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Details Participants Program Posters Abstracts Report

Day 1 - May, 22nd 2012

Welcome

14:00 to 14:10 - Welcome

Electron transport through single molecules (Chair: Kristian Thygesen)

14:10 to 14:45 - Latha Venkataraman
Electronics of Single Molecule Circuits

14:45 to 15:20 - Nicolas Agrait
Unambiguous One-Molecule Transport Measurements under Ambient Conditions

15:20 to 15:55 - Jascha Repp
Scanning Probe Spectroscopy of Individual Molecules on Thin Insulating Films

15:55 to 16:30 - Fabian Pauly
Thermoelectric properties of molecular and metallic nanocontacts

Coffee break

16:30 to 17:00 - Coffee Break

Environmental and non-adiabatic effects (Chair: Colin Lambert)

17:00 to 17:35 - Ivan Rungger
Transport properties of solvents and molecules in solution

17:35 to 18:10 - Hannu Häkkinen
The  gold-sulphur  nano-interface:  Self-assembled  thiolate  monolayers,  thiolate-protected
clusters and molecular junctions

18:10 to 18:45 - Nicola Marzari
First-principles engineering of electrical and thermal transport in nanomaterials and devices

Day 2 - May, 23rd 2012

DFT and beyond for ab-initio transport modelling I (Chair: Stefan Bluegel)

09:00 to 09:35 - Ferdinand Evers
Fundamental aspects of density functional transport theories

09:35 to 10:10 - Robert Stadler
Exchange and correlation effects in electron transfer through a single intra-molecular barrier
for weak and intermediate coupling

10:10 to 10:45 - Mikkel Strange
First-principles  transport  calculations:  The  GW  method  applied  to  small  molecule/gold
junctions

Coffee break

10:45 to 11:15 - Coffee Break

DFT and beyond for ab-initio transport modelling II (Chair: Stefan Bluegel):

11:15 to 11:50 - Jeff Neaton
Quantitative  First-Principles  Approaches  to  Conductance,  Thermopower,  and  IV
Characteristics of Molecular Junctions

11:50 to 12:25 - Andrea Ferretti
Hybrid functionals and GW corrections to quantum transport calculations

Lunch break

CECAM - Workshop details http://www.cecam.org/workshop-2-723.html
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12:25 to 14:00 - Lunch Break

Controlling molecular transport I (Chair: Gemma Solomon)

14:00 to 14:35 - Elke Scheer
Mechanical Control of the Electronic Transport through Individual Molecules

14:35 to 15:10 - Colin Lambert
Controlled Electron Transport Through Single Molecules

15:10 to 15:45 - Troels Markussen
Quantum interference in molecular junctions

Coffee break

15:45 to 16:15 - Coffee Break

Controlling molecular transport II (Chair: Gemma Solomon)

16:15 to 16:45 - Herre van der Zant
Single-molecule three-terminal devices

16:45 to 17:20 - Charles Stafford
Charging effects and thermoelectricity in molecular junctions

17:20 to 17:55 - Sense Jan van der Molen
Quantum interference in molecular charge transport

Poster session

18:15 to 20:30 - Poster Session

Day 3 - May, 24th 2012

Electron-ion interactions I (Chair: Latha Venkataraman)

09:00 to 09:35 - Douglas Natelson
Molecular-scale junctions out of equilibrium: Noise and Raman Spectroscopy

09:35 to 10:10 - Jing-Tao Lu
Current-induced atomic dynamics, instabilities, and Raman signals: Quasi-classical Langevin
equation approach

10:10 to 10:45 - Daniel Frisbie
Understanding the Role of Contacts in Molecular Junctions and Examining the Transition
from Tunneling to Hopping Transport as a Function of Molecular Length

Coffee break

10:45 to 11:15 - Coffee Break

Electron-ion interactions II (Chair: Latha Venkataraman)

11:15 to 11:50 - Gemma Solomon
Calculating Inelastic Electron Tunneling Spectra: Exploring Chemical Space

11:50 to 12:25 - Tchavdar Todorov
Non-conservative forces under current: a simple interpretation

Lunch break

12:25 to 14:00 - Lunch Break

Spin transport I (Chair: Stefano Sanvito)

14:00 to 14:35 - Nicolae Atodiresei
A First Principles Tour into Hybrid Organo-Metallic Interfaces

14:35 to 15:10 - Nicolás Lorente
Kondo effects in inelastic spin transitions

15:10 to 15:45 - Aaron Hurley
Spin inelastic electron transport through magnetic nanostructures

Coffee break

15:45 to 16:15 - Coffee Break

Spin transport II (Chair: Stefano Sanvito)

16:15 to 16:45 - Maarten Wegewijs
Spin-anisotropy induced by quantum transport

16:45 to 17:20 - Magnus Paulsson
Inelastic scattering from first principles calculations

17:20 to 17:55 - Jens Paaske
Cotunneling fine-structure near a singlet-triplet transition

Social pub session

CECAM - Workshop details http://www.cecam.org/workshop-2-723.html
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Day 4 - May, 25th 2012

Time-dependent transport I (Chair: Stefan Kurth)

09:00 to 09:35 - Robert van Leeuwen
Many-body effects in time-dependent quantum transport

09:35 to 10:10 - Gianluca Stefanucci
Advances in non-equilibrium strongly correlated models using TDDFT

Coffee break

10:10 to 10:45 - Coffee Break

Time-dependent transport II (Chair: Stefan Kurth)

10:45 to 11:20 - Thomas Niehaus
Time domain versus energy domain approaches in quantum transport

11:20 to 11:55 - Peter Bokes
Quantum transport in stroboscopic wavepacket basis

Closing remarks

11:55 to 12:10 - Closing word

CECAM - Centre Européen de Calcul Atomique et Moléculaire
Ecole Polytechnique Fédérale de Lausanne, Batochime (BCH), 1015 Lausanne, Switzerland

CECAM - Workshop details http://www.cecam.org/workshop-2-723.html
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Jos Thijssen (Kavli Institute of Nanoscience Delft University of Technology)

Austria

Georg Kastlunger (University of Vienna)
Robert Stadler (invited speaker) (University of Vienna)

Czech Republic

Tom‡ä Novotnù (Department  of  Condensed Matter  Physics,  Faculty  of  Mathematics  and Physics,  Charles
University in Prague, Czech Republic)

Denmark

Morten Gjerding (Technical University of Denmark)
Elvar Örn Jonsson (CAMD, DTU Physics)
Jacob Lykkebo Jørgensen (University of Copenhagen)
Jing-Tao Lu (invited speaker) (Technical University of Denmark, Lyngby)
Troels Markussen (invited speaker) (Technical University of Denmark)
Jens Paaske (invited speaker) (The Niels Bohr Institute & Nano Science Center)
Gemma Solomon (invited speaker) (University of Copenhagen)
Mikkel Strange (invited speaker) (Technical university of Denmark, physics)
Marco Vanin (University of Copenhagen)

Finland

xi chen (University of Jyvaskyla)
Hannu Häkkinen (invited speaker) (University of Jyväskylä)
Robert van Leeuwen (invited speaker) (University of Jyväskylä)

France

Nicolas Génin (Complex and Adaptative Systems Laboratory)
Raghvendra Pratap Singh (IEMN, University of Science and Technology, Villeueve d''Ascq, Lille)

Germany

Nicolae Atodiresei (invited speaker) (Forschungszentrum Jülich )
Marius Buerkle (University of Karlsruhe)
Ferdinand Evers (invited speaker) (Karlsruhe Intitute of Technology (KIT))
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Rico Friedrich (TU Bergakademie Freiberg Institute of Theoretical Physics)
Rainer Haertle (University of Erlangen-Nuernberg)
Thomas Hellmuth (University of Karlsruhe)
Simon Liebing (Institute of Theoretical Physics, TU Bergakademie Freiberg)
Thomas Niehaus (invited speaker) (University of Regensburg)
Fabian Pauly (invited speaker) (University of Karlsruhe)
Jascha Repp (invited speaker) (University of Regensburg)
Elke Scheer (invited speaker) (University of Konstanz)
Maarten Wegewijs (invited speaker) (University of Aachen & FZ Juelich, Germany)

India

Sandip Bhattacharya (Trinity College Dublin and CRANN)
vijay lamba (HCTM College Kaithal Haryana; India)
Dinesh Prasad (Shri Venkteshwar Institute of technology , Indore )

Ireland

Akinlolu Akande (Trinity College Dublin)
Nadjib Baadji (Trinity College Dublin)
Laila Balobaid (university collage dublin)
Thomas Cathcart (Trinity College Dublin)
Clotilde Cucinotta (Physics, Trinity College Dublin)
Paul Gorman (Trinity College Dublin)
Aaron Hurley (invited speaker) (Trinity College Dublin)
James Lawlor (TCD)
Donal Mackernan (University College Dublin)
Devin Murray (ACAM)
Awadhesh Narayan (Trinity College Dublin)
Anna Pertsova (Trinity College Dublin)
Stephen Power (Trinity College Dublin)
Ivan Rungger (invited speaker) (Trinity College Dublin)
Shourjya Sanyal (CASL, School of Physics, UCD )
Amaury Souza (Trinity College Dublin)
Maria Stamenova (School of Physics, Trinity College Dublin )
Angelo Ziletti (School of Physics - UCD - Dublin)

Italy

Andrea Ferretti (invited speaker) (CNR-Institute of Nanoscience, Modena)
Gianluca Stefanucci (invited speaker) (University of Rome, Tor Vergata, Italy)

The Netherlands

Everardus Hendrik Huisman (University of Groningen)
Sense Jan van der Molen (invited speaker) (Leiden University, The Netherlands)
Herre van der Zant (invited speaker) (Delft University of Technology)

Saudi Arabia

Konstantinos Gkionis (King Abdullah University of Science and Technology)
Tobechukwu Obodo (King Abdullah University of Science and Technology)

Slovakia

Peter Bokes (invited speaker) (Slovak University of Technology)

South Africa
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Kingsley Obodo (University of Pretoria)

Spain

Nicolas Agrait (invited speaker) (Universidad Autonoma de Madrid)
Núria Aliaga-Alcalde (ICREA Researcher-University of Barcelona)
Daniel Aravena (Universitat de Barcelona)
Nicolás Lorente (invited speaker) (Centro de Investigaciones en Nanociencia y Nanotecnologia)
Eliseo Ruiz (Universitat de Barcelona)

Sweden

Magnus Paulsson (invited speaker) (Linnaeus University)

Switzerland

Nicola Marzari (invited speaker) (École Polytechnique Fédérale de Lausanne)

Taiwan, Republic of China

Chao-Cheng Kaun (Academia Sinica)

United Kingdom

Colin Lambert (invited speaker) (Lancaster University)
Emanuele Maggio (University of Warwick Chemistry Department)
John McGrady (Univ. Oxford)
Tchavdar Todorov (invited speaker) (Queen's University Belfast)

USA

Arunabh Batra (Columbia University)
Daniel Frisbie (invited speaker) (University of Minnesota)
Douglas Natelson (invited speaker) (Rice University)
Jeff Neaton (invited speaker) (Lawrence Berkeley National Laboratory)
Charles Stafford (invited speaker) (University of Arizona)
Latha Venkataraman (invited speaker) (Columbia University)

CECAM - Centre Européen de Calcul Atomique et Moléculaire
Ecole Polytechnique Fédérale de Lausanne, Batochime (BCH), 1015 Lausanne, Switzerland
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