration, ©=0.08.

Application of hydrostatic pressure on Yb(Rhi_,Fes)2Sia with
x >0.08 may cause a reappearance of antiferromagnetic order and it
is highly interesting wheather or not the T (K) scale also reappears.
Here, we present resistivity of Yb(Rhj_gFez)2Siz with 2=0.105 under
hydrostatic pressure and discuss our results in terms of the proposed
interpretations.

TT 40.19 Wed 15:00 Poster D
Magnetic cooling through quantum criticality — eSTEFAN
DoerscHuag, BErRND WoLr, NatarLiA vaN WELL, Franz RiT-
TER, ROBERT SCHINDLER, WOLF Assmus, and MicHAEL LANG —
Physikalisches Institut, Goethe-UniversitdtFrankfurt (M), Germany

Close to a magnetic field-induced quantum-critical point the entropy at
finite temperature exhibit a strong variation upon changing the mag-
netic field. We demonstrate that this accumulation of entropy can be
used for realizing an efficient magnetic cooling. Our proof-of-principle
demonstration is based on measurements and theoretical calculations
of the magnetothermal properties of low-dimensional antiferromagnets
close to their field-induced quantum-critical points. Here we present
results of the magnetocaloric effect 'y = T~1(AT/AB)g of differ-
ent xy-antiferromagnets as a function of both field and temperature in
the vicinity of the quantum-critical point and discuss various perfor-
mance characteristics, such as the range of operation, efficiency and
hold time. The corresponding figures of the quantum critical systems
are compared with those of a state-of-the-art paramagnetic coolant.
In addition, we present the experimental set-up, which is used to de-
termine the magnetocaloric effect. The focus is particularly on the
construction of a sample-holder for high-resolution measurements in
the temperature range 0.02 K < T < 2 K.

TT 40.20 Wed 15:00 Poster D
Candidate for a quantum Griffiths phase in the itiner-
ant ferromagnet Sr;_,Ca,RuO3 — Dirk Fucus!, eCHIEN-
Lune Huanc!2, Markus WissiNngER!, RUDOLF ScHNEIDER!, JORG
ScumMAaLIAN? | and HILBERT voN LOuNEYSEN!2 — 1Karlsruher Institut
fiir Technologie, Institut fiir Festkorperphysik, 76021 Karlsruhe, Ger-
many — 2Karlsruher Institut fiir Technologie, Physikalisches Institut,
76031 Karlsruhe, Germany — 3Karlsruher Institut fiir Technologie,
Institut fiir Theorie der Kondensierten Materie, 76031 Karlsruhe, Ger-
many

The magnetization M, susceptibility x, and the specific heat C' of
polycrystalline Sri_,Ca;RuO3 was investigated as a function of the
Ca substitution z. For x = 0 a second-order like ferromagnetic (FM)
phase transition occurs at Tc = 162 K. T decreases with increasing
x. Above the critical concentration z. ~ 0.7, i.e., z > z., the FM
order is completely suppressed. For z > 0 the susceptibility x(7')
deviates from a Curie-Weiss law below T¢ of SrRuO3s which indicates
a Griffiths phase (GP) behavior. x, M, and C are analyzed in detail
with respect to the Griffith exponent A and the GP regime within the
phase diagram of Srj_,CazRuOs3.
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TT 40.21 Wed 15:00 Poster D
Field-induced quantum criticality in CeCug_,Au, — eKAaI
GruBe!, SeeasTiaN Zaum!:2, FeLix EiLers!, Dieco Zoccol,
VERONIKA FRITscHZ?, RoLAND ScHAFER!, OLIVER STOCKERT®, and
HiLBerT v. LouneysEn!:2 — lKarlsruher Institut fiir Technolo-
gie, Institut fiir Festkorperphysik, 76021 Karlsruhe, Germany —
2Karlsruher Institut fiir Technologie, Physikalisches Institut, 76131
Karlsruhe, Germany — 3Max-Planck-Institut fiir Chemische Physik
fester Stoffe, 01187 Dresden, Germany

The heavy-fermion system CeCug—_,Au, is an archetype for pressure-
induced quantum criticality at the onset of antiferromagnetic order.
Up to now, investigations focused mainly on the behavior close to the
critical concentration z. /~ 0.1. The antiferromagnetic order of samples
with higher Au content can, however, be also suppressed by magnetic
fields. We studied the field-induced quantum critical behavior of sam-
ples with Au contents z = 0.3, 0.5 and 1.0 in fields applied along the
magnetic easy axis by using thermal expansion and magnetostriction
measurements. Due to their high sensitivities these measurements are
especially suited to expose deviations from Fermi-liquid behavior. The
measurements have been performed for temperatures ranging between
20mK and 10K, and in magnetic fields up to 14T. With increasing
Au content and critical field B, they show strongly varying critical be-
havior. We discuss our results taking into account the field-dependent
Zeeman splitting of the CEF ground-state doublet, which manifests
itself as a Schottky-like anomaly at low temperatures and fields larger
than Be.

TT 40.22 Wed 15:00 Poster D
Spin excitations in CePdAl — eS. Worrscuacu!, O. STOCKERT!,
A. WiLpEs?, V. Fritscu®, H. v. LouNEYsEN®, and F. SteEGLICH!
— IMax-Planck-Institut CPfS, Dresden, Germany — 2Institut Laue-
Langevin, Grenoble, France — 3Karlsruher Institut fiir Technologie,

Physikalisches Institut, Karlsruhe, Germany

Hexagonal CePdAl is a geometrically frustrated heavy-fermion com-
pound that orders antiferromagnetically below Ty = 2.7 K in an in-
commensurate structure. Magnetic order can be continuously sup-
pressed, e.g. by Ni doping on the Pd site. At a Ni content of ~ 14% the
transition is fully suppressed and a quantum critical point is reached.
Due to geometrical frustration only 2/3 of the magnetic moments show
long-range ordering (LRO), while 1/3 only exhibit short-range order
(SRO). In thermodynamic measurements a strong anisotropy between
the c-axis and the ab-plane has been observed. Here we present our
neutron diffraction investigations of the (anisotropic) g-space depen-
dence of the LRO and SRO signal in CePdAl below and above Tx.

TT 40.23 Wed 15:00 Poster D

A microscopic study of Nb;_,Fez,, — eDANIELA Rauch!,
1 1

Marnias Kraken!, JocHeN LiTTersT!, STEFAN StULLow!, and
F. MaLTE GroscHE?2 — lInstitute of Condensed Matter Physics,
University of Technology Braunschweig, Braunschweig, Germany —

2Cavendish Laboratory, University of Cambridge, Cambridge, UK

The C14 laves phase system NbFes represents a very rare case of spin
density wave order (SDW) in a 3d metal compound, which can be
suppressed by slight changes to the stochiometry in Nb;_,Fes1,. In
particular, stoichiometric NbFea exhibits a SDW order with a Néel
temperature (Tx) around 10K, while slight Fe-excess induces low-
moment ferromagnetism, whereas a quantum critical point (QCP) is
approached on the Nb-rich side of the composition range. Moreover,
samples close to the QCP show non-Fermi liquid behavior ([1]-[4]).

Here we report a microscopic study of the alloying series
Nb;y_yFez 1y utilizing SR and Mé&ssbauer experiments. From our in-
vestigation using uSR we verify that all magnetic transitions are bulk
transitions. Furthermore, combined with the uSR we present an anal-
ysis of the Méssbauer spectroscopy experiments and discuss the nature
of the ground state magnetic phase in the light these studies.

[1] D. A. Tompsett et al. Phys. Rev B 82, 155137 (2010)

[2] W. J. Duncan et al. Phys. Status Solidi B 247, 544 (2010)

[3] D. Moroni-Klementowicz et al. Phys. Rev B 79, 224410 (2009)
[4] M. Brando et al. Phys. Rev Letter 101, 026401 (2008).

TT 40.24 Wed 15:00 Poster D

Pressure and field tuning in CeAgSbs and NbFe; — ePETER

Loca!, Znuo Feng'?, Takao Epmara®, WirLiam J Duncan?,

ANDREAS NEUBAUER®, CHRISTIAN PFLEIDERER?, HoNG’EN Tanl,
SVEN FRIEDEMANN!, PaTrICcIA ALIREZAL, SWEE Gon!, and F MALTE
GroscHE! — 1Cavendish Laboratory, University of Cambridge, Cam-
bridge, UK — 2London Centre for Nanotechnology, UCL, London,
UK — 3Dept. of Physics, Shizuoka University, Shizuoka, Japan —
4Dept. of Physics, Royal Holloway, University of London, Egham, UK
— 5Physik Department E21, Technische Universitat Munchen, Garch-
ing, Germany

The intermetallic CeAgSbs and the dilution series Nby_,Fea1, both
exhibit uniazial magnetic order which is sensitive to both hydrostatic
pressure and transverse magnetic fields. CeAgSbso is a Kondo-lattice
compound which at ambient pressure undergoes a ferromagnetic (FM)
transition at T = 9.6 K. FM is suppressed via the application of ei-
ther hydrostatic pressure or an in-plane tuning field, and extrapolates
to zero temperature by pressures exceeding 35 kbar or fields greater
than 2.8 T. Contrastingly, slightly iron-rich Nby_,Feay, (y = 0.015)
undergoes a spin-density wave transition at Ty = 31 K, before becom-
ing FM at T¢o = 23 K. The application of pressure rapidly suppresses
both phases, driving the system towards the quantum critical point
which may be reached via compositional tuning at around y = -0.015.

We investigate the HT and PT phase diagrams of both compounds,
through a series of high-pressure and field tuned AC and DC suscep-
tibility measurements.

TT 40.25 Wed 15:00 Poster D
Synthesis and characterization of single-layered manganites
— oJOHANNES ENGELMAYER, OLIVER BREUNIG, HOLGER ULBRICH,
MarkuUs BRADEN, and THomAas Lorenz — II. Physikalisches Insti-
tut, Universitdt zu Koln, Germany

Single-layered manganites show a complex interplay between charge,
orbital, and magnetic degrees of freedom. For Laj_,Sri4;MnO4 and
Pri—;Cai4+2MnO4 with doping level z = 0.5 (half-doping), the Good-
enough model is well established. This model proposes a site-centered
charge order with a checkerboard pattern of Mn3+ and Mn** ions that
is accompanied by an orbital order. This charge and orbital order in-
duces a magnetic order with ferromagnetic three-spin zig-zag chains
and antiferromagnetic interchain coupling. For Pri_;Caji4,MnOy4
and Ndj_4Sr14,MnOy4 with z = 2/3, four-spin zig-zag chains could
be observed due to a 2:1 ratio of Mn*t and Mn3*. In order to
study the charge, orbital, and magnetic order in manganites with other
dopants, single crystals of Pr;_;Sr14,MnO4 and Nd1—;Caj4zMnOy4
with 0.5 < z < 0.75 were grown and their structural parameters were
determined. We present measurements of resistivity, magnetization,
and specific heat that show indications for charge order around room
temperature. A dopant and doping-level dependence of the ordering
temperature is discussed.
Supported by the DFG through SFB 608.

TT 40.26 Wed 15:00 Poster D
Pulsed Laser and THz Induced Charge Carrier Excitations in
Pro.65Cag.35MnO3 — eNILS FOLCHERT, STEPHANIE RAABE, CLAUS
RopeRrs, and CHRISTIAN Jooss — Institut fiir Materialphysik, Got-
tingen
Quite similar to electric and magnetic fields, optical stimulation of
manganites like Pri_;CazMnO3 (PCMO) can induce transitions from
insulating to metallic conductivity. Applying a bias smaller than
the threshold voltage of the electrically induced colossal resistance
effect (CER), a short laser pulse can melt the charge-ordered state
of PCMO yielding to-metal like conductive paths in the illuminated
region. This state is preserved until the bias is switched off [1].
PCMO reveals strong correlation effects, i.e., strong electron-electron,
electron-phonon and magnetic interactions. The change of these cor-
relations during excitation is a still not very well understood phenom-
ena of perovskite manganites. In order to investigate the transition,
we performed time-resolved dc-measurements after pulsed laser exci-
tations with frequencies varying from UV to Thz and at temperatures
between 80 K to 300 K. The PCMO samples with x = 0.35 were pre-
pared by means of ion-beam-sputtering using single-crystalline MgO
substrates. In this poster, we will mainly focus on the relaxation dy-
namics of the optically excited charge carriers.

[1] M. Fiebig et al., Appl. Phys. Lett. 74, 2310 (1999)

TT 40.27 Wed 15:00 Poster D
Spin polarized HSE hybrid functional calculations of VO;
— eUpo ScHWINGENSCHLOGL!, RicarRpo GrRAU-CRESPo?, and Hao
Wang! IKAUST, PSE Division, Thuwal, Saudi Arabia —
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2University College London, London, United Kingdom

We study the rutile (R) and monoclinic (M1) phases of the prototypical
compound VOz2 by first principles calculations based on density func-
tional theory, employing the Heyd-Scuseria-Ernzerhof (HSE) screened
hybrid functional. Our results show that the HSE lowest-energy solu-
tions for both the low-temperature M1 phase and the high-temperature
R phase, which are obtained upon inclusion of spin polarization, are at
odds with experimental observations. For the M1 phase the ground-
state is (but should not be) magnetic, while the groundstate of the R
phase, which is also spin-polarized, is not (but should be) metallic. The
energy difference between the low-temperature and high-temperature
phases is also in strong discrepancy with the experimental latent heat
[1].

[1] R. Grau-Crespo, H. Wang and U. Schwingenschlogl, Phys. Rev. B
86, 081101(R) (2012)

TT 40.28 Wed 15:00 Poster D
Orbital order and phase transitions in KCrF3; — eCARMINE
AvuTieri? 2?3 and Eva Pavarini® — !Institute for Advanced Simu-
lation, Forschungszentrum Jiilich, 52425 Jiilich, Germany — 2CNR-
SPIN, 1-84084 Fisciano (SA), Italy — 3Dipartimento di Fisica “E. R.
Caianiello”, Universita di Salerno, I-84084 Fisciano (SA), Italy

We study the tetragonal to monoclinic structural transition and the ori-
gin of the orbital order in KCrF3s. We discuss similarities with KCuF's
and LaMnOs. We compare the hopping parameters for the cubic,
tetragonal and monoclinic structures of KCrF3 using the both projec-
tors and maximally localised Wannier functions. Moreover, we calcu-
late the Coulomb parameters using a linear response approach. Finally,
we study the effects of spin-orbit and the origin of low-temperature
weak ferromagnetism.

TT 40.29 Wed 15:00 Poster D
Vibrational IR-spectroscopy of charge-ordered a-ET3I3 un-
der pressure — eArMIN DencL!, REBEcca BEYER!, TomisLav
Ivek!2, and MaRTIN DrEsseL! — 11. Physikalisches Institut, Uni-
versity of Stuttgart, Germany — 2Institut za fiziku, P.O. Box 304,

HR-10001 Zagreb, Croatia

One of the most important charge-ordered compounds is the quasi-2D
organic conductor a-ETgl3. Its structure consists of alternating con-
ducting cation (ET-molecules) and insulating anion (I3) layers. The
compound exhibits a first-order metal-insulator phase transition at
Twvi = 135 K which is accompanied by a horizontal striped charge
ordering within the ET layer. For ambient pressure the charge dis-
tribution has been well investigated, so we turned our attention to
pressure-dependent IR-spectroscopy. The asymmetric charge-sensitive
vibration v27(B1y,) is the superior mode to determine the molecular
charge due to its high sensitivity of resonance frequency on charge.
We performed vibrational reflectance IR measurements under hydro-
static pressure up to 11 kbar for a temperature range from 10 to 300 K.
For the insulating charge-ordered phase we determined the molecular
charge for the charge rich molecules. By applying pressure, the phase
transition gets suppressed to lower temperatures by (9 + 0.5) K/kbar
towards the metallic phase. The charges of the charge rich molecules
do not show any dependence on temperature, but by increasing pres-
sure, a linear shift to lower values can be observed.

TT 40.30 Wed 15:00 Poster D
Seebeck measurements on Pt-C FEBID nanostructures —
eHriko REerru!3, RoLanD SacHser!, Marrtuias C. ScHMITTZ,
FRIEDEMANN VOELKLEIN?, and MicuaeL Hutn! — !Physikalisches
Institut, Goethe-University, Frankfurt am Main, Germany — 2Guenter
Effgen GmbH, Herrstein, Germany — 3IMtech, Hochschule Rhein

Main, Ruesselsheim, Germany

We investigated the thermo voltage of Pt-C granular metals fabricated
by focused electron beam-induced deposition (FEBID) using trimethyl
(methylcyclopentadienyl) platinum (IV) as precursor. The FEBID
structures were deposited on specially designed microchips that al-
low measuring the Seebeck-coefficient of the samples. The electronic
intergrain-coupling strength of the samples was tuned by post-growth
electron-irradiation. Controlled by in situ measurement of the elec-
trical conductivity of the deposits electrical conducting, insulator-
to-metal transition and insulating samples were obtained by post-
irradiation. We present the used microchip and results of the elec-
trical conductivity and the Seebeck-coefficient measurements of the
Pt-C granular samples in a temperature range from room to liquid
4He temperature and compare our results with theory.

TT 40.31 Wed 15:00 Poster D
Mott correlated states in the underdoped two-dimensional
Hubbard model: variational Monte Carlo versus a dynami-
cal cluster approximation — eLuca F. ToccHio, HunPYo LEE,
HaraLD 0. JescHKE, Roser VALENTI, and CLAaUDIUS GROS — Insti-
tut fiir Theoretische Physik, Goethe-Universitdat Frankfurt am Main,
Germany

We investigate the properties of the frustrated underdoped Hubbard
model on the square lattice using two complementary approaches, the
dynamical cluster extension of dynamical mean field theory, and vari-
ational Monte Carlo simulations of Gutzwiller-Jastrow wavefunctions
with backflow corrections. We compare data for the energy and the
double occupancies, as obtained from both approaches. At small dop-
ings, we observe a rapid crossover from a weakly correlated metal at
low interaction strength U to a non-Fermi liquid correlated state with
strong local spin correlations. Furthermore, we investigate the stabil-
ity of the correlated state against phase separation. We observe phase
separation only for large values of U or very large frustration. No
phase separation is present for the parameter range relevant for the
cuprates.

TT 40.32 Wed 15:00 Poster D
Multiplets of the full and simplified Coulomb Hamiltoni-
ans in bases of spherical and cubic harmonics — eHERMANN
Urm and Erik KocH — German Research School for Simulation
Sciences, Forschungszentrum Jiilich, and RWTH Aachen University,
52425 Jiilich, Germany

Correctly including electron-electron interactions is crucial for the re-
alistic description of strongly correlated materials. Approaches like
LDA+U use simplified Dudarev Hamiltonian [1] or full Hamiltonian
[2] which are both solved in the HF (mean-field) approximation and ro-
tationally invariant, i.e. independent of the basis. For the QMC often
the Kanamori Hamiltonian [3] or a simplified density-density version
which is basis dependent is used to avoid the Fermi sign problem. Here
we compare the spectra and eigenstates of the full rotationally invari-
ant electrostatic Hamiltonian and its simplified versions.

[1] S.L. Dudarev et al., Phys. Rev B 57, 1505 (1998)

[2] A.L Liechtenstein, V.I. Anisimov, J. Zaanen, Phys. Rev. B 52,
R5467 (1995)

[3] J. Kanamori, Prog. Theor. Phys., 275 (1963)

TT 40.33 Wed 15:00 Poster D
Ab-initio Hubbard parameters for molecular crystals by a
symmetry decomposed Ewald method — eMicHAEL M. E.
BauMGARTEL and Erik KocH — German Research School for Sim-
ulation Sciences, Forschungszentrum Jiilich, and RWTH Aachen Uni-
versity, 52425 Jiilich, Germany

For strongly correlated molecular crystals we determine realistic Hub-
bard parameters ab-initio. Restricting to electrons in the partially
filled bands, screening by the other electrons renormalizes the Hub-
bard parameters. The intra-molecular screening is treated within DFT,
while inter-molecular Coulomb interaction is modeled by a lattice of
distributed polarizabilities. Charging of a molecular orbital breaks the
periodic symmetry of dipole interactions. By separating the linear re-
sponse, we obtain a periodic dipole-dipole interaction operator that
is independent of the actual polarization pattern. Inverting this op-
erator gives the self-consistent linear screening. In reciprocal space
the interaction matrix is low-dimensional, but long-range. However,
we obtain rapidly converging matrix elements through an optimized
Ewald-summation.

We present eigen-spectra of Fourier transformed dipole interaction
matrices. Employed on a Brillouin zone grid our fast diagonalization
method yields the Hubbard parameters, both on-site and long-ranged,
for any charging of molecular orbitals. We demonstrate our method
for Fullerenes as well as TTF-TCNQ crystals.

TT 40.34 Wed 15:00 Poster D
Effective gauge field description for the bilinear-biquadratic
spin-one chain — eSuuie Hul, Ari M. TurNER?, and FRaNk
PorLmann! — Max-Planck-Institut fiir Physik komplexer Systeme,
01187 Dresden, Germany — 2University of Amsterdam, 1090 GL. Am-
sterdam, The Netherlands

We study the one-dimensional bilinear-biquadratic spin-one model.
For this model, the possible existence of a nematic phase between the
dimerized and the ferromagnetic phase has been debated. An alterna-
tive prediction is derived by modeling the nematic as a quantum rotor
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model with a Berry’s phase. This theory predicts that the long-range
nematic phase does not strictly exist, but that the dimerized phase is
a version of it that has been disordered by quantum fluctuations. We
present evidence for the latter theory by using it to predict the scaling
of the correlation length and the dimerization strength, and then test-
ing these scaling laws with large scale infinite system density-matrix
renormalization group calculations, suggesting that the dimerization
persists (albeit very weakly) all the way to the edge of the ferromag-
netic state.

TT 40.35 Wed 15:00 Poster D
Thermal form factors of the anisotropic Heisenberg chain —
eMaxiME Ducavie and FrRaANK GOHMANN — Bergische Universitit
Wuppertal

We derive expressions for the form factors of the quantum transfer
matrix of the spin-1/2 XXZ chain which allow us to take the infinite
Trotter number limit. This solves the longstanding problem of describ-
ing analytically the amplitudes in the leading asymptotics of the finite
temperature correlation functions of the model. We show how known
results for the high-temperature asymptotics are recovered from the
form factor expansion. In the zero-temperature limit we derive the
‘critical behaviour’ of the form factors from our formulae.

TT 40.36 Wed 15:00 Poster D
Factorisation of correlation functions of the integrable spin-1
Heisenberg chain at finite temperature — eDomiNIC NAWRATH
and ANDREAS KLUMPER — Bergische Universitdt Wuppertal, Theo-
retische Physik, Gauss-Strasse 20, 42119 Wuppertal

Based on the reduced quantum Knizhnik-Zamolodchikov equation we
derive discrete functional equations for the two site density matrix of
the isotropic spin-1 Heisenberg chain [1, 2, 3|. This set of equations
can be solved by a transcendental two point function that satisfy a
three point equation. Furthermore by means of the fusion procedure
[6] it seems that the factorization of correlation functions in the spin-
1/2 case holds for correlation functions of the spin-1 model [4, 5].

[1] B. Aufgebauer and A. Kliimper, J. Phys. A Math. Theor. 45
(2012), 20pp.

[2] H. Boos et al., Algebra and Analysis 17 (2005), 115.

[3] H. Boos et al., Comm. Math. Phys. 261 (2006), 245.

[4] H. E. Boos, V. E. Korepin, F. A. Smirnov, Nucl. Phys. B 658
(2003), 417.

[5] H. E. Boos et al., Nucl. Phys. B 712 (2005), 573.

TT 40.37 Wed 15:00 Poster D
Spin dynamics in Azurite: high-field ESR studies — eM.
Ozerov!, D. Kamenskyr!, J. Wosnitzal, H. EnceELkamp2, F.
WoLrr-FaBris®, S. Francouar?, M. JamMe®, and S. Zvvacin! —
1Dresden High Magnetic Field Laboratory (HLD), Helmholtz-Zentrum
Dresden - Rossendorf, Germany — 2High Field Magnet Laboratory,
Institute for Molecules and Materials, Radboud University, 6525 ED
Nijmegen, The Netherlands — 3European XFEL GmbH, 22607 Ham-
burg, Germany — “Deutsches Elektronen-Synchrotron DESY, Hasy-
lab Petra III, 22607 Hamburg, Germany — >MPA-CMMS, Los Alamos
National Laboratory, Los Alamos, New Mexico 87545, USA

The natural mineral azurite (Cuz(CO3)2(OH)z2), a spin-1/2 chain sys-
tem with a distorted diamond structure, has been probed by means of
electron spin resonance and far-infrared spectroscopy in magnetic fields
up to 50 T. The observed spectra revealed a very complex picture of
magnetic excitations including the co-existence of monomer and dimer
excitations, as well as their high-energy bound states. The observation
of the bound monomer-dimer states is of particular importance, illu-
minating the limitation of the simple isolated dimer-monomer chain
model employed for the description of magnetic properties of Azurite
previously. The peculiarities of the resonance absorption in Azurite
are discussed.

This work was partly supported by the DFG and EuroMagNET (EU
contract No. 228043).

TT 40.38 Wed 15:00 Poster D
Exploring the Magnetic Phase Diagram of the Frustrated
Chain Cuprate PbCuSO4(OH)> - Linarite — oM. ScHAPERs!,
A. U. B. Worrer?!, F. Lipps!, V. Karagv!, S.-L. DRECHSLER!,
S. Nismmmoro!, R. Brver?, M. Umnrarz?, J. Wosnitza2, B.
WILLENBERGS®, M. Reenuis®, K. C. RuLe®, B. OuLappiar?, S.
StLLow?®, and B. BUcuNER! — !Leibniz-Institut IFW Dresden, Dres-
den, Germany — 2Dresden High Magnetic Field Laboratory, Dresden,

Germany — SHZB, Berlin, Germany — *ILL, Grenoble, France —
5IPKM, TU Braunschweig, Braunschweig, Germany

We present a detailed experimental and theoretical study of the frus-
trated s = % spin-chain compound Linarite, PbCuSO4(OH)2, with
competing nearest-neighbor and next-nearest-neighbor exchange inter-
actions. Our experimental data are described using various theoretical
approaches to obtain the magnetic exchange interactions resulting in
a frustration ratio o ~ 0.36 close to the 1D critical point [1]. ESR
and NMR at elevated temperatures indicate a highly frustrated sys-
tem with the onset of magnetic correlations far above the long range
magnetic ordering temperature Ty = 2.8 K. Below Ty the ground
state was found to be an elliptical, incommensurate spin spiral [2].
Linarite shows a multiplicity of magnetic field induced phases which
could be identified by neutron- and NMR-measurements.

This work has partially been supported by the DFG under Contracts
No. WO 1532/3-1 and No. SU229/10-1.

[1] A. U. B. Wolter et al., Phys. Rev. B. 85, 014407 (2012)
[2] B. Willenberg et al., Phys. Rev. Lett. 108, 117202 (2012)

TT 40.39 Wed 15:00 Poster D
Synthesis and magnetic characterization of Cu3z(OH)4SO4 —
eJunc Hwan Crun!, Josepn M. Law?, and REINHARD K. KREMER!
— !Max Planck Institute for Solid State Research, Heisenbergstrasse
1, 70569 Stuttgart — 2Dresden High Magnetic Field Laboratory,
Bautzner Landstrasse 400, 01314 Dresden

We report the successful synthesis and magnetic characterization of
Cuz(OH)4SO4 which contains Cu triple chains of two non-equivalent
Cu?7 ions, Cul and Cu2[l]. Antlerite, Cuz(OH)4SO4, was proposed
to be a candidate of an idle-spin magnetic system, with long-range
ferromagnetic ordering in the Cu2 central chains and AFM ordering
between Cu2-Cul-Cu2 chains|2]. Recently, it was proposed that the
central chains of Cul also contribute to field-induced phases. Then
it is questioning the proposed picture of Antlerite being an idle spin
system[3]. We employed hydrothermal synthesis methods to prepare
a phase pure microcrystalline Antlerite polycrystalline sample which
we characterized by X-ray diffraction, magnetic susceptibility, heat ca-
pacity and high field magnetization measurements.

[1] H. J. Koo, et al., J. Phys. Soc. Jap. 81, 063704 (2012)
[2] S. Vilminot, et al., Inorg. Chem. 46, 10079 (2007)
[3] S. Hara, et al., J. Phys. Soc. Jap. 30, 043701 (2011)

TT 40.40 Wed 15:00 Poster D

Magnetic Frustration in a Quantum Spin Chain: The Case of
Linarite — eBRriTTA WILLENBERG 2, MARKUS SCcHAPERS®, KIRRILY

RuLE®, ANJA WoLTER?, MANFRED REEHUIS!, BACHIR OULADDIAF?,

Hanso Ryri!, Bastian Kiemke!, Krauvs Kierer!, and STEFAN
StLLow? — 'Helmholtz-Zentrum Berlin, Germany — 2IPKM, TU
Braunschweig, Germany — SIFW, Dresden, Germany — %Institute
Laue Langevin, Grenoble, France — SANSTO, Bragg institute, Aus-

tralia

The natural mineral linarite PbCuSO4(OH)> is a realization of a frus-
trated one dimensional spin chain. Residual interchain coupling leads
to a magnetically ordered state for temperatures below Ty =2.8 K with
an unusual critical behavior at the transition. A rich magnetic phase
diagram for an applied magnetic field along the chain direction was
found [1] which we characterized by neutron diffraction and thermo-
dynamic measurements.

This work has partially been supported by the DFG under contracts
WO 1532/3-1 and SU229/10-1.

[1] B. Willenberg et al., Phys. Rev. Lett. 108, 117202 (2012)

TT 40.41 Wed 15:00 Poster D
Spin dynamics in swedenborgites — eSTEFAN BUHRANDT — Uni-
versitdt Koln

Swedenborgites are magnetic systems of stacked Kagome and triangu-
lar lattices that exhibit strong geometric frustration due to antiferro-
magnetic coupling between all ions. In the most simple model, these
systems are described with only two distinct antiferromagnetic next
neighbor interactions, one inside and one out of the Kagome layers.
Depending on their ratio, the groundstate is either unique or highly
degenerated. In the latter case, these systems show interesting dynam-
ics in the sense that one finds flat bands in spin-wave calculations as
well as zero-mode signatures in the specific heat within classical Monte
Carlo simulations. We discuss the appearance of these zero-modes in
dependence on the ratio of the antiferromagnetic couplings and com-
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pare to experimental findings on the compund CaBaCozFezO7.

TT 40.42 Wed 15:00 Poster D
Pulsed-field experiments on the quasi-2d antiferromagnet
CsaCuBry — eLaRrs PostuLka, BERND WoLF, PHAM THANH
Cong, Narania vaN WEeLL, Franz RiTTER, WoLF Assmus, and
MicHAEL LaNG — PhysikalischesInstitut, Goethe-Universitdt Frank-
furt (M), SFB/TR 49, D-60438Frankfurt (M), Germany

We present pulsed-field measurements up to 50 T of the longitudi-
nal elastic constant ci1 for 1.5 K < T < 4.2 K on single crystalline
samples of CspCuBry, aiming at identifying the signatures of the pro-
posed spin liquid in the material’s elastic properties. A large softening,
caused by the coupling of the quasi-2d spin fluctuations to the phonon
system, is observed for magnetic fields smaller than the critical field
B:. ~ 31T (B//a), an effect which is more pronounced for lower tem-
peratures. As expected, in the fully-polarized state the c1; mode is
field independent for all temperatures. We compare the magnetoe-
lastic properties of CsoCuBrg with those of CsoCuCly which is less
frustrated and according to neutron scattering data can be character-
ized as a spin liquid. In the latter material the quantum-critical point
is located at B, = 8.5 T (B//a). In addition, we present a set-up for
high precision-magnetization measurements in pulsed fields. The re-
sults of the experiments on CsaCuBry will be discussed in connection
with the ultrasonic data.

TT 40.43 Wed 15:00 Poster D
Magnetic susceptibility measurements in the metal-organic
spin-dimer system TK91 at very low temperatures — eS.
Becker!, U. Turscu!, B. Worr!, Y. Tsui!, A. Brour!, T.
KreTz?, H.-W. LERNER?, M. WacGNER2, S. WEsseL?, T. SaHA-
Dascupta?, H. JescHkE®, R. VALENTI®, and M. Lancg! — 1Phys.
Inst., Goethe-Universitit, 60438 Frankfurt — 2Inst. f. Anorg.
Chemie, Goethe-Universitit, 60438 Frankfurt — 3Inst. f. Theor. Fes-
tkérperphysik, RWTH Aachen, 52056 Aachen — %S.N. Bose National
Centre for Basic Sciences, Salt Lake City, Kolkata 700098, India —
S5Inst. f. Theor. Physik, Goethe-Universitit, 60438 Frankfurt

Low-dimensional quantum spin systems show interesting properties
at very low temperatures and sufficiently high magnetic fields. Ac-
cording to first principle Density Functional Theory calculations, the
compound CgzgHygCu2FgNgO12S2 (TK91) is expected to be a 2-
dimensionally (2d) coupled spin-1/2 dimer system with an intradimer
interaction of J1 /kp ~ 10 K and interdimer couplings of J;/kp ~ 1 K.
We report on high-resolution ac-susceptibility measurements on TK91
as function of magnetic field B < 8 T" and temperature 0.04 K < T <
1 K. Quantum Monte Carlo simulations for various interdimer coupling
schemes fit the data very well for the 2d model whereas significant de-
viations are observed for all other cases thus confirming TK91 as a 2d
spin-dimer system. In particular, we identify a range in the B-T phase
diagram where the system shows distinct 2dXY behaviour accompa-
nied by the formation of vortices and antivortices in the effective spin
configuration.

TT 40.44 Wed 15:00 Poster D
Local probe studies (ESR and NMR) on the BaAg>Cu[VOy4]2
quantum magnet — eoY. Krupskayal, M. Scuipers!, E.
Vavioval2)  A.U.B. Worrer-Giraupn!, H.-J. Grarre!, V.
Kataevl, A. MOLLER?, and B. BucaNer! — IFW Dresden, Ger-

many — 2ZPhTI, Kazan, Russia — 3University of Houston, USA

BaAgoCu[VOyl2 contains Cu(II) S = 1/2 on a distorted triangular
lattice. DFT band structure calculations, quantum Monte-Carlo sim-
ulations, and high-field magnetization measurements show that the
physics of this compound is determined by a superposition of fer-
romagnetic and antiferromagnetic uniform spin chains with nearest
neighbour exchange couplings of Jpy = —19K and Japm = 95K [1].
Here we report the study of BaAgaCu[VO4]2 by High-Field /Frequency
Electron Spin Resonance (HF-ESR) and Nuclear Magnetic Resonance
(NMR) spectroscopies, which probe the local magnetic properties. In
the HF-ESR measurements, we observe an anisotropic ESR spectrum
typical for the Cu(II) ions and determine the g-tensor, gparal = 2.38
and gperp = 2.06. Moreover, we see a substantial shift of the ESR lines
at temperatures below 40 K indicating the presence of short range mag-
netic correlations. NMR methods allowed for the investigation of local
magnetic fields, the 7} and T» relaxation times of the 51V sites. A
pronounced broadening of the NMR line is observed at temperatures
below 60 K which is consistent with the ESR results. We discuss the
local probe results with relation to the thermodynamic studies and
theory calculations.

[1] A.A. Tsirlin et al. Phys. Rev. B 85, 014401 (2012)

TT 40.45 Wed 15:00 Poster D
Superconducting energy gap of the organic charge-transfer
salts k-(ET)2Cu[N(CN)2|Br and k-(ET)2Cu(NCS), studied
by point-contact spectroscopy — eSEVERIN SCHAD, BENEDIKT
HarTMANN, and JENS MULLER — Physikalisches Institut, Goethe Uni-
versitat, Frankfurt, Germany

The organic charge transfer salts (BEDT-TTF)2X form crystalline
structures with alternating conducting and insulating layers serving as
model systems for two-dimensional metals with strong electronic corre-
lations. Different electronic phases are realised for example by varying
the anion X. Compounds with X=Cu|[N(CN)z|Br and Cu(NCS)2 show
metallic behaviour with a superconducting transition at temperatures
of 11.5 K and 9.5 K, respectively.

Although intensively studied, both the anomalous normal conducting
state and the nature of superconductivity (regarding the order param-
eter symetry and the mechanism of cooper pairing) remain unresolved
[1]. We use the technique of soft point contact spectroscopy for inves-
tigating the superconducting gap structure. Meaningful results require
the creation of small interfaces between the superconductor and a nor-
mal metal in order to obtain % vs. V curves. The poster will provide
information about measurement and various fabrication techniques.
Experimental results of both temperature and magnetic-field depen-
dences are presented as well as the discussion of zero-bias conductance
curves.

[1] N. Toyota, M. Lang and J. Miiller, Low-Dimensional Molecular
Metals, Solid State Science, Springer-Verlag Berlin Heidelberg (2007)

TT 40.46 Wed 15:00 Poster D
Thin films of the organic charge transfer compounds
TMP-F,TCNQ and TMP-DTF — eKar ACKERMANN!, MiI-
LAN Ruprorr!, MicuAEL BorTe?, HARALD JESCHKES, MATTHIAS
WacNER?, RosErR VALENTI?, and MicHAEL Hurn! — !Physikalisches
Institut, Goethe-Universitdt, Max-von-Laue-Strafte 1, 60438 Frank-
furt am Main — 2Institut fiir Anorganische und Analytische Chemie,
Goethe-Universitat, Max-von-Laue-Strafe 7, 60438 Frankfurt am Main
— 3Institut fiir Theoretische Physik, Goethe-Universitiat, Max-von-
Laue-Strafte 1, 60438 Frankfurt am Main

We present results of our investigations on thin films of the or-
ganic charge transfer compounds TMP-F4TCNQ [(4,5,9,10-Tetra-
methoxypyrene)-(2,3,5,6-Tetrafluoro-7,7,8,8-tetracyanoquinodimeth-
ane)] and TMP-DTF [(4,5,9,10-Tetramethoxypyrene)-(9-Dicyano-
methylene-2,4,7-trinitrofluorene)]. The films were grown on silicon
dioxide, silicon nitride, sodium chloride and gold substrates by using
organic molecular beam deposition (OMBD). The growth proper-
ties were investigated by atomic force microscopy (AFM), scanning
electron microscopy (SEM) and X-ray diffractometry. The structure
analysis of TMP-F4TCNQ shows a triclinic symmetry with a mixed
stack configuration and a layered structure of donor and acceptor
molecules. First X-ray diffractograms of TMP-F4TCNQ films suggest
preferential growth perpendicular to the stacking direction on silicon
dioxide. Capacitance, conductivity and field effect measurements of
both materials are presented and discussed in conjunction with band
structure calculations within the framework of density functional the-
ory.

TT 40.47 Wed 15:00 Poster D
Scanning Tunneling Spectroscopy at Surfaces of Supercon-
ducting Charge-Transfer Salts — eSANDRA DienrL'»2:3, TORSTEN
MeTHFESSEL? 3, JENs MULLER??4, MicHAEL Lanc??, and Hans-
Joacaiv Ermers?® — !Graduate School Materials Science in
Mainz, 55099 Mainz — 2SFB/TR 49 — 3Institut fiir Physik, Jo-
hannes Gutenberg-Universitit, 55099 Mainz — 4Physikalisches Insti-
tut, Goethe-Universitit, 60438 Frankfurt am Main

Superconducting materials based on organic charge-transfer salts are
regarded as candidates for unconventional superconductors because
their properties strongly deviate from the BCS theory, similar to the
high-temperature superconductors. We study x-|ET]2Cu[N(CN)2|Br-
crystals. Previous measurements showed a surface contamination of
the crystals. Because of that we developed an in-situ cleaving mech-
anism for the preparation of clean surfaces. Measurements on these
cleaved crystals show an improved signal-to-noise ratio in the mea-
sured I(U) spectra and atomic flat surfaces in the topographic images
(nanometer scale in the height profile). All investigations were done
under UHV-conditions (5 - 107! mbar) using a scanning tunneling
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microscope at 5 K.

TT 40.48 Wed 15:00 Poster D
New insight in the glass-like dynamics of the organic
charge-transfer salts k-(BEDT-TTF)2X from fluctuation
spectroscopy — eBENEDIKT HARTMANN!, RoBERT RoMMEL!, JENS
BRANDENBURG!, JOHN ScHLUETER?, and JENs MULLER! — Institute
of Physics, Goethe-University Frankfurt, Max-von-Laue-Str. 1, 60438
Frankfurt (M) — 2Argonne National Laboratory, Materials Science
Division, Argonne, IL, USA

The organic molecular conductors k-(BEDT-TTF)2X are model sys-
tems for studying the physics of correlated electrons in reduced dimen-
sions. Recently, the influence of intrinsic disorder on the Mott metal-
to-insulator transition (MIT) has been in the focus of experimental
and theoretical studies. Fortunately, the degree of intrinsic disorder
can be systematically studied through a structural glass-like transition
related to the ethylen-endgroups of the BEDT-TTF molecules.

The common method of choice to study the fundamentals of this tran-
sition would be dielectric spectroscopy, which due to the materials’
high conductivity, however, is not applicable.

In this contribution we demonstrate that fluctuation (noise) spec-
troscopy is a suitable technique to access the intrinsic properties of the
glass-like transition. The temperature dependence of 1/f-type fluc-
tuations around this transition can be described by a Vogel-Fulcher-
Tamman law. Thereby new insight in the glass-like transition is gained
and enables one to classify the k-(BEDT-TTF)2X-salts as highly frag-
ile glasses.

TT 40.49 Wed 15:00 Poster D
Exploring the full phase diagram of TTF-CA under pres-
sure — eARMIN DENcL!, Tobias KnoBLaucH!, REBEcCcA BEYER!,
TowmisLav Ivexk!:2, GaBrIELE UNTEREINER!, and MARTIN DRESsEL!
— 11. Physikalisches Institut, University of Stuttgart, Germany —

2Institut za fiziku, P.O. Box 304, HR-10001 Zagreb, Croatia

Tetrathiafulvalene-p-chloranil (TTF-CA) is a 1D organic charge-
transfer complex exhibiting a neutral-to-ionic phase transition (NIT),
which can be induced both by temperature and pressure. At ambi-
ent pressure the phase transition occurs at the critical temperature
TniT = 81 K. It is a first order transition with a jump in ionicity from
CA—03 to CA=96. For a long time the pressure induced NIT was
assumed to be continuous, but subsequent studies were able to show
a small jump in ionicity. Above a pressure of about 8 kbar, a second
sort of CA with a slightly different ionization evolves, an effect which
is not yet well investigated.

Most studies on this compound were done either with a dependance
on temperature or pressure. We performed vibrational reflectance IR~
spectroscopy under hydrostatic pressure up to 11 kbar for a temper-
ature range from 10 to 300 K. To determine the average ionicity per
CA molecule we took advantage of the b1, C=0O stretching vibration
which has a strong dependence of resonance frequency on ionicity. By
applying pressure, the NIT shifts to higher temperatures by (25.2 +
1) K/kbar and the transition becomes broader. For the first time we
show the ionicity of CA as a function of both temperature and pressure
throughout the whole phase diagram.

TT 40.50 Wed 15:00 Poster D
Thin film growth and characterization of the neutral-
ionic phase transition system tetrathiafulvalene-p-chloranil
— eAcHIM RiIPPERT, MIiLaAN RupLOFF, KAl ACKERMANN, LUKAS
KEeLLER, and MicHAEL HutH — Physikalisches Institut, Goethe-
Universitdt, Max-von-Laue-Str. 1, 60438 Frankfurt am Main

Tetrathiafulvalene-p-chloranil (TTF-QCI4) thin films have been pre-
pared by physical vapor deposition of the pre-reacted source material
on the substrate materials NaCl, Si02 and Au. We studied the growth
characteristics and electronic transport properties with a view to the
influence of substrate-induced effects, such as clamping and strain, on
the electronic properties of the layers. TTF-QCIl4 is a mixed-stack
organic charge transfer compound that shows a temperature-driven
paraelectric-to-ferroelectric phase transition associated with a charge
of the charge transfer degree at 81 K. This phase transition could be
observed in our thin films during electronic transport measurements, as
well as in frequency dependent capacity measurements. Furthermore,
a color change of the materials could be noticed at the transition tem-
perature. Our research aims for taking advantage of thin-film specific
control mechanisms, such as induced biaxial strain and electrostatic
field effects, and thus providing a new perspective on the neutral-ionic
phase transition in the one-dimensional, mixed-stack organic charge

transfer compounds.

TT 40.51 Wed 15:00 Poster D
Resistivity and Hall-Effect Measurements on LaAlO3/SrTiO3z—
§ Heterostructures — eAuMED SLEEMY2, DRk Fuchs!, PHILIPP
MULLER3, RUpOLF ScHNEIDER!, DAcMAR GERTHSEN®, and HILBERT
voN LouNEYSEND? — lInstitut fiir Festkorperphysik, Karlsruher In-
stitut fiir Technologie, 76021 Karlsruhe, Germany — 2Fakultét fiir
Physik, Karlsruher Institut fiir Technologie, 76031 Karlsruhe, Ger-
many — 3Laboratorium fiir Elektronenmikroskopie, Karlsruher In-
stitut fiir Technologie, 76031 Karlsruhe, Germany — “Physikalisches
Institut, Karlsruher Institut fiir Technologie, 76031 Karlsruhe, Ger-
many

The influence of the oxygen partial pressure p(Oz2) during film depo-
sition on the transport properties of LaAlO3/SrTiO3_s heterostruc-
tures was analyzed by resistivity and Hall-effect measurements. To
this end, thin films of LaAlOs were grown epitaxially by pulsed laser
deposition on TiOg terminated <001> oriented SrTiOgs substrates at
different oxygen partial pressure p(O2), i. e., 1073 mbar > p(Oz) >
10~ mbar. Electrical contacts to the interface were prepared by argon
ion-etching and subsequent filling by sputtering of Pt pads. Resistiv-
ity measurements were carried out in Van-der-Pauw geometry for 4.2
K < T < 300 K. The charge carrier concentration, n., and mobility,
te, were deduced from the Hall-constant, Rz, and conductivity, o ,
at room temperature and 4.2K. With decreasing p(O2) the resistiv-
ity changes from an insulating/semi-conductive to a metallic behavior.
Experimental results with respect to the sheet resistance Rg, ne, and
e versus p(Oz) will be presented and discussed.

TT 40.52 Wed 15:00 Poster D
Wetting an oxide heterostructure: influence of sur-
face water adsorbates on the electronic properties of
LaAlO3/SrTiO3 studied by in situ photoelectron spec-
troscopy — ePHILIPP SCHEIDERER!', FLORIAN Prarr!, JupirTh
GaBEL!, MinAELA Gorcor?, MicHAEL SiNG!, and RaLPH CLAESSEN!
— Universitit Wiirzburg, Physikalisches Institut — 2BESSY II.,
Albert-Einstein-Strasse 15, Berlin

Oxide heterostructures display many interesting phenomena, one ex-
ample being the formation of a two-dimensional electron system
(2DES) at the LaAlO3/SrTiO3 (LAO/STO) interface beyond a critical
thickness of 4 monolayers (ML) of the polar LAO [1,2]. An explana-
tion for this behavior is the so-called electronic reconstruction. In this
context it was recently shown that polar adsorbates can enhance the
conductivity of the 2DES [3]. Besides their electrostatic influence it
was discussed that surface defects/adsorbates can also act as a charge
reservoir [4]. To examine the impact of surface adsorbates on the
2DES we performed in situ photoelectron spectroscopy on 6ML thick
LAO/STO heterostructures exposed to a defined amount of water va-
por. In response to the adsorbed water we observe an increase of charge
carriers at titanium sites. Furthermore a comparison between bulk and
interface sensitive measurements indicates that the additional charge
carriers are located at the interface.

[1] Ohtomo et al., Nature 427, 423 (2004)

[2] Thiel et al., Science 313, 1942 (2006)

[3] Xie et al., Nature Comm. 2, 494 (2011)

[4] Bristowe et al., Phys. Rev. B 83, 205405 (2011)

TT 40.53 Wed 15:00 Poster D
Localized and delocalized interface states in LaAlO3/SrTiO3
heterostructures as probed by resonant inelastic x-ray

scattering — eFLORIAN Prarr!, HipeEnorl Fustwara2, YosHiTo
NisHITANI®, YosHiHISA HaRapa?, SHIGEMAsA Suca2, MICHAEL
Sing!, and RarLpu CrLaessen! — !Physikalisches Institut, Univer-

sitdt Wiirzburg — 2Graduate School of Engineering Science, Osaka
University — 3Department of Physics, Konan University — 4Institute
for Solid State Physics, University of Tokyo

The interface between the two band insulators LaAlOsz (LAO) and
SrTiO3 (STO) hosts a two-dimensional electron system of itinerant
charge carriers above a critical LAO overlayer thickness of 3 monolay-
ers. Interface ferromagnetism coexisting with superconductivity has
been found and attributed to local moments. Recently, two peaks in
resonant inelastic x-ray scattering (RIXS) indeed have been correlated
with delocalized and localized charge carriers [1]. To shed light on the
coexistence of the two types of Ti 3d carriers we performed RIXS on
LAO/STO heterostructures with different overlayer thicknesses and
different concentrations of oxygen vacancies. While there is an in-
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crease of the total charge seen in RIXS with increasing film thickness
for samples showing the critical thickness behavior, surprisingly, the
spectrum remains unchanged for samples that have been intentionally
doped with oxygen vacancies. We discuss this in terms of the electronic
reconstruction scenario and a possible non equilibrium situation due
to the generation of electron-hole pairs during irradiation.

[1] Ke-Jin Zhou et al., Phys. Rev. B 83, 201402(R) (2011)
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Growth and physical properties of LagCu70O19 single crystals
— eAsuwIN Mouan!, SurJEET SiNgH?, WOLF SCHOTTENHAMEL!,
GiacoMmo Pranpol, SVEN Parrzscu!, VALENTINA Bisoani!, ABDEL-
Harez Manmoup!, JocHEN GEck!, SABINE WURMEHL!, CHRISTIAN
Hess!, and BERND BUcHNER! — IFW Dresden, Germany — 2IISER

Pune, India

Spin ladder compounds are valuable in understanding the physics of
crossover from one dimensional to the two dimensional nature of spin
systems. They have been known to show interesting magnetic ground
states and even superconductivity upon doping. Gapped and un-
gapped spin excitation spectra have been predicted and experimen-
tally verified for spin ladders with even and odd number of ladder-legs
respectively. Therefore, this class of materials has been of particular
interest in the field of low dimensional quantum magnets. It is known
that in the thermodynamic phase diagram of LasO3-CuO there exists
a compound whose spin structure resembles that of a five leg ladder,
though there has not been much progress towards understanding its
magnetism as it is challenging to grow it as a single crystal. Here, we
have used the travelling floating zone method to grow single crystals of
LagCu7019 and measured some of its physical properties. This com-
pound magnetically orders below 103K and shows anisotropic magnetic
behavior, the nature of which is not yet clear.

TT 40.55 Wed 15:00 Poster D
Phase diagram of the effective Ising spin-1/2 chain compound
CoNb20Og in transverse magnetic field — eSIMON SCHARFFE,
OLIVER BREUNIG, JOHANNA FRIELINGSDORF, MARTIN VALLDOR,
Markus GarsT, ERAN SELA, and THOMAS LoreNnz — II. Physikalis-
ches Institut, Universitiat zu Koln

CoNb2Og is a model system to investigate the quantum phase tran-
sition of Ising spins in a transverse magnetic field. The interesting
physics exclusively takes place within the magnetic CoOg layers, sepa-
rated by non-magnetic NbOg layers. The edge-sharing oxygen octahe-
drons link the Co2?%spins and form 1D ferromagnetic chains along the
¢ axis. Due to crystal field effects an easy-axis anisotropy is present,
which leads to an effective spin-1/2 system described by the Ising
model. Small inter-chain couplings Jj = 0.01-J, cause long-range
antiferromagnetic order, which is incommensurate below Th1=2.95 K
and becomes commensurate at Tn2=1.97 K. A magnetic field paral-
lel to the b axis is normal to the easy axis and allows to study the
quantum phase transition in transverse field. Above 5 T the system
is driven through its quantum critical point to a quantum paramag-
net. Only few studies of the transverse field case are available. We
present measurements of specific heat and magnetization in a temper-
ature range from about 0.3 up to 10 K and discuss the phase diagram.
We compare our measurements with the theoretical predictions of the
1D Ising model in a transverse field.
This work was supported by the DFG through SFB 608.

TT 40.56 Wed 15:00 Poster D
Coexistence of anomalous and normal diffusion in integrable

Mott insulators — eRoBIN STEINIGEWEG!:2, JAcEK HERBRYCHZ,

PETER PRELOV3EK2, and MARCIN MIERZEJEWSKI® — llInstitute
for Theoretical Physics, Technical University Braunschweig, D-38106
Braunschweig — 2Department of Theoretical Physics, Jozef Stefan In-
stitute, SI-1000 Ljubljana — 3Institute of Physics, University of Silesia,

PL-40-007 Katowice

We study the finite-momentum spin dynamics in the one-dimensional
XXZ spin chain within the Ising-type regime at high temperatures
using density autocorrelations within linear response theory and real-
time propagation of nonequilibrium densities. While for the nonin-
tegrable model results are well consistent with normal diffusion, the
finite-size integrable model unveils the coexistence of anomalous and
normal diffusion in different regimes of time. In particular, numerical
results show a Gaussian relaxation at smallest nonzero momenta which
we relate to nonzero stiffness in a grand canonical ensemble. For larger
but still small momenta normal-like diffusion is recovered. Similar re-

sults for the model of impenetrable particles also help to resolve rather
conflicting conclusions on transport in integrable Mott insulators.

TT 40.57 Wed 15:00 Poster D
Quantum phases of a frustrated four-leg spin tube — MARCELO
ARLEGO!, WoLFRAM BRENIG?3, ¢YOUSEF RAHNAVARD?3, BJORN
WILLENBERG23, HEcToR RosaLes!, and GERarDO RossiNni! —
IDepartamento de Fisica, Universidad Nacional de La Plata, C.C. 67,
1900 La Plata, Argentina — 2Institute for Theoretical Physics, Tech-
nical University Braunschweig, D-38106 Braunschweig, Germany —
3Niedersachsische Technische Hochschule, NTH

We study the ground state phase diagram of a frustrated spin-1/2 four-
leg tube. Using a variety of complementary techniques, namely den-
sity matrix renormalization group, exact diagonalization, Schwinger
boson mean field theory, quantum Monte-Carlo and series expansion,
we explore the parameter space of this model in the regime of all-
antiferromagnetic exchange. In contrast to unfrustrated four-leg tubes
we uncover a rich phase diagram. Apart from the Luttinger liquid
fixed point in the limit of decoupled legs, this comprises several gapped
ground states, namely a plaquette, an incommensurate, and an anti-
ferromagnetic quasi spin-2 chain phase. The transitions between these
phases are analyzed in terms of total energy and static structure fac-
tor calculations and are found to be of (weak) first order. Despite the
absence of long range order in the quantum case, remarkable similar-
ities to the classical phase diagram are uncovered, with the exception
of the icommensurate regime, which is strongly renormalized by quan-
tum fluctuations. In the limit of large leg exchange the tube exhibits
a deconfinement cross-over from gapped magnon like excitations to
spinons.

TT 40.58 Wed 15:00 Poster D
Tuning frustrated antiferromagnetism in intermetallic
AFey X5 systems — oKaTHARINA WEBERDZ, NaNDANG MUFTI,
TiL Gorrz2, Tueo Woike3, Hans-HeNNING KrLauss?, CHRISTOPH
BergMANN!, Inca KrarT!, HeLGE Rosner!, and CHRIisTOPH
GeBEL! — Max Planck Institute for Chemical Physics of Solids,
Dresden, Germany — 2Institute of Solid State Physics, Dresden Uni-
versity of Technology, Dresden, Germany — 3Institute for Structural

Physics, Dresden University of Technology, Dresden, Germany

Magnetic systems with reduced dimensionality or frustration are at-
tracting strong interest because these features lead to an increase of
quantum fluctuations which often results in unusual, very interest-
ing properties. Here we present a detailed study of the intermetallic
AFey X2 compounds (A = Sc, Y, Lu, Zr; X = Si, Ge) crystallizing in the
ZrFe4Sia structure type in which the Fe-sublattice is formed by chains
of edge-linked tetrahedra. We synthesized polycrystalline samples of
all these compounds and investigated their magnetic, thermodynamic,
structural and transport properties. Our results indeed evidence this
family of compounds to cover the whole regime from frustrated anti-
ferromagnetic (AFM) order up to the quantum critical point separat-
ing the AFM ground state from the paramagnetic ground state. All
compounds with trivalent A elements show frustrated AFM order. Re-
placement of trivalent A by tetravalent Zr shifts the system towards an
unstable magnetic state. Since YFesSis and ZrFe4Sis present peculiar
features, we also studied the influence of different annealing conditions
and slight off-stoichiometry on their unusual properties.

TT 40.59 Wed 15:00 Poster D
Phase Space Berry Phases and Electronic Transport in Mag-
netic Whirl Structures — eRoBERT BAMLER and AcuiMm Roscu
— Universitédt zu Koln, Cologne, Germany

We present a semi-classical theory of electronic transport in magnetic
whirl structures with spin-orbit coupling. Our theory predicts that the
magnetic whirls carry an electric charge due to a non-vanishing Berry
phase curvature in phase space.

In magnetic materials without inversion symmetry (e.g. MnSi), the
spin-orbit coupling can lead to smooth whirls (skyrmions) in the mag-
netization. The magnetic whirls give rise to an emergent magnetic
field that can be measured as a so-called “topological” contribution to
the Hall signal. The emergent magnetic field is usually explained with
the picture that conduction electrons that transverse the system pick
up a Berry phase because their spin follows adiabatically the direction
of the local magnetization. This explanation neglects the influence of
spin-orbit coupling. However, the anomalous Hall effect in MnSi is
known to be large, indicating that spin-orbit coupling may be relevant
in this material.

In our work, we develop a semi-classical theory of electronic trans-
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port in magnetic whirl structures under the influence of spin-orbit cou-
pling. In addition to the emergent magnetic field and the anomalous
velocity known from the anomalous Hall effect, new cross-terms arise
in the equations of motion and the skyrmions acquire an electric charge
due to Berry phases picked up on closed trajectories in mixed coordi-
nate and momentum space.

TT 40.60 Wed 15:00 Poster D
Transverse susceptibility of high-quality single crystal MnSi
— oFELIX RUCKER!, ANDREAS BAUER!, ALFONSO CHACON!, MAXIM-
1LIAN HirscHBERGER?'!, and CHRISTIAN PFLEIDERER! — ! Technische
Universitdt Miinchen, Physik-Department E21, D-85748 Garching,
Germany — 2Department of Physics, Princeton University, Jadwin
Hall, Princeton, USA

We have developed a bespoke ac susceptometer which is mounted to a
computer controlled rotator. Our susceptometer permits low temper-
ature measurements in applied magnetic fields as a function of angle
ranging from a purely longitudinal to a purely transverse set up, i.e.,
the excitation field may be varied from a parallel to a perpendicular
orientation with respect to the applied field, respectively. To demon-
strate the operation of our susceptometer we have measured the ac
susceptibility of high-quality single crystal MnSi, which reveals several
unexpected features of the transverse susceptibility across the mag-
netic phase diagram. We discuss our results in the context of the
comprehensive theoretical framework developed for the helical order
and field-induced phases in B20 compounds.

TT 40.61 Wed 15:00 Poster D
Linear magnetoelectric effects in the cubic ferrimagnetic heli-
magnet Cuz0SeO3: phenomenological theory — Maria ELENI
BeLEsI!'2, eIloaNNIs RousocHATZAKISZ, MoHAMED ABID!3, ULRICH
RossLER?, HELMuT BERGER!, and JEAN-PHILIPPE ANSERMET! —
nstitut de Physique de la Matiére Condensée, Ecole Polytechnique
Fédérale de Lausanne, Station 3, CH-1015 Lausanne-EPFL, Switzer-
land — 2Leibniz Institute for Solid State and Materials Research,
Helmholtzstrasse 20, 01069 Dresden, Germany — 3King Saud Uni-
versity, Riyadh 11451, Saudi Arabia

We present a phenomenological Landau-Ginzburg theory for the lin-
ear magnetoelectric (ME) effect in the spin 1/2 compound Cuz0SeOs.
Single-crystal ME data show two additional phases below the 3up-
ldown ferrimagnetic state. We demonstrate that these are related to
the field-driven evolution of a long-period helical phase, which is sta-
bilized by the chiral Dzyaloshinskii-Moriya term DM - (V x M) that is
present in this noncentrosymmetric compound. The theory is in excel-
lent agreement with experiment, and shows three main features: (i) the
polarization P has a uniform as well as a long-wavelength component
that follows the magnetic twisting; (ii) the uniform component points
along (HyH.,H.H,;,H:Hy); and (iii) its strength is proportional to
nﬁ —ni /2, where n) and i are the longitudinal and transverse compo-
nents of the magnetic order. Hence, the field dependence of P provides
a clear signature of the evolution of a conical helix under a magnetic
field. A similar theory is discussed for the magnetocapacitance.

TT 40.62 Wed 15:00 Poster D
Skyrmionic exictations in magnetoelectric Cuz20SeO3; —
oSTEFFEN HARMs!', Maria BEgLesi?, HELMUTH BERGER3, JEAN-
PuILIPPE ANSERMET®, CHRISTOPH GRAMS!, DANIEL NIERMANN! und
Joacnim HeEMBERGER! — 12. Physikalisches Institut, University of
Cologne, Germany — 2Leibniz Institute for Solid State and Material
Research, Dresden, Germany — 3Institut de Physique de la Matiére
Condensée, Ecole Polytechnique Fédérale de Lausanne, Switzerland

Skyrmions are topologically protected spin textures that can be cha-
racterized by their winding number. Since their discovery in MnSi,
skyrmions are of special interest because of their high potential for
applications in spintronics [1]. The magnetoelectric helimagnetic insu-
lator CuzOSeO3 undergoes a phase transition from the helical magne-
tic phase into the skyrmion phase at 57.5 K around 200 Oe. It was
recently shown, that the excitation of these phases can be seen in the
microwave absorption spectra where an AC magnetic field was coupled
to the sample [2]. We present the results of our broadband dielectric
spectroscopy measurements up to 4 GHz, in which we measured the
excitiations created by coupling an AC electric field to the sample for
different magnetic fields at fixed temperatures of 57.5 K and 40 K.
Work supported by the DFG through SFB 608.

[1] C. Pfleiderer and A. Rosch., Nature 465, 880 (2010)
[2] Y. Onose et al., Phys. Rev. Lett. 109, 037603 (2012)

TT 40.63 Wed 15:00 Poster D
Vibrating-coil magnetometry in rare-earth pyrochlore com-
pounds — eCHRIsTOPHER KREY!, STEFAN LEcL!, Saranm R.
DunsiGER!, JasoN S. GarDNERZ?, JENNIFER M. Roprr3, HANNA
A. Daskowska?, Jose A. Ropricuez®, GRAEME M. Lukg®, and
CHRISTIAN PFLEIDERER' — !Physik-Department E21, Technische
Universitit Miinchen, Garching — 2Department of Physics, Indiana
University, Bloomington, USA — 3Los Alamos National Laboratory,
New Mexico, USA — “4Brockhouse Institute for Materials Research,
McMaster University, Hamilton, Canada — ®Department of Physics
and Astronomy, McMaster University, Hamilton, Canada

An important characteristic of the spin ice systems Dy2TioO7 and
Ho2TizO7 as well as the spin liquid system TboTiz2O7 is the observa-
tion of spin freezing below a few hundred mK. We report vibrating coil
magnetometry down to mK temperatures of these systems, addressing
the evidence for field-induced transitions [1,2]. Of particular interest is
evidence of putative magnetisation avalanches in the spin-frozen state,
which for the case of Dy2Ti2O7 have been interpreted as magnetic
monopole avalanches [3].

[1] C. Krey et al., Phys. Rev. Lett. 108, 257204 (2012)
[2] S. Legl et al., Phys. Rev. Lett. 109, 047201 (2012))
[3] D. Slobinsky et al., Phys. Rev. Lett. 105, 267205 (2010)

TT 40.64 Wed 15:00 Poster D
Versatile module for fast experiments with focussing neutron
guides — oTiM Apams!, GEorc BranpL!, ALronso CHAcon!,
MAaREIN Rann!, SEBASTIAN MUHLBAUER?, RoBERT GEORGIT?, PE-
TER BONI', and CHRISTIAN PFLEIDERER' — !Physik-Department
E21, Technische Universitit Miinchen, 85748 Garching — 2ZWE FRM

II, Technische Universitat Miinchen, 85748 Garching

We report the development of a versatile module that permits fast and
reliably the use of focussing neutron guides. We report the procedure
of setting up the instrument and typical artefacts under non-ideal con-
ditions. Exploiting gain factors of intensity by an order of magnitude
we demonstrate the functionality of the module in a study of the effects
of uniaxial stress on the spin-flip transition in single crystal Cr.

TT 40.65 Wed 15:00 Poster D
Preparation and characterization of doped spin ice — ePETER
LascHITzZKY, MARTIN HIiERTZ, OLIVER BREUNIG, GERHARD KoOL-
LAND, JOHANNA FRIELINGSDORF, MARTIN VALLDOR, and THOMAS
LoreNz — II. Physikalisches Institut, Universitdat zu Koln

The magnetic Dy sites in Dy,TisO7 form a pyrochlore lattice con-
sisting of corner-sharing tetrahedra. A strong crystal field results in
an Ising anisotropy of the magnetic moments of the Dy site which
align along their local easy axes in the {111} directions pointing ei-
ther into or out of the tetrahedra. As a consequence, the spin system
is geometrically frustrated even in the groundstate. The magnetic
excitations in spin ice are discussed as magnetic monopoles. We syn-
thesized the mother compound Dy, TisO7 and the doped compounds
Dys_,YzTi2O7 with x = 0.1,0.2,1,2 and Dy,Ti1.82r9.207. Large,
high-quality single crystals were grown by the floating-zone method.
To characterize the grown crystals, we measured the magnetization,
the specific heat and the thermal conductivity for various magnetic-
field directions. Doping with non-magnetic Y has a strong influence
on the magnetic subsystem. For example, the magnetic contribution
Kmag to the thermal conductivity! can be completly suppressed by Y
doping. Substitution of the non-magnetic Ti by larger Zr ions reduces
the phononic thermal conductivity, whereas the magnetic contribution
is essentially conserved.
Supported by the DFG through SFB 608

[1] Kolland et. al., Phys. Rev. B 86, 060402 (2012)

TT 40.66 Wed 15:00 Poster D
Investigations of the Magnetic Properties in the Pyrochlore

Ho2Ti2O7 — eRico SCHONEMANNY, THOMAS HERRMANNSDORFER!,

ELizABETH LAUREN GREEN!, RICHARD SKROTZKI':?, ZHAOSHENG

Wang!, HirosHi Kaneko®, HARUHIKO Suzuki®, and JoACHIM
WosnNiTzal — 'Dresden High Magnetic Field Laboratory, Helmholtz-
Zentrum Dresden-Rossendorf, Dresden, Germany — 2Department
of Chemistry and Food Chemistry, TU Dresden, Dresden, Ger-
many — 3Faculty of Mathematics and Physics, Kanazawa University,

Kanazawa, Japan

Pyrochlore compounds such as RaTiaO7 (where R is Ho or Dy) have an
highly degenerate ground state where the R3T moments obey the "ice

rules". This provides access to study extraordinary physical phenom-
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ena, like the formation of magnetic monopoles. Recent publications
evidence monopoles which can be probed using high frequency (adia-
batic) susceptibility measurements [1]. We performed ac susceptibility
measurements on a single-crystal Ho2TigO7 sample at low tempera-
tures down to 30 mK and magnetic fields up to 14 T. Based on isother-
mal frequency sweeps we were able to determine spin relaxation rates.
Both the real and imaginary parts of the temperature-dependent mag-
netic susceptibility measurements show the spins freezing below 1K
and provide insight into the magnetic-monopole density.

This research has been funded in part by EuroMagNET II (EU con-
tract No. 228043).

[1] L. Bovo et al., arXiv:1210.0106v1 (2012)

TT 40.67 Wed 15:00 Poster D
Thermodynamic properties of spin-S boundary defects in an-
tiferromagnetic Heisenberg chains — eBJ6RN WILLENBERG!'3,
JaN GRreLik?3, WorrraMm Brenicb3, and HoLcer Franm23 —
Hnstitute for Theoretical Physics, Technische Universitit Braun-
schweig — 2Institute for Theoretical Physics, Leibniz Universitat Han-
nover — 3Niederséchsische Technische Hochschule, NTH

We investigate magnetic spin-S impurities in contact to isotropic and
anisotropic S=1/2 Heisenberg chains with open boundary conditions
and an impurity coupling beyond simple superexchange. We employ
finite temperature Quantum Monte-Carlo methods based on Stochas-
tic Series Expansion. Results will be presented for thermodynamic
properties as functions of temperature, exchange-coupling constants,
anisotropy, magnetic fields, and system size. For particular choices of
parameters the models we investigate are exactly solvable by means of
Bethe Ansatz techniques which will be used to obtain quantities like
energy, magnetization, and susceptibility at zero temperature. In this
limit we will compare our findings from both methods.

TT 40.68 Wed 15:00 Poster D
Optical phonons in multiferroic CuCrOxz, studied by Raman
and Far-Infrared spectroscopy — eMIcHAEL EICHBERGER!, JEAN
GEURTs!, MICHAEL ScHMIDT2, VLADIMIR TSURKANZ3, and JOACHIM
DrisENHOFER? — !Institute of Physics, University of Wiirzburg, Ger-
many — 2Center for Electronic Correlations and Magnetism, Institute
of Physics, University of Augsburg, Germany — 3Institute of Applied
Physics, Academy of Sciences of Moldova, Chisinau, Moldova

CuCrOz2 is an example for a multiferroic material, in which the ferro-
electric order is driven by a proper-screw type magnetic order, occur-
ring below Ty ~ 24 K. While the magnetic order and its coupling with
the ferroelectricity has been in the focus of most research activities on
this system, we investigated the optical phonons and the possible ef-
fect of spin ordering, employing Raman and FIR spectroscopy. As the
CuCrO2 crystal structure (space group R3m) has an inversion centre,
Raman spectroscopy gives access to the g-modes, while FIR probes
the u-modes. All expected optical modes (A1g, Eg, 2A2y, 2Ey) were
observed. No mode splitting or emergence of new modes occurs when
entering the magnetically ordered state. The Eg mode shows a slight
softening in the low temperature range, which may indicate a weak
spin-phonon coupling. This mode is modulating the Cr-O bonding
and thereby affecting the overlap of the participating wavefunctions.
At the same time, this overlap is responsible for the antiferromagnetic
interaction between the Cr-atoms and hence establishing the magnetic
order within the Cr-plane.

TT 40.69 Wed 15:00 Poster D
The spin Drude weight in the spin-1/2 XXZ chain:
a combined exact diagonalization and time-dependent
DMRG study — eJonANNES HauscHILD!, CHRIsTOPH KARRASCHZ,
StEPHAN LANGER!3, and FaBiaN HEribricH-MEisNerb? — 1LMU
Munich — 2University of California, Berkley — 3University of Pitts-
burgh, USA — 4FAU Erlangen-Nuremberg

Various theoretical approaches predict a finite Drude weight D for spin
transport in the gapless phase of the spin-1/2 XXZ chain, suggesting
ballistic transport properties. Here we address two open questions:
first, the temperature dependence of the Drude weight and second,
the particular point of an SU(2) symmetric exchange, for which there
is no agreement as to whether D is finite or not. We compute the Drude
weight at finite temperatures with two approaches [1]: time-dependent
density matrix renormalization group simulations using purification [2]
and exact diagonalization. For the latter, we compare finite-size data
obtained in either the grand-canonical or the canonical ensemble. We
argue that the grand-canonical data, obtained from averaging over all

subspaces with different magnetizations, have a more systematic finite-
size dependence than the canonical one. The results for D(T) from
exact diagonalization and tDMRG are in good quantitative agreement
in the massless phase.

We acknowledge support from the DFG through FOR 912.

[1] C. Karrasch, J. Hauschild, S. Langer, F. Heidrich-Meisner, in prepa-
ration

[2] C. Karrasch, J. H. Bardarson, and J. E. Moore, Phys. Rev. Lett.
108, 227206 (2012)

TT 40.70 Wed 15:00 Poster D
Kinetic description of the thermalization dynamics of weakly
interacting quantum systems — eMICHAEL STARK and MARCUS
Korrar — Theoretical Physics III, Center for electronic Correlations
and Magnetism, University of Augsburg, 86135 Augsburg

After a sudden disruption, weakly interacting quantum systems first re-
lax to a prethermalized state [1] that can be described by perturbation
theory and a generalized Gibbs ensemble [2]. Using these properties
of the prethermalized state we perturbatively derive a kinetic equation
which becomes a quantum Boltzmann equation in the scaling limit of
vanishing interaction [3]. Applying this to interaction quenches in the
fermionic Hubbard model [4] we find that the momentum distribution
relaxes to the thermal prediction of statistical mechanics. For not too
large interaction, this two-stage scenario can thus provide a quanti-
tative understanding of the time evolution leading from a pure initial
state to the thermal state.

[1] M. Moeckel and S. Kehrein, PRL 100, 175702 (2008); Ann. Phys.
(New York) 324, 2146 (2009)

[2] M. Kollar, F. A. Wolf, and M. Eckstein, PRB 84, 054304 (2011)
[3] L. Erdés, M. Salmhofer, H.-T. Yau, J. Stat. Phys. 116, 367 (2004)
[4] M. Eckstein, M. Kollar, and P. Werner, PRL 103, 056403 (2009);
PRB 81, 115131 (2010)

TT 40.71 Wed 15:00 Poster D
Quasiparticle parameterization of meanfields, Galilean invari-
ance and universal conserving response function — eKraus
MorawETz — Miinster University of Applied Sciences, Stegerwald-
strasse 39, 48565 Steinfurt, Germany — International Institute of
Physics (IIP), Av. Odilon Gomes de Lima 1722, 59078-400 Natal,
Brazil — Max-Planck-Institute for the Physics of Complex Systems,
01187 Dresden, Germany

The form of meanfield and density functional parameterization in
terms of current, energy and density are examined by the restriction
of Galilean invariance. It is found that besides a density functional
only one parameter remains which is usually condensed in the effective
mass. The universal response with respect to density, momentum and
energy is found in the sense that the response becomes independent on
actual parameterization of the local equilibrium provided the conserva-
tion laws are enforced. The sum rules by frequency moments and the
compressibility sum rule impose further restrictions which determines
the last parameter.

TT 40.72 Wed 15:00 Poster D
Electronic structure of Cu: An LDA+DMFT approach —
eKaTHRIN GARB!, WiLnELM APPELT!, JOSEPH-ANDREAS WEBER?,
MicHAEL LerrNer®, CHrisTorH HugENscHMIDT?#, PETER BONIZ,
Icor D1 Marco®, and Liviu CuionceLS! — 1Theoretical Physics
III, Center for Electronic Correlations and Magnetism, Institute of
Physics, University of Augsburg, D-86135 Augsburg, Germany —
2Technische Universitit Miinchen, Physik Department E21, D-85748
Garching, Germany — 3Technische Universitit Miinchen, Physik De-
partment E13, D-85748 Garching, Germany — %Technische Univer-
sitdt Miinchen, FRM II, 85747 Garching, Germany — °Department
of Physics and Astronomy, Uppsala University, Box 516, SE-75120,
Uppsala, Sweden — %Augsburg Center for Innovative Technologies,
University of Augsburg, D-86135 Augsburg, Germany

Although DFT calculations predict the overall band structure of Cu
correctly, the entire d-bands’ manifold is experimentally found at en-
ergies about 0.5 €V lower than the calculated ones. We apply state-of-
the-art LDA+DMFT calculations and discuss several technical aspects
of the implementation that can be used to explain the picture of weak
correlation provided by the Fermi surface results with the intrinsic
in-band shift of 0.5 eV.

TT 40.73 Wed 15:00 Poster D
Electronic correlations in FeAl: an LDA+4+DMFT study
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— eANNA GaLLER!, Ciro TaranTo!, MERzZUK KaLTAKZ, GIOR-

GI0 SANGIOVANNI®, ALEssANDRO Toscui!, Georc Kresse?, and
KARrsTEN HELD! — lInstitut fiir Festkérperphysik, Technische Univer-
sitdt Wien, Vienna, Austria — 2Department of Computational Mate-
rials Physics, Universitat Wien, Sensengasse 8/12, A-1090 Wien, Aus-
tria — 3Institut fiir Theoretische Physik und Astrophysik, Universitit
Wiirzburg, Am Hubland, D-97074 Wiirzburg, Germany

We applied the local density approximation combined with dynami-
cal mean-field theory (LDA+DMFT) to the intermetallic compound
FeAl. This material shows unexpected magnetic properties. In fact,
experimentally it is known to be nonmagnetic while conventional LDA
calculations give a ferromagnetic solution.

We claim that this feature is an effect of nontrivial electronic correla-
tions due to the presence of narrow Fe d bands at the Fermi level. The
low energy part of the Hamiltonian was projected onto a set of 9 max-
imally localized Wannier orbitals, and the interaction parameters were
computed using the constrained random-phase approximation (cRPA)
approach. A continuous-time quantum Monte Carlo in the hybridiza-
tion expansion was used as impurity solver for the DMFT. In analogy
with the iron pnictides, our results show the important role played
by the Hund’s coupling, that places FeAl in the class of the so called
Hund’s metals.

TT 40.74 Wed 15:00 Poster D
The LDA+4RISB and LDA+DMFT method: A juxtapo-
sition — eCHurisToPH PIEFKE!, DANIEL GRIEGER'Z, and FRrANK
LECHERMANN! — 11, Institut fiir Theoretische Physik, Universitét
Hamburg, Germany — 2SISSA, via Bonomea 265, 34136 Trieste, Italy

The LDA+RISB (Rotationally Invariant Slave Bosons) and
LDA+DMFT (Dynamical Mean-Field Theory) methods are nowadays
well established tools describing effects of strong electronic correla-
tions in realistic materials from first principles. Their general concept
is to add many-body physics to effective one-particle band structure
calculations. Both of them have specific advantages and disadvantages
concerning accuracy, numerical efficiency and types of physical effects
that can be described. This presentation aims at giving an overview
of the theoretical and technical details of both LDA+methods in ques-
tion, as well as showing the respective strengths and problems via
comparing results for a selection of materials. Special attention is
given to charge self-consistency|[1], which allows for a direct feedback
of the respective many-body method onto the LDA part.

[1] D. Grieger, C. Piefke, O. E. Peil and F. Lechermann, Phys. Rev.
B 86, 155121 (2012)

TT 40.75 Wed 15:00 Poster D
Variational Cluster Approximation for broken symmetry
phases in strongly correlated electron systems — eBENJAMIN
LEenz, PIET DARGEL, and THOMAS PRUSCHKE — Institut fiir theoretis-
che Physik, Georg-August-Universitat, 37077 Géttingen, Germany

The variational cluster approximation (VCA) allows to study bro-
ken symmetry phases of various lattice models at zero temperature.
We present results for s-type superconductivity of the attractive two-
dimensional Hubbard model in the infinite-cluster size limit of VCA.
They are discussed in comparison to results from dynamical mean-
field theory in combination with the numerical renormalization group
method. As a second example, we give an outlook to the investigation
of antiferromagnetism and superconductivity in a paradigmatic model
for heavy fermions — the Kondo lattice model.

TT 40.76 Wed 15:00 Poster D
Quantification of correlations in an exactly solvable model
of harmonically interacting particles — JAN SkoLiMOwsKI!,
eKRrzvyszroF Byczuk!, and DIETER VOLLHARDT? — lFaculty of
Physics, University of Warsaw, Hoza 69, 00-681 Wrszawa, Poland
— 2Center for Electronic Correlations and Magnetism, Institute of
Physics, University of Augsburg, 86135 Augsburg, Germany

We employ the relative von Neumann entropy to quantify correlations
in a system of interacting particles. The interaction between the par-
ticles is harmonic potential-like, making the model exactly solvable.
The exact expression for the relative entropy is expanded in the cou-
pling constant, which allows us to classify the different contributions
to correlations in terms of Feynman diagrams or correlation functions.

TT 40.77 Wed 15:00 Poster D

A slave rotor approach to the dynamical screening of

Coulomb interactions — eIlcor Krivenko!:2, SILkE BIERMANNZ,

and ALEXANDER LICHTENSTEIN! — !I. Institut fiir Theoretische
Physik, Universitdt Hamburg, Jungiusstrate 9, 20355 Hamburg, Ger-
many — 2Centre de Physique Théorique (CPHT), Ecole Polytech-
nique, 91128 Palaiseau Cedex, France

We present a new theoretical approach to lattice and impurity mod-
els of strongly correlated electrons with the dynamically screened
Coulomb interactions. The method is based on a slave rotors decou-
pling of the screened interaction and provides a consistent description
of quantum impurities with both fermionic and bosonic bath. It is
shown, that the simplest meaningful approximation within this method
coincides with the dynamic atomic limit approximation (DALA). More
refined approximations beyond DALA are constructible in a regular
way using a saddle-point or perturbative treatment of the rotor degrees
of freedom. The proposed method gives a computationally cheap way
to apply existing quantum impurity solvers for unscreened static inter-
actions to the cases of frequency-dependent interactions. It allows to
calculate thermal Green’s functions and higher-order correlation func-
tions of the impurity models. These functions then can be used as
building blocks of modern perturbative approaches to lattice models
involving phonons, magnons and other bosonic excitations.

TT 40.78 Wed 15:00 Poster D
Functional RG study of Goldstone fluctuations in the ground
state of a fermionic superfluid — eBeEnJAMIN OBERT, CHRISTOPH
HusemaNN, and WALTER METzZNER — Max-Planck-Institut fiir Fest-
korperforschung, Heisenbergstr. 1, 70569 Stuttgart, Germany

We analyse the effect of Goldstone fluctuations in the superfluid ground
state of the attractive Hubbard model. We apply a coupled bosonic-
fermionic functional renormalization group approach to investigate the
infrared behaviour in the symmetry-broken state. Bosonic fluctua-
tions, especially Goldstone fluctuations lead to several divergencies in
the infrared, which partially cancel due to symmetry. Our results cap-
ture the exact infrared behaviour of the interacting Bose gas.

TT 40.79 Wed 15:00 Poster D
Two-particle Green functions calculated by continuous
time quantum Monte Carlo simulations — eMARKUS
WALLERBERGER!, EMANUEL GurL?, Nico Parracu®, GIORGIO
SANGIOVANNI®, ALEssANDRO ToscHi!, and Karsten HeLp! —
ITechnische Universitit Wien, Austria — 2University of Michigan,

Ann Arbor MI, USA — 3Universitit Wiirzburg, Germany

While dynamical mean field theory (DMFT) has provided fundamental
insights into the physics of strongly correlated materials, its approxi-
mations break down in low dimensional systems and near second-order
phase transitions. Diagrammatic extensions of DMFT like the dynam-
ical vertex approximation (DI'A) and the dual fermion approach which
attempt to tackle this problem have the local two-particle Green func-
tion as central ingredient. Besides, this quantity is also needed for
vertex corrections to response functions.

A state-of-the-art method for solving the DMFT impurity problem
is the continuous-time quantum Monte Carlo (CT-QMC) method in its
hybridization expansion formulation (CT-HYB). The sheer amount of
information encoded in two-particle quantities, however, makes their
computation very demanding in this framework. We improve on the
naive measurement by using fast Fourier transformations as well as
symmetries of the Hamiltonian and of the vertex. We have imple-
mented this method into the CT-HYB solver [1| using the Krylov
method and provide benchmarks and examples for up to seven cor-
related orbitals.

[1] N Parragh et al., arXiv:1209.0915v1

TT 40.80 Wed 15:00 Poster D
Reduced Density Matrix Functional Theory- A suitable ve-
hicle to import explicit correlations — eEap KamiL!, THOMAS
PruscekE!, and PETER E. BrorcuL? — lInstitute for Theoretical
Physics, University of Goettingen, Goettingen, Germany — 2Institute
for Theoretical Physics, Clausthal University of Technology, Clausthal,
Germany

A variational formulation for the calculation of interacting fermions
system based on density matrix functional theory is presented. This
formulation allows importing explicit many particle effects into stan-
dard density functional theory based calculations and also avoids am-
biguities of double counting terms inherent to other approaches. Local
approximation for explicit correlations is introduced and the result-
ing local density matrix functional is calculated using resolvent ex-
pansion/Quantum Master equation technique developed in the field of
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Open quantum system.

TT 40.81 Wed 15:00 Poster D
Measurement of the full three-dimensional Fermi surface
at room temperature by angular correlation of positron

annihilation radiation — eJoser ANDREAs WEBER!, HUBERT

Ceen!, Liviu CuionciEL?, KATHRIN ANNA GarB?, CHRISTOPH
HucenscHMIDT!3, MicHAEL LEerTNer?, and PeETEr Boni! —
ITechnische Universitat Miinchen, Physik Department E21, D-85748
Garching, Germany — 2Technische Universitit Miinchen, Physik De-
partment E13, D-85748 Garching, Germany — 3FRM II, Technische
Universitdt Miinchen, D-85747 Garching, Germany — *University of

Augsburg, Theoretical Physics III, D-86135 Augsburg, Germany

The two-dimensional measurement of the angular correlation of the
positron annihilation radiation (2D-ACAR) is a powerful tool to inves-
tigate the electronic structure of materials. Here we present the full
three-dimensional Fermi surface obtained by temperature dependent
2D-ACAR measurements in combination with common reconstruction
algorithms. Although copper is believed to be a well understood sys-
tem we find discrepancies between measurement and recent ab-initio
calculations.

TT 40.82 Wed 15:00 Poster D
Development of high frequency measurement methods for
Fermi surface studies under high pressure — eHui Chang,

SvEN FrRIEDEMANN, and MALTE GroscHE — Cavendish Laboratory,
J J Thomson Avenue, Cambridge CB3 OHE, UK

The observation of quantum oscillatory phenomena in high magnetic
field, for example of the electrical resistivity (Shubnikov-de Haas), can
help resolve the electronic structure of challenging materials. Impor-
tant progress is expected in a number of areas of current interest,
when the Fermi surface can be tracked near to or across pressure and
field-induced quantum phase transitions. These include Mott metal-
insulator transitions, magnetic or charge density wave transitions and
the orbitally selective Mott transition - or Kondo volume collapse -
discussed in f-electron metals.

High sensitivity measurements at elevated pressures in anvil cells
are hindered by the need to make reliable and robust high quality
contacts to submillimetre samples. Radio frequency tank oscillator
methods based on tunnel diode or proximity detector based circuits
offer an attractive alternative, because they avoid the need to make
contacts and at the same time offer supreme relative sensitivity. Fur-
ther simplification is possible by patterning the detection coil onto the
high pressure anvils[1]. We present recent progress in developing such
contactless methods for use in high pressure cells and illustrate this
by test measurements of quantum oscillations in low carrier density
materials.

[1] O. P. Welzel and F. M. Grosche, Rev. Sci. Instrum. 82, 033901
(2011)

TT 40.83 Wed 15:00 Poster D
Electron-hole pair condensation at the semimetal-
semiconductor transition: a BCS-BEC crossover scenario —
eHoLGER FEHSKE!, BERND ZENKER!, FRANZ XAVER BrONOLD!, DI-
ETER IHLEZ, VAN-NHAM PHAN3, and KLaus BEcker? — !nstitut fiir
Physik, Ernst-Moritz-Arndt-Universitdt Greifswald, D-17487 Greif-
swald — Z2Institut fiir Theoretische Physik, Universitit Leipzig, D-
04109 Leipzig — 3Institute of Physics, Vietnamese Academy of Science
and Technology, PO Box 429, 10000 Hanoi — “Institut fiir Theoretis-
che Physik, Technische Universitdt Dresden, D-01062 Dresden

We act on the suggestion that an excitonic insulator state might sep-
arate - at very low temperatures - a semimetal from a semiconductor
and ask for the nature of these transitions. Based on a detailed anal-
ysis of electron-hole pairing in the extended Falicov-Kimball model,
we show that tuning the Coulomb attraction between both species,
a continuous crossover between a BCS-like transition of Cooper-type
pairs and a Bose-Einstein condensation of preformed tightly-bound
excitons might be achieved in a solid-state system. The precursor of
this crossover in the normal state might cause the transport anomalies
observed in several strongly correlated mixed-valence compounds.

TT 40.84 Wed 15:00 Poster D
Coexistance of phase transition and hysteresis near BEC —
eMicHAEL MAENNEL!, KLaus MoraweTz!2:3| and PAVEL Lipavsky?
— IMuenster University of Applied Sciences, Stegerwaldstrasse 39,
48565 Steinfurt, Germany — 2International Institute of Physics (IIP),

Federal University of Rio Grande do Norte, Av. Odilon Gomes de Lima
1722, 59078-400 Natal, Brazil — 3Max Planck Institute for the Physics
of Complex Systems, Noethnitzer Str. 38, 01187 Dresden, Germany —
4Faculty of Mathematics and Physics, Charles University, Ke Karlovu
3, 12116 Prague 2, Czech Republic

Multiple phases occurring in a Bose gas with finite-range interaction
are investigated. In the vicinity of the onset of Bose-Einstein conden-
sation (BEC) the chemical potential and the pressure show a van-der-
Waals like behavior indicating a first-order phase transition although
there is no long-range attraction. Furthermore the equation of state
becomes multivalued near the BEC transition. For weak interactions
described by a hard-sphere (Hartree-Fock) or Popov (Hartree-Fock-
Bogoliubov) approximation such a multivalued region can be avoided
by the Maxwell construction. However, for strong interaction described
by the many-body T-matrix there remains a multivalued region even
after a Maxwell construction which is interpreted as a density hys-
teresis. This unified treatment becomes possible due to the recently
found scheme to eliminate self-interaction in the T-matrix approxima-
tion which allows to calculate properties below and above the critical
temperature.

TT 40.85 Wed 15:00 Poster D

Anisotropic superfluidity of bosons in optical Kagome super-
lattice — eXUEFENG ZHANG!, TAo WaNnG!, AxEL PELSTER2, and

SEBASTIAN EGGERT! — !Department of the Physics,Univ. Kaiser-
slautern, Kaiserslautern, Germany — 2Hanse-Wissenschaftskolleg,
Germany

We study the quantum phase transitions for the extended Bose-
Hubbard model with bosons on a Kagome superlattice which can be
implemented by enhancing the long wavelength laser in one direction
of the optical lattice. To this end we combine the virtues of a Mean-
Field theory with the Laudau theory and work out of a decoupled
effective potential method by comparing the corresponding analytic
results with extensive quantum Monte Carlo simulations, we find that
several striped solids emerge in this system. Due to the blockade effect
of such a striped order, the resulting superfluid density turns out to be
anisotropic and thus, reveal its tensional property. Finally, we discuss
the complete quantum phase diagram.

TT 40.86 Wed 15:00 Poster D
Controlled manipulations of fermionic doublon states in the
Hubbard model — eKARSTEN BaLzER and MARTIN ECKSTEIN —
Max Planck Research Department for Structural Dynamics, Univer-
sity of Hamburg (CFEL), Building 99, Luruper Chaussee 149, 22761
Hamburg, Germany

External fields can cause interesting phases and phase transitions in
strongly correlated quantum systems [1-3].

In this contribution, we study the dynamics of the Hubbard model
at strong coupling and show that a specifically tailored time-dependent
electric field can separate a localized doublon into two electrons with a
given lattice spacing and also to gradually move one or more doublons
through the lattice without destroying the spaciotemporal coherence.

Furthermore, we demonstrate that the same mechanism can be used
to create a charge-ordered state (of doublons) starting from a band
insulator. This may be of importance for initial state preparations,
manipulations and measurements in cold-atom experiments involving
optical lattices.

[1] S. Sachdev, K. Sengupta and S.M. Girvin, Phys. Rev. B 66, 075128
(2002)

[2] J. Simon, W.S. Bakr, R. Ma, M.E. Tai, P.M. Preiss and M. Greiner,
Nature 472, 307 (2011)

[3] Ph. Werner, N. Tsuji and M. Eckstein, Phys. Rev. B 86, 205101
(2012).

TT 40.87 Wed 15:00 Poster D
Cooperative phenomena in superconducting atom-chips —
oSEBASTIAN FuchHs, BiorN KuBaLa, and JOACHIM ANKERHOLD —
Institut fiir Theoretische Physik, Universitat Ulm, Albert-Einstein-
Allee 11, 89069 Ulm, Germany

We theoretically investigate the physics of hybrid quantum systems,
where a cloud of cold atoms is coupled to superconducting microstruc-
tures, so called superconducting atom-chips. Coherent enhancement,
due to the large number of atoms in the cloud, opens a path to the
study of strong coupling effects, like superradiance/Dicke-physics in a
decohering environment [1]. A structured environment can be designed
by embedding a Cooper pair box within the cavity. Moreover, in such a
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system the transfer of quantum information between the atomic cloud
and the superconducting solid state system can be studied.

[1] K. Henschel, J., J. Schmiedmayer, and H. Ritsch, Phys. Rev. A
82, 033810 (2010)

TT 40.88 Wed 15:00 Poster D
localization-delocalization transition in double-well optical
lattices — ecanNnG wanG — Max Planck Institute for the Physics
of Complex Systems

Ultracold atoms in optical lattices allow for the study of localization
of quantum waves. Within the framework of 1D incommensurate op-
tical lattice, a sharp transition from all eigenstates being extended to
all being localized occurs in one dimension, so-called self-duality in the
Harper model. This transition has been observed with ultracold atoms
loaded in optical lattices. We investigated the localization properties
of ultracold atoms loaded in double-well optical lattices, perturbed by
a secondary incommensurate lattice to induce the deterministic dis-
order potential. We found the localization-delocalization transition
qualitatively different from those of the Harper model, signaled by the
appearance of energy-dependent mobility edges and broken duality.

TT 40.89 Wed 15:00 Poster D

Negative absolute temperature for motional degrees of free-

TT 41: Spintronics / Quantum Information:

Time: Wednesday 15:00-18:45

TT 41.1 Wed 15:00 H2
Onsager relations in a two-dimensional electron gas with spin-
orbit coupling — eCosiMo Gorini''2, RoBerTO RAmMONDI?, and
PeTER Scuwap! — lInstitut fiir Physik, Universitit Augsburg —
2CNRS and Université de Strasbourg — 2Dipartimento di Fisica, Uni-

versita di Roma Tre

Theory predicts for the two-dimensional electrons gas with only
Rashba spin-orbit interaction a vanishing spin Hall conductivity and
at the same time a finite inverse spin Hall effect. We show how these
seemingly contradictory results are compatible with the Onsager re-
lations: the latter do hold for spin and particle (charge) currents in
the two-dimensional electron gas, although (i) their form depends on
the experimental setup and (ii) a vanishing bulk spin Hall conductivity
does not necessarily imply a vanishing spin Hall effect. We also discuss
the situation in which extrinsic spin orbit from impurities is present
and the bulk spin Hall conductivity can be different from zero.

[1] - C. Gorini, R. Raimondi, P. Schwab, arXiv:1207.1289 (to appear
in PRL)

TT 41.2 Wed 15:15 H2
On the misinterpretation of the temperature dependence of
T5 in time-resolved Faraday rotation — eSEBASTIAN KuHLEN!,
RaLpu LeDpEscu!, CARLA ScHENK!, MATTHIAS ALTHAMMER?, SE-
BASTIAN T. B. GONNENWEINZ, MarTHIAS OPEL?, RUDOLF GROSSZ,
and BERND BescroTen! — 1II. Physikalisches Institut A, RWTH
Aachen University, Aachen — 2Walther-Meifiner-Institut, Bayerische

Akademie der Wissenschaften, Garching

Time-resolved Faraday rotation (TRFR) is a well-established optical
pump probe technique to generate and to probe spin coherence in semi-
conductors. Spin dephasing times T3 can easily be determined from
TRFR if their values are comparable to the available pump-probe-
delay. If, however, T5 exceeds the laser repetition time resonant spin
amplification (RSA) can equally be used to extract T;. We demon-
strate that in ZnO these techniques have several tripping hazards re-
sulting in deceptive results for T5. We show that the temperature de-
pendence of the amplitude ratio of two separate spin species can easily
be misinterpreted as a strongly temperature dependent T3 of a single
spin ensemble, while the two spin species have T} values which are
nearly independent of temperature. Additionally, consecutive pump
pulses can significantly diminish the spin polarization, which remains
from previous pump pulses. While this barely affects T3 values ex-
tracted from delay line scans, it results in seemingly shorter T3 values
in RSA.

Work supported by DFG through SPP 1285.

dom and expansion of interacting bosons in optical lattices —
oSimMoN Braun!:2, PuiLipp RoNzHEIMER!'2, MICHAEL SCHREIBERDZ,
SEaN Hopaman!:2, DaNIEL GARBE!'2, IMMANUEL Brocu!'2, and UL-
ricH ScHNEIDERD? — 1Ludwig-Maximilians-Universitdt Miinchen —
2Max-Planck-Institut fiir Quantenoptik, Garching

Absolute temperature is usually bound to be strictly positive. How-
ever, in systems with an upper energy bound, negative absolute tem-
perature states are possible, where the occupation probability of states
increases with their energy. We realized a negative absolute temper-
ature state for motional degrees of freedom with ultracold bosonic
39K atoms in an optical lattice, by implementing the attractive Bose-
Hubbard Hamiltonian. This new state strikingly revealed itself by
strong occupation peaks at maximum kinetic energy. We found that
the negative absolute temperature state is close to degeneracy and as
stable as the corresponding positive temperature state.

Additionally, we investigated the out-of-equilibrium expansion dy-
namics of interacting bosons in one- and two-dimensional Hubbard
systems. We found that the fastest, ballistic expansions occur in the
integrable limits. In 1D, these are both the non-interacting and the
strongly interacting limit where the system enters into the hard-core
boson regime. For intermediate interactions, the expansion slows down
significantly. In 2D, the system expands ballistically only in the non-
interacting case, and even small interactions lead to strongly diffusive
behavior. We also mapped out the transition between 1D and 2D.

Materials and Methods (jointly with HL)

Location: H2

TT 41.3 Wed 15:30 H2
All-electrical time-resolved spin generation and coherent spin
manipulation in n-InGaAs — eIvaN STEPANOV!:2, SEBASTIAN
KunLEN'2, MANFRED ERSFELD'2, STEFAN GOBBELSD'2, MIHAIL
Leprsa?3, and BErND BrscuoTen!'?2 — 1II. Physikalisches Institut,
RWTH Aachen University, 52056 Aachen, Germany — 2JARA: Fun-
damentals of Future Information Technology, 52074 Aachen — 3Peter

Griinberg Institut (PGI-9), Forschungszentrum Jiilich, 52425 Jiilich

Creation and manipulation of coherent spin information by electrical
means are key tasks in semiconductor spintronics.

Here we demonstrate that a coherent spin polarization can be cre-
ated and manipulated by two successive electric field pulses in n- In-
GaAs epilayer at zero external magnetic field. The first electric pulse
[| [110] creates a current induced spin polarization (CISP) which is
oriented in the plane of the sample. The subsequent electric field pulse
[| [110] generates a perpendicular magnetic field pulse [1]| leading to a
coherent precession of this spin polarization with 2-dimensional electri-
cal control over the final spin orientation. Spin precession is measured
by time-resolved Faraday rotation. We determine the build-up time
of CISP during the first field pulse and extract the spin dephasing
time and internal magnetic field strength during the spin manipula-
tion pulse. The results are in good agreement with optical pump-probe
experiments on the same device.

Work supported by DFG through FOR 912.

[1] S. Kuhlen et al., Phys. Rev. Lett. 109, 146603 (2012).

TT 41.4 Wed 15:45 H2

Long hole spin lifetime in InGaAs/GaAs quantum wells
probed by high field cyclotron resonance spectroscopy —
oOLEKSIY DRACHENKO!, DMITRY KozLovZ, ANTON IKONNIKOVZ,
KiriLL SPIrIN?, VLADIMIR CGAVRILENKO?, HARALD SCHNEIDER!,
MAaNFRED HeELM!, and JocHEN WosNiTza? — 1Helmholtz Zentrum
Dresden Rossendorf, Inst Ion Beam Phys & Mat Res, D-01314 Dres-
den, Germany — 2Russian Acad Sci, Inst Phys Microstruct, Nizhnii
Novgorod 603950, Russia — 3Helmholtz Zentrum Dresden Rossendorf,

Dresden High Magnet Field Lab HLD, D-01314 Dresden, Germany

In this paper, we report long, milli-second range, hole spin relaxation
time in InGaAs/GaAs quantum wells probed by cyclotron resonance-
spectroscopy in high pulsed magnetic fields. In our experiments, we
found strong hysteresis in the spectral weights of cyclotron resonance
absorption lines when rapidly changing magnetic field is used for the
experiment. The hysteresis vanishes when a much slower changing
magnetic field is used. We attribute this behavior to a long energy
relaxation time between two lowest spin-split hole Landau levels, i.e.
a long hole spin relaxation time. We also present transition frequen-
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cies calculated using a 4x4 Luttinger Hamiltonian, which confirm our
findings.

TT 41.5 Wed 16:00 H2
Magneto-optical study of the sp-d exchange interaction
on 1.4 nm diameter Mn?* doped (CdSe);3 clusters —
RAcHEL FainBLAT!, eDINO IavARONE!, JIwoONG YANGZ, TAEGHWAN
Hyreon?, and GERD BacHER! — !Werkstoffe der Elektrotechnik and
CeNIDE, Universitdt Duisburg-Essen, Germany — 2?Nanomaterials
Laboratory, Seoul National University, Korea

Magnetical doping of chemically synthesized nanostructures combines
the optical and electronic properties of the host semiconductor with the
magnetic characteristics of the doping ions. The mechanism of colloidal
nanocrystal doping can be classified into doping at the "growth" or at
the "cluster" stage and, in particular, the doping efficiency in small
nanocrystals is controversially discussed. On one hand, the statisti-
cal adsorption of an impurity is expected to decrease with decreasing
nanocrystal size [1], whereas a recent model points out that the dopant
adsorption onto the sites of small clusters (d < 2 nm) is more efficient
than the adsorption on larger nanocrystals (d > 5 nm) [2].

Here, we report on low temperature (T = 5 K) magneto-optical ef-
fects in so-called "magic size" Mn2t doped (CdSe)1s clusters. Both
absorption and magnetic circular dichroism (MCD) spectra are domi-
nated by a resonance peak related to the heavy hole excitonic transition
at 3.65 eV. From the pronounced MCD signal a giant Zeeman splitting
of about 15 meV at 1.5 T is extracted supporting the theory that the
Mn?2t ions are doped directly into the (CdSe)13 clusters.

[1] S. Erwin et al., Nature 436, 91-4 (2005)

[2] T. Singh et al., Appl. Phys. Lett. 100, 053105 (2012)

TT 41.6 Wed 16:15 H2
Influence of strong quantum confinement on the magnetic
dopant-carrier exchange coupling in Mn?t doped CdSe
nanoribbons — RacHEL FAINBLAT!, eFrRANZISKA MuUckeL!, JuLia
FrouLeks!, June Ho Yu2, Jiwoone Yang?, TaecawaN HyEONZ,
and GERD BacHER! — Werkstoffe der Elektrotechnik and CeNIDE,
Universitit Duisburg-Essen, Germany — 2Nanomaterials Laboratory,
Seoul National University, Korea

Key materials for future spintronic applications might be magnetically
doped semiconductors with a substantial coupling between the dopants
and charge carriers of the host semiconductor. This interaction is ex-
pected to be significantly altered by quantum confinement, an issue
which is controversially discussed since more than a decade.

Here, we report on a clear evidence of a quantum confinement in-
duced modification of both, s-d and s-p exchange interaction in two
dimensional 1.4 nm thick Mn2* doped CdSe quantum nanoribbons
[1]. Both absorption and magnetic circular dichroism spectra are domi-
nated by spectrally well-separated resonance peaks related to the heavy
and the light hole excitonic transition. This allows a separate study
of the s-d and the p-d exchange interaction constants. Taking into
account the optical selection rules and the statistical orientation of the
nanoribbons on the substrate, a remarkable change of the s-d exchange
constant with respect to bulk is indicated. Room-temperature studies
revealed an unusually high effective g-factor up to ~13 encouraging
the implementation of the nanoribbons for spintronic applications.

[1] R. Fainblat et al., Nano Letters 12, 5311 (2012)

TT 41.7 Wed 16:30 H2
Electron spin-flip Raman scattering in a CdTe/(Cd,Mg)Te
quantum well — eDioN Braukmann', J. Desus!, D. DuNker!,
V. F. Sapeca?, D. R. Yakovievl?, G. Karczewski®, T.
Wourowicz3, J. Kossur3, and M. Baver!' — l!Experimentelle
Physik 2, Technische Universitdt Dortmund, 44227 Dortmund, Ger-
many — 2Ioffe Physical-Technical Institute, Russian Academy of Sci-
ence, 194021 St. Petersburg, Russia — 3Institute of Physics, Polish

Academy of Sciences, 02668 Warsaw, Poland

The Raman scattering of the electron spin in a neutral exciton has
been studied in a CdTe/(Cd,Mg)Te quantum well (QW). The mecha-
nism of the electron spin-flip Raman scattering (SFRS) is experimen-
tally evaluated from the circular polarization properties of the scat-
tered light as well as dependence of the electron-SFRS line intensity
on the magnetic field direction with respect to the QW growth axis.
The spin-flip process is governed by acoustic phonon interaction and
anisotropic electron-heavy-hole exchange interaction. The probabil-
ity of the anisotropic exchange interaction depends on the g factors
of the involved carriers. It shows a strong angular dependence due
to the anisotropic heavy-hole g factor. Moreover, by application of

above-barrier illumination in addition to the resonant excitation of
the neutral QW excitons the intensity of the electron-SFRS line can
be modulated significantly.

Coffee break
TT 41.8 Wed 17:00 H2

Ultrafast Spin Noise Spectroscopy — eHENDRIK KUHN, FABIAN
BEerski, JAN G. LoNNEMANN, PETRISSA ZELL, JENs HUBNER, and
MicHAEL OESTREICH — Institut fiir Festkorperphysik, Leibniz Uni-
versitdt Hannover, Appelstr. 2, D-30167 Hannover

Spin Noise Spectroscopy (SNS) is a powerful experimental technique
which explores the full dynamics of stochastically oriented carrier spins
close to thermal equilibrium [1]. With the conventional spin noise
probing scheme relying on continuous wave (cw) laser probing, the de-
tectable temporal spin dynamic is limited by the electrical bandwidth
of the photoreceiver. We advance all optical spin noise spectroscopy in
semiconductors to detection bandwidths of several hundred gigahertz
by employing an ingenious scheme of pulse trains from ultrafast laser
oscillators as an optical probe [2]. As all SNS techniques, ultrafast SNS
avoids the need for optical pumping. It enables nearly perturbation
free measurements of extremely short spin dephasing times, e.g at high
temperatures. We expand our measurements on highly n-doped (n =
8.2 x 107 c¢cm?) bulk GaAs towards room temperature and demon-
strate the feasibility of ultrafast SNS for spin lifetimes down to the
order of a few ten picoseconds.

[1] G. M. Miller, M. Qestreich, M. Rémer, and J. Hiibner Physica 43,
569-587 (2010).

[2] F. Berski et al., arXiv:1207.0081v1 [cond-mat.mes-hall].

TT 41.9 Wed 17:15 H2
Spin Noise Spectroscopy: Towards Solid-State Entanglement
— eFABIAN BERskI', AaNEs BricHERT!, JENs HUBNER!, ANDREAS
Wieck?, and MicHAEL OesTREICH! — LInstitut fiir Festkérperphysik,
Leibniz Universitdt Hannover, Appelstr. 2, D-30167 Hannover, Ger-
many — 2Ruhr-Universitit Bochum, Angewandte Festkorperphysik,
Universitatsstr. 150, D-44780 Bochum, Germany

We study spin dynamics of naturally confined, non-interacting donor
electrons in Gallium Arsenide at low temperatures by means of all op-
tical spin noise spectroscopy [1]. The MBE grown sample shows the
intriguing feature of localised spins in an environment of stochastically
oriented magnetic moments: The orientation of the electron spin is lost
on two different timescales which results from the interplay between
the spin degree of freedom of the lattice and of the electron. The first
timescale is attributed to the transversal component of the electron
spin with respect to the nuclear magnetic field inside the donor vol-
ume and is determined to 4.5+-3ns. The second timescale is at least
two orders of magnitude longer and is linked with the longitudinal
component. An extension of the electron spin relaxation time would
be possible via initilizing the surrounding spin bath by dynamic nu-
clear polarization which simplifies the generation and verification of
entanglement [2].

[1] G. M. Miiller, et al., Physica E: 43, 569 (2010).

[2] S. Simmons, et al., Nature: 470, 69 (2011).

TT 41.10 Wed 17:30 H2
Single Molecule Magnets meet Graphene — eCHRISTIAN
CERVETTI!, ANDREA CoORNIA%, EBERHARD ULRICH STOTZELZ,

STEPHAN RaAuscHENBAcHZ?, FERNANDO Luis®, MARTIN DRESSEL!,
2

Marko BuraHARD?, Kraus Kern23, and Lapo Bocan® —
11. Physikalisches Institut, Universitit Stuttgart — 2Max Planck
Institut fiir Festkorperforschung — 3Institute de Physique de la
Matieére Condensée, Ecole Polytechnique de Lausanne, Switzerland
— 4Dipartimento di Chimica, Universita di Modena e Reggio Emilia,

Italy — SInstituto de Ciencia de Materiales de Aragén, Spain

Graphene has a strong potential as component of novel spintronics
devices. Besides its use as conducting channel for coherent spin trans-
port, graphene is furthermore of interest for the detection and ma-
nipulation of the spin within molecule magnets. This task requires an
appropriate coupling between the sheets and the single molecular mag-
nets. Here, we describe the assembly of a functionalized Fe4 cluster
compound on graphene exploiting non-covalent m-stacking interaction.
We demonstrate the control over the organization of the molecules
by tuning the deposition parameters and the type of graphene. The
graphene phononic environment is found to influence the magnetiza-
tion dynamics of the molecular magnets as evidenced by p-SQUID
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study at mK-temperatures. Finally, preliminary spin-transport exper-
iments at low-temperature are presented.

TT 41.11 Wed 17:45 H2
Enhanced Infrared Magneto-Optical Response of the Non-
magnetic Semiconductor BiTel Driven by Bulk Rashba Split-
ting — eL. Demko!, G. A. H. ScuoBer®, V. Kocsis?, M. S.
Banramy®, H. Murakawa®, J. S. Lee?, I. KezsMarki?, R. ARiTa2,
N. Nacaosa?, and Y. Tokural — IMultiferroics Project, ERATO,
JST, c/o Department of Applied Physics, University of Tokyo, Japan
— 2Department of Applied Physics, University of Tokyo, Japan —
3Institute for Theoretical Physics, University of Heidelberg, Germany
— 4Department of Physics, Budapest University of Technology and
Economics and Condensed Matter Research Group of the Hungarian
Academy of Sciences, Hungary — ?CMRG and CERG, RIKEN ASI,
Japan

We study the magneto-optical (MO) response of the polar semicon-
ducting BiTel with giant bulk Rashba spin splitting at various carrier
densities. Despite being nonmagnetic, the material is found to yield a
huge MO activity in the infrared region under moderate magnetic fields
(up to 3 T). Our first-principles calculations show that the enhanced
MO response of BiTel comes mainly from the intraband transitions
between the Rashba-split bulk conduction bands. These transitions
connecting electronic states with opposite spin directions become ac-
tive due to the presence of strong spin-orbit interaction and give rise
to distinct features in the MO spectra with a systematic doping de-
pendence. We predict an even more pronounced enhancement in the
low-energy MO response and dc Hall effect near the crossing (Dirac)
point of the conduction bands.

TT 41.12 Wed 18:00 H2
Transport of dynamically generated pure spin current in
single-layer graphene — eMAsASHI SHIRAISHI}, ZHENYAO Tancl,
Hirokr Aco?, KeEnyi Kawauara?, YuicHiRo Anpol, and TERUYA
Sumnjo! — !Graduate School of Engineering Science, Osaka Univ.,
Japan — 2Institute of Materials Chemistry and Engineering, Kyushu
Univ., Japan
Electrical spin injection and generation of a pure spin current in
graphene using non-local electrical technique has opened a new fron-
tier in molecular spintronics [1-3], after the achievements, a number
of interesting physics related with spin transport and spin relaxation
have been studied. However, there are still many issues in spin trans-
port in graphene that need to be clarified, and the establishment of a
novel technique for spin injection and generation of a pure spin current
in graphene is strongly desired for discussing spin transport phenom-
ena in graphene. Here, we show a new approach for generating and
transporting pure spin current in single-layer graphene at room tem-
perature, the dynamical spin pumping method [4]. The dynamical spin
transport was successfully demonstrated, and the estimated spin co-

herence in CVD-grown graphene at room temperature (RT) was 1.36
micrometers.This study is partly supported by JSPS "Nano Carbon
Terahertz Science” program.

[1] M. Ohishi, M. Shiraishi et al., JJAP 46, L605 (2007). [2] N.
Tombros et al., Nature 448, 571 (2007). [3] M. Shiraishi et al., Adv.
Func. Mat. 19, 3711 (2009). [4] Z. Tang, M. Shiraishi et al., Adv.
Func. Mat. submitted.

TT 41.13 Wed 18:15 H2
Investigation of spin drift effect in highly doped Si —
eMasasHI SHirAIsHI!, MakoTo KaMmeno!, YuicHiro Anpol, Ein
SHikon!, TosHio Suzuki?, ToHRU O1kawa®, and TomMoO SAsAKI®
— 1Graduate School of Engineering Science, Osaka Univ., Japan —
2AIT, Akita Industrial Technology Center, Japan — 3TDK Corpora-
tion, Japan

Spin drift, which is usually negligible in spin transport in metallic sys-
tems, contributes significantly to spin transport and spin accumulation
voltages in semiconductors like Si. Since an electric field gives rise to
spin drift, investigating spin accumulation voltages as a function of
the bias electric field (bias voltage) in Si spin devices can clarify how
spin drift governs spin transport and accumulation properties. In this
presentation, we report on quantitative analyses of spin drift effect and
electric field dependence of spin injection signals in Si [1,2].

[1] M. Shiraishi et al., Phys. Rev. B83, 241204(R) (2011). [2] M.
Kameno, M. Shiraishi et al., Appl. Phys. Lett. 101, 122413 (2012).

TT 41.14 Wed 18:30 H2

Investigation of ordinal and inverted Hanle spin signals in
highly-doped Si — eMasasu1 SHiraIsHI', MAakoTO KAMENO!, YA-
suNorl Aoki!', Yuicuiro Anpol, Eur Suikon!, Tosuio Suzuki?,
Tonru Otkawa?®, and Tomoo Sasaki® — !Graduate School of Engi-
neering Science, Osaka Univ., Japan — 2AIT, Akita Industrial Tech-

nology Center, Japan — 3TDK Corporation, Japan

Spin injection and spin transport in Si has been attracting much atten-
tion in recent several years, and spin physics in Si at room temperature
is intensively argued. Whereas non-local 3-terminal method (NL3T)
has been widely used for showing spin accumulation at room tem-
perature (RT) [1], heated discussion is arising since the NL3T does
not completely exclude spurious signals [2]. For proving spin injection
and transport, observation of magnetoresistance in the NL-4T method
(NLA4T) and Hanle-type spin precession provide the most powerful evi-
dence, and our group exhibited the first transport of pure spin current
at RT [3]. In this presentation, we show the results of the detailed
study on Hanle effects in NL3T by comparing that in NL4T, which
strongly suggests that the results obtained by using NL3T has much
room for discussion about their interpretations [4]. [1] S. Dash et al.,
Nature 462, 491 (2009). [2] M. Tran et al., 102, 036601 (2009). [3] T.
Suzuki, M. Shiraishi et al., APEX4, 023003 (2011). [4] Y. Aoki, M.
Shiraishi et al., Phys. Rev. B86, 081201(R) (2012).

TT 42: Quantum Coherence, Quantum Information Systems 2

Time: Wednesday 15:00-19:15

TT 42.1 Wed 15:00 HI18
Magnetic hysteresis effects in superconducting coplanar mi-
crowave resonators — eD. BoTuNer!, T. GaBER!, M. KEMMLER!,
M. GroNzweic!, B. FerpINaND!, S. WoNscu?, M. SieceL?, P.
MikaeeNko?, T. H. Jonansen3, D. KorLLe!, and R. KLEINER! —
LUniversitat Tiibingen, Germany — 2Karlsruher Institut fiir Technolo-

gie, Germany — 3University of Oslo, Norway

We present experimental data regarding the impact of external mag-
netic fields on quality factor and resonance frequency of supercon-
ducting microwave resonators in a coplanar waveguide geometry. In
particular we focus on the influence of magnetic history and show
with the assistance of numerical calculations that the found hysteretic
behaviour can be well understood with a highly inhomogeneous mi-
crowave current density in combination with established field pene-
tration models for type-II superconducting thin films. Furthermore
we have used magneto-optical imaging techniques to check the field
distribution which we have assumed in our calculations. Finally, we
demonstrate that and how the observed hysteretic behaviour can be
used to optimize and tune the resonator performance for possible hy-
brid quantum sytems in magnetic fields [1].

Location: H18

[1] D. Bothner et al., Phys Rev. B 86, 014517 (2012)

TT 42.2 Wed 15:15 H18
Anisotropic rare-earth spin ensemble strongly coupled to
a superconducting resonator — eSEBASTIAN ProssT!, HANNES
RotziNgeER!, Ivan ProTopopovZ?, STEFAN WUNscH3, PHILIPP
Jung!, Markus JERGER!, MicHAEL SiEGEL3, ALEXEY V. UsTiNov!,
and PaveL Busuev! — !Physikalisches Institut, Karlsruher Insti-
tut fiir Technologie, D-76128 Karlsruhe, Germany — 2Institut fiir
Nanotechnologie, Karlsruher Institut fiir Technologie, D-76021 Karl-
sruhe, Germany — S3Institut fiir Mikro- und Nanoelektronische Sys-
teme, Karlsruher Institut fiir Technologie, D-76189

We report on ESR spectroscopy of an erbium spin ensemble strongly
coupled to a superconducting lumped element microwave resonator.
Er3+ ions are distinct from other spin ensembles due to their optical
transitions inside the telecom C-band at 1.54 pum. This feature makes
them most attractive for interfacing optical and microwave photons by
using a hybrid quantum architecture [1]. However, in contrast to NV-
centers or ruby crystals, rare-earth ions possess a magnetic anisotropy
due to the host crystal field. This results in a strong angular depen-
dence of the spin g-factor and of the collective coupling strength with
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respect to the orientation of the DC magnetic field. We have probed
this anisotropy at millikelvin temperatures by performing on-chip ESR
spectroscopy. The strong coupling regime with a collective coupling of
36 MHz and 11 MHz linewidth has been reached at a resonator fre-
quency of 4.9 GHz for spin transitions with a g-factor of 1.4.

[1] P. Bushev et al., Phys. Rev. B 84, 06051 (R) (2011)

TT 42.3 Wed 15:30 HI18
Tunable Coupling between Two Resonators Controlled by
a Flux Qubit: the Quantum Switch — eE. Horrmann!,
M. HaeserrLeEIN!, A. Baust!, M. Scawarz!, E.P. MenzeL!, H.
HuesL!, Davip Zueco?, J.-J. Garcia RipoLL?, E. SorLano?, F.
Deppe!, A. Marx!, and R. Gross! — !TU Miinchen, Garch-
ing and Walther-Meifiner-Institut, Germany — 2CSIC-Universidad de
Zaragoza, Spain — 3IFF-CSIC, Madrid, Spain — “Universidad del
Pais Vasco UPV/EHU and Ikerbasque, Spain

Superconducting quantum circuits have developed into a promising
platform for quantum information processing. To this end, systems
consisting of a few qubits and/or harmonic oscillator circuits have
been investigated. When scaling up these systems, elements allowing
for a controlled coupling/decoupling of circuit parts are mandatory. A
possible implementation of such an element is the Quantum Switch,
where a controllable coupling between two superconducting transmis-
sion line resonators is mediated by a superconducting flux qubit. In
this presentation, the experimental characterization of such a device
and spectroscopic evidence for the switching behavior will be discussed.

This work is supported by DFG via SFB 631, the German Excel-
lence Initiative via NIM, as well as EU projects CCQED, PROMISCE
and SOLID, the Basque Foundation for Science, Basque Government
1T472-10, Spanish MICINN FIS2009-12773-C02-01, and DZ granted
by ARAID

TT 42.4 Wed 15:45 HIS
Tunable gradiometric flux qubits in circuit-QED experiments
— oJ. Goerz!, M. J. Scuwarz!, Z. Jianc!2, F. Sterrb2, M.
HAiBerLEIN!, F. DEPPEL2, A. MARx!, and R. Gross!2 — 1Walther-
Meifiner-Institut, Bayerische Akademie der Wissenschaften, Garching
— 2Physik Department, TU Miinchen, Garching

Gradiometric flux qubits with tunable minimal transition frequency
have strong potential for scalable quantum circuits as well as for the
realisation of various coupling schemes between qubits and coplanar
waveguide resonators. We have systematically studied the tuning of
the minimal transition frequency, the so called qubit gap, of single
qubits depending on fabrication parameters [1|. In addition we inves-
tigate how the special geometry of these qubits allows us to switch be-
tween the ultrastrong-coupling regime and negligible coupling strength.
We discuss the application of tunable gradiometric flux qubits in es-
tablishing strong ox coupling between a resonator mode and the qubit
enabling the simulation of relativistic quantum systems.

This work is supported by the DFG via SFB 631, the Excel-
lence Initiative via NIM, as well as by the EU-projects CCQED and
PROMISCE.

[1] M. J. Schwarz et al., arXiv:1210.3982

TT 42.5 Wed 16:00 HI18
Path Entanglement of Continuous-Variable Quantum Mi-
crowaves — oE. P. Menzer!, R. D1 Canpia2, F. Deppre!, P.
Eper!, L. Zuonc!, M. Inmic?, M. HaeBerLEIN!, A. Baust!, E.
Horrmann®, D. BaLLesTER3, K. InomaTA®, T. Yamamoro®9, Y.
NAkAMURA®7, E. SoLano2, A. Marx!, and R. Gross! — 1Walther-
Meissner-Institut and TU Muenchen, Germany — 2Universidad del
Pais Vasco UPV/EHU and Tkerbasque, Spain — 3University College
London, UK — 4TU Muenchen, Germany — °RIKEN Advanced Sci-
ence Institute, Japan — SNEC Smart Energy Research Laboratories,
Japan — 7The University of Tokyo, Japan

Entanglement is a quantum mechanical phenomenon playing a key
role in quantum communication and information processing proto-
cols. Here, we report on frequency-degenerate entanglement between
continuous-variable quantum microwaves propagating along two sepa-
rated paths. In our experiment, we combine a squeezed and a vacuum
state via a beam splitter. We reconstruct the squeezed state and, inde-
pendently from this, detect and quantify the produced entanglement
via correlation measurements|[1]. Our work paves the way towards
quantum communication and teleportation with continuous variables
in the microwave regime.

This work is supported by DFG via SFB 631, the German Excellence

Initiative via NIM, EU projects SOLID, CCQED and PROMISCE,
MEXT Kakenhi “Quantum Cybernetics”, JSPS FIRST Program, the
NICT Commissioned Research, EPSRC EP/H050434/1, Basque Gov-
ernment 1T472-10, and Spanish MICINN FIS2009-12773-C02-01.

[1] E. P. Menzel et al.,arXiv:1210.4413

TT 42.6 Wed 16:15 H18
Fast microwave beam splitters from superconducting res-
onators — eM. HAaEeBerLEIN''2, D. Zurco3, P. Assum?, T.
WerssL?, E. Horrmanny2, B. PERoOPADRE®, J.J. GARcia-RIPOLL?,
E. SoLano®, F. Deppel-2, E. Xie!2, A. Marx!, and R. Gross!:2
— 1Walther-Meifiner-Institut, Garching, Germany — 2Technische
Universitit Miinchen, Garching, Germany — 3CSIC-Universidad de
Zaragoza, Spain — *CNRS, Grenoble, France — ?CSIC-Instituto de
Fisica Fundamental, Madrid, Spain — SUniversidad del Pais Vasco
and IKERBASQUE, Basque Foundation for Science, Bilbao, Spain

Coupled superconducting transmission line resonators have potential
applications in quantum information processing. Experimentally, high
coupling strength are often desirable. One example is the fabrication
of fast beam splitters, which however is hampered by non-negligible
two-mode squeezer terms. In this work, we experimentally study su-
perconducting microstrip resonators which are coupled over one third
of their length. We alter position of this coupling region, thereby
changing the relative weight between inductive and capacitive cou-
pling. As a consequence, the beam splitter terms reach a coupling
strength of 800 MHz, which is a significant fraction of the resonance
frequency of 5.44 GHz. Nevertheless, the relative weight of the two-
mode squeezer terms decreases to 20%, enabling the construction of a
fast beam splitter.

This work is supported by DFG via SFB 631, the German excellence
Initiative via NIM, EU projects SOLID; CCQED, and PROMISCE,
Basque Government 1T472-10, Spanish MICINN FIS2009-12773-C02-
01, and DZ granted by ARAID.

TT 42.7 Wed 16:30 H18
Coupling a donor based spin ensemble to superconducting
circuits — eCurisTorn W. ZoLLiTscu!'2, MoRrITz GREIFENSTEINZ,
ALEXANDER Backs2, FeLix HorHNE?, MARTIN S. BRANDT?,
RupoLr Gross!?, and Hans HuesL! — 1Walther-Meifiner-Institut,
Bayerische Akademie der Wissenschaften, Garching — 2Physik-
Department, Technische Universitat Miinchen, Garching — 3Walter

Schottky Institut, Technische Universitdt Miinchen, Garching

The realization of solid state based quantum systems has been success-
ful using various approaches, e.g. superconducting qubits, NV centers
or quantum dot systems. The coupling of different systems in hy-
brid systems allows to exploit their individual advantages. To allow
a coherent information transfer between two quantum systems strong
coupling is required, i.e. the effective coupling g.g needs to exceed the
loss mechanisms of both contributing systems. We study the coupling
between a superconducting coplanar niobium microwave resonator and
an ensemble of uncoupled electron spins of phosphorus donors in nat-
ural silicon. We perform microwave transmission spectroscopy of the
resonator at millikelvin temperatures as a function of the magnetic
field and observe the onset of an avoided level crossing. By analyz-
ing the evolution of the linewidth near the level degeneracy we find
gert/(2m) = 1.3 MHz. The loss rate of the spin system and the res-
onator are determined to v/(27) = 10 MHz and x/(27) = 0.3 MHz,
respectively. We also discuss the temperature and power dependence
of gefr-

Financial support via SFB 631 and NIM is gratefully acknowledged.

15 min. break

Invited Talk TT 42.8 Wed 17:00 H18
Orbitronics in Silicon — eGaABRIEL AEPPLI — London Centre for
Nanotechnology, University College London, UK

Control of magnetic interactions as well as localised spin sates is a
prerequisite for spin-based quantum computing. Interactions can be
induced via photons or exchange interactions mediated through atomic
orbitals. We have consequently carried out optical and scan probe
measurements demonstrating control over donor impurity orbitals in
silicon and at its surface. The experiments are analogous to exper-
iments performed in atom traps, where silicon plays the role of the
vacuum and the impurity that of the atoms.

[1] N. Q. Vinh et al., PNAS 105, 10649 (2008); and submitted (2012)
[2] P. T. Greenland et al., Nature 465, 1057 (2010)
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[3] S. R. Schofield et al., submitted (2012)

TT 42.9 Wed 17:30 HI18
Decoherence due to quasiparticle tunneling in circuit QED —
e ANDREAS HEIMEs!, MICHAEL MARTHALER!, JUHA LEPPAKANGASZ,
and GERD Scuon! — llnstitut fiir Theoretische Festkorperphysik,
Karlsruher Institut fiir Technologie, Wolfgang-Gaede-Str. 1, D-76128
Karlsruhe, Germany — 2Microtechnology and Nanoscience, MC2,

Chalmers University of Technology, SE-412 96 Goteborg, Sweden

In recent years great effort in screening envoironmental decoher-
ence sources lead to an increased coherence time of Josephson based
qubits. Temperature dependent decay time measurements in phase
and transmon qubits suggest that nonequilibrium quasiparticles have
become one of the major limiting factors. We theoretically investigate
this nonequilibrium situation and show that quasiparticle tunneling
through Josephson junctions influences the excitation and relaxation
dynamics of such quantum information devices.

TT 42.10 Wed 17:45 HI18
Making optimal control work for superconducting qubits —
DanieL Eccer!, Fapr Asu Dacaal, DanieL Sank?, and eFRANK
K. WiLaeLM"3 — 1Theoretische Physik, Universitit des Saarlandes,
66123 Saarbriicken — 2Physics Department, University of California,
Santa Barbara, USA — 3IQC and Department of Physics and Astron-
omy, University of Waterloo, Canada

Optimal control is a powerful tool to find pulse sequences and shapes
that implement quantum gates on given realistic hardware, such as
superconducting qubits. For practical applicability, the intense filter-
ing as well as the challenge of precise calibration need to be met. We
illustrate this challenge along the example of the implementation of
a controlled phase shift gate between transmon qubits coupled by a
resonator. The pulse sequence reaches a high fidelity gate in short
time but is highly sensitive to the characterization of the transmon
frequencies. We show how a combination of robust optimal control,
genetic algorithms, and plain debugging help meet these challenges.

15 min. break

TT 42.11 Wed 18:15 HI18
Quantum process tomography of phase and energy relax-
ation through adaptive measurements — e MARKKU STENBERG!
and FrRank WiLneLMb2 — !Theoretical Physics, Saarland University,
66123 Saarbriicken, Germany — 2Institute for Quantum Computing
and Department of Physics and Astronomy, University of Waterloo,
200 University Avenue West, Waterloo, ON, N2I. 3G1, Canada

Quantum process tomography tends to be very time consuming when
multiple degrees of freedom are studied simultaneously. We present a
method of efficient quantum process tomography to estimate the phase
and energy relaxation rates in qubits. The method applies Bayesian
inference to adaptively choose measurements based on the previously
obtained measurement outcomes. We adopt sequential Monte-Carlo
approach to perform the Bayesian updates and make use of a fast nu-
merical implementation of the algorithm. We compare the performance
of our method to conventional offline (implemented after experimental
data collection) strategies and illustrate how our method can speed up

TT 43: Correlated Electrons:

Time: Wednesday 15:00-16:30

TT 43.1 Wed 15:00 H19
Charge self-consistent DFT+DMFT approach to strong
correlation effects in transition-metal oxides — eFRANK
LECHERMANN!, DANIEL GRIEGER!, OLEG. E. PriL?, and CHRISTOPH
Pierke! — 1. Institut fiir Theoretische Physik, Universitit Hamburg
— 2Department of Condensed Matter Physics, University of Geneva

One of the most suited class of materials to study the physics of
strongly correlated electron systems in a realistic scenario is provided
by a group of transition-metal oxides. The specific chemistry of these
compounds allows for rather localized states in the solid state, giving
rise to a variety of intricate phenomena. Large-gap insulators, sys-
tems close to a metal-insulator transition as well as metals with an
enormously high conductivity all belong to these materials. It will

quantum process tomography.

TT 42.12 Wed 18:30 HI18
Generation of Nonclassical States of Microwave Radiation
via Single Photon Detection — eLUkKE C.G. Govia, EmiLy J.
PrircHETT, and FraNnk K. WiLHELM — Saarland University, Saar-
briicken, Germany

We describe the creation of nonclassical states of microwave radiation
via single photon detection, using an ideal dichotomic detector. Ideally,
such a detector only indicates the presence or absence of photons and,
as such, will have a back action in the form of the subtraction opera-
tor. Using the non-linearity of this back action, it is possible to create
nonclassical states of microwave radiation, including squeezed and cat-
like states, starting from a coherent state. One such dichotomic single
photon detector is the Josephson Photomultiplier (JPM), as discussed
in [1]. We discuss the implementation of this protocol using JPMs and
their necessary regime of experimental operation.

[1] Phys. Rev. A 86, 032311 (2012)

TT 42.13 Wed 18:45 HI18
Understanding and utilizing phase qubit decoherence chan-
nels for microwave photon detection — eEmiLy PRITCHETT,
Luke Govia, and FrRANK WILHELM — Saarland University

Superconducting phase qubits are a leading platform for storing and
processing quantum information. While extremely promising, phase
qubits experience unexpectedly short lifetimes as compared to other
superconducting qubits (e.g, the transmon), which is explained by the
experimental observation of densely packed anti-crossings in the phase
qubit’s spectrum. While currently thought the result of interactions
between the qubit and spurious defects in its environment, we show
that these anti-crossings exist between the qubit state and other nearly-
degenerate eigenstates of the circuit even before interaction with the
environment is considered. We discuss how the instability introduced
by these in-circuit resonances can be utilized for high-efficiency, high-
bandwidth single microwave photon detection.

TT 42.14 Wed 19:00 H18
Engineered circuit QED with dense resonant modes —
eDANIEL EGGER and Frank WILHELM — Universitdt des Saarlan-
des, Saarbriicken, Germany

Meta-materials are systems engineered at a wavelength smaller than
the radiation considered but larger than the atomic scale; they gain
their properties from their structure. Of notable interest are left-
handed meta-materials. They exhibit negative permittivity and per-
meability[l]. On chip quantum optics routinely use right-handed
transmission lines, made of a microwave strip-line, as information
mediators[2]. In this work, we discuss the properties of a left-
handed/right-handed hybrid transmission line. The resulting mode
structure presents a mode pile-up at a lower cut-off frequency. Placing
a qubit near the hybrid line results in strong to ultra-strong coupling
to a quasi-continuum of modes. This system generates strongly en-
tangled multi-mode states and also serves as quantum simulator for a
spin-boson model with a sub-sub-ohmic density of states.

[1] V. Veselago, Sov. Phys. Usp. 10, 517 (1968)
[2] A. Blais et al., PRA 69 062320 (2004)

Metal-Insulator Transition 2

Location: H19

be shown that the newly developed charge self-consistent combina-
tion of density functional theory (DFT) and dynamical mean-field the-
ory (DMFT) based on the projected-local-orbital interface between a
mixed-basis pseudopotential method and the continuous-time quantum
Monte Carlo impurity solution to DMFT [1], is capable of addressing
the vast characteristics among correlated transition-metal oxides. For
instance, the metal-insulator transition in VoOgs will be discussed.

[1] D. Grieger, C. Piefke, O. E. Peil and F. Lechermann, PRB 86,
155121 (2012)

TT 43.2 Wed 15:15 H19
Orbital and spatial correlations in LiVSs from a two-particle
perspective — eLEWIN BOEHNKE and FRANK LECHERMANN — 1.
Institut fiir Theoretische Physik, Universitdt Hamburg
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The compound LiVSy shows a transition from a paramagnetic metal
to a trimerized valence bond solid insulator phase [1] at 310K. Such a
behaviour is already known from its neighbouring compound LiVOa,.
In contrast to previous studies that concentrated on the symmetry-
broken insulating phase [2], our attention is on the emergence of this
low-temperature phase from the high-temperature phase. We employ
the formalism outlined in [3] to calculate lattice spin- and charge-
susceptibilities for this system on top of density functional theory -+
dynamical mean-field theory (DFT+DMFT) calculations for a detailed
investigation of non-local two-particle correlations in view of the or-
bital ordering and trimerization effects that are observed.

[1] N. Katayama, et al., PRL 103, 146405 (2009)
[2] H. Pen, et al., PRL 78, 1323 (1997)
[3] L. Boehnke, et al., PRB 84, 075145 (2011)

TT 43.3 Wed 15:30 HI19
Correlation effects and spin-orbit interaction in Sr3Ru2O7:
LDA+DMFT study — eEvGENY GORELOV, GUOREN ZHANG, and
Eva Pavarint — IAS-3, Forschungszentrum Jiilich, 52425 Jiilich

The layered ruthenates of the Ruddlesden-Popper family
Srp+1RunOsp41 are interesting examples of strongly correlated tran-
sition metal compounds. Due to competing kinetic and Coulomb ener-
gies, that are of the same order for Ru 4d electrons, these compounds
have very rich phase diagram, including Mott-insulator, ferro- and
meta-magnetic phases. Among layered ruthenates the bilayered com-
pound Sr3Ru207 is particularly interesting. It is known to be a para-
magnetic metal close to ferro-magnetism and exhibits a metamagnetic
behavior in external magnetic field. By using the LDA+DMFT (local-
density approximation + dynamical mean-field theory) approach, we
study magnetic properties and electron mass renormalization due to
correlation effects. In our LDA+DMFT scheme we use maximally-
localized Wannier orbitals obtained from Linearized Augmented Plane
Wave (LAPW) calculations to build a low-energy Hubbard model for
the Ru d bands; we use the weak-coupling CT-quantum Monte Carlo
method to solve the quantum impurity problem. We take into account
the full rotationally-invariant Coulomb interaction, as well as full on-
site self-energy matrix in orbital space with spin-orbit coupling.

[1] E. Gorelov, G. Zhang, and E. Pavarini, Correlation effects and
spin-orbit coupling in Sry,+1Ru,O3y,41 compounds (in preparation)

TT 43.4 Wed 15:45 HI19
LDA+DMFEFT calculations of the Knight shift and relaxation
rate in VOMoO,4 — eAmMmIN Kiantr and Eva PavariNt — Institute
for Advanced Simulation and JARA, Forschungszentrum Jiilich, 52425
Jilich, Germany
By using the LDA-+DMFT approach and the local vertex approxima-
tion, we calculate the magnetic linear response function of strongly

correlated transition-metal oxides. From the susceptibility we obtain
Knight shift and relaxation rate. We present results for the frustrated
system VOMoOy4. In particular we investigate how the Knight shift
and the relaxation time behave in different temperature and correla-
tion regimes.

TT 43.5 Wed 16:00 H19
DFT + DMFT calculations for epitaxially strained LaTiO3 —
eKRrzyszToF DyMKowskl and CLAUDE EDERER — Materials Theory,
ETH Zurich, Switzerland

Even though bulk LaTiO3 is a Mott insulator [1], metallic properties
have been reported for thin films of LaTiO3 grown on SrTiO3 [2]. Such
metallicity, can be due to a number of factors such as: electronic re-
construction at the interface, defects, or substrate-induced structural
deformations. In order to identify the origin of the observed metallic-
ity, we perform density functional theory plus dynamical mean field
theory (DFT + DMFT) calculations for epitaxially strained LaTiOs.
First, we use standard DFT to accurately relax the structure under the
epitaxial constraint, and we monitor hopping amplitudes and crystal-
field splitting as a function of strain. Then, we calculate the electronic
properties for the strained structures using DMFT. Based on our re-
sults we address the question whether the strain-induced structural
modifications of LaTiO3 are enough to change this insulator into a
metal.

[1] E. Pavarini et al., Phys. Rev. Lett. 92, 176403 (2004)
[2] F. J. Wong et al., Phys. Rev. B 81, 161101 (2010); C. He et al.,
Phys. Rev. B 86, 081401 (2012)

TT 43.6 Wed 16:15 H19
Magnetic susceptibility of the orbital-selective Mott phase —
eMARKUS GREGER, MICHAEL SEKANIA, Marcus KoLLaRr, and Di-
ETER VOLLHARDT — Theoretische Physik III, Zentrum fiir Elektron-
ische Korrelationen und Magnetismus, Universitat Augsburg

‘We analyze the low-energy physics of multi-orbital Hubbard models in
the orbital-selective Mott phase within Dynamical Mean-Field Theory.
Our main focus lies on the calculation of dynamical two-particle quan-
tities, e.g., susceptibilities. They are of particular interest in these
systems since the coupling between the orbitals is not due to a hy-
bridization, but is caused by two-particle processes originating from
the interaction, i.e., the Hund’s rule coupling J and the inter-orbital
repulsion U;. Employing the Numerical Renormalization Group as
an impurity solver we obtain diverging spin-susceptibilities sz. (w) at
w = 0; here 4,j are orbital indices. This corresponds to a divergent
density of states for magnetic excitations, indicative of an instability
of the phase. An explanation based on a Kondo-type Hamiltonian
is given. These results also provide a better characterization of the
known non-Fermi liquid properties of the phase.

TT 44: Focused Session: Majorana Fermions in Condensed Matter (jointly with DS, HL, MA,
and O)

Majorana fermions arise as quasi-particle excitations in condensed matter systems which exhibit non-
Abelian exchange statistics. This property makes them a fundamentally new type of particles, and

possibly allows topological quantum computing in this system.

In the last few years, the study of

Majorana fermions has rapidly evolved from being a mere theoretical concept to a practical realization:
Following theoretical proposals involving hybrid nanosystems consisting of conventional superconductors
and semiconducting nanowires, experiments have now found signatures of Majorana fermions. This
Focused Session will discuss various aspects of Majorana fermions and the hybrid systems hosting them,
including both theoretical and experimental contributions.

Organizers: Fabian Hassler (RWTH Aachen), Michael Wimmer (Leiden University)

Time: Wednesday 15:00-18:00

Invited Talk TT 44.1 Wed 15:00 H20
Subgap States in Majorana Wires — eP1ET BROUWER — Freie
Universitat Berlin

A one-dimensional spin-orbit coupled nanowire with proximity-induced
pairing from a nearby s-wave superconductor may be in a topological
nontrivial state, in which it has a zero energy Majorana bound state at
each end. In this talk, I will discuss how non-idealities in this proposal,
such as potential disorder, deviations from a strict one-dimensional

Location: H20

limit, or details concerning the termination of the wire, affect the topo-
logical phase and its signatures in a current-voltage measurement. In
particular, I’ll argue that the topological phase can persist at weak
disorder or for multichannel wires, although some of the signatures of
the presence of Majorana fermions are obscured.

Invited Talk TT 44.2 Wed 15:30 H20

New Measurements on Nanowire Majorana Systems —
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oCHARLES Marcush3, Huen CHURcHILL23, MINTANG DENG?, and
Honcaqr Xu? — 1Center for Quantum Devices, Niels Bohr Insti-
tute, University of Copenhagen, Copenhagen, DK — 2Department
of Physics, MIT, Cambridge, MA USA — 3Department of Physics,
Harvard University, Cambridge, MA USA — “*Division of Solid State
Physics, Lund University, Lund, Sweden

This talk will present recent measurements on gated InSb nanowires
coupled to a superconducting film. This set-up is one designed to
detect Majorana end states. We show data similar to that seen in
other groups recently, and also extend measurements in a number of
directions, including higher field and higher conductance. Oscillatory
structure suggesting interacting end-state Majoranas is found. We also
identify transport regimes where even-odd Kondo-like features are ev-
ident, combined with Andreev bound states.

This research is sponsored by Microsoft Project Q, the Danish Na-
tional Research Foundation, and Harvard University.

Topical Talk TT 44.3 Wed 16:00 H20

Adaptive Tuning of Majorana Fermions in a Quantum Dot
Chain — e ANTON AKHMEROV — Harvard University, USA

I will explain how to overcome the obstacles that disorder and high
density of states pose to the creation of unpaired Majorana fermions
in one-dimensional systems. This is achieved by splitting the system
into a chain of quantum dots, which are then tuned such that the chain
can be viewed as an effective Kitaev chain with maximally localized
Majorana fermions. Resonant Andreev spectroscopy allows us to make
this tuning adaptive, so that each pair of dots may be tuned indepen-
dently of the other. Our numerical simulations show that already in
three quantum dots it is possible to have almost completely decoupled
Majorana fermions.

15 min. break

Topical Talk TT 44.4 Wed 16:45 H20
Majorana Fermions in Disordered Quantum Wires —
e ALEXANDER ALTLAND — Institute for Theoretical Physics, Ziilpicher
Str. 77, 50937 Koln

Proximity coupled spin-orbit quantum wires have recently been shown
to support midgap Majorana states at critical points. We show that
in the presence of disorder these systems are prone to the buildup of
a second bandcenter anomaly, which is of different physical origin but
shares key characteristics with the Majorana state: it is narrow in
width, insensitive to magnetic fields, carries unit spectral weight, and
is rigidly tied to the band center. Depending on the parity of the num-

ber of subgap quasiparticle states, a Majorana mode does or does not
coexist with the impurity generated peak. The strong ’entanglement’
between the two phenomena may hinder an unambiguous detection of
the Majorana by spectroscopic techniques.

Topical Talk TT 44.5 Wed 17:15 H20
Parity Effects and Crossed Andreev Noise in Trans-
port through Majorana Wires — eBERND RoseNnow!, BiOrRN
ZocHER"?, and MaTs HorspaL! — !Institut fiir Theoretische Physik,
Universitit Leipzig, D-04009 Leipzig, Germany — 2Max-Planck-
Institute for Mathematics in the Sciences, D-04103 Leipzig, Germany

One of the defining properties of a topologically ordered state is
the ground state degeneracy on surfaces with nonzero genus. In
semiconductor-superconductor hybrid structures, a phase transition
between regular and topologically nontrivial superconductivity is ex-
pected as a function of chemical potential or magnetic field strength.
The difference in ground state degeneracies of the two phases is
reflected in the parity and magnetic flux dependence of nonlinear
Coulomb blockade transport through a ring shaped structure.

In nanowires of finite length, topologically non-trivial superconduc-
tivity is expected to give rise to Majorana bound states at the ends of
the wire. The non-locality of Majorana bound states opens the pos-
sibility of crossed Andreev reflection with nonlocal shot noise, due to
the injection of an electron into one end of the superconductor followed
by the emission of a hole at the other end. When coupling the end
states to leads via quantum dots with resonant levels, in the space of
energies of the two resonant quantum dot levels we find a four peaked
clover-like pattern for the strength of noise due to crossed Andreev re-
flection, distinct from the single ellipsoidal peak found in the absence
of Majorana bound states.

TT 44.6 Wed 17:45 H20
Majorana qubit rotations in microwave cavities — eTHOMAS
L. ScumipT, ANDREAS NUNNENKAMP, and CHRISTOPH BRUDER —
Department of Physics, University of Basel, CH-4056 Basel, Switzer-
land

Majorana bound states have been proposed as building blocks for
qubits on which certain operations can be performed in a topologically
protected way using braiding. However, the set of these protected
operations is not sufficient to realize universal quantum computing.
We show that the electric field in a microwave cavity can induce Rabi
oscillations between adjacent Majorana bound states. These oscilla-
tions can be used to implement an additional single-qubit gate. Sup-
plemented with one braiding operation, this gate allows to perform
arbitrary single-qubit operations.

TT 45: Superconductivity: (General) Theory

Time: Wednesday 15:00-16:45

TT 45.1 Wed 15:00 H21
Density Functional Theory for Superconductors — e ANTONIO
SANNA, ANDREAS LiNscHEID, and E.K.U. Gross — Max-Planck In-
stitute for Microstructure Physics, Halle

Superconducting density functional theory (SCDFT) is a fully
parameter-free approach to superconductivity. We review the method
discussing the main theoretical advantages and disadvantage of the
approach as compared to standard Green’s functions methods. We
present results for several conventional and unconventional supercon-
ductors, and in particular we will discuss the special case of surface
superconductivity considering the case of Pb on Si(111). Then we will
report on the most recent extensions of the method: to incorporate in
a correct way the Migdal’s theorem; compute the excitation spectrum;
describe a coexistence with magnetism.

TT 45.2 Wed 15:15 H21
Two-particle self-consistent approach to unconventional su-
perconductivity — eJuNya OTsuki — Department of Physics, To-
hoku University, Sendai, Japan — Theoretische Physik III, Zentrum
fiir Elektronische Korrelationen und Magnetismus, Universitdt Augs-
burg
A non-perturbative approach to unconventional superconductivity is
developed based on the idea of the two-particle self-consistent (TPSC)
theory[l]. An exact sum-rule which the momentum-dependent pair-

Location: H21

ing susceptibility satisfies is derived. Effective pairing interactions
between quasiparticles are determined so that an approximate sus-
ceptibility should fulfill this sum-rule, in which fluctuations belonging
to different symmetries mix at finite momentum. The mixing leads to
a suppression of the dg2_,2 pairing close to the half-filling, resulting
in a maximum of T, away from half-filling.

[1] J. Otsuki, Phys. Rev. B 85, 104513 (2012).

TT 45.3 Wed 15:30 H21
Response and collective modes in two—band superconduc-
tors — eNikoraJ Birrner! and DieTricn Einzer? — 1Max-
Planck-Institut fiir Festkorperforschung, Heisenbergstrafte 1, D-70569
Stuttgart, Germany — 2Walther-Meifiner-Institut fiir Tieftemper-
aturforschung, Bayerische Akademie der Wissenschaften, Walther-
Meifiner-Strafe 8, D-85748 Garching, Germany

We present a systematic study of the response properties of two-—
band (multi-gap) superconductors with conventional and unconven-
tional spin—singlet pairing correlations. Particular emphasis is on the
existence, the dispersion and the general role of a new massive order
parameter collective mode, the so—called Leggett mode, which arises
as a consequence of interband pairing correlations. The subtle inter-
play between the gauge mode or Nambu-Goldstone Boson and the
Leggett mode is studied in view of both the validity of the charge
conservation law and the participation in the Higgs mechanism. The
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occurrence of the Leggett—mode is analyzed with respect to its exper-
imental observability in all physically relevant spin-independent colli-
sionless response functions like the Lindhard density response, the di-
electric function, the supercurrent response (condensate dynamic con-
ductivity) and the electronic Raman response. Possible applications
of this theory include systems like various cuprates, MgBg2, pnictides
and non—centrosymmetric superconductors.

TT 45.4 Wed 15:45 H21
Establishing Theoretically the Capacity of Resonant Inelas-
tic X-ray Scattering to Probe the Phase and Excitations of
the Superconducting Order Parameter — ePASQUALE MARRA',
STEFFEN SYKORA!, KRzYszTOF WOHLFELD!, and JEROEN VAN DEN
Brink!12 — lnstitute for Theoretical Solid State Physics, IFW Dres-
den, D-01069 Dresden, Germany — 2Department of Physics, TU Dres-

den, D-01062 Dresden, Germany

The capability to probe the dispersion of elementary spin, charge, or-
bital, and lattice excitations has positioned Resonant Inelastic X-ray
Scattering (RIXS) at the forefront of photon science. Here we de-
velop the scattering theory for RIXS on superconductors, calculat-
ing its momentum-dependent scattering amplitude. Considering un-
conventional superconductors with different pairing symmetries and,
in particular, evaluating the theoretical RIXS spectra for cuprate
and pnictide-like systems, we show that the low-energy scattering is
strongly affected by the superconducting gap and coherence factors.
This establishes RIXS as a tool to disentangle pairing symmetries and
to probe the elementary excitations of unconventional superconduc-
tors.

TT 45.5 Wed 16:00 H21
Effects of randomness on the critical temperature in quasi-
1D and quasi-2D superconductors — eENVER NAKHMEDOV!:Z,
OKTAY ALEKPEROVZ, and REINHOLD OPPERMANN! — lInstitut fiir
Theoretische Physik, Universitdat Wiirzburg, Am Hubland, D-97074
Wiirzburg, Germany — 2Institute of Physics, Azerbaijan National
Academy of Sciences, H. Cavid str. 33, AZ1143 Baku, Azerbaijan

Effects of non-magnetic disorder on the critical temperature Tc and
on diamagnetism of quasi-1D and quasi-2D superconductors (SCs) are
reported. The organic SCs are modeled as superconducting wires or
layers connecting each others through the Josephson coupling. The
Josephson energy is considered to be random parameter with Gaus-
sian distribution. The phase of the order parameter is averaged over
thermodynamic fluctuations as well as over disorder by employing
the replica method. We show that the randomness destroys phase
coherence between wires in quasi-1D SCs and that Tc vanishes dis-
continuously at a critical disorder-strength. Nevertheless the disorder
of arbitrary high strength in quasi-2D organic SCs can not destroy
completely the superconducting phase. The interplay between disor-

der and quantum phase fluctuations is shown to result in quantum
critical behavior at T=0 in quasi-1D SCs, which manifests itself as
a superconducting-normal metal phase transition of first-order at a
critical disorder strength. The parallel and transverse components of
the penetration-depth are evaluated. They diverge at different critical
temperatures, which correspond to pair-breaking and phase-coherence
breaking respectively. Our theory agrees well with the experimental
measurements.

TT 45.6 Wed 16:15 H21
Stability of super-currents and condensates in type I su-
perconductors — eKraus MoraweTz!'23, PavEL LiPAvsKY?,
BreTisLav Sopik?, and MicHAEL MAENNEL! — ! Miinster University
of Applied Sciences, Stegerwaldstrasse 39, 48565 Steinfurt, Germany
— 2International Institute of Physics (IIP), Av. Odilon Gomes de
Lima 1722, 59078-400 Natal, Brazil — 3Max-Planck-Institute for the
Physics of Complex Systems, 01187 Dresden, Germany — *Faculty
of Mathematics and Physics, Charles University, Ke Karlovu 3, 12116
Prague 2, Czech Republic

Excitations of Cooper pairs into non-condensed bound pairs are simi-
lar to excitations of true bosons out of the Bose-Einstein condensate.
Using the Landau criterion of superfluidity we evaluate the critical
current above which these pair-excitations would lead to a finite resis-
tivity. The predicted value strongly depends on the chosen approxima-
tion. The Kadanoff-Martin theory which is in many aspects equivalent
to the BCS theory, leads to zero critical velocity, what is in conflict
with the mere existence of super-currents. In contrast, the T-matrix
with multiple scattering corrections provides the critical velocity of
pair excitation which is v/3-times larger than the critical velocity of
pair breaking. This agrees with the experimentally well established
fact that super-currents in type I superconductors are limited by pair
breaking, not by pair excitation.

TT 45.7 Wed 16:30 H21
Vacuum phonon squeezing in femtosecond-laser excited no-
ble metals — eFairosA CHEENICODE KABEER, EEUWE S. Z1JLSTRA,
and MARTIN E. Garcia — Universitiat Kassel, Kassel, Germany

The interaction of a femtosecond-laser pulse with a material can either
strengthen or weaken the interatomic potential, which may give rise
to many interesting ultrafast structural phenomena. Using electronic-
temperature dependent density functional theory we demonstrate that
the noble metals copper and silver show laser-induced bond hardening
and that this can be used to achieve vacuum phonon squeezing. For
the squeezed states we predict optimal squeezing factors at the L-point
longitudinal mode which are orders of magnitude greater than what
has been achieved so far[1].

[1] G. A. Garrett et al., Science 275, 1638 (1997)

TT 46: Graphene - SiC Substrates and Intercalation (jointly with DS, HL, MA, and O)

Time: Wednesday 16:00-19:15

TT 46.1 Wed 16:00 H17
Molecular Doping of Epitaxial Graphene on SiC with
flouro-fullerenes — eMARTINA WANKE!2, ANTON TADICH?, MARK
Epmonps?, Yaou SmeTs?, Curis Pakes?, and THoMAs SEYLLER!:2
— 1nstitut fiir Physik, Technische Universitdt Chemnitz, Reichen-
hainer Strasse 70, 09126 Chemnitz, Germany — 2LS Technische
Physik, Friedrich-Alexander-Universitdt Erlangen-Nirnberg, Erwin-
Rommel-Strasse 1, 91058 Erlangen — 3Soft-X-Ray-Beamline, Aus-
tralian Synchrotron, 800 Blackburn Road, Clayton, VIC 3168, Aus-
tralia — “*Scholl of Physics, La Trobe University, Physical Sciences 1,
Bundoora, VIC 3086, Australia
Epitaxial graphene (EG) on SiC(0001) is intrinsically n-type doped
due to charge transfer from the substrate surface [1,2]. Charge trans-
fer doping with F4-TCNQ reduces the carrier concentration and in-
creases the carrier mobility 2], but the stability of the molecular layer
in ambient conditions is not given [2]. Molecules with a sufficiently
high electron affinity are needed in order to achieve a significant re-
duction of the electron concentration in EG by surface transfer doping.
The mechanism of surface transfer doping of diamond with CgoF4g is
well understood [3]. Using ARPES we investigated the surface transfer
doping of EG with CgoF45. A net p-type doping of EG was observed

Location: H17

for higher coverages of the CgoF4s.

[1] T.Ohta et al., Science 313 (2006) 951; [2] J.Jobst et al., PRB 81
(2010) 195434; W.Chen et al., JACS 129 (2007) 10418; C. Coletti et
al., PRB 81 (2010) 235401. [3] M. T. Edmonds et al., JCP 136 (2012)
124701.

TT 46.2 Wed 16:15 H17
Transport properties of epitaxially grown graphene nanos-
tructures — eJENS BARINGHAUS, FREDERIK EDLER, HERBERT
PrNUR, and CHRISTOPH TEGENKAMP — Institut fiir Festkorperphysik,
Leibniz Universitat Hannover, 30167 Hannover, Germany

The patterning of graphene into small stripes, the so called graphene
nanoribbons, is an essential task for the development of future
graphene based electronic devices. For such ribbons with a well-
ordered edge geometry the presence of one-dimensional edge states
has been predicted. The fabrication of these well-defined structures
requires the avoidance of any damaging post-processing. To overcome
this obstacle we use a selective graphitization process on SiC-mesa
structures, producing monolayer graphene nanoribbons of 40 nm to
100 nm in width and of several micrometers in length. The local elec-
tronic properties of the ribbons are investigated by means of a 4-tip
STM. The self-assembled graphene nanoribbbons show metallic behav-
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ior and can be clearly distinguished from the non-metallic substrate.
Conductances close to Go = €2 /h are observed for a wide temperature
range from 30 K up to room temperature. Description within the Lan-
dauer formalism is possible assuming ballistic transport dominated by
a single ballistic channel. This is a strong indication for spin-polarized
transport through the edge-states of the ribbons. These edge states
also show up in scanning tunneling spectra. At higher temperatures
the conductance increases due to the occupation of the next subband.
Remarkably all investigated ribbons exhibit very large mean free paths
up to 15 um.

TT 46.3 Wed 16:30 H17
Local investigation of transport properties and morphology
of epitaxially grown 2d graphene — eFREDERIK EDLER, JENS
BarincHAUs, HERBERT PFNUR, and CHRISTOPH TEGENKAMP — In-
stitut fiir Festkorperphysik, Leibniz Universitat Hannover, Appelstrafe
2, 30167 Hannover, Germany

Graphene has a peculiar band structure and special transport prop-
erties. The transport is strongly affected by imperfections of the
graphene films, e.g atomic steps and impurities located at the interface
between graphene and its support. A reliable control of these parame-
ters is possible by epitaxial grown graphene on SiC. To characterize the
epitaxial growth and correlate the structure with transport properties,
the sheet resistance of graphene grown on SiC(0001) and SiC(0001)
have been studied via a 4-tip STM/SEM system. The SEM allows
precise positioning of feedback controlled STM tips, enabling trans-
port measurements on a nm-scale. While STM is used to characterize
atomic size defect structures, step-bunches and nano-inhomogeneities
can be identified in SEM. Sheet resistances were found to be inde-
pendent from probe spacing indicating a 2d transport behavior but
highly depending on ex-situ processing steps. Further in-situ anneal-
ing led to sheet resistances around 6 — 8 k2/[]. These values can be
explained by diffusive transport theory [1] and correlate with the con-
centration of the nano-inhomogeneities. Structural defects induce a
mobility gap as deduced from temperature-dependent transport mea-
surements. The sheet resistance increased by a factor of three for
elastically bend graphene layers across SiC step-bunches. [1] Adam et
al., PNAS, 104, 18392 (2007)

TT 46.4 Wed 16:45 HI17
Electronic structure of epitaxial graphene on 3C-SiC(111)
— eLypia NEMEC, VoLKER BLuMm, PaTrick RINKE, and MATTHIAS
ScHEFFLER — Fritz-Haber-Institut der Max-Planck-Gesellschaft, D-
14195 Berlin

We present a study of the electronic structure of the carbon-rich sur-
face phases on 3C-SiC(111), including quasi-freestanding graphene and
intercalated phases. Our approach is based on density-functional the-
ory (DFT) including van der Waals (vdW) dispersion terms in the
Tkatchenko-Scheffler approach [1]. We use semilocal DFT (PBE4vdW
functional) for our first-principles structure predictions. For the oxy-
gen intercalated bilayer graphene, we consider an oxygen-rich interface
passivating the Si dangling bonds [2|. Based on the predicted geome-
tries, hybrid functionals (HSE06 and PBEOQ) are used to assess the
electronic structure of: (1) the partially sigma-bonded "buffer layer"
phase, (2) quasi-freestanding graphene up to three monolayers, and (3)
hydrogen- and oxygen intercalated graphene phases. For the different
phases, we discuss the changes of the electronic structure, addressing
the influence of the intercalated material on the doping of the graphene
and the charge transfer from the substrate to the graphene layer. We
observe that in the intercalated phases graphene is decoupled from
the substrate, making intercalation a promising approach for further
studies.

[1] A. Tkatchenko, M. Scheffler, PRL 102, 073005 (2009).

[2] M.H. Oliveira et al.; Carbon 52, 83-89 (2013).

TT 46.5 Wed 17:00 H17
Graphene on cubic and hexagonal SiC: A comparative the-
oretical study — OLEG PaNKrATOV, STEPHAN HENSEL, PauL
GoTzFRIED, and MICHEL BocksTEDTE — Theoretische Festkorper-
physik, FAU Erlangen-Niirnberg, Staudstr. 7B2, D-91058 Erlangen

Epitaxial graphene grows on different SiC polytypes which possess dis-
tinct band gaps. We investigate the influence of polytypes on the
graphene electronic spectrum employing density functional calcula-
tions with LDA and hybrid HSE functionals. We consider differ-
ent buffer layer-graphene layer stackings as well as different substrate
terminations.! We find a systematic displacement of the Dirac point
relative to the valence-band edge as a function of the polytype hexag-

onality. The HSE values are in good agreement with available ex-
perimental results,2:3 while LDA corroborates the trends. The Dirac
point, the interface-related states, and the Fermi level follow similar
polytype-dependent shifts, hence the graphene doping of the epilayer
stays practically the same. For the AB stacked buffer and epilayer
on Si-terminated SiC the Dirac spectrum exhibits an energy gap of
25-40 meV (depending on the polytype). On the contrary, for the AA
stacking the Dirac cone remains intact. We suggest a symmetry-based
analytical model which explains the origin of the gap and its absence
for the AA geometry.

[1] Pankratov et al. Phys. Rev. B 86, 155432 (2012).

[2] Sonde et al., Phys. Rev. B 80, 241406 (2009).

[3] Ristein et al., Phys. Rev. Lett. 108, 246104 (2012).

TT 46.6 Wed 17:15 H17

Phonons of graphene on SiC(0001) — Steran FRryskal,

Roranp J. Kocn!, FELix FRoMM!, ALEJANDRO MOLINA-SANCHEZZ,
oeLUuDGER WIirTZ2, MARTINA WANKE!3, and Tuomas SEvLLERD3
— IFAU Erlangen-Niirnberg — 2University of Luxembourg — 3TU

Chemnitz

Epitaxial graphene (EG) on SiC(0001) can be grown on a wafer scale
[1] but its charge carrier mobility is considerably lower than that of
graphene flakes obstained by mechanical exfoliation. A previous study
[2] of the temperature dependence of the mobility suggested that it is
determined by remote phonon scattering with phonons of the buffer
layer at the interface between EG and SiC(0001). The buffer layer,
which is identical to the (61/3 x 61/3) R30° reconstruction of SiC(0001),
consists of a monolayer of carbon atoms in a honeycomb structure. Due
to a strong interaction with the substrate, the buffer layer has destorted
m-bands and does not exhibit a Dirac cone [3]. In order to learn more
about the phonons of the buffer layer we have carried out a study using
high-resolution electron energy loss spectrscopy (HREELS) and Ra-
man spectroscopy, accompanied by ab-initio calculations. We observe
strong modifications of the phonons of the buffer layer with respect
to weakly interacting, quasi-free standing graphene on SiC(0001). In
particular, the Kohn anomaly is quenched, which agrees with the lack
of a Dirac cone. [1] K. V. Emtsev et al., Nat. Mater. 8 (2009) 203. [2]
F. Speck et al., Appl. Phys. Lett. 99 (2011) 122106. [3] K. V. Emtsev
et al., Phys. Rev. B 77 (2008) 155303.

TT 46.7 Wed 17:30 H17

Intercalation of hydrogen at the graphene/Ir(111) interface
— oTHORSTEN BaLGAr, HyuniL Kim, and EcKART HASSELBRINK —
Universitat Duisburg-Essen, Universitatsstr. 5, D-45141 Essen
Epitaxially grown graphene on an iridium crystal exhibits a well known
moire pattern due to the lattice mismatch of graphene and the Ir(111)
surface. This leads to a buckling of the carbon layer and a lateral
modulation of the chemical reactivity towards adsorbates [1,2]. Un-
like intercalated metal atoms hydrogen cannot be directly detected
with surface scientists’ standard analysis tool box, namely XPS or
AES. In our study we have used vibrational sum frequency generation
(SFG) spectroscopy to monitor the stretching vibration of hydrogen
chemisorbed on graphene [3]. The results are discussed in view of
the intercalation of hydrogen and the local formation of graphane-like
structures.

[1] C. Busse et al., Phys. Rev. Lett. 107 (2011) 036101 [2] J. Wint-
terlin et al., Surf. Sci. 603 (2009) 1841 [3] Kim et al., Chem. Phys.
Lett. 546 (2012) 12

TT 46.8 Wed 17:45 HI17
Decoupling of Epitaxial Graphene on Ir(111) by Oxygen In-
tercalation — eSgrEN ULsTRUP!', ROSANNA LARCIPRETE?, PAoLO
Lacovic®, MaTTEo DaLmigrio®, Marco Biancui!, Jens CHRIs-
TIAN JOHANNSEN!, FEDERICO MazzoLal, Liv HORNEKAR!, FABRIZIO
OrLANDO?*, ALESSANDRO BaraLDI?, Stvano Lizzit®, and Puinip
HorMaNN! — IDepartment of Physics and Astronomy, Interdisci-
plinary Nanoscience Center, Aarhus University, Denmark — 2CNR-
Institute for Complex Systems, Roma, Italy — 3Sincrotrone Trieste,
Trieste, Ttaly — “Physics Department and Center of Excellence for
Nanostructured Materials, University of Trieste, and IOM-CNR Lab-
oratorio TASC, Area Science Park, Trieste, Italy

Epitaxial growth of graphene on transition metal surfaces is now a
well-established method for obtaining extended layers of high quality
graphene. However, interactions between graphene and its metal sub-
strate are unwanted in applications typically requiring a mechanical
transfer of the graphene. Here we demonstrate a different strategy
based on decoupling the graphene from an Ir(111) substrate by oxy-
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gen intercalation. More specifically, we present evidence using pho-
toelectron spectroscopy techniques that the intercalation results in
an extended layer of hole-doped quasi free-standing graphene (QFG).
Analysis of the electronic self-energy near the Fermi level reveals an
extremely weak electron-phonon coupling in QFG. Finally, we find
that abrupt deintercalation of oxygen occurs at elevated temperatures,
which is accompanied by a modest etching of the graphene lattice.

TT 46.9 Wed 18:00 H17
insulation of epitaxial graphene
substrate — Sivano LizziT!, RosanNa
LARCIPRETEZ, PaorLo Lacovic!, Marteo DarLmicLio!, FaBrizio
ORLANDO®%, ALESSANDRO BARALDI®?, LAuGE GAMMELGAARD®,
eLucas BaRrRrReTo®, Marco Bianchi®, Epwarp PErkins®, and
PuiLip Hormann® — 1Sincrotrone Trieste, Italy — 2CNR-Institute
for Complex Systems, Roma, Italy — 3Physics Department and CEN-
MAT, University of Trieste,Italy — 4IOM-CNR Laboratorio TASC,
Trieste, Italy — ®Capres A/S, Lyngby, Denmark — 6Institut for Fysik
og Astronomi, Interdisciplinary Nanoscience Center (iNANO), Aarhus
Universitet Denmark

Transfer-free electrical
from its metal

High-quality, large-area epitaxial graphene can be grown on metal sur-
faces, but its transport properties cannot be exploited because the elec-
trical conduction is dominated by the substrate. Here we show how to
insulate epitaxial graphene from the Ru(0001) surface it is grown on by
a step-wise intercalation of silicon and oxygen, and the eventual forma-
tion of a SiO2 layer between the graphene and the metal. The reaction
steps are followed by x-ray photoemission spectroscopy. The presence
of a SiO2 layer should insulate the metal from the substrate. In order
to verify this, lateral transport measurements were performed using
a nano-scale multipoint probe technique. The resistance obtained is
substantially higher than expected for a clean ruthenium surface but
consistent with that expected for graphene. Moreover, the data sug-
gest two-dimensional electronic transport, as expected for graphene.

TT 46.10 Wed 18:15 H17
Intercalation as a route to atomically sharp
graphene/ferromagnet interfaces: Structural and electronic
investigations — ePHIiLIPP LEICHT, KONSTANTIN KRAUSERT, LUKAS
Z1ELKE, and MikHAIL FoNIN — Fachbereich Physik, Universitiat Kon-
stanz, 78457 Konstanz, Germany

The interface between graphene (G) and the substrate plays a vital
role for the electronic properties of G. Apart from direct growth of G
on a small number of substrates, a variety of metals can be intercalated
between G and the substrate interface [1,2] and allow for the produc-
tion of G on a large number of materials. In this work, we present the
investigation of Ni intercalation underneath G on Ir(111). The atomic
structure and electronic properties were investigated for samples with
intercalated Ni ranging from a submonolayer to few monolayers.

For Ni intercalation underneath G/Ir(111), scanning tunneling mi-
croscopy shows strongly increased moiré corrugation as well as a de-
creased average distance of G/Ni/Ir(111) compared to G/Ir(111). The
stronger corrugation is accompanied by considerable changes in the
electronic structure of the G layer. The intercalation channels in-
cluding the influence of defects and diffusion of intercalants within
the graphene-metal interface are discussed for the two regimes of sub-
monolayer and multilayer intercalation.

[1] M. Sicot et al. ACS Nano 6, 151 (2012) [2] L. Huang et al. Appl.
Phys. Lett. 99, 163107 (2011)

TT 46.11 Wed 18:30 H17
Magnetism of graphene/Ir(111) intercalation systems —
eREcis DEckEr', JENs BREDE!, NICOLAE ATODIRESEI?, VASILE
Cacruc?, STEFaN BrLuGeL?, and RoLAND WIESENDANGER! —
Hnstitute of Applied Physics, University of Hamburg, Jungiusstrasse
11, D-30355 Hamburg — 2Peter Griinberg Institute and Institute for

Advanced Simulation, Forschungzentrum Jiilich, D-52425 Jiilich

The presence of intercalation compounds in graphite, i.e. impuri-
ties or layer(s) trapped between carbon sheets, can lead to changes
in the transport, optical and catalytic properties compared to bulk
graphite, or even to superconductivity. The intercalation of elements
between graphene and its substrate can also influence the properties
of graphene. Furthermore, this approach opens a new route to explore
the behavior of graphene on a magnetic substrate.

Here, we present the local structure and magnetic properties of
graphene on magnetic substrates, resolved by spin-polarized STM. The
magnetic substrates are obtained by the intercalation of 3d elements
(Co and Fe) between graphene and the Ir(111) surface [1]. In both
cases, the atomic structure of the graphene layer is dominated by a
highly corrugated Moiré pattern. Within the Moiré pattern different
regions are identified. Interestingly, these regions show very different
electronic and magnetic signatures in the experiments. The experi-
mental observations are compared to state-of-the-art first principles
density functional theory calculations.

[1] Atomic-scale magnetism of cobalt-intercalated graphene. R.
Decker et al., accepted in Phys. Rev. B (Rapid Comm.).

TT 46.12 Wed 18:45 HI17
Deuteration kinetics of the graphene — eALEXEI NEFEDOV!,
ALEssio Paris?2, NikorLay VERBITSKIYS1l, YING Wang?, ALEXAN-
pER FEDOROV®® DanNy HABERER?, MarTIN OETzELT?, LUCA
Petaccia®, Dwmrtry Usacuov®, Dents Vvanika®?, HERMANN
SAGDEV!O, BERNDT

CHRISTOF 1, MAaRTIN KNUPFER®,
BuecHNER®, Lucia CALLIARI

WOoELL",

5 2, LapA YasHINAS, STEPHAN IRLE?,
and ALEXANDER GRONEIS?!! — 1KIT, Leopoldshafen, Germany —
2FBK-CMM, Trento, Italy — 3MSU, Moscow, Russia — %Nagoya
University, Nagoya, Japan — °IFW Dresden, Dresden, Germany —
6St. Petersburg University, St. Petersburg, Russia — "BESSY II,
Berlin, Germany — SElettra, Trieste, Italy — 9TU Dresden, Dres-
den, Germany — 'OMPI fiir Polymerforschung, Mainz, Germany —
HUniversity of Vienna, Vienna, Austria

The kinetics of the hydrogenation/deuteration reaction of graphene
was studied by time-dependent x-ray photoemission spectroscopy
(XPS). The graphene layer was then exposed to hydrogen or deuterium
atomic gas beams, obtained by thermal cracking in a tungsten capil-
lary at T=3000 K. After each step XPS of the Cls line was performed
in order to measure H/C and D/C ratios. We have observed a strong
kinetic isotope effect for the hydrogenation/deuteration reaction lead-
ing to substantially faster adsorption and higher maximum D/C ratios
as compared to H/C (D/C735% vs. H/C725%).

TT 46.13 Wed 19:00 H17
Intercalated thin films on Graphene/Ir(111) — eHENDRIK
Vital, STeraN BoTTCHER!, YURly S DEDKOVZ, and KARSTEN
Horn! — lFritz-Haber-Institut der Max-Planck-Gesellschaft, Fara-
dayweg 4-6, D-14195 Berlin — 2SPECS Surface Nano Analysis GmbH,

Voltastr. 5, D-13355 Berlin

The investigation of graphene/metal systems is interesting from funda-
mental as well as applications-oriented point of view. Here we report
on the interaction of weakly and strongly bound intercalated metals
(Cu vs. Ni) with graphene grown on Ir(111), using core and valence
level photoemission spectroscopy. Studying the electronic structure of
graphene in these interfaces reveals the effect of weak and strong in-
teraction between graphene and the underlying intercalated thin film.
The graphene/Ni/Ir(111) system shows a strong hybridization between
the graphene m-band and the Ni 3d valence bands, which leads to the
destruction of the graphene Dirac cone. The graphene/Cu/Ir(111) sys-
tem, on the other hand, shows at first glance the properties of weakly
bonded graphene (Dirac cone with a linear dispersion of the m-band)
but with additional doping due to the donation of electrons by the
intercalated Cu. Contrary to the weakly bonded scenario we observe
a hybridization between the distinct Cu3d states and the graphene
m-band.
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Topical Talk TT 47.1 Wed 16:00 H36
Screening high throughput density functional theory calcu-
lations using simplified models. — eGeorc K. H. MADSEN,
INGo OPAHLE, ALESSANDRO PAarRMA, EunaN J. McENIRY, and RALF
Drautz — ICAMS, Ruhr Universitat Bochum, Bochum, Germany

Thermoelectric materials can be utilized for an efficient conversion of
waste heat to electric power. Thermoelectric properties of known com-
pounds can be rationalized and predicted using only the structure as
an input.[1] While this can used to discover potential thermoelectric
materials by screening known structures|2], there remains a large chal-
lenge in discovering unknown phases computationally. Employing a
newly developed high throughput environment we show how the sta-
bility of binary transition metal silicides can be reproduced using a
systematic replacement technique.[3]

As ternary and higher compounds are considered, a combinatorial
explosion of potential structures and combinations must be considered.
We have therefore develop ed tight binding models of the electronic
structure and datamining methods based on the calculation of binary
compounds. It will be discussed how these simplified models can be
interpreted and used to pre-screen the stability of higher compounds
to limit the number of density functional calculations to be done.

TT 47.2 Wed 16:30 H36
Tight-binding scale-bridging calculations for steel research —
eNicHoLas HarcHERr, GEorc K H MabpseN, and RALrF DrauTz
— ICAMS, Ruhr-Universitdt Bochum, Universitatsstr. 150, 44780
Bochum, Germany

Parameterized methods to extend electronic structure calculations to
large systems have recently garnered additional attention due to the
limits of traditional DFT. The ability to model low carbon content in
steel requires the accurate calculation of millions of atoms. However,
interatomic potentials have been shown to be inconsistent with DFT in
different environments and cannot give an accurate portrayal of chemi-
cal bonding or magnetism. Thus, a coherent transferable tight-binding
(TB) parameterization was developed for Fe-C by extracting bonding
interactions from DFT and finding a suitable interatomic repulsion.
This model gives an accurate description of the energy hierarchy of
relevant Fe-C structures, elastic properties, and defect energies. We
apply this model to determine mechanisms of carbon segregation to
grain boundaries and carbon diffusion in iron, including the interac-
tion of multiple defects under tension and pressure. Furthermore, this
intuitive energy functional forms the basis for bond order potentials,
thereby extending system sizes to millions of atoms.

TT 47.3 Wed 16:45 H36
Local atomic energies from optimal atomic orbitals — eBiOrN
LANGE, CHRIsTOPH FREYsoLDT, and JORG NEUGEBAUER — Max-
Planck-Institut fiir Eisenforschung GmbH, Diisseldorf, Deutschland

Decomposing the energy of a condensed matter system into atomic
contributions is of great use e.g. for understanding the physical origin
of defect and surface energetics or for identifying chemically reactive
regions in disordered systems. However, commonly employed energy
calculations in the framework of density-functional theory (DFT) do
not in general provide a natural decomposition into atoms. Here we
propose a novel scheme to achieve this based on the recently introduced
concept of atom-centered Quamols[1] that are variationally optimized
to represent the electronic structure with a minimal basis set, which
largely avoids local overcompleteness issues. The spillage resulting
from the remaining small incompleteness is segmented according to
a space separation derived from the Quamol atomic densities, main-
taining the accuracy of the underlying DFT calculation. The total
energy is then decomposed by combining this basis set with a local
energy density treatment based on the ideas of Chetty and Martin|2].
We demonstrate the performance of our scheme by visualizing and
analyzing the energy distribution at surfaces and in amorphous silicon.

[1] PRB 84, 085101, (2011)
[2] Chetty, N. and Martin, Richard M., PRB 45, 6074, (1992)

TT 47.4 Wed 17:00 H36
Environmental linear-scaling tight-binding for multicompo-
nent metallic alloys — eEunan J. McENIRY, GeEorc K. H.

Location: H36

MapseN, and RALF DrauTz — ICAMS, Ruhr-Universitat Bochum,
Bochum, Germany.

The development of accurate and transferable models to describe the
behaviour of multicomponent systems is attracting considerable inter-
est in materials modelling. Tight-binding models derived from density
functional theory potentially provide an accurate and systematic ap-
proach to this problem. We introduce a methodology for environmen-
tal tight-binding (ETB) in which both the overlap and environmental
contributions to the electronic structure are included. In order to im-
plement the resulting ETB models within linear-scaling tight-binding
approaches, a method for the evaluation of the screening matrix has
been developed, based on a Chebyshev expansion of the inverse of
the overlap matrix. The resultant linear-scaling environmental tight-
binding framework has been applied to a number of relevant material
systems, and the transferability and scalability of the approach is dis-
cussed. The present contribution outlines our attempts to extend the
tight-binding approach towards larger-scale molecular dynamics simu-
lations within a linear-scaling framework.

TT 47.5 Wed 17:15 H36
Spontaneous Electric Polarisation from a Classical Perspec-
tive. — ePAuL TANGNEY — Imperial College London, London, UK

Spontaneous polarisation is a quantity attributed to noncentrosym-
metric crystals and is often associated with a macroscopic electric field
permeating the bulk of a sample. Its time derivative is measured as
a current density during application of an external stimulus, such as
temperature, strain, or an electric field. I will argue that such currents
do not require the existence of a spontaneous polarisation field or a
macroscopic electric field in the bulk of a polar material. They can be
explained by symmetry arguments within a purely classical picture and
should be calculable from the time dependence of the many-particle po-
sition probability density function of the material’s constituent charges
- a classical quantity. The only macroscopic electric field across any
bulk crystal arises from the charges on its surfaces, which in most
cases are strongly influenced by surface relaxation/reconstruction and
chemical environment and unlikely to be determined by polarization
currents. I will show how the classical picture of polarisation presented
is consistent with the Modern Theory of Polarisation[1], in all but in-
terpretation. I will illustrate my arguments with simulations of a toy
system.

[1] R. Resta and D. Vanderbilt, Theory of Polarization: A Modern
Approach”, in Physics of Ferroelectrics: a Modern Perspective C.H.
Ahn, K.M. Rabe, and J.M. Triscone, Eds. Springer-Verlag, (2007).

TT 47.6 Wed 17:30 H36
Potential energy surface of BaTiO3 explored with density-
functional theory and classical force fields — eJosepH FaLLON!,
Davib McCowms2, Arasy Mostori!, and PauL TancNey! —
mperial College London, London, UK — 2The Ohio State University,

Columbus, USA

Much is known about the electronic structure of BaTiOs, its phonon
dispersions, and the energetics of its long wavelength lattice distor-
tions. However, there is much more to learn about the potential en-
ergy surface (PES) on which the atoms move. We study the PES
using a combination of density functional-theory (DFT) and a polar-
isable ionic model of interatomic bonding. Our force field is in close
agreement with DFT on structures, the PES, and phonon frequencies
and allows accurate large scale atomistic simulations of domain struc-
tures and dynamics to be performed. A key advantage of an atomistic
model over the coarse grained models that are often used to simulate
domain dynamics is that it allows the simulation of heterogeneous ma-
terials (e.g. grain boundaries, point defects). However, we also point
out some features of the PES, which may be important to domain dy-
namics, that effective Hamiltonians based on the transverse optic soft
mode eigenvector and the local strain fail to capture.

TT 477 Wed 17:45 H36
Efficient Oscillator-Based Approach for Polarizability and
van der Waals Interactions — eVIVEKANAND GoOBRE!, ROBERT
A. Distasio Jr.2, RoBerTo CaR?, MaTTHIAS SCHEFFLER!, and
ALEXANDRE TKATCHENKO! — !Fritz-Haber-Institut der MPG —
2Princeton University, USA
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The dynamic polarizability measures the response to an applied time-
dependent electric field, and its accurate determination is crucial for
van der Waals (vdW) interactions and other response properties. First-
principles calculations of polarizabilities in principle require a compu-
tationally expensive explicit treatment of many-electron excitations,
and are only applicable in practice to systems with less than about
100 atoms. In this work, we present an efficient parameter-free ap-
proach for calculating accurate frequency dependent polarizabilities
for molecules with thousands of atoms, as well as periodic materials.
This is achieved by the synergistic coupling of the Tkatchenko-Scheffler
method [1], which accurately treats short-range hybridization effects,
with the self-consistent screening equation from classical electrody-
namics [2,3]. Using only the electron density and free atom reference,
we obtain an accuracy of 7% for both static polarizabilities and vdW
coefficients for an extensive database of gas-phase molecules and crys-
tals. We analyze the interplay of hybridization and long-range screen-
ing effects on the polarizability. [1] Tkatchenko and Scheffler, PRL
(2009), [2] Felderhof, Physica (1974), [3] Tkatchenko, DiStasio, Car,
and Scheffler, PRL (2012).

TT 47.8 Wed 18:00 H36
Van der Waals interactions in Density Functional Theory and
Linear-scaling Density Functional Theory — eLAMPROS AN-
DRINOPOULOS, NicHoLAas D. M. HiNg, and ArasH A. MosTOFI —
Imperial College London, London, United Kingdom

Semilocal functionals in Density Functional Theory (DFT) achieve
high accuracy simulating a wide range of systems, but miss the effect
of dispersion (vdW) interactions, important in weakly bound systems.
We study two different methods to include vdW in DFT: First, we
investigate a recent approach [1] to evaluate the vdW contribution to
the total energy using maximally-localized Wannier functions. Using
a set of simple dimers, we show that it has a number of shortcomings
that hamper its predictive power; we then develop and implement a
series of improvements [2] and obtain binding energies and equilibrium
geometries in closer agreement to quantum-chemical coupled-cluster
calculations. Second, we implement the vdW-DF functional [3], using
Soler’s method [4], within ONETEP |[5], a linear-scaling DFT code,
and apply it to a range of systems. This method within a linear-
scaling DFT code allows the simulation of weakly bound systems of
larger scale, such as organic/inorganic interfaces, biological systems
and implicit solvation models. [1] P. Silvestrelli, J.P.C. A 113, 5224
(2009). [2] L. Andrinopoulos et al, J.C.P. 135, 154105 (2011). [3] M.
Dion et al, P.R.L. 92, 246401 (2004). [4] G. Roman-Perez, J.M. Soler,
P.R.L. 103, 096102 (2009). [5] C. Skylaris et al, J.C.P. 122, 084119
(2005).

TT 47.9 Wed 18:15 H36
Microscopic van der Waals Interactions with Localized and
Metallic States — e¢VicTOoR GonzALO Ruiz, MATTHIAS SCHEFFLER,
and ALEXANDRE TKATCHENKO — Fritz-Haber-Institut der MPG

Several promising methods have been developed in recent years for an
efficient modeling of van der Waals (vdW) interactions in molecules
and solids. However, essentially all of these methods rely on an lo-
calized model for the polarizability, ignoring the rather strong inter-
play between localized and metallic electronic states. Such states are
present in many relevant materials, including transition metals, hybrid
organic/metal interfaces, and topological insulators. Here we show how
to extend the Tkatchenko-Scheffler method [1] for vdW interactions to
treat localized and itinerant electronic states on equal footing by using
the gradient of the electron density. In our model, the vdW correction
vanishes for the homogeneous electron gas as it should in density-
functional theory built upon the local-density approximation. To il-
lustrate the performance of the newly developed microscopic model,
we study the cohesive properties of coinage metals and the binding of
organic molecules on metals. [1] A. Tkatchenko and M. Scheffler, PRL
102, 073005 (2009).

TT 47.10 Wed 18:30 H36
Self-Consistent Density Functional Including Long-Range van
der Waals Interactions — eNicoLa FErrI', ROBERT A. DisTa-
sio JR.2, RoBerTo CAR?, MATTHIAS SCHEFFLER!, and ALEXANDRE
TxATCHENKO! — !Fritz-Haber-Institut der MPG, Berlin, Germany —
2Princeton University, USA

Van der Waals (vdW) interactions are significant for a wide variety
of systems, from noble-gas dimers to complex organic/inorganic inter-
faces. The long-range vdW energy is a tiny fraction (~0.001%) of the
total energy, hence it is typically assumed that vdW interactions do

not change electronic properties. Although the vdW-DF functional
self-consistently includes the effect of the vdW energy on electronic
structure [1], the influence of “true” long-range vdW interactions is
difficult to assess since a significant part of vdW-DF energy arises
from short distances. Here, we present a self-consistent implementa-
tion of the long-range Tkatchenko-Scheffler (T'S) density functional [2],
including its extension to surfaces [3]. The analysis of self-consistency
for rare-gas dimers allows us to reconcile two different views on vdW
interactions: (i) Feynman’s view that advocates changes in the electron
density, and (ii) atoms separated by an infinite barrier. In agreement
with previous work [1], we find the contribution from self-consistency
to be negligible in the structure and stability of vd W-bound complexes.
However, a closer look at complex organic/inorganic interfaces reveals
notable modification of the energy levels when using the self-consistent
TS vdW density functional. [1] Thonhauser et al., PRB (2007), [2]
Tkatchenko and Scheffler, PRL (2009), [3] Ruiz et al., PRL (2012).

TT 47.11 Wed 18:45 H36
Many-Body van der Waals Interactions from Isotropi-
cally Damped Coupled Quantum Harmonic Oscillators —
e ALBERTO AMBROSETTI', ROBERT A. DiSTasio Jr.2, and ALEXAN-
DRE TkATCHENKO! — 1Fritz-Haber institut der MPG, Faradayweg
4-6 14195 Berlin, Germany — 2Department of Chemistry, Princeton
University, Princeton, NJ 08544, USA

The current interest in functional materials with increasing size and
complexity demands high accuracy in first-principles calculations. In
these systems, the collective many-body (MB) description of van der
Waals (vdW) interactions is indispensable to reach the highly coveted
“chemical accuracy”. The recently introduced DFT-+MBD method
(PRL 108, 236402 (2012); PNAS 109 14791 (2012)) for the disper-
sion energy based on a coupled set of quantum harmonic oscillators
(QHOs) was shown to reach chemical accuracy for gas-phase molecules
and molecular solids. Its formulation, however, makes the derivation of
interatomic forces and a fully self-consistent DFT+MBD implementa-
tion non-trivial. We propose here a simplified approach, making use of
a set of QHOs with isotropically damped dipole—dipole coupling, which
provides an effective random-phase approximation treatment of their
vdW interaction (arXiv:1210.8343). This allows for a simple analyti-
cal treatment of interatomic forces, yet providing high efficiency and
accuracy. Application over a wide range of systems shows a consistent
improvement with respect to pairwise approximations, particularly for
the most extended systems.

TT 47.12 Wed 19:00 H36
Interplay between H bond symmetrization and spin transi-
tion in FeOOH: insights from first principles — eCARMEN
QUIROGA and RossiTza PENTCHEVA — Dept. of Earth and Environ-
mental Sciences, University of Munich

Structural and electronic spin transitions in high-pressure e-FeOOH
are studied using density functional theory calculations including an
on-site Coulomb repulsion term. A high-spin to low-spin transition in
trivalent iron is predicted at ~ 58 GPa, in agreement with previous
theoretical study [1] and experimental indications [2]. The spin tran-
sition is heralded by a second order P2inm to Pnnm phase transition
at ~ 43 GPa, driven by hydrogen bond symmetrization at the critical
hydrogen bond O---O limit of ~ 2.4 A. Our results give indications
of a possible connection between the symmetry of hydrogen bonds in
e-FeOOH and the spin state of Fe3T, with important implications in
disclosing the influence of water content in the mantle redox state.
Funding by DFG SPP1236 (PE883/8-1) is acknowledged.
[1] Otte et al. Phys. Rev. B 80, 205116 (2009).
[2] Gleason et al. In preparation.

TT 47.13 Wed 19:15 H36

From spheres to iso: Implementing implicit solvation in FHI-

aims — eRAN Jia, CHUNSHENG Liu, DANIEL BERGER, HARALD
OBERHOFER, and KARSTEN REUTER — Department Chemie, Tech-
nische Universitdt Miinchen, Lichtenbergstr. 4, D-85747 Garching,

Germany

At the cost of reduced accuracy, implicit solvation models yield strong
speedups compared to explicit solvent simulations. Here, we report on
the implementation of the multipole moment expansion (MPE) solvent
continuum model into the density-functional theory (DFT) program
package FHI-aims. Characterizing the surrounding solvent mainly by
its dielectric constant and density, the form of the cavity employed
for the solute and the description of the reaction field created by the
polarized solvent are the two central characteristics of any implicit sol-



Low Temperature Physics Division (TT)

Wednesday

vation approach. In MPE the reaction field is computed as a truncated
multipolar expansion. In our implementation we discard the prevalent
cavity representation in form of a set of overlapping spheres centered
around the solute atoms in favor of an electron isodensity surface.

This allows for more flexible shapes with increased physical meaning.
In particular, it paves the way towards the description of one- or two-
dimensional periodic systems, and therewith to complex solid-liquid
interfaces.

TT 48: Correlated Electrons: Quantum-Critical Phenomena - Theory

Time: Wednesday 16:45-18:45

Topical Talk TT 48.1 Wed 16:45 H19
Transport as a sensitive indicator for quantum criticality —
o GERNOT SCHALLER, MALTE VoGL, and ToBias BRANDEs — Institut
fiir Theoretische Physik, TU Berlin, Berlin, Germany

Quantum-critical systems exhibit a non-analytic behavior of the
ground state with respect to an external control parameter, separating
macroscopically different phases. At zero temperature, this is trans-
fered to order parameters such as e.g. the energy or other observables.
However, when dealing with fragile quantum systems one has to take
the inevitable interaction with a reservoir into account. The fate of
the quantum criticality in this regime is less understood.

We argue that due to the closure of the energy gap above the ground
state, at finite reservoir temperatures the non-analytic ground state
properties will be suppressed in most observables. This can also be ex-
pected in non-equilibrium setups, where the system is placed in contact
with multiple thermal reservoirs at different temperatures. In contrast,
we propose the stationary current through the quantum-critical system
itself (e.g. the heat current transferred between the reservoirs through
the system) to be much more sensitive to quantum criticality: We
expect signatures in the stationary current even in the far from equi-
librium regime. These findings are made explicit at a toy model for
adiabatic computation corresponding to a first order quantum phase
transition and at the quantum Ising model in a transverse field with a
second order quantum phase transition.

[1] M. Vogl, G. Schaller, and T. Brandes, Phys. Rev. Lett. (in press),
arXiv:1208.5989 (2012).

TT 48.2 Wed 17:15 H19
Conductivity close to antiferromagnetic criticality — SERGEY
SyzranNov and eJORG ScHMALIAN — Institut fiir Theorie der Kon-
densierten Materie, Karlsruher Institut fiir Technologie

We study the conductivity of a three dimensional disordered metal
close to an antiferromagnetic instability within the framework of the
spin-fermion model[1l]. We calculate the interaction correction to the
conductivity, assuming that the latter is dominated by disorder scat-
tering, and the interaction is weak. Although the fermionic scattering
rate shows critical behaviour on the entire Fermi surface, the interac-
tion correction is dominated by processes near the hot spots, narrow re-
gions of the Fermi-surface corresponding to the strongest spin-fermion
scattering. We discuss the scaling behavior of the conductivity as func-
tion of frequency and temperature and the role of quantum corrections
to the semi-classical Boltzmann theory of transport.

[1] S. Syzranov, and J. Schmalian, Phys. Rev. Lett.

(2012)

109, 156403

TT 48.3 Wed 17:30 H19
Universal short time dynamics after a quantum quench in
the vicinity of a quantum critical point — eP1a GaAGEL, PETER
ORrtH, and JORG SCHMALIAN — Institut fiir Theorie der Kondensierten
Materie, Karlsruher Institut fiir Technologie

We investigate the dynamical evolution of the order parameter after a
quantum quench from the ordered state to the quantum critical point.
The calculation is done for a model relevant for quantum magnets and
bosons near the superfluid insulator transition. The short time dynam-
ics after a quantum quench is, similar to quenches near classical phase
transitions, characterized by a new universal exponent. We determine
this exponent using a 4-d-z and 1/N expansions and by mapping the
system onto boundary layer problems. Here d is the space dimension,
z the dynamic scaling exponent, and N the number of components
of the order parameter. Thermalization of the post quantum quench
dynamics then leads to a sequence of distinct temporal regimes that
are qualitatively distinct from classical quenches. Our results demon-
strate that the post quench dynamics can be used to determine the
universality class of a quantum critical point.

Location: H19

TT 48.4 Wed 17:45 H19
Kondo breakdown in RKKY-coupled two- and multi-
impurity Kondo systems — eAmmARrR NEjaTi, KATINKA BALL-
MANN, and JOHANN KroHA — Universitdt Bonn

The driving mechanisms for magnetic quantum phase transitions in
different heavy fermion systems have remained obscure. One difficulty
is the lack of theoretical methods for treating a possible breakdown
of Kondo screening and of heavy quasiparticles without invoking mag-
netic order. We consider a dense system of Kondo impurities and
develop a novel renormalization group technique for the local Kondo
coupling J; on a given impurity site 7. At the one-loop level, the 8
function for J; includes RKKY corrections due to the coupling to the
surrounding impurities j # ¢, which arises in order O(J;J;) from the
local couplings J; and J;. In this way, double counting of RKKY oper-
ators is avoided. This method allows to determine the single-impurity
Kondo screening scale Tk (y) as a function of the dimensionless RKKY
coupling y (determined alone by the conduction electron response func-
tion), without invoking magnetic ordering fluctuations. The solution
of the RG equation indicates a breakdown of Kondo screening when
y exceeds a critical value y., where the latter can be expressed in a
universal way in terms of the bare Kondo temperature Tk (y = 0).
For y < y. the RKKY-corrected single-impurity Kondo screening scale
Tk (y)/Tk(0) is a universal function of y/y. [1]. We compare these
predictions with recent experiments on heavy fermion [1] and two-
impurity [2] systems.

[1] M. Klein et al., PRL 101, 266404 (2008)

[2] J. Bork et al., Nature Physics 7, 901 (2011)

TT 48.5 Wed 18:00 H19
Quantum Criticality in the two-channel pseudogap Anderson
model — eFARZANEH ZAMANI'2, TaTHAGATA CHOWDHURY®, PEDRO
RiBeRO" 2, KEVIN INGERSENT?, and STEFAN KircHNER? — !Max
Planck Institute for the Physics of Complex System, Nothnitzer Str.
38, D-01187 Dresden, Germany — ?Max Planck Institute for Chemi-
cal Physics of Solids, Nothnitzer Str. 40, D-01187 Dresden, Germany
— 3Department of Physics, University of Florida, Gainesville, Florida
32611-8440, USA

The two-channel Anderson impurity model with a density of states
p(E) o |E|" that vanishes at the Fermi energy (E = 0) is of current
interest in connection with impurities in graphene and in unconven-
tional superconductors. We study the dynamical properties of the two-
channel Anderson model using the non-crossing approximation (NCA),
and compare our results against the numerical renormalization-group
(NRG) method. This model shows continuous quantum phase transi-
tions between weak- and strong-coupling phases. The NCA is shown
to reproduce the correct qualitative features of the pseudogap model,
including the phase diagram, and to yield critical exponents in excel-
lent agreement with the NRG and exact results. The forms of the
dynamical magnetic susceptibility and impurity Green’s function at
the fixed points are suggestive of frequency-over-temperature scaling,
another aspect associated with interacting quantum critical points.

TT 48.6 Wed 18:15 H19
Charge order in the Falicov-Kimball model - a dual fermion
approach — eANDREY ANTIPOV!'2 EmMANUEL GuLL3, and STEFAN
KircHNERD2 — Max Planck Institute for Chemical Physics of Solids,
Nothnitzer Strake 40, 01187 Dresden, Germany — 2Max Planck Insti-
tute for the Physics of Complex Systems, Nothnitzer Strafie 38, 01187
Dresden, Germany — 2Department of Physics, University of Michigan,
Ann Arbor, Michigan 48109, USA

We study charge ordering in the Falicov-Kimball model in 2,3,4, and
infinite dimensions within the dynamical mean field theory (DMFT)
and its recently developed dual fermion extension, which allows for
the systematic diagrammatic description of the spatial corrections to
the DMFT solution. We focus on the critical properties of the model
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and compare various levels of approximations. The Falicov-Kimball
model is particularly well suited to this purpose as the reducible n-
point vertices entering a dual fermion calculation can be constructed
analytically from the exactly solvable DMFT limit. We make a com-
parison to exactly known results.

TT 48.7 Wed 18:30 H19
Matrix Product States with Long-Range Localizable En-
tanglement — eTHORSTEN WaHL!, Davip PEREz-GAaRcia2, and
IeNnacio Ciract — Max-Planck Institut fiir Quantenoptik, Hans-

Kopfermann-Str. 1, Garching, D-85748, Germany — 2Departamento

TT 49: Superconductivity:

Time: Wednesday 17:00-19:00

TT 49.1 Wed 17:00 H21
Dc SQUIDs with asymmetric shunt resistors — eMATTHIAS
Ruporpu!, JoacHIM NAGEL!, JOHANNES MAXIMILIAN MECKBACH?Z,
MarTHiAs KEMMLER!, KONSTANTIN ILIN?, MIcHAEL SiEGeL?, Di-
eETER KorLLE!, and REINHOLD KLEINER! — !Physikalisches Institut
- Experimentalphysik II and Center for Collective Quantum Phenom-
ena in LISAt,Universitéit Tiibingen, Auf der Morgenstelle 14, D-72076
Tiibingen, Germany — 2Institut fiir Mikro- und Nanoelektronische
Systeme, Karlsruhe Institute of Technology, Hertzstr. 16, D-76187
Karlsruhe, Germany

We have investigated asymmetrically shunted Nb/Al-AlO;/Nb dc
SQUIDs. Simulations based on the coupled Langevin equations predict
that the optimum energy resolution €, and thus also the noise perfor-
mance of such an asymmetric SQUID, can be 3-4 times better than
that of its symmetric counterpart. While keeping the total resistance R
identical to a comparable symmetric SQUID with R~1 = Rfl + R;l,
we shunted only one of the two Josephson junctions with R = Ry 2/2.
Both types of SQUIDs were characterized with respect to their trans-
port and noise properties at temperature 7' = 4.2 K, and we com-
pared the experimental results with numerical simulations. Experi-
ments yielded € ~ 32 i for an asymmetric SQUID with an inductance
L = 22 pH, whereas a comparable symmetric device achieved € = 110 h.

TT 49.2 Wed 17:15 H21
Nb nanoSQUIDs for detection of small spin systems
— oR. WoLsing!, J. Nacer!, M. Kemmrer!, R. KLEINER!,
D. KoerLLe!, O. KieLer?, T. WEeMANNZ, J. KOHLMANNZ, A.
Zorin?, A. Bucuter3, F. Xur3, M. Pocacio3, D. RUFrFer?, E.
Russo-AveErcHI?, A. FonNTcUBERTA 1 MorraL?, R. HUBER®, P.
BerBERICH?, and D. GRUNDLER*® — Physikalisches Institut, Uni-
versitat Tiibingen, Germany — 2Fachbereich 2.4 "Quantenelektronik",
PTB Braunschweig, Germany — 3Department of Physics, University
of Basel, Switzerland — 4Laboratoire des Matériaux Semiconducteurs,
EPF Lausanne, Switzerland — ®Physik-Department E10, Technische
Universitdt Miinchen, Germany

We report on the realization of highly sensitive dc nanoSQUIDs for
the investigation of small spin systems in moderate magnetic fields.
The Nb SQUIDs are based on normal metal Josephson junctions made
of HfTi and patterned by e-beam lithography. We demonstrate stable
operation up to B = +50mT without degradation of rms flux noise
(Sg2 < 280n®o/vHz). We also present a multifunctional system
combining a Nb nanoSQUID and a low-temperature magnetic force
microscope (LTMFM) with a Ni nanotube as a scanning tip. This
system allows for magnetization measurements of the Ni tube by using
both, LTMFM and SQUID readout. Furthermore, the measurement of
magnetic flux ® vs. position of the particle provides an experimental
determination of the coupling factor ¢, = ®/u between SQUID and
Ni tube with magnetic moment p. The results confirm our predictions
from numerical simulations, taking into account the SQUID geometry.

TT 49.3 Wed 17:30 H21
Low-noise YBasCu3zO7 nanoSQUIDs for the detection of
small spin systems operating in Tesla magnetic fields —
e ToBIAS SCHWARZ, JoACcHIM NAGEL, RomMaAN WOLBING, REINHOLD
KLEINER, and DIETER KoOELLE — Physikalisches Institut - Experimen-
talphysik II and Center for Collective Quantum Phenomena in LISAT,
Universitdt Tibingen, Auf der Morgenstelle 14, D-72076 Tiibingen,
Germany

de Analisis Matematico, Universidad Complutense de Madrid, 28040
Madrid, Spain

Localizable entanglement is the maximum amount of entanglement
that can be generated between two spins of a spin chain by measuring
the remaining ones. The case of long-range localizable entanglement,
where this amount is finite even if the two spins are infinitely far apart,
constitutes a hidden long-range order and is important for quantum
repeaters and the characterization of quantum phase transitions. A
criterion will be presented which characterizes the full set of Matrix
Product States with long-range localizable entanglement.

SQUIDs & Cryodetectors
Location: H21

We investigated the noise performance of YBaxCuzO7 (YBCO)
nanoSQUIDs with grain boundary Josephson junctions in high mag-
netic fields. On SrTiOs [001] bicrystal substrates YBCO films were
grown by pulsed laser deposition and covered by an in-situ evapo-
rated gold layer to provide non-hysteretic IV-curves. SQUIDs with line
widths down to 100nm were fabricated by focused ion beam milling.
A constriction next to the SQUID allows on-chip modulation of the
magnetic flux coupled into the SQUID loop. The SQUID we present
here can be operated in Tesla magnetic fields applied parallel to the
SQUID loop. The white flux noise level increases only slightly from
Si/? = 13up/HzY2 at B = 0 to Sy/? = 2.3ud®o/Hz1/2 at
B = 1T. Assuming that a point-like magnetic particle is placed on top
of the constriction, we calculate a spin sensitivity S}/z =62up /Hzl/2
at B=0and Sy/> = 110 up/Hz/? at B = 1T. Further we show that
by optimizing the parameters of the presented SQUID geometry spin
sensitivities of a few pp/Hz'/2 should be feasible.

TT 49.4 Wed 17:45 H21
Experiments with Tunable Josephson Metamaterials —
oSUsANNE Burz!, PuiLipp Juna!, VALERY KosHELETS?, and ALEXEY
V. Ustinov!3 — 1Physikalisches Institut , Karlsruhe Institute of
Technology, 76131 Karlsruhe, Germany — 2Kotel’nikov Institute of
Radio Engineering and Electronics RAS, Moscow 125009, Russia
— 3National University of Science and Technology MISIS, Moscow
119049, Russia

We will report on experiments investigating a tunable metamaterial
consisting of rf-SQUIDs. A metamaterial is a medium constructed
of artifical elements, so-called meta-atoms, that interact in a specific
way with an incoming electromagnetic wave. The size of the individ-
ual meta-atom is much smaller than the wavelength. Our metamate-
rial consists of an array of rf~SQUIDs which is placed into a coplanar
waveguide. The rf-SQUIDs couple to the magnetic field component of
the propagating microwave. In a frequency range around the resonance
frequency, the magnetic permeability u, of the metamaterial deviates
strongly from the typical value of u, = 1. By using an additional
constant magnetic field bias, the inductance of the Josephson junction
and thereby the resonance frequency of our meta-atom is changed. We
show that the magnetic permeability of such a SQUID metamaterial is
tunable in situ and compare the experimental results with numerical
simulations.

TT 49.5 Wed 18:00 H21
MRX Measurement Setup Employing a Directly-Coupled
High-T. SQUID With Slotted Pickup Loop — eALEXANDER
GUuUILLAUME, FrRANK LupwiGg, JAN M. ScHOLTYSSEK, and MEINHARD
ScHILLING — Institut fiir Elektrische Messtechnik und Grundlagen der
Elektrotechnik, Technische Universitdt Braunschweig, Hans-Sommer-
Str. 66, D-38106 Braunschweig, Germany

Magnetic nanoparticles (MNP) are employed in a wide range of medical
and industrial applications. Besides other characterization techniques,
magnetorelaxometry (MRX) is well established. In our MRX setup,
we employ a directly-coupled high-7. SQUID with a slotted pickup
loop as magnetic field sensor.

The whole setup is installed in a magnetically shielded room. The
MNP sample, which is attached to a glass dipstick containing the
SQUID, is magnetized by a pair of Helmholtz-coils. In order to prevent
flux vortices from entering the SQUID, the sensor is aligned parallel to
the magnetizing field so that only the stray field of the MNP is mea-
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sured. The aligning process is accomplished by using three alignment
screws. Hence, the SQUID only measures 1 ppm of the magnetizing
field which is in the order of several mT. Since the magnetic nanoparti-
cles are placed in liquid nitrogen, the relaxation time constant increases
in comparison to a measurement of the particles at room temperature
allowing to investigate particle sizes down to 10 nm.

Here, we present our MRX setup and the employed SQUID design.
We evaluate its performace by carrying out MRX measurements on
immobilized MNPs.

TT 49.6 Wed 18:15 H21
AC susceptometry on the single-molecule magnet NisDy
— ePascaL WENDLER!, ALEXANDER SunDT!, AMIN KHAN?, YAN-
HUA Lan2, Annie K. Powern?, and OLIVER WALDMANN! —
IPhysikalisches Institut, Universitit Freiburg, Germany — 2Institute

of Inorganic Chemistry, Karlsruhe Institute of Technology, Germany

Molecular nanomagnets are molecules which show novel and fascinat-
ing magnetic properties. The best known phenomenon is the observa-
tion of magnetic hysteresis on the molecular scale in the single-molecule
magnets (SMMs), such as Mnjsac. In addition, quantum mechanical
effects, such as the tunneling of the magnetization, can be observed in
bulk samples of SMMs. A key goal for understanding the underlying
physics is the measurement of the magnetization dynamics, which can
be accomplished using ac susceptometry. However, the magnetic mo-
ments of samples of SMMs are weak since the volume density of the
magnetic ions is very small as compared to e.g. inorganic compounds.

In this talk we will describe the construction of an ac susceptometer
suitable for investigating molecular nanomagnets. A particular goal
was to reach frequencies of the ac field of 100 kHz, extending the fre-
quency range of commercial devices typically used in this research area
by two decades. The device can be operated in the temperature range
of 1.5 to 300 K and was characterized by comparing data recorded on
Mnjg with available literature results. Lastly, we will present our ex-
perimental results on the novel SMM NigDy and discuss the different
magnetic relaxation regimes observed in it.

TT 49.7 Wed 18:30 H21
Effect of the wire geometry and an externally applied
magnetic field on the detection efficiency of superconduct-
ing nanowire single-photon detectors — eRoBERT LuscHE!,
ALexEY SEMENOV!, HEINZ-WILLHELM HUBERsS!, KONSTANTIN ILINZ,
MicHAEL SIEGEL?, YuLiya KORNEEvVA®, ANDREY TRIFONOV3,
ALEXANDER KoRNEEV?, and GREGORY GorLrsMaN3 — DLR, Insti-
tut fiir Planetenforschung, Berlin, Germany — 2Karlsruher Institut

fiir Technologie — 3Moscow State Pedagogical University, Russia

The interest in single-photon detectors in the near-infrared wavelength
regime for applications, e.g. in quantum cryptography has immensely
increased in the last years. Superconducting nanowire single-photon
detectors (SNSPD) already show quite reasonable detection efficien-
cies in the NIR which can even be further improved. Novel theoretical
approaches including vortex-assisted photon counting state that the
detection efficiency in the long wavelength region can be enhanced by
the detector geometry and an applied magnetic field. We will present
spectral measurements in the wavelength range from 350-2500nm of
the detection efficiency of meander-type TaN and NbN SNSPD with
varying nanowire line width from 80 to 250nm. Due to the used exper-
imental setup we can accurately normalize the measured spectra and
are able to extract the intrinsic detection efficiency (IDE) of our detec-
tors. The results clearly indicate an improvement of the IDE depending
on the wire width according to the theoretic models. Furthermore we
experimentally found that the smallest detectable photon-flux can be
increased by applying a small magnetic field to the detectors.

TT 49.8 Wed 18:45 H21
maXs: Metallic Magnetic Calorimeters for High-Resolution

X-ray Spectroscopy in Atomic Physics — eDANIEL HENGSTLER',

SONKE ScHAFER!, CHRisTIAN Pies!, SEBasTiaN Kewmpr!, SiMON

UnL!, SEBasTiaN Heuser!, JescHua Geist!, NaDINE FOERSTER!,
MartHAus KraNTz!, EMIL Paviov!, SEBASTIAN GEORGIZ, THOMAS
Worr!, Lorepana GastaLpo!, ANDREAs FLEiscHMANN!, and
CurisTiaAN Enss! — !Kirchhoff-Institut fiir Physik, Heidelberg —

2Max-Planck-Institut fiir Kernphysik, Heidelberg

We are presently developing the detector array maXs, which will allow
for benchmark experiments in x-ray spectroscopy to challenge bound-
state QED calculations. maXs will consist of 32 Metallic Magnetic
Calorimeters (MMCs), operated at temperatures around 30 mK in
a dry 3He/*He dilution refrigerator. In such a MMC the energy of
an absorbed photon leads to an increase of the detector temperature
accompanied by a change in magnetization of a paramagnetic temper-
ature sensor which is detected by a SQUID-magnetometer. One fourth
of the detectors of the array will have an energy resolution of 3 eV for
photon energies up to 20 keV. Three fourth of the detectors are de-
signed for the detection of photons with energies up to 200 keV with
a resolution of 40 eV. We discuss how to minimize the thermal and
electromagnetic crosstalk between the detectors and how to remove
the heat that is produced within the two-dimensional array without
degrading the energy resolution. We consider how to ensure equal de-
tector response despite a position-dependent absorption of high energy
photons. Furthermore we present latest results of present prototype
arrays.

TT 50: Exciton Polaritons and their Condensates (jointly with HL)

Time: Thursday 9:30-12:15

TT 50.1 Thu 9:30 H2
Polariton lasing in III-nitride based microcavities: How
far are we from the Mott-transition? — eGEORG RoOssSBACH,
JacqQues LevrAT, ETIENNE GIRAUD, ERICc FELTIN, JEAN-FRANCOIS
CARLIN, RAPHAEL BuTTE, and NicoLas GRANDJEAN — ICMP, Ecole
Polytechnique Fdérale de Lausanne, 1015 Lausanne, Switzerland

Non-equilibrium polariton condensates producing a coherent light
source referred to as polariton laser have attracted a lot of interest as
they should allow the realization of ultralow threshold coherent light-
emitting devices due to the release of the population inversion con-
dition. Polariton lasing under ambient conditions was demonstrated
for the first time in a ITI-nitrid based microcavity, where the increased
exciton stability and oscillator strength facilitate the strong coupling
regime even for high carrier injection. Nevertheless, the generally ob-
served emission energy blueshift toward the polariton lasing threshold
indicates a significant altering of the light-matter coupling with in-
creasing carrier density. Such non-linearities arise from the interacting
excitonic fraction of cavity-polaritons.

Based on the investigation of the Mott-transition occurring in
GaN/AlGaN single quantum wells and the microcavity bare active
medium by means of non-resonant photoluminescence, the impact of
the exciton renormalization on the polariton branch dispersion is dis-
cussed. Contrary to the usually assumed picture the exciton energy
shift is shown to play a negligible role, while saturation effects emerging
from phase space filling and exchange interaction govern the polariton

Location: H2

renormalization already far below threshold.

TT 50.2 Thu 9:45 H2
Weak periodic modulation of exciton-polariton conden-
sates — eEDGAR CERDA-MENDEz!, DIPANKAR SARKAR?, KLAUS
BIERMANN', DmiTRY KRrizHANOVSKI?, MAURICE SKOLNICKZ, and
PauvLo Santos! — Paul Drude Institut for Solid State Physics,
Berlin, Germany — 2Department of Physics and Astronomy, Univer-

sity of Sheffield, Sheffield, United Kingdom

Macroscopic quantum behavior manifest when bosonic particles un-
dergo a phase transition to a condensate state described by a single
quantum wavefunction. Such behavior also occurs in microcavities
containing quantum wells (QWs), where quasiparticles called polari-
tons arise from the strong coupling of photons and the QW excitons.
In this work, we study the properties of polariton condensates in a
shallow square lattice created via acoustic modulation. We demon-
strate the formation of an extended state with negative effective mass
at the corners (i.e. M-points) of the square lattice mini-Brillouin Zone.
Also, optical threshold intensities for condensation are reduced, which
is attributed to the lower density of states at the M-points and to the
negative effective mass which compensates polariton drift induced by
repulsive interactions. Both effects may allow to reach the critical den-
sity for condensation more efficiently than at the center of the MBZ
(i.e. the I" point). Finally, the momentum spread of the M-point states
is independent from the area covered by the MCP, showing that the
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wavefunction of the MCP has a self-induced intrinsic coherence length.
This work opens the way for investigation of polariton quantum phases
such as a Bose Glass, Mott insulator or bright gap solitons.

TT 50.3 Thu 10:00 H2
Coherent Propagation of blue Polaritons in Cu;O —
©JOHANNES SCHMUTZLER, DIETMAR FROHLICH, and MANFRED BAYER
— Experimentelle Physik 2, Technische Universitdt Dortmund, D-
44221 Dortmund, Germany

The lowest excitons in CugO are intensively studied as they are con-
sidered as candidates for Bose-Einstein Condensation. The excitons
of the so-called yellow and green series are of even parity and thus
only quadrupole allowed. There are, however, two other series of exci-
tons (blue and violet series) which are dipole allowed and should thus
exhibit a pronounced polariton structure.

Despite the fact that CuzO has inversion symmetry we report sum-
frequency generation of blue exciton polaritons. This is possible since
in our case the SFG is of quadrupole-dipole type. Typically the ob-
servation of non-linear effects requires power levels in the kW to MW
range, necessitating pulsed laser sources. Here, we achieve strong sum-
frequency (SF) signals far above the bandgap by spectrally narrow
excitation of two exciton-polariton resonances in CuzO with two con-
tinuous wave lasers in the mW to W power range.

In the case of an antiparallel laser beam configuration pronounced
oscillations of the SF-signal can be observed. We attribute these oscil-
lations to a phase matching effect. This observation is rather surprising
since the absorption length in one-photon absorption is in the range of
150 nm [1]. The occurrence of oscillations clearly indicates the creation
of coherent exciton-polaritons, the damping of which is suppressed.

[1] S. Brahms et al., Physics Letters. 21, 31 (1966)

TT 50.4 Thu 10:15 H2
Polariton condensates in GaAs-based microcavities: influ-
ence of the spot size — eMarTHIAS SALEWSKI!, MARC ASSMANN!,

JEaN-SEBAsTIAN TEMPEL!, FranzIskA VEIT!, SvEN HOFLINGZ,
1

MarriN Kamp?, ALFRED ForcHEL?, and MANFRED BAYER! —
IExperimentelle Physik 2, Technische Universitit Dortmund, 44221
Dortmund — 2Technische Physik, Physikalisches Institut, Universitit

Wiirzburg, 97074 Wiirzburg

Microcavity-polaritons consist of excitons strongly coupled to the pho-
ton field of the cavity. Photons leaking out of the cavity show the same
energy-momentum dispersion as the polariton, which allows for easy
experimental accessibility of the polariton states. It has been shown,
that microcavity polaritons are able to undergo Bose-Einstein conden-
sation.

Here, we investigated the influence of the excitation-spot size on
the threshold carrier density necessary to create polariton condensates
in a GaAs-based quantum-well microcavity. Different cavity-exciton
detunings were examined.

By measuring the far-field emission of the cavity, we mapped the
polariton dispersion relation as a function of the excitation power.
Carriers were created by two excitation spots of different sizes. First,
the intensity of the larger spot was varied. Second, while keeping the
intensity of the larger spot fixed, the intensity of the second, much
smaller spot was increased in the sub-milliwatt range. This way, we
could measure the excitation efficiency of different spot sizes. Different
results are observed for various detunings.

TT 50.5 Thu 10:30 H2
Optically and structurally trapped exciton-polariton systems
— oToMm MicHALSKY, HELENA FRANKE, CHRIS STURM, RUDIGER
ScHMIDT-GRUND, and MARIUS GRUNDMANN — Universitidt Leipzig,
Institut fiir Experimentelle Physik II, Linnéstrafe 5, 04103 Leipzig

The formation and properties of exciton-polaritons in microcavities
(MCs) have been intensively investigated in the last years, since they
can undergo a Bose-Einstein condensation (BEC). In this work we
present the investigation of the momentum and spatial distribution of
polaritons in the uncondensed as well as in the condensed phase for
planar ZnO-based MCs with a wedge-shaped cavity layer and also in
mesa structures. In the mesa structures we found an enhancement
of the trapping as a result of the reduced potential energy therein.
For MCs without mesa structures we demonstrate the manipulation
of propagation of condensed polaritons. It turns out that for small
negative detuning values the condensate is trapped by the excitation
laser spot whereas for larger negative detunings an acceleration of the
polaritons out of the pumping region accompanied by ballistic propa-
gation [1] is observed.

[1] M. Wouters, I. Carusotto and C. Ciuti, Phys. Rev. B 77, 115340
(2008)

Coffee break
TT 50.6 Thu 11:00 H2

Influence of disorder on the propagation of polariton BEC
— eMaRrIN THUNERT!, HELENA FrRANKE!, CHRIS STURM!, RUDI-
GER ScHMIDT-GRUND!, ALEXANDER JANOT2, BERND RosENow?, and
MaRIUs GRUNDMANN! — 1Universitat Leipzig, Institut fiir Experi-
mentelle Physik II, Linnéstr. 5, 04103 Leipzig — 2Universitit Leipzig,
Institut fiir Theoretische Physik, Briiderstr. 16, 04103 Leipzig

We report on the influence of disorder effects on the propagation of
exciton-polariton Bose-Einstein condensates (BEC) in a ZnO-based
bulk planar microcavity (MC). Due to their composite nature, the spa-
tial distribution is affected by electronic (inhomogeneous carrier distri-
bution) as well as photonic (thickness fluctuations, rough interfaces)
disorder. The energy(E)-k-space emission patterns of the condensate
show in dependence on temperature (T) and detuning (A) two different
regimes: 1) ballistic polariton propagation for low (7T,A) values and
2) disorder effects for increasing (7,A) values, which are reflected by
a fragmentation of the (E,k) emission patterns. This can be explained
by interference of localized condensates or by propagating condensates
with different discrete velocities determined by scattering events at
the disorder potential. For each (T,A) parameter set increasing pump
power causes an increase of the fragmentation parameter which is de-
duced quantitatively from the (E,k) emission patterns. A theoretical
investigation shows that a non-equilibrium exciton-polariton conden-
sate remains stiff at finite length scales only. This indeed suggests
a scenario of fragmentation caused by the interplay of disorder and
gain-loss of the condensate.

TT 50.7 Thu 11:15 H2
Exciton-polariton pseudospin polarization in a planar micro-
cavity — eSTEFFEN RICHTER, CHRIS STURM, HELENA FRANKE,
RUDIGER ScHMIDT-GRUND, and MARIUS GRUNDMANN — Universitét
Leipzig, Institut fiir Experimentelle Physik II, Linnéstr. 5, 04103
Leipzig, Germany

Exciton-polaritons are composite quasi-particles which arise from
strong coupling between excitons and photons. An interesting fea-
ture is their pseudospin. It expresses at the same time the average
exciton spin orientation and the photonic light polarization of a po-
lariton ensemble.

A planar ZnO-based microcavity of thickness \/2 was investigated by
angle-resolved photoluminescence experiments. A slight wedge shape
of the cavity allows probing of different detunings. The Stokes vector
of the emission from the lower polariton branch was determined under
non-resonant excitation. The energetic splitting between the TE- and
TM-polarized eigenmodes is found to increase with in-plane wavevector
k)| until the polariton becomes mostly exciton-like. It reaches about
20meV at most. Contrary to expectations, a circular polarization de-
gree of up to 5% is found in the emission from these supposedly linear
modes. The extent of this circular polarization reveals the same k-
dependence as the TE-TM splitting.

The pseudospin model and the impact of related effective magnetic
fields are discussed in order to explain the observed polarization be-
havior. Influences by different detunings, crystal quality and local
anisotropic effects are considered.

TT 50.8 Thu 11:30 H2

Magnetic field interaction of exciton-polariton-condensates

in a GaAs-quantum-well microcavity — eJuLian FiscHER!,

INGo LEDERER!, ALEXANDER CHERNENKO?, SEBASTIAN BRODBECK!,

Arasn RamMi-Iman®, Marthias AmTHOR!, ALFRED FORCHEL!,

CHRISTIAN ScHNEIDER!, MARTIN Kamp!, and Sven HorLiNg! —
ITechnische Physik, Physikalisches Institut, Universitit Wiirzburg and
Wilhelm Conrad Réntgen Research Center for Complex Material Sys-
tems, Universitat Wiirzburg, Am Hubland, 97074 Wiirzburg, Germany
— 2Institute of Solid State Physics, Russian Academy of Sciences,

Chernogolovka, 142432 Russia

In this work we investigate the interaction of exciton-polaritons with
an external magnetic field in a GaAs-quantum-well-microcavity. The
magnetic field up to B=5T is applied in Faraday configuration. We
focus on measurements of the Zeeman-splitting for the three regimes
of our quantum-well microcavity: uncondensed exciton-polariton at
low excitation power, exciton-polariton-condensate and a photon dom-
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inated regime above the mott density of excitons. For the uncon-
densed polaritons we measure the expected linear dependence of the
Zeeman-splitting on the magnetic field, while we observed a quenching
of the Zeeman-splitting for the condensate case, referred to as "Spin-
Meissner-effect". Above the mott-density the Zeeman-splitting is not
measurable anymore due to the negligible excitonic content. Hence,
the Zeeman-splitting is a reliable tool to distinguish a polaritonic sys-
tem from a photonic one.

TT 50.9 Thu 11:45 H2
Electroluminescence from spatially confined exciton polari-
tons in a textured microcavity — eKAROL WINKLER!, CHRISTIAN
ScuNEIDER!, JuLiaN FiscHER!, Arasn RaniMI-IMAN', MATTHIAS
AmTHOR!, ALFRED FoRCHEL!, STEPHAN REITZENSTEINDZ, SVEN
HorLiNG!, and MarTIN Kamp! — 1Wilhelm Conrad Réntgen Cen-
ter for Complex Material Systems, Technische Physik, Universitat
Wiirzburg — 2Institut fiir Festkorperphysik, Technische Universitit
Berlin

Strong coupling between microcavity photons and quantum well exci-
tons results in the formation of exciton polaritons. Spatial trapping of
these quasi-particles in three dimensions allows for the observation of
long-range coherence phenomena and could be exploited for new kind
of coherent or non-classical light sources.

While electrical injection of quasi-2D-polaritons has been already
archived, we report on electrically pumped formation of spatially con-
fined polaritons. The trapping scheme is based on an elongated tex-
tured cavity which results in a three-dimensional confinement potential
for the photonic part of the polaritons. An external bias can be used for
fast manipulation of the exciton energy through the quantum confined

stark effect with a simultaneous read out via resonant photocurrent
measurements.

TT 50.10 Thu 12:00 H2
Zeeman split nonlinear emission from electrically in-
jected exciton-polaritons — eMaTTHIAS AMTHOR!, CHRISTIAN

ScHNEIDER!, ArasH RanmMi-Iman!, Na Youne Kimm23, Ju-
1

LIAN FiscHer!, MarTHias LeErRMER!, MARTIN Kampl, STEPHAN
REITZENSTEINV4, ALFRED FoRCHEL!, Yosummisa YaMamMoTo??,
and SVEN HoOFLING! — !Technische Physik and Wilhelm-Conrad-
Rontgen-Research Center for Complex Material Systems, Universitat
Wiirzburg, D-97074 Wiirzburg, Am Hubland, Germany. — 2E.L.
Ginzton Laboratory, Stanford University, Stanford CA, 94305, USA.
— 3Institute of Industrial Science, University of Tokyo, 4-6-1 Komaba.,
Meguro-ku, Tokyo 153-8505, Japan. — “Institut fiir Festkorper-
physik, Technische Universitat Berlin, Hardenbergstrafte 36, D-10623
Berlin, Germany. — ®National Institute of Informatics, Hitotsubashi,
Chiyoda-ku, Tokyo 101-8430, Japan.

We report on magneto-optical measurements of an electrically driven
GaAs based exciton-polariton light-emitting diode. The system under
investigation is a p-i-n GaAs microcavity with a stack of four InGaAs
quantum wells in the center of a one-lambda cavity, etched into cir-
cular pillars with diameters of 20 um. Three different regimes occur
in the energy-momentum dispersion characteristics. Subject to an ap-
plied magnetic field in Faraday configuration, we observe two distinct
nonlinearities in the excitation power dependent output characteris-
tics. Additionally, we prove the conservation of the strong coupling
regime above the first threshold by investigating the Zeeman splitting
of the cavity resonance in the non-linear regime.

TT 51: Correlated Electrons: General Theory 1

Time: Thursday 9:30-12:30

TT 51.1 Thu 9:30 H6
Electronic Entanglement in Late Transition Metal Oxides —
ePATRIK THUNSTROM!, Icor D1 Marco?, and OLLE ERiksson? —

ITU Wien, Vienna, Austria — 2Uppsala University, Uppsala, Sweden

We present a study of the entanglement in the electronic structure
of the late transition metal monoxides — MnO, FeO, CoO, and NiO
— obtained by means of density-functional theory in the local density
approximation combined with dynamical mean-field theory. Two main
sources of entanglement are resolved. The interplay of crystal field ef-
fects and Coulomb interaction are shown to give the entanglement in
CoO a particularly intricate form.

TT 51.2 Thu 9:45 H6
Interface spin polarization of Half-metal/Semiconductor het-
erostructures — e ANDREAS HELD!, StanisLav CHADOVZ, Icor D1
Marco?, and Liviu CuioNceL*! — 1Theoretical Physics I1I, Center
for Electronic Correlations and Magnetism, Institute of Physics, Uni-
versity of Augsburg, D-86135 Augsburg, Germany — 2Max-Planck-
Institut fiir Chemische Physik fester Stoffe, Nothnitzer Str. 40, 01187
Dresden, Germany — 3Department of Physics and Astronomy, Up-
psala University, Box 516, SE-75120 Uppsala, Sweden — 4Augsburg
Center for Innovative Technologies, University of Augsburg, D-86135
Augsburg, Germany

Half-metallic/Semiconductor interfaces (CopMnAl/CoMnVAl) have
been recently proposed as efficient spin injectors based on Heusler
materials [1]. We discuss the impact of electronic correlation within
the mean field (+U) and beyond (+DMFT) upon the electronic and
magnetic properties in this interface. Our results suggest that typical
correlations strength encountered in the family of Heusler compounds
does not lead to a dramatic depolarization effect.

[1] S. Chadov et. al. PRL 107, 047202 (2011)

TT 51.3 Thu 10:00 H6
Comparing GW+DMFT and LDA+DMFT for the testbed
material SrVO3; — eCiro TaraNTO!, MERZUK KALTAK?, NICOLAUS
ParrAaGH®, GIORGIO SANGIOVANNT®, GEORG KREssE?, ALESSANDRO
Toscur!, and KarsTeEN HELD! — lInstitute for Solid State Physics,
Vienna University of Technology, 1040 Vienna, Austria — 2University
of Vienna, Faculty of Physics and Center for Computational Mate-
rials Science, Sensengasse 8/12, A-1090 Vienna, Austria — 3Institut

Location: H6

fiir Theoretische Physik und Astrophysik, Universitdt Wiirzburg, Am
Hubland, D-97074 Wiirzburg, Germany

We have implemented the GW+dynamical mean field theory (DMFT)
approach in the Vienna ab initio simulation package. Employing the
interaction values obtained from the locally unscreened random phase
approximation (RPA), we compare GW-+DMFT and LDA+DMFT
against each other and against experiment for SrVO3. We observed a
partial compensation of stronger electronic correlations due to the re-
duced GW bandwidth and weaker correlations due to a larger screening
of the RPA interaction, so that the obtained spectra are quite similar
and well agree with experiment. Noteworthily, the GW+DMFT better
reproduces the position of the lower Hubbard side band.

TT 51.4 Thu 10:15 H6
Calculation of total energies and forces in correlated ma-
terials — eIvan Leonov!, Viabpimvir I. AnisiMov?, and DIETER
VoLLHARDT! — !Theoretical Physics 111, Center for Electronic Corre-
lations and Magnetism, University of Augsburg, Germany — 2Institute
of Metal Physics, Yekaterinburg, Russia

We present a computational scheme for the investigation of complex
materials with strongly interacting electrons which is able to treat
atomic displacements, and hence structural relaxation, caused by elec-
tronic correlations. It combines ab initio band structure and dynamical
mean-field theory and is implemented with the linear response formal-
ism regarding atomic displacements [1,2]. We employ this approach to
compute the equilibrium crystal structure and phase stability of several
correlated electron materials, such as elemental hydrogen, SrVOs3, and
KCuF3. We find an excellent agreement between the results for the
equilibrium atomic positions in these materials obtained from calcula-
tion of total energy and forces, respectively. The approach presented
here allows one to study the structural properties of materials with
strongly correlated electrons such as lattice instabilities observed at
correlation induced metal-insulator phase transitions from first princi-
ples.

[1] I. Leonov et al., Phys. Rev. Lett. 101, 096405 (2008)
[2] I. Leonov et al., Phys. Rev. B 81, 075109 (2010).

TT 51.5 Thu 10:30 H6

Effective crystal field and Fermi surface topology in cor-

related multi-orbital systems — Nico Parracu!, Gioraio
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SANGIOVANNIY, PHILIPP HaNsMANNZ, STEFAN HuMMEL?, KARSTEN

HeLp3, and eALEssaNDRO Toscui® — lInstitut fiir Theoretische
Physik und Astrophysik, Universitat Wiirzburg, Germany — 2Centre
de Physique Théorique, Ecole Polytechnique, France — 3Institut fiir
Festkorperphysik, Technische Universitdat Wien, Austria

The electronic correlation effect of enhancing/reducing the effective
crystal field in multi-orbital correlated materials can be crucial in de-
termining the topology of the Fermi surface and, hence, the physical
properties of these systems. Consequently, an accurate theoretical pre-
diction of the Fermi surface structure is a very desirable goal, in partic-
ular for the emerging field of engineering new correlated heterostruc-
tures. In this respect, however, the application of one of the most
powerful ab-initio scheme, i.e. the merger between the local density
approximation (LDA) and the dynamical mean field theory (DMFT),
can give contractdicting results: In recent studies of Ni-based het-
erostructure, the predicted Fermi surface is totally different depending
on whether less correleated p orbitals are or are not included in the
calculation[1,2]. The LDA+DMFT model study we present here aims
at a clarifying the origin of this problem and at identifying the key pa-
rameters, which control the Fermi surface properties of these systems.

[1] P. Hansmann, A. Toschi, Xiaoping Yang, O.K. Andersen, and K.
Held, Phys. Rev. B 82, 235123 (2010)

[2] M. J. Han, Xin Wang, C. A. Marianetti, and A. J. Millis, Phys.
Rev. Lett. 107, 206804 (2011).

TT 51.6 Thu 10:45 H6
Quasi continuous-time impurity solver for dynamical mean-
field theory with linear scaling in the inverse temperature —
eDANIEL RosT!, FAKHER Assaap?, and NiLs BLoMER! — !Institute
of Physics, Johannes Gutenberg-University, Mainz — 2Institute of
Theoretical Physics and Astrophysics, University of Wiirzburg

Diagrammatic quantum Monte Carlo impurity solvers (CT-QMC)
provide numerically exact solutions for dynamical mean-field theory
(DMFT), at a computational cost that scales cubically with the in-
verse temperature 8. In contrast, a recently proposed approach [1],
based on a hamiltonian representation of the bath Green function and
the BSS quantum Monte Carlo algorithm [2], scales linearly with 3,
but introduces a bias due to Trotter discretization. We present an
algorithm, based on multigrid extrapolations of Green functions, that
combines the advantages of both methods: (i) it retains the superior
linear scaling of BSS and (ii) is free of significant Trotter errors. The
accuracy of this quasi continuous-time method is established for the
metal-insulator transition in the 1-band Hubbard model, in compar-
ison with CT-QMC and exact diagonalization. We also analyze the
impact of the bath discretization and conclude that the new method
appears most promising for cluster DMFT studies at low temperatures.

[1] E. Khatami et al., PRE 81, 056703 (2010); QUantum Electron Sim-
ulation Toolbox, http://www.cs.ucdavis.edu/~bai/QUEST _public/.
[2] R. Blankenbecler, D. J. Scalapino, and R. L. Sugar, Phys. Rev. D
24, 2278 (1981).

15 min. break

TT 51.7 Thu 11:15 HG6
Using Dual Bosons to go beyond EDMFT — ¢E.G.C.P. van
Loon'2, A.B.J. WiLaeLm!, H. Harermann®, A.N. RubTsov?,
M.I. KarsneLson?, and A.I. LicHTENSTEIN! — 1I. Institut fiir The-
oretische Physik, Universitdt Hamburg, Jungiusstrafie 9, 20355 Ham-
burg — Z2Institute of Molecules and Materials, Radboud University
Nijmegen, Heyendaalseweg 135, 6525 AJ Nijmegen, The Netherlands
— 3Centre de Physique Théorique, Ecole Polytechnique, CNRS, F-
91128 Palaiseau Cedex, France — #Department of Physics, Moscow
State University, 119992 Moscow, Russia

DMFT is widely used to study models of condensed matter. A prob-
lem of interacting particles is mapped onto a self-consistent impurity
problem. It is exact in infinite dimension but in finite dimension it
does not describe non-local effects. Dual fermions provide a way to in-
corporate these non-local effects beyond DMFT. Dual bosons can then
be used to describe collective modes. In zeroth order, Dual Bosons cor-
respond to EDMFT. Plasmons in Hubbard-like models can be studied
using these theories. We present a new technique to use the method of
Dual Bosons to self-consistently calculate the effects of these collective
bosonic modes in a two dimensional Hubbard model on a square lat-
tice. The hybridization solver from the ALPS project is used to solve
an impurity model with retarded interaction. Self-energy diagrams are
calculated with the resulting quantities to include non-local effects. We

first present benchmark results. Then our results are compared with
EDMFT results.

TT 51.8 Thu 11:30 H6
Non-perturbative precursors of the Mott-Hubbard tran-
sition at the two-particle level — eTHOMAS SCHAEFER!,
GEoRG ROHRINGER!, KArRsTEN HELD!, OLLE GUNNARSSON2, SER-
c1o Crucur®, Gioraio SANGIOVANNI?, and ALESSANDRO Toscur! —
Hnstitute of Solid State Physics, Vienna University of Technology,
1040 Vienna, Austria — 2Max Planck Institute for Solid State Re-
search, Stuttgart, Germany — 3Universita degli Studi de 1’Aquila,
L’Aquila, Italy — “Institute of Physics and Astrophysics, University

of Wiirzburg, Wiirzburg, Germany

Amongst plenty other successes, DMFT is able to cover the Mott-
Hubbard metal-to-insulator transition (MIT), which is an intrinsic
non-perturbative phenomenon. At the MIT the local spin suscepti-
bility diverges, following Curie’s law in the insulating phase, whereas
the local charge susceptibility remains finite at the transition [1]. How-
ever, these divergencies are not the only hallmarks of the MIT at the
two-particle level. In fact, the first non-perturbative precursors of the
MIT can be identified well inside the metallic phase in the frequency
structures of the irreducible vertex functions [2,3]. The strong enhance-
ments of the irreducible vertex functions, characterising this precursor,
stem from local scattering processes and can be traced up to the limit
of high temperatures (i.e. the atomic limit).

[1] A. Georges et al., Rev. Mod. Phys. 68, 13-125 (1996)
[2] G. Rohringer et al., Phys. Rev. B 86, 125114 (2012)
[3] T. Schaefer et al., in preparation (2012)

TT 51.9 Thu 11:45 H6
Non-perturbative derivation of effective models using graph-
based continuous unitary transformations — eKRris COsTER and
Kar PHiLLip ScamipT — Lehrstuhl fiir Theoretische Physik I, TU
Dortmund, 44221 Dortmund, Germany

Unitary transformations are an essential tool in many-body physics
mapping the original model to a simpler effective model in a better
suited basis. One way to schematically derive such unitary transfor-
mations is given by the so-called continuous unitary transformations
(CUTs). For lattice models of finite dimension, these CUTs can be
combined with graph theory to capture all zero-temperature fluctu-
ations within a controlled spatial range (gCUTs) providing a robust
non-perturbative scheme to derive effective low-energy models when
at least one degree of freedom is gapped. This method has already
been succesfully applied to various systems and the aim is to increase
both the understanding and the accuracy of this novel tool. To this
end we introduce a general recipe on each graph respecting all sym-
metries of the graphs. Furthermore, an intuitive truncation on each
graph is gained. One particular challenge for gCUTs is that the graphs
typically have less symmetries than the full lattice model. The impact
of this reduced symmetry on the effective low-energy Hamiltonian is
studied focussing on possible remedies. These aspects are tested for
one-dimensional and two-dimensional quantum spin systems.

TT 51.10 Thu 12:00 H6
Revealing the breakdown of spin-charge separation in spin-
imbalanced fermions in one dimension using quench dynam-
ics — eMicHAEL SEkANIA® and Paata Kakasuvini? — ! Theoretische
Physik I11I, Elektronische Korrelationen und Magnetismus, Institut fiir
Physik, Universitat Augsburg, Germany — 2Department of Physics
and Astronomy, Rutgers University, USA

Recently, spin-imbalanced fermions in one dimension have attracted
considerable attention both theoretically and experimentally. This
system was successfully simulated using ultracold atoms in optical lat-
tices. The phase diagram was measured and found to be in agreement
with exact analytical calculations. It was also established theoreti-
cally that the spin-charge separation, an important property of Lut-
tinger liquids, is absent. Low-energy bosonic excitations do not carry
spin and charge separately due to the interaction between spin and
charge degrees of freedom. Based on our numerical (time-dependent
Density-Matrix Renormalization Group method) and analytical cal-
culations (Bethe Ansatz, Bosonization) on the Hubbard model, we
propose quench experiments which not only reveal the breakdown of
spin-charge separation but also make it possible to study the so called
”string” bound states in this system.

TT 51.11 Thu 12:15 H6
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Conserved quantities of SU(2)-invariant interactions for cor-
related fermions and the advantages for quantum Monte
Carlo simulations — NicoLaus PARRAGH!, ALESSANDRO TOSCHIZ,
KarsTEN HELD?, and eGI0RGIO SANGIOVANNIT — !nstitut fiir Theo-
retische Physik und Astrophysik, Universitat Wiirzburg, Am Hubland,
97074 Wiirzburg, Deutschland — 2Institut fiir Festkérperphysik, Tech-

nische Universitdt Wien, Vienna, Osterreich

In the context of realistic calculations for strongly correlated mate-
rials with d or f electrons the efficient computation of multi-orbital

models is of paramount importance. Here we introduce a set of in-
variants for the SU(2)-symmetric Kanamori Hamiltonian, which al-
lows us to massively speed up the calculation of the fermionic trace in
hybridization-expansion continuous-time quantum Monte Carlo algo-
rithms. We show that by exploiting this set of good quantum numbers
the study of the orbital-selective Mott transition in systems with up
to seven correlated orbitals becomes feasible.

[1] N. Parragh, A. Toschi, K. Held, and G. Sangiovanni, Phys. Rev. B
86, 155158 (2012)

TT 52: Transport: Spintronics, Magnetotransport 1 (jointly with HL and MA)

Time: Thursday 9:30-13:00

TT 52.1 Thu 9:30 HI18

A relativistic implementation of the non-equilibrium Green’s

function formalism for layered systems — S WiMMER!, M
Ocura?, H Akar?, and H EBerr! — !Department Chemie, Ludwig-
Maximilians-Univeristat Miinchen — 2Department of Physics, Grad-

uate School of Science, Osaka University

The non-equilibrium Green'’s function formalism has been implemented
within the Korringa-Kohn-Rostoker (KKR) multiple scattering theory
following previous work [1,2|. First results for the transport in lay-
ered systems are presented and compared to available results of other
authors [1-3]. Using a fully relativistic approach within the Dirac-
formalism allows us to investigate the influence of spin-orbit coupling.
This will be discussed for various transport properties including the
spin-transfer torque.

[1] C. Heiliger et al., J. Appl. Phys. 103, 07A709 (2008)

[2] S. Achilles, Ph.D. thesis, Martin-Luther-Universitdt Halle-
Wittenberg (2012)

[3] P.M. Haney et al., Phys. Rev. B 76, 024404 (2007)

TT 52.2 Thu 9:45 HI8
Persistent Spin Helix Conditions in Two-Dimensional Elec-
tron and Hole Gases — eTo0BiAs DOLLINGER, ANDREAS SCHOLZ,
PaurL WENK, JoHN ScHLIEMANN, and Kraus RicHTER — Institut fiir
Theoretische Physik, Universitdt Regensburg

We discuss magnetotransport in systems with nonnegligable cubic in
momentum Dresselhaus Spin Orbit Interaction (SOI). The latter has
been found responsible for diminishing and shifting the parameter
regime where weak localization signatures, attributed to the so called
"Persistent Spin Helix" (PSH) symmetry [1,2], are detected in magneto-
conductance traces [3]. Building on the electronic results, we present
an effective model for the heavy hole band of a confined twodimen-
sional hole gas, where typically SOI terms with cubic structure are
relevant. We investigate numerically and analytically the magneto-
transport propery of this model, in which we can identify an analogue
to the PSH.

[1]J. Schliemann et al., PRL 90 146801 (2003)
[2] Bernevig et al., PRL 97 236601 (2006)
[3] Kohda et al.,, PRB 86 081306 (2012)

TT 52.3 Thu 10:00 H18
Aharonov-Casher effect in quantum rings: geometric phase
shift by in-plane magnetic field — Dieco FrusTaGLIA!, e HENRI
Saarikoski?, KrLaus RicnTeEr?, Fumiva Nacasawa®, and JUuNsaKu
Nirta3 — !Departamento de Fisica Aplicada II, Universidad de
Sevilla, Sevilla, Spain — 2Department of Theoretical Physics, Re-
gensburg University, Germany — 3Department of Materials Science,
Tohoku University, Sendai, Japan

We study transport through Rashba spin-orbit coupled quantum rings
where the spin-orbit field causes the Aharonov-Casher effect [1, 2].
The ring is subject to an in-plane magnetic field which gives rise to
a shift in the geometric phase. We show that the in-plane field al-
lows control of the geometric phase independently from the dynamic
phase and without competing with Aharonov-Bohm phases. We use
perturbation theory to calculate the resulting phase shift in quasi-1D
rings for weak in-plane fields. The resulting phase shift is quadratic in
the in-plane field. Numerical Recursive Green’s function algorithm is
used to study the effect in multi-mode quantum rings and in the case
of large in-plane fields. We demonstrate the effect in InGaAs/InAlAs
based quantum rings where the Rashba spin-orbit field is modulated

Location: H18

by an external gate. As the in-plane magnetic field is increased we find
a quadratic phase shift in the Aharonov-Casher effect towards lower
spin-orbit fields in good agreement with calculations.

[1] F. Nagasawa, J. Takagi, Y. Kunihashi, M. Kohda, and J. Nitta,
Phys. Rev. Lett. 108, 086801 (2012)
[2] K. Richter, Physics 5, 22 (2012).

TT 52.4 Thu 10:15 HI18
Quantum Feedback in nuclear spin-assisted electronic trans-
port — eKLEMENS MossHAMER and T'oBias BRANDES — Institut fiir
theoretische Physik, Technische Universitat Berlin, Hardenbergstrasse
36, 10623 Berlin

We investigate theoretically the electronic transport through quantum
dot systems that interact with the nuclear environment via the hyper-
fine interaction. We show that the non-linear dynamics arising due
to the hyperfine interaction can be controlled via closed-loop feedback
operations, such as time-dependent modifications of the tunneling rate.

TT 52.5 Thu 10:30 HI18
Projective Boltzmann approach to thermal drag in spin-1/2-
ladder systems coupled to phonons — e¢CHRISTIAN BARTSCH and
WoLrrraM BrENIG — Institute for Theoretical Physics, Technical Uni-
versity Braunschweig, D-38106 Braunschweig

We quantitatively investigate the spin-phonon drag contributions to
the thermal conductivity of a two-leg-spin-1/2-ladder coupled to lat-
tice vibrations in a magnetoelastic way. By applying suitable transfor-
mations the system is mapped onto a weakly interacting quantum gas
model of bosonic spin excitations (magnons) and phonons. We ade-
quately construct a collision term of a linear(ized) Boltzmann equation
from the underlying quantum dynamics by means of a pertinent pro-
jection operator technique. From the Boltzmann equation we obtain
concrete numerical values for the drag conductivity and relate it to the
individual thermal conductivities of magnons and phonons for param-
eter ranges which are typical for certain material classes.

TT 52.6 Thu 10:45 HI18
Rashba spin-orbit-interaction-based quantum pump in
graphene — eDaRrIo BErcioux!, DaNiEL F. UrBAN?3, FRANCESCO
Romeo?, and RoBerTA CiTRO? — 1Freiburg Institute for Advanced
Studies, Albert-Ludwigs-Universitat, 79104 Freiburg, Germany —
2Physikalisches Institut, Albert-Ludwigs-Universitét, 79104 Freiburg,
Germany — 3Fraunhofer Institute for Mechanics of Materials IWM,
Wohlerstrafe 11, 79108 Freiburg, Germany — %Dipartimento di Fisica
“E. R. Caianiello” and Spin-CNR, Universita degli Studi di Salerno, I-
84084 Fisciano (Sa), Italy

We present a proposal for an adiabatic quantum pump based on a
graphene monolayer patterned by electrostatic gates and operated in
the low-energy Dirac regime [1]. The setup under investigation works
in the presence of inhomogeneous spin-orbit interactions of intrinsic-
and Rashba-type and allows to generate spin polarized coherent cur-
rent. A local spin polarized current is induced by the pumping mech-
anism assisted by the spin-double refraction phenomenon [2].

[1] Citro, Appl. Phys. Lett. 101, 122445 (2012)
[2] D. Bercioux, A. de Martino, Phys. Rev. B 83, 012106 (2011)

TT 52.7 Thu 11:00 H18
First-principles calculation of ballistic transport in single-
atom contacts — eFapiaN OTTE!, BJ6RN HARDRAT!, FRANK
FrEMUTH?, YURIY MokRrRousov? und STEFaN HEemnze! — lInstitut

fir Theoretische Physik und Astrophysik, Christian-Albrechts-
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Universitit zu Kiel, 24098 Kiel, Germany — 2Peter-Griinberg-Institut,
Forschungszentrum Jiilich, 520425 Jiilich, Germany

Recently, the spin-valve effect of single-atom contacts has been de-
monstrated using scanning tunneling microscopy [1]. In these measu-
rements a magnetic tip approaches magnetic adatoms on a surface and
the distance-dependent conductance and magnetoresistance is obtai-
ned. Here, we report first-principles calculations of ballistic transport
in model systems of such single-atom contacts using our recently de-
veloped approach [2] which allows to include spin-orbit coupling and
non-collinear spin structures. We present the conductance between two
ferromagnetic Co monowires terminated by single Mn apex atoms whi-
le varying the distance between the two Mn atoms. Due to frustration
of exchange interactions a non-collinear spin state is favorable in the
contact regime. We show that it leaves a fingerprint in the distance-
dependent conductance and magnetoresistance [3]. We also study the
ballistic anisotropic magnetoresistance from the tunneling to the con-
tact regime for leads whose structure is modeled with Fe monowires.

[1] M. Ziegler et al., New J. Phys. 13, 085011 (2011)
[2] B. Hardrat et al., Phys. Rev. B 85, 245412 (2012)
[3] B. Hardrat et al., Phys. Rev. B 86, 165449 (2012)

15 min. break

TT 52.8 Thu 11:30 HI18
A carbon nanotube quantum dot in the intermediate coupling
regime: Conductance and tunnel magnetoresistance — eALoIs
DIRNAICHNER, JOHANNES KERN, and MILENA GRIFONI — Universitét
Regensburg

We discuss transport through carbon nanotube quantum dots with
intermediate coupling to ferromagnetic leads. In a density matrix ap-
proach we sum up infinite-order corrections due to charge fluctuations
within the dressed second order approximation (DSO) [1], allowing us
to go beyond the sequential tunneling regime. From the master equa-
tion we deduce conductance and tunnel magnetoresistance (TMR).
The results are compared to experimental data with a pronounced
gate modulation of the TMR and negative TMR features in particu-
lar.

[1] J. Kern and M. Grifoni, arXiv:1209.4995v1

TT 52.9 Thu 11:45 HIS8
Spin transport in carbon nanotubes in the Fabry-Perot
regime — eMIriAM DEL VALLE and MILENA GRIFIONI — Institute
of Theoretical Physics, University of Regensburg

We investigate the spin-dependent transport through carbon nan-
otubes connected to two ferromagnetic leads in the ballistic regime.
The effect and origin of the phases acquired by electrons upon scat-
tering at the contact interfaces are analyzed. These phases greatly
determine the Fabry-Perot patterns obtained in this transport regime.
With stress on the nanotube fingerprints, the magneto-resistance is cal-
culated with the inclusion of spin-orbit effects, which are not negligible
due to the finite curvature of the nanotubes.

TT 52.10 Thu 12:00 HI18
Investigation of spin transfer torques in Mn;_xFexSi —
oCHRISTOPH SCHNARR, ROBERT RITz, ANDREAS BAUER, CHRIS-
TIAN FRrANZ, and CHRISTIAN PFLEIDERER — Technische Universitét
Miinchen, Physik-Department E21, D-85748 Garching, Germany

Small angle neutron scattering and Hall effect measurements recently
revealed sizeable effects of spin transfer torques in the skyrmion lat-
tice phase of MnSi [1,2]. The associated critical current densities of
~106 A/m2, are exceptionally small and about 5 orders of magnitude
smaller than the spin transfer torque observed in conventional systems.
The low critical current density is due to a very efficient gyromagnetic
coupling exhibited by a topological Hall contribution that arises in the
topologically non-trivial magnetic structure of a skyrmion lattice. We
report spin transfer torque experiments, measuring the Hall effect in
Mnj_xFexSi for a wide range of x, where the topological Hall effect
increases by up to a factor of ten characteristic of a much more effi-
cient coupling of the electric currents to the magnetic structure. The
dependence of j. on the doping concentration is discussed in view of
the increased topological Hall effect as well as the increased pinning

by disorder.

[1] F. Jonietz et al., Science 330, 1648-1651 (2010)
[2] T. Schulz et al., Nat Phys 8, 4, 301-304 (2012)

TT 52.11 Thu 12:15 HI18
Magnetotransport along a boundary: From coherent electron
focusing to edge channel transport — e¢THOMAS STEGMANN, DI1-
ETRICH E. WoLF, and AXEL LORKE — University of Duisburg-Essen,
Department of Physics and CENIDE

In a two dimensional electron system with a boundary, electrons are
injected at one point on the boundary and focussed by a perpendicular
magnetic field B onto another voltage probe on the boundary. Using
the nonequilibrium Green’s function approach we study theoretically
the 4-point Hall resistance Rgy as a function of B. For low fields,
Ryy shows the characteristic equidistant peaks observed in the experi-
ment, which can also be explained by simple classical trajectories: The
electrons are guided on cyclotron orbits, are reflected speculary at the
boundary, and end finally at the collector when a multiple of the cy-
clotron diameter equals the distance between injector and collector. In
a strong magnetic field, the current is carried by edge channels parallel
to the boundary and the typical fingerprint of the quantum Hall effect
is observed. Here, we study the transition from the classical cyclotron
motion to the edge channel transport and discuss its influence on the
focussing spectrum. In intermediate fields, we find that R, shows sets
of oscillations, which are neither periodic in B (such as the magnetic
focussing peaks) nor in 1/B (quantum Hall effect). These oscillations
can be understood as interference between adjacent edge states.

TT 52.12 Thu 12:30 HI18
Entanglement detection in Cooper pair splitters based on car-
bon nanotubes in magnetic fields — ePaBLo BurseT!'2, BERND
BrauNECKER!, and ALFREDO LEVY YEvaTI! — !Departamento de
Fisica Teorica de la Materia Condensada, Universidad Autonoma de
Madrid, E-28049 Madrid, Spain — 2Institute for Theoretical Physics
and Astrophysics, University of Wuerzburg, Am Hubland, 97074
Wuerzburg, Germany

The production of entangled electron pairs in a solid state device from
the splitting of a Cooper pair is currently attracting much attention.
Recent experiments have shown that Cooper pairs can be split in a
controlled fashion in double quantum dot structures. In this talk I
will describe how spin-orbit interaction in carbon nanotubes presents
unique characteristics for the study of the entanglement of injected
pairs of electrons.

I will briefly introduce the double dot Cooper pair splitter device
based on carbon nanotubes. In this setup, I will review the form
of spin-orbit interaction and demonstrate that it leads to a perfect
spin filter with spin orientations tunable by external fields. Tunable
spin-orbit induced spin-filtering allows to implement entanglement de-
tectors, such as probing a Bell inequality. These detectors can rely
on conductance measurements alone and do not require the precise
knowledge of the spin orientations of the spin filter. Yet if in addition
the spin orientations are known, the same setup can be used for full
quantum state tomography.

TT 52.13 Thu 12:45 HI18
Electronic correlations in magnetic heterostructures. —
eL1viu CHioNceEL!2 and Junvya OTsuki?3 — 1 Augsburg Center for
Innovative Technologies, University of Augsburg, D-86135 Augsburg,
Germany — 2Theoretical Physics III, Center for Electronic Correla-
tions and Magnetism, Institute of Physics, University of Augsburg,
D-86135 Augsburg, Germany — 3Department of Physics, Tohoku Uni-
versity, Sendai, Japan

Heterostructures that contain semiconducting and magnetic monolay-
ers offer the possibility to adjust simultaneously band-gap and mag-
netic properties. Dynamical Mean Field Theory is a necessary theoret-
ical tool to address physical properties of multilayer systems containing
correlated electrons. Here we solve a simplified Hubbard model within
DMFT using the recently developed CT-QMC solver, for several mag-
netic monolayers embedded into semiconducting/insulating host. Our
approach is relevant for the Cr/Mn-doped semiconducting heterostruc-
tures. We discuss possible half-metallic properties in these systems in
the presence of dynamic correlations at finite temperatures.
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TT 53: Correlated Electrons: Heavy Fermions

Time: Thursday 9:30-13:00

TT 53.1 Thu 9:30 HI19
Formation of the coherent heavy fermion liquid at the ‘hid-
den order’ transition in URu2Sis — SHOUVIK CHATTERJEE!,

eJAN TRINCKAUF2, TorBEN HANKEZ, DaNIEL E. Suar', Joun W.
HarTer!, Travis J. WiLLiams3, GrRaeME M. Luke?, KyLe M.
Surn!4, and JocneEn Geck? — !Laboratory of Atomic and Solid
State Physics, Department of Physics, Cornell University, Ithaca, New
York 14853, USA — 2Leibniz Institute for Solid State and Materials
Research IFW Dresden, Helmholtzstrafte 20, 01069 Dresden, Germany
— 3Dept. of Physics and Astronomy, McMaster University, 1280 Main
St. West, Hamilton, Ontario L8S 4M1, Canada — “Kavli Institute at
Cornell for Nanoscale Science, Ithaca, New York 14853, USA

We present angle-resolved photoemission (ARPES) spectra of the
heavy-fermion superconductor URuzSia. Detailed measurements as
a function of both excitation photon energy and temperature allow us
to disentangle a variety of spectral features, revealing the evolution of
the low energy electronic structure at the hidden order transition. We
directly observe that precisely at THO, localized and fluctuating elec-
tronic states rapidly hybridize with light conduction states, forming a
well-defined heavy band coincident with a dramatic reduction in the
scattering rate. We thereby demonstrate that in URu2Sia, the forma-
tion of the coherent heavy fermion liquid occurs via a thermodynamic
phase transition into the HO phase. This behavior is in stark contrast
with the gradual crossover expected in Kondo lattice systems, suggest-
ing the possibility of multiple pathways towards the creation of heavy
fermionic states.

TT 53.2 Thu 9:45 H19
High field Hall measurements on UPt2Si; at very low tem-
peratures — eDIRK SCHULZE GRACHTRUP!, ILYA SHEIKIN?, STEFAN
StrLLow!, and Joun A. Myposu® — Mnstitut fiir Physik der Konden-
sierten Materie, Braunschweig, Germany — 2Grenoble High Magnetic
Field Laboratory, Grenoble, France — 3Kammerlingh Onnes Labora-
tory, Leiden, The Netherlands

Tetragonal UPt2Sis is a moderately mass enhanced antiferromagnet
with a transition temperature Ty = 32 K in zero magnetic field. More-
over, in magnetization and resistivity measurements in high magnetic
fields multiple features indicating new field induced phases have been
observed. These features, together with signs of Fermi surface effects
point to a significant role of the Fermi surface in UPt2Sis [1].

Here, we present new magnetoresistivity and Hall effect data on
UPt2Siz at temperatures 50 mK to 2 K in magnetic fields up to 34 T.
For the a axis this field range only covers the AFM phase. Instead, for
the ¢ axis, we observe a broad maximum in the magnetoresistivity in
the field range ~ 25 to ~ 33 T indicating the transition into one of the
high field phases. Additionally, the magnetoresistivity is hysteretic at
all temperatures, with multiple steps appearing at temperatures be-
low ~ 530 mK. Moreover, in the Hall signal we observe a significant
change with an increase of the Hall coefficient by about 40% in the
field range 23 - 26 T, this independent of temperature. These findings
are discussed in the context of the proposed magnetic phase diagrams
and the possibility of the occurence of a Lifshitz transition.

[1] D. Schulze Grachtrup et al., Phys. Rev. B 85, 054410 (2012)

TT 53.3 Thu 10:00 H19
Quasiparticles and Fermi surface of UPt2Sio; — eZUBEYIR
CaAkirR and GERTRUD ZWICKNAGL — Institut fiir Mathematische
Physik, TU Braunschweig, Braunschweig, Germany

U intermetallic compounds exhibit highly complex phase diagrams at
low temperatures with unusual and often enigmatic orders. The high
sensitivity with respect to variations in external parameters like pres-
sure or magnetic field reflect the strong correlations within the U 5f
shell. The present contribution focusses on the tetragonal compound
UPt2Si2. We calculate the quasi-particle dispersion comparing the re-
sults for itinerant and (partially) localized U 5f electrons. The role of
the local geometry is emphasized.

TT 53.4 Thu 10:15 HI19
The magnetic phase diagram of CeAusGey — oFELIX EILERs!,
Dieco Zoccol!, Cuien-Lune Huanc!2, VErRoNIKA FriTscu?, Kal
GruBgel, and HiLBERT v. LOHNEYSEND2 — Karlsruher Institut fiir

Technologie, Institut fiir Festkorperphysik — 2Karlsruher Institut fiir

Location: H19

Technologie, Physikalisches Institut, Karlsruhe, Germany

CeAuzGez hosts one of the lighter heavy-fermion systems located far
on the magnetic side of the Doniach phase diagram. Being a strongly
uniaxial antiferromagnet, its metamagnetic transition is of the spin-
flip type. Recent neutron diffraction measurements [1] indicate several
commensurate and incommensurate magnetic structures in the mag-
netically ordered state. In order to map out a detailed phase diagram
we measured magnetostriction and thermal expansion on a CeAuzGea
single crystal. We found several phase transitions. The crystal un-
der study has a Néel temperature of 9K and a critical magnetic field
around 3.4 T for B || ¢ [2]. The uppermost transition changes from con-
tinuous to discontinuous at temperatures below approximately 6 K. At
temperatures below 0.5 K the phase-transition lines fan out and exhibit
increased hysteresis. The Néel temperature of CeAuzGea changes very
little with hydrostatic pressure [3]. Using the Ehrenfest relation and
the Clausius-Clapeyron relation we extracted the uniaxial pressure de-
pendencies of the Néel temperature and the critical magnetic field.

[1] D. K. Singh et al., Physical Review B 86, 060405(R) (2012)
[2] V. Fritsch et al., Physical Review B 84, 104446 (2011)
[3] C. L. Huang et al., Physical Review B, in print (2012)

TT 53.5 Thu 10:30 H19
Strong enhancement of the thermopower of YbRhsSis by
La substitution — eULRIKE STocKERT!, HEIKE Praul, CORNELIUS
KreLLNErRD2) STEFFEN WiIRTH!, CHRisTOPH GEIBEL!, and FrRANK
SteEcLicH! — 'MPI for Chemical Physics of Solids, 01187 Dres-
den, Germany — 2Present address: Physikalisches Institut Goethe-
University Frankfurt, 60438 Frankfurt (Main)

YbRhsSiz orders antiferromagnetically below T = 70 mK and B. =
60 mT L c¢. In addition, a crossover from a small Fermi surface (FS)
at low fields to a large F'S incorporating the 4f electrons at high fields
takes place at T*(B). Rather large values are found for the absolute
thermopower divided by temperature |S/T|. The different regions of
the phase diagram are characterized by specific T' and B dependencies,
e.g. a broadened step-like increase of |S/T| upon crossing T*(B).
Substitution of 2 % La on the Yb site of YbRhsSiz results in a sup-
pression of Ty to below 20 mK, while 7*(B) is not altered. Moreover,
additional scattering centers are introduced. This leads to a lowering
of the thermal conductivity in Ybg.ggLag.o2Rh2Siz. By contrast, |S/T|
is strongly enhanced below 1 K, but falls rapidly below the value for
YbRh3Siz already in moderate magnetic fields. In order to evaluate
the origin of this unexpected behavior we studied in detail the field-
dependence of the low-T thermopower of Ybg.gsLag.o2RhaSia. Our
results suggest, that the enhancement of the absolute thermopower
upon La substitution and the strong field dependence are related to
modifications of the band structure upon doping into the 4 f sublattice.

TT 53.6 Thu 10:45 H19
Magnetic phases in Yb(Rhg.42Co00.58)2Siz — eA. Hannaske!,
O. Stockerr!, C. KLiNGNER!, C. KRELLNER!2, S. Maras3, M.-
H. Lemee-CaiLLeau?, L. Peprero!, M. Branpo!, C. GEBrL!,
and F. StecLicH! — Max-Planck-Institut CPfS, Dresden, Ger-
many — 2Goethe-Universitit Frankfurt, Frankfurt a. M., Germany
— 3Helmholtz-Zentrum Berlin, Berlin, Germany — %Institut Laue-

Langevin, Grenoble, France

The heavy fermion compound YbRhgSiz, which orders antiferro-
magnetically below T = 70mK, has attracted particular inter-
est due to its anomalous properties such as pronounced non-Fermi-
liquid behaviour, the divergence of the magnetic Griineisen ratio as
well as strong ferromagnetic fluctuations when approaching the quan-
tum critical point. For a better understanding of this unique be-
haviour we started to investigate the microscopic magnetic structure in
Yb(Rhi1_4Cogz)2Si2. For z = 1 and 0.68 we found an incommensurate
propagation vector 71 ~ (0.25 0.08 1) below Ty followed by a change
to a commensurate structure at a lower Ty, with 7 =(0.25 0.25 1).
Around z & 0.5, which is close to a minimum in the (z — T)-phase
diagram, a change of the magnetic structure takes place. This change
was investigated by a comprehensive study of magnetisation and neu-
tron diffraction in magnetic fields on Yb(Rhg.42Co0.58)2Sia. While
below T7, ~ 700 mK the same commensurate propagation vector was
found as for the higher Co concentrations, ferromagnetic behaviour
was observed for T, < T' < 820 mK, which might be connected to the
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magnetic order for Co concentrations z < 0.58.

TT 53.7 Thu 11:00 H19
Electronic Structure of LuRh2Sis - reference to YbRh2Sis —
ePascaL Rerss!, Swee K. Gon!, F. MALTE GROSCHE!, ZACHARY
Fisk2, MicHAEL SUTHERLAND!, PaTrick M.C. ROURKE®, GERTRUD
ZwickNAGLY, and SveEN FRIEDEMANN! — lCavendish Laboratory,
University of Cambridge, JJ Thomson Avenue, CB3 OHE Cambridge,
United Kingdom — 2Department of Physics and Astronomy, Univer-
sity of California, Irvine, CA 92697-4575, USA — 3National Research
Council Canada, 1200 Montreal Road, Ottawa, Ontario, K1A OR6,
Canada — *Institute for Mathematical Physics, TU Braunschweig,
Mendelssohnstrafte 3, 38106 Braunschweig, Germany

The intermetallic compound LuRh2Sis is of interest as a non-magnetic
reference compound to the heavy fermion material YbRhsaSia.
YbRhySiz features an intensively studied quantum critical point
(QCP) when small magnetic fields suppress the Neel temperature to
zero. Signatures in transport and thermodynamic properties suggest
a reconstruction of the Fermi Surface from a small configuration with
localised f-electrons in the antiferromagnetic phase to a large config-
uration with itinerant f-electrons in the paramagnetic phase. Hence
isostructural LuRh2Sis with its completely filled f-shell and identical
lattice parameters is a perfect reference compound for the small Fermi
surface configuration. Here we present band structure calculations of
LuRh2Sis and compare predicted and observed Shubnikov-de Haas
frequencies under different angles in dependence of the relative z/c
position of the Si atoms.

15 min. break

TT 53.8 Thu 11:30 H19
Eu valence and Fermi-surface development in EuX,Si; (X =
Co, Rh, Ir) systems — oK. Go1ze!"®, S. SEIRO?, C. GrIBEL?, H.
RosNER?, V. PETZOLD2, A. PoLyakov!, J. WosniTzal, I. SHEIKINS,
and A. Susrov? — IHochfeld-Magnetlabor Dresden, Helmholtz-
Zentrum Dresden-Rossendorf, Germany — 2MPI for Chemical Physics
of Solids, Germany — 3LNCMI-Grenoble, France — *National High
Magnetic Field Laboratory, Tallahassee, USA — 5TU Dresden, Insti-
tut fiir Festkorperphysik, Germany

The valence-fluctuating Eu systems EuX 2Sia, with X being the transi-
tion metal Co, Ir, or Rh, show different types of ground states, strongly
depending on X. The instability of the Eu 4f shell underlies this phe-
nomenon and leads among other effects to different valence states rang-
ing from Eu?t over mixed valence and intermediate valence behavior
to Eu3t [1]. Investigations on the structure and the magnetic behavior
of EuCo28Sia, EulreSiz, and EuRhaSis have revealed their Eu valence.
Further experiments on specific heat and resistivity gave insights to
magnetic ordering, electronic correlations, and possible valence fluctu-
ations. We report about a systematic de Haas-van Alphen study on
the Fermi-surface development of the EuX2Sis compounds in magnetic
fields up to 35 T. High-quality single crystals were available for the first
time. We will focus on the Fermi-surface topology obtained by angle
dependent measurements and discuss a comparison to band-structure
calculations.

This work was partly supported by EuroMagNET, EU contract
228043 and DFG within GRK1621.

[1] Z. Hossain et al., Journal of Alloys and Compounds 323-324 (2001).

TT 53.9 Thu 11:45 H19
Optical study of archetypical valence-fluctuating Eu systems
— V. Guritanu!, S. Skiro!, eJ. SicueLscuMIDT!, N. CAROCA-
CanaLgs?, T. Iizuka2?, S. Kimura?, C. GemBEL!, and F. STEGLICH!
— IMPI Chemische Physik fester Stoffe, Dresden, Germany —
2UVSOR Facility, Institute for Molecular Science, Okazaki, Japan

We have investigated the optical conductivity of the prominent valence-
fluctuating compounds EulrzSiz and EuNi2P2 in the infrared energy
range to get new insights into the electronic properties of valence-
fluctuating systems. For both compounds, we observe upon cooling
the formation of a renormalized Drude response, a partial suppression
of the optical conductivity below 100meV and the appearance of a
midinfrared peak at 0.15eV for EulraSiz and at 0.13eV for EuNiaPo.
Most remarkably, our results show a strong similarity with the optical
spectra reported for many Ce- or Yb-based heavy-fermion metals and
intermediate valence systems, although the phase diagrams and the
temperature dependence of the valence differ strongly between Eu-
and Ce-/Yb-systems. This suggests that the hybridization between

4f- and conduction electrons, which is responsible for the properties
of Ce- and Yb-systems, plays an important role in valence-fluctuating
Eu systems.

TT 53.10 Thu 12:00 H19
Non-Fermi liquid picture and superconductivity in heavy
fermion systems — oSTEFFEN Sykoral and KLaus W. BECKER?
— HFW Dresden, D- 01171 Dresden, Germany — 2Department of
Physics, TU Dresden, D-01069 Dresden, Germany

We study the S = 1/2 Kondo lattice model which is widely used to
describe heavy fermion behavior. In conventional treatments of the
model a hybridization of conduction and localized f electrons is in-
troduced by decoupling the Kondo interaction. However, such an ap-
proximation has the detrimental effect that a breaking of a local gauge
symmetry is imposed which implicates that the local f occupation n{
is no longer conserved. To avoid such an artifact, we treat the model
in an alternative approach based on the Projective Renormalization
Method (PRM). Thereby, within the conduction electron spectral func-
tion we identify the lattice Kondo resonance as an almost flat incoher-
ent excitation near the Fermi surface which is composed of conduction
electron creation operators combined with localized spin fluctuations.
This leads to a new concept of the Kondo resonance without having to
resort to a symmetry breaking and Fermi liquid theory. Based on this
new picture we develop a microscopic theory for superconductivity in
heavy fermion systems. Thereby we study the momentum-dependence
of the superconducting order parameter for singlet as well as triplet
pairing. We show that in particular the triplet pairing components are
strongly affected by the incoherent excitations found to be responsible
for the Kondo resonance.

TT 53.11 Thu 12:15 H19
YbPt2Sn and YbPtsIn: Unusual weak magnetic exchange
in two different structure types — eTHOMAS GRUNER, DoNGJIN
JANG, ALEXANDER STEPPKE, MANUEL BraNDO, and CHRISTOPH
GEIBEL — MPI Chemical Physics of Solids, 01187, Dresden, Germany

We have synthesized the two new compounds YbPtoSn (YPS) and
YbPteIn (YPI) and investigated their structural and magnetic prop-
erties. Powder diffraction patterns show YPS to crystallize in the
same hexagonal ZrPt2Al structure type as previously known RPt2Sn
and RPtoIn (R = Y, Gd-Tm) compounds, while at 300 K YPI was
found to form in the cubic Heusler phase as ScPt2In. Despite very dif-
ferent structure types both compounds show very similar, but peculiar
magnetic properties. Analysis of susceptibility x(T), magnetization
M (H), specific heat C(T) and resistivity p(T) indicate a stable triva-
lent Yb3 7T state, without any sign for a significant Kondo interaction.
Nevertheless, C(T) data evidence a very low magnetic ordering tem-
perature, of only 240 mK and 180 mK for YPS and YPI, respectively,
connected with a very weak intersite magnetic exchange. This very
weak exchange makes these compounds candidates for magnetic cool-
ing. Possible origins for and implications of this weak exchange shall
be discussed.

The transition from the ZrPtg Al structure type to the cubic laves phase
upon decreasing the size of the R-element has been previously reported
for the RPdaSn and RPd2In series. Our results allow to generalize this
observation to a whole series of RT3 X compounds and indicate that
this transition is mainly induced by a size effect and not related to a
particular valence electron count.

TT 53.12 Thu 12:30 H19
Magnetic field dependence of multiple order parameters in
CeBg — oG. FriemeL!, H. Janc!, A. ScuNEIDEWINDZ, Y. Lil,
A. V. Duknanenko®, N. Y. Surrsevarova®, N. E. SLucHANKO?, A.
Ivanov®, V. B. FiLirov3, B. Kemmer!, and D. S. Inosov! — 'MPI
fiir Festkorperforschung, Stuttgart, Germany — 2FRM-II, Garch-
ing, Germany — S3Institute for Problems of Material Sciences, Kiev,
Ukraine — 4General Physics Institute, Moscow, Russia — 2Institut
Laue-Langevin, Grenoble, France

The heavy fermion (HF) antiferromagnet CeBg is known for ex-
hibiting an antiferroquadrupolar (AFQ) order below Tq = 3.2K at
Q = R(1/2,1/2,1/2), which was confirmed by resonant x-Ray and po-
larized neutron diffraction. Furthermore, the compound orders antifer-
romagnetically (AFM) in a double-k pattern below Ty = 2.3 K, which
was so far neglected in the discussion of this compound. Only recently
we could observe a spin exciton mode formation in the AFM state at
hw = 0.5 meV by inelastic neutron scattering, which can be understood
as a feedback effect of the AFM order on the itinerant spin dynamics.
By applying magnetic field the AFM order becomes quickly suppressed
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at Bc = 1T, whereas the intensity at R(1/2,1/2,1/2) stays constant
up to Bq = 1.7T, suggesting that it belongs to an unknown phase
different from AFM and AFQ, with the latter setting in at B > Bq.
The exciton mode energy surprisingly becomes enhanced in field, par-
allel to the emergence of multiple other modes reaching into the AFQ
state. These latter modes show a strong field dependence in energy,
but are absent in the zero field AFQ phase above T\.

TT 53.13 Thu 12:45 HI19
Spin excitons in the unconventional superconducting and hid-
den order state of strongly correlated electrons — eALIREZA
AkBARI and PETER THALMEIER — Max Planck Institute for the
Chemical Physics of Solids, 01187 Dresden, Germany

The formation of collective spin excitons below the single particle
continuum is observed in numerous unconventional superconductors.

CeColns is the most well established case for heavy fermion com-
pounds. It is also the first example where the magnetic field splitting
of magnetic excitons is observed for fields within the tetragonal plane.
Contrary to expectations it is revealed as a doublet excitation. We ex-
plain the splitting as the result of a strongly anisotropic spin response
described within the context of an Anderson lattice type model. Re-
cently it was shown that collective spin excitations also appear within
the hidden order phase of non- superconducting CeBg. It is a signature
of the itinerant nature of spin response as opposed to the commonly
used localized 4f approach in this compound. We show that the salient
features of the spin exciton can be explained in an itinerant quasipar-
ticle model supplemented by hidden and antiferromagnetic order.

[1] A. Akbari and P. Thalmeier, Phys. Rev. B 86, 134516 (2012)
[2] A. Akbari and P. Thalmeier, Phys. Rev. Lett. 108, 146403 (2012)

TT 54: Focused Session: Magnetism & Superconductivity in Fe-based Pnictides and
Chalcogenides (jointly with MA)

Iron-based superconductors and their relation to magnetism is an exciting research field involving con-
densed matter physics, materials science, and solid state chemistry. In this Focus Session recent advances
and results will be presented by leading experts in the field.

Organizers: Joachim Deisenhofer (University of Augsburg), Carsten Honerkamp (RWTH Aachen)

Time: Thursday 9:30-12:45

Invited Talk TT 54.1 Thu 9:30 H20
Fermiology and Order Parameter of Iron-based Superconduc-
tors from ARPES — eSERGEY BoRIsENKO — IFW Dresden

We use angle-resolved photoemission at ultra-low temperatures (1K-
ARPES) to study iron-based superconductors. A number of materials
from the 11, 111, 1111, 122, 245 and 1048 families have been studied.
In some of them precise measurements of the superconducting gap as
a function of momentum allow us to draw conclusions as for the struc-
ture and symmetry of the order parameter. In addition, we single out
those details of the low-energy electronic structure which are necessary
for the superconductivity itself.

[1] S. V. Borisenko et al., arXiv:1204.1316 (2012)

[2] S. V. Borisenko, Synchrotron Radiation News 25(5), 6 (2012)

[3] S. V. Borisenko et al., J. Vis. Exp. 68, €50129, DOI: 10.3791/50129
(2012)

Invited Talk TT 54.2 Thu 10:00 H20
Electron Correlations in Solids from the Dynamical Mean
Field Perspective and the Origin Anomalous State of Matter
in Iron Chalchogenides — eKRrisTJaAN HAULE — Rutgers The State
University of New Jersey, Piscataway, NJ, USA

The Dynamical Mean Field Theory in combination with the Density
Functional Theory has recently enabled detailed modeling of the elec-
tronic structure of complex materials such as heavy fermions, transi-
tion metal oxides, chalchogenides and arsenides. Simulations based on
this method has recently uncovered the origin of unusual properties of
iron based high temperature superconductors and the physics behind
the poor metallic conductivity in these systems. Here the Coulomb in-
teraction among the electrons is not strong enough to localize electrons,
but it significantly slows them down, such that low-energy emerging
quasiparticles have a substantially enhanced mass, and at intermedi-
ate temperature and intermediate energy scale show strong deviations
from the Fermi liquid theory. This enhanced mass emerges not be-
cause of the Hubbard interaction U, but because of the Hund’s rule
interactions J that tends to align electrons with the same spin but
different orbital quantum numbers when they find themselves on the
same atom. The ab-initio simulations with the Dynamical Mean Field
Theory not only uncover the origin of anomalous properties, but also
successfully explains the key properties of these material: such as the
mass renormalizations and anisotropy of quasiparticles, the crossover
into an incoherent regime above a low temperature scale, the magnetic
moments in iron compunds, and dispersion of magnetic excitations.

Topical Talk TT 54.3 Thu 10:30 H20

A Light Scattering Study of the Evolution of Pairing

in Fe-based Superconductors — eRupi HackL!, FLORIAN
1 1

KrETZSCHMAR!, BERNHARD MuscHLER!, ThHomas Boum!, Hal-

Location: H20

Hu WEeN2, VviapIMIR Tsurkan®? JoacuiM DEISENHOFER®, and
Avots LoiprL? — 1Walther-Meissner-Institut, DE-85748 Garching —
2Nanjing University, Nanjing 210093, China — 3University of Augs-
burg, DE-86159 Augsburg — %Academy of Sciences of Moldova, MD-
2028 Chisinau

The iron-based superconductors are a laboratory for exploring the rel-
evance of electron-electron interactions beyond electron-phonon cou-
pling, being at work in conventional superconductors, since the Fermi
surfaces can be varied systematically by atomic substitution. This
enables one to systematically study magnetism and superconductiv-
ity as a function of the Fermi surface topology. Inelastic light scat-
tering affords a window into the electronic properties of the ordered
states. In particular, the evolution of the superconducting pairing
upon doping can be probed since light scattering allows access to the
anisotropy of the energy gap and, in some cases, of the pairing po-
tential. Baj_,KzFesAss is one of those cases since the competition
between s- and d-wave pairing leads to the appearance of exciton-like
modes below the gap edges of the various bands. Along with the results
from other materials having different Fermi surface cross-sections the
data in Baj_,KgzFeaAss support the spin fluctuation scenario driven
by interband coupling. The experiments show that there exist alterna-
tive routes for the analysis of the pairing interaction in superconductors
with unconventional coupling and anisotropic gaps.

15 min. break

Topical Talk TT 54.4 Thu 11:15 H20
Theory of Magnetism and Superconductivity for Iron-
Chalcogenides — eJiangPING Hu — Dept. of Physics, Purdue
University, West Lafayette, IN, USA — Institute of Physics, Chinese
Academy of Sciences, Beijing, China

We discuss the difference on both magnetic and superconducting prop-
erties between iron-pnictides and iron-chalcogenides high temperature
superconductors and construct a microscopic model based on S4 sym-
metry that faithfully represents the intrinsic unit cell doubling of the
materials. Within this model, we can show that there are two different
types of extended S-wave pairing states. One is in the A representa-
tion of S4 and the other is in the B representation of S4. The A-phase
is well studied S+ phase when there are both electron pockets at M
points and hole pockets at I point. However, the B phase is the new
phase which has been ignored by models with one-iron per unit cell.
The B phase is characterized by the sign reverse of the superconduct-
ing order parameter in real space between top and bottom layers in the
building block of the trilayer Fe-As(Se) structure. We show that the
B-phase is most likely realized in the electron-doped 122’ or strained
single layer iron-chalcogenides.
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Topical Talk TT 54.5 Thu 11:45 H20
Charge Dynamics in 122 Iron Pnictides — eArLiaKsEl CHAR-
NUKHA, OLEG V. DoLcov, PauL PoprovicH, DuNLU SuN, CHENGTIAN
LiN, ALEXANDER YARESKO, BERNHARD KEIMER, and ALEXANDER
V. Boris — Max-Planck-Institut fiir Festkorperforschung, Heisen-
bergstrasse 1, 70569 Stuttgart, Germany

We report the full complex dielectric function of high-purity
Bag.sKo.32FeaAsy  single crystals with 7. =38.5 K deter-
mined by broadband spectroscopic ellipsometry at tempera-
tures 10 < 7T < 300 K. We discuss the microscopic origin of
superconductivity-induced infrared optical anomalies in the framework
of a multiband Eliashberg theory with two distinct superconducting
gap energies, 2Ax =~ 6 kpTc and 2Ap = 2.2 kgT.. The observed un-
usual suppression of the optical conductivity in the superconducting
state at energies up to 14 kgT. can be ascribed to spin-fluctuation—
assisted processes in the clean limit of the strong-coupling regime. We
further observe a superconductivity-induced suppression of an absorp-
tion band at an energy of 2.5 eV, two orders of magnitude above the
superconducting gap energy 2A = 20 meV, which challenges one of the
central notions of conventional theories of superconductivity. We ar-
gue that the observed superconductivity-induced suppression involves
a redistribution of electronic population between bands with different
orbital character. Our results emphasize the importance of orbital
physics for the mechanism of superconductivity in the iron-based
superconductors.

TT 54.6 Thu 12:15 H20
Disentangling Magnetism and Superconductivity in
EuFes(As1—,Pz)2 — eSiNa Zaprl, TomisLav Ivek!, FELIX
KLINGERT!, FABIAN PrISTER!, SHUAI JiaNG!, DAN Wul, HIRALE S.
JEEVANZ, PHILIPP GEGENWART?, REINHARD K. KREMER?, and MAR-
TIN DREsSSEL! — '1. Physikalisches Institut, Universitdt Stuttgart
— 21. Physikalisches Institut, Universitit Gottingen — S3Chemical
Service Group, MPI-FKF Stuttgart

Due to local magnetic ordering of Eu2t, EuFes (As1—4Pz)2 is a per-
fect system to study the interplay between superconductivity (SC) and
magnetism in iron pnictides. However, there is still an ongoing debate
about the extent of the superconducting dome and the development of
the local Eu magnetic ordering with chemical pressure [1,2]. Especially
the question whether SC coexists with ferro- (FM) or antiferromagnetic

(AFM) Eu?t ordering has drawn tremendous interest.

We have performed a systematic study on a set of high-quality single
crystals (x = 0, 0.12, 0.145, 0.15, 0.165, 0.17, 0.26, 0.35 and 1) using
DC resistivity, as well as DC and AC magnetic susceptibility measure-
ments along the principal crystallographic directions. By combining
these techniques we identify the different phases, prove that AFM in-
terlayer coupling coexists with SC and discuss the complex magneti-
zation behaviour of these compounds. Our investigations reveal the
delicate interplay between SC and magnetism.

[1] Jeevan et al., PRB 83, 054511 (2011)
[2] Cao et al., Condens. Matter 23, 464204 (2011)

TT 54.7 Thu 12:30 H20
Growth and characterization of Rbi_,Fe>_,Se> single crys-
tals — eVLADIMIR TsUrRkaN!2, JoacHiM DEISENHOFER!, AXEL
GUNTHER!, HaNs-ALBRECHT Kruc vonN Nippal, SEBASTIAN
WipmaNN!, and Avrois LoipL! — 'Experimental Physics 5, Center
for Electronic Correlations and Magnetism, University of Augsburg, D
86159, Augsburg, Germany — 2Institute of Applied Physics, Academy
of Sciences of Moldova, MD-2028, Chisinau, R. Moldova

Growth of single crystals of Rb-Fe-Se system and their characteriza-
tion by X-ray powder diffraction, Squid magnetometry, conductivity,
and specific heat are presented [1]. The single crystals exhibit an
anisotropic antiferromagnetism below 400 K. For 1.53 < Fe < 1.6 the
superconducting (SC) behavior is found. The sharp transition into the
SC state at 32.4 K is observed for Rbg.gFe1 gSes. For the Fe concen-
trations below 1.5 and above 1.6, respectively, samples show insulating
and semiconducting behavior. Magnetic behavior of SC and non-SC
samples provides an evidence for the coexistence of superconductivity
and static antiferromagnetic order. The evolution of the SC and AFM
correlations in the Rb-Fe-Se system is discussed within the constructed
phase diagram which includes several structural phases with different
magnetic behavior. The coexistence of the superconductivity and an-
tiferromagnetism in Rbg.gFe; gSes is considered within a scenario of
phase separation based on the results of neutron scattering, Mdssbauer
spectroscopy, optical, uSR, and nuclear magnetic resonance investiga-
tions.

[1] V. Tsurkan, J. Deisenhofer, A. Giinther, H.-A. Krug von Nidda, S.
Widmann, and A. Loidl, Phys. Rev. B 84, 144520 (2011)

TT 55: Correlated Electrons: Low-Dimensional Systems -Materials 2

Time: Thursday 9:30-13:00

TT 55.1 Thu 9:30 H21
Absence of charge order in the dimerized x-phase BEDT-
TTF salts — eMARTIN DRrREssEL!, KATRIN SEDLMEIER!, SEBAs-
TIAN ELsisser!, Davip NeuBauer!, REBEcca BEYER!, Dan Wul,
TowmisLav Ivek!:2, Sivia Tomic?, and JoHN A. SCHLUETER® — 11.
Physikalisches Institut, Universitit Stuttgart, Germany — Z2Institut
za fiziku, Zagreb, Croatia — 3Material Science Division, Argonne Na-
tional Laboratory, U.S.A.

Utilizing infrared vibrational spectroscopy we have investigated dimer-
ized two-dimensional organic salts in order to search for possible charge
redistribution that might constitute electronic dipoles and ferroelec-
tricity: the quantum spin liquid k-(BEDT-TTF)2Cus(CN)3, the anti-
ferromagnetic Mott insulator k-(BEDT-TTF)2Cu[N(CN)2]Cl, and the
superconductor k-(BEDT-TTF)2Cu[N(CN)2|Br. None of them ex-
hibit any indication of charge disproportionation. Upon cooling to
low temperatures all BEDT-TTF molecules remain homogeneously
charged within +0.005e. No modification in the charge distribution
is observed around T' = 6 K where a low-temperature anomaly has
been reported for the spin-liquid material k-(BEDT-TTF)2Cuz(CN)s3.
In this compound the in-plane optical response and vibrational cou-
pling are rather anisotropic, indicating that the tilt of the BEDT-TTF
molecules in c-direction and their coupling to the anion layers has to
be considered in the explanation of the electromagnetic properties.

[1] K. Sedlmeier et al., Phys. Rev. B (in press); arXiv:1208.2652

TT 55.2 Thu 9:45 H21
Magnetoacoustic and pressure studies of frustrated distorted
diamond chain compound azurite — eP. T. Cong, B. WoLr,
R. S. ManNa, U. TurscH, M. DE Souza, A. BrRUHL, and M. LaNG

Location: H21

— Physikalisches Institut, Goethe-Universitdt, SFB/TR 49, D-60438
Frankfurt

Measurements of ultrasound, thermal expansion and magnetic suscep-
tibility measurements were carried out on a high-quality single crystal
of distorted diamond chain compound azurite. The results show clear
signatures of the magnetic energy scales involved [1, 2] and disclose
two pronounced anomalies at ~ 20 K and ~ 5 K in accordance with
literature results of magnetic susceptibility and specific heat data [1].
Huge anomaly of acoustic signal and thermal expansivity at Ty =
1.88 K demonstrate that in this material the onset of long-range an-
tiferromagnetic (AFM) ordering is accompanied by sizable structural
distortions. From the analysis of the temperature dependence of elas-
tic constant and results of the pressure dependence of the magnetic
susceptibility an estimate of the strain dependence of the dominant
magnetic exchange coupling can be derived. These results highlight
the significant role of strain interaction in this compound. The field
and temperature dependence of sound velocity and thermal expansion
reveal a very complex magnetic structure of azurite at temperature
below Ty. Based on these measurements we map out a detailed B—T
phase diagram.

[1] H. Kikuchi et al. Phys. Rev. Lett. 94, 227201 (2005).
[2] H. Jeschke et al., Phys. Rev. Lett. 106, 217201 (2011)

TT 55.3 Thu 10:00 H21
Impurity effects in a S=1/2 Heisenberg spin chain probed
by %Cu NMR — eYannic Utz!, Eva Maria Bronincl,
Franziska HamMmeraTH!, CHRisTIAN Rubiscu!, HaNs-JoAcHIM
GRrAFE!, AsuwiN MoHAN!, ROMUALD SAINT-MARTIN?, ALEXANDRE

REevcoLevscHI?, CHRIsTIAN HEess!, Satosur NisummoTo!, STEFAN-
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Lupwic DrRecHSLER!, and BERND BUCHNER! — IFW Dresden, Ger-
many — 2LPCES, Orsay, France

We present 93Cu NMR measurements on undoped, Ni doped and Mg
doped SrCuOz single crystals. SrCuOs is a good realization of a one-
dimensional S=1/2 Heisenberg spin chain. This is confirmed by the
theoretically-expected temperature independent NMR, spin-lattice re-
laxation rate Tfl. Doping with Ni, which can be regarded as a S=1
impurity, has a major impact on the magnetic properties of the spin
chains. On the one hand, this is manifested by unusual features in
the NMR spectra below 100 K, revealing the existence of an impurity-
induced local alternating magnetisation. On the other hand, exponen-
tially decacying spin lattice relaxation rates towards low temperatures
indicate the opening of a spin gap similar to Ca doped SrCuO3z [1].
Mg doping (S=0) has, however, no influence on the magnetic proper-
ties of the spin chains. Neither the NMR spectra nor the spin lattice
relaxation rates differ from those measured on pure SrCuOsz. While
the different impact of Ni and Mg doping on the spin chains could be
explained by their different impurity spins, the opening of a spin gap
in case of Ni doping is totally unexpected and not yet understood.

[1] F. Hammerath et al., Phys. Rev. Lett. 107, 017203 (2011).

TT 55.4 Thu 10:15 H21
Magnetism of CuX; frustrated chains (X = F, Cl, Br): the

role of covalency — eSTEFAN LEBERNEGG!, Miriam ScumiTT!,

ALEXANDER TSIRLIND2, OLec Janson!, and HELcGE RosNer! —
IMPI Chemical Physics of Solids, Dresden, Germany — 2?National

Institute of Chemical Physics and Biophysics, Tallinn, Estonia

Periodic and cluster DF'T calculations, including DFT+U and hybrids,
are applied to study magnetostructural correlations in spin-1/2 frus-
trated chain compounds: CuCly, CuBra, and a fictitious chain struc-
ture of CuFga. The nearest-neighbor and second-neighbor exchange
integrals, J; and Ja, are evaluated as a function of the Cu—X-Cu
bridging angle 6 in the physically relevant range 80-110°. The ionic
CuF2 exhibits ferromagnetic coupling only for 8 < 100°, according to
the Goodenough-Kanamori-Anderson rules. However, both CuCly and
CuBry feature ferromagnetic J; in the whole angular range studied.
This surprising behavior is ascribed to the increased covalency in the
Cl and Br compounds, which amplifies the contribution from Hund’s
exchange on the ligand atoms and renders Jj ferromagnetic. At the
same time, the larger spatial extent of X orbitals enhances the antifer-
romagnetic Jo, which is realized via the long-range Cu-X-X-Cu paths.
Both, periodic and cluster approaches supply a consistent description
of the magnetic behavior which is in good agreement with the exper-
imental data for CuClz and CuBra. Thus, owing to their simplicity,
cluster calculations have excellent potential to study magnetic correla-
tions in more involved spin lattices, especially making parameter-free
quantum-chemical methods computationally feasible.

TT 55.5 Thu 10:30 H21
Novel frustrated quantum antiferromagnets in the solid-
solution Cs2CuCly_,Brithrough site-selective halide substi-
tution — eBERND WoLF, PuaM THANH CoNG, NATALIA VAN WELL,
Franz RITTER, WoLF Assmus, and MicHAEL LaNG — Physikalisches
Institut, Goethe-Universitat, SFB/TR 49, D-60438 Frankfurt

Depending on the growing conditions, an A-type orthorhombic or
a B-type tetragonal structure can be found in the solid solution
Cs2CuCly—_,Bry (0 < x < 4). Here we present measurements of the
temperature-dependent susceptibility and isothermal magnetization on
the B-type compounds x = 1.6 and 2.0 and compare these results with
the magnetic properties recently derived for the A-type variant by
Cong et al., Phys. Rev. B 83, 064425 (2011). We find that due to their
different Cu coordination, these two structural modifications exhibit
quite dissimilar magnetic properties. The tetragonal compounds can
be classified as quasi-2D ferromagnets characterized by ferromagnetic
layers with a weak antiferromagnetic inter-layer coupling, whereas the
orthorhombic materials, notably the border compounds x = 0 and 4,
are model systems for frustrated 2D Heisenberg antiferromagnets.

TT 55.6 Thu 10:45 H21
A metal-organic spin-1/2 dimer system yielding a 2d field-
induced collectively-coupled dimer phase — eU. Turscu!, B.
WoLrr!, T. KreTz2, H.-W. LERNER2, M. WaGNER?, S. WESSEL?,
T. Sana-Dascupta®*, H. JEscHkE®, R. VALENTI®, and M. Lancg! —
IPhys. Inst., Goethe-Universitit, 60438 Frankfurt — 2Inst. f. Anorg.
Chemie, Goethe-Universitit, 60438 Frankfurt — 3Inst. f. Theoret.
Festkorperphysik, RWTH Aachen, 52056 Aachen — 4S.N. Bose Na-

tional Centre for Basic Sciences, Salt Lake City, Kolkata 700098, India
— SInst. f. Theoret. Physik, Goethe-Universitit, 60438 Frankfurt

Spin-dimer systems have proven to be very useful in studying mag-
netic field-induced phase transitions. Here, we present high-resolution
susceptibility and specific heat measurements at very low tempera-
tures down to 0.040 K on the metal-organic spin-1/2 dimer system
C36H4gCu2FgNgO12S2. The intra-dimer coupling between the spins
on the Cu sites is J4/kp ~ 10 K, making field-induced ordering acces-
sible for standard laboratory magnets. Ab initio calculations suggest
an effective two-dimensional (2d) structure with inter-dimer couplings
J; of at least an order of magnitude smaller than Jy;. This is confirmed
by comparison of the experimental data with results form Quantum
Monte Carlo simulations for 1d, 2d and strongly anisotropic 3d cou-
pling schemes. We identify a region in the field vs. temperature phase
diagram where the system exhibits typical 2dXY behaviour accompa-
nied by the formation of vortices and antivortices in the effective spin
configuration. The possibility of a magnetic Berezinskii-Kosterlitz-
Thouless transition will be discussed.

TT 55.7 Thu 11:00 H21
Padé approximations for the magnetic susceptibilities of
Heisenberg antiferromagnetic spin chains for various spin
values — eJosepn Law! and ReINHARD KREMER? — !Hochfeld-
Magnetlabor Dresden, Helmholtz-Zentrum Dresden-Rossendorf, 01314
Dresden, Germany — 2Max-Planck-Institut fiir Festkorperforschung,
Heisenbergstr. 1, D-70569 Stuttgart, Germany

The temperature dependence of the spin susceptibilities of S=1, %, 2,
g and % Heisenberg nearest-neighbor antiferromagnetic 1D spin chains
was simulated via Quantum Monte Carlo calculations, within the tem-
perature range of 0.005 < 7 < 100 and fitted to Padé approximations
with deviations between the simulated and fitted data of the same or-
der of magnitude or smaller than the Quantum Monte Carlo error. To
demonstrate the practicality of our theoretical findings, we successfully
compared them with the well known 1D chain compound TMMC (d®,
S=5/2) and the new S=1 Heisenberg spin chain NiTazOs.

15 min. break

TT 55.8 Thu 11:30 H21
Similarities between the phase diagrams of the S=3/2
Heisenberg spin chains CrX0, [X=V,P] — eJosepu Law!,
Tosias ForrsTER!, RoBERT Graum?, and REINHARD KREMER3
— 1Hochfeld-Magnetlabor Dresden, Helmholtz-Zentrum Dresden-
Rossendorf, 01314 Dresden, Germany — 2Institut fiir Anorganische
Chemie, Universitit Bonn, 53121 Bonn, Germany — 3Max-Planck-
Institut fiir Festkorperforschung, Heisenbergstr. 1, D-70569 Stuttgart,
Germany

CrVO4 and CrPOy4 both adopt the same structure type. They can
be well described as S:% Heisenberg spin chains with predominant
nearest-neighbour only spin exchange interaction. We show here an
in-depth investigation into the magnetic structures of both compounds
which is complimented by magnetic property measurements. Wherein,
we’ve shown that both compounds exhibit a high field phase transition
into an unknown state.

TT 55.9 Thu 11:45 H21
Lattice effects in the 2D valence-bond-solid Mott insulator
EtMe3;P[Pd(dmit)z2]2 — eRubprA SEKHAR MAaNNAl, RE1zo KaTo?2,
and MicHaEL Lanc! — 1Physikalisches Institut, Goethe-University
Frankfurt (M), SFB/TR 49, D-60438 Frankfurt (M), Germany —
2RIKEN, Wako, Saitama 351-0198, Japan

EtMesP[Pd(dmit)2]2 is a quasi-twodimensional valence-bond-solid
(VBS) Mott insulator where Pd(dmit)s molecules form dimers in the
conducting layer, arranged in a triangular lattice with transfer integrals
t and t' (t'/ t = 0.87) and an average inter-dimer exchange coupling
J/kp =~ 250 K. Despite this strong spin frustration the system re-
veals a low-temperature transition into a spin-gapped Mott insulating
phase. Here we present results of the uniaxial expansion coefficients
a; on single crystals of EtMesP[Pd(dmit)z]2 for temperatures 1.4 K
< T < 200 K and magnetic fields B < 8 T. We find a sharp and
well-pronounced A-type thermal expansion anomaly at 24.1 K corre-
sponding to the second-order phase transition into the low-7" VBS
phase. The discontinuity in «; at Ty g reveals a pronounced in-plane
(c-axis) vs out-of-plane (b-axis) anisotropy. Strongly anisotropic ex-
pansivities also characterize the state T' > Ty pg. While the in-plane
c-axis shows a large positive expansivity, as often found in soft organic
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materials, the out-of-plane b-axis is dominated by a large negative con-
tribution which sets in rather abruptly around 40 K. Measurements in
magnetic fields up to 8 T were found to have no effect on the VBS phase
transition, i.e., there are no indications of a field-induced melting of
the VBS state at this field level.

TT 55.10 Thu 12:00 H21
Frustrated Cairo lattice in BijFe;013F — eALEXANDER A.
TsruiN!, DMITRY BaTUk?, and ARTEM M. ABAKUMOV? — ! National
Institute for Chemical Physics and Biophysics, Tallinn, Estonia —
2EMAT, University of Antwerp, Belgium

Cairo lattice reveals an unusual topology of frustrated magnetic inter-
actions that form pentagonal units. We present crystal structure and
magnetism of BigFesO13F, a recently discovered spin—g compound,
which is one of the few material prototypes of the Cairo spin lattice.
Thermodynamic measurements reveal a sequence of phase transitions,
with the onset of magnetic order at Ty = 178 K and subsequent trans-
formations at 77 = 62 K and T2 = 71 K. The low-temperature mag-
netic structure is non-collinear and commensurate, in agreement with
theoretical expectations for the Cairo-lattice spin model. However, ad-
ditional magnetic transitions below Ty have not been anticipated by
theory. A comparative microscopic analysis of BigyFe5013F and the
sister compound BisFesOg will be presented.

Financial support of the Mobilitas program of the ESF is acknowl-
edged.

TT 55.11 Thu 12:15 H21
Magnetic-ordering transitions of the effective XY-spin-
1/2 compound Cs3CoCly — eOrivErR Breunic!, ERAN SELAZ,
AcuiM Roscr?, BENJAMIN BuLDMANNZ, PETRA BECKER®, LADISLAV
BoHATY?, SANDRA NIESEN!, RALF MULLER!, and THoMAs Lorenz!
— MI. Physikalisches Institut, Universitit zu Kéln — 2Institut fiir
Theoretische Physik, Universitdt zu Kdln — S3Institut fiir Kristallo-
graphie, Universitidt zu Koln

Cs2CoCly is a model system for studying the magnetism of one-
dimensional spin chains with an XY-like anisotropy. It contains CoCly
tetrahedra which form chains along the crystallographic b axis. Due
to a strong crystal field, an easy-plane anisotropy of magnetization is
established. For symmetry reasons, easy planes in CsaCoCly appear
in two orientations. At temperatures between 0.3 and 4 K, the com-
pound is well described by the one-dimensional XXZ model. At lower
temperatures magnetic order arises due to finite inter-chain coupling.
Our measurements of thermal expansion and specific heat down to 50
mK and in magnetic fields up to 3 T reveal a field-dependent order-
ing temperature Tc(H). Depending on the orientation of the magnetic
field with respect to the easy planes’ orientation various ordered phases
arise. We present phase diagrams for different field directions and dis-
cuss possible ordering mechanisms.
This work was supported by the DFG through SFB 608.

TT 55.12 Thu 12:30 H21
Magnetic and structural properties of antiferromagnetic

VF3 — eParrick REUVEKAMP!, REINHARD KREMER!, RoOLAND

Ecer!, GwiLHERM NENERT?, and THomas Hansen? — IMax-
Planck-Institut fiir Festkorperforschung, Heisenbergstrasse 1, D-70569
Stuttgart, Germany — Z2Institut Laue-Langevin, 38042 Grenoble,

France

We report on a magnetic and structural investigation of layered an-
tiferromagnetic system vanadium (III) fluoride. VF3 crystallizes in a
distorted ReOs structure (R3c) with rotated undistorted VFg octa-
hedra. The V13 cations are arranged in a triangular lattice with the
possibility of exhibiting magnetic frustration. Polycrystalline samples
of VF3 were investigated using heat capacity, dielectric, magnetic sus-
ceptibility and neutron powder diffraction methods. Combining our
results, we confirmed that VF3 undergoes long-range antiferromag-
netic order at ~19 K in accordance with literature [1]. The antifer-
romagnetic order results in a magnetic structure with the magnetic
moments alternating between a parallel and b parallel alignments in
the ab plane . A second phase transition can be seen at ~120 K in the
heat capacity [1] and dielectric measurements possibly associated to a
minute structural distortion.

[1] A.C. Gossard, H.J. Guggenheim, F.S.L. Hsu, and R.C. Sherwood,
AIP Conf. Proc., No. 5, 302 (1971).

TT 55.13 Thu 12:45 H21
Magnetic anisotropies in the Ising spin-chain compound
BaCo02V320g — eSANDRA NIESEN, MICHAEL SEHER, GERHARD KoL-
LAND, OLIVER BRrEUNIG, and THOMAS LoreNz — II. Physikalische
Institut, Universitit zu Koln

The effective Ising spin 1/2 system BaCo2V2Osg consists of CoOg oc-
tahedra that form screw chains along the crystallographic ¢ axis which
are separated by nonmagnetic Ba?t and V3% ions. Long-range antifer-
romagnetic order is observed below TN = 5.5 K in zero magnetic field
with the spins aligned along c¢. Within the tetragonal ab-plane compet-
ing exchange interactions are present causing a lower symmetry of the
stabilized magnetic structure. Therefore, magnetic domains occur with
ferromagnetic alignment of the spins along [100] and an antiferromag-
netic one along [010], or vice versa. High resolution zero-field thermal-
expansion data show, that the system undergoes a structural transition
from tetragonal to orthorombic while entering the Néel phase. Here,
the frustration within the ab-plane is lifted by a small orthorhombic
splitting (a — b)/(a + b) # 0, that is below the resolution of diffraction
techniques. Moreover, detailed investigations of e.g. magnetization,
thermal expansion, specific heat, and thermal conductivity reveal an
additional magnetic-field anisotropy within the ab-plane. The corre-
sponding phase diagrams for magnetic fields along [100] and [110] will
be presented.
This work is supported by the DFG through SFB 608.

TT 56: Graphene - Preparation and Characterization 1 (jointly with DS, HL, MA, and O)

Time: Thursday 10:30-13:15

TT 56.1 Thu 10:30 HI17

Synthesis of graphene on (61/3 x 61/3)R30° reconstructed SiC

surfaces by molecular beam epitaxy — eTimo ScHUMANN!,

MARTIN DuBsLAFF!, Mryriano H. OrLivElrRa Jr.!, MICHAEL

Hanke!, FeLix FromMm2, TuHomas SeYLLER?3, J. MARCELO J.
Lopres!, and HenNiNG RiecHERT! — !Paul-Drude-Institut fiir Fes-
tkorperelektronik, Berlin, Germany — 2Lehrstuhl fiir Technische

Physik, Friedrich-Alexander-Universitt Erlangen-Niirnberg, Erlangen,
Germany — 3Institut fiir Physik, Technische Universitdit Chemnitz,
Chemnitz, Germany

We report on the synthesis of graphene on a (6v/3 x 61/3)R30° recon-
structed SiC(0001) surface (a.k.a. buffer layer) by means of molecular
beam epitaxy (MBE). Raman spectroscopy reveals that the quality of
the MBE-grown graphene films increases with growth time and that
the average crystallite size exceeds 20 nm. X-ray photoelectron spec-
troscopy confirms that the thickness of the films increases as a function
of the growth time and proves that the buffer layer is preserved during
the growth process. In addition, grazing-incidence X-ray diffraction
measurements were performed at the beamline ID10 of the ESRF in
Grenoble. In-plane reflections of the buffer layer, the SiC, as well as
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from the MBE-synthesized graphene, were investigated. Strikingly,
despite their nanocrystalline nature, it is observed that the graphene
films grown by MBE show an in-plane alignment to the substrate, re-
vealing that a conventional epitaxial growth on the buffer layer takes
place. The results will be discussed in the context of MBE growth of
graphene considering the most recent data reported in the literature.

TT 56.2 Thu 10:45 H17
Microscopic characterization of CVD grown graphene sus-

pended on TEM grids — eFLORIAN STUDENER!, Luca BIGNARDI!,

WILLEM VAN. Dorp!, STEFFANO GOTTARDI', OLEKSII IVASHENKO!,
PaveL Dupin?, ALExeEl BarinovZ, PeTra Ruporr!, and MEIKE
Stonr! — 1Zernike Institute for Advanced Materials, University
of Groningen, Nijenborgh 4, 9747 AG Groningen, Netherlands —

2Sincrotrone Trieste S.C.p.A, 34149 Basovizza, Trieste, Italy

We investigated CVD grown graphene, which was transferred and sus-
pended on a TEM grid. Both electronic and structural properties were
investigated. The former were investigated with angle resolved photo-
electron spectroscopy and microscopy, while the latter were analysed
with Raman spectroscopy and transmission electron microscopy. We
could observe that CVD grown graphene has comparable characteris-
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tics with free standing graphene produced with micro cleavage, e. g.
the Fermi velocity of 1¥10-6 m/s is close to the theoretically expected
value. Despite the polycrystalline nature of the Cu foil used as a sub-
strate for the graphene growth, the obtained graphene exhibits large
single-crystalline domains up to tens of microns. Thus, the presented
transfer method can be successfully exploited for clean TEM substrates
for further investigations.

TT 56.3 Thu 11:00 H17
Graphene-enhanced versus Surface-enhanced Raman Scat-
tering — eFATEMEH YacHOBIAN, ToBiAs KorN, and CHRISTIAN
ScHULLER — Institute of Experimental and Applied Physics Univer-
sity of Regensburg D-93040 Regensburg, Germany

Graphene-enhanced Raman scattering (GERS) is emerging as an im-
portant method due to the need for highly reproducible, quantifiable
and biocompatible active substrates. As a result of its unique two
dimensional carbon structure, graphene provides particularly large
enhanced Raman signals of molecules at its surface. In this work,
it is demonstrated that graphene works as active substrate for en-
hanced Raman scattering and has a great potential in biosensing be-
cause of its ability to quench interfering fluorescence. Obtained GERS
signals of different molecules with reproducible enhancement factors
are discussed and compared with surface-enhanced Raman scattering
(SERS) signals on highly active substrates, covered with spherical sil-
ver nanoparticles. We have also observed an upshift in the frequency of
the breathing mode of a test molecule, when adsorbed on graphene, in
contrast to measurements on silver nanoparticles, where the frequen-
cies remain unchanged.

TT 56.4 Thu 11:15 HI17
Dynamics of adsorbate layers on freestanding graphene
probed by ultrafast low-energy electron diffraction — eMax
GuLpe!, SmmoN ScHwEDA!, MANISANKAR MarTi!, Hakkl YuZ2,
SascHA ScHAFER!, and Craus Ropers! — !Materials Physics Insti-
tute and Courant Research Centre, University of Gottingen, Germany
— 2Department of Dynamics at Surfaces, Max Planck Institute for
Biophysical Chemistry, University of Gottingen, Germany

Ultrafast structural dynamics in solids and nanostructures can be ob-
served by an increasing number of sophisticated electron and x-ray
diffraction techniques. Despite successful implementations of ultrafast
reflection high-energy electron diffraction (1,2), the diffractive probing
of ultrafast structural processes at surfaces remains an experimental
challenge. We have implemented ultrafast low-energy electron diffrac-
tion (ULEED) to study structural changes with high temporal resolu-
tion and ultimate surface sensitivity, at electron energies from 100 eV
to 500 eV. Specifically, we ultilize nanoscopic needle emitters in an
electrostatic lens geometry as high-brightness sources of pulsed elec-
trons. With this approach, the ultrafast melting dynamics of ordered
adsorbate structures on freestanding graphene is investigated in trans-
mission with a temporal resolution below 5 ps.

(1) A. Hanisch-Blicharski, A. Janzen, B. Krenzer, S. Wall, F. Klas-
ing, A. Kalus, T. Frigge, M. Kammler, and M. Horn-von Hoegen, Ul-
tramicroscopy (accepted) (2012)

(2) S. Schéfer, W. Liang, and A. H. Zewail, J. Chem. Phys. 135,
214201 (2011)

TT 56.5 Thu 11:30 HI17

High-Temperature STM of the Ordering of an Amorphous
Carbon Layer into Graphene on Ru(0001) — SEBASTIAN

GUNTHER!, SEBASTIAN DANHARDT?, eMARTIN EHRENSPERGERZ,

PaTRICK ZELLER?, STEFAN ScHMITT®, and JoosT WINTTERLIN?
— 1Chemie Department, Technische Universitit Miinchen, Germany
— 2Department Chemie, Ludwig-Maximilians-Universitiat Miinchen,

Germany — 3SPECS GmbH, Voltastr. 5, D-13355 Berlin, Germany

An amorphous carbon layer was prepared on Ru(0001) by chemical
vapor deposition of ethylene at about 650 K. High-Temperature Scan-
ning Tunneling Microscopy (HTSTM), Low Energy Electron Diffrac-
tion and Temperature Programmed Desorption measurements were
used to characterize the layer and its formation. The obtained carbon
layer then served as amorphous precursor in an ordering transition to-
wards graphene. At temperatures between 920 and 950 K the layer
transformed into graphene which was indicated by the evolving moiré
pattern. The ordering was monitored in situ by HI'STM. The observa-
tions revealed a unique mechanism involving mobile, small topographic
holes that move through the disordered carbon layer leaving graphene
behind. The transport of carbon monomers mediated by these holes
opens a low-energy pathway for the ordering transition. In a dense

packed graphene layer this mechanism is impossible which can explain
the problems of healing defects in chemically synthesized graphene.

TT 56.6 Thu 11:45 H17
In situ LEEM Investigations of the Growth of Graphene
on Ni(111)-Films — ePaTrick ZELLER!, MicHAEL WEINL?, FLO-
RIAN SPECk®, MARkUs OsTLER?, THOMAS SEYLLER®, MATTHIAS
Scureck?, and JoosT WINTTERLIN! — IDepartment Chemie,
Ludwig-Maximilians-Universitit Miinchen — 2Institut fiir Physik,
Universitit Augsburg — 3Department fiir Physik, FAU Erlangen-

Nirnberg

We report about low energy electron microscopy (LEEM), scanning
tunneling microscopy (STM), auger electron spectroscopy (AES) and
x-ray photoelectron spectroscopy (XPS) investigations of graphene
grown on single-crystalline Ni(111) films. The films, which may pro-
vide an easy and economical way towards a scalable graphene synthesis,
consist of 150 nm thick, heteroepitaxially grown Ni(111) layers on a
Si(111) wafer with a YSZ-buffer layer. Monolayer graphene was grown
by chemical vapor deposition of ethylene and in situ LEEM investi-
gations of the graphene growth were performed. Also the formation
of nickel carbide and its transformation into graphene were observed.
Furthermore we noticed an involvement of the bulk during the reac-
tion. At the beginning of the ethylene dosing the C atoms dissolve
in the bulk, and after nucleation segregation of C atoms starts. We
could also observe the healing of rotated graphene towards aligned,
high quality graphene in a small temperature range. Also a temper-
ature dependent formation and healing of dislocation lines in the Ni
films was observed.

TT 56.7 Thu 12:00 H17
Growth of graphene on a stepped iridium surface: mor-
phology, domains and electronic fingerprints — elva Srut!,
VESNA MIks1¢ TRONTLY, PETAR PERVAN!, FABIAN CRAES?, THOMAS
MicHELY2, CARsTEN Busse?, and Marko Krarj! — lInstitut za
fiziku, Bijeni¢ka 46, 10000 Zagreb, Croatia — 2II. Physikalisches Insti-
tut, Universitat zu Koéln, Zilpicher Strafe 77, 50937 Koln, Germany

A promising route for modification of graphene properties is the
growth of graphene on a substrate with a periodic arrangement of
steps. We have used scanning tunneling microscopy and spectroscopy
(STM/STS) and low energy electron diffraction (LEED) to study the
growth of graphene on such periodically stepped Ir(332) surface. We
have found that graphene continuously extends over iridium terraces
and steps. Moreover, new distinctive mesoscopic features of the under-
lying surface are formed involving large, flat terraces accompanied by
groups of narrower steps [1]. These morphologically different regions
are also distinctive by their spectroscopic features found in STS. The
distribution of the newly formed terraces as well as the contribution
of various graphene orientations is sensitive to the preparation tem-
perature. Below 800°C we find that the terrace width distribution is
closer to the intrinsic distribution of clean Ir(332) than for higher tem-
peratures. Additionally, graphene grown at low temperatures has a
prominent contribution of a domain rotated by 30° with respect to the
substrate. We find that the microscopic shape of steps after graphene
formation strongly depends on the orientation of graphene.
[1] I. Srut, et al., submitted

TT 56.8 Thu 12:15 H17
Phonons of graphene on Ir(111) — eMicHAEL ExpLICH!, ALE-
JANDRO MoLINA-SANCHEZ2, LupcER WIRTZ2, and JOrc KROGER!
— lInstitut fiir Physik, Technische Universitét Ilmenau, D-98693 Il-
menau — 2Physics and Material Sciences Research Unit, University of
Luxembourg, L-1511 Luxembourg

The phonon dispersion relations of graphene on Ir(111) were de-
termined with angle-resolved inelastic electron scattering. A weak
graphene—Ir interaction is inferred from the lifting of the degeneracy
of the out-of-plane optical and acoustic dispersion branches at the K
point of the surface Brillouin zone and from the energy reduction of the
out-of-plane optical phonon. Despite this interaction the Kohn anoma-
lies known from graphite of the highest optical phonon branch at T and
K persist. The experimental dispersion relations are in agreement with
density functional calculations.

TT 56.9 Thu 12:30 H17
Support restructuring during graphene growth on Cu foils
triggers the formation of non flat membranes — eJURGEN
Kraus!, SeBasTiAN BoOckLEINZ, RoBERT REICHELT!, BENITO

SanTos?, Tevrik O. MEeENTES®, ANDREA LocAaTELLI, and SEBAs-
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TIAN GUNTHER! — !Technische Universitdt Miinchen Chemie De-

partment, D-85748 Garching — 2Ludwig-Maximilians-Universitét, D-
81377 Miinchen — 3Sincrotrone Trieste, 1-34149 Trieste - Basovizza

Meanwhile the growth of single crystalline graphene flakes on Cu foils
at a mm-length scale can be achieved, which provides a potential source
for high quality graphene. On the other hand, the g-Cu system still suf-
fers from certain inherent defects: during graphene growth sequences
of inclined Cu facets form which are visible in scanning electron mi-
croscopy (SEM) images as stripes and which have been observed as
well applying atomic force microscopy (AFM) and scanning tunneling
microscopy (STM). Since the graphene follows the morphology of the
underlying Cu foil the support restructuring leads to the formation of
so called nanorippled graphene which persists even if the graphene is
transferred on a flat Si wafer. In our study, we identified a sequence
of such Cu facets after graphene growth on a Cu foil using low en-
ergy electron microscopy (LEEM) and show why the graphene cannot
flatten when removed from the support. In addition, we were able to
prepare graphene membranes by the local electrochemical removal of
the Cu foil underneath the grown graphene. We show that the result-
ing membranes are exact replicas of the former morphology of the Cu
foil during growth, i.e. they are non flat membranes.

TT 56.10 Thu 12:45 HI17
Graphene on Rh(111) and Ru(0001): combined STM/NC-
AFM and DFT studies — oYUrry DeEpkov!, TorBEN HAENKE!,
OLIVER ScHAFF', ANDrREAs THisseEn!, ELENa VorosHINAZ, and
MixHAIL Fonin® — 1SPECS Surface Nano Analysis GmbH, Voltas-
trafie 5, 13355 Berlin, Germany — 2Physikalische und Theoretis-
che Chemie, Freie Universitat Berlin, 14195 Berlin, Germany —
3Fachbereich Physik, Universitit Konstanz, 78457 Konstanz, Germany

The electronic and crystallographic structure of graphene moiré on
Rh(111) and Ru(0001) is studied via combination of density-functional

theory calculations and scanning tunneling and noncontact atomic
force microscopy (STM and NC-AFM). Whereas the principal con-
trast between hills and valleys observed in STM does not depend on
the sign of applied bias voltage, the contrast in atomically resolved
AFM images strongly depends on the frequency shift of the oscillating
AFM tip. The obtained results demonstrate the perspectives of ap-
plication atomic force microscopy/spectroscopy for the probing of the
chemical contrast at the surface.

TT 56.11 Thu 13:00 H17
Epitaxial graphene nanoflakes on Au(111): Structure, elec-
tronic properties and manipulation — eMikHAIL Fonin!,
PuiLipp LeicuT!, Lukas ZieLke!, ELENA VoLosHINAZ, and YURIY
S. Depkov3 — 1Fachbereich Physik, Universitit Konstanz, 78457
Konstanz, Germany — 2Institut fiir Chemie und Biochemie -
Physikalische und Theoretische Chemie, Freie Universitat Berlin,
14195 Berlin, Germany — 3SPECS Surface Nano Analysis GmbH,
13355 Berlin, Germany

Graphene nanoribbons and graphene dots have been proposed to ex-
hibit such peculiar phenomena like localized edge states or edge mag-
netism. The aim of the present study is the investigation of struc-
tural and electronic properties of epitaxial graphene nanoflakes on the
Au(111) surface.

Upon in situ preparation, we observe a formation of two types of
nanoflakes, which are either embedded in the gold surface or sit directly
on top of Au(111). In all cases, flakes reveal a moiré contrast, which is
modulated by the herring-bone reconstruction of the Au(111) surface
with the moiré period depending on the orientation of the graphene
sheet in relation to the substrate. We show that quasi-free-standing
graphene nanoflakes can be easily manipulated by the STM tip re-
gardless of the flake size. The details of the structure and electronic
properites of such quasi-free-standing flakes are discussed upon com-
parison with graphene dots on Ir(111).

TT 57: Focused Session: Frontiers of Electronic Structure Theory 6 (jointly with HL and O)

Time: Thursday 10:30-13:15

Topical Talk TT 57.1 Thu 10:30 H36
Atomic-scale design of energy materials — eKARSTEN W. Ja-
coBseN — CAMD, DTU Physics, Technical University of Denmark,
DK-2800 Kongens Lyngby, Denmark

The design of new materials for more efficient production and use of
sustainable and clean energy is of utmost importance for the standard
of living all over the World the coming years. In the talk I shall describe
some computational efforts to design new materials related to solar en-
ergy in particular to the conversion of light into hydrogen fuel through
water splitting. We have employed computational screening to search
for stable semiconductor materials with an appropriate bandgap, band
edge alignment, and with sufficient stability to be relevant for light-
induced water splitting. In particular we have focused on materials
in the cubic perovskite structure but also more generally materials in
the ICSD database. The screening of bandgaps is performed using the
so-called GLLB-functional which is shown to give reasonable estimates
of light absorption for a number of different systems. The stability of
the materials towards dissolution in water is investigated through the
construction of Pourbaix diagrams combining DFT calculations and
experimental information about solution energies.

The talk will also cover some recent efforts in using machine-learning
techniques to develop new electronic density functionals. The func-
tional construction uses Tikhonov regularization to obtain smooth
functionals and employs bootstrapping to avoid overfitting. The new
functionals are named Bayesian Error Estimation Functionals (BEEF)
because they automatically offer error estimation on calculated results.

TT 57.2 Thu 11:00 H36
A new computational screening approach for co-catalysts for
water splitting:
Disentangling electron and proton transfer. — eHarALD OBER-
HOFER, DANIEL BERGER, RAN Jia, and KArsTEN REUTER — TU
Miinchen, Germany

Recently, computational screening techniques have made great
progress in the identification and classification of promising new ma-
terials for (photo-)catalytic water splitting. Yet, contributions of
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so called co-catalysts—nano-sized particles enhancing the reaction
kinetics—have so far not been addressed. In our contribution we
present a novel first-principles thermodynamic approach based on ear-
lier work by Ngrskov and Rossmeisl [J. Phys. Chem. B 108, 17886
(2004)] to gauge the efficiency of co-catalyst particles and search for
favourable combinations of catalyst surface and co-catalyst particle.
Additionally, we study reaction pathways other than the commonly
assumed proton-coupled electron transfer. Our results show that these
uncoupled paths can lead to new, unexpected behaviour: Catalysts
predicted to have a good reactivity considering only coupled mecha-
nisms might actually get stuck in charged intermediates, while others
can be much more reactive than anticipated.

TT 57.3 Thu 11:15 H36
An extended Pareto approach to computational materi-
als design — eKURT LEJAEGHERE!, STEFAAN CoTTENIERD2, and
VERONIQUE VAN SPEYBROECK? — !Center for Molecular Modeling,
Ghent University, Zwijnaarde, Belgium — 2Department of Materials
Science and Engineering, Ghent University, Zwijnaarde, Belgium

Because of competing design criteria, it is often hard to decide on one
particular material as the best solution for a given need. A multidi-
mensional optimization strategy can already narrow down the initial
large set of candidates to a much smaller number of promising mate-
rials, the Pareto-optimal set. Quite often, however, this set contains
more materials than can be afforded for further systematic examina-
tion. An ordering within this set, highlighting the most promising
candidates, would be very useful to expedite the design process. Con-
ventional Pareto approaches cannot offer such a ranking. We present
an algorithm to do exactly this.

This procedure is applied to a set of binary tungsten alloys to look
for a candidate first-wall material for nuclear fusion purposes. Be-
cause of the harsh operating conditions inside (future) fusion reactors,
materials selection is a critical aspect there. Tungsten is a promising
first-wall material, but several issues, such as room-temperature brit-
tleness, are still to be resolved. Alloying tungsten with other elements
is one possible way of overcoming these problems. By combining a
computational screening study (at the DFT-PBE level) with our ex-



Low Temperature Physics Division (TT)

Thursday

tended Pareto analysis, a select number of alloys is presented as most
promising candidates for further experimental investigation.

TT 57.4 Thu 11:30 H36
Automated system for massive sets of first-principles calcu-
lations — e ATsusHI Toco and Isao TaNakAa — Department of Ma-
terials Science and Engineering, Kyoto University, Yoshida-honmachi,
Sakyo-ku, Kyoto, Japan
Large systematic sets of first principles calculations can provide infor-
mation that cannot be obtained merely by a single calculation. Com-
putation of phonon, cluster expansion, and data mining are typical
examples that require massive sets of calculations. If each of single
calculation is independent to the others, it is trivial to handle massive
calculations consecutively. However it is annoying if a calculation has
to wait for the previous calculations to finish. We have been develop-
ing an automated system. This system is composed of an automation
algorithm and interfaces for a first-principles calculation code (VASP)
and a batch-queuing system (grid engine). Small tools are prepared
to handle crystal symmetry and dynamical properties. As an appli-
cation, an algorithm for crystal structure search is implemented. The
automation algorithm is as follows. We define ’task’. A task is made of
‘task elements’, where each task element is designed to be also a task.
A task may be composed of a series of task elements. In this case,
each task element waits for the previous task element to finish. A task
may be composed of task elements that are mutually independent. In
this case, all task elements are distributed into computers at the same
time. By describing each kind of task in a similar manner, a task is
easily built into the other task as a task element.

TT 57.5 Thu 11:45 H36
Bandgap Engineering via Nanoporosity in ZnO — ILKER
DemiroGLUY, Sercio Tosoni!, Francesc ILLas!, and eSTEFAN
BroMLEY!2 — !Departament de Quimica Fisica and Institut
de Quimica Teorica i Computacional, Universitat de Barcelona
(IQTCUB), 08028 Barcelona, Spain — 2Instituci6 Catalana de Re-

cerca i Estudis Avangats (ICREA), 08010 Barcelona, Spain

Following previous studies [1-3], we have mined databases of 4-
connected nets to generate novel nanoporous ZnO structures. Using
density functional theory and GW calculations, we calculate the ener-
getic stability and band gaps of >80 distinct nanoporous ZnO solids.
We find that the degree and type of nanoporosity is inextricably linked
with band gap magnitude. Increasing the degree of nanoporosity tends
reduce energetic stability and increase the band gap. Within this ten-
dency, we also find significant variations in band gap (70.5 €V) for
structures with very similar densities or energetic stabilities but differ-
ent types of nanoporosity (e.g. pore size). We estimate that altering
the degree/type of nanoporosity could allow tailored band gap values
up to “4.2 eV. This proposed nanomorphological approach to band
gap engineering potentially opens the door to optoelectronically tun-
able sensors, solar cells and other unforeseen devices which could take
advantage of this versatile combination.

[1] J. Carrasco, F. Illas and S. T. Bromley, PRL 99, 235502 (2007).
[2] M. A. Zwijnenburg, F. Illas and S. T. Bromley, PRL 104, 175503
(2010). [3] D. Stradi, F. Illas, S. T. Bromley, PRL 105, 045901 (2010).

TT 57.6 Thu 12:00 H36
Phonon-mediated quantum processes in materials —
eEMmanouiL Kroupakis — University of Michigan, Ann Arbor, MI,
USA

Higher-order quantum processes enabled by the coupling of charge car-
riers to lattice vibrations can play an important role in the operation
of modern electronic and optoelectronic devices. First-principles cal-
culations based on density functional theory can provide insight into
the fundamental nature of phonon- assisted quantum processes in ma-
terials and their impact on device performance. In this talk, I will
discuss our recent work on phonon-assisted quantum processes with
first-principles techniques. I will show how phonon- assisted Auger
recombination gives rise to the observed efficiency loss in nitride light-
emitting diodes. Moreover, I will demonstrate that first-principles
techniques can accurately reproduce the phonon-assisted optical ab-
sorption spectrum of silicon. Last, I will show that phonon-mediated
free-carrier absorption leads to optical loss in transparent conducting
oxides and semiconductor lasers. The developed techniques are gen-
eral and can be applied to study phonon-assisted quantum processes
in any material. This work was done in collaboration with C. G. Van
de Walle, P. Rinke, K. Delaney, A. Schleife, F. Bechstedt, D. Steiauf,
H. Peelaers, J. Noffsinger, S. G. Louie, and M. L. Cohen.

TT 57.7 Thu 12:15 H36
Electron-hole puddles in the absence of charged impurities
— eMaRco GIBERTINIM2, ANDREA ToMmaDIN?, FrRANCISCO GUINEAS,
MiknaIL I. KarsneLson®, and Marco Porini? — 'Theory and Sim-
ulations of Materials, Ecole Polytechnique Fédérale de Lausanne, Sta-
tion 12, 1015 Lausanne, Switzerland — 2NEST, Istituto Nanoscienze-
CNR and Scuola Normale Superiore, 1-56126 Pisa, Italy 3Instituto
de Ciencia de Materiales de Madrid (CSIC), Sor Juana Inés de la Cruz
3, E-28049 Madrid, Spain — 4Radboud University Nijmegen, Institute
for Molecules and Materials, NL-6525 AJ Nijmegen, The Netherlands

It is widely believed that carrier-density inhomogeneities (”electron-
hole puddles”) in single-layer graphene on a substrate such as quartz
are due to charged impurities located close to the graphene sheet.
In this talk we demonstrate by using a Kohn-Sham-Dirac density-
functional scheme that corrugations in a real sample are sufficient to
determine electron-hole puddles on length scales that are larger than
the spatial resolution of state-of-the-art scanning tunneling microscopy.

TT 57.8 Thu 12:30 H36
Ab-initio transport calculations of functionalized graphene
flakes — eMicHAEL WALz, ALEXEI BAGRETS, and FERDINAND Ev-
ERS — Institut fiir Nanotechnologie, Karlsruher Institut fiir Technolo-
gie (KIT), D-76021 Karlsruhe, Germany

These days, nanoelectronics is focused on molecular systems such as
single organic molecules, graphene ribbons, functionalized graphene
flakes, carbon nanotubes.

In our project, we calculate the transmission and the local current
density in graphene flakes which are functionalized by adsorbed atoms.
We are especially interested in current patterns associated with the
functionalized carbon atoms and the role of quantum interference ef-
fects.

Performing such calculations starting from first principles is chal-
lenging because of high computational costs. On this account, we work
with the parallelized ab-initio framework FHI-aims, on top of which
we implement our own transport calculations using non-equilibrium
Green’s functions (NEGF) techniques with standard functionals [1,2].
Such ab-initio transport studies already exist for the field of Molecular
Electronics. Our effort presents a first step towards the broader scope
of meso-sized molecular materials in general.

[1] V. Blum et al., Comput. Phys. Commun. 180, 2175 (2009).

[2] A. Arnold et al., J. Chem. Phys. 126, 174101 (2007).

TT 57.9 Thu 12:45 H36
Thermionic emission from metal surfaces: A first princi-
ples study — eJonannes Voss!, SHaArRON CHoul, ALEKSANDRA
Vousvopich2, Icor BArRcATIN®, RogER THOMAS HowE!, and FRaANK
ABILD-PEDERSEN? — !Stanford University, USA — 2SLAC National
Accelerator Laboratory, USA — 3University of Pennsylvania, USA

The ability to lower the temperatures required for sufficient electronic
emission from hot cathodes would lead to more efficient thermionic
energy converters and electron guns. Thermionic emission of electrons
from metal surfaces is governed by the work function and tunneling
probabilities. While the former can be extracted easily from ab initio
band structure calculations, for the latter, scattering properties of the
surface need to be taken into account.

Here, we present density functional theory calculations of thermionic
emission currents based on a non-equilibrium Green’s function ap-
proach. We compare these results to experiments both for clean and
coated metal surfaces. Based on an analysis of interactions in the coat-
ing layers, we suggest design pathways for new materials with higher
emission current densities.

TT 57.10 Thu 13:00 H36
Comparative computational study of Li, Na, and Mg diffusion
in bulk Si: influence of cooperative effects, vibrations, and
atom-centered bases — eSERGEI MANzHOS!, OLEKSANDR MALy1!,
and Teck L. Tan? — !Department of Mechanical Engineering, Na-
tional University of Singapore, Blk EA #07-08, 9 Engineering Drive
1, Singapore 117576 — 2Institute of High Performance Computing,
A*STAR, 1 Fusionopolis Way, #16-16 Connexis, Singapore 138632

Si is one of the most efficient anode materials for Li ion batteries. At
the same time, for bulk storage and/or high energy density applica-
tions, Na and Mg are advantageous due to low cost and abundance of
Na and high energy density in the case of Mg. Yet the performance
of Si as anode material for Na and Mg batteries is still understudied.
We present a comprehensive computational study of diffusion barri-
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ers of Li, Na, and Mg in Si including cooperative effects (influence of
neighboring metal atoms on the barrier). Interactions between metal
atoms in Si cause a significant lowering of the diffusion barrier; this
effect is increasing when going from Li to Na to Mg. Zero-point vi-
brations (ZPE) affect migration barriers strongly and differently for
different metals, increasing the barrier for Li diffusion, having little

TT 58: Poster Session Transport

Time: Thursday 15:00-19:00

TT 58.1 Thu 15:00 Poster D
Weak localization and magnetoresistance in a two-leg ladder

model — eMicHAEL P. Scunemer'?, Sam T. Carr?, Icor V.
GornYI?, and ALEXANDER D. MIRLINZ — 1 Max-Born-Institut, 12489
Berlin, Germany — 2Institut fiir Theorie der Kondensierten Materie

and DFG Center for Functional Nanostructures, Karlsruher Institut
fiir Technologie, 76128 Karlsruhe, Germany

We analyze the weak-localization correction to the conductivity of a
spinless two-leg ladder model in the limit of strong dephasing 74 < 7tr,
paying particular attention to the presence of a magnetic field, which
leads to an unconventional magnetoresistance behavior. We find that
the magnetic field leads to three different effects: (i) negative mag-
netoresistance due to the regular weak-localization correction, (ii) ef-
fective decoupling of the two chains, leading to positive magnetoresis-
tance, and (iii) oscillations in the magnetoresistance originating from
the nature of the low-energy collective excitations. All three effects
can be observed depending on the parameter range, but it turns out
that large magnetic fields always decouple the chains and thus lead to
the curious effect of magnetic-field-enhanced localization [1].

[1] M. P. Schneider, S. T. Carr, I. V. Gornyi and A. D. Mirlin, Phys.
Rev. B 86, 155141 (2012)

TT 58.2 Thu 15:00 Poster D
Majorana fermions in systems with coexisting density
waves and superconductivity — eDANIEL MENDLER, PANAGIOTIS
KoTETEs, and GERD ScHON — Institut fiir Theoretische Festkorper-
physik, Karlsruhe Institute of Technology, 76128 Karlsruhe, Germany

The recent discovery of topological materials such as HgTe/CdTe quan-
tum wells and Bi-based compounds has motivated the systematic study
of topological phases. Among the ten possible topological classes, we
find cases in which topological systems admit Majorana bound state so-
lutions which could be used as building blocks for topological quantum
computing. In this work, we focus on strongly correlated systems that
can exhibit conventional or unconventional density waves and super-
conductivity. We perform an exhaustive study of the possible phases
by inferring their point group symmetry and topological class, in order
to identify which of them can support Majorana fermions. Our results
can be applied to the hexagonally warped Dirac modes living on a
surface of the 3D topological insulator BizTes, that demonstrates en-
hanced tendency towards spin density wave instabilities. Superconduc-
tivity can also emerge in this system due to correlations or proximity
effects. We focus on heterostructures consisting of a superconducting
wire on top of a BioTes surface and investigate the conditions under
which Majorana bound states are accessible.

TT 58.3 Thu 15:00 Poster D
Majorana modes and localization in a disorderd Kitaev model
— eHANNO ScHMIEDT, LARS FrITZ, and ALEXANDER ALTLAND — In-
stitut fiir theoretische Physik, Universitat zu Koln, Deutschland

The periodic table of topological insulators and superconductors makes
predictions about the localization properties as well as the absence or
presence of gapless edge modes of systems having a certain type of
symmetry. In one dimension it has been established that systems in
class D exhibit protected Majorana edge modes. A microscopic realiza-
tion of this system was introduced by Kitaev in terms of a simple one
dimensional tight binding model. Using this lattice model we study
(i) the robustness of the Majorana edge modes upon including disor-
der and increasing the number of parallel channels by computing the
topological invariant as well as (ii) the existence or absence of extended
zero energy states from the inverse participation ratio.

TT 58.4 Thu 15:00 Poster D

Spectral properties of disordered multi-channel Majorana

effect on Na, and decreasing the barrier for Mg. Most calculations
to date for metal ion diffusion in battery electrodes were done using
plane-wave based codes. We present an analysis of the effects due to
atomic-centered basis selection. To the best of our knowledge, this is
the first study of the effects of ZPE and atomic-centered bases on the
computed properties of battery electrodes.

& Matter at Low Temperature

Location: Poster D

wires — ePaTrICK NEVEN, DMITRY BAGRETS, and ALEXANDER AL-
TLAND — Institut fiir Theoretische Physik, Universitit zu Koéln, Koln,
Germany

Proximity coupled multi-channel spin-orbit quantum wires may sup-
port midgap Majorana states at the ends. We study the fate of these
Majorana fermions in the presence of disorder in such wires. Inspired
by the widely established theoretical methods of mesoscopic supercon-
ductivity, we develop a quasiclassical approach which is valid in the
limit of strong spin-orbit coupling. A numerical solution of the Eilen-
berger equation reveals that disordered topological wires are prone
to the formation of a zero-energy anomaly (class D impurity spectral
peak) in the local density of states which shares the key features of
a Majorana peak. We also find that the Z3 topological invariant dis-
tinguishing between the state with and without Majorana fermions
(symmetry class B and D, resp.) is related to the Pfaffians of quasi-
classical Green’s functions.

TT 58.5 Thu 15:00 Poster D
Energy-charge separation in an electronic interferometer
with two-particle collision — eGUILLEM RoOsSELLO', MIKHAIL
MosKALETS?, and JANINE SPLETTSTOESSER! — lInstitut fiir Theorie
der Statistischen Physik, RWTH Aachen, Germany — 2Department
of Metal and Semic. Physics, NTU "Kharkiv Polytechnical Institute",
Ukraine

Quantum wave experiments with electrons were recently reported in
mesoscopic devices in the quantum Hall regime, with quantum point
contacts as beam splitters and unidirectional edge states as waveg-
uides. They resemble quantum optics experiments but are based on
fermions instead of bosons. An important further ingredient is a re-
cently developed single-particle source 1], which permits to inject sin-
gle particles in a controllable manner into an electronic circuit. This
allows to address single-particle coherence properties as well as con-
trolled two-particle exchange effects occurring as "collisions" between
particles. On this poster a setup consisting of a Mach-Zehnder interfer-
ometer and two synchronized sources is presented, in which collisions of
particles strongly influence - and in certain cases even suppress - the
single-particle interference pattern [2|. In particular, the signatures
occurring in the heat current and the noise are theoretically inves-
tigated, complementing the features occurring in the charge current.
This study yields further insight into the particle-emission process and
the impact of collisions on which-path information.

[1] G. Feve, et al., Science 316, 1169 (2007)
[2] S. Juergens, J. Splettstoesser, and M. Moskalets, EPL 96, 37011
(2011)

TT 58.6 Thu 15:00 Poster D
Measurement back-action on the dynamics of an interacting
quantum dot — eJENS ScHULENBORG!, L.DEBORA CONTRERAS-
PuLipo?, JANINE SPLETTSTOESSER', and MICHELE GOVERNALES —
Hnstitut fiir Theorie der Statistischen Physik, RWTH Aachen Univer-
sity, Germany — Z2Institute of Theoretical Physics, Ulm University,
Germany — 3School of Physical and Chemical Sciences, Victoria Uni-
versity of Wellington, New Zealand

Due to potential applications in nanoelectronics, metrology and quan-
tum information, the study of the dynamics of quantum dots has at-
tracted great interest over the past years. Recently, the relaxation
rates in the dynamical response of an interacting single-level quan-
tum dot, weakly tunnel coupled to an electronic reservoir and initially
brought out of equilibrium, have been investigated [1]. The theoretical
study presented on this poster focuses on the readout of the dynamic
response of the quantum dot, capacitively coupled to a measuring de-
vice. In particular, the influence of measurement back-action effects
on the dot’s time-evolution is addressed. Starting from a master equa-
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tion approach for the quantum dot coupled to the measuring device,
the relaxation behavior of the dot (influenced by the measurement) is
extracted. The result shows that the back-action of the measurement
leads to a significant modification of the dot’s relaxation rate for gate
voltages close to the electron-hole symmetric point. On top of that, an
additional rate governs the time-evolution of the quantum dot, which
is closely related to the characteristics of the measuring device.

[1] L. D. Contreras-Pulido et al., Phys. Rev. B 85, 075301 (2012).

TT 58.7 Thu 15:00 Poster D
Mechanical characterization of single electron charging in a
quantum dot in the Kondo regime — eDANIEL ScHMID, ALOIS
DIRNAICHNER, PETER STILLER, CHRISTOPH STRUNK, and ANDREAS
K. HOTTEL — Institute for Experimental and Applied Physics, Uni-
versity of Regensburg, 93040 Regensburg, Germany

Detection of the transversal mechanical resonance frequency of a sus-
pended, doubly clamped carbon nanotube resonator can be used to
infer changes in the time-averaged charge on the embedded quantum
dot at cryogenic temperatures. This method is applied to the case of
strong Kondo correlations between the quantum dot and its leads; we
observe and model single electron charging as function of the applied
gate voltage in a highly regular transport spectrum. Good agreement
with theoretical predictions and previous observations in literature in
GaAs is observed.

TT 58.8 Thu 15:00 Poster D
Lab::Measurement — Measurement control and automa-
tion with Perl — Avrois DirNalcHNER!, HERMANN KRrRAUs!, STE-
FAN GEeissLER!, CHRISTIAN Burscakow!, Davip KaLok?, FLORIAN
Orbricu!, and eANDrREAs K. HUTTEL! — lInstitute for Experimen-
tal and Applied Physics, University of Regensburg, 93040 Regensburg,
Germany — 2Department of Condensed Matter Physics, Weizmann
Institute of Science, 76100 Rehovot, Israel

For quickly setting up varying and evolving complex measurement
tasks involving diverse hardware, graphical logic programming quickly
reaches practical limits. We present Lab::Measurement, a collection
of Perl modules designed to control instruments connected by as var-
ious means as GPIB, USB, serial cable, Oxford Instruments IsoBus,
or ethernet. Internally, backends as e.g. Linux-GPIB or National
Instruments’ NI-VISA library are used as well as direct operating sys-
tem calls. Dedicated instrument driver classes relieve the user from
taking care of internal details. Recording a measurement trace, say
1(Vsq), becomes as easy as programming a single for-loop, and much
more complex setups can be implemented. At the same time, the
modules provide (live) plotting and metadata handling. For sim-
ple applications, a graphical control front end is being developed.
Lab::Measurement has already been successfully used in several low
temperature transport spectroscopy setups. It is free software and
available at http://www.labmeasurement.de/

TT 58.9 Thu 15:00 Poster D
KWANT - A computer program for quantum transport —
ANTON AKHMEROV!, CHRISTOPH GROTH?, XAVIER WAINTALZ, and
eMicHAEL WIMMERS — 1Harvard University, USA — 2CEA Greno-
ble, France — 3Instituut-Lorentz, Universiteit Leiden, The Nether-
lands

We discuss methods for computing various quantum transport prop-
erties in tight-binding systems. We discuss both Green’s function and
wave function based methods, and how to implement them in a nu-
merically stable way. In addition, we also discuss practical issues such
as convenient data structures for defining the transport problem in a
computer program. These algorithms and data structures are imple-
mented in an easy to use, open source python package - KWANT.

TT 58.10 Thu 15:00 Poster D
Fabrication of Au atomic sized contacts and conduc-
tivity measurements — eKARTHIGA KANTHASAMY, CHRISTOPH
TEGENKAMP, and HERBERT PFNUR — Institut fiir Festkérperphysik,
Leibniz Universitdt Hannover, Appelstrasse 2, 30167 Hannover, Ger-
many

Mechanically controllable break junctions offers an inherent stability
and repeatability to contact a single atom and measure its electrical
properties. We describe the fabrication of Au contacts on thin silicon
substrate. Shadow mask technique, Electron Beam lithography and
Thermal evaporation are used to fabricate Au contacts. The undercut
is done by Reactive Ion Etching and Chemical Etching. The com-

parison of electrical conductance on Silicon substrate with different
etching methods are discussed. Stepwise changes in the conductance
measurements are observed for both room and low temperature and
conductance histogram graph is studied.

TT 58.11 Thu 15:00 Poster D
Quantum-point contact based charge read-out for the InAs
nanowire tip of a scanning tunneling microscope — ¢SEBASTIAN
WosTEN!, KiLian FLouR!, EuGEN KacanoviTca!, NiLs FrErTaG!,
KaMIiL Spapek?, MinaiL Lepsa?, HiLbE HARDTDEGEN?, MARCUS
LieBMANN!, THOMAS ScHAPERS?, and MARKUS MORGENSTERN! —
HI. Physikalisches Institut, RWTH Aachen and JARA-FIT, 52074
Aachen, Germany — 2Peter Griinberg Institut, Forschungszentrum
Jiilich and JARA-FIT, 52425 Jiilich, Germany

Proximal on-chip read-out of the current of a scanning tunneling micro-
scope (STM) could improve low-current operation of the STM dramat-
ically down to the detection of single tunneling electrons. Recently, we
have demonstrated that InAs nanowires work as semiconducting tips
for STM providing atomic resolution [1]. The wires grown by metal-
organic vapor phase epitaxy (MOVPE) without catalysts are picked
up individually with a sharp indium tip exploiting adhesion forces and
subsequently, placed on the edge of a GaAs wafer [2]. Further on, this
process creates the possibility of circuitry on the wafer, i.e. within 1um
from the tip apex. As a first step in that direction, we used a quantum
point contact (QPC) processed into an AlGaAs/GaAs heterostructure
[3]. Different QPC shapes are characterized by low-temperature (>0.3
K) transport measurements with respect to the nanowire read-out.

[1] K. Flohr, K. Sladek, H. Y. Giinel, M. I. Lepsa, H. Hardtdegen, M.
Liebmann, Th. Schépers, M. Morgenstern, Apl. Phys. Lett., accepted
(2012)

[2] K. Flohr et al., Rev. Sci. Instrum. 82, 113705 (2011)

[3] I. Shorubalko et al., Nano Lett. 8, 382 - 385 (2008)

TT 58.12 Thu 15:00 Poster D
Non-equilibrium quantum dynamics of the magnetic Ander-
son model — eDaNIEL BreckerD2, STEPHAN WEIss3, MICHAEL
THoRWART!, and DaNIELA PraNNkUcHE! — 11. Institut fiir Theoretis-
che Physik, Universitit Hamburg, 20355 Hamburg — 2Department
Physik, Universitit Basel, 4056 Basel, Schweiz — 3Theoretische
Physik, Universitdt Duisburg-Essen and CENIDE, 47048 Duisburg,
Germany

For a Coulomb-interacting single-level quantum dot in contact with
two metallic leads and a spin-1/2 magnetic impurity, which is
exchange-coupled to the electron spin, a systematical investigation of
the mutual dependencies between charge current and impurity relax-
ation dynamics is provided. To this end, the numerically exact, non-
perturbative scheme of iterative summation of path integrals (ISPI)[1]
is employed in a regime, where all appearing energy scales are of the
same order of magnitude. We observe a significant influence of the
non-equilibrium decay of the impurity spin polarization both in the
presence and absence of Coulomb interaction. The exponential relax-
ation is faster for larger bias voltages, electron-impurity interactions
and temperatures. Conversely, we find a reduction of the station-
ary current for increasing coupling to the impurity. Moreover, our
approach allows us to systematically distinguish mean-field Coulomb
and impurity effects from the influence of quantum fluctuations and
flip-flop scattering, respectively. In fact, we find a local maximum of
the current for a finite Coulomb interaction due to the presence of the
impurity.

[1] D. Becker et al., NJP 14, 073049 (2012)

TT 58.13 Thu 15:00 Poster D
Joule heating and current-density profiles during electromi-
gration controled gap formation in nanostructures — eBIRGIT
Kiessic'2, RoLanD ScHAFER!, and HILBERT v. LOHNEYSEND?2
IKarlsruher Institut fiir Technologie, Institut fiir Festkérperphysik,
76021 Karlsruhe — 2Karlsruher Institut fiir Technologie, Physikalis-
ches Institut, 76131 Karlsruhe

For molecular electronics gaps between metallic electrodes not larger
than a few nm are needed. However, the structuring of such gaps is
still a challenging task. One route towards reliable nanogaps utilizes
electromigration which is reported to yield extremely small gaps if
current and resistance is carefully monitored during the process. Elec-
tromigation leads to a continuous thinning out of metallic nanowires
at sufficiently large current densities. The main driving force is the
so called electron wind, e.g. the momentum transfer from the direc-
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tional flow of conduction electrons to the atomic cores and the re-
sulting displacement of the latter. However, electromigation depends
on elevation of temperature due to Joules heating as well. We present
our own experience with so called feedback controlled electromigration
and discuss the influence of sample geometry and substrate texture on
current-density and temperature profiles.

TT 58.14 Thu 15:00 Poster D
Transport through capacitively coupled carbon nanotube
bundles. — BirciT Kiessic!:?2, eRoLAND ScHAFER!, CORNELIUS
TuieLe!3, Rarpn Krupke!2, and HiLBERT v. LonNEYsEnD?2
IKarlsruher Institut fiir Technologie, Institut fiir Festkorperphysik,
76021 Karlsruhe — 2Karlsruher Institut fiir Technologie, Physikalis-
ches Institut, 76131 Karlsruhe — 3Karlsruher Institut fiir Technologie,
Institut fiir Nanotechnologie, 76021 Karlsruhe

We have investigated transport through single walled carbon nan-
otubes deposited by AC electrophoresis at low temperatures. The
samples comprise source and drain electrodes as well as two indepen-
dent gates. Measurements of current as function of the gate voltages
give evidence that transport is due to a bundle of a few tubes which
open up several parallel conductance channels. We present a sequential
tunneling model in which three quantum dots are connected in parallel
to source and drain. Including capacitive coupling between the dots
leads to transport characteristics which are in qualitative accord with
our measurements.

TT 58.15 Thu 15:00 Poster D
Anomalous Hall effect in Mn5Sis and Mn;SizCg g films —
PaTrICK WINKEL!, e CHRISTOPH SURGERS', GERDA FISCHER!, INGA
A. Fiscuer?, and HiLBerT v. LounEyseEnD® — 1Physikalisches In-
stitut, KIT, Karlsruhe — 2Institut fiir Halbleitertechnik, Universitit
Stuttgart — 3Institut fiir Festkdrperphysik, KIT, Karlsruhe

Antiferromagnetic MnsSiz (Ty = 100 K) can be tuned ferromagneti-
cally by incorporation of carbon [1]. The highest Curie temperature is
observed for MngSi3Cp.g with T = 350 K. We investigate the mag-
netoresistance and Hall effect of 45-nm thick films for temperatures
T = 2 — 400 K and magnetic fields up to 8 T. For each temperature,
the different contributions to the Hall conductivity, ¢9, and afyH ,
arising from the ordinary and anomalous Hall effect, respectively, are
separated by taking into account the temperature dependence of the
magnetoresistance and magnetization M.

For ferromagnetic MnsSi3Cy g, we find a positive ordinary Hall coef-
ficient and a linear behaviour U‘;‘yH o< M similar to the isotructural fer-
romagnet MnsGes [2]. In contrast, a negative ordinary Hall coefficient
and a nonlinear behaviour of afyH (M) is observed for antiferromag-
netic MnsSiz. While the negative crgy is attributed to the change of
the electronic structure induced by carbon [3] the nonlinear afyH (M)
awaits theoretical calculations of the anomalous Hall effect in antifer-

romagnetic compounds.

[1] C. Siirgers et al., Appl. Phys. Lett. 93, 062503 (2008)
[2] C. Zeng et al., Phys. Rev. Lett. 96, 037204 (2006)
[3] I. Slipukhina et al., Appl. Phys. Lett. 94, 192505 (2009)

TT 58.16 Thu 15:00 Poster D
Electronic and magnetic properties of NiMnSb/MgO
and NiMnSi/MgO interfaces — eRul-Jinc Zuanc!, ULricH
EckerN!, and Upo ScHWINGENSCHLOGLZ — lInstitute of Physics,
University of Augsburg, 86135 Augsburg, Germany — 2KAUST, PSE

Division, Thuwal 23955-6900, Kingdom of Saudi Arabia

The electronic and magnetic properties of the interfaces between the
half-metallic Heusler alloys NiMnSb and NiMnSi, and MgO have been
investigated using first-principles density-functional calculations with
projector augmented wave (PAW) potentials generated with General-
ized Gradient Approximation. In all the cases of NiMnSb/MgO(100)
and NiMnSb(Si)/MgO(111), the half-metallicity is lost. However, the
MnSb/MgO-terminated interface in the NiMnSb/MgO(100) contact
keeps a high degree of spin polarization at the Fermi level, which can be
up to 77%. The (111) interfaces show a spin polarization at the Fermi
level of around 52% at most for NiMnSb/MgO with Sb/O termination,
which has more potential in real applications than NiMnSi/MgO(111)
with Si/O termination (36% spin polarization).

TT 58.17 Thu 15:00 Poster D
Rashba spin-orbit interaction in graphene armchair nanorib-
bons — Lucia Lenz!, DanieL F. Ursan?3, and eDario

Bercioux!?* — 1Freiburg Institute for Advanced Studies, Albert-

Ludwigs-Universitdt, 79104 Freiburg, Germany — 2Physikalisches
Institut, Albert-Ludwigs-Universitdt, 79104 Freiburg, Germany —
3Fraunhofer Institute for Mechanics of Materials IWM, Wahlerstrafe
11, 79108 Freiburg, Germany — %Department of Physics, Stanford
University, Stanford, California 94305, USA

We study graphene nanoribbons (GNRs) with armchair edges in
the presence of Rashba spin-orbit interaction (RSOI). We impose
the boundary conditions on the tight binding Hamiltonian for bulk
graphene with RSOI by means of a sine transform and use the re-
sults to derive different approximations and to investigate their ranges
of validity. In addition, we derive an approximation for the lowest
two energy bands, which is valid for experimentally available sizes of
RSOI. Finally, we address the effect of RSOI on the spin polarization
in GNRs. We show that the spin polarization perpendicular to the
nanoribbon axis changes sign when reversing the momentum along the
GNR. This effect arises from the coupling of the modes induced by
RSOL

[1] L. Lenz, D.F. Urban, D. Bercioux, arXiv:1210.2865.

TT 58.18 Thu 15:00 Poster D
Spin-resolved scattering in bilayer graphene — eLINNEA
ScHATzLE and DARrRIO BERcioux — Freiburg Institute for Advanced
Studies, Albert-Ludwigs-Universitat, D-79104 Freiburg, Germany

Bilayer graphene in contrast to single layer graphene has a tunable
bandgap. This makes it a promising material for a novel kind of field
effect transistors. Electrons in bilayer graphene have high mobilities
and long spin-relaxtion-lengths that makes it interesting for electronic
applications [1].

We are interested in spin-resolved scattering through regions of inho-
mogeneous spin-orbit interactions. The spin-resolved scattering prop-
erties, for the case of single layer graphene with these spin-orbit bar-
riers, are a function of the incident angle [2]. We show that the more
complex band structure of bilayer graphene leads to similar results.
These can be useful for the implementation of carbon-based spintron-
ics devices.

[1] T.- Y. Yang et al., PRL 107, 047206 (2011)
[2] D. Bercioux and A. de Martino, Phys. Rev. B 81, 165410 (2010)

TT 58.19 Thu 15:00 Poster D
Electronic structure and transport properties of crossed car-

bon nanotubes — oFABIAN TEICHERT!, ANDREAS ZIENERT!, and
Jora ScHUsTERZ — !Center for Microtechnologies, Chemnitz Univer-
sity of Technology, Chemnitz, Germany — 2Fraunhofer Institute for

Electronic Nano Systems, Chemnitz, Germany

According to their geometric structure carbon nanotubes (CNT) have
different electronic properties. The metallic ones could be used for
interconnects in future microelectronic devices. During experimen-
tal preparation CNTs can not be placed isolated. They get curved
and form bundles. Therefore it is necessary to study the interaction
of closely neighboring CNTs and its influence on the electronic and
transport properties.

In the present work the attention is focused on a special geometry,
where two (4,1)-CNTs (one curved and one linear) are aligned at a min-
imum distance of 3 A. For this system electron densities, densities of
states and transmission spectra are obtained from ab initio simulations.
To get the current-voltage characteristic I(U), transmission spectra are
calculated for non-zero voltages by the use of non-equilibrium Green’s
function theory and integrated within the Landauer-Biittiker formal-
ism. All calculations are performed for various angles o between the
periodic axes of the two CNTs so that the influences of the crossing
and curving effects could be extracted separately. The simulations
show that the behavior of I(U) changes with increasing a. Further-
more, the reduction of the current with respect to a linear CNT is
dominated by the crossing effect for small « and by the curving effect
for large a.

TT 58.20 Thu 15:00 Poster D
Model study of vibrationally dependent electron-electron in-
teractions in single-molecule junctions — e ANDRE ERPENBECK!,
RaiNeErR HARrTLE!2, MicHEL BocksTEDTE!, and MicHAEL TwHoss!
— Mnstitut fiir Theoretische Physik, Friedrich-Alexander-Universitit
Erlangen- Niirnberg, Staudtstr. 7/B2, D-91058 Erlangen, Germany —
2Department of Physics, Columbia University, 538 W. 120th St., New
York, NY 10027, USA

In a single molecule junction, the interaction of the electrons with the
vibrational degrees of freedom gives rise to direct electronic-vibrational
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coupling, but results also in vibrationally dependent electron-electron
interactions. We derive a general, reduced model that incorporates
vibrationally dependent electron-electron interactions and show that
it leads to an effective electronic-vibrational coupling, which depends
on the population of the electronic states of the molecular bridge. Em-
ploying a Born-Markov master equation approach, the influence of the
interactions on the transport characteristics is analyzed. In particular,
we show that vibrationally dependent electron-electron interactions
may result in regimes of purely electronic transport, negative differ-
ential resistance, a significant decrease of the vibrational excitation as
well as characteristic asymmetries in the gate-voltage dependence of
the conductance properties of a molecular contact.

TT 58.21 Thu 15:00 Poster D
Electrical characterization of single organic molecules via me-
chanically controllable break junctions — e TORSTEN SENDLER!,
MarTHiAS WiESER!, SHoU-PENG Liu?, SAMUEL WEISBROD?, ZHOU
TanG?, ANDREAS MaRrx2, Jannic WoLr?, Tuomas Kunn2, ELKE
ScHEER?, FrRANCEsca MoRrecso®, JocHEN GRreBING!, and AR-
TUR ERBE! — !Helmholtz-Zentrum Dresden-Rossendorf, Germany —
2Universitat Konstanz, Germany — 3Max Bergmann Center of Bio-
materials, Germany

Molecular electronics has been of big interest for the last years. To
allow an electrical characterization of single molecules a reliable con-
tact to gold atoms is required. We ensure this by using single organic
molecules with a plain structure, in particular 1,4-Diethoxy-2,5-bis (4-
sulfanyl-phenylethynyl)-benzene and single stranded DNA fragments,
dissolved in an organic non-polar solvent. For measurements we use
the technique of mechanically controllable break junctions. IV-curves
taken from single molecules connected to single gold atom contacts
show the expected tunneling behavior, from which we gain the energy
of the molecular level and the coupling between electrode and molecule.

TT 58.22 Thu 15:00 Poster D
Combining master-equation and DFT for simulating STM
images of single molecules: An ab-initio approach for the
coupling-strength — eT1v Lupwic!, CArsTEN Timm!, TORSTEN
Hann?, and Jens Kortus? — U Dresden, Dresden, Germany — 2TU
Freiberg, Freiberg, Germany

The power of STM imaging of single molecules lies in the spatial res-
olution and a well-defined contact with highly controllable contact
strength. Traditional methods for simulating STM images, e.g., DFT
+ Tersoff-Hamann, combine a static single-particle density-of-states
description of the scanned object with more or less artificial models
for the tunneling amplitude between the object and the contacts. This
can be inappropriate for the investigation of single molecules, as for
example Coulomb blockade may occur. We propose a new ab-initio
algorithm for the calculation of the tunneling amplitudes. Together
with a master-equation approach, which models the full many-body
dynamics of the scanned object, both limitations can be overcome.

TT 58.23 Thu 15:00 Poster D
Insertable ZHe sample probe for combined microwave
and dc electrical transport measurements — eOLEKSANDR
V. DosrovoLskiyh?, Jorc Frankre!, and MicuagL Hura! —
IPhysikalisches Institut Goethe-Universitit, Frankfurt am Main, Ger-
many — 2Department of Physics, Kharkiv National University,
Ukraine

Combined microwave and dc electrical transport measurements at low
temperatures represent a valuable experimental method in many re-
search areas. In particular, when samples are conventional supercon-
ductors, a typical experiment requires a combination of helium tem-
peratures, a wide range of magnetic fields, and the utilization of coax-
ial lines along with the usual dc wiring. We report on the general
design features and the microwave performance of a home-made low-
temperature sample probe, with a measurement bandwidth tested from
dc to 20 GHz. Equipped with 6 coaxial cables, a heater, Hall and tem-
perature sensors, the probe fits into a @32 mm shaft. We present our
setup, describe the calibration procedures, and give examples of exper-
iments enabled by this system. The proposed setup will be essential
for a systematic study of the dc- and ac-response of the vortex dynam-
ics in nanopatterned superconductors subjected to combined dc and
microwave stimuli. Besides, it will be valuable for the investigation
of a broad class of nonlinear stochastic systems where a combination
of dc and high-frequency ac driving in a wide temperature range is
necessary.

TT 58.24 Thu 15:00 Poster D
Negative frequency tuning of a carbon nanotube nanome-
chanical resonator — SABINE KUGLER, DANIEL ScHMID, e PETER
STILLER, CHRISTOPH STRUNK, and ANDREAS K. HUTTEL — Insti-
tute for Experimental and Applied Physics, University of Regensburg,
93040 Regensburg, Germany

The transversal mechanical resonance frequency of a suspended carbon
nanotube doubly clamped at its contact points can be tuned with an
externally applied gate voltage. In a simple picture, the electrostatic
force between the gate and the resonator applies mechanical tension,
increasing the resonance frequency at finite voltage. We present data
on an unusual resonator where application of a back gate voltage leads
to a strong detuning of the mechanical resonance towards lower fre-
quencies; we observe a decrease of approximately 30%. Tentative mod-
els for this effect are discussed.

TT 58.25 Thu 15:00 Poster D
Stabilizing Superconducting Qubits by Coupling To A Cav-
ity — eCHrisTos Bokas and JoacHIM ANKERHOLD — Institut fiir
Theoretische Physik, Universitat Ulm

We consider a superconducting qubit capacitively coupled with a one-
dimensional cavity. This system can be mapped to a model consisting
of a quantum mechanical harmonic oscillator interacting with a two
level system.The unavoidable influence of the environment causes the
qubit to loose its coherence. Here, we focus on whether and under
which conditions, the stability of qubit’s states can benefit from being
entangled with resonator states. We identify parameters relevant for
the experimental realisation, in order to determine the optimal range
in which stabilizing takes place. The total system is analyzed in the
context of the Jaynes-Cummings-Model, both by applying a RWA and
without any approximation.

TT 58.26 Thu 15:00 Poster D
High cooperativity in a microwave resonator coupled to YIG
— H. HuesL?!, eJ. LoTze!, C. ZorrLitscu®2, F. Hockel, S. T. B.
GoENNENWEIN!, and R. Gross!:2 — 1Walther-Meifiner-Institut, Bay-
erische Akademie der Wissenschaften, Garching, Germany — 2Physik-
Department, Technische Universitdt Miinchen, Garching, Germany

Understanding the coupling of magnetic moments (spins) to light fields
(photons) on a quantum level is of fundamental interest. Recent work
[1,2] on paramagnetic samples coupled to superconducting resonators
has shown coherent coupling between microwave photons and electron
spins. This coupling is enhanced compared to a single spin by a factor
of V/N, where N is the number of spins in the ensemble. Here [3],
we study a bulk ferrimagnetic Ga-doped yttrium iron garnet (YIG)
crystal coupled to a superconducting niobium coplanar waveguide res-
onator operating at 5.9 GHz. Measuring the transmission through
the resonator in a magnetic field H, we observe an anticrossing of the
spin and photon dispersions with a splitting of 900 MHz. From the
H dependence of the resonance linewidths in the interaction regime,
we find that the coupling clearly dominates the intrinsic loss rates
of the exchange-locked spins and the resonator, with a cooperativ-
ity C' = 1350. This system is therefore well suited for studying the
magnon-photon interaction in the strong coupling regime. This work
is supported by DFG via SFB 631 and the German Excellence Initia-
tive via NIM.

[1] D. I. Schuster et al., Phys. Rev. Lett. 105, 140501 (2010)
[2] Y. Kubo et al., Phys. Rev. Lett. 105, 140502 (2010)
[3] H. Huebl et al., arXiv:1207.6039 (2012)
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chains of coupled superconducting transmis-
resonators — OLING 1,2 2

Scalable
sion line ZHONG %, LISA JANKER”,
1,2 1,2 1,2

FRIEDRICH WULSCHNER2, FRANK DEPPE!'2, EDWIN MENZEL!2, MAX
HAEBERLEIN]‘’27 ALEXANDER BAUS'I‘l’Q7 ELISABETH HOFFI\/IANNl’Z7
JAN GOETZ'2, MANUEL scHwARz!'2, acHIM MARX'2, and RUDOLF
crossb2 — 1Walther-Meifner-Institut, D-85748 Garching, Germany

— 2Technische Universitét Miinchen, D-85748 Garching, Germany

The investigation of many-body Hamitonians is relevant to understand
collective quantum behavior in solid state physics. However, solving
these many-body Hamitonians can be challenging on a classical com-
puter. For this reason, quantum simulations are an attractive approach
to simulate such complex Hamitonians with experimentally easily ac-
cessible and well-controlled systems. In our experiment, we use super-
conducting circuits to take the first steps towards this direction. More
precisely, we characterize chains of up to four coupled transmission line
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resonators in a scalable layout. After introducing nonlinearities in the
form of Josephson junctions and scaling to longer chains, our system
can become a quantum simulator for Bose-Hubbard-type Hamitonians.

This work is supported by DFG via SFB 631, the German Excellence
Initiative via NIM, as well as EU projects CCQED and PROMISCE.

TT 58.28 Thu 15:00 Poster D
From strong to ultrastrong coupling in Circuit QED — eA.
Baust!?, T. LoSINGER?, M. HAEBERLEIN''2, E. HorrMANND2,
P. Eperb?, J. Gorrz!2, F. Loacker?, E.P. MenzeL!2, M.J.
Scawarz!2, F. WuLscuner!?2, L. Zuonc!2, F. Deppel?, H.
HuesLb?, A. Marx"?, and R. Gross!? — !Walther-Meifner-

Institut, Germany — 2TU Miinchen, Garching

In circuit quantum electrodynamics, the light-matter coupling strength
can be tuned over several orders of magnitude and can even be in-
creased to a significant fraction of the system energy. For a flux
qubit coupled to a transmission line resonator, we have reached the
regime of ultrastrong light-matter interaction and show experimental
evidence for the breakdown of the Jaynes-Cummings-model [1]. We
present spectroscopic measurements for different coupling schemes of
flux qubits and transmission line resonators and discuss the possibility
to further increase the coupling strength and reach the regime of deep-
ultrastrong coupling. For a complete characterization of our qubits
we also perform time-domain spectroscopy measurements in order to
determine the coherence times of our qubits.

This work is supported by DFG via SFB 631, the German Excellence
Initiative via NIM, as well as EU projects CCQED and PROMISCE.

[1] T. Niemeczyk et al., Nature Phys. 6, 772-776 (2010)

TT 58.29 Thu 15:00 Poster D
Hysteresis effects in superconducting resonators — ePHILIPP

MaveR!, FENGBIN SoNGg!, MARTIN WEIDES!, HANNES ROTZINGER!,

MicHAEL STUBER?, HARALD LEISTE?, and ALExEY V. UsTiNnov! —
! Physikalisches Institut, Karlsruher Institut fiir Technologie, Center
for Functional Nanostructures — 2 Angewandte Werkstoffphysik, Karl-

sruher Institut fiir Technologie

Superconducting microwave resonators are of considerable interest for
quantum circuits. They can be used for many applications in circuit
quantum electrodynamics, for example as a readout tool for qubits, a
quantum bus or a coupling to spins in crystals. For these purposes, it is
important to understand the behavior of superconducting resonators in
magnetic fields. Previous studies on resonators made of Nb have shown
a hysteretic dependence of quality factor and resonance frequency on
applied magnetic field. High quality microwave resonators are made of
TiN and can have high internal quality factors in the order of 107 at
high and 108 at low photon numbers. Furthermore they were shown
to have a large kinetic inductance. In this work, 40 nm thin films of
TiN were sputtered on intrinsic Si wafers. The films were patterned
by reactive ion etching into resonators of %, % and lumped LC geome-
try. We investigated their hysteretic behavior in out-of-plane magnetic
fields at temperatures ranging from 275 mK up to 1K in both the many
photon and single photon limit. We will present and discuss results of
our on-going experiments.

TT 58.30 Thu 15:00 Poster D
Probing the TLS Density of States in Thin a-SiO Films using
Superconducting Lumped Element Resonators — eSEBASTIAN
T. SkaceLb?, CuristorH Kaiser?, STEFAN WONscu?3, HANNES
RoTzINGER!, OLEKSANDR LUKASHENKO!, MARKUS JERGER!, GEORG
Weiss!'3, MicHAEL SieceL?2, and ALexey V. Ustivov!h3
— 1Physikalisches Institut, Karlsruher Institut fiir Technologie,
Wolfgang-Gaede-Strafe 1, D-76131 Karlsruhe, Germany — 2Institut
fir Mikro- und Nanoelektronische Systeme, Karlsruher Institut fiir
Technologie, Hertzstrake 16, D-76187 Karlsruhe, Germany — 3Center
for Functional Nanostructures, Karlsruher Institut fiir Technologie,
Wolfgang-Gaede-Strafte 1a, D-76128 Karlsruhe, Germany

In the context of low-loss materials needed for superconducting qubits,
we investigated the dielectric loss in the volume of a-SiO thin films
at mK temperatures and single photon power levels. Our broadband
measurement setup employs multiplexed lumped element resonators as
well as suitable power combiner and low noise amplifier. This enables
measurements on all resonators to be carried out in one cool down
cycle. The results are in good agreement with the temperature and
power dependence of the dielectric losses predicted for atomic two-level
tunneling systems (TLSs). We find indication that the TLS density of
states increases with frequency, which had not been seen in previous

loss measurements.

TT 58.31 Thu 15:00 Poster D
Decoherence of the Majorana fermions — eFrangois Kon-
scHELLE and FABIAN HAssLER — Institute for Quantum Information,
RWTH Aachen University, 52056 Aachen, Germany

Majorana fermion is one of the possible candidates for future quan-
tum computation implementations. Of interest are their topological
properties which protect them from decoherence. More precisely, the
delocalization of the Majorana wave function at the two ends of a
semi-conducting wire in the proximity with a superconductor allows
the parity (i.e. the number of fermions) to be conserved up to some
exponential corrections. We want to discuss the decoherence aspects of
the Majorana fermion in general terms. To do that, we first establish
a toy-model for the calculation of the wave function associated with
a delocalized Majorana fermion. Then, we discuss the possibilities for
exciting a proximity-induced superconductor. Finally, we discuss the
decoherence characteristic times associated with several quantities, the
most important of them being the parity of a given part of the wire.

TT 58.32 Thu 15:00 Poster D
Decoherence due to quasi particle tunneling in superconduct-
ing resonators — eSEBASTIAN ZANKER, MICHAEL MARTHALER, and
GERD ScHON — Institut fiir Theoretische Festkorperphysik, Karl-
sruher Institut fiir Technologie, D-76128 Karlsruhe

We investigate decoherence in superconducting resonators due to quasi
particle tunneling. In particular resonators shunted by single Joseph-
son junctions and SQUIDs as well as transmission line embedded
Josephson junctions are studied. Quasi particle tunneling is assumed
to occur because of the presence non-equilibrium quasi particles and
decay times may be used to calculate quasi particle densities.

TT 58.33 Thu 15:00 Poster D
Solving non-Markovian master equations for N-Qubit-
systems — eCHRISTIAN KARLEWsSKI!, MICHAEL MARTHALER?, and
GERD ScHON? — lFakultét fiir Physik, Universitit Bielefeld, Post-
fach 100131, D-33501 Bielefeld, Germany — 2Institut fiir theoretische
Festkorperphysik, Karlsruher Institute for Technology, D-76128 Karl-
sruhe, Germany

We solve non-Markovian master-equations of N-Qubit systems with
Born-approximation using Fourier-transformation. With the full so-
lution of the reduced density matrix of the Qubit-system we analyze
different noise-spectra and the resulting dynamics. Decoherence and
the appearance of dark states can be seen. One special system we have
a closer look at is the one-excitation model with one of the N-Qubits
in an excited state. By the use of the observable that measures the
population of all other qubits and some constraints to the system it is
possible to reduce the dynamics of this observable to three ODE.

TT 58.34 Thu 15:00 Poster D
Current noise in disordered Josephson junctions — ePIERRE-
Luc DaLLAIRE-DEMERs!, MonAMMAD ANsar1?, and FRANK
WiLHELM-MAaucH! — 1Universitét des Saarlandes, Saarbriicken,
Deutschland — 2Institute for Quantum Computing, Waterloo, Canada

Josephson junctions are one of the fundamental building blocks of
mesoscopic superconducting circuits. Despite being dissipationless,
spurious low-energy Andreev bound states inside those junctions could
provide an intrinsic microscopic mechanism for fluctuations of the cur-
rent, therefore limiting the coherent operation time of superconduct-
ing quantum circuits. Models of bound states arising from pinholes in
different models of disorder were investigated and their current noise
signatures were characterized with respect to temperature, phase dif-
ference and sample-to-sample fluctuations of the conductance. In this
theoretical work, it is shown that the low-frequency noise signature of
Josephson junctions is a property specific to each individual sample
independent of the fabrication process. Furthermore, the compari-
son of sample-specific noise spectra and characteristic current-voltage
relations reveals under which conditions the presence of those disorder-
induced bound states may elude detection in a 4-probe measurement
but still reveal themselves as dephasing of coherent observables in cir-
cuits dominated by inductive energy.

TT 58.35 Thu 15:00 Poster D
Non-perturbative stochastic method for driven quantum
impurity systems — ePrTer Orrn! and KarvyN LeE Hur? —
Hnstitute for Theory of Condensed Matter, Karlsruhe Institute of
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Technology (KIT), 76131 Karlsruhe — 2Center for Theoretical Physics,
Ecole Polytechnique, CNRS, 91128 Palaiseau Cedex, France

We discuss a numerically exact method for investigating the real-time
dissipative dynamics of quantum impurities embedded in a macro-
scopic environment beyond the weak-coupling limit. We focus on
the spin-boson Hamiltonian that describes a two-level system inter-
acting with a bosonic bath of harmonic oscillators. Starting from the
real-time Feynman-Vernon path integral, we derive an exact stochas-
tic Schrodinger equation that allows to compute the full spin density
matrix and spin-spin correlation functions beyond weak coupling. We
present an analogy between the dissipative dynamics of a quantum spin
and that of a classical spin in a random magnetic field. This analogy is
used to recover the well-known Non- Interacting-Blip-Approximation
(NIBA) in the weak-coupling limit. As interesting applications of our
method, we explore the non-Markovian effects of the initial spin-bath
preparation on the dynamics of the coherence o*(t) and of o*(¢) under
a Landau-Zener sweep of the bias field. We also compute to a high
precision the asymptotic long-time dynamics of 0#(t) without bias and
demonstrate the wide applicability of our approach by calculating the
spin dynamics at non-zero bias and different temperatures.

TT 58.36 Thu 15:00 Poster D
Absorption and transfer properties of quantum aggregates
under the influence of Lévy-stable disorder — SEBASTIAN
MoBius!, eSEBAsTIAAN M. Viaming!:2:3 VicTor A. MALYSHEVZ,
JaspErR KNOESTER2, and ALEXANDER EisreLp! — 1Max Planck In-
stitute for Physics of Complex Systems, Dresden, Germany — 2Centre
for Theoretical Physics and Zernike Institute for Advanced Materials,
University of Groningen, Groningen, The Netherlands — 3Department
of Chemistry and Center for Excitonics, Massachusetts Institute of
Technology, Cambridge, USA

Molecular aggregates exhibit extraordinary absorption properties, de-
pending on their geometrical conformation and inter-monomeric cou-
pling. The narrowing of the absorption band for J-aggregates can
be well described by diagonal Gaussian static disorder for individual
site energies. Aggregates consisting of large molecules are usually em-
bedded in complex environments, making it impossible to separate
individual contributions to the energy fluctuations.

Recent developments in generating and trapping highly excited Ry-
dberg atoms allow for quantum simulations of molecular aggregates.
By controlling the environment, e.g. a polar background gas, static
disorder besides Gaussian can be studied. We analyze how the en-
vironment generates disorder distributions with heavy tails, so called
Lévy-stable distributions. These distributions can lead to broadening
of the absorption bandwidth [1] as well as subdiffusive exciton transfer.

[1] A. Eisfeld, S.M. Vlaming, V.A. Malyshev, J. Knoester, PRL 105,
137402 (2010)

TT 58.37 Thu 15:00 Poster D
Real Time Dynamics in the Central Spin Model: a Chebyshev
Polynomial Approach — eJoHANNES HACKMANN and FrRITHJOF B.
ANDERS — Technische Universitdt Dortmund, Lehrstuhl fiir Theoretis-
che Physik II, 44221 Dortmund, Germany

The central spin model describes the dephasing of a single electron
spin in a negatively doped semiconductor quantum dot. The real time
dynamics of the system are studied using the Chebyshev polynomial
expansion for arbitrary initial conditions. Typically, we include a rep-
resentation of 20 nuclear spins in our simulations. We discuss the
influence of different couplings between the central spin and the bath
and compare our data to a mean field result. We extend our simu-
lations and include a finite transverse magnetic field. We study the
interplay of the Larmor precession and the spin dephasing as function
of magnetic field strength. We gauge a simplified mean-field approach
for a large number of spins with our numerical data for a small cluster.

TT 58.38 Thu 15:00 Poster D
Interacting electrons on trilayer honeycomb lattices —
MICHAEL M. SCHERER®, STEFAN UEBELACKER'2, eDANIEL D.
ScuereR?, and CarsTEN HonNeErkaMP12 — lInstitute for Theoreti-
cal Solid State Physics, RWTH Aachen University, D-52056 Aachen,
Germany — 2JARA-FIT Fundamentals of Future Information Tech-
nology — 3Institute for Theoretical Physics, Heidelberg University,
D-69120 Heidelberg, Germany — “Institute for Theoretical Physics,
Leipzig University, D-04103, Leipzig, Germany
Few-layer graphene systems come in various stacking orders. Consid-
ering tight-binding models for electrons on stacked honeycomb layers,

this gives rise to a variety of low-energy band structures near the charge
neutrality point. Depending on the stacking order, these band struc-
tures enhance or reduce the role of electron-electron interactions. Here,
we investigate the instabilities of interacting electrons on honeycomb
multilayers with a focus on trilayers with ABA and ABC stackings
theoretically by means of the functional renormalization group. We
find different types of competing instabilities and identify the leading
ordering tendencies in the different regions of the phase diagram for a
range of local and non-local short-ranged interactions. The dominant
instabilities turn out to be toward an antiferromagnetic spin-density
wave (SDW), a charge density wave, and quantum spin Hall (QSH)
order. Ab initio values for the interaction parameters put the systems
at the border between SDW and QSH regimes. We thus obtain a com-
prehensive picture of the possible interaction-induced ground states of
few-layer graphene.

TT 58.39 Thu 15:00 Poster D
Zero-Gap State in Organic Conductors — eREBEccA BEYER!,
ARrMIN DENGL!, MoHAMED AssiLiZ, TomisLav IvEk!:3, and MARTIN
DresseL! — 11. Physikalisches Institut, Universitit Stuttgart, Ger-
many — 2University of Tunis, Tunisia — 3Institut za fiziku, Zagreb,

Croatia

The quasi-two-dimensional molecular crystal a-(BEDT-TTF)s2l3 ex-
hibits a metallic behavior down to T ;7 = 135 K, at which it undergoes
a metal-insulator transition into a charge-ordered state. This transi-
tion is very sensitive to hydrostatic pressure: it not only decreases the
transition temperature by about 9 K/kbar but also the charge dis-
proportionation gets reduced with increasing pressure. Above a cer-
tain pressure of about 15 kbar, the metal-insulator transition is com-
pletely suppressed and the material goes into a zero-gap semiconduct-
ing (ZGS) state with close similarities to the Dirac-Cone in Graphene.
The ZGS-state has been predicted by theory and been supported by
dc- and Hall-measurements while the NMR-response shows very exotic
features which also have been assigned to ZGS fingerprints.

For further investigation of the ZGS state in a-(BEDT-TTF)3I3 we
performed infrared optical measurements in the frequency range of 100
cm™! to 8000 cm~! at temperatures as low as 10 K under hydrostatic
pressure up to 15 kbar. We were able to follow the decrease of the
transition temperature and the closure of the insulating gap with in-
creasing pressure. Calculations were performed predicting the optical
conductivity of free charge carriers in a tilted Dirac-Cone, in order to
compare experimental results with theory.

TT 58.40 Thu 15:00 Poster D
Non-perturbative laser effects on the electrical properties of
graphene nanoribbons — eHERNAN L. Carvol, PaBLo M. PEREZ
Piskunow?, Horacio M. Pastawski?, STEPHAN RocHE®4, and Luis
E. F. Foa Torres? — !Institut fiir Theorie der Statistischen Physik,
RWTH Aachen University, Germany — 2Instituto de Fisica Enrique
Gaviola (CONICET) and FaMAF, Universidad Nacional de Cérdoba,
Argentina — 3CIN2 (ICN-CSIC), Catalan Institute of Nanotechnology,
Universidad Auténoma de Barcelona, Spain — #Institucié Catalana de
Recerca i Estudis Avangats (ICREA), Barcelona, Spain

We study the interplay between lateral confinement and photon-
induced non-adiabatic processes on the electronic properties of laser-
illuminated graphene nanoribbons. By using Floquet theory applied
to realistic models of these nanostructures, we predict a strong de-
pendence on the polarization direction which is averaged out in the
bulk limit. Depending on the device setup (edges geometries, ribbon
width, polarization direction and metallic/semiconducting character of
the sample), a laser with frequency © may either not affect the elec-
tronic structure, or induce bandgaps or depletions at £h£2/2, and/or
at other energies not commensurate with half the photon energy. Sim-
ilar features are also observed in the dc conductance, suggesting the
use of the polarization direction to switch on and off the graphene de-
vice. Our results could guide the design of novel types of optoelectronic
nano-devices.

TT 58.41 Thu 15:00 Poster D
Kondo effect in graphene with isolated vacancies — eLARs
Fritz! and ANDREW MrrcHELL!?2 — 1Universitit zu Kéln, Institut
fiir Theoretische Physik — 2Department of Chemistry, Physical and
Theoretical Chemistry, Oxford University, UK

The physics of a reconstructed vacancy in graphene is investigated
by a combination of numer- ical renormalization group and analytical
techniques. The effective model introduced recently by [1] describes
a localized o level hybridized with the m-band, whose local density of
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states is enhanced due to potential scattering. Rich quantum impu-
rity physics is shown to result, with both doublet and triplet powerlaw
Kondo phases accessible, depending on microscopic parameters. Ther-
modynamic quantities and the scattering t matrix are calculated ex-
actly in each phase. The quantum phase transition separating Kondo
phases is examined, and the unusual role of particle-hole symmetry
breaking is also considered. We show that the asymmetric lo- cal mo-
ment phases of simplified Kondo models are not in practice accessible
in the full Andersonian model describing the vacancy, and that Kondo
screening is always important at low energies.

[1] Cazalilla et al., arXiv:1207.3135 (2012)

TT 58.42 Thu 15:00 Poster D
De Haas - van Alphen oscillations in graphene — eCAROLIN
KuppERsBUSCH and LArs FriTtz — Institut fiir Theoretische Physik,
Universitat zu Koln

De Haas van Alphen oscillations are customarily analyzed using the
Lifshitz-Kosevich (LK) formula. This is a phenomenological formula
which relates the amplitude of the harmonics to system parameters
such as the temperature, disorder strength and the effective mass of the
electrons. For systems which can be described within Fermi liquid the-
ory the LK formula holds without modifications when electron-electron
interactions are included. The introduction of a renormalized mass is
fully effectual. Since graphene cannot be described within Fermi liquid
theory for all doping levels, modifications of the LK formula should be
expected for this system with electron-electron interactions included.
These modifications are investigated.

TT 58.43 Thu 15:00 Poster D
Kondo effect in a graphene sheet with a vacancy — eMARTIN
SPRENGEL and FAKHER F. Assaap — Institut fiir theoretische Physik
und Astrophysik, Universtitat Wirzburg, Am Hubland, D-97074
Wiirzburg, Germany

We study the influence of a single-atom vacancy in a Graphene lat-
tice using a tight-binding model with nearest neighbour hopping and
a Hubbard U term. The vacancy generates a localised state, which
extends into the bulk with a power law. The question we wish to ad-
dress is if under correlation effects a local moment is created and if
it is ultimately screened by the bulk. To do so, we use continuous-
time Quantum Monte Carlo (CT-QMC) simulations to calculate the
dependence of the spin susceptibility on temperature, chemical poten-
tial and the Hubbard U. For small deviation from half-filling no sign
problem occurs which allows us to benefit from the fact that CT-QMC
is a numerically exact method. At half filling and down to our lowest
temperatures we observe a Curie behaviour of the local spin suscepti-
bility. Away from half filling, the very signature of the local moment
is absent within the considered parameter range.

TT 58.44 Thu 15:00 Poster D
Probing the transport properties of graphene nanostruc-
tures produced by local anodic oxidation — eNiLs Frerrac!,
AvVIRAL VAID2, MaRco PraTzER!', MARcUs LIEBMANN!, THERESA
HeckiNg!, ALEXANDER NENT!, and MARKUS MORGENSTERN! —
HI. Physikalisches Institut, RWTH Aachen and JARA-FIT, Otto-
Blumethal-Strake, 52074 Aachen — 2Dept. of Materials Science and

Engineering, Indian Institute of Technology Kanpur, India 208016

Graphene flakes exfoliated on 300 nm SiO2/Si and contacted by In-
dium soldering are modified by local anodic oxidation in an atomic
force microscope (AFM). By varying voltage, tip velocity and contact
pressure, we produced either cuts or areas appearing as elevations in
AFM. The width of the cuts and elevations ranged down to 15 nm and
35 nm respectively. However, the cuts are mostly surrounded by addi-
tional elevations. The elevations are insulating at room temperature
with an areal resistance of several T2 and exhibit a D and a 2D peak
in Raman spectroscopy.

Transport studies on an Aharanov-Bohm ring with a diameter of
600 nm showed magnetooscillations with a visibility of 0.2 % at 300
mK and a strong peak around 0 T attributed to weak localization
within the ring. Transport measurements on a Quantum Dot struc-
ture with a diameter of 60 nm and several side gates showed several
Coulomb diamonds, however, with addition energies not compatible
with the structured dot area. Nevertheless, the plunger gate was six
times more effective than the back gate and charge rearrangements
were seldom observed.

TT 58.45 Thu 15:00 Poster D

Back-action of charge detectors on graphene quantum dots
— eMarvIN Junk!, CHrisTIAN VoLk!?, CHRISTOPH NEUMANN!2,
STEPHAN ENcELs!2, and CrRIsTOPH STAMPFER!'? — 1JARA-FIT
and II. Institute of Physics B, RWTH Aachen, 52074 Aachen, Ger-
many — 2Peter-Griinberg-Institut (PGI-9), Forschungszentrum Jiilich,
52425 Jilich, Germany

Graphene quantum devices, such as single electron transistors and
quantum dots have received increasing attention over the last years.
Quantum dots (QDs) made from graphene have been suggested to be
an interesting system for implementing spin qubits. Compared to the
well-established GaAs-based quantum dots their advantages are the
smaller hyperfine interaction and reduced spin-orbit coupling, which
promises more favorable spin coherence times.

Our devices consist of etched graphene QDs surrounded by electro-
static gates and two nearby graphene nanoribbons. Local resonances in
these nanoribbons can be successfully used to detect individual charg-
ing events in the quantum dot even in regimes where the direct current
through the QD is below the detection limit. The current through the
QD and the charge detectors (CD) are measured simultaneously. In
finite-bias spectroscopy measurements - so-called Coulomb diamonds -
the CD is an important tool providing information on the asymmetry
of the quantum dot device tunneling barriers. In the presented work
we focus on the back-action of graphene CDs on the transport through
the graphene quantum dot.

TT 58.46 Thu 15:00 Poster D
Driven Topological Insulator Quantum Dot: A single-
electron spin-source — e ANDREAS INHOFER and DARIO BERCIOUX
— Freiburg Institute for Advanced Studies, Albert-Ludwigs-
Universitat, 79104 Freiburg, Germany

We use the concepts of scattering matrix theory and recent progress
in theory and experiment on topological insulators in order to investi-
gate the feasibility of a single-particle spin-source. The basic concept
of such a device has been realized by Féve and coworkers as a single
electron source (SES) in Ref. [1]. They used a driven quantum dot in a
quantum Hall device to allow for the controlled emission of quantized
charges into the edge-states of a quantum well. The conducting edge-
states exhibit interesting features such as insensitivity to (strong) dis-
order, providing mainly dissipationless transport. However, these SES
require high magnetic fields. Recently, spin-polarized edge-states were
theoretically predicted and experimentally observed in two- and three-
dimensional topological insulators in the absence of magnetic fields [2].
Such a source could provide quantized spin-currents and become one of
the key components for spintronic devices. Further investigations in-
volve the characterisation of the emitted spin-currents with respect to
current-noise and entanglement of the counter-propagating electrons.

[1] G. Feve et al., Science 316, 1169 (2007)
[2] M. Z. Hasan and C. L. Kane, Rev. Mod. Phys. 82, 3045 (2010)
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Majorana single-charge transistor — eRoranp HUTzEN!, ALEX
ZazuNov!, BERND BRAUNECKER?, ALFREDO LEVY YEvATI?, and
ReiNnHOLD Eccer! — lInstitut fiir Theoretische Physik, Heinrich-
Heine-Universitat, D-40225 Diisseldorf, Germany — 2Departamento
de Fisica Teorica de la Materia Condensada C-V and Instituto Nicolas

Cabrera, Universidad Autéonoma de Madrid, E-28049 Madrid, Spain

We study transport through a Coulomb blockaded topologically non-
trivial superconducting wire (with Majorana end states) contacted by
metallic leads. An exact formula for the current through this inter-
acting Majorana single-charge transistor is derived in terms of wire
spectral functions. A comprehensive picture follows from three differ-
ent approaches. We find Coulomb oscillations with universal halving of
the finite-temperature peak conductance under strong blockade condi-
tions, where the valley conductance mainly comes from elastic cotun-
neling. The nonlinear conductance exhibits finite-voltage sidebands
due to anomalous tunneling involving Cooper pair splitting.

TT 58.48 Thu 15:00 Poster D
Topological edge states in a HgTe quantum well in proximity
to an s-wave superconductor — eLuziE WEITHOFER and PATRIK
REcHER — Institute for Mathematical Physics, TU Braunschweig,
38106 Braunschweig, Germany

Topological insulators represent a new class of condensed matter sys-
tems which are characterized by topologically protected edge states.
Two-dimensional topological insulators have been experimentally re-
alized in HgTe quantum wells [1]. In a HgTe quantum well in the
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topologically non-trivial phase, two edge states of different spin prop-
agate in opposite directions at the same boundary.

Here, we consider the proximity-induced superconductivity in the
bulk of a HgTe quantum well in terms of a four-band model [2]. In ad-
dition, we include various symmetry-breaking terms and discuss their
consequences on the topological properties of the system, focusing on
the existence of edge states.

[1] M. Konig et al., Science 318, 766 (2007)
[2] B. Bernevig et al., Science 314, 1757 (2006)

TT 58.49 Thu 15:00 Poster D
Quantum dot coupled to a quantum spin Hall edge —
eBENEDIKT PrOBsT and PaTrRIK RECHER — Institute for Mathemat-
ical Physics, TU Braunschweig, 38106 Braunschweig, Germany

In topological insulators new interesting states of matter are realised.
In two dimensional topological insulators the quantum spin Hall effect
was predicted and observed [1-3]. In this effect the different spin polar-
isations propagate in opposite directions, which gives new perspectives
for spintronic devices.

We couple a quantum dot in the Coulomb blockade regime to an
helical edge, where the quantum dot can be treated as a spin impurity.
We discuss the behaviour of the impurity in an open quantum system
approach. The helical edge is used as a bath and to manipulate the
dot spin. We also discuss the transport signature of this system.

[1] B. A. Bernevig, T. L. Hughes and S.-C. Zhang, Science 314, 1757
(2006)

[2] M. Kdnig, S. Wiedemann, C. Briine, A. Roth, H. Buhmann, L. W.
Molenkamp, X.-L. Qi and S.-C. Zhang, Science 318, 766 (2007)

[3] A. Roth, C. Briine, H. Buhmann, L. W. Molenkamp, J. Maciejko,
X.-L. Qi and S.-C. Zhang, Science 325, 294 (2009)

TT 58.50 Thu 15:00 Poster D
Electrically tunable charge transport in CVD-grown nanos-
tructures of BizsSes — eLouis VEYRAaT — IFW-Dresden, Dresden,
Germany

Electrical transport in nanostructures of the 3D topological insulator
BizSes is studied as a function of a back-gate voltage. Shubnikov de

Haas oscillations indicate the presence of Dirac fermions, reproduc-
ing the results of previous studies based on exfoliated crystals [1], but
here with a 4-probe geometry. Besides, the simultaneous measure of
both the longitudinal and transverse magneto-resistance allows us to
compare the different carrier densities infered from Shubnikov-de-Haas
oscillations and the Hall resistance. The strong back gate effect on the
longitudinal and Hall resistances shows that we can efficiently tune the
total carrier density in a nanostructure. Moreover, we can separate the
contributions to the conduction from bulk carriers and surfaces states,
and evaluate their different mobilities and densities.

[1] Sacépé et al., Nature Comm. 2, 575, (2011)

TT 58.51 Thu 15:00 Poster D
Modulation of Majorana induced current cross-correlations
by quantum dots — eBJorN ZocHERY? and BernD Rosenow!
— Unstitut fiir Theoretische Physik, Universitidt Leipzig, D-04103
Leipzig, Germany — 2Max Planck Institut fiir Mathematik in den
Naturwissenschaften, D-04103 Leipzig, Germany

We study charge transport through a topological superconductor with
a pair of Majorana end states, coupled to leads via quantum dots with
resonant levels [1]. The non-locality of the Majorana bound states
opens the possibility of crossed Andreev reflection with nonlocal shot
noise, due to the injection of an electron into one end of the super-
conductor followed by the emission of a hole at the other end. In the
space of energies of the two resonant quantum dot levels, we find a
four peaked clover-like pattern for the strength of noise due to crossed
Andreev reflection, distinct from the single ellipsoidal peak found in
the absence of Majorana bound states. For finite temperatures, we
observe a characteristic sign change of the crossed noise for two leafs
of the clover-like pattern. We apply our findings to disordered multi-
channel semiconductor-superconductor heterostructures with Rashba
spin-orbit coupling which are predicted to host Majorana bound states
[2] and show that the clover-like crossed noise pattern is a robust fea-
ture of quasi one-dimensional Majorana wires.

[1] B. Zocher and B. Rosenow, arXiv:1208.4092
[2] J. D. Sau, R. M. Lutchyn, S. Tewari, and S. Das Sarma, Phys. Rev.
Lett. 104, 040502 (2010)

TT 59: Correlated Electrons: Quantum-Critical Phenomena - Experiments

Time: Thursday 15:00-18:30

TT 59.1 Thu 15:00 H6

Quasi one-dimensional electronic structure of ferromag-
netic heavy fermion YbNisP> — eSveEN FRIEDEMANN!, SWEE
K Goun!, MicHAEL SUTHERLAND!, F MaLre GroscHE!, CoRr-
NELIUS KRELLNER?, CHRisTOPH GEIBEL®, HELGE ROSNER?, MANUEL
Branpo®, and Frank Stecricn® — !University of Cambridge,
Cavendish Laboratory, CB3 OHE Cambridge, United Kingdom —
2Physikalisches Institut, Goethe-UniversitatFrankfurt, 60438 Frank-
furt am Main, Germany — 3Max PlanckInstitute for Chemical Physics
of Solids, 01187 Dresden, Germany

Quantum critical phenomena can be studied in great detail in lan-
thanide based heavy-fermion systems. Up to now, however, only ma-
terials with antiferromagnetic ground state were found. In the new
heavy fermion material YbNigPgs a clear ferromagnetic transition is
observed at Tc = 0.17K. YbNiyP> has the prospect for studying
ferromagnetic quantum criticality. Above the transition temperature
strong evidence is found for the vicinity of YbNigP2 to a quantum
critical point: the specific heat diverges in a power-law form and the
resistivity follows a linear temperature dependence. We present first
Shubnikov-de Haas measurements in combination with electronic band
structure calculations. The electronic structure is dominated by paral-
lel disconnected sheets in accordance with the crystal structure featur-
ing quasi-one-dimensional chains of Yb. The observed Shubnikov-de
Haas oscillations are assigned to small quasi-two-dimensional portions
of the Fermi surface. The experimentally observed mass enhancement
of these orbits reflects the heavy-fermion character of YbNigPa.

TT 59.2 Thu 15:15 H6
uSR investigations on the 4f-derived ferromagnetic quan-
tum quantum critical system YDbNis(P1_;Asz)2 — eRauB
SARkAR!, Jonannes SpeHLING!, CorRNELIUS KRELLNER?, HUBER-

TUs LureTkens?, CHris BaInes®, MANUEL Branpo?, CHRISTOPH

Location: H6

GeBEL*, and Hans-Henning Krauss! — IFP, TU Dresden, D-
01069 Dresden, Germany — 2Goethe University Frankfurt, D-60438
Frankfurt am Main, Germany — 3PSI, CH-5232 Villigen PSI, Switzer-
land — 4MPI-CPFS, D-01187 Dresden, Germany

Ferromagnetic quantum criticality (FMQC) is one central topic of re-
search in strongly correlated electron systems. Despite adequate re-
search so far there is no concrete evidence of FMQC. In this context,
the recently discovered 4f-derived heavy fermion FM metal YbNigPg
with T, =170 mK, a Kondo temperature T, =8 K and a very small
ordered moment of ~ 0.05 up, deserves particular interest [1]. With
8 % As substitution at the P site, T, goes down to 28 mK and the
Griineisen ratio diverges as I'(T) o« T~%-22 evidencing the presence of
FMQC. For YbNisPg, zero field uSR investigations prove static long
range magnetic ordering [2] and the ordered moment is strongly sup-
pressed with increasing As-substitution. For 8% As, uSR time spectra
suggest that static ordering appears below 20 mK. Here, we present
our recent uSR results for x < 0.13 and discuss the dynamics of the
quantum fluctutations at this ferromagnetic quantum critical point.

[1] New J. Phys. 13, 103014 (2011)
[2] Phys. Rev. B 85, 140406 (2012)

TT 59.3 Thu 15:30 H6
Ferromagnetic Quantum Critical Point in YbNis(P1_5;Asz)2
— oCoRNELIUS KRELLNER'2, ALEXANDER STEPPKE2, ROBERT
KucHLER?, STEFAN LAUSBERGZ, EpIT LENGYELZ, LUciA STEINKEZ,
RoBERT Borru2, THoMAs LUHMANNZ, MicHAEL NIckLAs?, SVEN
FRIEDEMANN?, CHRisToPH GEIBEL?, FRANK STEGLICHZ?, and
MANUEL Branpo? — !Physikalisches Institut, Goethe-Universitt
Frankfurt, 60438 Frankfurt am Main, Germany — 2Max Planck In-
stitute for Chemical Physics of Solids, 01187 Dresden, Germany —

3Cavendish Laboratory, University of Cambridge, United Kingdom
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YbNig Py is a quasi-one-dimensional heavy-fermion system where re-
cently a very low lying ferromagnetic (FM) transition at Tc = 0.17K
was observed [1]. Above this transition distinct deviations from the
predictions of the Landau-Fermi-liquid theory were observed, indicat-
ing the presence of a nearby FM quantum critical point (QCP).

In this contribution, we present a thorough investigation of
YbNig(P1_5Asz)2 single crystals where the ferromagnetism is further
suppresed. We show that the FM phase transition line remains second
order down to 30 mK for x < 0.08 with unexpected power-laws above
Tc in all thermodynamic quantities. At x = 0.08, we found a power-
law divergence of the Griineisen ratio, demonstrating the existence of
a FM QCP.

[1] C. Krellner et al., New J. Phys. 13, 103014 (2011).

TT 59.4 Thu 15:45 HG6
Quantum criticality in partially frustrated CePd;_xNixAl —
eVERONIKA FRiTscu!, SaAran Worrscuaca?, OLIVER STOCKERT?,
WoLrraM KirTLER!, and HILBERT V. LouNEYsENDS
1Physikalisches Institut, Karlsruher Institut fiir Technologie (KIT),
76131 Karlsruhe, Germany — 2Max-Planck-Institut fiir chemische
Physik fester Stoffe, Dresden, Germany — S3Institut fiir Festkdrper-
physik, Karlsruher Institut fiir Technologie (KIT), 76021 Karlsruhe,
Germany

In the antiferromagnetic (AF) heavy-fermion system CePdAl the mag-
netic Ce ions form a network of equilateral triangles in the (001) plane,
similar to the kagomé lattice, with one third of the Ce moments not
participating in the long-range order due to geometrical frustration.
The Néel temperature Ty = 2.7 K is reduced upon replacing Pd by Ni
in CePdj_;NigAl, with Ty — 0 for z ~ 0.14. At this concentration
the specific heat C' exhibits a C/T o« —log T dependence. This and
the linear Tn(z) dependence are indicative of two-dimensional (2D)
critical AF fluctuations within the conventional description of quan-
tum criticality after Hertz, Millis and Moriya, in marked contrast to
the three-dimensional (3D) magnetic order found by neutron diffrac-
tion experiments in CePdAl. We discuss the role of frustration when
approaching the quantum critical point in Ni-substituted CePdAl on
the basis of measurements of the magnetization, specific heat, electrical
resistivity, and neutron diffraction experiments.

TT 59.5 Thu 16:00 H6

Pressure- and Composition-Induced Structural Quan-
tum Phase Transition in the Cubic Superconductor
(Sr,Ca)sIrsSni3 — eSweE K. Gon!, Lina E. KLINTBERG!, Pa-

TRICIA L. ALIREzZA!, PauL Saines?, Davip TowmpserT!, PETER

Loca?!, Jinau Yang®4, Bin CuEN®?, KazUuvOosHI YosHIMURA?, and
Marre GroscHE! — !Cavendish Laboratory, University of Cam-
bridge, Cambridge, United Kingdom — 2Department of Materials
Science and Metallurgy, University of Cambridge, United Kingdom
— 3Department of Physics, Hangzhou Normal University, China —
4Department of Chemistry, Kyoto University, Japan

The quasi-skutterudite superconductor SrzIrgsSnis has been reexam-
ined recently. In addition to a superconducting transition at 7. = 5 K,
pronounced anomalies can be seen in magnetic susceptibility and resis-
tivity at T = 147 K. Using single crystal x-ray diffraction, we identify
T* = 147 K as the temperature where the system undergoes a struc-
tural transition from a simple cubic parent structure (I-phase) to a
superlattice variant (I'-phase) with a lattice parameter twice that of
the I-phase. Applying physical pressure or chemical pressure (via the
isoelectronic substitution of Ca for Sr) leads to a rapid suppression of
T* = 147 K and an enhancement of T.. Furthermore, a quasi-linear
temperature dependence of resistivity is observed at the pressure where
T* = 147 K extrapolates to 0 K, reminiscent of quantum critical phe-
nomena on the border of magnetism. We argue that the pressure phase
diagram of Sr3lrsSnjs features a superlattice quantum critical point.

TT 59.6 Thu 16:15 H6
Heat and charge transport study of quantum critical behavior
in heavy fermion YbAgGe — eJinkur Donc!, Yosur Tokiwal,
MaIk ScHUBERT!, SERGEY L. Bup’ko?, PauL C. CaNnFIELD2, and
PuiLipp GEGENWART! — 1. Physikalisches Institut, Georg-August-
Universitit Gottingen, 37077 Gottingen, Germany — 2Ames Labora-
tory and Department of Physics and Astronomy, lowa State University,
Ames, Towa 50011, USA

We have performed electrical resistivity and thermal conductivity mea-

surements on the heavy fermion metal YbAgGe to investigate quantum
critical behavior and the validity of Wiedemann-Franz law. A power

law analysis of electrical resistivity p(T), p(T) = po + AT™ showed
that NFL behavior with n < 2 persists in fields up to 9 T. A broad
maximum of p(H) appeared in the vicinity of critical field H. ~ 4.5
T, where a field-induced quantum critical end point (QCEP) was ex-
pected. Far away from this critical region, the Lorenz ratio L(T")/Lg
converges to unity in the limit of 7' — 0. However, near the QCEP,
the extrapolation of L(T')/Lo gives L(T — 0)/Lo ~ 0.91. We asso-
ciate this moderate violation of Wiedemann-Franz law at 4.5 T with
the strong inelastic scattering of electrons from the quantum critical
fluctuations.

15 min. break

Invited Talk TT 59.7 Thu 16:45 H6
Electron Spin Resonance (ESR) close to a Quantum Phase
Transition: Probing YbRh,Si; at mK Temperatures —
eMARC ScHEFFLER!, CoNRAD CLAUSS!, MoJTaBA JAVAHERI', MAR-
TIN DRresseL!, JOre SicHELSCHMIDT2, CORNELIUS KRELLNERZ3,
Curistorn GrmBeL?, and Frank StTecricn? — 1. Physikalis-
ches Institut, Universitdt Stuttgart, Stuttgart, Germany — 2Max-
Planck-Institut fiir Chemische Physik fester Stoffe, Dresden, Germany
— 3Physikalisches Institut, Goethe-Universitdt Frankfurt, Frank-

furt /Main, Germany

The heavy-fermion material YbRhoSis is a model system for quantum
criticality: the very weak antiferromagnetic order below 70 mK can
be suppressed e.g. by a small magnetic field of 60 mT. This quantum
phase transition results in unusual properties such as pronounced non-
Fermi-liquid behavior. Previous electron spin resonance (ESR) studies
on YbRh2Sis revealed new insights concerning the spin dynamics of
Kondo lattices, but were limited to temperatures above 500 mK and
could not access the most interesting low-temperature regimes.

‘We recently developed a new measurement technique which we now
use for ESR studies on YbRhSis single crystals at temperatures down
to 40 mK. With a set of ESR frequencies spanning 1.5-13 GHz and
ESR fields as low as 30 mT, we address the temperature and field
regimes close to the quantum critical point. Our results cover all three
phases (antiferromagnet, non-Fermi liquid, field-induced Fermi liquid)
and they open new opportunities to gain deeper insight into ESR of
heavy-fermion systems and to investigate the quantum critical point.

TT 59.8 Thu 17:15 H6
Influence of charge carrier doping on the 7T*-Scale in
YbRh>Sis — eM.-H. ScuuBerT, Y. Tokiwa, H. S. JEEvAN, E.
BLUMENROTHER, and P. GeEGENwaRT — [. Physikalische Institut,
Georg-August-Universtitdt Gottingen, Friedrich-Hund-Platz 1, 37077
Gottingen, Germany

YbRh2Siz is a prototype heavy-fermion metal which displays a mag-
netic, field-induced antiferromagnetic (AF) quantum critical point
(QCP). It has attracted much attention due to an additional low-
energy scale T*(B) merging at the QCP, whose origin is still under
discussion. Here, we present our recent thermodynamic, magnetic
and electrical transport measurements on different single crystalline
samples of charge-carrier doped Yb(Rhi—_;Tz)2Si2 (T=Fe, Ni, Ru)
at temperatures down to 15 mK and in magnetic fields up to 7 T.
The partial substitution of Rh by either Fe or Ni introduces holes or
electrons, respectively. The evolution of the single-ion Kondo scale is
similar to isoelectronic Co substitution in accordance with the chemical
pressure effect. However, while chemical pressure has little influence
on T*(B) in isoelectronic doped samples, we observe a drastic reduc-
tion or increase of B*(T = 0) by Fe- or Ni-doping, respectively. As the
AF order is completely suppressed by Fe-doping, a heavy Fermi liquid
ground state (without the T*(B) anomaly) is observed. These results
are compared to measurements on samples where Rh is partially sub-
stituted by Ru. Here the chemical pressure effect is minimized in order
to investigate the pure charge doping effect.

Work supported by the DFG research unit 960 (Quantum phase
transitions).

TT 59.9 Thu 17:30 H6
Competing Magnetic Anisotropies and Multicriticality: The
Case of Co-doped YbRhySi, — eEric C. ANDRADE!, MANUEL
Branpo?, CurisTorH GEIBEL?, and MaTrTHIAS VoiTAl — 1'TU Dres-
den — 2MPI-CPfS

Motivated by the unusual evolution of magnetic phases in stoichiomet-
ric and Co-doped YbRh2Siz, we study Heisenberg models with com-
peting single-ion and exchange anisotropies by large scale Monte-Carlo
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simulations. Upon also including the competition between ferromag-
netic and antiferromagnetic order, we analyze the ingredients required
to obtain the characteristic crossing point of susceptibilities observed
experimentally in Yb(Rhg.73Cog.27)2Si2. The models possess various
multicritical points, which we speculate to be relevant for the behavior
of Co-doped YbRh2Sia. We also make contact with experimental data
on YbNi2P4.

TT 59.10 Thu 17:45 H6
Evolution of ferromagnetic order in Yb(Rh;_,;Co,)2Si> with
xz < 0.27 — eSaNDRA Hamann!, STeran Lausserc!, Lucia
STEINKE!, CHRIsTOPH KLINGNER?, CORNELIUS KRELLNER?, MANUEL
Branpo!, Curistopn GEBEL!, and FrRaNk STeEGLIcH! — Max
Planck Institute for Chemical Physics of Solids, N6thnitzer Str. 40,
01187 Dresden, Germany — 2Max Planck Institute of Biochemistry,
D-82152 Martinsried, Germany — 3Institute of Physics, Goethe Uni-
versity Frankfurt, Max-von-Laue-Strasse 1, 60438 Frankfurt am Main,
Germany

Antiferromagnetic (AFM) order appears in YbRh2Siz at Ty = 70 mK
although strong ferromagnetic fluctuations are observed. The applica-
tion of chemical pressure z in the series Yb(Rhj_,Cogz)2Siz2 stabilizes
the AFM phase, i.e. Ty increases with increasing x. A second phase
transition at 77, < Ty emerges with increasing « and the strength of
the ferromagnetic fluctuations raises up to a maximum for x ~ 0.27
[1]. Eventually, in pure YbCo2Siz both phase transitions T and Ty,
are of AFM nature with 4f local moments aligned along the crystallo-
graphic ab-plane. However, the sample with = = 0.27 reveals only one
phase transition at 1.30 K which is surprisingly ferromagnetic with mo-
ments parallel to the c-axis [2]. This motivates a deeper investigation
of the magnetic properties in Yb(Rhj_;Cog)2Siz2 with the magnetic
field along the c-axis. Here, we present ac-susceptibilty measurements
of single crystals with z < 0.27 down to a temperature of 25 mK.

[1] C. Klingner et al., Phys. Rev. B. 83, 144405 (2011)
[2] S. Lausberg et al., arXiv:1210.1345

TT 59.11 Thu 18:00 H6
NMR as a local probe for ferromagnetic correlation and quan-
tum criticality in 3d systems: YFesAlip and Ta(Fei_,V.)2
— oP. KnunTial, M. Branpo!, A. Strypom?, M. Aronson3, G.
KreNER!, F. STEGLICH!, and M. BaentTz! — Max Planck Institute
for Chemical Physics of Solids, 01187, Dresden, Germany — 2Physics
Department, University of Johannesburg,South Africa — 3Brookhaven
National Laboratory, New York 11973, USA

Probing the g-averaged dynamic susceptibility at low energies, the spin

lattice relaxation rate by T, (1/T1T) (SLR) is ideal for the investi-
gation of FM and AFM spin fluctuations. At the verge of magnetic
order, unusual scaling laws in T and H dependent SLR could be as-
sociated with quantum criticality. In YFeaAl;g, fluctuation of Fe mo-
ments leads to enhanced x and C/T values yielding large Wilson ratio
accompanied by 27(1/T1 T)~ x reveal the dominant role of FM fluc-
tuations in the spin excitation spectra [1].Ta(Fe;_; V)2 undergoes an
itinerant AFM order, but for nominal V doping, the magnetic proper-
ties are reminiscent of itinerant FM at the verge of a FM instability.
The enhanced M (T — 0) supported by C/T~ -InT behavior sug-
gest the persistence of FM fluctuations.Additionally,the 51 (1/ T T)~
T-0-8 dependence in small fields indicates the co-existence of FM and
AFM spin fluctuations. The Korringa product implies FM correlation
between itinerant moments. Presented systems pose special interest
since the bulk and microscopic data support low lying magnetic phase
transitions and both are naturally located in the vicinity of FM QCP
without any external tuning parameter.

[1] Phys. Rev. B (R), in press (2012)

TT 59.12 Thu 18:15 H6
High pressure transport studies of quantum critical be-
haviour close to ferromagnetism — eYanc Zou!, Zuvo FEng!2,
PeTER Locc!, SvEN FriepEMANN!, Hong En Tan!, and F. MALTE
Groscue! — Cavendish Laboratory, University of Cambridge, UK

— 2Department of Physics, University College London, UK

Metals close to a magnetic quantum critical point offer a compara-
tively clear and well-defined environment to investigate the breakdown
of Landau’s Fermi liquid theory. The low temperature band ferromag-
net ZrZns violates the predictions of Fermi liquid theory over a wide
temperature range [1]. We present new measurements of the electrical
resistivity and thermal conductivity as a function of applied magnetic
field. These suggest that the temperature scale below which Fermi
liquid behaviour is observed rises rapidly with field and reaches 6 K
at B = 9T. A different kind of Fermi liquid breakdown is seen in
the Kondo lattice ferromagnet CeAgSb, [e.g. 2]. The ferromagnetic
transition temperature T = 9.6 K is sensitive to the application of
both pressure and transverse magnetic fields. Therefore, tuning these
parameters could be used to access a magnetic quantum phase tran-
sition. We present transport measurements under pressure and field
tuning, as well as combined measurements of the specific heat and the
magnetocaloric effect which provide a comprehensive transport and
thermodynamic study of the system.

[1] Smith et al. Nature 455, 7217 (2008)
[2] Araki et al. PRB 68, 024408(2003)

TT 60: Graphene - Theory (jointly with DS, HL, MA, and O)

Time: Thursday 15:00-17:30

TT 60.1 Thu 15:00 H17
Influence of non-local exchange-correlation and spin-orbit in-
teraction on electronic and optical properties of graphene,
silicene, germanene, and tinene — eLARs MarTHEs!, OLIvia
PuLci?, PaoLa Gori3, and FriepHELM BecusTEDT! — !Institut
fir Festkorpertheorie und -optik, Friedrich-Schiller-Universitdt Jena,
Max-Wien-Platz 1, 07743 Jena — 2Dipartimento di Fisica, Universita
di Roma "Tor Vergata", via della Ricerca Scientifica 1, 00133 Rome,
Italy — 3CNR-ISM, Via Fosso del Cavaliere 100, 00133 Rome, Italy

We present first-principles studies of the optical absorbance of the
group-IV honeycomb crystals graphene, silicene, germanene, and
tinene. We account for many-body effects on the optical properties
by using the non-local hybrid functional HSE06. The optical absorp-
tion peaks are blue-shifted due to quasi-particle corrections, while the
influence on the low-frequency absorbance remains unchanged and re-
duces to the universal value wa,m? where « is the Sommerfeld fine-
structure constant. However, in silicene, germanene and tinene an
electronic band gap arises at the Dirac-point due to spin-orbit split-
ting and parabolic bands with a very small effective mass emerge.
Consequently, the low-frequency absorbance is modified due to the
spin-orbit induced fundamental absorption edge. We demonstrate nu-
merically that the absorbance increases at the fundamental absorption
edge.

[1] A. Geim et al., Science 320, 1308 (2008)

[2] F. Bechstedt, L. Matthes et al., Appl. Phys. Lett. 100, 261906

Location: H17

(2012)

TT 60.2 Thu 15:15 H17
Generalized Hubbard models for two dimensional hybrid ma-
terials — oM. RosNER!, E. SasiogLu?, C. FriepRICH?, S. BLUGELZ,
A. 1. LicaTensTeIN®, M. I. KarsneLson?, and T. O. WEHLING!
— lInstitut fiir Theoretische Physik, Universitit Bremen, D-28359
Bremen, Germany — 2Peter Griinberg Institut and Institute for Ad-
vanced Simulation, Forschungszentrum Jiilich and JARA, D-52425
Jiilich, Germany — 31. Institut fiir Theoretische Physik, Universitét
Hamburg, D-20355 Hamburg, Germany — *Radboud University Ni-
jmegen, Institute for Molecules and Materials, NL-6525 AJ Nijmegen,
The Netherlands

We present effective generalized Hubbard models for the description
of novel two dimensional materials. The local and non-local partially
screened Coulomb interaction as well as hopping integrals are calcu-
lated from first principles for silicene and graphene on a metallic sub-
strate. We consider interactions up to the 6th nearest neighbor in real
space and investigate the long range behavior of the dielectric func-
tion in k-space. We compare the resulting silicene Hubbard model to
the corresponding model for pure graphene. Thereby we find values of
U/t ~ 4.0 eV for the on-site and V/t &~ 2.4 €V for the nearest neighbor
partially screened Coulomb interaction in silicene, which are slightly
bigger than in freestanding graphene. We further show that the ratio
of the local to the non-local Coulomb interaction can be controlled by a
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metallic substrate, which efficiently screens non-local Coulomb terms.

TT 60.3 Thu 15:30 HI17

Subgap conductivity in gated bilayer graphene — eMaxim
TrusHIN — University of Konstanz, 78457 Konstanz

In the present work [1], the subgap electron transport has been investi-
gated in gated bilayer graphene [2] within the two-band effective model
using the finite-size Kubo formula. The conductivity does not vanish
even though the temperature is set to zero and the chemical potential
gets into the middle of the band gap. In contrast to the universal
subgap conductivity observed in the 2D topological insulators [3], the
subgap conductivity in bilayer graphene turns out to be sensitive to
the band gap size and disorder strength.

The effect can be explained in terms of the quantum mechanical in-
terband coherence which turns out to be important for the chiral car-
riers. At finite temperature, a competition between the temperature-
dependent interband decoherence and thermal activation processes re-
sults in the non-monotonic conductivity vs. temperature dependence.
The non-monotonicity can be seen as a signature of the interband en-
tanglement responsible for the difference between the transport and
spectral gaps. The effect can be observed in gapped bilayer graphene
sandwiched in boron nitride where the electron-hole puddles and flex-
ural phonons are strongly suppressed.

[1] M. Trushin, Europhys. Lett. 98, 47007 (2012). [2] E. McCann,
Phys. Rev. B 74, 161403 (2006). [3] M. Z. Hasan and C. L. Kane,
Rev. Mod. Phys. 82, 3045 (2010).

TT 60.4 Thu 15:45 HI17
Lattice dynamics of few-layer graphene after ultrashort laser
excitation — eNAIRA GRIGORYAN, EEUWE S. Z1JLSTRA, and MARTIN
E. Garcia — Universitat Kassel, Kassel, Germany

Femtosecond laser pulses may induce striking structural effects in solids
via electronic excitation. Here we studied the phonon dynamics on the
10 ps timescale in thin graphite films as a function of its thickness after
laser interaction using ab initio molecular dynamics simulations includ-
ing a Van der Waals force correction term to the local density approxi-
mation. We implemented the coupling of the hot electrons with the so-
called strongly coupled optical phonons (SCOPs) [T. Kampfrath et al.,
PRL 95, 187403 (2005)] in a semiempirical way . From our simulations
we could determine the decay of the SCOPs into other phonon modes,
in particular, the out-of-plane lattice vibrations.

TT 60.5 Thu 16:00 H17
RKKY Interaction in a Graphene Bilayer — eNicorLaAs KLIER,
Sam SuaLLcross, and OLEG PANKRATOV — Theoretische Festkorper-
physik, Universitat Erlangen-Niirnberg, Staudtstr. 7B2, 91058 Erlan-
gen

RKKY interaction in doped graphene monolayer (kg # 0) shows
Friedel oscillations decaying as 1/r2 [1]. In this work we consider the
RKKY interaction in AA- and AB-stacked bilayer graphene using ex-
act low energy Green’s functions. Apart from the common site-to-site
interaction we discuss impurities located at the bond centers as well as
impurities at the center of the hexagonal plaquettes and intercalant-
type impurities located in-between the two carbon layers. Similarly to
the monolayer case, we find an oscillatory 1/r2 decay for on-site impu-
rities in AA-stacked bilayer graphene. The exchange integral separates
into the product of an energy dependent oscillation and an additional
modulation resulting from the interlayer coupling. Interestingly, for
on-site impurities in AB-stacked bilayer graphene this additional mod-
ulation vanishes at low Fermi energies. Moreover, due to the interfer-
ence of the neighboring site-to-site interactions, at high Fermi energies
the RKKY interaction between two plaquette impurities shows a 1/r3
behavior.

[1] M. Sherafati and S. Satpathy, Phys. Rev. B 84, 125416, 2011

Coffee break
TT 60.6 Thu 16:30 HI17

Ab initio calculations of functionalized graphene nanorib-
bons — eCHRISTIAN TiLL, NILS ROSENKRANZ, CHRISTIAN THOMSEN,
and JANINA MaurrzscH — TU Berlin, Institut fiir Festkorperphysik,
Hardenbergstrafse 36, 10623 Berlin

Since nearly 30 years the discovery and subsequent research on
fullerenes, carbon nanotubes, and graphene fuel expectations on
carbon-based nanoelectronics. In this context, thin stripes of the
two-dimensional material graphene, so-called graphene nanoribbons

(GNRs), draw broad interest as well. In this work, we present a com-
prehensive ab initio study of the structural, electronic and vibrational
characteristics of a T7-armchair GNR with hydroxyl functionalized
edges. Our results show AGNRs with increasing hydroxyl saturation
to be particularly stable. In addition, we find a variation of the ribbon
geometry under functionalization. An increasing degree of functional-
ization leads to a compression perpendicular to the ribbon axis. As a
consequence we find a linear shift of the band gap with growing edge
hydroxylation. With regard to a possible experimental determination
of the degree of functionalization, we indicate fingerprint vibrational
modes of the hydroxyl groups as well as a substantial shift of Raman
active phonons.

N. Rosenkranz, C. Till, C. Thomsen, and J. Maultzsch, Phys. Rev. B
84, 195438 (2011).

TT 60.7 Thu 16:45 H17
Phonon dispersions of AB- and ABC-stacked graphene trilay-
ers and multilayers — eBarT VERBERCK!2, KArRL H. MIcHEL!,
and BJorN TraAUzETTEL? — !Department of Physics, University
of Antwerp, Groenenborgerlaan 171, B-2020 Antwerpen, Belgium
— 2Institut fiir Theoretische Physik und Astrophysik, Universitit

Wiirzburg, Am Hubland, D-97074 Wiirzburg, Germany

Recently, it was experimentally confirmed that the electronic structure
of graphene multilayers crucially depends on how they are stacked. The
simplest multilayer for which different stackings can be realised is the
trilayer. The ABA variant features both linearly and quadratically dis-
persed electronic bands near the K-point, while the ABC variant has
cubic electronic dispersion. At the same time, the difference between
the phonon dispersions for ABA and ABC trilayer graphene is less well
established. Detailed knowledge of the phonon spectra is, however,
essential for understanding double-resonant Raman scattering experi-
ments, offering a simple means for characterising multilayer graphene
samples (number of layers and stacking sequence). Here we present a
theoretical study of the phonon dispersions of AB- and ABC-stacked
multilayers based on a phenomenological force-constants model. We
find that the difference between the phonon spectra for the two variants
is much less apparent than the difference between the respective elec-
tronic band structures; the main distinction concerns the low-energy
phonon modes around the K-point. We argue that the observed differ-
ence in double-resonant Raman scattering signals for ABA and ABC
trilayers mainly originates from the different electronic dispersions.

TT 60.8 Thu 17:00 H17
Optical selection rules in graphene quantum dots —
eELEFTHERIA KAvousanaki and KEsHav DANI — Femtosecond Spec-
troscopy Unit, Okinawa Institute of Science and Technology, Graduate
University, Okinawa, Japan

We theoretically study the optical absorption of graphene quantum
dots for different shapes, sizes and edge types. We calculate the single
particle energy spectrum using the tight-binding Hamiltonian and the
Dirac-Weyl equation and show that dots with zigzag edges exhibit a
degenerate shell of zero energy states, in agreement with previous re-
sults. Using standard group theoretical tools, we identify the optical
selection rules for triangular and hexagonal quantum dots and discuss
the role of light polarization on the absorption spectrum. Finally, we
calculate the oscillator strengths and absorption spectra for different
quantum dot sizes and identify the contribution of the zero energy
states therein.

TT 60.9 Thu 17:15 H17
Electronic reflection for a single layer graphene quantum well
— eABIR MuaMDI}2, EMna BeEN SaLem!, and StHEM JAzIRI® —
ILaboratoire de Physique de la Matiére Condensée, Faculté des Sci-
ences de Tunis, Tunisia — 2Institut fiir Theoretische Physik, Georg-
August Universitit Gottingen, Germany — 3Laboratoire de Physique
des Matériaux, Faculté des Sciences de Bizerte, Tunisia

We address the problem of Dirac fermions’ graphene quantum well
(GQW) and we focus on the low energy approximation for the Hamil-
tonian of the system where the former can be described by a Dirac-like
Hamiltonian. Interesting relations are obtained and used to discuss
the influence of the spin-orbit coupling, which induces an effective
mass-like term, on the transport properties of single-layer graphene
quantum well. It is found that the reflection probability of incident
electrons is sensitive to the effective mass-like term. This can be ex-
plained by the dependence of reflection coefficient R on the incident
electrons’ direction and their energies. Notably, we found that the re-
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flection probability for massive fermions with a very small angle, i.e.
the wave-vector along the transport direction is zero in the GQW, can

TT 61: Topological Insulators 4
Time: Thursday 15:00-18:00

Topical Talk TT 61.1 Thu 15:00 HI18
Correlation Effects in Quantum Spin Hall Insulators —
eMARTIN HoOHENADLER — Theoretische Physik I, Universitit
Wiirzburg, 97074 Wiirzburg, Germany

Time-reversal invariant insulating states with topological properties,
including topological insulators, have been in the focus of research in
recent years. On the theoretical side, electronic correlation effects are
of particular interest, as they can both destroy and create topological
phases. This talk gives an overview of research on two-dimensional,
correlated topological insulators, with a focus on quantum Monte Carlo
results for the Kane-Mele-Hubbard model.

TT 61.2 Thu 15:30 HI18
All in-ultra-high-vacuum study of thin film topological insu-
lators: BisTes — eKarHARINA HOEFER, DiaNA RaTA, CHRISTOPH
BECKER, and Liu Hao TJENG — Max Planck Institute for Chemical
Physics of Solids

Thin films of topological insulators offer the possibility for the experi-
mental study of the expected spectacular phenomena occurring at the
surface of or interface with these materials due to the increased surface
to bulk ratio in comparison to bulk crystals. Bulk materials are always
defective which leads to extra contributions in conductance.

High quality thin films of BizTe3 were grown on a-Al203(0001) and
BaF3(111) using Molecular Beam Epitaxy. A two-step growth pro-
cedure provides high quality epitaxial films despite the large lattice
mismatch of 9% to AloOs; the mismatch to BaFs is less than 1%.

To protect the surface integrity an all in-ultra-high-vacuum study is
crucial. This means not only the preparation and characterization by
RHEED, LEED, XPS and ARPES, but especially the transport mea-
surements are performed in-ultra-high-vacuum. The results of this
study and ongoing work will be presented.

TT 61.3 Thu 15:45 HI18
Magnetotransport in MBE-grown topological insulator
(Bi1—zSbz;)2Tes thin films — eCHRISTIAN WEYRICH!, To-
BIAs MEerzeNICcH!, Icor E. Barov!?, GREGOrR MussLER!, JORN
KaMpMEIER!, YULIETH ARaNcol!, DeETLEV GRUTZMACHER!, and
Tromas Scuipers!h? — 1Peter Griinberg Institute (PGI-9), Research
Centre Jiilich GmbH, 52425 Jiilich, Germany — 2Institute of Solid
State Physics, Russian Academy of Sciences, Chernogolovka, 142432,
Moscow Distr., Russia — 3II. Physikalisches Institut, RWTH Aachen
University, 52056 Aachen, Germany

We report on the magnetotransport study of topological insulator
(Bij—zSbz)2Tes thin films. The films were grown on a silicon on insu-
lator (SOI) substrate with a Si(111)-layer on top by molecular beam
epitaxy. In BixTes samples, we observed a positive magnetoresistance
at low magnetic fields with a cusplike minimum at B =0 (weak antilo-
calization) as well as positive magnetoresistance in the entire magnetic
field range (up to 12T). The weak antilocalization effect disappears
when an in-plane field is applied, showing the anisotropy between the
transport parallel and perpendicular to the quintuple-layers. The es-
timated phase coherent lengths up to 250 nm at low temperatures are
comparable to those previously obtained for BizTez. The magneto-
transport measurements were also performed on MBE-grown films of
SbaTes (p-doped) as well as on the ternary compound (Bij—;Sbz)2Tes
(0<z<1). A transition from n- to p-doping depending on x has been
seen in the measurements.

TT 61.4 Thu 16:00 H18
Surface state contribution to thermoelectric transport in
Bi;Tes — eNicki F. HinscHeE!, FLoriaN RiTTwecer!, PETER
Zann3 und INgriD MEerTiGH2 — IMartin-Luther-Universitét, Insti-
tut fiir Physik, Von-Seckendorff-Platz 1, DE-06120 Halle — 2Max-
Planck-Institut fiir Mikrostrukturphysik, Weinberg 2, DE-06120 Halle
— 3Helmholtz-Zentrum Dresden-Rossendorf, P.O. Box 51 01 19, DE-

01314 Dresden

Bulk BisTes and related heterostructures are well known as efficient

be greatly suppressed.

(jointly with DS, HL, MA, and O)

Location: H18

thermoelectric materials [1,2]. Recent research revealed BisTes to be a
strong topological insulator, i.e. its bulk is insulating, while its surface
is metallic due to the presence of robust gapless surface states [3]. While
the spin structure and the low-temperature electrical transport gained
much attention, the physics of the thermoelectric transport is still un-
der debate. To contribute on this, we studied the electronic structure
of the BigaTes surface with a fully relativistic screened Korringa-Kohn-
Rostoker Green’s function method. The thermoelectric transport pro-
perties were calculated within the relaxation time approximation of
the Boltzmann theory. The influence of temperature and doping on
the thermoelectric properties of the surface state were analysed in de-
tail.

[1] T. M. Tritt et al., MRS bulletin 31, 188 (2006)
[2] N. F. Hinsche et al., Phys. Rev. B 86, 085323 (2012)
[3] H. Zhang et al., Nature Phys. 5, 438 (2009)

TT 61.5 Thu 16:15 HI18
Quasi-ballistic transport of Dirac fermions in a BizSes
nanowire — eJosEPH DUFOULEUR — IFW-Dresden, Dresden, Ger-
many

Quantum coherent transport of Dirac fermions in a mesoscopic
nanowire of the 3D topological insulator BizSes is studied in the weak-
disorder limit. At very low temperatures, many harmonics are evi-
denced in the Fourier transform of Aharonov-Bohm oscillations, re-
vealing the long phase coherence length of surface states. Remarkably,
from their exponential temperature dependence, we infer an unusual
1/T power law for the phase coherence length. This decoherence is
typical for quasi-ballistic fermions weakly coupled to the dynamics of
their environment.

15 min. break

TT 61.6 Thu 16:45 HI18
Quasi-ballistic transport of Dirac fermions in a BisSes
nanowire — eJosepH DUFOULEUR!', Louls VEYRAT!, ANDREAS
TEICHGRABER!, STEPHAN NEUHAUs!, CHrisTIAN Nowkal, SILKE

HAMPEL1 J EROME CAYSSOLQ’3 JoAcHIM SCHUMANN1 BARBARA
’ ’ ’
1

EicuLer!, Oriver ScumipT!, BERND BUcHNER!, and RomaIN
Giraup!* — 1Leibniz Institute for Solid State and Materials Re-
search, IFW Dresden, 01171 Dresden, Germany — 2LOMA, Univer-
sity Bordeaux 1, F-33045 Talence, France — 3Max-Planck-Institut fiir
Physik Komplexer Systeme, Nothnitzer Str. 38, 01187 Dresden, Ger-
many — 4CNRS - Laboratoire de Photonique et de Nanostructures,

Route de Nozay, 91460 Marcoussis, France

Quantum coherent transport of Dirac fermions in a mesoscopic
nanowire of the 3D topological insulator BizSe3 is studied in the weak-
disorder limit. At very low temperatures, many harmonics are evi-
denced in the Fourier transform of Aharonov-Bohm oscillations, re-
vealing the long phase-coherence length of surface states. Remarkably,
from their exponential temperature dependence, we infer an unusual
1/T power law for the phase coherence length L, (T'). This decoherence
is typical for quasi-ballistic fermions weakly coupled to the dynamics
of their environment.

TT 61.7 Thu 17:00 H18
Magnetotransport in disordered HgTe ribbons — eSvEN Es-
sERT and Kraus RicHTER — Institut fiir Theoretische Physik, Uni-
versitdt Regensburg, 93040 Regensburg, Germany

HgTe quantum wells allow the realization of 2D topological insula-
tor structures. They feature edge states which are protected from
backscattering by time-reversal symmetry leading to dissipationless
transport in the presence of non-magnetic disorder. We perform trans-
port calculations using the four-band BHZ model to investigate the
lifting of this protection by an external magnetic field. We find that
the edge state transport is very robust to the application of a perpen-
dicular magnetic field as long as the transport is still in the quasi-one
dimensional regime, i.e. as long as the system is far from a topological
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phase transition to the topologically trivial insulating phase. However,
by gating parts of the system to the metallic regime and thereby al-
lowing for true 2d transport, the effect of the magnetic field can be
drastically increased.

TT 61.8 Thu 17:15 HI18
Probing the Band Topology of Mercury Telluride through
Weak Localization and Antilocalization — eVikTorR KRUECKL
and Kraus RicHTER — Institut fiir Theoretische Physik, Universitat
Regensburg, 93040 Regensburg

We investigate the effect of weak localization (WL) and weak antilocal-
ization (WAL) in the diffusive transport through HgTe/CdTe quantum
wells. Our results reveal different transitions between WL and WAL
depending on the Fermi energy as well as the band topology [1]. If
spin-orbit interactions from bulk and structure inversion asymmetry
can be neglected, the magnetoconductance of a system with inverted
band ordering features a transition from WL to WAL and back. This
is a signature of the Berry phase arising for inverted band ordering
and not present in heterostructures with conventional ordering. In
presence of strong spin-orbit interaction both band topologies exhibit
WAL, which is distinctly energy dependent solely for quantum wells
with inverted band ordering. This can be explained by an energy-
dependent decomposition of the Hamiltonian into two blocks.

[1] V. Krueckl and K. Richter, Semicond. Sci. Technol. 27, 124006
(2012)

TT 61.9 Thu 17:30 HI18

Robustness of edge states in non-centrosymmetric supercon-
ductors — eRAQUEL QUEIROZ und ANDREAS P. SCHNYDER — Max
Planck Institut fiir Festorperforschung, 70569 Stuttgart, Germany

Nodal superconductors without inversion symmetry have non-trivial

topological properties, manifested by topologically protected flat-band
edge states [1-3]. Since the bulk is not fully gapped, the edge states
of nodal superconductors can in principle be susceptible to impurities,
which break translational symmetries. Using recursive Green’s func-
tion techniques we study the robustness of these edge states against
both magnetic and non-magnetic disorder. We show that for weak and
dilute non-magnetic impurities, a finite number of mid-gap edge states
remains at zero-energy. We compute the zero bias conductance of a
junction between a normal lead and a non-centrosymmetric supercon-
ductor as a function of disorder strength. It is found that the flat-band
edge states give rise to a nearly quantized zero-bias conductance even
in the presence of non-magnetic impurities.

[1] A. P. Schnyder and S. Ryu, Phys. Rev. B 84, 060504(R) (2011)

[2] P. M. R. Brydon, A. P. Schnyder, and C. Timm, Phys. Rev. B 84,
020501(R) (2011)

[3] A. P. Schnyder, P. M. R. Brydon, and C. Timm, Phys. Rev. B 85,
024522 (2012)

TT 61.10 Thu 17:45 HI18
The Kondo cloud in helical edge states — ¢THORE PosskE and
BiorN TRAUZETTEL — Institute for Theoretical Physics and Astro-
physics, University of Wiirzburg, 97074 Wiirzburg, Germany

The Kondo cloud is one of the last left unobserved phenomena of the
Kondo effect. It stands for spatially extended spin-spin correlation
between the electrons in the leads and the spin of the impurity in
a Kondo system. Attempts to measure the Kondo cloud directly at
the impurity usually perturb the system vastly and therefore modify
the Kondo cloud. Helical edge states of topological insulators obey a
unique coupling of the direction of motion and the spin degree of free-
dom. This, as we show, allows for the possibility to find signatures of
the Kondo cloud far away from its origin by measuring current-current
correlations.

TT 62: Superconductivity: Properties, Electronic Structure, Order Parameter

Time: Thursday 15:00-18:15

TT 62.1 Thu 15:00 H19
Y3Pts;Gejz: a superconductor with non-centrosymmetric
crystal structure — eRoMaN GUMENIUK, MICHAEL NIckLAs, LEV
AKSELRUD, WALTER SCHNELLE, ULRICH SCHWARZ, ALEXANDER T'SIR-
LIN, ULRICH BURKHARDT, YURI GRIN, and ANDREAS LEITHE-JASPER
— Max Planck Institute for Chemical Physics of Solids, Dresden, Ger-
many

The intermetallic compound Y3Pt4Ge;s has been synthesized by high-
pressure and high-temperature technique (p = 8 GPa, T = 1070
K). It crystalizes with non-centrosymmetric type-of-structure in the
monoclinic space group Cc (a = 12.8781(2) A, b = 12.8384(2) A, ¢
= 9.1080(1) A, 8 = 90.042(2)°, V = 1505.9(1) A3) and is stable in
the temperature range 4 K - 380 K. At 383 K structural phase tran-
sition for Y3Pt4Geis was observed. Above the transition tempera-
ture, the crystal structure becomes rhombohedral (space group R3c,
a = 12.7423(1) A, ¢ = 15.6888(1) A, V = 2206.0(1) A3). The low-
temperature monoclinic modification of Y3Pt4Ge13 becomes super-
conducting below 7T, = 4.5 K. Thermodynamic properties as well as
transport measurements were conducted down to 0.4 K. The upper
critical field poHcz2 is 3.8 T. The data are consistent with a single en-
ergy gap with s-wave symmetry for the superconducting phase.

TT 62.2 Thu 15:15 H19
Superconducting properties of the filled skutterudite
LaPt;Ge;2 probed by thermal conductivity — eHEIKE Prau,
ULRIKE STOCKERT, ROMAN GUMENIUK, WALTER SCHNELLE, HELGE
RosNER, MicHAEL NickrLAs, ANDREAS LEITHE-JASPER, YURI GRIN,
and Frank StecrLicH — MPI for Chemical Physics of Solids, 01187
Dresden, Germany

Filled skutterudites have attracted much interest due to a remarkable
variety of physical properties and ground states. Particular interest
has been paid to the superconductors, which range from conventional
BCS over multiband to unconventional types.

In this contribution we present results on the filled skutterudite
LaPt4Gej2, which becomes superconducting below T, = 8.3 K with
a critical field of ng = 1.6 T. While for its Pr-counterpart an uncon-
ventional and/or a multiband coupling mechanism is discussed, NMR

Location: H19

and photoemission measurements on the La-compound suggest con-
ventional s-wave superconductivity. However, results on the series
LagzPri_,Pt4Ge;2 indicate compatible order parameters for the two
stoichiometric end-compounds. As a complementary and very sensi-
tive probe of the order parameter, we performed temperature and field
dependent thermal conductivity measurements on LaPt4Gej2 down to
temperatures below 100 mK. Our results do not show a typical s-wave
behaviour, but point towards a more complex gap structure, which will
be discussed in the context of previous results on both, LaPt4Ge;2 and
PrPt4Geqo.

TT 62.3 Thu 15:30 H19

Direct observation of the superconducting gap in thin
films of titanium nitride using terahertz spectroscopy —

eUwE SANTIAGO PrAcHT!, MARC SCHEFFLER!, MARTIN DRESSEL!,

Tatvana BaTuriNa2, Davip KaLok®, and CHRISTOPH STRUNK® —
1. Physikalisches Institut, University of Stuttgart, Germany — 2A.
V. Rzhanov Institute of Semiconductor Physics SB RAS, Russia —
3Institute of Experimental and Applied Physics, University of Regens-

burg, Germany

Thin films of superconducting titantium nitride (TiN) have recently
gained attention for both applications (such as single-photon detectors)
and fundamental reseach (as model system for the superconductor-
insulator transition which is accompanied by uncommon superconduct-
ing properties). TiN has been studied comprehensively with (magneto-
)transport studies, but only little is known about it’s electrodynamical
properties.

We report on the charge carrier dynamics of TiN thin films with
critical temperatures of 3.4 K and below, which we study with THz
spectroscopy in the frequency range 90-510 GHz. Our analysis pro-
vides access to superconducting properties like the real and imaginary
parts of the complex conductivity, energy gap and penetration depth.
These findings as well as the normal-state properties strongly suggest
conventional weak-coupling BCS superconductivity [1].

[1] U. S. Pracht et al. Phys. Rev. B 86, 184503 (2012)

TT 62.4 Thu 15:45 HI19
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Soft-mode enhanced superconductivity in the antiperovskite
APt3P, A=Sr, Ca, La — eRoLF HEID and KLAUS-PETER BOHNEN
— Institut fiir Festkorperphysik, Karlsruher Institut fiir Technologie

The surprising discovery of superconductivity in iron pnictides initi-
ated an increased search for superconductivity in other unconventional
compounds. Recently, a new class of P-based antiperovskites was syn-
thesized, and superconductivity with a T, of 8.4 K was observed for
SrPt3P [1]. Specific heat measurements indicated a strong-coupling
scenario and the presence of low-energy phonon modes. Replacing Sr
by Ca or La resulted in lower T.’s and a progressive loss of strong-
coupling signatures.

Here we present results of a first principles study of lattice dynamics
and electron-phonon coupling properties of APt3P, A=Sr, Ca, La, with
full consideration of spin-orbit interaction. For SrPt3P, the coupling
is carried almost totally by a single low-frequency branch consisting of
planar Pt vibrations, which result in a coupling constant of A ~ 2. In
CaPt3P this mode stiffens significantly thereby reducing A to about
1, while in LaPt3P the coupling is further reduced to 0.5 because of a
shift of the electronic bands. In contrast to previous work [2,3], our ab
initio results provide a consistent quantitative description of the key
features of superconductivity in this new class of materials within the
framework of the strong-coupling Eliashberg theory.

[1] Takayama et al. PRL 108, 27001 (2012)
[2] Chen et al., PRB 86, 125116 (2012)
[3] Kang et al., arXiv:1207.6196

Topical Talk TT 62.5 Thu 16:00 H19
Condensation Energy of CeCu2Si> and Theoretical Implica-
tions — eSTEFAN KIRCHNER — Max Planck Institute, Dresden, Ger-
many

Unconventional superconductivity occurs in a broad range of strongly
correlated electron systems. These systems are not only of varying ef-
fective dimensionality but their parent compounds out of which super-
conductivity emerges ranges from metals to bad metals and Mott insu-
lators. The only unifying characteristic features seems that unconven-
tional superconductivity occurs in close vicinity of zero-temperature
instabilities which are most often magnetic in nature. Heavy fermion
compounds represent prototype systems to address the interplay be-
tween quantum criticality and unconventional superconductivity. In
CeCus2Si2, the magnetic quantum phase transition and superconduc-
tivity occur at ambient pressure which allows for a detailed study of
the energetics across the superconducting transition. Based on an in-
depth study of the magnetic excitation spectrum of CeCuszSiz in the
normal and superconducting state we obtain a lower bound for the
change in exchange energy. The comparison with the superconducting
condensation energy demonstrates that the built-up of magnetic cor-
relations near the quantum critical point does drive superconductivity
in CeCu2Siz. In addition, our comparison establishes a huge kinetic
energy loss which we relate to the competition of Kondo screening and
superconductivity as the opening of the gap weakens the Kondo effect.
We discuss the relation between kinetic energy loss and the nature of
the underlying quantum critical point.

15 min. break

TT 62.6 Thu 16:45 H19
Magnetic and Superconducting Phases in RE-doped Chry-
sene — oFRrRaNziSkA HAMMERATH, PIETRO CARRETTA, GIANLUCA
A. Arriori, and LorRENZO MaLavast — University of Pavia - CNISM,
27100 Pavia, Italy

We present the first magnetic susceptibility, nuclear magnetic reso-
nance (NMR) and muon spin rotation (uSR) investigations of rare
earth (RE) doped Chrysene, (RE = Sm, Eu and La), a promising can-
didate for a new superconducting (SC) hydrocarbon material. The
magnetic susceptibility of pure Chrysene is only weakly temperature
dependent, its zero-field uSR measurements indicate a high fraction of
Muonium formation and its TH-NMR spectra and relaxation rates are
determined by the dominant nuclear dipolar interactions. The NMR,
uSR and susceptibility measurements on the RE-doped compounds
show different behaviors, thus confirming the formation of REChry-
sene phases. Indications of superconductivity are present in La- and
Sm-doped Chrysene with SC transition temperatures of 6 K and 4-
7K, respectively. While LaChrysene exhibits a rather high SC volume
fraction (= 30 %), the one of SmChrysene is always very small. The
pressure and magnetic field dependence of T. of LaChrysene is very
similar to the one of LaPhenanthrene [1|, but has to be discussed in

the context of a possible spurious fcc La phase, which shows similar
SC properties. Such an effect can be excluded for SmChrysene. Sus-
ceptibility, NMR and puSR measurements on EuChrysene on the other
hand evidence the onset of a magnetic order involving Eu ions.

[1] X. F. Wang et al., J. Phys. Condens. Matter 24, 345701 (2012)

TT 62.7 Thu 17:00 H19
Imaging the Anisotropic Nonlinear Meissner Effect
in Unconventional Superconductors — ALEXANDER P.
ZuuraveL!, BEENooD G. GHaMSARI?, CIHAN KURTER2, ePHILIPP
Jung3, STePHEN REMILLARD?, JoHN ABRAHAMSZ, ALEXANDER
LUKASHENKO®, ALEXEY V. UstiNov3, and STEVEN M. ANLAGEZ3
— IB. Verkin Institute for Low Temperature Physics and Engineering,
National Academy of Sciences of Ukraine, 61103 Kharkov, Ukraine —
2CNAM, Physics Department, University of Maryland, College Park,
ML 20742-4111, USA — 3Physikalisches Institut and DFG-Center for
Functional Nanostructures (CFN), Karlsruhe Institute of Technology,
76128 Karlsruhe, Germany — 4Physics Department, 27 Graves Place,
Hope College, Holland, MI 49422, USA

We present measurements on the anisotropic nonlinear Meissner effect
(aNLME). Using a laser scanning microscope we have directly imaged
this effect in a self-resonant spiral patterned from a thin film of the
dg2_ 2 superconductor YBaxCu3zO7_s. The spiral is excited at one of
its resonant frequencies while a focused laser spot is scanned across its
surface. The local illumination by the laser gives rise to a detectable
change in the resonant properties. At low temperatures, the aNLME
causes a direction dependent contribution to the critical current den-
sity. This makes it possible to image the directions of nodes and anti-
nodes of the superconducting order parameter and the contribution
of Andreev bound states associated with them. These two contribu-
tions to the photoresponse can be distinguished by their temperature
dependence, which is consistent with theoretical predictions.

TT 62.8 Thu 17:15 H19
Effect of photo-induced hole doping on the Meissner screen-
ing in underdoped YBa;Cu3O7;_; — eEvVELYN STiLP!2, AN-
DREAS SUTER?, ELvEZIO MORENZONI?, THOMAS PROKSCHAZ, ZAHER
SaLman?, Huco KEeLLER!, PaTrick PasLKE®?, RUBEN HUHNE?,
JorpaN C. BacLo®, Ruixing Liang®, and RoBerr F. KirrL® —
1 Physik-Institut, University of Zurich, CH-8057 Zurich, Switzerland
— 2Laboratory for Muonspin Spectroscopy, PSI, CH-5232 Villigen
PSI, Switzerland — 3Inst. fiir Festkorperphysik,TU Dresden, D-
01069 Dresden, Germany — *IFW Dresden, D-01069 Dresden, Ger-
many — °Department of Physics and Astronomy, University of British
Columbia, Vancouver, BC, Canada, V6T

For classical superconductors the interaction with light results in a re-
duction of the energy gap due to excess of quasiparticles. Surprisingly,
this is very different for cuprate superconductors where it was found
that illumination with light increases the charge carrier density. Sys-
tematic investigations in YBaCu3zO7_ s showed that 7. is increased by
this effect which is most pronounced at the heavily underdoped side of
the phase diagram. Up to now studies of photo-induced processes have
been restricted to investigations of transport properties and critical
temperatures. Using low energy pSR changes in the Meissner screen-
ing profile caused by illumination were directly investigated. We will
show that the photo-persistent effect in underdoped YBasCuzOr_g is
related to an increase of the superfluid density close to the surface. We
are also able to show that the oxygen ordering is a crucial ingredient
of the photo-induced effect.

TT 62.9 Thu 17:30 H19
Is there a magnetic analogon of the isotope effect in HTSC?
— eDirk WULFERDING!, PETER LEMMENs!, GiL DrACHUCK?, MENI
SHAYZ, GALINA BazaLiTsky?, RINAT OFERZ, ZAHER SALMAN?, ALEX
AwmaTo3, CHRISTOF NIEDERMAYERS, and AmiT KEREN? — IPKM,
TU-BS, Braunschweig — 2Technion, Haifa, Israel — 3PSI, Villigen,
Switzerland

The successful growth of large (CazLai—z)(Ba1.75—zLag.2542)CuzOy
(CLBLCO) allows now a systematic investigation of correlations be-
tween material properties and T.. In particular, the parameter x varies
the magnetic super-exchange coupling J by controlling the Cu-O-Cu
buckling angle. Using Raman scattering (and pSR) we determine J
for a series of samples, and show that T. monotonically increases with
increasing J. Our results are in contrast to recent Raman data (B. Mal-
lett, arXiv:1202.5078) showing the opposite behavior in other systems.
The origin of the contradiction will be discussed. Work supported by
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DFG, GIF and the ESF.

TT 62.10 Thu 17:45 HI19
Gold nanocrystals in high-temperature superconducting
films: Creation of pinning patterns of choice — eCHRISTIAN

Karzer!, Craupia StanL?, PETER MicHALOWSKI!, SEBASTIAN

TREIBER2, GEORG CHRISTIANI®, FRANK ScHMIDL!, PAuL SEIDEL!,
GiseLa ScuOTz?, and JoacHM ALBRECHT* — lInstitut fiir Festkor-
perphysik, Friedrich-Schiller-Universitit Jena, 07743 Jena — 2Max-
Planck-Institut fiir Intelligente Systeme, Heisenbergstrafe 3, 70569
Stuttgart — 3Max-Planck-Institut fiir Festkorperforschung, Heisen-
bergstrake 1, 70569 Stuttgart — *Hochschule Aalen, Beethovenstrafe
1, 73430 Aalen

Many superconducting thin film devices require a spatially resolved
current carrying capability due to different boundary conditions. On
the one hand, the critical current density and the pinning of flux lines
respectively should be high to reduce flux noise in the antenna regions
of gradiometers; on the other hand, the critical current density of the
Josephson junctions itself must not be too high to ensure a proper
functionality. We report that adding gold nanoparticles during the
preparation process of epitaxial YBagCu3zO7_;s thin films offers the
possibility of creating spatially varying flux pinning properties, thus
allowing to locally enhance the critical current density up to a factor of
two. Magneto-optical investigations as well as transport measurements
will be presented, indicating that an Au particle induced modification
of the YBCO pinning properties allows the engineering of the critical
current landscape on the sub-micrometre scale.

TT 62.11 Thu 18:00 H19
Temperature dependence of band gaps in semiconductors:
electron-phonon interaction — eREINHARD K. KREMER', M.
CarpoNAl, R. Lavck!, J. BuosaLe?, A. K. Rampas?, A. BURGER3,
A. Mufoz*, and A. H. Romero® — MPI for Solid State Re-
search, Stuttgart, Germany — 2Physics Dep., Purdue University, West
Lafayette, IN — 3Fisk University, Dep. of Life and Physical Sciences,
Nashville, TN, USA — *MALTA Consolider Team, Dep. de Fisica
Fundamental II, and Instituto de Materiales y Nanotecnologia, Uni-
versidad de La Laguna, La Laguna, Tenerife, Spain — >CINVESTAV,
Dep. de Materiales, Unidad Querétaro, Querétaro, Mexico and MPI
fir Mikrostrukturphysik, Weinberg 2, Halle, Germany

We investigate the temperature dependence of the energy gap of several
semiconductors with chalcopyrite structure and re-examine literature
data and analyze own high-resolution reflectivity spectra in view of
our new ab initio calculations of their phonon properties. This anal-
ysis leads us to distinguish between materials with d-electrons in the
valence band (e.g. CuGaSsz, AgGaSy) and those without d-electrons
(e.g. ZnSnAsy). The former exhibit a rather peculiar non-monotonic
temperature dependence of the energy gap which, so far, has resisted
cogent theoretical description. We demonstrate it can well be fitted by
including two Bose-Einstein oscillators with weights of opposite sign
leading to an increase at low-T and a decrease at higher T’s. We find
that the energy of the former correlates well with characteristic peaks
in the phonon density of states associated with low-energy vibrations
of the d-electron constituents.

TT 63: Focused Session: Dynamical Mean-Field Approach to Correlated Electron Materials
(jointly with MA)

During the last few years conventional band-structure calculations in the local density approxima-
tion (LDA) have been merged with a modern many-body approach, the dynamical mean-field theory
(DMFT), into a novel computational method referred to as LDA+DMFT. This framework has proved
to be a breakthrough for the realistic modeling of the electronic, magnetic, and structural properties of
correlated electron materials. The Focused Session will review the significant recent progress made in

this internationally active field of research.

Organizers: Ralph Claessen (University of Wiirzburg), Eva Pavarini (Forschungszentrum Jiilich), Dieter

Vollhardt (University of Augsburg)
Time: Thursday 15:00-17:45

Invited Talk TT 63.1 Thu 15:00 H20
How Bad Metals Turn Good: Spectroscopic Signatures of Re-
silient Quasiparticles — ¢ ANTOINE GEORGES — College de France
and Ecole Polytechnique, France

Many materials with strong electronic correlations display metallic-
like resistivity up to very high temperature, with values exceeding the
Toffe-Regel-Mott (IRM) criterion. Yet, at low enough temperature,
good metallic conductivity obeying Fermi liquid behaviour can be re-
covered. In this talk, I will explore how this crossover takes place.
I will show that the Fermi liquid scale, which is strongly suppressed
by strong correlations, should not be confused with the much higher
Brinkman-Rice scale, at which incoherent transport sets in.

In between these two scales, an extended regime of metallic trans-
port applies, in which the resistivity is smaller than the IRM value but
does not follow a T? Fermi-liquid law. Well-defined quasiparticle exci-
tations do exist in this regime, as manifested in the one-particle spec-
tral function and optical conductivity, with properties distinct from
Landau and Drude theories. For a hole-doped Mott insulator, a strong
particle-hole asymmetry applies down to low-energy: electron-like ex-
citations are much longer lived, placing these quasiparticle excitations
on the ‘dark side’ for ARPES spectroscopy. This also has implications
for the temperature dependence of the thermopower.

[1] X. Deng, J. Mravlje, R. Zitko, M. Ferrero, G. Kotliar, A. Georges,
arXiv:1210.1769

Topical Talk TT 63.2 Thu 15:30 H20
Correlation Effects in Organic Superconductors — eROSER
VALENTI — Institut fiir Theoretische Physik, Goethe Universitat
Frankfurt, Frankfurt, Germany

Organic charge transfer salts are unique correlated systems with a com-

Location: H20

plex phase diagram that can be finely tuned by chemical substitution or
moderate pressures. Observed phases in these systems include metals,
Fermi liquids, Mott insulators, antiferromagnets, spin liquids, and un-
conventional superconductors. A realistic description of these systems
can be provided by a combination of density functional theory with
dynamical mean field theory (LDA+DMFT). Such an approach has
not been attempted in the past due to the complex crystal structures
of these materials. Here we present recent LDA4+DMFT calculations
based on a new scheme to obtain molecular Wannier orbitals for a few
families of organic layered conductors and discuss their spectral and
optical conductivity properties.

[1] H. C. Kandpal, I. Opahle, Y.-Z. Zhang, H. O. Jeschke, and R.
Valenti, Phys. Rev. Lett. 103, 067004 (2009)

[2] J. Ferber, K. Foyevtsova, H.O. Jeschke,
arXiv:1209.4466 (2012)

and R. Valenti,

Topical Talk TT 63.3 Thu 16:00 H20
Photoemission Study of Correlated Oxides at High Tempera-
tures — Jonas WEINEN!, STEFANO AGRESTINI!, MARTIN ROTTER!,
ALEXANDER KoMAREK!, YEN-FA Liao?, Ku-Dine Tsuer?, CHIEN-
Te CueN?, and eHao Tieng! — Max Planck Institute for Chemical
Physics of Solids, Dresden, Germany — 2National Synchrotron Radi-

ation Research Center, Hsinchu, Taiwan

Strongly correlated oxides show often quite spectacular and intriguing
properties which can be traced back to the presence of several com-
peting interactions leading to various forms of ordered phases at low
temperatures. In order to unravel which of the interactions are rel-
evant, we have set out to study the excitation spectra of the several
benchmark oxides as a function of temperature. By carrying out bulk-
sensitive hard-x-ray photoemission experiments at high temperatures,
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we can follow the changes in the spectra and thereby determine which
and how local spin and orbital degrees of freedom as well as nearest
neighbour spin-spin correlations influence the intricate and complex
electronic structure of correlated oxides.

15 min. break

Invited Talk TT 63.4 Thu 16:45 H20
Dynamical Mean Field Theory of Collective Excitations —
e ALEXANDER LICHTENSTEIN — University of Hamburg, Hamburg,
Germany

Dynamical mean field theory (DMFT) in combination with the first-
principle scheme is an optimal starting point to go beyond static den-
sity functional approximation and include effects of local spin, orbital
and charge fluctuations. In order to investigate collective non-local
excitations we formulate a general framework which start from the
DMFT solution for strongly correlated materials within a numerically
exact continuous-time Quantum Monte Carlo impurity solver[1] and
use a dual-particle transformation in the path integral formalism to
find an optimal diagrammatic series for the lattice Green functions.

[1] E. Gull, A.J. Millis, A.I. Lichtenstein, A.N. Rubtsov, M. Troyer,
and Ph. Werner, Rev. Mod. Phys. 83, 349 (2011)

Topical Talk TT 63.5 Thu 17:15 H20

Electronic Correlations beyond Dynamical Mean Field The-
ory — eKARSTEN HELD — Institute for Solid State Physics, TU Wien

Dynamical mean field theory has been a big step forward for our un-
derstanding of electronic correlations. A major part of the electronic
correlations, the local ones, are included. The arguably most fasci-
nating physical phenomena of solid state physics, however, such as
(quantum) criticality and the physics of high-T superconductors are
based on non-local correlations.

To address these problems, recently diagrammatic extensions of the
dynamical mean field theory have been developed, coined dynamical
vertex approximation [1] and dual fermion approach [2]. Among oth-
ers, these approaches allow for describing spin-fluctuation-mediated
pseudogaps and for calculating critical exponents of the Hubbard
model [3].

[1] A. Toschi, A. A. Katanin, and K. Held, Phys. Rev. B 75, 045118
(2007)

[2] A. N. Rubtsov, M. I. Katsnelson, and A. I. Lichtenstein, Phys. Rev.
B 77, 033101 (2008)

[3] G. Rohringer, A. Toschi, A. Katanin, and K. Held, Phys. Rev.
Lett. 107, 256402 (2011)

TT 64: Superconductivity: Heterostructures, Andreev Scattering, Vortex Physics

Time: Thursday 15:00-18:15

TT 64.1 Thu 15:00 H21
Spin injection from a normal metal into a mesoscopic super-
conductor — eMicHAEL J. WoLr!, FLoriaN HUBLERD23| STEFAN
KoLenpal, HILBERT V. LOBNEYSENZ34 and DETLEF BECKMANNT:2
— Mnstitut fiir Nanotechnologie, KIT, 76021 Karlsruhe, Germany —
2Center for Functional Nanostructures, KIT, 76131 Karlsruhe, Ger-
many — 3Institut fiir Festkorperphysik, KIT, 76021 Karlsruhe, Ger-
many — 4Physikalisches Institut, KIT, 76128 Karlsruhe, Germany

We report on nonlocal transport in superconductor hybrid structures,
with ferromagnetic as well as normal-metal tunnel junctions attached
to the superconductor. In the presence of a strong Zeeman splitting of
the density of states, both charge and spin imbalance is injected into
the superconductor. While previous experiments [1,2] demonstrated
spin injection from ferromagnetic electrodes, we show that spin im-
balance is also created for normal-metal injector contacts. Using the
combination of ferromagnetic and normal-metal detectors allows us to
directly discriminate between charge and spin injection, and demon-
strate a complete separation of charge and spin imbalance. The relax-
ation length of the spin imbalance is of the order of several um and
is found to increase with a magnetic field, but is independent of tem-
perature. We further discuss possible relaxation mechanisms for the
explanation of the spin relaxation length.

[1] F. Hiibler et al., Phys. Rev. Lett. 109, 207001 (2012)
[2] C. H. L. Quay et al., arXiv:1208.0500

TT 64.2 Thu 15:15 H21

Subgap-anomalies in 3-terminal hybrid superconduc-
tor/normal metal nanostructures — eANDREAs H.
Prerrer’2, HervE Courrols®, and Frangois LerLocuH! —

LCEA/INAC/SPSMS, Grenoble, France — 2Nanoscience Founda-
tion (RTRA), Grenoble, France — 3CNRS/N¢el Institute and UJF,
Grenoble, France

We have studied the electronic transport properties of three terminal
superconductor (S) - normal metal (N) - superconductor (S) nano-
devices using a new SQUID-based experimental set-up working at very
low temperature (30 mK) and dedicated for high sensitive conductance
and current noise correlations measurements [1]. In a geometry where
a T-shaped normal metal (Cu) is connected to three superconducting
reservoirs (Al), new subgap anomalies appear in the differential con-
ductance for specific values of the chemical potential applied to the
superconductors. The most emphasized line appears when two super-
conductors (collectors) are biased at opposite voltage with respect to
the third superconducting electrode (injector). This anomaly is con-
sistent with the prediction of non-local quartets as the result of double
crossed Andreev reflections (dCAR)[2|. In this particular process, a
Cooper pair originating from the injector is split in two quasiparti-
cles that recombine into Cooper pairs in each of the two collectors.

Location: H21

Additional features appear for other integer voltage ratios and could
be attributed to higher order processes of dCAR. The mechanism of
non-local quartet opens perspectives toward a new generation of en-
tanglers.

[1] PRL 107, 077005 (2011); RSI 83, 115107 (2012)
[2] PRL 106, 257005 (2011)

TT 64.3 Thu 15:30 H21
Interaction of ultra soft magnetic materials with the high-

T. superconductor YBCO — eCLAUDIA STAHL!, SEBASTIAN

TreIBER!, PaTrick WALKERD2, GiseLa ScuUTz!, and JoacHIM
ALBRECHT? — !Max Planck Institute for Intelligent Systems, Heisen-
bergstrake 3, 70569 Stuttgart — 2Aalen University, BeethovenstraRe

1, 73430 Aalen

We have grown bilayers of optimally doped YBa2CuzO7_s5 (YBCO)
and ferromagnetic CoFeB on single-crystalline substrates by pulsed
laser deposition and sputtering. These heterostructures are typically
composed of about 100nm YBCO and several 10nm of CoFeB. Re-
garding the superconductor, the properties of the YBCO film change
as a consequence of the vicinity of the ferromagnet. In detail we investi-
gated the critical current density as a function of temperature, applied
field and time as well as the transition temperature by SQUID magneti-
zation measurements and quantitative magneto-optical measurements.
The amorphous material CoFeB exhibits an in plane anisotropy and a
very low coercivity. From magneto-optical images we find that the flux
line lattice of the superconductor is mapped into the magnet and still
visible as significant magnetic out-of-plane contrast at room tempera-
ture. We discuss this phenomenon as a new route to high-resolution
mapping of the flux line distribution on a nanometer scale.

TT 64.4 Thu 15:45 H21
Proximity effect in ferromagnet-superconductor heterostruc-
tures with noncollinear magnetisation — eDaNIEL FriTscH and
James F. AnNETT — H. H. Wills Physics Laboratory, University of
Bristol, Tyndall Avenue, Bristol BS8 1TL, United Kingdom

At the interface between a normal metal and a superconductor (SC)
the proximity effect allows the (singlet pair) superconducting proper-
ties to leak into the normal metal side of the interface. Replacing the
normal metal by a ferromagnet (FM) it has been found that unusual
triplet pairs can form, which have been shown to decay much further
into the metallic side compared to the singlet pairs [1]. This is called
the long-range proximity effect.

To study the effects of triplet pair generation in the vicinity of a
FM/SC interface we present results based on numerical solutions of
the Bogoliubov - de Gennes equations, including spin-orbit coupling
and noncollinear magnetisations. We use the calculated pairing ampli-
tude and local density of states to obtain information about relevant
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proximity length depending on system size and exchange fields.

[1] J. W. A. Robinson, J. D. S. Witt, and M. G. Blamire, Science 329,
59 (2010).

TT 64.5 Thu 16:00 H21

Nonlocal thermoelectric effects and nonlocal Onsager rela-
tions in a three-terminal proximity-coupled superconductor-
ferromagnet device — ePETER MacHON', MATTHIAS ESCHRIGZ,
and WorrcanGg Berzic! — !Department of Physics, University of
Konstanz, D-78457 Konstanz, Germany — 2SEPnet and Hubbard
Theory Consortium, Department of Physics, Royal Holloway, Univer-

sity of London, Egham, Surrey TW20 OEX, United Kingdom

We study thermal and charge transport in a three-terminal setup con-
sisting of a superconducting and two ferromagnetic contacts. We
predict that the simultaneous presence of spin-filtering and of spin-
dependent scattering phase shifts at each of the two interfaces will
lead to very large nonlocal thermoelectric effects both in clean and
in disordered systems. The symmetries of thermal and electric trans-
port coefficients are related to fundamental thermodynamic principles
by the Onsager reciprocity. Our results show that a nonlocal version
of the Onsager relations for thermoelectric currents holds in a three
terminal quantum coherent ferromagnet-superconductor heterostruc-
ture including spin-dependent crossed Andreev reflection and coherent
electron transfer processes.

TT 64.6 Thu 16:15 H21
Josephson current through a quantum dot coupled to a
molecular magnet — ePascaL STADLER, CeEciLiA HoLMmQvisT, and
WorrcgaNnGg BEeLzic — Fachbereich Physik, Universitdt Konstanz,
78457 Konstanz, Germany

Non-dissipative Josephson currents are carried by sharp Andreev states
within the superconducting energy gap. We theoretically study the
electronic transport of a magnetically tunable nanoscale junction con-
sisting of a quantum dot connected to two superconducting leads and
coupled to the spin of a molecular magnet. The exchange interaction
between the molecular magnet and the quantum dot modifies the An-
dreev states due to a spin-dependent renormalization of the quantum
dot’s energy level and the induction of spin-flips. A magnetic field
applied to the central region of the quantum dot and the molecular
magnet further tunes the Josephson current and starts a precession of
the molecular magnet’s spin. We use a non-equilibrium Green’s func-
tion approach to evaluate the transport properties of the junction. Our
calculations reveal that the magnetic field and the exchange interac-
tion between the molecular magnet and the electrons occupying the
energy level of the quantum dot can trigger transitions from a 0 to a
7 state of the Josephson junction. The redistribution of the occupied
state induced by the magnetic field strongly modifies the current phase
relation. The critical current exhibits a sharp increase as a function of
the magnetic field.

15 min. break

TT 64.7 Thu 16:45 H21
ac susceptibility investigation of vortex dynamics in nearly-
optimally doped ReFeAsO;_,F,; (Re = La, Ce, Sm) and
Ba(Fe;_,Co;)2Ase superconductors — eGiacomo Pranpo!,
RoMAIN GIRAUD!, SAICHARAN AsSwWARTHAM!, SAMUELE SANNAZ,
MasMoubp ABDEL-HaFiEzZ!, MaTTEO TROPEANO®, HANS-JOACHIM
Grare!, Marina Purti®, SABINE WURMEHL!, ANJA WOLTER-
Giraup!, BERND BurecHNER!, RoBeErTO DE RENzI4, and PIETRO
CARRETTA? — lLeibniz-Institut fiir Festkorper- und Werkstoff-
forschung (IFW) Dresden, Germany — 2Dipartimento di Fisica, Uni-
versita di Pavia and CNISM, Italy — 3Dipartimento di Fisica, Univer-
sita di Genova, Italy — 4Dipartimento di Fisica, Universita di Parma
and CNISM, Italy

In this contribution we will report about the dynamical features
of the flux lines in both optimally-doped ReFeAsO;_,F, and
Ba(Fei1—;Cos)2As2 superconductors as investigated by means of ac
susceptometry. The features of pinning are derived in the case of
ReFeAsO;_.F; powder samples for several Re ions within the frame-
work of the thermally-activated flux-creep model. In the case of the
investigated Ba(Fej_;Coz)2As2 single-crystal, the extremely high-
quality and the associated low-degree of quenched disorder in the sam-
ple allow us to enlighten the emergence of a thermodynamical phase
transition between the different configuration of vortices in the H — T
phase diagram. Insights will be provided into the features of this phase

transition and into the nature of the glassy phase, being turned into a
Bragg-like glass at low values of magnetic field.

TT 64.8 Thu 17:00 H21
The relation between electrical fields and flux avalanches in
MgB: films — eSEBAsTIAN TREIBER!, CLAUDIA StaHL!, SoLTAN
Sorran?4, and JoacHIM ALBRECHT® — !Max-Planck-Institut fiir In-
telligente Systeme, Heisenbergstrasse 3, 70569 Stuttgart, Germany
— 2Max-Planck-Institut fiir Festkorperfoschung, Heisenbergstrasse 1,
70569 Stuttgart, Germany — 3Hochschule Aalen, Beethovenstrasse 1,
73430 Aalen, Germany — 4Physics Department, Faculty of Science,
Helwan University, 11792-Cairo, Egypt

The critical state in superconductors with strong pinning is inherently
unstable. In most metallic materials, there is a threshold tempera-
ture below which large flux jump can destroy the critical state locally
or even globally. The basic mechanism is a chain reaction due to lo-
cal overheating. Thus, heat capacity and conductivity are important
quantities in this process. Here, we want to focus on another impor-
tant parameter, namely the electrical field. Large flux jumps, which
are often referred to as flux avalanches, are triggered by a threshold
value of the electrical field. Basically, one would expect the change
of the external magnetic field He.st as a direct source for electrical
fields. Though a change of Hegzt is necessary to trigger an avalanche,
the mechanism is more complex which is shown by means of magneto-
optical, magnetization and transport measurements.

TT 64.9 Thu 17:15 H21
Neutron dark field imaging of domain structures in supercon-
ductors — eTommy REIMANN'2, CHRISTIAN GRUNZWEIG3, SEBAS-
TIAN MUHLBAUER!, MicHAEL ScuurLz!2, and PeTER BoniZ — 1TU
Miinchen, Forschungsneutronenquelle Heinz Maier Leibnitz (FRM II),
85747 Garching, Germany — 2Physik Department E21, TU Miinchen,
85747 Garching, Germany — 3Paul-Scherrer-Institut, CH-5232 Villi-
gen, Switzerland

In the intermediate mixed state (IMS) of a type II superconductor
(SC), the sample splits up into field-free Meissner domains and Shub-
nikov domains which carry the vortex lattice. The IMS is analog to
the intermediate state (IS) of a type-I superconductor with normal
and superconducting domains. Experiments on the topology of both
states show a variety of different patterns including striped, dendritic
and bubble phases, which represent typical domain morphologies also
seen in various other physical contexts. A detailed investigation of do-
main patterns offers the possibility to study general characteristics of
domain nucleation and morphology as well as the physical properties
of vortex-vortex interactions. Domain structures in SC are typically
investigated by surface sensitive techniques such as magneto optical
imaging, but flux pinning as well as Landau branching can signifi-
cantly hamper the deduction of bulk properties. In this talk we show
how neutron grating interferometry (nGI) can be used as a tool for the
unambiguous identification of bulk properties. The capability of this
unique technique will be demonstrated on Pb and Nb single crystals,
which are classical representatives of type I and type II SC respectively.

TT 64.10 Thu 17:30 H21
Vortex dynamics in superconductor micro- and nanotubes:
Interplay between the effects of curvature and pinning cen-
ters — oV. M. Fomin!, R. O. REzaEv!:2, and O. G. ScumIDT!3 —
Hnstitute for Integrative Nanosciences, IFW-Dresden, D-01069 Dres-
den, Germany — 2National Research Nuclear University “Moscow En-
gineering Physics Institute”, 115409 Moscow, Russia — 3Material Sys-
tems for Nanoelectronics, Chemnitz University of Technology, D-09107
Chemnitz, Germany

Achievements in roll-up technique make it possible to fabricate cylin-
drical tubes of superconducting materials (e. g., Nb) of radius about
500 nm from a planar film of thickness about 50 nm, where the quasi-
2-dimensionality of the film is combined with a curvature. The vortex
dynamics in open tubes are significantly determined by the curvature of
the superconductor at the nano- or microscale as well as by the impact
of single and multiple pinning centers. The presence of the pinning
centers allows for an efficient control over the threshold value of the
transport current (for emergence of vortex dynamics) and the transi-
tion magnetic field (separating sparse- and many-vortex regimes).The
detection of the tube curvature effects on vortex dynamics suggested
in [1] stays feasible in the presence of pinning centers. This work was
partly supported by the IEEE Council on Superconductivity.

[1] V. M. Fomin, R. O. Rezaev, and O. G. Schmidt, Nano Lett. 12,
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1282 (2012).

TT 64.11 Thu 17:45 H21
Electrical transport and pinning properties of Nb films
with washboard-like nanostructures — oOLEKSANDR V.
DosrovoLskiy!:2, EvGeEniyA Becun!, MicuaeL Hutu!, and Va-
LERIJ A. SHKLOVSKI1J23 — 1Physikalisches Institut Goethe-University,
Frankfurt, Germany — 2Department of Physics, Kharkiv National
University, Ukraine — 3Institute for Theoretical Physics NSC-KIPT,
Kharkiv, Ukraine

A careful analysis of the magneto-transport properties of epitaxial
nanostructured Nb thin films in the normal and the mixed state is per-
formed. The nanopatterns were prepared by focused ion beam (FIB)
milling. They provide a washboard-like pinning potential landscape
for vortices in the mixed state and simultaneously cause a resistiv-
ity anisotropy in the normal state. Two matching magnetic fields for
the vortex lattice with the underlying nanostructures have been ob-
served. By applying these fields, the most likely pinning sites along
which the flux lines move through the samples have been selected. By
this, either the background isotropic pinning of the pristine film or the
enhanced isotropic pinning originating from the nanoprocessing have
been probed. Via an Arrhenius analysis of the resistivity data the pin-
ning activation energies for three vortex lattice parameters have been
quantified. The changes in the electrical transport and the pinning
properties have been correlated with the results of the microstructural

and topographical characterization of the FIB-patterned samples. The
obtained results provide further insight into the pinning mechanisms at
work in FIB-nanopatterned superconductors for fluxonic applications.

TT 64.12 Thu 18:00 H21
Enhancement of critical current in mesoscopic superconduct-
ing strips by external magnetic field — eKonsTanTIN ILIN, DAG-
MAR HEeNRICH, YANNICK Luck, LEa FucHs, JOHANNES MAXIMILIAN
MEeckBAcH, and MICHAEL SIEGEL — Institut fiir Mikro- und Na-
noelektronische Systeme, Karlsruher Institut fiir Technologie, Hertzs-
trafe 16, 76187 Karlsruhe, Germany

Current crowding in superconducting mesoscopic strips with bends re-
sults in decrease of critical current in these structures with respect to
the strips without geometrical non-uniformities [1-3]. Recently it has
been shown that Meissner currents induced by externally applied mag-
netic field of appropriate direction allow to suppress this effect so that
I.(B) can exceed I.(0) [4]. Experimental dependencies of critical cur-
rent in mesoscopic bended strips made from ultra-thin superconducting
films on externally applied magnetic field and their comparison to the
theoretical predictions will be presented and discussed.

[1] Phys. Rev. B 84, 174510 (2011)
[2] Phys. Rev. B 86, 144504 (2012)
[3] Appl. Phys. Lett. 100, 182602 (2012)
[4] Phys. Rev. B 85, 144511 (2012
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TT 65.1 Thu 16:00 H36
Determination of the one-body Green’s function: freedom
and constraints — Giovanna Lani!4, ePina RomaNiELLO24, and
Lucia REminGg®# — 1Forschungszentrum Jiilich, Jiilich, Germany —
2Laboratoire de Physique Théorique-IRSAMC, CNRS, Université Paul
Sabatier, Toulouse, France — 3Laboratoire des Solides Irradiés, Ecole
Polytechnique, CNRS, CEA-DSM, Palaiseau, France — *European
Theoretical Spectroscopy Facility (ETSF)

The one-particle Green’s function G plays a key role in many-body
physics due to the wealth of physical information that it contains. In
this work we go beyond the standard methods to calculate GG, which
are plagued by various shortcomings, and we use an approximate set of
functional differential equations relating the one-particle Green’s func-
tion to its functional derivative with respect to an external perturbing
potential [1]. We show that this set of equations has, in principle,
multiple solutions, but that only one is well behaved - this is the phys-
ical solution. We give the formally exact family of solutions, which
depends on an auxiliary quantity ¢, for which we find stringent exact
constraints. Our findings suggest that once ¢ is known, the physical
solution is uniquely fixed by the vanishing Coulomb interaction limit
[2-3].

[1] L. P. Kadanoff and G. Baym, Quantum Statistical Mechanics (W.A.
Benjamin Inc., New York, 1964)

[2] G. Lani, P. Romaniello, and L. Reining, New Journal of Physics,
14, 013056 (2012)

[3] G. Lani, P. Romaniello, and L. Reining, in preparation

TT 65.2 Thu 16:15 H36
Restoring piecewise linearity in density-functional theory —
eIsmaiLa DaBol, ANDREA FERRETTI?, MaTTEO Cococciont®, and
NicoLa Marzari* — Ecole des Ponts ParisTech, Marne-la-Vallee,
France — 2CNR-Istituto Nanoscienze, Modena, Italy — 3University
of Minnesota, Minneapolis, USA — *EPFL, Lausanne, USA

Electronic-structure calculations based upon density-functional the-
ory (DFT) have been fruitful in diverse areas of condensed matter
physics. Despite their exceptional success, it can hardly be denied
that a range of fundamental electronic properties fall beyond the scope
of current DFT approximations. Many of the failures of DFT cal-
culations take root in the lack of piecewise linearity of approximate
functionals, which reverberates negatively on the electronic-structure
description of systems involving fractionally occupied and spatially de-
localized electronic states, including but not restricted to dissociated
molecules, adsorbed species, charge-transfer complexes, and semicon-
ducting compounds. In this talk, I will present a novel class of first-

Location: H36

principles methods that restores the piecewise linearity of the total
energy by imposing Koopmans’ theorem to DFT approximations. The
Koopmans-compliant approach is apt at describing full orbital spectra
within a few tenths of an electron-volt relative to experimental direct
and inverse photoemission data. This level of accuracy is compara-
ble to the predictive performance of accurate many-body perturbation
theory methods at a fraction of their computational cost, and with the
additional benefit of providing accurate total energies for systems with
fractional occupations.

TT 65.3 Thu 16:30 H36
Self-interaction-corrected and Koopmans-compliant func-
tionals: from molecules to solids — eGiovannt BorgHr!,
Lina NGuven!, ANDREA FERRETTI?, IsmaiLa Dapo®, and Nicora
MaRrzARI! — Theory and Simulation of Materials, EPFL, Lausanne
— 2CNRNANO, University of Modena and Reggio Emilia — 3Ecole

des Ponts ParisTech, Université Paris-Est

We present an overview of the performance of self-interaction cor-
rected, orbital-density dependent functionals as applied to the calcu-
lation of the electronic structure of atoms, molecules and solids.

In particular, we show how orbital-dependent corrections of Koop-
mans’ compliant functionals are able to restore not only the cor-
rect ionization energies, but also the eigenvalues of low-lying single-
particle states with an accuracy comparable or better to that of many-
body perturbation theory, while retaining a variational principle which
grants the possibility to optimize geometries and bond lengths.

The outcome of these orbital-density dependent calculation remain,
even in the thermodynamic limit, Wannier-like orbitals, that localize
thanks to a condition related to the Edmiston-Ruedenberg criterion.
These localized functions can be used as Wannier interpolators of band
structures, allowing to discuss the performance of the functionals in the
solid-state limit.

TT 65.4 Thu 16:45 H36
Lattice density functional theory at finite temperature with
strongly density-dependent exchange-correlation potentials
— oSTEFAN Kurrn!, Gao XianpLonG?, A-Har CHeN?, and ILva
TokarLy! — 1Univ. of the Basque Country UPV/EHU, San Se-
bastian, Spain and IKERBASQUE, Basque Foundation for Science,
Bilbao, Spain — 2Zhejiang University, Jinhua, China
The derivative discontinuity of the exchange-correlation (xc) energy
of density functional theory (DFT) at integer particle number is ab-
sent in many popular local and semilocal approximations. In lattice
DFT, approximations exist which exhibit a discontinuity in the xc
potential at half filling but due to convergence problems of the Kohn-
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Sham (KS) self-consistency cycle, the use of these functionals is mostly
restricted to situations where the local density is away from half fill-
ing. Here a numerical scheme for the self-consistent solution of the
lattice KS Hamiltonian with a local xc potential with rapid (or quasi-
discontinuous) density dependence is suggested. The problem is for-
mulated in terms of finite-temperature DFT where the discontinuity
in the xc potential emerges naturally in the limit of zero tempera-
ture. A simple parametrization is suggested for the xc potential of the
uniform 1D Hubbard model at finite temperature obtained from the
thermodynamic Bethe ansatz. The feasibility of the numerical scheme
is demonstrated by application to a model of fermionic atoms in a har-
monic trap. The corresponding density profile exhibits a plateau of
integer occupation at low temperatures which melts away for higher
temperatures.

TT 65.5 Thu 17:00 H36
Kohn-Sham equations beyond the single-determinant approx-
imation — NEkTaRrIOs N. Larniorakis!, eNicoLe HeLBiG?3, Niki-
Tas I. GipopouLos?, and ANGEL RuB103:® — 1Theoretical and Phys-
ical Chemistry Institute, NHRF, Athens, Greece — 2Peter-Griinberg
Institut and Institute for Advanced Simulation, Forschungszentrum
Jiilich, Jiilich, Germany — 3Nano-Bio Spectroscopy group and ETSF
Scientific Development Centre, Dpto. Fisica de Materiales, Univer-
sidad del Pais Vasco, CFM CSIC-UPV/EHU-MPC and DIPC, San
Sebastian, Spain — 4ISIS, STFC, Rutherford Appleton Laboratory,
HSIC, Didcot, United Kingdom — SFritz-Haber-Institut der Max-
Planck-Gesellschaft, Berlin, Germany

We describe a new method for the optimization of the total energy
in reduced density matrix functional theory (RDMFT) which reduces
the computational costs to the costs of a density functional calcu-
lation within the optimized effective potential method. Within this
method the natural orbitals are restricted to be solutions of a single-
particle Schrodinger equation with a local effective potential which in
addition to reducing the computational costs also provides an energy
eigenvalue spectrum connected to the natural orbitals. This energy
spectrum is shown to reproduce the ionization potentials of different
atoms and molecules very well. In addition, the dissociation limit is
well described without the need to break any spin symmetry, i.e. this
attractive feature of RDMFT is preserved.

TT 65.6 Thu 17:15 H36
Initial stages of time-evolution of excitations in Fermi liquids
and finite systems — eYAROSLAV PAVLYUKH', JAMAL BERAKDAR!,
and ANGEL Rusio? — Institut fiir Physik, Martin-Luther-Universitit
Halle-Wittenberg, 06120 Halle, Germany — 2Nano-Bio Spectroscopy
Group and ETSF Scientific Development Centre, Dpto. de Fisica de
Materiales, Universidad del Pais Vasco, CFM CSIC-UPV/EHU-MPC
and DIPC, Av. Tolosa 72, E-20018 San Sebastidn, Spain

A particle-hole excitation in a many-body system is not an eigenstate
and, thus, evolves in time. The evolution at short times after an exci-
tation with the energy e was created is the quadratic decay with the
rate constant o2 (e). Later, after some set-in time 7(e), the exponential
decay develops. It is governed by another rate constant y(e).

We study the electron-boson model for the homogenous electron gas
and use the first order (in boson propagator) cumulant expansion of
the electron Green’s function. In addition to a quadratic decay in time
upon triggering the excitation, we identify non-analytic terms in the
time expansion similar to those found in the Fermi edge singularity
phenomenon.

Finite systems (J. Chem. Phys., 135, 201103 (2011)) give an oppor-
tunity to test the conjectured behavior numerically as an exact solution
of a many-body problem is feasible. We propose a simple model for the
electron spectral function that links together all three aforementioned
parameters and give a prescription how the energy uncertainty o2 (e)
can be computed within the many-body perturbation theory.

TT 65.7 Thu 17:30 H36
Real-structure effects from ab-initio calculations — e ANDRE
ScHLEIFE — Condensed Matter and Materials Division, Lawrence Liv-
ermore National Laboratory, Livermore, CA, USA

By harnessing the power of supercomputers, computational materials
science is becoming a field that enables insight into fundamental ma-
terials physics. It is inevitable to further push ab-initio approaches,
allowing them to account for effects that are important at the forefront
of experimental research.

I will present the solution of the Bethe-Salpeter equation as a re-
cent theoretical-spectroscopy technique and how it is extended and

used to understand real-structure effects in oxide and nitride semi-
conductors. This talk will illustrate the success of our modification
of this framework to describe the interplay of free electrons and exci-
tonic effects in n-doped ZnO. Combining a cluster expansion scheme
and electronic-structure calculations allows to explore the potential for
band-gap tailoring in oxide and nitride alloys. These material systems
are a driving force of current semiconductor technology, e.g. for solar
cells and solid-state lighting; understanding fundamental effects will
help to overcome performance limits.

In addition, computational materials science can replace dangerous
experiments, e.g. in the context of radiation damage: I will present
large-scale simulations of non-adiabatic electron-ion dynamics based
on real-time time-dependent density functional theory that explain
electronic stopping as an important mechanism responsible for radia-
tion damage when fast H or He ions penetrate aluminum.

TT 65.8 Thu 17:45 H36
Specwer: an efficient first-principle program for electronic
structures and spectroscopic simulations of nanomaterials —
eBIN Gao — Center for Theoretical and Computational Chemistry,
Department of Chemistry, University of Tromso, N-9037 Tromso, Nor-
way

Although nanomaterials have been routinely synthesized and analyzed
in various laboratories around the world, they still present great chal-
lenges for theoretical studies using the ab initio and/or first-principle
methods due to the simple fact that they are too large to handle for
the conventional theoretical approaches. Various linear-scaling meth-
ods have been proposed in recent decades to circumvent this difficulty.
In this talk, I will present our recently developed program Specwer and
its applications for electronic structures and spectroscopic simulations
of different nanomaterials. For large-scale molecules, Specwer pro-
gram employs the reduced single-electron density matrix and divide-
and-conquer method. I will show its applications in the ground and
excited states of nanomaterials at various density functional theory
levels, in which the information of excited states is obtained via solv-
ing the so-called Liouville-von Neumann equation. I will also highlight
the importance of including the spin-orbit coupling in some cases, for
instance, the L-edge X-ray absorption spectroscopy, and the electron
transport in double-stranded DNA molecules.

TT 65.9 Thu 18:00 H36
Generalized incomplete-basis-set correction applied to EXX-
OEP — eMAaRrkUs BETZINGER, CHRISTOPH FRIEDRICH, and STEFAN
BriUceL — Peter Griinberg Institut and Institute for Advanced Simu-
lation, Forschungszentrum Jiilich and JARA, 52425 Jiilich, Germany

We recently derived [1] an incomplete-basis-set correction (IBC) for
all-electron response functions within the full-potential linearized aug-
mented plane-wave (FLAPW) method as realized in the FLEUR code [2].
The IBC utilizes the potential dependence of the LAPW basis func-
tions whose response is calculated explicitly by solving radial Stern-
heimer equations in the spheres. While in the original formulation of
the IBC [1] only spherical perturbations of the potential have been
taken into account, we show here an extension to non-spherical per-
turbations, replacing the single radial Sternheimer equation for each
angular momentum ¢ by a set of equations coupling different angular
momenta. Likewise, the response of the core electrons is computed.
We demonstrate that this generalized IBC improves further the con-
vergence in terms of basis-set size and number of unoccupied states.
We apply the generalized IBC to the exact-exchange (EXX) optimized-
effective-potential (OEP) approach. While for simple semiconductors
and insulators the original IBC already leads to a physical and stable
local EXX potential, we show that for more complex materials like
NiO, whose band gap is formed by d states, the generalization of the
IBC is crucial to obtain a well-converged local optimized potential.
[1] M. Betzinger et al., Phys. Rev. B 85, 245124 (2012)

[2] http://www.flapw.de

TT 65.10 Thu 18:15 H36
One particle spectral function and analytic continuation for
many-body implementation in the exact muffin-tin orbitals
method — eAnDREAs OstLiN!, Liviu CuioNcEL?3, and LEVENTE
Vitosh45 — 1Department of Materials Science and Engineering, Ap-
plied Materials Physics, KTH Royal Institute of Technology, Stock-
holm SE-100 44, Sweden — 2Augsburg Center for Innovative Tech-
nologies, University of Augsburg, D-86135 Augsburg, Germany —
3Theoretical Physics I1I, Center for Electronic Correlations and Mag-
netism, Institute of Physics, University of Augsburg, D-86135 Augs-



Low Temperature Physics Division (TT)

Friday

burg, Germany — *Department of Physics and Astronomy, Division of
Materials Theory, Uppsala University, Box 516, SE-751210, Uppsala,
Sweden — P%Research Institute for Solid State Physics and Optics,
Wigner Research Center for Physics, Budapest H-1525, P.O. Box 49,
Hungary

We investigate one of the most common analytic continuation tech-
niques in condensed matter physics, namely the Padé approximant.
Aspects concerning its implementation in the exact muffin-tin orbitals
(EMTO) method are scrutinized with special regard towards making it
stable and free of artificial defects. We discuss the difference between
the k-integrated and k-resolved analytical continuations, as well as de-
scribing the use of random numbers and pole residues to analyze the
approximant. It is found that the analytic properties of the approxi-
mant can be controlled by appropriate modifications. At the end, we
propose a route to perform analytical continuation for the EMTO +
dynamical mean field theory (DMFT) method.

TT 65.11 Thu 18:30 H36
Core-electron forces within the FLAPW method — eDANIEL
AAroN KLUPPELBERG, MARKUS BETZINGER, and STEFAN BLUGEL
— Peter Griinberg Institut and Institute for Advanced Simulation,
Forschungszentrum Jiilich and JARA, D-52425 Jiilich, Germany

The full-potential linearized augmented-plane-wave method (FLAPW)
is an all-electron electronic-structure method based on density func-
tional theory (DFT). Characteristic to the method is that space is
divided into spheres around the atoms, so called 'muffin-tins’, and an
interstitial region in between. Local orbitals can be used to describe
semicore states within the valence-state formalism. It is established as
an accurate tool for describing many properties of complex materials.

We address the occurrence of contributions to the forces due to core
electrons described by wave functions having tails exceeding the muffin-
tin boundary. Accurate forces are needed not only for relaxing the
atomic structure to its ground state, but also in order to calculate pre-
cise phonon spectra via the finite-displacement method. We present
a core-tail correction to the Pulay force term found by Yu et al. [1],

implemented into the FLEUR code [2], which deals with the core elec-
trons. This addition extends the known formula over the whole unit
cell and therefore includes the complete force contribution coming from
core states that extend beyond their muffin-tin. In this talk, we will
present examples on the performance of this addition in comparison
to the inclusion of local orbitals and the adjustment of the muffin-tin
radii.

[1] R. Yu, D. Singh, and H. Krakauer, Phys. Rev. B 43, 6411 (1991)

[2] www.flapw.de

TT 65.12 Thu 18:45 H36
The linearized augmented lattice-adapted plane wave basis —
eGREGOR MICHALICEK and STEFAN BLUGEL — Peter Griinberg Insti-

tut and Institute for Advanced Simulation, Forschungszentrum Jiilich
and JARA, 52425 Jiilich, Germany

The full-potential linearized augmented plane wave method (FLAPW)
is an all-electron electronic structure method that provides density
functional results for complex solids with very high precision, irrespec-
tive of the chemical element of the solid. For this purpose the Kohn-
Sham wavefunctions are expanded into LAPW basis functions. These
are plane waves in an interstitial region (IR) that are augmented by
atom-centered functions in non-overlapping spheres around each atom.
The LAPW basis features many desirable properties that are a key
component to the high precision of the FLAPW method.

In this talk we show that the capability of the FLAPW method
can be kept with a modification of the basis-set that is numerically
more efficient. We argue that the required plane-wave cut-off of the
interstitial part of the LAPW basis results mostly from mathematical
conditions and the efficiency of the LAPW description can be increased
by incorporating more physics into the construction of this part of the
basis. We propose a linearized augmented lattice-adapted plane wave
basis ((LA)?2PW) that replaces the plane waves in the IR by smart
linear combinations of plane waves, show how to realize an efficient
implementation of such a basis, and provide a construction principle
for the linear combination of plane waves. The so constructed basis is
evaluated in terms of precision and calculation runtime performance.

TT 66: Spintronics / Quantum Information: Vacancies in Diamond and SiC (jointly with HL)

Time: Friday 9:30-12:45

TT 66.1 Fri 9:30 H14
Optical detection of coherent electron spin states of vacancy
defects in silicon carbide — eSanG-YuN Lee!, HELmuT FEDDER!,
TorsTEN RENDLER!, MarTHIAS WIDMANN!, NGUYEN TIEN SONZ,
Erix Janzin?, and Jore WRACHTRUP! — 1University of Stuttgart,
Stuttgart, Germany — 2Department of Physic, Chemistry and Biol-
ogy, Linkoping University, Linkoping, Sweden
The diamond has been known as a hosting material in which an exist-
ing single spin system can be addressed optically at room temperature.
A recent study has revealed that the individually detectible spin state
can also exist in silicon carbide (SiC) [1]. However, the recent experi-
mental finding has been done only on a newly found unknown defect in
SiC. Among the other well known defects in SiC, the silicon vacancy
(Vsi) can be another candidate because its coherent spin state has
been successfully observed at room temperature with long life time by
electron spin resonance [2], though the single spin detection is yet in
question. While the conventional spin resonance method is suffered by
the limited sensitivity, the optically detected magnetic resonance has
been successfully used for the single spin detection. Thus the first step
to elucidate whether this defect can be used as a room temperature
solid state spin qubit, is to test the optical detection of its spin state
at room temperature. We hereby report the optically detected spin
coherence of the Vg; spin ensemble at room temperature. Our efforts
on single spin detection will be presented too.
[1] W. F. Koehl, et al., Nature 479, 84 (2011)
[2] V. A. Soltamov, et al., Physical Review Letters 108, 226402 (2012)

TT 66.2 Fri 9:45 H14
Resonant addressing and manipulation of silicon vacancy spin
qubits in silicon carbide — eDanieL RiEpEL!, FrRANZISKA Fuchs!,
HanNes Kraus!, ANDREAs SPERLICH!, VLADIMIR Dyakonov!:2,
ALEXANDRA SorTaMovAS3, VLADIMIR ILyiN%, PaverL Baranov3, and
GEORGY AsTakHOV! — lExperimental Physics VI, Julius Maximilian
University of Wiirzburg, D-97074 Wiirzburg — 2ZAE Bayern, D-97074

Location: H14

Wiirzburg — 3Ioffe Physical-Technical Institute, St. Petersburg, RU-
194021 Russia — %Saint Petersburg Electrotechnical University, St.
Petersburg, RU-194021 Russia

Although several candidates have yielded feasible features for solid-
state quantum information processing, there is a search for new sys-
tems with even higher potential [1].

We report that silicon vacancy (Vg;) defects in silicon carbide comprise
the technological advantages of semiconductor quantum dots and the
unique spin properties of nitrogen-vacancy defects in diamond.
Similar to atoms, the Vg; qubits can be controlled under the double
radio-optical resonance conditions, allowing for selective addressing
and manipulation [2]. Magnetic resonance techniques are used to clar-
ify the Vg; spin multiplicity and reveal a long spin memory.

Our results pave the way for potential applications of the Vg; defect
in quantum information processing and spintronics.

References:
[1] D. DiVincenzo, Nature Materials 9, 468 (2010).
[2] D. Riedel et al., Physical Review Letters 109, 226402 (2012).

TT 66.3 Fri 10:00 H14
Intrinsic defects in silicon carbide LEDs as a perspective sin-

gle photon source — eFranziska Fucas!, VicTor Sortamov?,

STEFAN VATH!, PavEL BaraNov?, EuceNy Moknov?, GEORGY
Astaknov!, and Viapmir Dyakonov!3 — l1Experimental Physics
VI, Julius Maximilian University of Wirzburg, 97074 Wiirzburg —
2Joffe Physical-Technical Institute, St. Petersburg, 194021 Russia —

3ZAE Bayern, 97074 Wiirzburg

Single photon sources, reliably emitting on demand, are necessary for
optical quantum computer architectures. Several systems seem suit-
able for this purpose, including atoms, molecules, quantum dots and
colour centres in diamond. All these systems are difficult to imple-
ment, since they either only work at low temperatures, or do not emit
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at typical wavelengths used in existing telecommunication infrastruc-
ture. We suggest another system - silicon vacancy defects in silicon
carbide, emitting photons in the near infrared [1]. We fabricated light
emitting diodes based on intrinsic defects in silicon carbide. The room
temperature electroluminescence reveals two strong emission bands in
visible and NIR, the latter assigned to silicon vacancy defects. Our
approach can be used to realize an electrically driven single photon
source for quantum telecommunication.

[1]Riedel et al.: Resonant Addressing and Manipulation of Silicon
Vacancy Qubits in Silicon Carbide, Phys. Rev. Lett.109,226402(2012)

TT 66.4 Fri 10:15 H14
A novel metastable spin triplet in diamond — eMATTHIAS
WipMann!,  Sance-Yun Lee!, Heumur Fepper!, TORSTEN
RENDLER!, MoriTz EvErR!, SEN Yanc!, PETR Srvusuev!, MaRr-
cus DoHERTY2, and JOrG WRacHTRUP! — 13. Physikalisches Insti-
tut, University Stuttgart, Germany — 2Laser Physics Center, National

University, Canberra, Australia

In this talk a newly found, photo stable single spin center in a HTHP
diamond nano-pillar, will be introduced. This new defect poses many
properties, similar to those of the well-known NV-center in diamond.
However, optically detected magnetic resonance showed positive con-
trast at room temperature in contrast to NV-centers. The photo
physics and spin physics of this new defect have been studied to un-
derstand the enhancement of photon emission (contrast up to 45 %)
at three different electron spin resonance frequencies. It will be shown
that the defect contains a singlet ground-, and excited state, and a
metastable spin 1 triplet state which act as a shelving state. The
strong enhancement of photon emission by ESR can be attributed to
the huge difference in the deshelving rates of each triplet states. It will
be also shown that the coherent spin manipulation of the metastable
triplet state is possible at room temperature. Even though the elec-
tron spin coherence time is limited by the life time of the triplet state
(up to 2.5 us), these findings suggest that the electron spin in this spin
system can be used to read-out the coupled nuclear spin state because
the nuclear spin can be protected during the initialization and storage
processes thanks to the spin-less electron ground state.

TT 66.5 Fri 10:30 H14
Nuclear spin control with a transient electron spin an-

cilla — eHeLMuT FEDDER!, SANG-YUN LEE!, MATTHIAS WIDMANT,

TorsTEN RENDLER!, MoriTz EYER!, SEN YaNG!, PETR S1yusHEV!
b b b b

Marcus Donerry?, NEIL Manson?, and JOrG WRACHTRUP! —
13. Physikalisches Institut and Research Center SCoPE, University
Stuttgart, Germany — 2Laser Physics Center, Research School of
Physics and Engineering, Australian National University, Canberra,

Australia

Electron spins associated with point defects in crystals are promising
systems for solid state quantum technology [1-3]. In particular, de-
fects with a spin-less ground state and an excited triplet state have
been proposed as universal ancillae for addressing nuclear spins [2]. In
here we demonstrate the control of an individual 13C lattice nuclear
spin in diamond by exploiting a hitherto unknown electron spin defect
that features an excited triplet state. Using optical and microwave
control, we demonstrate coherent manipulation of the triplet electron
spin and characterize its photo-physics. We then show coherent ma-
nipulation of the nuclear spin in the spin-less electronic ground state.

[1] J.J.L. Morton et al. Solid-state quantum memory using the 31P
nuclear spin. Nature 455, 1085 (2008).

[2] V. Filidou et al. Ultrafast entangling gates between nuclear spins
using photoexcited triplet states. Nature Phys. 8, 596 (2012).

[3] P.C. Maurer et al. Room-Temperature Quantum Bit Memory Ex-
ceeding One Second. Science 336, 1283 (2012).

TT 66.6 Fri 10:45 H14
Entanglement by measurement and Bell inequality vio-
lation with spins in diamond — eWorrcanG Prarr!, TiM
H. Taminiavl, Lucio RoLeEpol!, HaNNEs BERNIEN!, MATTHEW
MarkuaM?, DANIEL J. TwiTcHEN?, and RoNaLp Hanson! — 1Kavli
Institute of Nanoscience Delft, Delft University of Technology, Nether-
lands — 2Element Six, Ltd., Ascot, UK

Single spins in diamond have emerged as a promising platform for
quantum information processing in the solid state. In particular, in-
dividual nuclear spins coupled to nitrogen-vacancy (NV) centers have
been recognized as excellent candidates for solid state qubits, because
they combine outstanding stability, excellent control by spin resonance

techniques, and high-fidelity optical initialization and readout provided
by the NV center.

Here we report the achievement of a milestone towards quantum
computation with spins: The creation of high quality quantum en-
tanglement between two nuclear spins in diamond. Entanglement is
an important resource for quantum computation and lies at the heart
of many key quantum protocols, such as teleportation and error cor-
rection. We show that we can produce entangled states of high fi-
delity using a projective quantum measurement. Our technique is non-
destructive, and thus leaves the quantum information that is required
for further computation unharmed. This enables us to demonstrate a
violation of Bell’s inequality for the first time with spins in the solid
state.

Ref: Pfaff et al., Nature Phys., doi:10.1038 /nphys2444 (2012).

Coffee break
TT 66.7 Fri 11:15 HI14

Spin polarisation mechanism in nitrogen-vacancy and related
colour centres of diamond — LacHLAN RoGERrs!, NEIL MANSONZ,
and eFEDOR JELEzKO! — !Institut fiir Quantenoptik, Universitit
Ulm, Ulm, Deutschland — 2Laser Physics Centre, Australian National

University, Canberra, Australia

Optically induced spon polarisation of the negatively charged nitrogen
vacancy centre in diamond (NV ™) has been known for a considerable
time but there has not been a satisfactory account of how it arises.
This lack of explanation is of concern because spin polarisation is the
key unique property that allows the centre to function as a room tem-
perature qubit. An optical emission band with ZPL at 1042 nm is
understood to arise from a transition between spin-singlet levels which
lie between the triplet ground and excited states. We report prop-
erties of the singlet levels obtained using spectroscopic techniques on
the 1042 nm band. Importantly, we resolve the long-standing uncer-
tainty over the order of these singlets. This improved understanding
of the singlet system leads to a tentative description of the physical
mechanism for spin polarisation in the NV~ centre.

This raises the tantalising possibility of engineering "designer"
colour centres for specific applications. For instance, the neutral NV©
centre is known to have a metastable level between its ground and ex-
cited states. Manipulating it to open the intersystem crossing from
this level back to the ground state would likely give rise to opti-
cally induced spin polarisation, opening a second solid-state optically-
controlled qubit in diamond.

TT 66.8 Fri 11:30 H14
Detecting and Polarizing Nuclear Spins in Diamond —
eJocHEN ScHEUER!, Paz Lonpon?, JiaNMING CA1®, ILa1r ScHWARZS,

ALEX RETZKER?, MARTIN B. PLENIO®, Masavyukl KATaciri®f,
6 Junicur Isova®, RaAN

Tokuvukl TeraJ®, Sarosur Koizumi
FisceEr?, Liam McGuinness!, Boris Navpenov!, and FEDOR
JeLEzkO! — lInstitut fiir Quantenoptik, Universitat Ulm, Ulm, Ger-
many — 2Department of Physics, Technion, Israel Institute of Tech-
nology, Haifa, Israel — 2Institut fiir Theoretische Physik, Universitat
Ulm, Ulm, Germany — 4Racah Institute of Physics, The Hebrew Uni-
versity of Jerusalem, Jerusalem, Israel — °Graduate School of Library,
Information and Media Studies, University of Tsukuba, 1-2 Kasuga,
Tsukuba, Ibaraki, Japan — %National Institute for Materials Science,
Tsukuba, Ibaraki, Japan

Control and measurement of nuclear spins is essential for medicine,
chemistry and physics, but the sensitivity of conventional measurement
schemes is limited due to low thermal polarization of nuclei under am-
bient conditions. We use an electron-nuclear double resonance tech-
nique, known as Hartmann-Hahn double resonance, to demonstrate
experimentally polarization of single and multiple nuclear spins in a
room temperature solid. By transferring polarization from an optically
cooled electron spin associated with the nitrogen-vacancy (NV) defect,
to carbon nuclei we are able to control spin bath dynamics. This work
opens new possibilities for different fields of science, from control over
decoherence and use of mesoscopic ensemble of nuclear spins as qubits
to enhancement of contrast in magnetic resonance imaging.

TT 66.9 Fri 11:45 H14
Tailoring the Diamond: Microwave structures surrounding
nano-fabricated solid immersion lenses registered to single
emitters in diamond on demand — eLuca MaRrsecLIA!, FLORIAN
STrRIEBEL!, ANDREAS HAUsSLER!, Boris NaypeENov!, JAN MEIJERZ,

and FEpoR JeLEZKO! — !Institut fiir Quantenoptik, Universitdt Ulm,
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Albert-Einstein-Allee 11, 89081 Ulm - Germany — 2Ruhr-Universitit
Bochum, Universitatsstrae 150, 44801, Bochum, Germany.

The negatively charged Nitrogen Vacancy color center (NV) is a spin
active defect with a long spin lifetime at room temperature. It is a three
level system whose value of the ground state spin can be driven by ap-
plying a small microwave field making a NV centre a good candidate
as qubit for quantum information purpose. To exploit the splitting
of the ground state of the NV the control and the precision of a mi-
crowave field applied on a single NV is crucial. So we have successfully
coupled the NV to a microwave structures, made of metal, lithographi-
cally deposited on the diamond, applying high intensity microwave field
improving the addressing of the spin and the driving of the Rabi os-
cillation of the NV. Besides to directly improve the coupling efficiency
from a planar surface we formerly developed a technique to fabricate
solid immersion lenses (SILs), using Focus Ion Beam (FIB) system,
who geometrically avoid any refraction at the diamond-air interface.
Eventually we will create a microwave structure, placed precisely on
the nanofabricated SIL coupled to the colour centre. These integrated
structures will allow us to handle the spin of the NV centre with very
high precision and microwave field intensity.

TT 66.10 Fri 12:00 H14
Coherent Control of a '3C NV~ center — eBURKHARD
SCHARFENBERGER!, WirLLiam J. Munro?, and Kae NEmoTo! —
INational Institute of Informatics, 2-1-2 Hitotsubashi, Chiyoda-ku,
Tokyo 101-8430, Japan — 2NTT Basic Research Laboratories, NTT
Corporation, 3-1 Morinosato Wakamiya, Atsugi, Kanagawa 243-0198,
Japan

We investigate the theoretically achievable fidelities for coherently
controlling an effective three qubit system consisting of a negatively
charged NV center in diamond coupling via an hyperfine interaction to
one nearby 3C nuclear spin using only micro- and radio wave pulses.
With its long coherence times and comparatively simple optical acces-
sibility, already the ’bare’ NV~ center has an interesting potential in
quantum computing related applications. Although a number of ex-
periments have already been conducted using NV centers with one or
more 13C nearby, fidelities achieved are limited not only by experimen-
tal inaccuracies but a lack of theoretical understanding of the system
dynamics. We seek to redress this by fully modelling the NVC sys-
tems behaviour in the ground state manifold, including all hyperfine
interactions (between N and V as well as C and V) and dissipation
where parameters are taken from previous experimental work as well
as theoretical ab-initio studies. We show that for close-by carbons,
the strong hyperfine interaction leads to unwanted mixing of levels
which ultimately limits fidelities in single-qubit driving and entangle-
ment generation to less than 99% in the experimentally interesting
weak magnetic fields regime.

TT 67: Topological Insulators 5
Time: Friday 9:30-13:00

TT 67.1 Fri 9:30 HI18
Structure factor of a weakly interacting helical liquid —
eSuHAS GANGADHARAIAH!2, ThHomas L. ScuMmipT?, and DANIEL
Loss? — Indian Institute of Science Education and Research, Bhopal,
India — 2Department of Physics, University of Basel, CH-4056 Basel,

Switzerland

We calculate the density structure factor S(g,w) of a weakly interacting
helical liquid in the presence of a magnetic field B. The latter opens
a gap of width 2B in the single-particle spectrum e+ (k), and leads
to a strongly nonlinear spectrum near k¥ = 0. For chemical poten-
tials 4 > B, the system then behaves as a nonlinear helical Luttinger
liquid, and a mobile-impurity analysis reveals interaction-dependent
power-law singularities in S(g,w). For u < B, the low-energy exci-
tations are gapped, and we determine S(g,w) by using an analogy to
exciton physics. We discuss the implications of the magnetic field in-
duced non-linear spectrum on the Coulomb drag between the helical
liquids.

TT 67.2 Fri 9:45 HI8
Strongly interacting Majorana modes in an array of Joseph-
son junctions — FaBiaN HassLer! and eDIRK SCHURICHT? —

Hnstitute for Quantum Information, RWTH Aachen University —

TT 66.11 Fri 12:15 H14
Resolving individual spin defects in diamond beyond the
diffraction limit by exploiting their charge state dynamics —
eNABEEL AsLAaM, MATTHIAS PFENDER, GERALD WALDHERR, PHILIPP
NEuUMANN, and JOrRG WRACHTRUP — 3. Physikalisches Institut, Uni-
versitat Stuttgart, Germany

The nitrogen-vacancy center in diamond is an electron and nuclear spin
system that shows exceptionally good coherence properties at room
temperature. This makes it a promising system for the implementa-
tion of quantum information processing. Furthermore the ability to
sense magnetic and electric fields on the nanometer scale has been
demonstrated for NV defects. Individual spin detection and initial-
ization is performed optically by a confocal microscope which fails in
resolving individual defects with a distance smaller than the diffrac-
tion limit. Here we demonstrate a novel microscopy method that is
able to exploit the stochastically switching between different charge
states achieving resolutions of 10 nm, well below the diffraction bar-
rier. Compared with targeted switching based methods like STED this
method applies at least five magnitudes lower laser power for a certain
resolution. This is in fact a great improvement for the future use of
nanodiamonds as biomarkers in cells with nanometer resolution. Even
better resolutions can be achieved by combining this method with spin
state manipulation.

TT 66.12 Fri 12:30 H14

Investigations on nitrogen-vancancy center creation and its
physical properties — eDENIS ANTONOV!2, GABRIEL BESTERZ,
and JOrRG WRACHTRUP! — 13. Physikalisches Institut, Univer-
sitdt Stuttgart, Pfaffenwaldring 57, 70569 Stuttgart, Germany —
2Max-Planck-Institut fiir Festkorperforschung, Heisenbergstr. 1, 70569

Stuttgart, Germany

The negatively charged nitrogen-vacancy (NV ™) center embedded in
extended and nanoscale diamond structures is a promising candidate
for quantum information processing (QIP), magnetometry and even
for biomarkers. A basic requirement for these applications is a pre-
cise prediction of the placement and a detailed understanding of the
physical properties of the NV~ center. Using a range of simulation
techniques we consider the formation of NV~ centers from the statis-
tical standpoint, before performing accurate calculations for the optical
properties of individual NV~ centers. In particular, we investigate the
channeling effect during shallow implantations in molecular dynamics
and Monte Carlo simulations. Furthermore, a combination of a spin-
polarized atomic effective pseudopotential and a configuration inter-
action approache is used to obtain many body effects in the excitonic
spectra.

(jointly with DS, HL, MA, and O)

Location: H18

2Institute for Theory of Statistical Physics, RWTH Aachen Univer-
sity

An array of superconducting islands with semiconducting nanowires
in the right regime provides a macroscopic implementation of Kitaev’s
toy model for Majorana wires. We show that a capacitive coupling
between adjacent islands leads to an effective interaction between the
Majorana modes. We demonstrate that even though strong repulsive
interaction eventually drive the system into a Mott insulating state
the competition between the (trivial) band-insulator and the (trivial)
Mott insulator leads to an interjacent topological insulating state for
arbitrary strong interactions.

TT 67.3 Fri 10:00 HI18
All-electrical measurement of crossed Andreev reflection
in topological insulators — eRoLF W. REINTHALER!, PATRIK
RecHER?, and EweLiNa M. Hankiewicz! — 1Faculty of Physics
and Astrophysics, University of Wiirzburg, Wiirzburg, Germany —
2Institute for Mathematical Physics, Technical University Braun-

schweig, Braunschweig, Germany

Using a generalized wave matching method we solve the full scatter-
ing problem for quantum spin Hall insulator (QSHI) - superconductor
(SC) - QSHI junctions. We find that for systems narrow enough so
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that the bulk states in the SC part couple both edges, the crossed
Andreev reflection (CAR) is significant and the electron cotunneling
(T) and CAR become spatially separated. We study the effectiveness
of this separation as a function of the system geometry and the level
of doping in the SC. Moreover, we show that the spatial separation
of both effects allows for an all-electrical measurement of CAR and T
separately in a 5-terminal setup or by using the spin selection of the
quantum spin Hall effect in an H-bar structure [1].

We acknowledge financial support by the DFG grant HA 5893/3-1.

[1] R. W. Reinthaler, P. Recher, and E. M. Hankiewicz,
arXiv:1209.5700 (2012)

TT 67.4 Fri10:15 HIS8
Zero-voltage conductance peak from weak antilocalization
in a Majorana nanowire — eMICHAEL WIMMER', DIMITRI
Pikunin!, Jan Danruaus!, Henning ScHoMERUSZ, and CARLO
BEENAKKER! — lInstituut-Lorentz, Universiteit Leiden, The Nether-
lands — 2Department of Physics, Lancaster University, United King-
dom

We show that weak antilocalization by disorder competes with reso-
nant Andreev reflection from a Majorana zero-mode to produce a zero-
voltage conductance peak of order €2/ in a superconducting nanowire.
The phase conjugation needed for quantum interference to survive a
disorder average is provided by particle-hole symmetry - in the ab-
sence of time-reversal symmetry and without requiring a topologically
nontrivial phase. We identify methods to distinguish the Majorana
resonance from the weak antilocalization effect.

TT 67.5 Fri 10:30 H18
Spectral properties of disordered multi-channel Majorana
wires — ePaTrRICK NEVEN, DMITRY BAGRETS, and ALEXANDER AL-
TLAND — Institut flir Theoretische Physik, Universitéit zu Koéln, Koéln,
Germany

Proximity coupled multi-channel spin-orbit quantum wires may sup-
port midgap Majorana states at the ends. We study the fate of these
Majorana fermions in the presence of disorder in such wires. Inspired
by the widely established theoretical methods of mesoscopic supercon-
ductivity, we develop a quasiclassical approach which is valid in the
limit of strong spin-orbit coupling. A numerical solution of the Eilen-
berger equation reveals that disordered topological wires are prone
to the formation of a zero-energy anomaly (class D impurity spectral
peak) in the local density of states which shares the key features of
a Majorana peak. We also find that the Zg topological invariant dis-
tinguishing between the state with and without Majorana fermions
(symmetry class B and D, resp.) is related to the Pfaffians of quasi-
classical Green’s functions.

TT 67.6 Fri 10:45 H18
Topological invariants and interacting one-dimensional
fermionic systems — eSALvATORE R. ManmaNa®l2:3 ANDREW M.
Essin®, REINHARD M. Noack?, and Vicror GUraRIE? — !Institut
fiir Theoretische Physik, Universitat Gottingen, Germany — 2JILA,
University of Colorado and NIST, Boulder (CO), USA — 3Department
of Physics, University of Colorado at Boulder, USA — “4Fachbereich
Physik, Philipps-Universitat Marburg, Germany

We study one-dimensional, interacting, gapped fermionic systems de-
scribed by variants of the Peierls-Hubbard model, and we character-
ize their phases via a topological invariant constructed out of their
Green'‘s functions. We demonstrate that the existence of topologically
protected, zero-energy states at the boundaries of these systems can
be tied to the value of the topological invariant, just like when working
with the conventional, non-interacting topological insulators. We use
a combination of analytical methods and the numerical density matrix
renormalization group method to calculate the values of the topolog-
ical invariant throughout the phase diagrams of these systems, thus
deducing when topologically protected boundary states are present.
We are also able to study topological states in spin systems because,
deep in the Mott insulating regime, these fermionic systems reduce to
spin chains. In this way, we associate the zero-energy states at the
end of an antiferromagnetic spin-1 Heisenberg chain with a topological
invariant equal to 2.

TT 67.7 Fri 11:00 H18

Fluctuation driven topological Hund insulator — eJAN CARL

Bupicu!, BjoerN TRAUZETTEL?, and GIORGIO SANGIOVANNI? —

IDepartment of Physics, Stockholm University, Se-106 91 Stockholm,

Sweden — Z2Institute for theoretical physics and astrophysics, 97074
Wiirzburg, Germany

We investigate in the framework of dynamical mean field theory a two-
band Hubbard model based on the Bernevig-Hughes-Zhang Hamilto-
nian describing the quantum spin Hall (QSH) effect in HgTe quantum
wells. In the presence of interaction, we find that a system with topo-
logically trivial non-interacting parameters can be driven into a QSH
phase at finite interaction strength by virtue of local dynamical fluc-
tuations. For very strong interaction, the system reenters a trivial
insulating phase by going through a Mott transition. We obtain the
phase diagram of our model by direct calculation of the bulk topolog-
ical invariant of the interacting system in terms of its single particle
Green’s function.

15 min. break

TT 67.8 Fri 11:30 HI1S
Floquet Topological Quantum Phase Transitions in the Wen-
Plaquette Model — eVicTOR MANUEL BasTiDAS VALENCIA, CLIVE
EMmARY, GERNOT SCHALLER, and ToBiAs BRANDEs — Institut fiir
Theoretische Physik, Technische Universitdt Berlin, Hardenbergstr.
36, 10623 Berlin, Germany

Our aim in this talk is to describe the nonequilibrium behavior of the
topological quantum phase transition in the Ac-driven Wen-plaquette
model. We show that under the effect of a nonadiabatic driving the sys-
tem exhibits a novel topological phase. We define generalized topolog-
ical order parameters by considering cycle-averaged expectation values
of string operators in a Floquet state.

TT 67.9 Fri 11:45 HIS
Fermion-parity anomaly of the critical supercurrent in the

quantum spin-Hall effect — eJAN Danrnauvs!, DMITRY PIKULIN,

Tmmo Hyarr!, HENNING ScHOMERUSZ, and CARLO BEENAKKER! —
Hnstituut-Lorentz, Universiteit Leiden, Niederlande — 2Department

of Physics, Lancaster University, United Kingdom

The helical edge state of a quantum spin-Hall insulator can carry a
supercurrent in equilibrium between two superconducting electrodes
(separation L, coherence length £). We calculate the maximum (crit-
ical) current I. that can flow without dissipation along a single edge,
going beyond the short-junction restriction L < £ of earlier work, and
find a dependence on the fermion parity of the ground state when L
becomes larger than £. Fermion-parity conservation doubles the crit-
ical current in the low-temperature, long-junction limit, while for a
short junction I is the same with or without parity constraints. This
provides a phase-insensitive, bc signature of the 4w-periodic Josephson
effect.

TT 67.10 Fri 12:.00 HI18
Topological kicked rotators — eJaN DAHLHAUS!, JONATHAN
Epcel, JaAkuB TworzypLo?2, and CARLO BEENAKKER! — Instituut-
Lorentz, Universiteit Leiden, Niederlande — 2Institute of Theoretical
Physics, University of Warsaw, Poland

Topology is a nice mathematical concept that can have profound con-
sequences on condensed matter systems. Maybe the most prominent
examples are the quantum Hall effect, the quantum spin Hall effect
and the 3D topological insulator. I will present a way to realize the
ideas of band topology in a well-known and intensively-studied model
- the quantum kicked rotator. This allows to study the Anderson lo-
calization properties of topological phase transitions numerically in a
very efficient way, especially in higher dimensions. Furthermore it may
open a way for experimental measurements of this transition behaviour
with cold atomic gases in optical lattices.

TT 67.11 Fri 12:15 HI18
Theory of correlated topological insulators with broken ax-
ial spin symmetry — oSTEPHAN RAcHEL — TU Dresden, 01069
Dresden, Germany

The two-dimensional Hubbard model defined for topological band
structures exhibiting a quantum spin Hall effect poses fundamental
challenges in terms of phenomenological characterization and micro-
scopic classification. We consider weak, moderate, and strong inter-
actions and argue that the resulting phase diagrams depend on the
microscopic details of the spin orbit interactions which give rise to the
non-trivial topology. In particular, it turns out that there is a crucial
difference between models with broken and with conserved axial spin
symmetry. These results suggest that there is a general framework for
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correlated 2D topological insulators with broken axial spin symmetry.

[1] Rachel, LeHur, PRB 82, 075106 (2010)

[2] Schmidt, Rachel, von Oppen, Glazman, PRL 108, 156402 (2012)
[3] Cocks, Orth, Rachel et al., PRL 108, 205303 (2012)

[4] Reuther, Thomale, Rachel, PRB 86, 155127 (2012)

TT 67.12 Fri 12:30 H18
Interaction effects on almost flat surface bands in topological
insulators — eMarTHIAS SITTE, LARS FRrITZ, and AcHiMm RoscH —
Universitat zu Koln, Institut fiir Theoretische Physik, Ziilpicher Str.
77, 50937 Ko6ln, Deutschland

We investigate ferromagnetic instabilities of the two-dimensional he-
lical Dirac fermions hosted on the surface of three-dimensional topo-
logical insulators. We concentrate on ways to increase the role of in-
teractions by means of modifying the bulk properties which in turn
changes the surface Dirac theory characteristics. We discuss both long-
ranged Coulomb interactions controlled by the dimensionless coupling
constant a = e?/(hevi™f) as well as short-ranged Hubbard-like in-
teractions of strength U which can induce spontaneous surface ferro-
magnetism, thereby gapping the surface Dirac metal. In both cases,
we find that a prerequisite for observing this effect is to reduce the
Fermi velocity v;l”f, and we consider different mechanisms to achieve
this. While for long-ranged Coulomb interactions we find that screen-

ing hinders ferromagnetism, for short-ranged interactions screening is
not that vital and the instability can prevail.

TT 67.13 Fri 12:45 HI8
Local spin susceptibility and surface states in doped three-
dimensional topological insulators with odd-parity supercon-
ducting pairing symmetry — eBJORN ZocHER!? and BERND
Rosenow! — !Institut fiir Theoretische Physik, Universitit Leipzig,
D-04103 Leipzig, Germany — 2Max Planck Institut fiir Mathematik
in den Naturwissenschaften, D-04103 Leipzig, Germany

We investigate characteristic features in the spin response of doped
three-dimensional topological insulators with odd-parity unequal-spin
superconducting pairing. To get insight into the nature of the super-
conducting pairing symmetry, we show that the odd-parity unequal-
spin pairing can be mapped onto p-wave pairing and that these systems
have gapless Majorana surface modes. The Majorana modes contribute
to the local spin susceptibility, giving rise to a characteristic tempera-
ture behavior of the Knight shift and the spin-lattice relaxation time
in magnetic resonance experiments. Because of their different decay
lengths, the Majorana modes can be observed and clearly distinguished
from the Dirac modes of the topological insulator by local probes which
allow for a depth-controlled study of the electron spins on the nanome-
ter length scale.

TT 68: Transport: Spintronics, Magnetotransport 2 (jointly with HL and MA)

Time: Friday 9:30-10:30

TT 68.1 Fri 9:30 H20
Bulk sensitive photoelectron spectroscopy on CrO2 thin films
— eJonas WEINEN!, STEFANO AGRESTINI', MARTIN RoTTER!, SI-
MoNE G. ArteEnporr!, Zmwrr Hul, Cunun-Fu Cuang!, ARUN
Gupta?, YEN Fa Liao3, Ku-Dineg Tsukr®, and Liv Hao Tieng!
— IMax-Planck-Institut fiir Chemische Physik fester Stoffe, Dresden
— 2The University of Alabama, Tuscaloosa, USA — 3National Syn-
chrotron Radiation Research Centre, Hsinchu, Taiwan

For transition metal compounds with a high oxidation state the so-
called charge transfer energy can become negative, with the result
that a spontaneous electron redistribution could occur in which oxy-
gen holes are formed. Such seems to be the case for the ferromagnet
CrO2. Using the LDA+U method, Korotin et al. [PRL 80, 4305
(1998)] calculated that the material is a metal and remains a metal
even for very large values of U. This suggests that it is not so much
the Cr 3d states that determine whether the system is metallic or insu-
lating, but rather that it is the O 2p states which straddle the chemi-
cal potential.—Several photoelectron spectroscopy (PES) studies have
been reported in the literature, but the results are not consistent, sup-
posedly related to the fact that the surface of CrO3 tends to decompose
to Cr203 under vacuum conditions, so that surface sensitive PES may
not have probed the true bulk spectrum of CrOs.—We set out to per-
form bulk sensitive photoemission experiments below and above T on
CrOg2 thin films using our HAXPES system at SPring-8. Our results
suggest that CrOz may be considered more like a bad metal rather
than a normal metal.

This work is also supported by DFG through FOR1346.

TT 68.2 Fri 9:45 H20
Initial stages of epitaxial growth of Fe3O4/MgO (001) thin
films: atomic reconstruction at the polar interface — eCHUN-
Fu Cuanc!, Zurwrr Hul, Steran KrLEIN?, RoNNY SUTARTOZ,
PHiLIPP HANSMANNZ, ARaTA TaNakKA®, Junio CRIGINSKI CESAR?,
Nicuoras Brookes?, Honc-J1 Lin®, Hur-Huanc Hsien®, CHien-
Te CHEN?, A. Diana Raral, and Liv Hao Tienc! — 1Max
Planck Institute for Chemical Physics of Solids, Dresden, Germany
— 2II. Physikalisches Institut, Universitat zu Koln, Kéln, Germany
— 3Department of Quantum Matter, ADSM, Hiroshima University,
Hiroshima, Japan — *ESRF, Grenoble Cédex, France — ?NSRRC,
Hsinchu, Taiwan — %Chung Cheng Institute of Technology, National
Defense University, Taoyuan, Taiwan

By means of reflection high energy electron diffraction and Fe L2 3
x-ray absorption spectroscopy we find evidence for an atomic struc-
tural reconstruction at the interface of polar Fe3O4/MgO (001) thin
films. This reconstruction takes place over several monolayers, while

Location: H20

each monolayer still preserves the FesO4 stoichiometery. Our findings
for such a transition interface layer may have important implications
especially in the field of spintronics, where ultrathin Fe3Oy4 films are
widely used for various sensitive devices.

TT 68.3 Fri 10:00 H20
Investigation of the Verwey transition in Fe3O4 thin films —
eX10NGHUA Liu, AKrINY Haspr Aimon, A. Diana Rata, CHuN-FuU
CHaANG, and Liv Hao TiENG — Max-Planck-Institut fiir Chemische
Physik fester Stoffe, Dresden, Germany

Magnetite FesO4 is one of the most investigated materials from the
class of transition metal oxides. It shows a first-order anomaly in the
temperature dependence of the electrical conductivity at Ty = 120 K,
the famous Verwey transition. However, thin films of Fe3O4 show
always a lower Ty compared to the bulk material. In order to find
out the reason for the decreased Ty in magnetite thin films we have
performed a systematic investigation of the transport properties in de-
pendence of the oxygen pressure and thickness. Epitaxial Fe3O4 films
were grown by Molecular Beam Epitaxy on MgO(100) and MgAl>Oy4
(100) substrates and the structural and spectroscopic characteristics
were in-situ determined by RHEED and XPS, respectively. Resistiv-
ity measurements have been performed ex-situ by PPMS. Results of
this study and ongoing work will be presented.

TT 68.4 Fri 10:15 H20
Electronic Structure and Magnetic Properties of Sc doped
EuO Thin Films — eANDREAS REISNER!, SIMONE ALTENDORF!,
Cuun-Fu Cuanc!, Hong-J1 Lin?, CuieNn-TE CHENZ, and Liv Hao
Tienc! — IMax-Planck-Institute for Chemical Physics of Solids,
Néthnitzer Str.40, 01187 Dresden, Germany — 2National Synchrotron
Radiation Research Center, Hsin-Ann Road, 30076 Hsinchu, Taiwan,
R.O.C.

Europium monoxide is a ferromagnetic semiconductor with a Curie
temperature T of 69 K. Upon doping the material can show an in-
crease of the Curie temperature, a metal-to-insulator transition and a
high spin polarization of the charge carriers. Applying pressure can
also enhance T. Mostly other trivalent rare earth metals are used
as dopant. Here we set out to explore the possibility of using transi-
tion metals as dopants. As a start we focus on the non magnetic Sc
ions. We are able to achieve excellent crystalline growth of Sc-doped
EuO thin films on YSZ (001) substrates using molecular beam epitaxy.
We will report our results on the crystal structure as characterized by
RHEED and LEED, the electronic structure as determined by XPS
and ARPES, and on the magnetic propertes as measured by SQUID.
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TT 69: Superconductivity: Fe-based Superconductors - Theory

Time: Friday 9:30-12:15

TT 69.1 Fri 9:30 H21
Fermi surface topology of LaFePO, LiFeP and LiFeAs —
eHARALD O. JESCHKE, JOHANNES FERBER, and ROSER VALENTI —
Institut fiir Theoretische Physik, Goethe-Unversitat Frankfurt, Max-
von-Laue-Str. 1, 60438 Frankfurt, Germany

We performed charge self-consistent LDA+DMFT (density functional
theory combined with dynamical mean field theory) calculations to
study correlation effects on the Fermi surfaces of the iron pnictide
superconductors LaFePO, LiFeP and LiFeAs. We find a distinctive
change in the topology of the Fermi surface in LaFePO and LiFeP
where a hole pocket with Fe 3d, > orbital character changes its geom-
etry from a closed shape in LDA to an open shape upon inclusion of
correlations. In LiFeAs correlations influence mostly the shape of the
hole pockets. We discuss our results in the context of angle-resolved
photoemission spectroscopy and de Haas van Alphen observations.

TT 69.2 Fri 9:45 H21
Finite temperature and pressure molecular dynamics for
BaFe;As; — oSTEFFEN BackeEs and HARALD JESCHKE — Institut
fiir Theoretische Physik, Goethe-Universitat Frankfurt, Germany

We investigate the temperature and pressure dependence of the struc-
tural and electronic properties of the iron pnictide superconductor
BaFesAsa. We use density functional theory based Born-Oppenheimer
molecular dynamics simulations to study the system at temperatures
from T'= 5 K to 150 K and pressures from P = 0 to 30 GPa. When
increasing the pressure at low temperature, we find the two transitions
from orthorhombic to tetragonal to collapsed tetragonal that are also
observed in zero temperature structure relaxations and in experiment.
However, the first of these transitions is considerably smeared out at
finite temperature. We find a negative slope of the tetragonal to col-
lapsed tetragonal transition in the T-P phase diagram in very good
agreement with experiment. We also analyze the electronic structure
of BaFegAso at finite temperature and work out differences between
the time averaged band structure and Fermi surface at finite temper-
ature compared to the known zero temperature results. Our results
should be helpful for understanding some contradictions in experimen-
tal reports for BaFega Asy under high pressure.

TT 69.3 Fri 10:00 H21
Lattice dynamics of binary FeAs from first principles —
e ALEXANDER HERBIG!:2, RoLF HEID?, and KLAUS-PETER BoHNEN?
— !Physikalisches Institut, Karlsruher Institut fiir Technologie —
2Institut fiir Festkorperphysik, Karlsruher Institut fiir Technologie

Since the discovery of superconductivity in fluorine-doped LaFeAsO in
2008, the research on the so-called iron pnictides is rapidely developing.
One of their building blocks, the FeAs layers, seem to play an impor-
tant role for the physical properties of the iron pnictides. The rare
theoretical work on binary FeAs motivated us to perform ab-initio cal-
culations of electronic structure and lattice dynamics of this compound
by means of density functional and linear response theory within the
mixed-basis pseudopotential method.

We compared different collinear magnetic states with same crys-
tal structure. Thereby an antiferromagnetic state, which is the best
collinear approximation to the experimentally observed spin density
wave [1], exhibits the lowest total energy in good agreement with pre-
vious calculations [2]. Without spin polarization, we found unstable
phonon modes while magnetism stabilizes the phonon spectra.

Until now, no direct measurements of the phonon spectra are avail-
able. For the purpose of validating our phonon calculations we cal-
culated the phononic heat-capacity and found good agreement with
experiment.

[1] E. E. Rodriguez et al., Phys. Rev. B 83, 134520 (2011)
[2] D. Parker, I. I. Mazin, Phys. Rev. B 83, 180403 (2011)

15 min. break

TT 69.4 Fri 10:30 H21

Alg phonon-induced electron dynamics of Fe pnictides at
ultra-fast time scales — eBuaskar KAMBLE and ILyA EREMIN —
Theoretical Physics I1I, Ruhr Universitdt Bochum, 44801 Bochum

We employ the five-orbital tight-binding model to study the Alg

Location: H21

phonon-induced electron dynamics of the Fe pnictides in the context of
recent tr-ARPES experiments on BaFe2As2. By analyzing the exper-
imental data we deduce the amplitude of the tetrahedra angle oscilla-
tion due to the Alg phonon and the modified band structure topology.
We also find that in order to account for the experimental data in the
coherent regime, the oscillations of the electronic structure should oc-
cur simultaneously with oscillations of the charge density on the iron
site and we evaluate the amplitude of these oscillations from the five
orbital model. Finally, we analyze the change in the magnetization
as a function of the tetrahedral angle and find it is not symmetric
around the mean value. This results in a higher value of the average
magnetization within a cycle of the Alg phonon compared to the mag-
netization at the average value of the tetrahedral angle. This suggests
that coherent oscillation of the Alg phonon mode may induce tran-
sient generation of the SDW state, and also suggests that the interac-
tion strength in the Fe pnictides lies in the weak to the intermediately
coupled regimes.

TT 69.5 Fri 10:45 H21
Shedding light on the pairing mechanism in iron-based super-
conductors — eCHRIsTOPH HEIL, MARKUS AICHHORN, HEINRICH
SORMANN, EWALD SCHACHINGER, and WOLFGANG VON DER LINDEN
— Institute of Theoretical and Computational Physics, University of
Technology Graz, 8010 Graz, Austria

Whether superconductivity in iron-pnictides and -chalcogenides stems
from local or itinerant effects is a question still debated on. In or-
der to investigate the influence of Fermi surface nesting on the pairing
mechanism, we calculate from first-principles calculations the static
and dynamic susceptibility of various iron-based compounds. We show
that the susceptibility depends sensitively on doping and pressure ap-
plication and confront our theoretical results with conclusions drawn
from experiments. For instance, our results give evidence that pairing
through Fermi-nesting mechanisms alone is not sufficient to explain
the evolution of the transition temperature with pressure in FeSe.

TT 69.6 Fri 11:00 H21
The effect of weak disorder on the phase competition in un-
conventional superconductors — eMAREIKE HovER and JORrRG
ScHMALIAN — Institut fiir Theorie der Kondensierten Materie, Karls-
ruher Institut fiir Technologie

We investigate the phase competition between magnetism and super-
conductivity for iron pnictides in the presence of weak disorder. The
competition of these two ordered states has been studied in detail
by Fernandes and Schmalian [1] who came to the conclusion that in
the case of unconventional sT~ pairing, the superconducting and an-
tiferromagnetic phase may coexist microscopically but are near to a
parameter regime of mutual exclusion. Correspondingly, the multi-
critical point in the phase diagram is close to the transition from from
a tetracritical to a bicritical point.

Close to the multicritical point, the free energy of the system can be
expanded simultaneously in terms of magnetic and superconducting
order parameters and the coefficients can be determined microscopi-
cally. We include the effect of impurity scattering in the model and
investigate its influence on the phase diagram of iron pnictides.

[1] Rev. B 82, 014521 (2010)

TT 69.7 Fri 11:15 H21
Manifestations of impurity induced s+ — si; transition:
multiband model for dynamical response functions — eDMITRI
ErreEMov!, OLEc DoLcov?, and ALEXANDER GoLuBovS — IFW,
Dresden — 2FKF, Stuttgart — 3University of Twente

We investigate effects of disorder on the density of states, the sin-
gle particle response function and optical conductivity in multiband
superconductors with si1 symmetry of the order parameter, where
S4— — Sy transition may take place. In the vicinity of the transi-
tion the superconductive gapless regime is realized. It manifests itself
in anomalies in the above mentioned properties. As a result, intrin-
sically phase-insensitive experimental methods like ARPES, tunneling
and terahertz spectroscopy may be used for revealing of information
about the underlying order parameter symmetry.

TT 69.8 Fri 11:30 H21
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Breaking of fourfold lattice symmetry in a model for pnic-
tide superconductors — MARIA DAGHOFER and @ ANDRE FISCHER
— IFW Dresden, Dresden, Germany

We investigate the interplay of onsite Coulomb repulsion and various
mechanisms breaking the fourfold lattice symmetry in a three-band
model for the iron planes of iron-based superconductors using cluster
perturbation theory[1]. Previously investigated anisotropic magnetic
couplings are compared to an orbital ordering field and anisotropic
hoppings. We find that all three mechanisms lead to similar signatures
once the onsite interactions are strong enough to bring the system close
to a spin-density wave state.

[1] M. Daghofer and A. Fischer, Supercond. Sci. Technol. 25, 084003
(2012)

TT 69.9 Fri 11:45 H21
Emergence of superconductivity in the presence of a metallic
spin density wave — eJacoB ScHMIEDT, PuiLip M. R. BRryDON,
and CARSTEN TimMm — Institut fiir Theoretische Physik, TU Dresden,
Germany

The coexistence of spin density wave (SDW) and superconducting (SC)
order has gained significant attention in the field of iron pnictides since
there is strong experimental evidence for microscopic coexistence in a
number of compounds. Both types of order gap out the Fermi surface
- at least partially. We study how the existence of a SDW gap influ-
ences the formation of the SC state and determines the preferred gap
symmetry. In contrast to previous studies that use phenomenological
pairing potentials, we take a more realistic approach of calculating the

effective pairing interaction in the SDW background from the bare in-
teractions using the random phase approximation. This scheme can
also be applied to models with orbital degrees of freedom, which can
lead to a deeper understanding of the coexistence and the interplay
between SDW and SC order in multi-orbital systems such as the pnic-
tides.

TT 69.10 Fri 12:00 H21
Theoretical study of magneto-crystalline anisotropy in Fe
pnictides — e ALEXANDER YARESKO — MPI FKF, Stuttgart, Ger-
many

If spin-orbit coupling is taken into account, LSDA band structure cal-
culations for parent Fe pnictides successfully reproduce the correct
magnetic ground state with stripe antiferromagnetic (AFM) order and
Fe moments aligned along a, i.e., along AFM Fe chains. They also pre-
dict that the out-of-plane (ac) magneto-crystalline anisotropy (MCA)
in LaFeAsO and BaFesAs» is stronger than the in-plane (ab) one. How-
ever, recent polarized inelastic neutron scattering experiment showed
the opposite: the gap at zone center is larger for in-plane spin exci-
tations than for out-of-plane ones, which means that it is easier to
deviate Fe spins in the ac plane. In this work it is shown that MCA
in LaFeAsO, BaFeaAsa, and NaFeAs is a non-monotonous function of
the exchange splitting of Fe d states. For large values of the splitting
the out-of-plane MCA is stronger. However, for sufficiently small ex-
change splittings, which correspond to reduced Fe moments, the order
of the MCA energies is reverted: in agreement with the experiment
the in-plane ab anisotropy becomes stronger. The microscopic origin
of MCA in pnictides is also discussed.

TT 70: Correlated Electrons: General Theory 2

Time: Friday 9:30-11:00

TT 70.1 Fri 9:30 H24
Prethermalization and thermalization of weakly interacting
quantum systems — eMAaRcUs KoLLAR and MICHAEL STARK —
Theoretical Physics I1I, Center for Electronic Correlations and Mag-
netism, University of Augsburg, 86135 Augsburg

When a quantum many-body system is suddenly forced out of equilib-
rium, it is expected to relax to the thermal state predicted by statistical
mechanics, which depends only on energy and particle number. How-
ever, integrable systems usually relax instead to a nonthermal state,
because a detailed memory on the initial conditions persists due to
the many constants of motion. A special situation arises for weakly
interacting systems: because of the nearby integrable, noninteracting
Hamiltonian they are first trapped in a so-called prethermalized state,
and can thermalize only at a later stage [1]. This prethermalization
plateau is again due to a large number of — now only approximate —
constants of motion and can be represented by a generalized Gibbs en-
semble [2]. As the time evolution continues, we can describe the decay
of this quasistationary state and the crossover to the thermal state by
a kinetic integro-differential equation, with good quantitative agree-
ment for quenches to small Hubbard interaction [3]. This approach
provides a controlled and conceptually straightforward description of
the thermalization dynamics and establishes that thermalization can
occur even in the perturbative regime.

[1] M. Moeckel and S. Kehrein, PRL 100, 175702 (2008).
[2] M. Kollar, F. A. Wolf, and M. Eckstein, PRB 84, 054304 (2011).
[3] M. Eckstein, M. Kollar, and P. Werner, PRL 103, 056403 (2009).

TT 70.2 Fri 9:45 H24
Steady-State Nonequilibrium Dynamical Mean Field Theory:
an auxiliary Master Equation approach — eENRICO ARRIGONI,
MicuaEr Knapr, and WOLFGANG VON DER LINDEN — Institute of
Theoretical and Computational Physics TU Graz, 8045 Graz, Austria

We present an approach to deal with nonequilibrium steady state prop-
erties of strongly correlated quantum many-body systems based on dy-
namical mean-field theory (DMFT). The impurity solver is based on
the exact solution of an auxiliary system consisting of a finite number
of bath sites coupled to the interacting impurity and to two Marko-
vian reservoirs. The method can be seen as the extension of the DMFT
impurity solver for the nonequilibrium case based on exact diagonal-
isation. We apply the method to study nonlinear quantum transport
across correlated heterostructures.

Location: H24

TT 70.3 Fri 10:00 H24
A variational cluster approach to strongly correlated quan-
tum systems out of equilibrium — eMARTIN Nuss, ENrRICO AR-
RIGONI, and WOLFGANG VON DER LINDEN — Institute of Theoretical
and Computational Physics, Graz University of Technology, Peters-
gasse 16 8010 Graz , Austria

The theoretical understanding of the non-equilibrium behaviour of
strongly correlated quantum many-body systems is a long standing
challenge, which has become increasingly relevant with the progress
made in the fields of molecular-and nano- electronics, spintronics, spec-
troscopy or quantum optics and simulation. We report on the devel-
opment of non-equilibrium cluster perturbation theory, and its varia-
tional improvement, the non-equilibrium variational cluster approach
for steady-state situations. Both methods are based on the Keldysh
Green’s function technique which allows accessing single particle dy-
namic quantities. These flexible and versatile techniques can in princi-
ple be applied to any fermionic / bosonic lattice Hamiltonian, includ-
ing multi-band and multi-impurity systems. We present results for the
steady-state of molecular / nanoscopic devices under bias including
the effects of electron-electron interactions and magnetic fields.

TT 70.4 Fri 10:15 H24
Dynamics in model systems of strongly interacting elec-
trons — eMALTE BEHRMANN', MIcHELE FaABRIzIo2, and FRANK
LecHERMANN! — 1. Institut fiir Theoretische Physik, Jungiusstr. 9,

20355 Hamburg — 2SISSA, via Bonomea 265, 34136 Trieste

Explicit time-dependent phenomena in strongly interacting quantum
systems have recently become of great interest, especially in view of
novel challenging experiments with time-dependent probing. Under-
standing the dynamic evolution of electronic correlations is a key issue
in describing the non-equilibrium physics taking place in concrete ma-
terial systems, e.g. after photo-excitation. This talk discusses work
performed on the dynamics of strongly correlated model systems by
means of a time-dependent slave-boson mean-field theory that allows
for full rotational invariance in spin and orbital space. Therewith a
generic time-dependent Mott scenario is accessible and the dynamics of
quasiparticle and multiplet degrees of freedom may be monitored. Our
approach is closely related to the time-dependent Gutzwiller frame-
work by Fabrizio and coworkers [1].

[1] M. Schir6 and M. Fabrizio, Phys. Rev. Lett. 105, 076401 (2010)
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TT 70.5 Fri 10:30 H24
Calculations of resonant x-ray emission spectra in compounds
with localized f-electrons — eJiNDRIcH KoLORENC!, ALEXAN-
pER B. Suick!'2, and RoBerTro Caciurro? — lInstitute of Physics,
Academy of Sciences of the Czech Republic, Prague, Czech Repub-
lic — 2European Commission, Joint Research Centre, Institute for
Transuranium Elements, Karlsruhe, Germany

We discuss a theoretical description of the resonant x-ray emission
spectroscopy (RXES) that is based on the Anderson impurity model.
The theory builds on the ideas from [1-3] and extends them to take
into account the f-electron multiplets. The parameters of the impurity
model are taken from the LDA+DMFT calculations, and the coherent
second-order optical process is calculated using the Lanczos method.
The theory is applicable across the whole f series, not only in the limits
of nearly empty (La, Ce) or nearly full (Yb) f shell. We illustrate the
method on selected f-electron systems.

[1] O. Gunnarsson and K. Schénhammer, Phys. Rev. B 28, 4315
(1983)

[2] S. Tanaka, H. Ogasawara, Y. Kayanuma, and A. Kotani, J. Phys.
Soc. Jpn. 58, 1087 (1989)

[3] M. Nakazawa, S. Tanaka, T. Uozumi, and A. Kotani, J. Phys. Soc.
Jpn. 65, 2303 (1996)

TT 70.6 Fri 10:45 H24
Continuous Estimators for CT-HYB — ePAVEL AUGUSTINSKY
— University of Augsburg

We present an improved algorithm for measurement of the Green’s
function in the hybridization-expansion quantum Monte Carlo. The
method is based on using continuous rather then discrete delta-
function estimators. It fixes drawbacks of the standard approach at
low perturbation orders and it can produce high-accuracy data for
numerical analytical continuation of the selfenergy.

TT 71: Graphene - Preparation and Characterization 2 (jointly with DS, HL, MA, and O)

Time: Friday 10:30-13:00

TT 71.1 Fri 10:30 H17
Engineering of 2D-Nanomaterials by Swift Heavy Ion Irradia-
tion — eOLIVER OCHEDOWSKI, HANNA BUKOWSKA, SEVILAY AKCOL-
TEKIN, and MARIKA SCHLEBERGER — Universitdt Duisburg-Essen,
Lotharstrasse 1, 47057 Duisburg

Two dimensional (2D) nanomaterials prepared from layered crystal
materials have attracted a great amount of interest in multiple fields
of science. These nanomaterials can be metallic (e.g. graphene), semi-
conducting (MoS2) or insulating (Mica) with properties often different
from their bulk counterparts. Here, we will demonstrate how the mor-
phology of several 2D-nanomaterials can be modified by swift heavy
ion (SHI) irradiation in the MeV regime under glancing incidence an-
gle. The induced modifications are investigated by means of atomic
force microscopy. In the case of graphene we will show by Kelvin probe
force microscopy how SHIs can be used to alter the electronic structure
and induce doping of the graphene.

TT 71.2 Fri 10:45 H17

Fabrication of laterally structured graphene/carbon
nanomembrane hybrids — eANDREAs WINTER!, STEFAN
Wunbrack?, RAINER StoscH?, and ANDREY TURCHANIND —

LUniversitat Bielefeld, 33615 Bielefeld — 2Physikalisch-Technische
Bundesanstalt, 38116 Braunschweig

Laterally structured free-standing micro- and nanostructures of single-
layer graphene (SLG) embedded into dielectric sheets with a thickness
comparable to graphene are of great interest for applications in elec-
tronic or optoelectronic devices. However, their fabrication is not a
trivial task at present. Here, we demonstrate how such hybrids can be
engineered using electron-irradiation-induced crosslinking of graphene
micro-/nanostructures with carbon nanomembranes (CNMs). CNMs
are a dielectric 2D carbon material with the thickness of about 1 nm
consisting of cross-linked randomly oriented benzene rings. We show
scalable production of well-defined laterally patterned CNM-SLG hy-
brids of various architectures and characterize their structural, chemi-
cal and electronic quality by complementary spectroscopic and micro-
scopic techniques including helium ion microscopy and Raman spec-
troscopy. Application areas of the generated hybrids will be discussed.

TT 71.3 Fri 11:00 H17
Non-destructive chemical functionalization of single-layer
graphene for electronic applications — Mirostaw WoszczyNal,
MiriaM GROTHE!, ANDREAS WINTER?, ANNIKA WILLUNAT!, STE-
FAN WUNDRACK!, RAINER SroscH!, Franz AHLERs!, THoMAS
WEIMANN', and e ANDREY TURCHANIN? — !Physikalisch-Technische
Bundesanstalt, 38116 Braunschweig, Germany — 2Faculty of Physics,

University of Bielefeld, 33615 Bielefeld, Germany

Chemical functionalization of single-layer graphene (SLG) is of key
importance for implementations of this material in functional elec-
tronic devices such as, e.g., field effect transistor (FET) based nanosen-
sors. However, the electronic quality of graphene typically degrades
after the functionalization with presently employed methods, signifi-
cantly restricting the application areas. Here, we present a route to
non-destructive chemical functionalization of graphene via engineer-

Location: H17

ing of carbon nanomembrane (CNM)/SLG hybrids. We employ SLG,
grown by methane CVD on Cu foils, and amino-terminated 1 nm thick
CNMs, generated by electron-beam-induced crosslinking of aromatic
self-assembled monolayers, to fabricate hybrid CNM/SLG FETs on
oxidized silicon wafers. Structural, chemical and electronic properties
of these devices are characterized by Raman spectroscopy, X-ray pho-
toelectron spectroscopy and electrical transport measurements. We
unambiguously show that the intrinsically high electronic quality of
pristine SLG is preserved in the amino-functionalized hybrids opening
broad avenues for their use in graphene-based FETs.

TT 71.4 Fri 11:15 HI17
Etching Nanoscale tunnels into graphite- a new route to pro-

duce suspended graphene — eMavya Lukas!, VELIMIR MEDED!,

ARAVIND VIJAYARAGHAVAN''2 L1 Sonc®?, PuLickeL M. Ajayan?
) ) ,

KariN Fink!, Worrcane WENzEL!, and RaLpH KRrupkgel®
IKarlsruhe Institute of Technology (KIT), Institute of Nanotechnol-
ogy, D-76021 Karlsruhe — 2School of Computer Science, The Univer-
sity of Manchester, UK — 3Research Center for Exotic Nanocarbons,
Shinshu University, Nagano, Japan — 4Department of Mechanical En-
gineering & Materials Science, Rice University, Houston, TX , USA —
5Department of Materials and Earth Sciences, Technische Universitt
Darmstadt, D-64287 Darmstadt

Catalytic hydrogenation of graphite, although known since the 1970s,
has recently attracted renewed attention, as a route for nano-
patterning of graphene and to produce graphene nano-ribbons. These
reports show that metallic nanoparticles etch surface layers of graphite
or graphene anisotropically along the crystallographic zigzag <11-20>
or armchair <1010> directions.

We report the sub-surface etching of highly oriented pyrolytic
graphite (HOPG) by Ni nanoparticles, to form a network of tunnels,
as seen by SEM and STM. The layers on top of tunnels which are only
a few layers below the surface bend inward, while their local density
of states remains fundamentally unchanged. Our work opens a new
route to produce suspended graphene for the study of fundamental
mechanical and electronic properties. M. Lukas, V. Meded et al., Nat.
Commun. accepted for publication

TT 71.5 Fri 11:30 H17
Direct e-beam writing of single-layer graphene nanos-

tructures — eNiLs-Eike WEeBER!, HENNING VIEKER!, STEFAN

WuNDRACK?, RAINER StToscH?, and ANDREY TURCHANIN! —
I Fakult#t fiir Physik, Universitét Bielefeld — 2Physikalisch-Technische

Bundesanstalt, Braunschweig

We demonstrate direct writing of single-layer graphene nanostructures
employing electron irradiation of aromatic self-assembled monolayers
(SAM) and subsequent annealing. The process consists of the following
technological steps: (i) formation of an aromatic SAM on a Cu sub-
strate; (ii) electron-beam-irradiation of the SAM resulting in locally
cross-linked SAM areas; (iii) conversion of these areas into single-
layer graphene via annealing. In this way graphene nanostructures
of various architectures are directly defined in the SAM by electron
beam lithography reducing several manufacturing steps, which are typ-
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ically applied for the patterning of two-dimensional sheets including
graphene (baking and developing electron-beam resist, plasma etch-
ing, resist striping). The formed nanostructures were characterized
by Raman spectroscopy, scanning electron and helium ion microscopy.
We demonstrate their successful transfer from the original copper foils
onto oxidized silicon wafers, where they can directly be integrated into
electronic devices.

TT 71.6 Fri 11:45 HI17
Understanding of the imaging contrast in STM/NC-AFM of
graphene on metals — eELENA VoLosHINA!, EDOARDO FERTITTAL,
ANDREAS GARHOFER?, FLORIAN MITTENDORFER?, MIKHAIL FoNIN3,
TorBEN HAENKE?, OLIVER ScHAFF?, THORSTEN Kampen?, AN-
DREAS THIssEN?, and Yurry Depkov? — 1Physikalische und The-
oretische Chemie, Freie Universitdt Berlin, 14195 Berlin, Germany
— 2Institute of Applied Physics, Vienna University of Technology,
Gusshausstr. 25/134, 1040 Vienna, Austria — 3Fachbereich Physik,
Universitit Konstanz, 78457 Konstanz, Germany — *SPECS Surface
Nano Analysis GmbH, Voltastrafe 5, 13355 Berlin, Germany

Realization of graphene moiré superstructures on the surfaces of 4d
and 5d transition metals offers templates with periodically modulated
electron density, which is responsible for a number of fascinating ef-
fects, including the formation of quantum dots and the site selective
adsorption of organic molecules or metal clusters on graphene. Here,
applying the combination of scanning probe microscopy/spectroscopy
and the density functional theory calculations, we gain a profound in-
sight into the electronic and topographic contributions to the imaging
contrast of the epitaxial graphene/Ir(111) system. We show directly
that in STM imaging the electronic contribution is prevailing compared
to the topographic one. In the force microscopy and spectroscopy ex-
periments we observe a variation of the interaction strength between
the tip and high-symmetry places within the graphene moiré supercell,
which determine the adsorption sites for molecules or metal clusters
on graphene/Ir(111).

TT 71.7 Fri 12:00 H17
Precise imaging of graphene — eTHoMAs HoFMANN, ALFRED J.
WEeyYMouUTH, JoacHIM WELKER, and Franz J. GIeEssiBL — Institut
fiir Experimentelle und Angewandte Physik, Universitdt Regensburg

Atomic imaging of graphene with a scanning probe microscope is chal-
lenging due to its small atomic lattice. We show that metallic tips,
which have been characterized prior to the measurement, cannot truth-
fully image the graphene surface due to their large, non-spherical elec-
tron density [1]. Calculations predict that the metal tip atom strongly
interacts with the graphene surface [2]. Carbon oxide front atom iden-
tification (COFI) [2] shows that contact of a clean metal tip with
graphene can lead to graphene flakes attaching to the tip apex. This
results in blurred images and multi-valley force versus distance curves.
As a solution we use a metal tip, functionalized with an inert carbon
monoxide molecule as suggested by Gross et al. [3]. The closed-shell
nature of the CO drastically reduces the attraction between tip and
graphene. Additionally, the small size of the CO allows truthful imag-
ing of the graphene surface.

[1] *J. Welker, and F. J. Giessibl, Science 336, 6080 (2012)

[2]*M. Ondragek, P. Pou, V. Rozsival, C. Gonzalez, P. Jelinek, and
R. Pérez, PRL 106, 176101 (2011)

[3]*L. Gross, F. Mohn, N. Moll, P. Liljeroth, and G. Meyer, Science
325, 5944 (2009)

TT 71.8 Fri 12:15 HI17
Role of substrate-molecular interactions in arrangement and
collective motion of fullerene islands on graphene — eMARTIN
Svec!, PaABLo MERINOZ, YANNICK DaPPE?, CESAR GoNzALEZ!, EN-
RIQUE ABAD?, PaveL JeLINEK!, and JosE-ANGEL MARTIN-GAGO®
— Institute of Physics, ASCR, Prague, CZ — 2CAB INTA-CSIC,
Madrid, ES — 3CEA, IRAMIS, SPCSI, FR — *UAM, Madrid, ES —
5ICMM-CSIC, Madrid, ES

Fullerenes interacting with graphene are a model system, that should
be entirely driven by van der Waals (vdW) interactions. We concen-
trate on the interactions occurring between fullerenes and the single-
layer graphene grown on SiC(0001) [1]. By using a VT-STM at 40K,
regular islands of fullerenes were found. The particular orientation
of the fullerenes in the islands, which occupy 4x4 graphene unit cells
each, is critically evaluated by a comparison of STM measurements
to extensive STM simulations with realistic fullerene-terminated tips.
The determined orientation of fullerenes is independently confirmed by
complex theoretical calculations of several adsorption configurations,
taking into account the vdW interaction between the constituents of
this system. Furthermore, islands of fullerenes were found collectively
moving on the graphene. Surprisingly, according to the theory, the
cohesion among the fullerenes is weaker than adhesion to the surface.
Nevertheless, cohesion is a decisive factor in the collective motion,
thanks to a low diffusion barrier of fullerenes on graphene.
[1] M. Svec et al., Phys. Rev. B 86 121407(R)(2012)

TT 71.9 Fri 12:30 HI17
XPS Analysis of Wet-Chemically Prepared Graphene Oxide
— oOLE LyTKEN, MICHAEL ROCKERT, JIE X1A0, CHRISTIAN PAPP,
HANs-PETER STEINRUCK, SIEGFRIED EIGLER, MICHAEL ENZEL-
BERGER, STEFAN GRIMM, PHILIPP HOFMANN, WOLFGANG KROENER,
CuristoPH DoTZzER, PAuL MULLER, and ANDREAS HirscH — Uni-
versitdt Erlangen-Niirnberg

Graphene is one of the most studied materials of the last few years,
but large scale production of high-quality graphene remains a chal-
lenge. One approach to a large scale production of graphene is the
oxidation of graphite to graphite oxide, which can be exfoliated to
graphene oxide and subsequently reduced to graphene. The challenge
of this method is to keep the carbon structure intact during oxidation.
We report on the XPS analysis of graphene oxide produced by a mild
synthesis method that keeps the carbon structure intact and allows
the reduction back to high-quality graphene. Only carbon with a sin-
gle bond to one neighboring oxygen atom is observed (e.g. alcohols,
expoxides or ethers), but no carbonyl (C=0) or carboxyl (-COOH)
groups are found. Some common problems related to the interpreta-
tion of graphene oxide XPS spectra in the presence of charging and
sulfur impurities will be touched upon.

Support by the SFB 953 and the Alexander-von-Humboldt Founda-
tion is gratefully acknowledged.

TT 71.10 Fri 12:45 HI17
Morphological and Electronic Study of Moiré Patterns due to
Dislocated Graphene on HOPG — eDiLEK YILDIZ', SENER SEN?,
O¢&uz GULSEREN?, and O&uzuaN GURLU! — lIstanbul Technical Uni-
versity, Istanbul, Turkey — 2Bilkent University, Ankara, Turkey

Highly oriented pyrolytic graphite (HOPG) is widely used as a cali-
bration sample for scanning tunneling microscopy (STM) studies. It
is also used as a substrate in surface science because of its smooth
surface. HOPG is composed of stacked two dimensional hexagonal
lattices formed by carbon atoms, popularly named as graphene layers.
Because of the weak van der Waals bonding between the graphene
layers, the topmost layer may be shifted or rotated on HOPG. Due
to the rotation of the top layer, super-periodic structures called as
Moiré patterns form on HOPG. These formations were investigated
in numerous studies; however, they are rediscovered in graphene re-
search and their origin is still not understood. In this study we used
different solvents to see their effects on HOPG samples and the forma-
tion of super-periodic structures on these surfaces. We investigate the
morphological and electronic properties by using scanning tunneling
microscopy and spectroscopy (STM and STS) under ambient condi-
tions. We compared electronic properties of Moiré patterns due to
their periodicities. In order to shed light onto the observed electronic
structures we also performed ab initio calculations on these super pe-
riodic structures. (Supported by TUBITAK 109T687 and ITU-BAP
33263).
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TT 72: Nanomechanics (jointly with BP, DF, and DY)

Time: Friday 10:45-11:45

TT 72.1 Fri 10:45 H20
Two-tone experiments and time domain control in circuit
nano-electromechanics — eHans HuesL!, FrREDrRIK Hocke!, Xi-
AOQING ZHoU?3, ALBERT SCHLIESSER?'3, ToBias J. KIPPENBERGZ3,
and RupoLr Grossb* — IWalther-Meifiner-Institut, Bayerische
Akademie der Wissenschaften, Garching, Germany — 2Ecole Polytech-
nique Fédérale de Lausanne (EPFL), Lausanne, Switzerland — 3Max-
Planck-Institut fiir Quantenoptik, Garching, Germany — *Physik-
Department, TU Miinchen, Garching, Germany

In the field of optomechanics, a light field trapped in an optical
resonator dynamically interacts with a mechanical degree of free-
dom, enabling cooling and amplification of mechanical motion. This
concept of light matter interaction can be transferred to the mi-
crowave (MW) regime combining superconducting MW circuits with
nanometer-sized mechanical beams, establishing the class of circuit
nano-electromechanics. We discuss electromechanically induced trans-
parency and electromechanically induced absorption employing con-
tinuous and pulsed excitation. With the latter technique, we access
the dynamics of the hybrid system revealing that the switching dy-
namics of the transmitted light are not limited by the time constant
imposed by the mechanical beam, the slowing of light pulses, and the
phonon repopulation of a precooled mechanical mode due to thermal
decoherence [1,2].

This work is supported by the Excellence Cluster "Nanosystems Ini-
tiative Munich (NIM)".

[1] X. Zhou et al., arXiv:1206.6052 (2012)
[2] F. Hocke et al., arXiv:1209.4470 (2012)

TT 72.2 Fri 11:00 H20
Quantum Information Processing with Nanomechanical
Qubits — eSmmoN Rips and MicHAEL HARTMANN — Technische Uni-
versitdt Miinchen, James-Franck-Strasse, 85748 Garching, Germany

We introduce an approach to quantum information processing where
the information is stored in the motional degrees of freedom of nanome-
chanical devices. The qubits of our approach are formed by the two
lowest energy levels of mechanical resonators which are tuned to be
strongly anharmonic by suitable electrostatic fields. Single qubit rota-
tions are conducted by radio frequency voltage pulses that are applied
to individual resonators. Two qubit entangling gates in turn are imple-
mented via a coupling to a common optical resonance of a high finesse
cavity. We explain the working principle of local and entangling oper-
ations and show that high gate fidelites can be obtained with realistic
experimental parameters.

TT 72.3 Fri 11:15 H20

Location: H20

Mechanical read-out of a single electron spin in a carbon nan-
otube — ePHILIPP STRUCK, HENG WANG, and GuiDO BURKARD —
Universitdt Konstanz

The spin of a single electron in a suspended carbon nanotube can be
read out by using its coupling to the nano-mechanical motion of the
nanotube. To show this, we consider a single electron confined within
a quantum dot formed by the suspended carbon nanotube. The spin-
orbit interaction induces a coupling between the spin and one of the
bending modes of the suspended part of the nanotube [1]. We simu-
late the response of the system to the external driving with a Jaynes-
Cummings model by solving the quantum master equation. Using
parameters comparable to those used in recent experiments, we calcu-
late how information of the spin state of the system is imprinted on
the mechanical motion. By measuring the current through a close-by
charge sensor, the spin state can be read out. We show that the effect
is measurable with current experimental expertise.

[1] A. Palyi, P. R. Struck, M. Rudner, K. Flensberg, and G. Burkard,
Phys. Rev. Lett. 108, 206811 (2012)

TT 72.4 Fri 11:30 H20
Carbon nanotube nano-electromechanical resonators — driv-
ing, damping, detection — DaNIEL ScHMID, PETER STILLER,
SABINE KUGLER, Arois DIRNAICHNER, CHRISTOPH STRUNK, and
e ANDREAS K. HUTTEL — Institute for Experimental and Applied
Physics, University of Regensburg, 93040 Regensburg, Germany

Single wall carbon nanotubes are not only excellent electrical conduc-
tors or semiconductors. Additionally, the carbon lattice causes large
mechanical stability, with a Young’s modulus significantly exceeding
that of stainless steel. Recent research has shown the mechanical qual-
ity factor of a suspended carbon nanotube nano-electromechanical res-
onator to rise above 10% at cryogenic temperatures. At these high
values, mechanical motion can be excited by minute driving forces.
At the same time, the electronically nonlinear behaviour of the quan-
tum dot forming inside the carbon nanotube enables detection of the
mechanical motion.

With this, we present a rich system where single-electron tunneling
directly couples to and influences mechanical motion. A dc current
alone is sufficient to excite vibration via feedback effects. In turn,
the mechanical vibrations can be suppressed with a magnetic field by
means of eddy current dissipation. The quantum dot provides a clean
quantum-mechanical few-carrier system. As a perspective, future ex-
periments may show a carbon nanotube as a system coherent in both
electronic and mechanical aspects.

TT 73: Fluctuations and Noise

Time: Friday 11:45-12:30

TT 73.1 Fri 11:45 H20
Noise-induced Phase Transition in an Electronic Mach-
Zehnder Interferometer: a Manifestation of Non-
Gaussian Noise — ANDREas Hernzer!, Lronip V. Litvine,
Ivan P. Levkivskyi®3, EUuceENE V. SUKHORUKOVZ, WERNER
WEGscHEIDER?, and eCHRisToPH STRUNK! — !Institut fiir exper-
imentelle und angewandte Physik, Universitdt Regensburg, 93040
Regensburg, Germany — 2Département de Physique Théorique, Uni-
versité de Genéve, CH-1211 Genéve 4, Switzerland — 3Bogolyubov In-
stitute for Theoretical Physics, 03680 Kiev, Ukraine — *Laboratorium

fir Festkorperphysik, HPF E 7, ETH Ziirich, 8093 Ziirich, Switzerland

An electronic Mach-Zehnder interferometer is employed as a detec-
tor for the non-Gaussian current noise emitted from a quantum point
contact (QPC). The visibility of Aharonov-Bohm interference in the
interferometer constitutes a direct probe of the generator of the full
counting statistics (FCS) of the current fluctuations. The visibility
shows a lobe and node structure vs. the applied dc bias, which de-
pends on the transmission 7g of the QPC, and changes qualitatively
at 7o = 1/2. The analysis of the data provides direct experimental ev-
idence for a singularity in the FCS. The noise is highly non-Gaussian

Location: H20

and leads to an abrupt disappearance of the multiple side lobes for
To < 1/2. Together with a singularity of the dephasing rate these ob-
servations constitute an experimental evidence of a recently predicted
noise-induced phase transition occurring at 7o = 1/2.

TT 73.2 Fri 12:00 H20
Finite-frequency noise properties of the nonequilibrium An-
derson impurity model — eCHrisToPH P. ORTH!, ANDREAS
Komnik?, and DanieL F. UrBan3 — !University of Basel, Switzer-
land — 2University of Heidelberg, Germany — 3University of Freiburg,

Germany

We analyze the spectrum of the electric-current autocorrelation func-
tion (noise power) in the Anderson impurity model biased by a fi-
nite transport voltage. Special emphasis is placed on the interplay
of nonequilibrium effects and electron-electron interactions. Analytic
results are presented for a perturbation expansion in the interaction
strength U . Compared to the noninteracting setup we find a suppres-
sion of noise for finite frequencies in equilibrium and an amplification
in nonequilibrium. Furthermore, we use a diagrammatic resummation
scheme to obtain nonperturbative results in the regime of intermediate
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U. At finite voltage, the noise spectrum shows sharp peaks at positions
related to the Kondo temperature instead of the voltage.

TT 73.3 Fri 12:15 H20
Detection of single-electron heat transfer statistics — e RAFAEL
SANcHEzZ! and Markus BUTTiKER? — !Instituto de Ciencia de Ma-
teriales de Madrid (ICMM-CSIC), Madrid, Spain — 2Université de
Genéve, Genéve, Switzerland

Capacitively coupled conductors permit separate directions of the heat
and current flux. Energy is transferred between two conductors by
means of electron-electron interaction. When one of systems is at a
higher temperature, the transferred heat can be converted to electri-

cal power. In quantum dot systems, the energy transfer is discrete,
allowing for high conversion efficiencies|[1]. Charge fluctuations of such
a system can be monitored by quantum point contact. It allows us
to extract the transferred heat statistics from the detection of state-
resolved charge fluctuations. We investigate gate dependent deviations
away from a charge fluctuation theorem in the presence of local tem-
perature gradients (hot spots). Non universal relations are found for
state dependent charge counting. A fluctuation theorem holds for cou-
pled dot configurations with heat exchange and no net particle flow[2].

[1] R. Sanchez, and M. Biittiker, Phys. Rev. B 83, 085428 (2011)
[2] R. Sanchez, and M. Biittiker, Europhys. Lett. (in press);
arXiv:1207.2587



