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Personal Information 
Date and place of birth: 11 April 1965, Bozen (Italy)  
Married, two children  
 

Education 
1984  Matura, Realgymnasium (high-school equivalent) in Bozen, Italy  
1985-1991  University of Vienna, Austria, Diploma, Physics (Honors)  
 Diploma Thesis: “Determination of the size distribution of aerosol particles 

from optical data: possibilities and problems” (Advisor: Prof. H. Horvath)  
1992-1996 University of Vienna, Austria, Ph. D., Physics (Honors)  
 Thesis: “Lyapunov instability of two-dimensional many-body systems” 

(Advisor: Prof. H. A. Posch)  
 

Professional Experience  
1990-1993  Software Developer,  SIEMENS AG, Vienna, Austria 
1993-1996  Research Assistant, Institute for Experimental Physics, University of Vienna 
1996-1999  Schrödinger Fellow of the Austrian Science Foundation (FWF), Department of 

Chemistry, University of California at Berkeley 
1999-2003  Assistant Professor, Department of Chemistry, University of Rochester  
2003-present Full Professor, Faculty of Physics, University of Vienna 
2007-present  Head of the Computational Physics Group, Faculty of Physics, University of 

Vienna 
2008-2009  Vice Dean of the Faculty of Physics, University of Vienna 
2009-2012 Dean of the Faculty of Physics, University of Vienna 
2017-present Director of the International Erwin Schrödinger Institute for Mathematics and 

Physics, University of Vienna 
  

Prizes and Awards 
1996-1998 Erwin Schrödinger-Fellow of the Austrian Science Foundation    
1997 Förderpreis der Stiftung Futura zur Förderung junger Südtiroler im Ausland  
2005 The Raymond and Beverly Sackler Prize in the Physical Sciences awarded by Tel 

Aviv University on Mai 23, 2005 
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2014  UNIVIE Teaching Award of the University of Vienna 
 

 

Teaching 
Thermodynamics and Statistical Mechanics 
Thermodynamics and Statistical Mechanics for Secondary School Teachers 
Mathematical Methods for Physicists 
Introduction to Soft Matter Physics 
Stochastic Processes 
Computational Statistical Mechanics 
Computational Physics 
Computational Chemistry 
Computational Science 
 
Professional Activities  
University 

• Jury member for the UNIVIE Teaching Award of the University of Vienna 2015. 

• Mentor in the MUV6 Mentoring Program for Female Postdoctoral Researchers 
(Postdoktorandinnen und Habilitandinnen) at the Univeristy if Vienna, 2013-2014. 

• Mentor in the Mentoring Program for Women at the Faculty of Physics, 2007-2009. 

• Member of the Steering Committee of the Vienna Scientific Cluster (VSC), a joint high 
performance computing infrastructure of the University of Vienna, the Technical University 
of Vienna, and the University of Applied Life Sciences Vienna, since 2009.  

• Member of the Steering Committee (Lenkungskreis) for the new PhD-program at the 
University of Vienna, 2009-2011. 

• Member of the Council of the Faculty of Physics, University of Vienna, since 2014. 

• Member of the joint strategic planning committee of the University of Vienna and the 
Technical University of Vienna on the Development of the Vienna Scientifc Cluster – Future 
of High Performance Computing in Vienna, spring 2010. 

• Member of the Steering Committee for the new Teacher Training Program 
(Steuerungsgruppe Lehramt) of the University of Vienna, 2011-2012. 

• Member of the Committee on Supercomputing of the Conference of Austrian Universities 
(Österreichische Universitätenkonferenz), 2011-2012. 

• PhD-Defence opponent: University of Amsterdam (Netherlands), Ecole Superieure de 
Physique et de Chimie Industrielles Paris (France), Technical University of Leiden 
(Netherlands), ETH Zürich (Switzerland), EPF Lausanne (Switzerland).  

Networks 

• Austrian member in the Steering Committee of the ESF-Program SimBioMa-Molecular 
Simulations in Biosystems and Materials Science , 2005-2011. 

• Member of the Management Committee of the COST-Action MolSimu, European Union, 
2007-2010.  
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• Austrian member in the Steering Committee of the ESF-Program Exploring the Physics of 
Small Devices (EPSD), 2009-2014. 

• Member of the Board of the Special Focus Areas Vienna Computational Materials 
Laboratory (SFB ViCoM) funded by the Austrian Science Foundation, June 2010-present. 

Scientific Organisations 

• President of the  Council of CECAM - Centre Europeenne pur le Calcul Atomique et 
Moleculaire, April 2014-March 2016. 

• Chair of the Search Committee for the new Director of CECAM to take office January 1, 
2017. 

• Deputy Director of the Erwin Schrödinger Institute for Mathematical Physics (ESI),  Vienna, 
since April 2014. 

• Vice-President of the  Council of CECAM - Centre Europeenne pur le Calcul Atomique et 
Moleculaire, April 2012-March 2014. 

• Member of the Governing Board of the International Erwin Schrödinger Institute for 
Mathematical Physics (ESI),  Vienna, since 2009.  

• Representative of the member-organization CMS (Center for Computational Materials 
Science – University of Vienna and Technical University of Vienna) in the Council of CECAM 
– Centre Europeenne pur le Calcul Atomique et Moleculaire, since November 2010. 

• Member of the selection committee of the “Hans and Walter Thirring Prize” of the Austrian 
Academy of Science (ÖAW), 2018-2022. 

Scientific Societies 

• President of the Chemical-Physical Society of Vienna (founded in 1869 by 1869 von H. 
Hlasiwetz, J. Loschmidt, J. Petzval and J. Stefan), December 2013-December 2014.  

• Co-opted member of the Liquids Board of the European Physical Society, 2007-2008. 

• Regular member of the Liquids Board of the European Physical Society, 2008-present. 

• Chair of the Liquids Board of the European Physical Society, 2008-2011. 

• Member of the Board of the Condensed Matter Division of the European Physical Society, 
2008-2011.  

• Member of the Board of the Austrian Society of Friends of  Tel Aviv Univesity, since 2008. 

• Member of the Governing Board of the Austrian Physical Society, since fall 2010. 

Advisory Boards and Evaluations 

• Evaluator of the Transregional Collaborative Research Centre SFB TR 6 “Physics of Colloidal 
Dispersions in External Fields”, March 2009. 

• Representative of the University of Vienna in the Advisory Board of the Vienna Science and 
Technology Fund (WWTF), since October 2011. 

• Member of the Scientific Steering Committee (SSC) of PRACE (Partnership for Advanced 
Computing in Europe), since January 2012. 

• Member of the Board of the University Infrastructure Program (Universitätsinfra-
strukturprogramm) of the City of Vienna, since November 2012. 

• Member of the panel for the Berni J. Alder CECAM Prize 2013. 
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• Chairman of the Jury of the Liquid Matter Prize 2014 of the European Physical Society.  

• Member of the Panel „Innovative Vienna 2020“ set up to develop a policy for research, 
technology and innovation fort her period 2015-2020, Vienna, Fall 2014.  

• Member of the International Advisory Board of the Middle European Cooperation in 
Statistical Physics (MECO), since February 2016. 

• Member of the Advisory Board of the Scientific Advisory Board of the Doctoral Programme 
"Computational Interdisciplinary Modelling", University of Innsbruck, since December 
2016. 

Workshops and Conferences 

• Organizer of the CECAM Workshop "Characterizing and Studying Transition Mechanisms 
and States in High Dimensional Systems", May 4-6, 2000, Lyon, France.  

• Organizer of the CECAM Workshop “Finding transition pathways in complex systems”, 
September 28-30, 2003, Vitry-sur-Seine, France. 

• Organizer of the Workshop “Stochastic and Deterministic Dynamics in Equilibrium and 
Nonequilibrium Systems” (together with H.A. Posch), August 25-28, 2004, Vienna, Austria. 

• Organizer of the CECAM Workshop “Conformational dynamics in complex systems” 
(together with E. Vande-Eijnden and P. Bolhuis), June 6-17, 2005, Lyon, France.  

• Organizer of the Workshop "Nonlinear dynamics meets stochastic dynamics", International 
Erwin Schrödinger Institute for Mathematical Physics (ESI), Vienna, April 18-20, 2007. 

• Organizer of the Program "Metastability and Rare Events in Complex Systems", 
International Erwin Schrödinger Institute for Mathematical Physics (ESI), Vienna, February 
1-April 30, 2008. 

• Member of the Austrian advisory board of the 33rd Conference of the Middle European 
Cooperation in Statistical Physics-MECO33, Puchberg/Wels, Austria, April 14-16, 2008. 

• Member of the Program Committee of “The 23rd General Conference on the Condensed 
Matter Division of the European Physical Society”, Warsaw, Poland, August 30-September 
3, 2010.  

• Organizer (together with Fabrizio Cleri and Rafal Kozubski) of the symposium “Computer 
modelling in nanoscience and nanotechnology: an atomic-scale perspective“ at the Fall 
Meeting of the EMRS 2010, Warsaw. 

• Member of the Scientific Committee of the Conference “M3-Multiscale Molecular 
Modelling: Molecular Dynamics Computational Statistical Mechanics and Molecular 
Simulation Algorithms”, June 30-July 3, 2010, Edinburgh. 

• Member of the Scientific Committee of the International Symposium in Commemoration 
of Erwin Schrödinger's Death, Erwin Schrödinger Institute for Mathematical Physics, 
Vienna, Austria, January 2011. 

• Member of the Scientifc Committee of the main conference “Molecular Simulations 
in Biosystems and Material Science” of the ESF-network SimBioMa, Konstanz, Germany, 
April 4-8, 2011. 

• Organizer of the “8th Liquid Matter Conference” (together with Prof G. Kahl, TU Vienna), 
September 6-10, Vienna, Austria, 2011. 

• Member of the Scientific Advisory Board of the Vienna Seminar of Nobel Laureates 2011, 
Vienna, October 18-19, 2011. 
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• Member of the Program Committee of the 2012 Joint European Condensed Matter 
Conferences (CMD-24, CMMP-12, ECOSS-29, ECSCD-11), Edinburgh, UK, 3-7 September, 
2012.  

• Member of the Local Organizing Committee of ECCOMAS 2012, European Congress on 
Computational Methods in Applied Sciences and Engineering, September 10-14, 2012, 
Vienna, Austria. 

• Organizer (together with Ivan Coluzza, Francesco Sciortino and Jure Dobnikar) of the 
CECAM/DaCaM workshop „Design of self-assembling materials“, Vienna, September 4-7, 
2012. 

• Organizer (together with Gerhard Kahl, Ernst Kozeschnik, Thomas Schrefl and Dieter Süss) 
of the ViCoM-CECAM-Winterschool „Phase stability and phase transitions in soft and hard 
materials”, St. Christoph am Arlberg, February 25-March 1, 2013. 

• Member of the Program Committee of “DyProSo XXXIV – 34th International Symposium on 
the Dynamical Properties of Solids”, Vienna, September 15-19, 2013. 

• International Coordinator of the Program “Advanced Molecular Simulation Methods in the 
Physical Sciences” , Kavli Institute for Theoretical Physics China (KITPC), Institute of 
Theoretical Physics(ITP), Chinese Academy of Sciences (CAS), Beijing, China, June 10-July 5, 
2013.  

• Member of the Scientific Advisory Board of the Workshop on “Nonequilibrium 
Phenomena, Spin Glasses, and Algorithms“, Beijing Satellite Meeting of STATPHYS 25, Kavli 
Institute for Theoretical Physics China (KITPC), July 1-5, 2013, Beijing, China. 

• Member of the International Advisory Committee for the Conference in Scientific 
Computing (CSC 2013), Cyprus 3-6 Dec, 2013. 

• International Program Committee for the 9th Liquid Matter Conference, 21-25 July 2014, 
Lisbon, Portugal. 

• Organizer (together with Istvan Borzsak, University of West Hungary) of the “Central 
European Statistical Mechanics Mini-Meeting”, June 12-13, 2014, Budapest, Hungary.  

• Organizer (together with Peter Bolhuis and Gerhard Hummer) of the CECAM/ESI Workshop 
“From trajectories to reaction coordinates: making sense of molecular simulation data“,  
September 16-18, 2015, Erwin Schrödinger Institute, Vienna, Austria.  

• Organizer (together with Gerhard Kahl, Marcello Sega and Stefan Thurner) of MECO41 
(Middle European Cooperation on Statistical Physics), February 15-17, 2016, Vienna, 
Austria.  

• Organizer (together with Eberhard Widmann) of the Annual Meeting of the Austrian 
Physical Society (ÖPG-Jahretagung), September 27-29, 2016, Vienna, Austria.  

• Organizer (together with Peter Bolhuis and Gerhard Hummer) of the CECAM-Lorentz 
Workshop “Reaction Coordinates from Molecular Trajectories”,  August 19-September 2, 
2016, Lorentz Center, Leiden, The Netherlands. 

• Organizer (together with Gerhard Kahl) of the E-CAM Extended Software Development 
Workshop “Trajectory Sampling”, November 16-25, 2016, Internationale Akademie 
Traunkrichen, Traunkrichen, Austria. 

• Organizer (together with Valentino Bianco, Ivan Coluzza, and Barbara Capone) of the 
CECAM/ESI Workshop “Water at interfaces: from proteins and devices“,  November 29-
December 2, 2016, Erwin Schrödinger Institute, Vienna, Austria.  
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• Organizer (together with Ivan Coluzza, Samuela Pasquali, Tamar Schlick, and Barbara 
Capone) of the CECAM/ESI Workshop “Challenges across Large-Scale Biomolecular and 
Polymer Simulations“, February 21-24, 2017, Erwin Schrödinger Institute, Vienna, Austria.  

• Organizer (together with P.T.Chrusciel, S. Fredenhagen, H. Grosse, A. Hoang, H. Narnhofer, 
W. Reiter and J. Yngvason), “Walter Thirring – In Memoriam”, A symposium on the occasion 
of his 90th birthday, April 29, 2017, Erwin Schrödinger Institute, Vienna, Austria. 

• Organizer (together with Peter Bolhuis and David Swenson) of the E-CAM Extended 
Software Development Workshop “Classical MD”, August 14-25, 2017, Lorenzt Center, 
Leiden, The Netherlands. 

 

Refereeing 
Journals 

Biophysical Journal, ChemPhysChem, Chemical Physics Letters, Chemical Physics, Computer 
Physics Communications, European Physical Journal B, Europhysics Letters, Journal of 
Chemical Physics, Journal of Computational Chemistry, Journal of Computational Physics, 
Journal of Physics A, Journal of Physical Chemistry, Journal of Physics: Condensed Matter, 
Journal of Statistical Mechanics, Journal of Chemical Theory and Computation, Langmuir, 
Molecular Physics, Nature Materials, Nature Chemistry, Nature Physics, Nature 
Communications, Physical Chemistry Chemical Physics, Physical Review B, Physical Review E, 
Physical Review Letters, PhysChemComm, Physica D, Proceedings of the National Academy of 
Sciences of the USA, Scientific Reports, Scripta Materialia, Journal of the American Chemical 
Society, Solid State Sciences, Soft Matter. 
 
Funding Agencies 

National Science Foundation (NSF, USA), Petroleum Research Fund of the American Chemical 
Society (PRF), The Italian National Institute for the Physics of Matter (INFM), Netherlands 
Organisation for Scientific Research (NWO), Israel Science Foundation (ISF),  SLAC Linac 
Coherent Light Source (Stanford LCLS), European Research Council (ERC), Deutsche 
Forschungsgemeinschaft (DFG), Leibniz-Rechenzentrum der Bayerischen Akademie der 
Wissenschaften, Belgian Research Foundation–Flanders (FWO), Österreichischer 
Akademischer Austauschdienst (ÖAD), Schweizer Nationalfonds (SNF), Research Council of 
Norway, National Council for Science and Technology of Greece (ESET). 
 
Hiring, Promotions, Fellowships 

Alexander von Humboldt Foundation (Germany), University of Mainz (Germany), New York 
University (USA), University of Freiburg (Germany), University of Texas at Austin (USA), 
Haverford College (USA), University of Leuven (Belgium), Trinity College Cambridge (UK), 
University of Toronto (Canada), Institute of Science and Technology Austria ISTA (Austria), 
Ecole Normale Superieure Paris (France), Alfried Krupp von Bohlen und Halbach-Stiftung 
(Germany), Tiburtius Award (Berlin, Germany), Université Pierre et Marie Curie Paris (France), 
Italian Institute of Technology Genova (Italy), National Techanical University of Norway 
Trondheim (Norway). 
 
Dissertations 
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University of Amsterdam (Netherlands), Ecole Superieure de Physique et de Chimie 
Industrielles Paris (France), Technical University of Vienna (Austria), ETH Zürich (Switzerland), 
EPF Lausanne (Switzerland), Univesity of Arizona (USA), University of California at Berkeley 
(USA), Technical University of Delft (Netherlands), University of Mainz (Germany), University 
of Düsseldorf (Germany), RMIT University (Australia), Technical University of Vienna (Austria), 
Univeristy of Innsbruck (Austria), University of Rome “La Sapienza” (Italy), University of Music 
and Performing Arts (Vienna, Austria), Free University of Berlin (Germany). 
 
Research Interests  
• Computer simulation methods for rare events 
• Structure and dynamics of soft matter systems 
• Phase transitions in nanoparticles 
• Chemical reaction dynamics 
• Nonequilibrium statistical mechanics  
• Chaos in many-particle systems 
• Confined liquids 
• Structure and dynamics of water and ice 
• Nucleation phenomena 
• Proton transfer in aqueous media 
• Machine learning approaches in physics and chemistry 
 
Funding 

Project title Amount of 
Funding*  

Funding 
Agency 

Funding 
period 

Studying Protein Folding with Parallel Transition 
Path Sampling 

25.000,00 USD ACS-PRF 2001-2002 

Simulation of proton transport  185.997,00 EUR FWF 2004-2008 

Simulation of phase transitions in soft matter 
systems 

270.427,50 EUR FWF 2008-2011 

Wissenschaftskolleg Computational Materials 
Science 

396.000,00 EUR 
 

FWF 2004-2012 

SFB ViCoM – Vienna Computational Materials 
Laboratory; Subproject “Nucleation and self-
assembly in soft matter systems: from the  
molecular to the mesoscopic scale”  
(co-PI Gerhard Kahl. TU Wien) 

373.898,00 EUR FWF 2010-2014 

Initiativkolleg (IK) Computational Science-
Algorithms for Graph Optimization and Their 
Applications in Life and Nano Sciences  
(co-PIs: M. Henzinger, O. Scherzer, I. Hofacker,  
A. von Haeseler, Uni Wien) 

135.000,00 EUR  
(1.5 PhD-students 

for 3 years)  
 

Univ. 
Vienna 

2011-2014 

Nucleation and growth in small systems 346.891,00 EUR FWF 2012-2015 
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WTZ (Wissenschaftlich technische 
Zusammenarbeitit-scientific technical 
cooperation) Austria-Hungary, co-PI Prof. Istvan 
Borzak (University of Western Hungary), “Ice 
crystal nucleation in an external electric field“ 

4.098,00 EUR OEAD 2012-2014 

Parallel Software Suite for neural network 
potentials for materials simulations 

107.700,00 EUR 
(1 PhD-student  

for 3 years) 

VSC-
School 

2014-2017 

Pressure amorphization of ice 
(uni:docs fellowship Clemens Moritz) 

107.700,00 EUR 
(1 PhD-student  

for 3 years) 

Univ. of 
Vienna 

 

SFB ViCoM – Vienna Computational Materials 
Laboratory; Subproject “Multiscale simulations 
of nucleation in liquid and solid solutions” (co-
PI: Ernst Kozeschnik, TU Wien) 

413.280,00 EUR FWF 2014-2018 

E-CAM, An e-infrastructure for software, 
training and consultancy  in simulation and 
modelling, Work Package Classical MD (co-PI: 
Gerhard Kahl, TU Wien 

176.000,00 EUR  EU 2015-2020 

Marie Curie Individual Fellowship Gyorgy 
Hantal 

166.156,80 EUR EU 2016-2018 

Non-equilibrium Fluctuations of Vacuum 
Trapped Nanoparticles in Single- and Double-
Well Potentials (DACH-Projekt with L. Novotny, 
ETH Zürich) 

187.341,00 EUR FWF 2017-2021 

 
*) In the case of group projects, the amount of funding refers to portion of funds that that went to the group of 
C. Dellago. 
 

Students and Postdocs mentored 

Postdocs 

Mor Naor (2000-2001) 
Andreas Tröster (2003-2009) 
Elisabeth Schöll-Paschinger (2004-2007) 
Bianca Mladek (2007-2008) 
Ernesto Borrero (2009-2011) 
Swetlana Jungblut (2008-2017) 
Ivan Coluzza (2010-2017) 
Panagiotis Theodorakis (2010-2012) 
Ulf R. Pedersen (2011-2014) 
Michael Grünwald (2012-2014) 
Marcello Sega (2015-present) 
Tobias Morawietz (2015-2016) 
 
PhD-Students  
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Yanting Wang Molecular dynamics simulation of gold 
nanomaterials 

PhD 2004 

Harald Oberhofer Rare events in non-equilibrium processes and 
chemical reactions 

PhD 2008 

Wolfgang Lechner Nucleation and defects interactions in colloidal 
suspensions 

PhD 2009 

Jürgen Köfinger Water in nanopores PhD 2009 

Michael Grünwald Transition path sampling simulations of 
structural phase transformations in nanocrystals 
under pressure 

PhD 2009 

Philipp Geiger Neural networks for structure recognition: 
application to phase transitions in water and ice 

PhD 2013 

Jaffar Hasnain Two-dimensional colloidal suspensions on 
regular and quasicrystalline light substrates 

PhD 2015 

Christian Leitold Finding reaction coordinates in complex systems: 
unleashing the power of machine learning 
algorithms 

PhD 2016 

Georg Menzl Cavitation in water at negative pressure PhD 2017 

Helmut Kühnelt Lattice-Boltzmann simulations or air flow in 
flutes and organ pipes 

PhD 2017 

Andreas Singraber Transition path sampling of phase transitions in 
nanoparticles 

current 

Carina Karner Pathways to freezing in systems of convex 
polyhedra 

current 

Egon Tschurtschenthaler Controlling nucleation rates with impurities current 

Clemens Moritz Pressure induced amorphization of ice  current 

Peter Wirnsberger Sonocrystallization current 

Max Innerbichler Non-equilibrium statistical physics of trapped 
nano-particles 

current 

 
Diploma and master students 

Harald Obehofer Calculating equilibrium free energies with 
nonequilibrium path sampling methods  

2004 

Walter Weissensteiner Proton and hydroxide transport through water-
filled pores 

2004 

Markus Heinz Densities of states in systems with negative specific 
heat 

2005 

Wolfgang Lechner Helmholtz free energies from non-equilibrium, fast 
switching simulations 

2005 
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Michael Grünwald Simulation of pressure-induced structural phase 
transitions in semiconductor nanocrystals 

2005 

Philipp Geiger Optimal protocol for fast switching non-equilibrium 
processes 

2008 

Bernhard Reischl Rare electric field fluctuations in liquid water  2008 

Georg Menzl Collective behavior of water in carbon nanotube 
membranes 

2009 

Jaffar Hasnain Enhanced window sampling using CUDA enabled 
devices 

2010 

Markus Weinwurm Spectroscopy of nanopore water 2010 

Christian Leitold Coil-to crystal transition in a polymer with short-
range attractions 

2011 

Carina Karner Lattice Boltzmann simulation of nucleation in binary 
fluids 

2011 

Philipp Gödl Transition path sampling of the condensation of 
supersaturated water vapor 

current 

Raimund Hirmer Condensation and freezing of nanoscopic water 
droplets 

2013 

Clemens Moritz Geoemtrical transitions in the Ising model with 
periodic boundary conditions 

2014 

Peter Wirnsberger A simulation study on the thermo-polarisation 
effect in water 

2014 

Mathias Höld Thermal flow of a laser trapped nanoparticle  2017 

Max Innerbichler Stochastic time evolution of cavitation bubbles: 
computing free energies and diffusion constants 
with Bayesian statistics 

2017 

Michael Legenstein Freezing of water in carbon nanotubes current 

Oliver Wohlfart A neural network potential for the water-vapor 
interface 

current 

Alexander 
Hummelbrunner 

Active particles at low friction in 3 dimensions current 

Igor Kraut Using Steinhardt bond order parameters as features 
in neural netwoks for potential energy surfaces 

current 

Jakob Michl Simulation of nucleation of carbon dioxide 
clathrates 

current 

Alexander Heinz Calculation of the pH of neural network water current 

Victor Wenin Kramers turnover for a particle in a bistable laser 
trap 

current 

Nils Clees Liquid-ice Ih coexistence in neural network water current 
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Matthias Kiss A neural network potential for CO2 current 

 
Long-term visiting students 

Andrew Ballard, Univesity of Maryland (2009-2010) 
Clarion Tung, University of Calfornia at Berkeley (2009-2011) 
Michael Adamer, University of Oxford (2013) 
Tobias Morawietz, University of Bochum (2013) 
Luca Ornigotti, University of Pavia (2015) 
Aviel Chaimovich, MPI for Polymer Science (2016) 
 
Publications 
h-index (7.4.2016): 35 
total number of citations (7.4.2016): 6061 
 

1. H. Horvath, J. Gorraiz, W. Henrich, and C. Dellago, “A surface with variable reflectivity”, 
Review of Scientific Instruments 61, 1993 (1990). 

2. H. Horvath and C. Dellago, “Optically determined properties of the aerosol during fog 
formation and dissipation”, in Aerosols; Science, health and environment. Proceedings 
of the 3rd International Aerosol Conference, 24-17 September 1990, Kyoto, Japan, edited 
by S. Masuda and K. Takahashi. Pergamon Press, Oxford, 277 (1990). 

3. C. Dellago and H. Horvath, “On the accuracy of the size distribution information 
obtained from light extinction and scattering measurements-I. Basic considerations and 
models”, Journal of Aerosol Science 24, 129 (1993). 

4. H. Horvath and C. Dellago, “On the accuracy of the size distribution information 
obtained from light extinction and scattering measurements-II. Case studies”, Journal of 
Aerosol Science 24, 143 (1993). 

5. C. Dellago and H. A. Posch, “Lyapunov exponents of systems with elastic hard collisions”, 
Physical Review E 52(3), 2401 (1995). 

6. C. Dellago, L. Glatz, and H. A. Posch, “Lyapunov spectrum of the driven Lorentz gas”, 
Physical Review E 52, 4817 (1995). 

7. C. Dellago, H. A. Posch and W. G. Hoover, “Lyapunov instability in a system of hard disks 
in equilibrium and nonequilibrium steady states”, Physical Review E 53, 1485 (1996). 

8. H. A. Posch, C. Dellago, W. G. Hoover, and O. Kum, “Microscopic Time-Reversibility and 
Macroscopic Irreversibility - Still a Paradox?” in Modern Atomistic and Organic 
Structural Chemistry: Josef Loschmidt’s Pioneering Contributions and their Sequel, 
edited by T. Schönfeld and W. Fleischhacker, Plenum, New York (1996). 

9. C. Dellago and H. A. Posch, “Lyapunov instability, local curvature and the liquid-solid 
transition in two dimensional particle systems”, Physica A 230, 364 (1996). 

10. C. Dellago and H. A. Posch, “Lyapunov instability in the extended XY-model: Equilibrium 
and nonequilibrium molecular dynamic simulation”, Physica A 237, 95 (1997). 

11. W. G. Hoover, H. A. Posch, C. Dellago, O. Kum, C. G. Hoover, A. J. De Groot, and B. L. 
Holian, “Thermomechanical Particle Simulation”, in Proceedings of the International 
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Conference on Nonlinear Dynamics, Chaotic and Complex Systems, 7-12 November 
1995, Zakopane, Cambridge University Press (1996). 

12. H. van Beijeren, J. R. Dorfman, E. G. D. Cohen, H. A. Posch, and C. Dellago, “Lyapunov 
Exponents from Kinetic Theory for a Dilute, Field-driven Lorentz Gas”, Physical Review 
Letters 77, 10 (1996). 

13. C. Dellago and H. A. Posch, “Lyapunov instability of the boundary driven Chernov-
Lebowitz model for stationary shear flow”, Journal of Statistical Physics, 88, 825 (1997). 

14. C. Dellago and H. A. Posch, “Kolmogorov-Sinai entropy and Lyapunov spectra of a hard 
sphere gas”, Physica A 240, 68 (1997). 

15. C. Dellago and H. A. Posch, “Mixing, Lyapunov instability, and the approach to 
equilibrium in a hard-sphere gas”, Physical Review E 55, R9 (1997). 

16. C. Dellago and H. A. Posch, “Lyapunov spectrum and the conjugate pairing rule for a 
thermostatted random Lorentz gas: Numerical simulations”, Physical Review Letters 78, 
211 (1997). 

17. H. van Beijeren, J. R. Dorfman, H. A. Posch, and C. Dellago, “The Kolmogorov-Sinai 
Entropy for Dilute Gases in Equilibrium”, Physical Review E 56, 5272 (1997). 

18. C. Dellago, W. G. Hoover, and H. A. Posch, “Isomorphic multifractal shear flows for hard 
disks via adiabatic and isokinetic nonequilibrium molecular dynamics”, Physical Review 
E 57, 4969 (1998). 

19. C. Dellago, P. G. Bolhuis, F. S. Csajka, and D. Chandler, “Transition Path Sampling and the 
Calculation of Rate Constants”, Journal of Chemical Physics 108, 1964 (1998). 

20. R. van Zon, H. van Beijeren, and C. Dellago, “Largest Lyapunov Exponent for Many 
Particle Systems at Low Densities”, Physical Review Letters 80, 2035 (1998). 

21. C. Dellago and H. A. Posch, “Field and density dependence of the Lyapunov spectrum of 
the random driven Lorentz gas”, Physica D 112, 241 (1998). 

22. C. Dellago, P. G. Bolhuis, and D. Chandler, “Efficient transition path sampling: 
Applications to Lennard-Jones cluster rearrangements”, Journal of Chemical Physics 
108, 9236 (1998). 

23. P. G. Bolhuis, C. Dellago and D. Chandler, “Sampling ensembles of deterministic 
transition pathways”, Faraday Discussion 110, 421 (1998). 

24. C. Dellago, P. G. Bolhuis and D. Chandler, “On the calculation of reaction rate constants 
in the transition path ensemble”, Journal of Chemical Physics 110, 6617 (1999). 

25. P. L. Geissler, C. Dellago, and D. Chandler, “Chemical dynamics of the protonated water 
cluster”, Physical Chemistry Chemical Physics 1, 1317 (1999). 

26. P. L. Geissler, C. Dellago, and D. Chandler, “Kinetic Pathways of Ion Dissociation in 
Water”, Journal of Physical Chemistry B 103, 3706 (1999). 

27. A. Torcini, C. Dellago and H. A. Posch, “Comment on: Lyapunov Exponent of a Many 
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Systems“, Forschungszentrum Jülich, Jülich, Germany, 5-9 March 2012.  

139.  Transition Path Sampling. Rare events: from transition pathways to reaction 
coordinates, Max F. Perutz Laboratories, University of Vienna, Vienna, Austria, May 15, 
2012.  

140. Challenges in the simulation of nucleation processes: from transition pathways to 
reaction coordinates, Workshop „Modeling Soft Matter: Linking Multiple Length and 
Time Scales“, Kavli Institute of Theoretical Physics, University of California at Santa 
Barbara, Santa Barbara, USA, 4-8 June 2012. (The Workshop was part of the program 
„Physical Principles of Multiscale Modeling, Analysis and Simulation in Soft Condensed 
Matter“ at the KITP.) 

141.  Classifying local atomic structures with neural networks, Highlight-Lecture at the 
Workshop “Modelling the Dynamics of Complex Molecular Systems”, Lorentz Center, 
University of Leiden, Leiden, The Netherlands, 13-17 August 2012. 

142. Local Structure detection with neural networks, CECAM Workshop “Machine Learning in 
Atomistic Simulations”, USI, Lugano, Switzerland, 10-12 September 2012. 

143. Multiscale challenges in the simulation of nucleation and growth: from transition 
pathways to reaction coordinates, Semi-plenary talk at the European Congress on 
Computational Methods in Applied Science and Engineering – ECCOMAS 2012, Vienna, 
Austria, 10-14 September, 2012.  

144. Nucleation and growth in small systems, conference „Statistical Mechanics: Interplay of 
Theory and Computer Simulations” in honor of Kurt Binder, Mainz, Germany, 19-21 
September 2012. 

145. Computational Physics: Das virtuelle Labor im Supercomputer, Realgymnasium 
Parhamerplatz, 1170 Wien, November 14, 2012. 

146. Nucleation and growth at the nanoscale: from transition pathways to reaction 
coordinates, Physics Department Colloquium (Seminaire General) of the Ecole Normale 
Superieure, Paris, France, November 29, 2012. 
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147. Nucleation and growth at the nanoscale: from transition pathways to reaction 
coordinates, Freiburg Institute for Advanced Studies (FRIAS), Freiburg, Germany, 
December 17, 2012. 

148. Nucleation at the nanoscale: pathways of phase transitions in small systems, Workshop 
“Statistical, stochastic and related methods", University of Graz, Graz, Austria, April 10, 
2013. 

149. Phase transitions at the nanoscale: freezing/melting and structural changes in 
nanoparticles, Seminar at the Department of Chemistry, Eötvös University, Budapest, 
Hungary, April 19, 2013. 

150. Nucleation at the nanoscale: pathways of phase transitions in small systems, Colloquium 
of the Department of Physics, Bilkent University, Ankara, Turkey, April 24, 2013. 

151. Challenges in the simulation of nucleation processes: from transition pathways to 
reaction coordinates, Charlemagne Lecture Series 2013, RWTH Aaachen, Germany, May 
6, 2013. 

152. Neural networks for energy calculation and structure recognition, seminar at SISSA 
(Scoula Internazoinale di Studi Avanzati), Trieste, Italy, May 20, 2013. 

153. Nucleation at the nanoscale: Optimizing the definition of crystallinity, CECAM-Workshop 
„The role of interfaces in crystallization“, Lausanne, Switzerland, 22-24 May, 2013. 

154. Attractive Imperfections: Defects in 2d crystals in equilibrium and non-equilibrium states, 
Seminar at the Department of Chemistry, University of Cambridge, Cambridge, UK, June 
7, 2013. 

155. Neural networks for energy computation and structure recognition, Program on 
„Advanced Molecular Simulation Methods in the Physical Sciences“, Kavli Institute for 
Theoretical Physics China, Beijing, China, June 24, 2013. 

156. Defects in colloidal monolayers in and out of equilibrium, Workshop on “Nonequilibrium 
Phenomena, Spin Glasses, and Algorithms“, Beijing Satellite Meeting of STATPHYS 25, 
Kavli Institute for Theoretical Physics China (KITPC), Beijing, China, July 1-5, 2013. 

157. Wirbel, Wellen Energie: alles ist Physik, Vorlesung bei der KinderUni 2013, Universität 
Wien, 10. Juli 2013.  

158. Zwischen Ordnung und Chaos: Zufall und Unverhersagbarkeit in der Physik, Carinthische 
Dialoge, St. Urban, Austria, July 26-28, 2013.  

159. Computational statistical mechanics: Rare events in complex systems, 5 lectures at the 
„Summer School on Statistical Physics of Complex and Small Systems“, Instituto de Fisica 
Interdisciplinar y Sistemas Complejos (IFISC), Palma de Mallorca, Spain, September 2-12, 
2013.  

160. Studying nucleation processes with computer simulations: Neural networks for force 
calculations and structure recognition, CECAM/Psi-k Research Conference „Multiscale 
Modelling from First Principles 2013, Platja d’Aro, Spain“, September 8-13, 2013.  

161. From freezing to friction: Defects in the dynamics of colloidal monolayers in equilibrium 
and non-equilibrium states, Seminar at the Department of Chemistry, Universidad 
Complutense, Madrid, Spain, October 25, 2013. 
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162. Computational Physics: das virtuelle Labor im Supercomputer, Öffentlicher Vortrag im 
Rahmen der Physik Matinee 2013, Fakultät für Physik, Universität Wien, 7. Dezember 
2013.  

163. Irreversibility at an non-equilibrium fluctuations at the nanoscale: Dynamics relaxation 
of a levitated nanoparticle, Conference „Five computational pieces and a do: celebrating 
the 70th birthday of Giovanni Ciccotti“, Universitá di Roma „La Sapienza, Roma, Italy“, 
December 18-20, 2013.  

164. From freezing to friction: Defects in the dynamics of colloidal monolayers in equilibrium 
and non-equilibrium states, Seminar at the Department of Physics, Lyon, France, January 
17, 2014.  

165. Parallel software suite for neural network potentials for materials simulations, 4th VSC 
User Meeting, Neusiedl am See, Austria, February 24, 2014.  

166. Cavitation in water at negative pressure, CECAM-Workshop „Long time dynamics from 
short trajectories“, Lugano, Switzerland, March 12, 2014.  

167. Studying nucleation processes with computer simulations: from freezing to cavitation, 
ESF-Workshop „Atmospheric ice nucleation“, Vienna, Austria, April 26, 2014.  

168. Computational Physics: das virtuelle Labor im Supercomputer, Bundesrealgymnasium 
Wien 14, Linzerstraße 146, May 7, 2014.  

169.  Making holes in water: Cavitation in water at negative pressure, Workshop „WATER 
2014, Metastability and nucleation in Water: theory, experiments and applications“, Les 
Houches, France, June 1-6, 2014. 

169.  A Neural Network Based Potential for Water, Gordon Conference „Water and aqueous 
solutions“, Holdenerss, New Hampshire, USA, July 27-August 1, 2014. 

170. Cavitation in water at negative pressure, EMLG-JMLG Annual Conference „Molecular 
Liquids and Soft Matter: from Fundamentals to Applications”, Rome, Italy, 8-12 
September, 2014. 

171. Irreversibilität: von der Boltzmanngleichung zu den Fluktuationstheoremen, 64. 
Jahrestagung der Österreichischen Physikalischen Gesellschaft, Boltzmanntagung, 
Pöllau, Austria, 26 September 2014.  

172. Making holes in water: cavitation under tension, Statistical Mechanics in Physics, 
Chemistry and Biology: A symposium celebrating David Chandler’s 70th birthday, MIT, 
Cambridge, MA, USA, 18-19 October, 2014. 

173. Irreversibility and non-equilibrium fluctuations of a levitated nanoparticle, Workshop on 
Recent Developments in Non-Equilibrium Physics, „Luxemburg out of Equilibrium“, 
University of Luxemburg, Luxemburg, 12-15 January, 2015. 

174. Simulating nucleation and growth processes: From cavitation to crystallization, Free 
Energy Workshop 2015, Münster, Germany, 8-10 March, 2015.  

175. Bridging time, length and energy scales in simulations of condensed matter, Austrian 
HPC Meeting 2015, Obergurgl, Austria, 15-20 March, 2015. 

176. Irreversibiity and the meaning of the Second Law at the Nanoscale, KFU-TU Physics 
Colloquium, Technical University of Graz, Graz, Austria, 28 April, 2015.  
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177. Irreversibiity and the Second Law at the nanoscale: fluctuation theorem for relaxation of 
a levitated particle from a non-equilibrium steady state, Theoretical-Physical Chemistry 
Colloquium, Technical University of Munich, Munich, Germany, 4 May, 2015.  

178. Irreversibiity and non-equilibrium fluctuations of a levitated nano particle, Mainz 
Materials Simulation Days 2015 – Non-equilibrium processes in soft matter, Max Planck 
Institute for Polymer Research, Mainz, Germany, 10-12 June, 2015.  

179. Pathways to self-assembly: crystallization by nucleation and growth (four lectures), 
Enrico Fermi Summer School on „Soft Matter Self-Assembly“, Villa Monastero, Varenna, 
Italy, June 29-July 7, 2015.  

180. Wirbel, Wellen Energie: alles ist Physik, Vorlesung bei der KinderUni 2015, Universität 
Wien, 7. Juli 2015.  

181. Cavitation in water under tension, Gordon Research Conference on the „Chemistry and 
Physics of Liquids“, Holderness School, Holderness, NH, USA, August 2-7, 2015. 

182. Cavitation in water under tension, Group Retreat 2015, Plonerhof, Rodeneck, Südtirol, 
September 3-6, 2015. 

183. Non-equilibrium methods for equilibrium free energy computations, Bad Honnef Physics 
School on „Entropy and Information: the statistical mechanics perspective”, 
Physikzentrum Bad Honnef, Bad Honnef, Germany, 13-18 September 2015.  

184. A neural network potential for water: Effect of van der Waals interactions on the 
thermodynamics, structure and dynamics of water, FISMAT 2015 - Italian National 
Conference on Condensed Matter Physics, Palermo, Italy, 28 September – 2 October  
2015.  

185. How van-der-Waal's interactions determine the unique properties of water: insights 
from neural network based simulations, Workshop on Water at the Interface between 
Biology, Chemistry, Physics and Materials Sciences , ICTP, Trieste, Italy, 5-9 October 
2015.  

186. Towards a common format for molecular mechanis simulations, Workshop „Towards a 
Common Format for Computational Materials Science Data“, CECAM. Lausanne, 
Switzerland, 25-27 January 2016.  

187. How van-der-Waal's interactions determine the unique properties of water: insights 
from neural network based simulations, Workshop „Physics of biomolecules: structure, 
dynamics, and function“, Brixen, Italy, 3-6 February 2016.  

188. How van-der-Waal's interactions determine the unique properties of water: insights 
from neural network based simulations, Soiree of the Thomas-Young-Center, London, 
UK, 10 March 2016. 

189. Four Lectures on „Statistical Sampling Methods: Monte Carlo and Molecular Dynamics 
Simulations“, HPC-LEAP School “Numerical Analysis and Algorithms at the Exascale: 
Classical N-body Methods for Complex Systems on Massively Parallel Architectures", 
Forschungszentrum Jülich, Jülich, Germany, 7-8 April 2016. 

190. Simulating water and ice using neural network potentials, 115th Statistical Mechanics 
Conference, Rutgers University, New Brunswick, NJ, USA, 8-10 May 2016. 
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191. Non-equilibrium Methods for Equilibrium Free Energy Computations, Summer School 
„Classical and Quantum Non-equilibrium Dynamics“, The Raymond and Berverly Sackler 
Center for Computational Molecular and Materials Science, Tel Aviv University, Tel Aviv, 
Israel, 3-5 August 2016.  

192. Irreversibility and Non-equilibrium Fluctuations at the Nanoscale: Dynamic Relaxation 
of a Levitated Glass Bead, Workshop „Classical and Quantum Non-equilibrium 
Dynamics“, The Raymond and Berverly Sackler Center for Computational Molecular and 
Materials Science, Tel Aviv University, Tel Aviv, Israel, 7-10 August 2016.  

193. Reaction coordinate for freezing: do we understand crystallization?, CECAM-Lorentz     
Workshop „Reaction coordinates from molecular simulations“, Lorentz Center, Leiden, 
The Netherlands, 29 August-2 September 2016.  

194. Exploring the Free Energetics and Kinetics of Nucleation Processes: from Crystallization 
to Cavitation, Summer School on „Exploring and quantifying rough free energy 
landscapes“,  Ettore Majorana Foundation and Center for Scientific Culture, Erice, Italy, 
7-12 October 2016.  

195. Simulating rare events in complex molecular systems: from transition state theory to 
basic transition path sampling, ECAM Extended Software Development Workshop on 
„Trajectory Sampling“, Internationale Akademie Traunkirchen, Traunkrichen, Austria, 
16-25 November 2016.  

196. Statistical Mechanics with one and many particles, Workshop on “Levitated 
Nanomechanics”, Capellades, Spain, 26-28 March 2017.  

197. Exploring the free energetics and kinetics of nucleation processes: from crystallization 
to cavitation, Seminar at the Dept. of Mechanical and Aerospace Engineering, Sapienza 
University of Rome, Rome, Itay, 11 May 2017.  

198. How van-der-Waal's interactions determine the unique properties of water: insights 
from neural network based simulations, invited keynote talk, 10th Liquid Matter 
Conference, Ljubljana, Slovenia, 17-12 July 2017. 

199. Scientific challenges: state of the art rare event sampling, basic and advanced path based 
sampling, E-CAM Extended Software Development Workshop on Classical Molecular 
Dynamics, Lorentz Center, Leiden, The Netherlands, 14-25 August 2017.   

200. Machine learning in atomistic simulations: from reaction pathways to phase diagrams, 
Symposium on Theoretical Chemistry (STC), “Big Data in Chemistry”, invited keynote 
lecture, University of Basel, Basel, Switzerland, August 21-25 2017. 

201. Exploring the mechanism and kinetics of nucleation processes: from crystallization to 
cavitation, WATOC 2017 (11th Triennial Congress of the World Association of Theoretical 
and Computational Chemists), invited talk, Munich, Germany, 27 August-1 September 
2017. 

202. How van-der-Waal's interactions determine the unique properties of water: insights 
from neural network based simulations, invited talk, Joint Meeting of the European and 
Japanese Molecular Liquids Group EMLG/JMLG, Vienna, Austria, 10-14 September 2017. 

203. Simulating water and ice with neural network potentials, invited talk, Recent Advances in 
Modelling Rare Events (RARE2017) Agra, India, 7-10 December 2017.  
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204. Bubble nucleation and the stability limit of water under tension, invited talk, CECAM 
Workshop “Physics and Chemistry at Fluid/Fluid Interfaces”, Erwin Schrödinger Institute, 
Vienna, Austria, 11-13 December 2017.  

 

 

Vienna, January 2018 
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