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Affiliate Professor

UW-PNNL Distinguished Faculty
Fellow

Department of Chemistry, University
of Washington, Seattle, WA 98195
xantheas@uw.edu

Education

August 1984 — September 1990

September 1979 — June 1984

Professional Employment

lowa State University, Ames, lowa, USA
Advisor. Prof. Klaus Ruedenberg
Ph.D. granted May 1991

Major: Physical Chemistry

Minor: Solid State Physics

National Technical University of Athens, GREECE
Diploma in Chemical Engineering granted June 1984
Major. Chemical Engineering

January 2022 - present

June 2004 — present
January 1998 — May 2004

April 1993 — December 1997
August 1992 — March 1993

September 1990 — July 1992

June 1985 — August 1990

August 1984 — June 1985

January1984 — June 1984

Director, Computational & Theoretical Chemistry
Institute (CTCI) at PNNL
Laboratory Fellow
Chief Scientist
Senior Research Scientist
Research Scientist
Pacific Northwest National Laboratory
Richland, Washington USA

Postdoctoral Fellow
Molecular Science Research Center
Pacific Northwest Laboratory
Richland, Washington USA
Research advisor. Thomas H. Dunning, Jr.

Research Associate
Ames Laboratory, US Department of Energy
Ames, lowa USA

Teaching Assistant
Department of Chemistry
lowa State University, Ames, lowa USA

Research Fellow
Institute for Inorganic & Analytical Chemistry
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University of Innsbruck, AUSTRIA
Research advisor: Prof. Bernd M. Rode

Personal information

Born 20 June 1961 in Athens, Greece. Greek citizen, US permanent resident
Married, two daughters

Citation Index

Web of Knowledge: Total of 14,728 citations (as of March 25™, 2025) Hirsch index: 67
Google Scholar: Total of 19,308 citations (as of March 25™, 2025) Hirsch index: 74

University Affiliations

Gauss Professor, University of Gottingen, Gottingen, Germany (2022)

Specially Appointed Professor, World Research Hub Initiative, Tokyo Institute of Technology, Tokyo, Japan
(2019 — 2025)

Affiliate Professor, UW-PNNL Distinguished Faculty Fellow, Department of Chemistry, University of
Washington, Seattle, WA, USA (September 2016 — present)

Adjunct Professor, Department of Mathematics, Washington State University, Pullman, WA, USA
(December 2014 — present)

Visiting Professor, Department of Physics, Technical University of Munich, Garching, Germany (June — July
2009)

Visiting Professor, Department of Chemistry, University of Kaiserslautern, Kaiserslautern, Germany
(September 2003 — May 2004)

Affiliated Scientist, Institute of Electronic Structure and Laser, Foundation for Research and Technology-
Hellas, Heraklion, Crete, Greece (1996 — present)

Instructor, Physical Chemistry, Department of Chemistry, lowa State University, Ames, lowa, USA: Fall
Semester 1987 (Thermodynamics), Fall Semester 1988 (Quantum Mechanics)

Fellowships

Northwest College and University Association for Science Fellow, 1990 — 92
Austrian Federal Ministry for Science and Research Fellow, 1984

Awards and Distinctions — Professional Recognition

Morino Lecture, The Morino Foundation for Molecular Science, Tokyo, Japan, March 2026

Renewed Research Stay at the University of Bochum, Germany, Alexander von Humboldt Foundation,
March 2026

Director, Computational and Theoretical Chemistry Institute (CTCI) at PNNL (2022 — present)
Appointed Gauss Professor, Gottingen Academy of Sciences, Géttingen, Germany (2022)
Elected member, Board of Regents, University of Peloponnese, Greece (2022)

ICASEC Fellow, International Center for Advanced Studies of Energy Conversion, University of Gottingen,
Gottingen, Germany (2022)

Elected Member, Washington State Academy of Sciences (WSAS), July 2018
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Citation: “For fundamental contributions to the understanding of molecular interactions and collective
phenomena in aqueous systems"

Fulbright Scholar, Institute for International Education, Department of Molecular Biology and Genetics.
Democritus University of Thrace, Greece (September — October 2017)

Renewed Research Stay at the University of Géttingen, Germany, Alexander von Humboldt Foundation,
July 2015

Editorial Advisory Board, The Journal of Chemical Physics (January 2015 — December 2017)

Director’'s Award for Exceptional Scientific Achievement (1 award annually), Pacific Northwest National
Laboratory (June 2013)

Advisory Editorial Board Member, Chemical Physics Letters (January 2013 — December 2015); Renewed
(January 2016 — December 2018).

Visiting Fellow, Institute for Advanced Study, Technical University of Munich, Germany (August —
September 2012)

Editorial Advisory Board (EAB) Member, The Journal of Physical Chemistry (January 2012 — December
2014)

Fellow, Japan Society for the Promotion of Science (JSPS), March 2011

Science and Technology Achievement Recognition (STAR) award, Pacific Northwest National Laboratory,
February 2010

Fellow, American Association for the Advancement of Science (AAAS), February 2010
Citation: “For fundamental contributions to the understanding of molecular interactions in aqueous
systems”

Henry Eyring Lecture, Department of Chemistry, University of Utah, Salt Lake City, Utah, April 2009

Renewed Research Stay at the Technical University of Munich at Garching, Germany, Alexander von
Humboldt Foundation, February 2009

Science and Technology Achievement Recognition (STAR) award, Pacific Northwest National Laboratory,
January 2008

Outstanding Performance Award, Fundamental and Computational Sciences Directorate, Pacific Northwest
National Laboratory, October 2007

Marie Curie Fellow, Institute of Electronic Structure and Laser, Foundation for Research and Technology-
Hellas, Heraklion, Greece, July 2007

Fellow, American Physical Society (APS), November 2005

Citation: “For fundamental contributions to the understanding of molecular interactions in aqueous
systems”

Laboratory Fellow, Pacific Northwest National Laboratory’s highest rank (top 1%) for scientific and
professional staff, June 2004

Outstanding Performance Award for Outstanding Project Research — DOE Basic Energy Sciences,
Fundamental Science Directorate and Energy Science and Technology Directorate, Pacific
Northwest National Laboratory, 2004

Outstanding Performance Award, Fundamental Science Directorate, Pacific Northwest National
Laboratory, 2003

Director's Award for Outstanding Performance, Pacific Northwest National Laboratory, 2003
Friedrich Wilhelm Bessel Research Award, Alexander von Humboldt Foundation, 2003
Outstanding Teaching Assistant Award, Department of Chemistry, lowa State University, 1990
All University Teaching Excellence Award, lowa State University, 1990
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Award for Excellence in Graduate Research, Alpha Chi Sigma Chapter of the American Chemical Society,
lowa State University, 1990

G. Stathis Memorial Award administered by the University of Chicago, 1988

Other Activities

Editorial Board: International Journal of Molecular Sciences (IJMS), Section: Physical Chemistry and

Chemical Physics (2018 — present)

Reviewer. Agencies: The National Science Foundation (US), US Department of Energy (Office of Basic

Assessor,
Manager,

Energy Sciences), NATO (Scientific Affairs Division), The Petroleum Research Fund, European
Research Council, Australian Research Council, The Israel Science Foundation, Kentucky
Science and Engineering Foundation, Research Corporation (Canada), Czech Science
Foundation, European Research Council (ERC)

Journals: Nature, Science, Angewandte Chemie, Proceedings of the National Academy of
Sciences (USA), Chemical Reviews, The Journal of the American Chemical Society, Physical
Review Letters, The Journal of Physical Chemistry, The Journal of Chemical Physics,
Theoretica Chimica Acta, Comptes Rendus de I' Académie des Sciences Série llc - Chimie,
Molecular Physics, Chemical Physics Letters, Theochem, International Journal of Mass
Spectrometry and lon Processes, Chemical Physics, Physical Chemistry Chemical Physics,
International Journal of Quantum Chemistry, Journal of Raman Spectroscopy, Theoretical
Chemistry Accounts, Journal of Computational Chemistry, Journal of Cluster Science, Journal
of Molecular Liquids, Spectrochimica Acta A, Geochimica et Cosmochimica Acta, Inorganic
Chemistry, Journal of Polymer Science B, Philosophical Magazine Letters, Journal of Chemical
Theory and Computation, Canadian Journal of Chemistry, Journal of Physical Chemistry
Letters, Journal of Biophotonics, Dalton Transactions, International Journal of High Performance
Computing, Journal of Integrative Environmental Sciences, Molecular Biosystems,
ChemComm, Journal of Materials Science, New Journal of Chemistry, Zeitschrift fir
Physikalische Chemie, International Journal of Hydrogen, Wiley Interdisciplinary Reviews,
Computational & Theoretical Chemistry, ChemSusChem, European Physical Journal D,
Analytica Chimica Acta, Molecular Simulation, The Biophysical Journal, Accounts of Chemical
Research, ChemPhysChem, Thermochimica Acta, Scientific Reports, Nanoscale, Chemical
Science, ACS Omega, Journal of the American Society for Mass Spectrometry

Australian Research Council

Supercomputer allocations at the National Energy Research Supercomputer Center (Berkeley,
CA) for the Molecular Theory Group, Environmental Molecular Sciences Laboratory (1992 —
present)

Research Advisor
Postdoctoral Fellows: CJ Burnham, GS Fanourgakis, S Yoo, T Yoshida, E Miliordos, J Mato (PNNL), J

Warneke (PNNL, Feodor-Lynen Fellow from the Alexander von Humboldt Foundation), HE
Dorsett (joint with Univ. of Melbourne, Australia)

Graduate students: ER Batista (joint with Univ. of Washington), GS Fanourgakis (joint with Univ. of

Crete, Greece), D Tzeli (joint with Univ. of Athens, Greece), C Kefalidis (joint with Univ. of
Thessaloniki, Greece), A Lagutschenkov (joint with Univ. of Kaiserslautern, Germany), JC
Werhahn (joint with Technical Univ. of Munich, Germany), D Akase (joint with Hiroshima Univ.,
Japan), JP Heindel, KM Herman, GD Santis, MP Hoffman, MN Hallsten, R Irving, A Hale, L
Ngyuen (Univ. of Washington)

Membership in Professional Societies
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American Chemical Society (ACS)
American Physical Society (APS) — Fellow (2005)
American Association for the Advancement of Science (AAAS) — Fellow (2010)

Internal Committee Assignments

Initiative Lead, Open Call Laboratory Directed Research & Development (LDRD) program, Pacific
Northwest National Laboratory (2016 — present). Responsible for the award and management
of $1.8M per year in internal funds

Member, Linus Pauling Distinguished Postdoctoral Fellowship Selection Committee, Pacific Northwest
National Laboratory (2012 — present)

Member, Open Call Laboratory Directed Research and Development (LDRD) Committee (2012 — 2015)

Elected Member, Executive Committee, Council of Fellows, Pacific Northwest National Laboratory (2009 —
present)

Member, Advisory Committee on Extreme Scale Computing Initiative, Pacific Northwest National
Laboratory (2008 — 2013)

Member, Advisory Committee, High Performance Computational Chemistry-2 hardware upgrade,
Molecular Science Computing Facility, Environmental Molecular Sciences Laboratory (2001)

Chairman, National Energy Research Supercomputer Center (NERSC) subcommittee, Environmental
Molecular Sciences Laboratory (1993 — 1996)

Member, Computer Resources Committee (CRC), Environmental Molecular Sciences Laboratory (1993
—1996)

External Committee Assignments

Reviewer, Chemical Physics Program at Sandia National Laboratory (SNL) for the US Department of
Energy, Office of Basic Energy Sciences, Biosciences and Geosciences, Livermore, CA, USA
(June 24 - 26, 2020)

Invited Panelist, NSF / Chemistry panel on Quantum Chemistry (CTMC Quantum Chemistry), Washington
DC, USA (January 13 - 14, 2020)

Invited Panelist, NSF / Chemistry panel on Quantum Chemistry (CTMC Quantum Chemistry 2), Washington
DC, USA (February 13, 2017)

Invited Panelist, NSF |/ Chemistry panel on Quantum Dynamics and Spectroscopy (CTMC Model
Development), Washington DC, USA (February 4, 2016)

Invited Tutorial “Hofmeister Effect and lon Recognition” presented at the NSF workshop on “Accelerating
our Understanding of Supramolecular Chemistry in Aqueous Solutions”, Washington, DC, USA
(May 31 — June 4, 2015)

Reviewer, Chemical Physics Program at Lawrence Berkeley National Laboratory (LBNL) for the US
Department of Energy, Office of Basic Energy Sciences, Biosciences and Geosciences,
Berkeley, CA, USA (May 12 — 15, 2015)

Invited Panelist, NSF / Chemistry panel on Quantum Dynamics and Spectroscopy (CTMC QDYNESPEC),
Washington DC, USA (February 18, 2015)

Invited Lecturer, NSF workshop on the Conceptualization of a Molecular Computation Software Institute,
Houston, TX, USA (January 22 — 24, 2015)

Invited Lecturer, workshop on Fundamental Challenges in our Understanding of the Physics and Chemistry
of Water, University of Houston, Houston, TX, USA (January 16 — 17, 2015)

Member, Jury Committee, selection of the new Fellows for the Advanced Study Institute of the Technical
University of Munich (IAS — TUM), Garching, Germany (June 2014)
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Invited Panelist, Program Requirement Review "Large Scale Production Computing and Storage
Requirements for Basic Energy Sciences", Office of Basic Energy Sciences (BES) & Office of
Advanced Scientific Computing Research (ASCR), U.S. Department of Energy and the National
Energy Research Scientific Computing Center (NERSC), Gaithersburg, MD, USA (October 8 —
9, 2013)

Panelist, Workshop on “Computational Materials Science and Chemistry for Innovation”, Bethesda, MD,
USA (July 2010)

Member, Executive committee, American Chemical Society (ACS), Division of Physical Chemistry, 2009 —
2012

Member, Review Panel, Chemical Sciences, Geosciences and Biosciences Division, US Department of
Energy (April 2009)

Member, Committee of Visitors in Atomic, Molecular and Optical Sciences and Gas-Phase Chemical
Physics Programs for the Chemical Sciences, Geosciences and Biosciences Division of the
Basic Energy Sciences, US Department of Energy (April 2008)

Member, Panel on "Opportunities for Catalysis Science in the 215t Century", US DoE, Gaithersburg,
Maryland (May 2002)

Member, Evaluation Committee for the Graduate Program, Department of Chemistry, University of Crete,
Greece (July 1999)

Member, Review Panel "Carbon Management Initiative and Complex Phenomena Program”, US DoE,
Washington DC (May 1999)

Member, Evaluation Committee for the Undergraduate Program, Department of Chemistry, University of
Crete, Greece (September 1998)

Invited Lectures at Scientific Institutions

1987 Institute for Inorganic & Analytical Chemistry, University of Innsbruck, Austria (January)

1987 lowa State University, Ames, lowa, USA; Physical Chemistry Seminar, (November)

1987 Michigan State University, East Lansing, Michigan, USA; Physical Chemistry Seminar (November)

1988 Institute for Electronic Structure and Laser, University of Crete, Heraklion, Greece; Departmental
Seminar (August)

1990 Pacific Northwest Laboratory, Richland, Washington, USA (January)

1990 Exxon Research and Engineering, Clinton, New Jersey, USA (February)

1990 National Hellenic Research Foundation, Athens, Greece (July)

1992 Ames Laboratory, U. S. Department of Energy, Ames, lowa, USA (December)

1994 Daresbury Laboratory, Cheshire, United Kingdom (June)

1994 Mansfield College, University of Oxford, Oxford, United Kingdom (July)

1995 University of California, Berkeley, CA, USA; Physical Chemistry Seminar (March)

1995 University of Washington, Seattle, WA, USA; Physical Chemistry Colloquium (May)

1995 Foundation for Research and Technology-Hellas, Heraklion, Greece (July)

1996 Technical University of Munich at Garching, Germany; Physical Chemistry Seminar (May)

1996 Theoretical Chemistry Division, University of Innsbruck, Austria (May)

1996 New York University, New York, NY USA; Physical Chemistry Seminar (June)

1996 Daresbury Laboratory, Engineering and Physical Sciences Research Council, UK (October)

1997 University of Crete, Greece; Advanced Physics Summer School, Heraklion, Greece (July)

1999 University of Colorado, Boulder, Colorado, USA; Physical Chemistry Colloquium (February)

1999 Colorado State University, Fort Collins, Colorado, USA; Physical Chemistry Colloquium (February)

1999 University of California, Berkeley, CA, USA; Department of Chemistry Special Seminar (March)

1999 Department of Applied Chemistry, University of Tokyo, Tokyo, Japan; Joint Tokyo Theoretical
Chemistry Seminar (March)

1999 Tokyo Metropolitan University, Tokyo, Japan; Chemistry Department Seminar (December)
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2000
2000
2000
2000
2000
2001
2001
2001
2002
2002

2002
2002

2003

2003

2003

2003

2004

2004
2004

2004

2004

2004
2004

2006

2006

2006
2006
2007
2007
2007
2007
2007

Columbia University, New York, New York, USA; Department of Chemistry & Center for
Biomolecular Simulation Seminar Series (February)

Emory University, Atlanta, Georgia, USA; Physical Chemistry Colloquium (March)

University of Georgia, Athens, Georgia, USA; Physical Chemistry Colloquium (March)

Hebrew University of Jerusalem and Fritz Haber Center for Molecular Dynamics Research,
Jerusalem, Israel; Departmental Seminar (April)

Sandia National Laboratories, Albuquerque, New Mexico, USA; Physics and Chemistry Colloquium
Series (October)

University of North Carolina, Chapel Hill, North Carolina, USA; Physical Chemistry Colloquium
(February)

lowa State University, Ames, lowa, USA; Physical Chemistry Colloquium (February)

New York University, New York, New York, USA; Chemistry Department Seminar (December)
University of loannina, loannina, Greece; Chemistry Department Seminar (September)

Institute for Physical and Theoretical Chemistry, Technical University of Munich, Garching,
Germany; Departmental Seminar (September)

University of Kaiserslautern, Kaiserslautern, Germany; Chemistry Department Seminar (September)
Institute for Physical and Theoretical Chemistry, Johann Wolfgang Goethe-Universitat, Frankfurt am
Main, Germany; Departmental Seminar (September)

California Institute of Technology, Pasadena, California, USA; Chemical Physics Seminar Series
(May)

University of Western Ontario, London, Ontario, Canada; Physical Chemistry Colloquium
(November)

Institute for Physical and Theoretical Chemistry, Technical University of Munich, Garching,
Germany; Institute Colloquium (December)

Aristotle University of Thessaloniki, Thessaloniki, Greece; Chemistry Department Seminar
(December)

Institute for Theoretical Chemistry, University of Stuttgart, Stuttgart, Germany; Institute Colloquium
(January)

Oxford University, Oxford, United Kingdom; Theoretical Chemistry Colloquium (February)
Cambridge University Chemical Laboratory, Cambridge, United Kingdom; Theoretical Chemistry
Colloquium (February)

Christian-Albrechts University, Kiel, Germany; Gesellschaft Deutscher Chemiker (GDCh)
Colloquium Series, Department of Chemistry (April)

University of Wirzburg, Wirzburg, Germany; Gesellschaft Deutscher Chemiker (GDCh) Colloquium
Series, Institute for Physical Chemistry (May)

Max-Planck-Institute fir Kohlenforschung, Milheim an der Ruhr, Germany, Seminar Series (June)
University of Delaware, Newark, Delaware, USA; Physical/Analytical Chemistry Colloquium
(November)

University of Nebraska-Lincoln, Lincoln, Nebraska, USA; Department of Chemistry Colloquium
(March)

Technical University of Kaiserslautern, Kaiserslautern, Germany; Department of Chemistry
Colloquium (May)

Ruhr-Universitat Bochum, Bochum, Germany; Physical Chemistry Seminar (July)

University of Wisconsin, Madison, Wisconsin, USA; Physical Chemistry Seminar (September)
Kyoto University, Katsura Campus, Kyoto, Japan; Physical Chemistry Seminar (March)

Hiroshima University, Hiroshima, Japan; Physical Chemistry Seminar (March)

Institute for Molecular Structure, Okazaki, Japan; Theoretical Division Seminar (March)

Waseda University, Tokyo, Japan; Physical Chemistry Seminar (March)

Boston University, Boston, Massachusetts, USA; Chemistry Colloquium (September)
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2007

2007
2007

2008
2009

2009
2009
2009

2009

2009
2009

2010
2010
2010

2010
2010
2010
2011
2011
2011

2011
2011
2011

2012
2012

2012

2012
2012
2013

2014
2014
2014
2014
2015
2015
2015
2016
2016

Massachusetts Institute of Technology, Cambridge, Massachusetts, USA; Greater Boston Area
(Harvard University, Massachusetts Institute of Technology, Boston University, Boston College)
Theoretical Chemistry Lecture Series (September)

Technical University of Munich, Department of Physics, Garching, Germany; Seminar (December)
Leopold-Franzens University of Innsbruck, Institute of General, Inorganic and Theoretical
Chemistry, Innsbruck, Austria; Theoretical Division Seminar (December)

University of California, Davis, California, USA; Chemistry Department Seminar (February)
Southern lllinois University, Carbondale, lllinois, USA; Department of Chemistry & Biochemistry
Seminar (February)

Rutherford Appleton Laboratory, Didcot, UK; ISIS Seminar Series (March)

University of Utah, Salt Lake City, Utah, USA; Henry Eyring Lecture (April)

Fritz Haber Institute of the Max Planck Society, Berlin, Germany; Department of Molecular Physics
Seminar (June)

Technical University of Munich at Garching, Garching, Germany; Department of Physics E11
Seminar (July)

SLAC National Accelerator Laboratory, Palo Alto, CA, USA; Seminar (September)

Argonne National Laboratory, Chemical Sciences & Engineering Division, Argonne, lllinois, USA;
Chemical Sciences and Engineering Division Seminar (November)

University of lllinois, Urbana-Champaign, lllinois, USA; Physical Chemistry Seminar (February)
University of California San Diego, San Diego, CA, USA; Physical Chemistry Seminar (February)
Technical University of Munich at Garching, Garching, Germany; Department of Physics E11
Seminar (May)

University of Zurich, Zurich, Switzerland; Physical Chemistry Institute Seminar (June)

Washington State University, Pullman, WA, USA; Department of Chemistry Seminar (October)
Kasetsart University, Bangkok, Thailand; Department of Chemistry Seminar (November)
University of Hiroshima, Hiroshima, Japan; Department of Chemistry Seminar (March)

Institute for Molecular Structure, Okazaki, Japan; Theoretical Division Seminar (March)

Tokyo Metropolitan University and Tokyo Technological University; joint Chemistry Colloquium
(September)

University of Nagoya, Nagoya, Japan; Department of Applied Chemistry Seminar (September)
University of Western Ontario, London, Canada; Department of Chemistry Seminar (September)
Photon Science Division, SLAC National Accelerator Laboratory, Menlo Park, CA; Department
Seminar (November)

Ohio State University, Columbus, Ohio, USA; Physical Chemistry Seminar (April)

Ludwig Maximilian University (LMU), Munich, Germany; Theoretical Chemistry Seminar
(September)

Leopold-Franzens University of Innsbruck, Institute of General, Inorganic and Theoretical
Chemistry, Innsbruck, Austria; Theoretical Division Seminar (September)

Technical University of Munich, Garching, Germany; Physics E-11 Colloquium (September)
University of Géttingen, Germany; Physical Chemistry Department Seminar (September)
Washington State University, Tri-Cities, Richland, Washington, USA; Applied Mathematics seminar
(August)

New York University, New York, New York, USA; Department of Chemistry seminar (February)
Fukui Institute for Fundamental Chemistry, Kyoto University, Kyoto, Japan; Special seminar (March)
Johns Hopkins University, Baltimore, Maryland, USA; Department of Chemistry seminar (October)
University of Idaho, Moscow, Idaho, USA; Department of Physics seminar (November)

University of Washington, Seattle, WA, USA; Physical Chemistry seminar (April)

Brown University, Providence, Rhode Island, USA; Department of Chemistry Colloquium (May)
University of Athens, Athens, Greece; Physical Chemistry Seminar (November)

Cambridge University, Cambridge, United Kingdom; Department of Chemistry seminar (February)
University of Oregon, Eugene, Oregon, USA; Physical Chemistry Colloquium (March)
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2017
2017

2017

2017

2017

2018

2018
2018

2018
2019
2019
2019
2019
2020
2020
2020
2021
2022
2022
2022
2022
2023
2025

2025
2025

University of Idaho, Moscow, Idaho, USA; Physics Colloquium (April)

The Centre for Theoretical and Computational Chemistry, University of Oslo, Oslo, Norway (June).
Broadcast at https://www.youtube.com/watch?v=Iq_b_mT8gWA&feature=youtu.be

Democritus University of Thrace, Alexandroupolis, Greece; Department of Molecular Biology and
Genetics, School of Health Sciences Seminar (October)

National Centre of Scientific Research "Demokritos”, Athens, Greece; Institute of Nanoscience and
Nanotechnology (INN) Seminar (October)

National Hellenic Research Foundation, Athens, Greece; Theoretical and Physical Chemistry
Institute Seminar (October)

Stanford University, Menlo Park, California, USA; SLAC National Accelerator Laboratory seminar
(February)

Lawrence Berkeley National Laboratory, Berkeley, California, USA; seminar (February)

Tokyo Institute of Technology, Yokohama, Japan; Institute of Innovative Research, Laboratory for
Chemistry and Life Science seminar (March)

Ames Laboratory, Ames, lowa, USA; Division of Chemical and Biological Sciences seminar
(September)

Tokyo Institute of Technology, Yokohama, Japan; Institute of Innovative Research, Laboratory for
Chemistry and Life Science seminar (March)

University College London, London, United Kingdom; Thomas Young Centre and Department of
Chemistry seminar (April)

University of Durham, Durham, UK; Department of Physics Colloquium (June)

Tsinghua University, Beijing, China; Department of Chemistry Seminar (August)

Tokyo Institute of Technology, Yokohama, Japan; Institute of Innovative Research, World Research
Hub Initiative Open Seminar (January)

Eidgenossische Technische Hochschule (ETH) Zirich, Switzerland; Laboratory of Physical
Chemistry (LPC) Seminar (February)

University of Washington, Seattle, WA, USA; Physical Chemistry Colloquium (June)

Combustion Research Facility, Sandia National Laboratories, Livermore, CA, USA (June)

Georgia Institute of Technology (GA Tech) and Emory University, Atlanta, Georgia, USA; Joint
Chemistry Colloquium (March)

University of Georgia, Athens, Georgia, USA; Chemistry Colloquium (March)

Auburn University, Auburn, Alabama, USA; Chemistry Colloquium (March)

Fritz Haber Institute of the Max Planck Society, Berlin, Germany; Department of Molecular Physics
Seminar (December)

East China Normal University, Shanghai, China; School of Chemistry and Molecular Engineering;
Honorary Lecture (December)

New York University, New York, NY, USA; Simons Center for Computational Physical Chemistry
Seminar (January)

Institute of Science Tokyo, Tokyo, Japan; World Research Hub Initiative Seminar (November)
National and Kapodistrian University of Athens, Athens, Greece; Chemistry Department Seminar
(December)

Invited Talks in Scientific Conferences/Meetings

1991

1992

1995

Session chair in international symposium "Ab-initio methods in Quantum Chemistry", lowa State
University, Ames, lowa, USA (May 9 — 11)

Invited Speaker, American Chemical Society Northwest Regional Meeting, Missoula, Montana, USA
(June 17 - 19)

Invited Speaker, American Chemical Society National Meeting, Chicago, lllinois, USA (August 20 —
24)
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1996

1996

1996

1996

1996

1996

1997

1998

1998

1998
1998

1998

1999

1999

1999

1999

1999

1999

2000

2000

2000

2001

2001

2001

Invited Speaker, International Symposium of the “Physics and Chemistry of Ice”, Hanover, New
Hampshire, USA (August 26 — 30)

Invited Plenary Lecture, Boys-Rahman Medal Award to Enrico Clementi, Royal Society, University
College London, United Kingdom (October 3)

Invited Speaker, Ice Seminar Series, Department of Physics, University of Washington, Seattle,
Washington, USA (November)

Session Chair, "High Pressure and Low Temperature Forms of Ice", International Symposium on
the Physics and Chemistry of Ice PCI-96, Hanover, New Hampshire, USA (August 26 — 30)
Member, Panel Discussion on the "Existence of two kinds of Hydrogen Bond in Ice", International
Symposium on the Physics and Chemistry of Ice PCI-96, Hanover, New Hampshire, USA (August

26 — 30)
Invited Speaker, Fifth Eurasia Conference on Chemical Sciences, Guangzhou, China (December
10 - 14)

Lecturer, NATO Advanced Study Institute on "Recent Theoretical and Experimental Advances in
Hydrogen Bonded Clusters", Elounda, Greece (June 22 — July 4)

Invited Speaker, Gordon Research Conference on "Molecular lonic Clusters", Ventura, California,
USA (January 4 — 9)

Invited Speaker, Sanibel Symposium, University of Florida Quantum Theory Project, St. Augustine,
Florida, USA (February 21 — 27)

Invited Speaker, APS National meeting, Los Angeles, California, USA (March 15 — 22)

Invited Speaker, International symposium "Water in the Gas Phase", Ministry of Research and
Education & University of Marne la Vallée, Paris, France (June 21 — 24)

Invited Speaker, "Large Amplitude Molecular Motion", Telluride Summer Workshop, Telluride
Colorado (July 26 — August 1)

Invited Speaker, "Laser Spectroscopy of Molecular Clusters - Structure and Dynamics", 63" Okazaki
Conference, Okazaki, Japan (March 23 — 25)

Invited Speaker, "International Symposium on Molecular Clusters", Deutsche Forschungsgemein-
schaft Schwerpunkt, Niederpdcking by Minich, Germany (May 25 — 29)

Session Chair, "International Symposium on Molecular Clusters", Deutsche Forschungsgemein-
schaft Schwerpunkt, Niederpdcking by Minich, Germany (May 25 — 29)

Invited Speaker, Symposium on "Water and Water Clusters", ACS National meeting, New Orleans,
Louisiana, USA (August 26 — 29)

Invited Speaker, Workshop on "Recent Progress in understanding Water and its implication to the
Environmental Research", UMIST, Manchester, United Kingdom (October 20)

Invited Speaker, International Symposium on "Interplay of Theories and Experiments in Structural
Analyses of Molecular Clusters", Institute for Molecular Science, Okazaki, Japan (December 20 —

22)
Chair, session on "Hydrogen Bonding", Molecular lonic Clusters (MIC-2000), Toulouse, France
(April 16 — 21)

Invited Speaker, "Water under Extreme Conditions", Telluride Summer Workshop, Telluride
Colorado, USA (August 1 — 6)

Invited Speaker, PacifiChem 2000, Symposium on "Solvated Molecules and lons: from Clusters to
Condensed Phases", Honolulu, Hawaii, USA (December 14 — 19)

Invited Speaker, American Physical Society (APS) National meeting, Seattle, Washington, USA
(March 12 — 16)

Invited Speaker, 56" International Symposium on Molecular Spectroscopy, Columbus, Ohio, USA
(June 11 - 15)

Session Chair, Symposium on Water Clusters, 56" International Symposium on Molecular
Spectroscopy, Columbus, Ohio, USA (June 11 — 15)

10
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2001

2001

2001
2001

2002

2002

2002

2002

2002

2002

2003

2003

2003

2003

2004

2004

2004

2004

2004

2004

2004

2005

2005

Invited Speaker, Computational Chemistry Users Meeting, Molecular Science Computing Facility,
Environmental Molecular Sciences Laboratory, Pacific Northwest National Laboratory, Richland,
WA, USA (June 18 — 19)

Invited Speaker, American Chemical Society National meeting, Chicago, lllinois, USA (August 26 —
30)

Invited Speaker, CCP5 meeting, University of Warwick, Warwick, UK (September 16 — 19)

Invited Speaker, Workshop on Polarizability for Biomolecular Simulation, Snowbird, Utah, USA
(December 12 — 14)

Invited Speaker, Gordon Conference on "Molecular lonic Clusters", Ventura, CA, USA (January 6 —
10)

Invited Speaker, High Resolution Infrared Spectroscopy Symposium, Pacific Northwest National
Laboratory, Richland, WA, USA (April 12 — 13)

Invited Speaker, Gordon Conference on "Atomic and Molecular Interactions", Roger Williams
University, Bristol, Rhode Island, USA (July 7 — 12)

Session chair, American Conference on Theoretical Chemistry (ACTCO02), Pittsburgh, Pennsylvania,
USA (July 13 — 18)

Invited Speaker, World Association of Theoretically Oriented Chemists (WATOCO02), Lugano,
Switzerland (August 4 — 9)

Invited Speaker, NATO ASI "Novel Approaches to the Structure and Dynamics of Liquids:
Experiments, Theories and Simulations" Rhodes, Greece (September 7 — 15)

Invited Lecture, EGS (European Geophysical Society) - AGU (American Geological Union) - EUG
(European Union of Geosciences) Joint Assembly, Nice, France (April 6 — 11)

Invited Speaker, Symposium on: "Mechanics & Physics of Microstructures and Nanostructures -
Size Effects", 5th European Solid Mechanics Conference (EUROMECH), Aristotle University of
Thessaloniki, Greece, (August 17 — 22)

Invited Speaker, Quantum Systems in Chemistry and Physics VIII (QSCP8), Island of Spetses,
Greece (August 30 — September 4)

Session Chair, Quantum Systems in Chemistry and Physics VIII (QSCP8), Island of Spetses,
Greece (August 30 — September 4)

Contributed Speaker, Theory and Applications of Computational Chemistry (TACC2004), Gyeongju
Bomum Resort, Korea (February 15 — 20)

Invited Speaker, American Chemical Society National meeting, Anaheim, California, USA (March
28 — April 1)

Invited Speaker, Symposium on “Classical and Quantum Approaches of Rare Event Dynamics in
Condensed-Phase Systems”, 87th Canadian Chemistry Conference and Exposition, London,
Ontario, Canada (May 29 — June 1)

Invited Speaker, “Studies of ice, icy patrticles, ice surfaces, and ice-adsorbate interactions: a
molecular view”, Telluride Summer Workshop, Telluride, Colorado, USA (July 25 — 30).

Invited Speaker, Gordon Research Conference on “Water and Aqueous Solutions”, Holderness
School, Plymouth, New Hampshire, USA (August 1 — 6)

Discussion Leader, Session on “Clusters and Intermolecular Potentials’, Gordon Research
Conference on “Molecular and lonic Clusters”, Centre Paul Langevin, Aussois, France (September
5-10)

Invited Speaker, 15t Condensed Phase and Interfacial Molecular Science (CPIMS) Research
Meeting, Chemical Sciences, Geosciences and Biosciences Division, Office of Basic Energy
Sciences, US Department of Energy, Airlie Conference Center, Warrenton, Virginia, USA (October
24 - 27)

Invited Speaker, American Chemical Society National meeting, San Diego, California, USA (March
13-17)

Invited panel member, “Workshop on Interfacial Water’, Sandia National Laboratory, Santa Fe, New
Mexico, USA (April 25 — 26)
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2005

2005

2005

2005

2005

2005
2006

2006
2006

2006

2006

2006

2006

2006

2006

2007

2007

2007

2007

2008

2008

2008

2008

2009

2009

Invited Speaker, Environmental Molecular Sciences Institute Annual meeting, Prague, Czech
Republic (June 25 — 30)

Session Chair, Environmental Molecular Sciences Institute Annual meeting, Prague, Czech
Republic (June 25 — 30)

Invited Speaker, “Dynamics of Molecular Collisions” DMC 2005, Asilomar, California, USA (July 10
- 15)

Invited Speaker, Symposium on “Computational Methods for Atomic and Molecular Clusters”,
International Conference of Computational Methods in Sciences and Engineering (ICCMSE 2005),
Loutraki, Greece (October 21 — 26)

Invited Participant, 9th Annual Chinese — American Frontiers of Science Symposium, US National
Academy of Sciences, Xiamen, People’s Republic of China (November 2 — 4)

Invited Speaker, Pacifichem 2005, Honolulu, HI, USA (December 15 — 20)

Invited Speaker, Environmental Molecular Sciences Institute Annual meeting, Laguna Beach, CA,
USA (January 26 — 27)

Contributed Speaker, American Physical Society, Baltimore, Maryland, USA (March 13 — 17)
Invited Plenary Lecture, International Workshop “Quantitative Quantum Chemistry’, Santa Fe, New
Mexico, USA (March 18 — 20)

Invited Speaker, American Chemical Society National meeting, Atlanta, Georgia, USA (March 26 —
30)

Invited Speaker, “Local Structure and Molecular Scale Properties of Liquid Water’, Stockholm
Discussion Meeting, AlbaNova University Center, Stockholm, Sweden (June 14 — 16)

Invited Speaker, 11th International Conference of the Physics and Chemistry of Ice, PCI 2006,
Bremerhaven, Germany (July 23 — 28)

Session Chair, Roger E. Miller Memorial Symposium, Univ. of North Carolina at Chapel Hill, Chapel
Hill, North Carolina, USA (October 6 — 8)

Invited Keynote Speaker, New Zealand Institute of Chemistry (NZIC 2006): “Back to Basics: From
Small Molecules to Materials and Surfaces”, Rotorua, New Zealand (December 2 — 6)

Invited Speaker, Environmental Molecular Sciences Institute Annual meeting, Christchurch, New
Zealand (December 11 — 13)

Invited Speaker, 4" Quantum Life Sciences (QuLiS) symposium on “Water”, Hiroshima University,
Center of Quantum Life Sciences, Hiroshima, Japan (March 9)

Invited Speaker, American Chemical Society national meeting, Boston, Massachusetts, USA
(August 19 — 23)

Invited Speaker, 4" Condensed Phase and Interfacial Molecular Science (CPIMS) Research
Meeting, Chemical Sciences, Geosciences and Biosciences Division, Office of Basic Energy
Sciences, US Department of Energy, Airlie Conference Center, Warrenton, Virginia, USA (October
22 - 24)

Invited Speaker, European Science Foundation Conference “Water Interfaces in Physics, Chemistry
and Biology: A multi-disciplinary approach”, Universitatszentrum Obergurgl, Austria (December 8 —
13)

Invited Speaker, Environmental Molecular Sciences Institute Annual meeting, Newport Beach, CA,
USA (January 23 — 24)

Invited Speaker, Workshop on “Aqueous Solutions and Their Interfaces”, Crete, Greece (June 22 —
27)

Invited Speaker, Gordon Research Conference on “Molecular and lonic Clusters”, Centre Paul
Langevin, Aussois, France (September 7 — 12)

Invited Speaker, Workshop on “Water at Biological Interfaces”, Hangzhou, People’s Republic of
China (October 27 — 28)

Invited Speaker, Environmental Molecular Sciences Institute Annual meeting, Laguna Beach, CA,
USA (January 27 — 28)

Plenary Lecture, Symposium on Size Selected Clusters (S3C) 2009, Brand, Austria (March 8 — 13)

12



CV: Sotiris S. Xantheas 3/30/26

2009

2009

2009

2009

2010
2010

2010

2010

2010

2010

2010

2010

2010

2010

2010

2010

2011

2011

2011

2011

2011

2012

2012

2012

2012
2012

Invited Speaker, American Chemical Society National meeting, Salt Lake City, Utah, USA (March
22 — 26)

Plenary Lecture, 31st International Conference on Solution Chemistry, ICSC 2009, Innsbruck,
Austria (August 21 — 25)

Session Chair, 31st International Conference on Solution Chemistry, ICSC 2009, Innsbruck, Austria
(August 21 — 25)

Plenary Speaker, LINKSCEEM (Linking Scientific Computing in Europe and the Eastern
Mediterranean), Paphos, Cyprus (October 6 — 8)

Invited Lecture, AirUCI annual meeting, Laguna Beach, CA, USA (January 20 — 21)

Invited Plenary Lecture, CECAM workshop on “Advances in the Implementation of Polarizable Force
Fields for Molecular Simulations”, Lausanne, Switzerland (June 7 — 9)

Session Chair, CECAM workshop on “Advances in the Implementation of Polarizable Force Fields
for Molecular Simulations”, Lausanne, Switzerland (June 7 — 9)

Invited Speaker, “Many-Body Interactions: From Quantum Mechanics to Force Fields” Telluride
Summer Workshop, Telluride, Colorado, USA (June 14 — 18)

Invited Speaker, Joint 65th Northwest/22nd Rocky Mountain Regional Meeting (NORM 2010),
American Chemical Society, Washington State University, Pullman, Washington, USA (June 20 —
23)

Invited Speaker, “lons in Aqueous Solutions and Molecular Biology: Theory, Simulation, Modeling”
Telluride Summer Workshop, Telluride, Colorado, USA (July 12 — 16)

Invited Speaker, “Microscopic Description of Gas Clathrates”, Telluride Summer Workshop,
Telluride, Colorado, USA (July 12 — 16)

Invited Speaker, American Chemical Society National meeting, Boston, MA, USA (August 22 — 26)
Discussion Leader, Session on “Intermolecular Potentials’, Gordon Research Conference on
“Molecular and lonic Clusters” (MIC 2010), Atema Kougen Resort Hotel Belnatio, Niigata, Japan
(September 5 — 10)

Plenary Lecture, 11" Eurasia Conference of Chemical Sciences, Dead Sea, Jordan (October 6 —
10)

Invited Speaker, Nanothailand 2010, Thailand Science Park Convention Center (NSTDA),
Pathumthani, Thailand (November 18 — 20)

Invited Speaker, Technical Symposium “Anharmonic Vibrations of Molecules and Clusters:
Experiment and Theory”, PacifiChem 2010, Honolulu, HI, USA (December 15 — 20)

Invited Speaker, Collaborative Workshop in Chemistry at the Interfaces, University of California
Irvine, Laguna Beach, California, USA (January 19 — 20)

Invited Speaker, 7" Condensed Phase and Interfacial Molecular Science (CPIMS) Research
meeting, Chemical Sciences, Geosciences and Biosciences Division, Office of Basic Energy
Sciences, US Department of Energy, Hyatt Regency, Baltimore, MD (June 12 — 15)

Invited Lecture, Ninth triennial congress of the World Association of Theoretical and Computational
Chemists (WATOC), Santiago de Compostela, Spain (July 17 — 22)

Invited Speaker, 7th Congress of the International Society for Theoretical Chemical Physics (ISTCP-
VII), Waseda University, Tokyo, Japan (September 2 — 8)

Session Chair, 7th Congress of the International Society for Theoretical Chemical Physics (ISTCP-
VII), Waseda University, Tokyo, Japan (September 2 — 8)

Invited Speaker, Collaborative Workshop in Chemistry at the Interfaces, University of California
Irvine, Laguna Beach, California, USA (January 26 — 27)

Invited Speaker, Gordon Research Conference on “Molecular and lonic Clusters”, Ventura, CA USA
(January 29 — February 3)

Invited Speaker, American Chemical Society National meeting, San Diego, CA, USA (March 25 —
29)

Invited Speaker, 12th Eurasia Conference on Chemical Sciences, Corfu, Greece (April 16 — 21)
Session Chair, 12th Eurasia Conference on Chemical Sciences, Corfu, Greece (April 16 — 21)
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2012

2012

2013

2013

2013
2013

2013

2013

2013

2013

2014

2014

2014

2014

2014

2014

2014

2014

2014

2014
2014

2015

2015

2015

Invited Speaker, Gordon Research Conference on “Computational Chemistry”, Mount Snow, VT
USA (July 22 — 27)

Invited Speaker, American Chemical Society National meeting, Philadelphia, PA, USA (August 19
- 23)

Invited Speaker, Collaborative Workshop in Chemistry at the Interfaces, University of California
Irvine, Laguna Beach, California, USA (January 31 — February 1)

Invited Speaker, Gordon Conference on “Gaseous lons: Structures, Energetics and Reactions”,
Galveston, TX, USA (February 24 — March 1)

Invited Speaker, American Chemical Society National meeting, New Orleans, LA, USA (April 7 — 11)
Invited Speaker, “Water at Interfaces: New Developments in Physics, Chemistry and Biology”, Ecole
de Physique, Les Houches, France (April 15 — 26)

Invited Speaker International Conference on Theoretical and High-Performance Computational
Chemistry 2013 (ICT-HPCC13), Dalian, China (July 21 — 25)

Session Chair, American Chemical Society National meeting, Indianapolis, IN, USA (September 8
-12)

Invited Speaker, in “Large Scale Production Computing and Storage Requirements for Basic Energy
Sciences: Target 2017”, DOE Program Review, Washington DC, USA (October 8 — 9)

Invited Speaker, 9" Condensed Phase and Interfacial Molecular Science (CPIMS) Research
meeting, Chemical Sciences, Geosciences and Biosciences Division, Office of Basic Energy
Sciences, US Department of Energy, Bolger Conference Center, Potomac, MD, USA (October 21 —
23)

Invited Speaker, Collaborative Workshop in Chemistry at the Interfaces, University of California
Irvine, Laguna Beach, California, USA (January 22 — 23)

Invited Speaker, Symposium on “Molecular Science and Synthesis of Functional Molecules for Next
Generation”, Hiroshima University, Hiroshima, Japan (March 10 — 11)

Invited Speaker, American Chemical Society National meeting, Dallas, TX, USA (March 16 — 20)
Discussion Leader, session on “Theoretical Approaches to Interactions in Clusters”, Gordon
Research Conference on “Molecular and Ilonic Clusters”, |l Ciocco Resort, Lucca (Barga), Italy (April
27 — May 2)

Invited Speaker, 3 Changsha International Workshop on Theoretical and Computational Chemistry
with Materials (TCC-IIl), Changsha, Hunan, China (June 8 — 10)

Invited Lecture, American Conference of Theoretical Chemistry (ACTC 2014), Telluride, Colorado,
USA (July 21 —24)

Invited Speaker, International Conference on Chemical Bonding (ICCB 2014), Kauai, Hawaii, USA
(July 24 — 28)

Invited Speaker, American Chemical Society National meeting, San Francisco, CA, USA (August 10
- 14)

Session Chair, American Chemical Society National meeting, San Francisco, CA, USA (August 10
- 14)

Invited Speaker, NORDITA Conference on Water, Stockholm, Sweden (October 13 — 21)

Invited Speaker, 10" Condensed Phase and Interfacial Molecular Science (CPIMS) Research
meeting, Chemical Sciences, Geosciences and Biosciences Division, Office of Basic Energy
Sciences, US Department of Energy, Bolger Conference Center, Potomac, MD, USA (October 20 —
22)

Invited Speaker, Workshop on Fundamental Challenges in our Understanding of the Physics and
Chemistry of Water, University of Houston, Houston, Texas, USA (January 16 — 17)

Invited participant, National Science Foundation (NSF) workshop on the Conceptualization of a new
Software Institute, Houston, Texas, USA (January 22 — 24)

Invited Speaker, American Physical Society national meeting, San Antonio, Texas, USA (March 2 —
6)
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2015

2015

2015

2015

2015

2016

2016

2016

2016
2016

2016

2016

2016

2016

2016

2016

2016

2017

2017

2017

2017

2017

2018

Invited Tutorial, National Science Foundation (NSF) workshop on “Accelerating our Understanding
of Supramolecular Chemistry in Aqueous Solutions”, Washington DC, USA (May 31 — June 4)
Invited Speaker, symposium on “Clathrate Hydrates Fundamentals: Bridging Molecular Structures
to Microscopic Properties and Behavior’, Telluride Summer Workshop, Telluride, Colorado, USA
(July 6 —10)

Invited Speaker, symposium entitled “Developments of spectroscopic investigation of intermolecular
interactions and dynamics of molecular clusters”, International Chemical Congress of Pacific Basin
Societies (Pacifichem 2015), Honolulu, Hawaii, USA (December 15 — 20)

Invited Speaker, symposium entitled “Chemistry of Atmospheric Aerosols”, International Chemical
Congress of Pacific Basin Societies (Pacifichem 2015), Honolulu, Hawaii, USA (December 15 — 20)
Invited Speaker, symposium entitled “Computational Modeling of d- and f-Block Chemistry:
Challenges and Opportunities”, International Chemical Congress of Pacific Basin Societies
(Pacifichem 2015), Honolulu, Hawaii, USA (December 15 — 20)

Invited Panelist, Gordon Research Seminar (GRS) on “Molecular and lonic Clusters”, Ventura,
California, USA (January 16 — 17)

Invited Speaker, Gordon Research Conference on “Molecular and lonic Clusters”, Ventura,
California, USA (January 17 — 22)

Invited Speaker, American Chemical Society National meeting, San Diego, CA, USA (March 13 —
17)

Session Chair, American Chemical Society National meeting, San Diego, CA, USA (March 13 — 17)
Session Chair, CECAM Workshop “Computational methods for modeling multiply-charged droplets”,
CECAM-HQ-EPFL, Lausanne, Switzerland (July 6 — 8)

Invited Speaker, Gordon Research Conference on “Molecular Interactions and Dynamics”, Stonehill
College, Easton, Massachusetts, USA (July 10 — 15)

Invited Speaker, Gordon Research Conference on “Water and Aqueous Solutions”, Holderness
School, Holderness, New Hampshire, USA (July 31 — August 5)

Invited Speaker, American Chemical Society National meeting, Philadelphia, PA, USA (August 21
— 26)

Session Chair, “Future of Chemical Physics”, The Journal of Chemical Physics, University of Oxford,
UK (August 31 — September 2)

Session Chair, “Recent Progresses on the Experimental & Theoretical-Computational Techniques
for the Study of Liquids and Supercritical Fluids: From Simple to Complex”, European Molecular
Liquids Group/Japanese Molecular Liquids Group (EMLG/JMLG) annual meeting, Platanias, Crete,
Greece (September 11 — 16)

Invited Speaker, Symposium on “Energy and Sustainable Materials”, University of Oregon, Eugene,
Oregon, USA (September 30 — October 2)

Invited Speaker, 12" Condensed Phase and Interfacial Molecular Science (CPIMS) Research
meeting, Chemical Sciences, Geosciences and Biosciences Division, Office of Basic Energy
Sciences, US Department of Energy, Gaithersburg, MD, USA (November 1 — 4)

Invited Speaker, “GAMESS7557SSEMAG Palindromic Theory Symposium”, Aqua Kauai Beach
Resort, Lihue, Kauai, USA (January 16 — 18)

Invited Speaker, “Roma Tre Congress of Water under Extreme Conditions”, Rome, Italy (June 14 —
16)

Session chair, “Roma Tre Congress of Water under Extreme Conditions”, Rome, Italy (June 14 —
16)

Invited Speaker, 11th Triennial Congress of the World Association of Theoretical and Computational
Chemists (WATOC 2017), Munich, Germany (August 27 — September 1)

Session Chair, 11th Triennial Congress of the World Association of Theoretical and Computational
Chemists (WATOC 2017), Munich, Germany (August 27 — September 1)

Invited Speaker, XXI Symposium on Atomic, Cluster and Surface Physics (SASP), University of
Innsbruck, Universitatszentrum Obergurgl, Austria (February 11 — 16)
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2019
2019

2019

2019

2019

2019

2019

2019

2019

2019

2020

2020

2021

2021

2022

2022

2022

2022

2023

2023

2023

2023

2024

Plenary Lecture, 59" Sanibel Symposium (February 17 — 22)

Discussion Leader, session “In Silico Investigations”, Gordon Research Conference "Gaseous lons:
Structures, Energetics, and Reactions", Ventura, CA, USA (February 17 — 22)

Invited Speaker, workshop on “Intermolecular Interactions: New Challenges for Ab Initio Theory”,
Telluride Science Research Center, Telluride, Colorado, USA (March 18 — 2)

Headline Invited Speaker, Faraday Discussion of the Royal Society: “Advances in lon Spectroscopy:
From Astrophysics to Biology”, York, United Kingdom (April 8 — 10)

Invited Speaker, 102" Canadian Chemistry Conference and Exhibition, Québec City, Quebec,
Canada (June 3 -7)

Invited Speaker, “Roma Tre Congress of Water under Extreme Conditions”, Rome, Italy (June 12 —
14)

Invited Speaker, International Symposium “Highly-excited States, Many-body and Non-covalent
Interactions”, University of Manchester, Manchester, United Kingdom (June 19 — 21)

Keynote Lecture, International Symposium of Theoretical and Physical Chemistry (ISTPC-2019),
Southern University of Science and Technology (SUSTech), Shenzhen, China (July 28 — 30)
Invited Speaker, American Chemical Society National meeting, San Diego, CA, USA (August 25 —
29)

Keynote Speaker, “Renewable-Gas Workshop: Prospects, Challenges and Outlook”, University
College Dublin, Dublin, Ireland (September 13)

Discussion Leader, Gordon Research Conference “Molecular and lonic Clusters”, Ventura, CA, USA
(January 26 — 31)

Session Chair, XXIl Symposium on Atomic, Cluster and Surface Physics (SASP2020), St. Moritz,
Switzerland (February 2 —7)

Session Chair, Technical Symposium “Structure and Function of Complex Molecular Clusters —
Challenges in Theory and Experiment’, PacifiChem 2020, Honolulu, Hawaii, USA (December 15 —
20)

Invited Talk, Technical Symposium “Structure and Function of Complex Molecular Clusters —
Challenges in Theory and Experiment’, PacifiChem 2020, Honolulu, Hawaii, USA (December 15 —
20)

Invited Plenary Lecturer, “Modern Topics in Chemical Physics”, Department of Dynamics at
Surfaces Workshop, University of Gottingen and Max Planck Institute for Multidisciplinary Sciences,
Franken Akademie SchloR® Schney, Lichtenfels, Germany (May 11 — 14)

Invited Speaker, 12th Triennial Congress of the World Association of Theoretical and Computational
Chemists (WATOC 2020), Vancouver, BC, Canada (July 3 — 8)

Invited Speaker, Gordon Research Conference on “Computational Chemistry: Multiscale Modeling
of Complex Systems: Methods and Applications”, Castelldefels, Spain (July 17 — 22)

Keynote Lecture, 3rd International Symposium of JSPS Core-to-Core Program on “Molecular
Recognition Mechanism between Flexible Molecules”, Tokyo Institute of Technology, Tokyo, Japan
(September 29)

Invited Speaker, European Conference on Computational and Theoretical Chemistry (EuChemS
CompChem 2023) “Exploring Molecular Space”, Thessaloniki, Greece (August 27 — 31)

Invited Speaker, The Inaugural Lennard-Jones Centre meeting, “Theory and Molecular Simulation
in the Physical Sciences”, University of Cambridge, Cambridge, UK (September 4 — 8)

Invited Speaker, the 5" International Symposium of Japan Society for the Promotion of Science
(JSPS) Core-to-Core Program on “Molecular Recognition Mechanism between Flexible Molecules”,
Technical University of Berlin, Germany (October 16 — 20)

Invited Speaker, the 9™ Asian Conference on Colloid and Interface (ACCIS 2023), Chinese
University of Hong Kong, Hong Kong, SAR (December 12 — 15)

Invited Speaker, American Chemical Society National meeting, New Orleans, LA, USA (March 17 —
21)
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2024

2024

2024

2024

2024

2025

2025
2025

2025

2025

2026

2026

2026
2026

Invited Speaker, XXIt International Workshop on Quantum Atomic and Molecular Tunneling
Systems (QAMTS24), Palacio Miramar, Donostia - San Sebastian, Spain (June 16 — 21)

Invited Speaker, 78" Northwest Regional Meeting (NORM), Washington — Idaho Border Section of
the American Chemical Society, Washington State University, Pullman, WA, USA (June 23 — 26)
Invited Speaker, Gordon Research Conference on “Molecular Interactions and Dynamics”, Stonehill
College, Easton, Massachusetts, USA (July 7 — 12)

Invited Speaker, 7th International Symposium of JSPS Core-to-Core Program on “Molecular
Recognition Mechanism between Flexible Molecules” Tokyo Institute of Technology, Tokyo, Japan
(July 29 — August 2)

Invited Speaker, “ERC n-AQUA Workshop”, Kalamata, Greece (September 23 — 28)

Invited Speaker, “From ab initio Computations to Conceptual Insights into Bonding”, Telluride
Workshop, Telluride, Colorado, USA (May 27 — 31)

Invited Speaker, “Aqueous Systems: The Frontier and Beyond’, Kalamata, Greece (June 15 — 21)
Invited Speaker, Core-to-core Symposium UCSD - SPS, “Elucidation of solvation effects on
molecular recognition”, Santa Barbara, California, USA (September 15 — 17)

Invited Speaker, “Synergy of Theory and Experiments in Exploring Molecular Functionality in
Supramolecules and Molecular Clusters in the Gas Phase”, Pacifichem 2020, Honolulu, Hawaii,
USA (December 15 — 20)

Session Chair, “Synergy of Theory and Experiments in Exploring Molecular Functionality in
Supramolecules and Molecular Clusters in the Gas Phase”, Pacifichem 2020, Honolulu, Hawaii,
USA (December 15 — 20)

Invited Speaker, Gordon Research Conference on "Molecular and lonic Clusters", Renaissance
Tuscany Il Ciocco, Lucca (Barga), Italy (April 19 — 24)

Invited Speaker, “Water@Nature, 6 edition of the International Workshop WaterX: Exotic
Properties of Water Under Extreme Conditions”, Circolo Ufficiali della Marina, La Maddalena Island,
Sardinia, Italy (May 24 — 29)

Invited Speaker, “Water anomalies - origin and implications”, Stockholm, Sweden (June 8 — 12)
Invited Speaker, “International Conference of Molecular Electronic Structure 2026 (MES2026)",
Kamena Vourla, Greece (September 19 — 23)

Contributed talks in Scientific Conferences/Meetings

1986

1987

1988

1988

1989

1990

1990
1991

1991

1991

Poster presentation, 19" Midwest Theoretical Chemistry Conference, Indiana University,
Bloomington, Indiana, USA (May 15 — 17)

Two poster presentations, American Conference on Theoretical Chemistry, Gull Lake, Minnesota,
USA (July 27 — 31)

Poster presentation, 215 Midwest Theoretical Chemistry Conference, Argonne National Laboratory,
Argonne, lllinois, USA (May 12 — 14)

Attended, "Computational Chemistry on Supercomputers: Algorithms and Methods", Center for High
Performance Computing, University of Texas, Austin, Texas, USA (October 5— 8)

Attended, "Parallel Computers in Chemistry", Argonne National Laboratory, Argonne, lllinois, USA
(June 12 — 16)

Oral presentation, West Coast Theoretical Chemistry Conference, University of Utah, Salt Lake,
Utah, USA (March 23 — 25)

Poster presentation, ACS Spring meeting, Boston, Massachusetts, USA (April 22 — 27)

Poster presentation, West Coast Theoretical Chemistry Conference, NASA Ames Research Center,
Moffett Field, California, USA (March 27 — 29)

Oral presentation, West Coast Theoretical Chemistry Conference, NASA Ames Research Center,
Moffett Field, California, USA (March 27 — 29)

Poster presentation and poster contribution in international symposium "Ab-initio methods in
Quantum Chemistry", lowa State University, Ames, lowa, USA (May 9 — 11)
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1991

1992

1992

1992

1992

1993

1993

1993

1994

1994

1994

1995
1995

1995

1995

1996

1996

1999

1999
2000

2000

2001

2002

2002

2002

2005

Invited Talk Contribution, Energy Research Power Supercomputer Users Symposium,
Gaithersburg, Maryland, USA (May 20 — 22)

Poster presentation, Second Symposium on Molecular Reactions Dynamics in Condensed Matter,
Irvine, California, USA (April 2 — 4)

Poster presentation, American Chemical Society national meeting, San Francisco, California, USA
(April 5—-10)

Poster presentation, 13" West Coast Theoretical Chemistry Conference, Pacific Northwest
Laboratory, Richland, Washington, USA (May 21 — 23)

Poster presentation, NATO ASI on "Molecular Spectroscopy: Recent Experimental and
Computational Advances", Ponta Delgada, Agores, Portugal (August 29 — September 11)

Oral presentation, 14" West Coast Theoretical Chemistry Conference, Univ. of California, Los
Angeles, California, USA (June 17 — 19)

Poster presentation, American Conference on Theoretical Chemistry, Rochester, New York, USA
(June 28 — July 2)

Oral presentation, American Chemical Society National Meeting, Chicago, lllinois, USA (August 22
- 28)

Three poster presentations, American Chemical Society National Meeting, San Diego, California,
USA (March 13 — 18)

Poster presentation, 8" International Congress of Quantum Chemistry, Prague, Czech Republic
(June 19 — 23)

Contribution, CCP5 meeting on "How to Derive the Interatomic Potentials Needed for Simulation
Studies", Mansfield College, Oxford, United Kingdom (July 4 — 5)

Poster presentation, American Physical Society, San Jose, California, USA (March 20 — 25)
Poster presentation, 16" West Coast Theoretical Chemistry Conference, San Diego Supercomputer
Center, California, USA (March 29 — 31)

Poster presentation, American Chemical Society National Meeting, Anaheim, California, USA (April
2-6)

Attended, NATO Advanced Study Institute (ASI) on "Photonic Band Gap Materials", Elounda,
Greece (June 19 — 30)

Poster presentation, West Coast Theoretical Chemistry Conference, University of Nevada-Las
Vegas, Las Vegas, Nevada, USA (April 3 - 5)

Poster presentation, Gordon Research Conference on "Molecular lonic Clusters”, Il Ciocco, Lucca
(Barga), Italy (May 5 — 10)

Poster presentation, Gordon Research Conference on "Structures, Energetics and Dynamics of
Gaseous lons", Ventura, California, USA (February 28 — March 4)

Contributed Oral Presentation, APS National Meeting, Atlanta, Georgia, USA (March 20 — 26)
Poster Contribution, Fifth Workshop "Quantum Systems in Chemistry and Physics", Uppsala,
Sweden (April 13 — 18)

Invited Talk Contribution, 55" International Symposium on Molecular Spectroscopy, Columbus,
Ohio, USA (June)

Presentation, 56" International Symposium on Molecular Spectroscopy, Columbus, Ohio, USA
(June 11 — 15)

Contributed Talk, National Laboratory Catalysis Conference (NLCat 2002), Pacific Northwest
National Laboratory, Richland, Washington USA (May 22 — 23)

Contributed Talk, 57™ International Symposium on Molecular Spectroscopy, Columbus, Ohio, USA
(June 17 — 21)

Contributed Talk, Division of Fuel Chemistry, 224" ACS National Meeting, Boston, Massachusetts,
USA (August 18 — 22)

Poster presentation, Symposium on Size Selected Clusters (S3C), Brand, Austria (February 28 —
March 3)
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2007

2009

2009

2009

2009

2010

2010

2010

2011

2013

2013

2013

2013

2013

2014

2014

2014

2014

2014

2015

2016

2017

2017
2017

2018

2019

Contributed Talk, American Chemical Society Midwest Regional meeting, Kansas City, Missouri
(November 7 — 10)

3 Poster presentations, Symposium on Size Selected Clusters (S3C) 2009, Brand, Austria (March
8-13)

Contributed Talk, American Chemical Society National meeting, Salt Lake City, Utah, USA (March
22 — 26)

3 Poster presentations, American Chemical Society National meeting, Salt Lake City, Utah, USA
(March 22 — 26)

Contributed talk, XVl International Conference on "Horizons in Hydrogen Bond Research", Paris,
France (September 14 — 18)

Contributed Poster, Faraday Discussion FD146 “Wetting Dynamics of Hydrophobic and Structured
Surfaces”, Richmond, Virginia, USA (April 12 — 14)

Contributed Talk, 65th International Symposium on Molecular Spectroscopy, Columbus, Ohio, USA
(June 16 — 20)

Contributed Oral presentation, 17th International Conference on Ultrafast Phenomena, Snowmass,
CO, USA (July 18 — 23)

Contributed Plenary Lecture, 66th Symposium on Molecular Spectroscopy, Columbus, Ohio, USA
(June)

Contributed Oral Presentation, 2nd European Optical Society Conference on Optofluidics (EOSOF
2013), Munich, Germany (May 13 — 15)

Contributed Oral Presentation, “Intermolecular Interactions: New Challenges for Ab Initio Theory’,
Telluride Summer Workshop, Telluride, Colorado, USA (July 15 — 19)

Contributed Talk, International Society for Optics and Photonics (SPIE), San Diego, California
(August 25 — 29)

Contributed Talk, American Chemical Society National meeting, Indianapolis, Indiana, USA
(September 8 — 12)

Contributed Talk, Materials Research Society (MRS) Fall Meeting and Exhibit, Boston,
Massachusetts, USA (December 1 — 6)

Contributed Talk, Collaborative Workshop in Chemistry at the Interfaces, University of California
Irvine, Laguna Beach, California, USA (January 22 — 23)

Contributed Talk, Conference on Lasers and Electro-Optics (CLEO) 2014, San Jose, California,
USA (June 8 — 13)

Contributed Poster, Midwest Theoretical Chemistry Conference, Northwestern University, Chicago,
lllinois, USA (June 15 — 17)

Contributed Poster, American Conference of Theoretical Chemistry (ACTC 2014), Telluride,
Colorado, USA (July 21 — 24)

Contributed Talk, Materials Research Society (MRS) Fall Meeting & Exhibit, Boston, Massachusetts,
USA (November 30 — December 5)

Two contributed Talks, 70" International Symposium on Molecular Spectroscopy, Urbana —
Champaign, lllinois, USA (June 22 — 26)

Contributed Talk, 715 International Symposium on Molecular Spectroscopy, Urbana — Champaign,
lllinois, USA (June 20 — 24)

Poster Presentation, Gordon Conference on "Gaseous lons: Structures, Energetics & Reactions”,
Ventura Beach Marriott, Ventura, California, USA (February 12 — 17)

Contributed Talk, 4th Conference on Optofluidics, Munich, Germany (June)

Contributed Poster Presentation, 1st Northwest Theoretical Chemistry Conference (NWTCC),
Pacific Northwest National Laboratory, Richland, WA, USA (October)

Contributed Poster Presentation, Gordon Conference on “Molecular and lonic Clusters”,
Renaissance Tuscany Il Ciocco, Lucca (Barga), Italy (February)

Poster Presentation, Exascale Computing Project Annual meeting, Houston, Texas, USA (January
14 - 18)
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2019

2019

2020

2020

2020

2022

2022

2022

2022

Oral Presentation, 2"4 Northwest Theoretical Chemistry Conference (NWTCC), Washington State
University, Pullman, WA, USA (June 14 — 15)

Contributed presentation, Symposium on “Interface between experiments and modeling in
unraveling the physical and chemical properties of charged droplets”, American Chemical Society
National meeting, San Diego, CA, USA (August 25 — 29)

Contributed presentation, CoDA 2020, Santa Fe, NM, USA (February 26)

Contributed presentation, Machine Learning and the Physical Sciences - Workshop at the 34th
Conference on Neural Information Processing Systems (NeurlPS) (December 11)

Contributed presentation, 3rd RSC-BMCS / RSC-CICAG Atrtificial Intelligence in Chemistry, Online
Conference, United Kingdom (September 28)

Contributed presentation, Symposium on “Drug Design: Molecular Dynamics and their Mechanism”,
American Chemical Society National meeting, San Diego, CA, USA (March 20 — 24)

2 Contributed presentations, Symposium on “New Developments in Hybrid QM/QM, QM/MM, and
Fragmentation Methods”, American Chemical Society National meeting, San Diego, CA, USA
(March 20 — 24)

Contributed presentation, International Symposium on Molecular Spectroscopy, University of lllinois
at Urbana Champaign, IL, USA (June 20 — 24)

3 Contributed poster presentations, 12th Triennial Congress of the World Association of Theoretical
and Computational Chemists (WATOC 2020), Vancouver, BC, Canada (July 3 — 8)

Organization of Scientific Conferences/Meetings

1995

1997

1998

2003

2004

2006

2008

2010

2013

2016

2016

2016

Organizer, Workshop "Nature of Hydrogen Bonding in Ice and Water", Pacific Northwest National
Laboratory, Richland, Washington, USA (September 25)

Director, NATO Advanced Study Institute (ASI) on "Recent Theoretical and Experimental Advances
in Hydrogen Bonded Clusters", Elounda, Crete, Greece (June 22 — July 4)

Organizer, Workshop "Ice Physics and Chemistry: Environmental Impacts", Pacific Northwest
National Laboratory, Richland, Washington, USA (August 13 — 14)

Organizing Committee, "Quantum Systems in Chemistry and Physics VIII", Spetses Island, Greece
(August 30 - September 4)

Vice-chair, Gordon Research Conference "Molecular and lonic Clusters", Centre Paul Langevin,
Aussois, France (September 5 — 10)

Co-Chair (with M. A. Duncan, Univ. of Georgia, USA), Gordon Research Conference “Molecular and
lonic Clusters", Ventura, California, USA (February 19 — 24)

Co-organizer (with G. A. Voth, Univ. of Utah, USA), International Workshop on “Aqueous Solutions
and Their Interfaces”, Crete, Greece (June 22 — 27)

Co-organizer (with H. Kjaergaard, S.-l. Ishiuchi, D. McNaughton), Technical Symposium
“Anharmonic Vibrations of Molecules and Clusters: Experiment and Theory”, PacifiChem 2010,
Honolulu, Hawaii, USA (December 15 — 20)

Co-organizer (with R. J. Saykally, Univ. of California Berkeley, USA), Symposium on “Theory and
Experiment on Water and hydration”, American Chemical Society National meeting, Indianapolis,
Indiana, USA (September 8 — 12)

Co-organizer (with S. Consta, M. A. Miller and M.-P. Gaigeot) CECAM Workshop “Advances in
computational methods for modeling multiply charged drops”, Lausanne, Switzerland (July 5 — 8)
International Advisory Committee, International Conference on “Theory and Applications of
Computational Chemistry (TACC) 2016”, University of Washington, Seattle, Washington, USA
(August 30 — September 4)

Co-organizer (with J. Samios, Univ. of Athens, Greece, and W. Schroer, Bremen Univ., Germany),
“Recent Progresses on the Experimental & Theoretical-Computational Techniques for the Study of
Liquids and Supercritical Fluids: From Simple to Complex”’, European Molecular Liquids
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2017

2018

2018

2019

2019

2021

2021

2023

2024

2025

2025

2025

Group/Japanese Molecular Liquids Group (EMLG/JMLG) annual meeting, Platanias, Crete, Greece
(September 11 — 16)

Co-organizer (with G. K. Schenter, PNNL), “1st Northwest Theoretical Chemistry Conference
(NWTCC)”, Pacific Northwest National Laboratory, Richland, WA, USA (October 26 — 28)

Chair, Physical and Computational Chemistry track, ACS Northwest Regional Meeting (NORM
2018), Richland, WA, USA (June 24 - 27)

Co-organizer (with D. J. Wales, Cambridge University, UK), “Energy Landscapes 2018”, Kalamata,
Greece (September 2 — 9)

Co-organizer (with S. Consta, Western Ontario University, Canada), Symposium on “Interface
between experiments and modeling in unraveling the physical and chemical properties of charged
droplets”, American Chemical Society National meeting, San Diego, CA, USA (August 25 — 29)
Co-organizer (with N. Govind, PNNL; J. R. Rehr, University of Washington; K. Gaffney, SLAC; F.
Villa, University of Washington), Workshop on “Developments & Challenges in X-ray Spectroscopies
and Ultrafast Dynamics: Experiment and Theory”, 2019 SSRL/LCLS Users’ Meeting, SLAC National
Accelerator Laboratory, Stanford University, Menlo Park, CA, USA (September 24 — 27)
Co-organizer (with S. Consta), Technical Symposium “Chemistry in Small Volumes”, International
Union of Pure and Applied Chemistry (IUPAC) / Canadian Chemistry Conference and Exhibition
(CCCE), Montreal, CA, USA (August 13 — 20)

Co-organizer (with M. Fujii, A. Fuijii, E. Bieske, L. Jiang), Technical Symposium “Structure and
Function of Complex Molecular Clusters — Challenges in Theory and Experiment’, PacifiChem 2020,
Honolulu, Hawaii, USA (December 15 — 20)

Co-organizer (with S. Choudhury), Workshop “Al in the Physical Sciences”, Pacific Northwest
National Laboratory, Richland, WA, USA (March 13 — 14)

Co-organizer (with Mischa Bonn, Lydéric Bocquet, Angelos Michaelides), “ERC n-AQUA
Workshop”, Kalamata, Greece (September 23 — 28)

Co-organizer (with G. A. Voth), International Conference “Aqueous Systems: The Frontier and
Beyond”, Kalamata, Greece (June 16 — 21)

Co-organizer (with M. S. de Vries, S.-I Ishiuchi, O. Dopfer, A. Zehnacker-Rentien), Core-to-core
Symposium UCSD - SPS, “Elucidation of solvation effects on molecular recognition”, Santa
Barbara, California, USA (September 15 - 17)

Co-organizer (with A. Fujii, E. Bieske, S.-lI Ishiuchi, L. Jiang, Y. Ohshima, Y. Xu), Technical
Symposium “Synergy of Theory and Experiments in Exploring Molecular Functionality in
Supramolecules and Molecular Clusters in the Gas Phase”, Pacifichem 2025, Honolulu, Hawaii,
USA (December 15 — 20)
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PUBLICATIONS OF SOTIRIS S. XANTHEAS

A. Book Editor

"Recent Experimental and Theoretical Advances in Hydrogen Bonded Clusters", NATO ASI Series
C, Mathematical and Physical Sciences 561, S. S. Xantheas (Ed.), Kluver Academic Publishers,
Dordrecht, The Netherlands (2000)

B. Chapters in Books

S. 8. Xantheas and T. H. Dunning, Jr., "Ab-initio Characterization of Water and Negative lon-Water
Clusters" in Advances in Molecular Vibrations and Collision Dynamics, Z. Bacic and J. M. Bowman
(editors), vol. 3, JAI press, pp. 281-309 (1998)

S. S. Xantheas, "Cooperative Effects in Water Clusters", in Recent Experimental and Theoretical
Advances in Hydrogen Bonded Clusters, NATO ASI Series C, Mathematical and Physical Sciences
561, S. S. Xantheas (Ed.), pp. 119-128, Kluver Academic Publishers, Dordrecht, The Netherlands
(2000)

S. S. Xantheas, "Intermolecular Interactions and Cooperative Effects from Electronic Structure
Calculations: An Effective Means for Developing Interaction Potentials for Condensed Phase
Simulations" in Novel Approaches to the Structure and Dynamics of Liquids: Experiments, Theories
and Simulations, NATO Science Series Il: Mathematics, Physics and Chemistry vol. 133 J. Samios
and V. A. Durov (Eds.), pp. 1-15, Kluver Academic Publishers, Dordrecht, The Netherlands (2004)

S. S. Xantheas, “Interaction potentials for water from accurate cluster calculations” in Structure and
Bonding: Intermolecular Forces and Clusters Il, Springer-Verlag Berlin Heidelberg, D. J. Wales
(Editor), vol. 116, pp. 119 — 148 (2005)

S. Yoo and S. S. Xantheas, “Structures, Energetics and Spectroscopic Fingerprints of Water Clusters
n=2-24" in Handbook of Computational Chemistry, J. Leszczynski (ed.), Springer Science+Business
Media B. V., ISBN 978-94-007-0710-8, Chapter 21, pp. 761 — 792 (2012)

S. Yoo and S. S. Xantheas, “Structures, Energetics and Spectroscopic Fingerprints of Water Clusters
n=2-24" in Handbook of Computational Chemistry, J. Leszczynski (editor), 2nd Edition, Springer
International Publishing Switzerland, ISBN 978-3-319-27281-8, Chapter 26, pp. 1139 -1175 (2017)

C. Conference Proceedings

10.

T. H. Dunning, Jr., S. S. Xantheas, A. C. Hess, D. F. Feller, R. A. Kendall and R. L. Ornstein,
"Modeling Molecular Processes in the Environment”, in Proceedings of the First Energy Research
Power Supercomputer Users Symposium, U. S. Department of Energy, Gaithersburg, Maryland,
USA, May 21 — 22 (1991)

E. Apra, R. J. Harrison, W. A. deJong, A. P. Rendell, V. Tipparaju, S. S. Xantheas, “Liquid Water:
Obtaining the right answer for the right reasons”, SC’09: Proceedings of the Conference on High
Performance Computing, Networking, Storage and Analysis, SESSION: Gordon Bell finalists, article
No. 66, Published by ACM, New York, NY USA (2009). ISBN:978-1-60558-744-8. DOI:
http://doi.acm.org/10.1145/1654059.1654127

J. C. Werhahn, S. Pandelov, S. Yoo, S. S. Xantheas, H. Iglev, “Dynamics of Confined Water
Molecules in Aqueous Salt Hydrates”, in Ultrafast Phenomena XVII, M. Cherqui, D. M. Jonas, E.
Riedle, R. W. Schoenlein, A. J. Taylor (Eds.), Oxford University Press, pp. 463 — 465 (2011)

22



CV: Sotiris S. Xantheas 3/30/26

11.

T. Ebata, R. Kusaka and S. S. Xantheas, “Laser spectroscopic and theoretical studies of the
structures and encapsulation motifs of functional molecules” in Proceedings of the International
Conference of Computational Methods in Sciences and Engineering (ICCMSE-2010), Kos, Greece,
AIP Conference Proceedings 1642, 51 (2015)

D. Publications in Peer-Reviewed Scientific Journals

1987

12.

B. M. Rode and S. S. Xantheas, "Analysis of Energetic Effects in Lithium Fluoride Crystals by Means
of Ab-initio and MESQUAC-MO-SCF Calculations", Analytical Sciences 3, 395 (1987)

1990

13.

14.

S. S. Xantheas, S. T. Elbert and K. Ruedenberg, "The Potential Energy Surface of Carbon Dioxide",
Chemical Physics Letters 166, 39 (1990)

S. Xantheas, S. T. Elbert and K. Ruedenberg, "An Intersection Seam Between the Ground State of
Ozone and an Excited State of Like Symmetry", Letter to the Editor, Journal of Chemical Physics 93,
7519 (1990)

1991

15.

16.

17.

18.

19.

P. Valtazanos, S. T. Elbert, S. Xantheas and K. Ruedenberg, "The Ring Opening of Cyclopropylidene
to Allene: Global Features of the Reaction Surface", Theoretica Chimica Acta 78, 287 (1991)

S. Xantheas, P. Valtazanos and K. Ruedenberg, "The Ring Opening of Cyclopropylidene to Allene
and the Isomerization of Allene: Ab-initio Interpretation of the Electronic Rearrangements in Terms
of Quasiatomic Orbitals", Theoretica Chimica Acta 78, 327 (1991)

S. Xantheas, S. T. Elbert and K. Ruedenberg, "The Ring Opening of Cyclopropylidene to Allene: Key
Features of the Accurate Reaction Surface", Theoretica Chimica Acta 78, 365 (1991)

S. S. Xantheas, G. J. Atchity, S. T. Elbert and K. Ruedenberg, "Potential Energy Surfaces of Ozone.
I", Journal of Chemical Physics 94, 8054 (1991)

G. J. Atchity, S. S. Xantheas and K. Ruedenberg, "Potential Energy Surfaces near Intersections”,
Journal of Chemical Physics 95, 1862 (1991)

1992

20.

21.

R. J. Cave, S. S. Xantheas, D. Feller, "Exploiting Regularity in Systematic Sequences of
Wavefunctions which Approach the Full CI Limit", Klaus Ruedenberg issue (invited), Theoretica
Chimica Acta 83, 31 (1992)

S. S. Xantheas and T. H. Dunning, Jr., "Structures of Anion-Water Clusters: H*(H,0O),, n=1-3",
Journal of Physical Chemistry 96, 7505 (1992)

1993

22.

S. S. Xantheas and T. H. Dunning, Jr., "Theoretical Estimation of the Enthalpy of Formation of HSO
and the HSO-SOH Isomerization Energy", Journal of Physical Chemistry 97, 18 (1993)
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23.

24.

S. S. Xantheas and T. H. Dunning, Jr., "The Structure of the Water Trimer from Ab-initio
Calculations", Journal of Chemical Physics 98, 8037 (1993)

S. S. Xantheas and T. H. Dunning, Jr., "Theoretical Studies of Sulfurous Species of Importance in
Atmospheric Chemistry: I. Characterization of the HSO and SOH Isomers", Journal of Physical
Chemistry 97, 6616 (1993)

25. 8. 8. Xantheas and T. H. Dunning, Jr., "Ab-initio studies of Cyclic Water Clusters (H,O),, n=1-6: 1.
Structures and Vibrational Spectra", Journal of Chemical Physics 99, 8774 (1993)
1994
26. S.S. Xantheas and K. Ruedenberg, "Potential Energy Surfaces of Carbon Dioxide", Robert G. Parr

27.

28.

29.

issue (invited), International Journal of Quantum Chemistry 49, 409 (1994)

S. 8. Xantheas, "Ab-initio studies of the Cyclic Water Clusters (H,0),, n=1-6: 1. Analysis of Many-
Body interactions”, Journal of Chemical Physics 100, 7523 (1994)

S. Deshmukh, J. D. Myers, S. S. Xantheas, and W. P. Hess, "Investigation of Acetyl Chloride
Photodissociation by Photofragment Imaging", Journal of Physical Chemistry 98, 12535 (1994)

S. S. Xantheas and T. H. Dunning, Jr., "Structures and Energetics of the F7(H50),,, n=1-3 Clusters
from Ab-initio Calculations", Journal of Physical Chemistry 98, 13489 (1994)

1995

30.

31.

32.

33.

S. S. Xantheas, "Ab-initio studies of the Cyclic Water Clusters (H,0O),, n=1-6: Ill. Comparison of
Density Functional with MP2 Results", Journal of Chemical Physics 102, 4505 (1995)

S. S. Xantheas and T. H. Dunning, Jr., "Effect of Solvation on Chemical Reactions. I. Addition of a

Single Water Molecule to the H™ + HoO — OH~ + Hy Reaction”, Y.-T. Lee issue (invited), Journal of
the Chinese Chemical Society 42, 241 (1995)

S. S. Xantheas, "Theoretical study of Hydroxide lon - Water Clusters", Journal of the American
Chemical Society 117, 10373 (1995)

S. S. Xantheas and B. T. Sutcliffe, "The Hamiltonian for a Weakly-Interacting Trimer of Polyatomic
Monomers", Journal of Chemical Physics 103, 8022 (1995)

1996

34.

35.

36.

37.

S. S. Xantheas, "Significance of Higher Order Many-Body Interaction Energy Terms in Water
Clusters and Bulk Water", Philosophical Magazine B 73, 107 (1996)

S. S. Xantheas and L. X. Dang, "Critical Study of Fluoride-Water Interaction", Journal of Physical
Chemistry 100, 3989 (1996)

S. S. Xantheas, "On the Importance of the Fragment Relaxation Energy Terms in the Estimation of
the Basis Set Superposition Error (BSSE) Correction to the Intermolecular Interaction Energy”, Letter
to the Editor, Journal of Chemical Physics 104, 8821 (1996)

S. S. Xantheas, "Quantitative Description of Hydrogen Bonding in Chloride-Water Clusters", Journal
of Physical Chemistry 100, 9703 (1996)
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1997

38.

39.

40.

41.

S. S. Xantheas and T. H. Dunning, Jr., A. Mavridis, "On the Binding Energies of NF (32-) and NCI
(3x")", Journal of Chemical Physics 106, 3280 (1997)

E. Wasserman, J. R. Rustad and S. S. Xantheas, "Interaction Potential for AI3* in Water from First
Principles Calculations", Journal of Chemical Physics 106, 9769 (1997)

I. Morrison, J. C. Li and S. Jenkins, S. S. Xantheas, M. C. Payne, "Ab-initio Total Energy Studies of
the Static and Dynamical Properties of Ice Ih", Journal of Physical Chemistry B 101, 6146 (1997)

M. P. Hodges and A. J. Stone, S. S. Xantheas, "The Contribution of Many-Body Terms to the
Interaction Energy of Small Water-Clusters: A Comparison of Ab-initio and Accurate Model
Potentials", Journal of Physical Chemistry A 101, 9163 (1997)

1998

42.

43.

44.

45.

46.

47.

48.

S. S. Xantheas, G. C. Fanourgakis, S. C. Farantos and M. Velegrakis, "Spectroscopic Constants of
the X-2x* and A-2I1 States of Sr*Ar from First Principles: Comparison with Experiment", Journal of
Chemical Physics 108, 46 (1998)

K. A. Peterson, S. S. Xantheas, D. A. Dixon and T. H. Dunning, Jr., "Predicting the Proton Affinities
of H,O and NH3", Journal of Physical Chemistry A 102, 2449 (1998)

G. C. Fanourgakis, S. C. Farantos, C. Luder, M. Velegrakis and S. S. Xantheas, "Photofragmentation
Spectra and Structures of Sr+Arn, n=2-8 Clusters: Experiment and Theory", Journal of Chemical
Physics 109, 108 (1998)

T. Miiller, S. S. Xantheas, H. Dachsel, R. J. Harrison, J. Nieplocha, R. Shepard, G. Kedziora and H.

Lischka, "A Systematic Ab-initio Investigation of the Open and Ring Structures of Ozone", Chemical
Physics Letters 293, 72 (1998)

E. R. Batista, S. S. Xantheas and H. Jonsson, "Molecular Multipole Moments of Water Molecules in
Ice Ih", Journal of Chemical Physics 109, 4546 (1998)

G. E. Froudakis, G. S. Fanourgakis and S. C. Farantos, S. S. Xantheas, "Binding Energies and
Structures of C*Ar,,, n=1-5, Clusters from First Principles", Chemical Physics Letters 294, 109 (1998)

A. Kalemos and A. Mavridis, S. S. Xantheas, "Theoretical Investigation of the Ground X3%" State of
Nitrogen Bromide", Journal of Physical Chemistry A 102, 10536 (1998)

1999

49.

50.

51.

O. M. Cabarcos, C. J. Weinheimer, and J. M. Lisy, S. S. Xantheas, "Microscopic Hydration of the
Fluoride Anion", Communication to the Editor, Journal of Chemical Physics 110, 5 (1999)

C. J. Burnham and J. Li, S. S. Xantheas, M. Leslie, "The Parametrization of a Thole-type All-Atom
Polarizable Water Model from First Principles and its Application to the Study of Water Clusters (n=2-
21) and the Phonon Spectrum of Ice Ih", Journal of Chemical Physics 110, 4566 (1999)

G. S. Fanourgakis, S. C. Farantos, Ch. Lider, M. Velegrakis and S. S. Xantheas,
"Photofragmentation Spectra and Potential Energy Surfaces of Sr*Ar,", special issue of Faraday
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52.

53.

54.

57.

Transactions on Chemical Reaction Theory (invited), Physical Chemistry Chemical Physics 1, 977
(1999)

P. Weis, P. R. Kemper and M. T. Bowers, S. S. Xantheas, "A New Determination of the Fluoride lon-
Water Bond Energy"”, Communication to the Editor, Journal of the American Chemical Society 121,
3531 (1999)
H. E. Dorsett and R. O. Watts, S. S. Xantheas, "Probing Temperature Effects on the Hydrogen
Bonding Network of the CI7(H20)2 Cluster”, Letter to the Editor, Journal of Physical Chemistry A 103,
3351 (1999)

E. R. Batista, S. S. Xantheas, H. Jonsson "Multipole Moments of Water Molecules in Clusters and
Ice Ih from First Principles Calculations", Journal of Chemical Physics 111, 6011 (1999)

P. Ayotte, S. B. Nielsen, G. H. Weddle, and M. A. Johnson, S. S. Xantheas "Spectroscopic

observation of ion-induced water dimer dissociation in the X (H20)2 (X=F, CI, Br, I) clusters", Letter
to the Editor, Journal of Physical Chemistry A 103, 10665 (1999)

2000

56.

57.

58.

59.

E. R. Batista, S. S. Xantheas, H. Jonsson "Electric Fields in Ice and Near Water Clusters", Journal
of Chemical Physics 112, 3285 (2000). Featured in the Virtual Journal of Biological Physics Research

D. Tzeli, A. Mavridis and S. S. Xantheas "A First Principles Study of the Microhydration of Acetylene",
Journal of Chemical Physics 112, 6178 (2000)

T. A. Blake, S. W. Sharpe and S. S. Xantheas "Rotationally Resolved Spectroscopy of a Librational
Fundamental Band of Hydrogen Fluoride Tetramer", Journal of Chemical Physics 113, 707 (2000)

S. S. Xantheas, "Cooperativity and Hydrogen Bonding Network", special issue on Water (invited),
Chemical Physics 258, 225 (2000)

2001

60.

D. Tzeli and A. Mavridis, S. S. Xantheas, "A molecular level study of the aqueous microsolvation of
acetylene", Chemical Physics Letters 340, 538 (2001)

2002

61.

62.

63.

64.

C. J. Burnham and S. S. Xantheas, "Development of Transferable Interaction Potentials for Water:
I. Prominent Features of the Water Dimer Potential Energy Surface", Journal of Chemical Physics
116, 1479 (2002). Featured in the Virtual Journal of Biological Physics Research

S. S. Xantheas, C. J. Burnham, R. J. Harrison, "Development of Transferable Interaction Potentials
for Water: Il. Accurate Energetics of the First Few Water Clusters from First Principles”, Journal of
Chemical Physics 116, 1493 (2002). Featured in the Virtual Journal of Biological Physics Research

C. J. Burnham and S. S. Xantheas, "Development of Transferable Interaction Potentials for Water:
[ll. Re-parameterization of an All-Atom Polarizable Rigid Model (TTM2-R) from First Principles”,
Journal of Chemical Physics 116, 1500 (2002)

C. J. Burnham and S. S. Xantheas, "Development of Transferable Interaction Potentials for Water:
IV. A Flexible, All-atom Polarizable Potential (TTM2-F) based on Geometry Dependent Charges
derived from an ab-initio Monomer Dipole Moment Surface", Journal of Chemical Physics 116, 5115
(2002). Featured in the Virtual Journal of Biological Physics Research
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65.

66.

67.

68.

T. H. Dunning, Jr., R. J. Harrison, D. Feller, and S. S. Xantheas, "Promise and Challenge of High-
performance Computing, with Examples from Molecular Modeling", special issue on "New Science
from High Performance Computing" (invited), Philosophical Transactions of the Royal Society of
London, Series A, Mathematical and Physical Sciences 360, 1079 (2002)

C. J. Burnham and S. S. Xantheas, M. A. Miller, B. Applegate and R. E. Miller, "The Formation of
Cyclic Water Complexes by Sequential Ring Insertion: Experiment and Theory", Journal of Chemical
Physics 117, 1109 (2002)

P. R. McCurdy, W. P. Hess and S. S. Xantheas, "Nitric Acid-Water Complexes: Theoretical
Calculations and comparison with Experiment", G. Wilse Robinson Festschrift (invited), Journal of
Physical Chemistry A 106, 7628 (2002)

D. Tzeli and A. Mavridis, S. S. Xantheas, "A First Principles Examination of the Acetylene-Water
clusters, HCCH-(H20)n, n=2, 3 and 4", Journal of Physical Chemistry A 106, 11327 (2002)

2003

69.

G. M. Chaban, S. S. Xantheas, R. B. Gerber, "Anharmonic Vibrational Spectroscopy of the F~(H20)n
complexes, n=1, 2", Journal of Physical Chemistry A 107, 4952 (2003)

2004

70.

71.

72.

S. S. Xantheas, E. Apra, "The binding energies of the D2¢ and S4 water octamer isomers: High-level
electronic structure and empirical potential results”, Journal of Chemical Physics 120, 823 (2004).
Featured in the Virtual Journal of Biological Physics Research

J. M. Bowman, S. S. Xantheas, "Morphing of ab initio-based interaction potentials to spectroscopic
accuracy: Application to CI(H20)", Pure and Applied Chemistry 76, 29 (2004)

C. J. Burnham and S. S. Xantheas, "On the importance of zero-point effects in molecular level
classical simulations of water", Journal of Molecular Liquids 110, 177 (2004)

73. G. S. Fanourgakis, E. Apra and S. S. Xantheas, “High-level ab-initio calculations for the four low-
lying families of minima of (H20)z0: I. Estimates of MP2/CBS binding energies and comparison with
empirical potentials”, Journal of Chemical Physics 121, 2655 (2004)

2005
74. B.C. Garrett, D. A. Dixon, D. M. Camaioni, D. M. Chipman, M. A. Johnson, C. D. Jonah, G. A. Kimmel,

75.

J. H. Miller, T. N. Rescigno, P. J. Rossky, S. S. Xantheas, S. D. Colson, A. H. Laufer, D. Ray, P. F.
Barbara, D. M. Bartels, K. H. Becker, K. H. Bowen, Jr., S. E. Bradforth, I. Carmichael, J. V. Coe, L.
R. Corrales, J. P. Cowin, M. Dupuis, K. B. Eisenthal, J. A. Franz, M. S. Gutowski, K. D. Jordan, B. D.
Kay, J. A. LaVerne, S. V. Lymar, T. E. Madey, C. W. McCurdy, D. Meisel, S. Mukamel, A. R. Nilsson,
T. M. Orlando, N. G. Petrik, S. M. Pimblott, J. R. Rustad, G. K. Schenter, S. J. Singer, A. Tokmakoff,
L.-S. Wang, C. Wittig, and T. S. Zwier “The Role of Water on Electron-Initiated Processes and Radical
Chemistry: Issues and Scientific Advances”, Chemical Reviews 106, 355 (2005)

G. S. Fanourgakis, E. Apra, W. A. de Jong, and S. S. Xantheas, “High-level ab-initio calculations for
the four low-lying families of minima of (H20)z0: Il. Spectroscopic signatures of the dodecahedron,
fused cubes, face-sharing and edge-sharing pentagonal prisms hydrogen bonding networks”, Journal
of Chemical Physics 122, 134304 (2005)
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76.

77.

78.

A. Lagutschenkov, G. S. Fanourgakis, G. Niedner-Schatteburg and S. S. Xantheas, “The
spectroscopic signature of the “all-surface” to “internally solvated” structural transition in water
clusters in the n=17-21 size regime”, Journal of Chemical Physics 122, 194310 (2005). Featured in
the Virtual Journal of Biological Physics Research

S. Hirata, M. Valiev, M. Dupuis and S. S. Xantheas, S. Sugiki and H. Sekino, “Fast electron
correlation methods for molecular clusters in the ground and excited states”, R. J. Bartlett special
issue (invited), Molecular Physics 103, 2255 (2005)

S. S. Xantheas, W. Roth, I. Fischer, “Competition between van der Waals and Hydrogen Bonding
Interactions: The structure of the trans-1-Napthol/N:z cluster”, Journal of Physical Chemistry A 109,
9584 (2005)

2006

79.

80.

81.

82.

83.

84.

85.

G. S. Fanourgakis and S. S. Xantheas, “The flexible, polarizable, Thole-type interaction potential for
water (TTM2-F) revisited” Journal of Physical Chemistry A 110, 4100 (2006)

G. S. Fanourgakis and S. S. Xantheas, “The bend angle of water in ice Ih and liquid water: The
significance of implementing the non-linear monomer dipole moment surface in classical interaction
potentials”, Journal of Chemical Physics 124, 174504 (2006). Featured in the Virtual Journal of
Biological Physics Research

K. A. Ramazan, L. M. Wingen, Y. Miller, G. M. Chaban, R. B. Gerber, S. S. Xantheas and B. J.
Finlayson-Pitts, “New Experimental and Theoretical Approach to the Heterogeneous Hydrolysis of
NOz2: Key Role of Molecular Nitric Acid and Its Complexes”, Journal of Physical Chemistry A 110,
6886 (2006)

T. A. Blake and S. S. Xantheas, "Structure, Vibrational Spectrum, and Puckering Barrier of
Cyclobutane", Journal of Physical Chemistry A 110, 10487 (2006)

S. S. Xantheas, “Anharmonic vibrational spectra of hydrogen bonded clusters: Comparison between
higher energy derivative and mean-field grid based methods”, Roger E. Miller memorial issue
(invited), International Reviews in Physical Chemistry” 25, 719 (2006)

G. S. Fanourgakis, G. K. Schenter and S. S. Xantheas, “A quantitative account of quantum effects
in liquid water”, Communication to the Editor, Journal of Chemical Physics 125, 141102 (2006).
Featured in the Virtual Journal of Ultrafast Science, November 2006

S. Bulusu, S. Yoo, E. Apra, S. S. Xantheas, X. C. Zeng, “The lowest energy structures of water
clusters (H20)11 and (H20)13", Letter to the Editor, Journal of Physical Chemistry A 110, 11781 (2006)

2007

86.

87.

88.

G. S. Fanourgakis, V. Tipparaju, J. Nieplocha and S. S. Xantheas, “An efficient parallelization
scheme for molecular dynamics simulations with many-body, flexible, polarizable empirical
potentials: Application to water”, Theoretical Chemistry Accounts 117, 73 (2007)

T. Pankewitz, A. Lagutschenkov, G. Niedner-Schatteburg, S. S. Xantheas, Y.-T. Lee, “The Infrared
Spectrum of NH4*(H20): Evidence for mode specific fragmentation”, Journal of Chemical Physics
126, 074307 (2007)

M. N. Slipchenko, B. G. Sartakov and A. F. Vilesov, S. S. Xantheas, “A study of NH stretching
vibrations in small ammonia clusters by infrared spectroscopy in He droplets and ab-initio
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89.

90.

calculations”, Roger E. Miller memorial issue (invited), Journal of Physical Chemistry A 111, 7460
(2007)

L. Rubio-Lago, D. Zaouris, Y. Sakellariou, D. Sofikits and T. N. Kitsopoulos, F. Wang and X. Yang,
B. Cronin and M. N. R. Ashfold, S. S. Xantheas, “Photofragment slice imaging studies of pyrrole and
the Xe--pyrrole cluster”, Journal of Chemical Physics 127, 064306 (2007)

T. A. Blake, E. D. Glendening, R. L. Sams, S. W. Sharpe and S. S. Xantheas, “High Resolution
Infrared Spectroscopy in the 1200 to 1300 cm™ Region and Accurate Theoretical Estimates for the
Structure and Ring Puckering Barrier of Perfluorocyclobutane”, Thom H. Dunning Jr. Festschrift
(invited), Journal Physical Chemistry A 111, 11328 (2007)

2008

91.

92.

93.

G. S. Fanourgakis and S. S. Xantheas, “Development of Transferable Interaction Potentials for
Water: V. Extension of the flexible, polarizable, Thole-type Model potential (TTM3-F, v. 3.0) to
describe the vibrational spectra of water clusters and liquid water”, Journal of Chemical Physics 128,
074506 (2008)

S. M. Kathmann, G. K. Schenter and S. S. Xantheas, “On the Determination of Monomer Dissociation
Energies of Small Water Clusters from Photoionization Experiments”, Letter to the Editor, Journal of
Physical Chemistry A, 112, 1851 (2008)

M. V. Kirov, G. S. Fanourgakis and S. S. Xantheas, “Identifying the Most Stable Networks in
Polyhedral Water Clusters”, Frontiers article (invited), Chemical Physics Letters 461, 180 (2008).
Journal cover

94. M. L. Lipciuc, F. Wang, X. Yang and T. N. Kitsopoulos, G. S. Fanourgakis and S. S. Xantheas,
“Cluster-Controlled Photofragmentation: The Case of the Xe-Pyrrole Cluster’, Communication to the
Editor, ChemPhysChem 9, 1838 (2008)

2009
95. 8. S. Xantheas, “Dances with Hydrogen Cations”, Nature 457, 673 (2009). Invited News & Views

96.

97.

98.

99.

article

S. S. Xantheas, G. A. Voth, “Aqueous Solutions and their Interfaces”, Journal of Physical Chemistry
B 113, 3997 (2009)

C. D. Wick and S. S. Xantheas, “Computational Investigation of the First Solvation Shell Structure of
Interfacial and Bulk Aqueous Chloride and lodide lons”, Special Issue on Aqueous solutions and their
Interfaces (invited), Journal of Physical Chemistry B 113, 4141 (2009). Journal cover

S. Yoo, M. V. Kirov and S. S. Xantheas, “Lowest energy networks of the T-cage (H20)24 cluster and
their use in constructing unit cells of the structure | hydrate lattice”, Communication to the Editor,
Journal of the American Chemical Society 131, 7564 (2009). Highlighted in the “Science
Concentrates” section, Chemical & Engineering News, vol. 87(22), p. 28 (2009). Selected for DOE
National Impact series highlight

S. Yoo, X. C. Zeng and S. S. Xantheas, “On the phase diagram of water with density functional
potentials: the melting temperature of ice I» with the Perdew-Burke-Ernzerhof and Becke-Lee-Yang-
Parr functionals”, Communication to the Editor, Journal of Chemical Physics 130, 221102 (2009).
Featured in the Virtual Journal of Biological Physics Research. 3rd most downloaded paper in July
2009. JCP Editor’s Choice — 2009. 17th most downloaded paper in March 2010
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100.

101.

102.

103.

104.

X.-B. Wang, J. C. Werhahn, L.-S. Wang, K. Kowalski, A. Laubereau and S. S. Xantheas,
“Observation of a remarkable temperature effect in the hydrogen bonding structure and dynamics of
the CN*(H20) cluster”, Letter to the Editor, Journal of Physical Chemistry A 113, 9579 (2009). Journal
cover

F. Paesani, S. S. Xantheas and G. A. Voth, “Infrared Spectroscopy and Hydrogen-Bond Dynamics
of Liquid Water from Centroid Molecular Dynamics with an Ab Initio-Based Force Field”, Journal of
Physical Chemistry B 113, 13118 (2009)

X.Sun, S. Yoo, S. S. Xantheas, L. X. Dang, “The reorientation mechanism of hydroxide ions in water:
A molecular dynamics study”, Frontiers article (invited), Chemical Physics Letters 481, 9 (2009).
Journal cover

S. Yoo, S. S. Xantheas, X. C. Zeng, “The melting temperature of Bulk Silicon from Ab initio Molecular
Dynamics Simulations”, Chemical Physics Letters 481, 88 (2009)

J. R. Hammond, N. Govind, K. Kowalski, J. Autschbach, S. S. Xantheas, “Accurate dipole
polarizabilities for water clusters n=2-12 at the coupled cluster level of theory and benchmarking of
various density functionals”, Journal of Chemical Physics 131, 214103 (2009). Featured in the Virtual
Journal of Biological Physics Research. 11th most downloaded paper in December 2009

2010

105.

106.

107.

108.

109.

110.

111.

112.

N. Hontama, Y. Inokuchi, T. Ebata, C. Dedonder-Lardeux, C. Jouvet, and S. S. Xantheas, “Structure
of the Calix[4]arene-(H20) cluster: The World’s Smallest Cup of Water”, Journal of Physical Chemistry
A 114, 2967 (2010)

X.-B. Wang, K. Kowalski, L.-S. Wang and S. S. Xantheas, “Stepwise hydration of the cyanide anion:
A temperature-controlled photoelectron spectroscopy and ab-initio computational study of CN(H20)n
(n = 2-5)", Journal of Chemical Physics 132, 124306 (2010)

R. Kusaka, Y. Inokuchi, S. S. Xantheas and T. Ebata, “Structures and Encapsulation Motifs of
Functional Molecules Probed by Laser Spectroscopic and Theoretical Methods”, Invited Review
article, Special issue on Laser Spectroscopy and Sensing, Sensors 10, 3519 (2010)

T. Ebata, N. Hontama, Y. Inokuchi, T. Haino, E. Apra and S. S. Xantheas, “Encapsulation of Ar,
clusters by Calix[4]arene: Endo- vs. exo-complexes”, Physical Chemistry Chemical Physics 12, 4569
(2010)

F. Paesani, S. Yoo, H. J. Bakker and S. S. Xantheas, “Nuclear Quantum Effects in the reorientation
of water”, Journal of Physical Chemistry Letters 1, 2316 (2010)

E. G. Bakalbassis, E. Malamidou-Xenikaki, S. Spyroudis and S. S. Xantheas, “Dimerization of
Indanedioneketene to Spiro-oxetanone: A Theoretical Study”, Journal of Organic Chemistry 75, 5499
(2010)

S. S. Xantheas, M. S. Gordon, “A Tribute to Klaus Ruedenberg”, Klaus Ruedenberg special issue,
Journal of Physical Chemistry A 114, 8489 (2010)

V.-A. Glezakou, S. T. Elbert, S. S. Xantheas and K. Ruedenberg, “Analysis of bonding patterns in
the valence isoelectronic series O3, S3, SO2 and OS: in terms of oriented quasi-atomic molecular
orbitals” Klaus Ruedenberg special issue (invited), Journal of Physical Chemistry A 114, 8923 (2010).
Journal cover
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113.

114.

S. Pandelov, J. C. Werhahn, B. M. Pilles, S. S. Xantheas, and H. Iglev, “An empirical correlation
between the enthalpy of solution of aqueous salts and their ability to form hydrates”, Journal of
Physical Chemistry A 114, 10454 (2010). Journal cover

S. Yoo, E. Apra, X.-C. Zeng and S. S. Xantheas, “Lowest-Energy Structures of Water Clusters
(H20)16 and (H20)17 from high-level ab initio calculations”, Journal of Physical Chemistry Letters 1,
3122 (2010)

2011

115.

116.

117.

118.

119.

120.

121.

S. Yoo and S. S. Xantheas, “The Effect of Dispersion Corrections on the Melting Temperature of
Liquid Water”, Communication to the Editor, Journal of Chemical Physics 134, 121105 (2011).
Featured in the Virtual Journal of Biological Physics Research. 5th most downloaded paper in April
2011

X.-B. Wang and S. S. Xantheas, “Photodetachment of Isolated Bicarbonate Anion: Electron Binding
Energy of HCOs™, Journal of Physical Chemistry Letters 2, 1204 (2011)

S. Yoo and S. S. Xantheas, “The Role of Hydrophobic Surfaces in Altering Water-Mediated Peptide-
Peptide Interactions in an Aqueous Environment” Victoria Buch Memorial Issue (invited), Journal of
Physical Chemistry A 115, 6088 (2011)

J. C. Werhahn, S. Pandelov, S. S. Xantheas, H. Iglev, “Dynamics of Weak, Bifurcated and Strong
Hydrogen Bonds in Lithium Nitrate Trihydrate”, Journal of Physical Chemistry Letters 2, 1633 (2011)

S. Kaneko, Y. Inokuchi, T. Ebata, E. Apra and S. S. Xantheas, “Laser Spectroscopic and Theoretical
Studies of Encapsulation Complexes of Calix[4]arene”, Journal of Physical Chemistry A, 115, 10846
(2011)

A. Whiteside, S. S. Xantheas, M. Gutowski, “Is Electronegativity a Useful Descriptor for the “Pseudo-
Alkali-Metal” NH4?”, Chemistry A European Journal 17, 13197 (2011). Journal cover. Highlighted in
Royal Society of Chemistry’s “Chemistry World”, 23 September 2011:
http://www.rsc.org/chemistryworld/News/2011/September/23091104.asp; Included as a Feature
Article in DOE Pulse, #356, Feb. 13, 2012: http://www.ornl.gov/info/news/pulse/no356/feature.shtml

J. Liu, W. H. Miller, G. S. Fanourgakis, S. S. Xantheas, S. Imoto and S. Saito, “Insights in Quantum
Dynamical Effects in the Infrared Spectroscopy of Liquid Water from a Semiclassical Study with an
Ab Initio-Based Force Field”, Journal of Chemical Physics 135, 244503 (2011)

2012

122.

123.

124.

S. Yoo and S. S. Xantheas, “Enhancement of Hydrogen Storage Capacity in Hydrate Lattices”,
Chemical Physics Letters, 525-526, 13-18 (2012). Editor’s Choice article. Featured in DOE’s In Focus
online publication: http://science.energy.gov/news/in-focus/2012/02-06-12/, Deixis magazine
(Computational Science at the National Laboratories) http://www.deixismagazine.org/2012/07/twice-
stuffed-permafrost/?utm_source=rss&utm_medium=rss&utm_ campaign=twice-stuffed-permafrost,
Science Daily, EV Driven

R. L. Sams, S. S. Xantheas, and T. A. Blake, “Vapor Phase Infrared Spectroscopy and ab initio
Fundamental Anharmonic Frequencies of Ammonia Borane”, Journal of Physical Chemistry A 116,
3124 (2012)

G.-L. Hou, H. Wen, K. Lopata, W.-J. Zheng, K. Kowalski, N. Govind, X.-B. Wang, and S. S. Xantheas,
“Zeise’s Anion and Its Br- and I-Analogs: A Combined Gas-Phase Photoelectron Spectroscopic and
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125.

126.

127.

Theoretical Study”, Communication to the Editor, Angewandte Chemie International Edition 51, 6356
(2012). Journal Cover

S. S. Xantheas, “Low-lying energy isomers and global minima of aqueous nanoclusters: Structures
and corresponding spectroscopic features of the pentagonal dodecahedron (H20)20 and
(H30)*(H20)20", Special issue on “Nano-Thailand: Nanotechnology for A Sustainable World” (invited),
Canadian Journal of Chemical Engineering 90, 843 (2012)

D. S. Lambrecht, L. McCaslin, S. S. Xantheas, E. Epifanovsky, and M. Head-Gordon, “Refined
energetic ordering for sulfate-water (n=3-6) clusters using high-level electronic structure
calculations”, Peter Taylor Special Issue (invited), Molecular Physics 110, 2513 (2012)

X. He, O. Sode, S. S. Xantheas, and S. Hirata, “Second-order many-body perturbation study of Ice
Ih”, Journal of Chemical Physics 137, 204505 (2012)

2013

128.

129.

130.

131.

132.

133.

134.

135.

S. Imoto, S. S. Xantheas, S. Saito, “Molecular origin of the difference in the HOH bend of the IR
spectra between liquid water and ice”, Journal of Chemical Physics 138, 054506 (2013). Among the
most accessed articles in the Liquids, Glasses, and Crystals category

N. Mardirossian, D. S. Lambrecht, L. McCaslin, S. S. Xantheas, and M. Head-Gordon, “The
Performance of Density Functionals for Sulfate-Water Clusters”, Journal of Chemical Theory and
Computation 9, 1368 (2013)

K. Doi, E. Togano, S. S. Xantheas, R. Nakanishi, T. Nagata, T. Ebata and Y. Inokuchi,
“Microhydration Effects on the Intermediates of the (I + CHsl) Sn2 Reaction”, Communication to the
Editor, Angewandte Chemie International Edition 52, 4380 (2013). Highlighted in the “Science
Concentrates” section, Chemical & Engineering News, vol. 91 (8), p. 34-35 (2013)

E. Miliordos, K. Ruedenberg and S. S. Xantheas, “Unusual inorganic biradicals: A Theoretical
Analysis”, Communication to the Editor, Angewandte Chemie International Edition 52, 5736 (2013)

S. Imoto, S. S. Xantheas, S. Saito, “Ultrafast Dynamics of Liquid Water: Frequency Fluctuations of
the OH stretch and the HOH Bend”, Journal of Chemical Physics 139, 044503 (2013)

S. lwata, P. Bandyopadhyay, and S. S. Xantheas, “Cooperative roles of charge-transfer and
dispersion terms in hydrogen-bonded networks of (H20),, n = 6, 11 and 16", Journal of Physical
Chemistry A 117, 6641 (2013)

E. Miliordos and S. S. Xantheas, “Efficient procedure for the numerical calculation of harmonic
vibrational frequencies based on internal coordinates” Joel M. Bowman Special Issue (invited),
Journal of Physical Chemistry A 117, 7019 (2013)

E. Miliordos, E. Apra and S. S. Xantheas, “Optimal geometries and harmonic vibrational frequencies
of the global minima of water clusters (H20)s, n=2-6, and several hexamer local minima at the
CCSD(T) level of theory”, Journal of Chemical Physics 139, 114302 (2013)

2014

136.

E. Miliordos and S. S. Xantheas, “Unimolecular and hydrolysis channels for the detachment of water
from microsolvated alkaline earth dication (Mg?*, Ca®*, Sr?*, Ba?*) clusters”, Thom H. Dunning Jr.
Special Issue (invited), Theoretical Chemistry Accounts 133, 1450 (2014)
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137.

138.

139.

140.

141.

142.

143.

144.

145.

E. Miliordos and S. S. Xantheas, “On the bonding nature of ozone (Os3) and its sulfur-substituted
analogues, SOz, OS:, and Ss: Correlation between their biradical character and molecular
properties”, Journal of the American Chemical Society 136, 2808 (2014)

E. Miliordos and S. S. Xantheas, “Elucidating the mechanism behind the stabilization of multi-
charged metal cations in water: A case study of the electronic states of microhydrated Mg?*, Ca?*
and AIP*". Hot article for the week Oct 22, 2013 (http://blogs.rsc.org/cp/2013/10/22/this-weeks-hot-
articles-11/). Highlighted in NERSC’'s web page, June 2014, http://www.nersc.gov/news-
publications/news/science-news/2014/thirsty-metals-key-to-longer-battery-lifetimes/. Highlighted in
DOE’s Pulse (Science and Technology Highlights from the DOE National Laboratories, #417, 7 July
2014 http://web.ornl.gov/info/news/pulse/no417/story1.shtml. reported in Science Springs, July 7
2014 http://sciencesprings.wordpress.com/2014/07/07/from-doe-pulse-satisfying-metals-thirst-vital-
for-high-capacity-batteries/, Communication to the Editor, Physical Chemistry Chemical Physics 16,
6886 (2014). Journal cover

A. E. Vasdekis, M. J. Wilkins, J. W. Grate, R. T. Kelly, A. Konopka, S. S. Xantheas, T.-M. Chang
“Solvent Immersion Imprint Lithography”, Lab on a Chip 14, 2072 (2014)

T. Yoshida, W. A. Farone and S. S. Xantheas, “Isomers and conformational barriers of gas phase
nicotine, nornicotine and their protonated forms”, James L. Skinner special issue (invited), Journal of
Physical Chemistry B 118, 8273 (2014)

S. 8. Xantheas and J. C. Werhahn, “Universal Scaling of Potential Energy Functions describing
Intermolecular Interactions: |. Foundations and scalable forms for new generalized Lennard-Jones,
Mie, Morse and Buckingham exponential-6 potentials”, Journal of Chemical Physics 141, 064117
(2014)

J. C. Werhahn, D. Akase and S. S. Xantheas, “Universal Scaling of Potential Energy Functions
describing Intermolecular Interactions: Il. The halide- and alkali metal-water interactions”, Journal of
Chemical Physics 141, 064118 (2014)

E. Miliordos, E. Apra and S. S. Xantheas, “A benchmark theoretical study of the -1 interaction
energy in the benzene dimer”’, Kenneth D. Jordan special issue (invited), Journal of Physical
Chemistry A 118, 7568 (2014)

N. Sahu, S. R. Gadre, P. Bandyopadhyay, E. Miliordos and S. S. Xantheas, “Low energy isomers of
(H20)25 from a hierarchical method based on Monte Carlo Temperature Basin Paving and Molecular
Tailoring Approaches benchmarked by full MP2 calculations”, Journal of Chemical Physics 141,
164304 (2014)

C. C. Pradzynski, C. W. Dierking, F. Zurheide, R. M. Forck, U. Buck, T. Zeuch and S. S. Xantheas,
“Infrared detection of (H20)20 isomers of exceptional stability: a drop-like and a face-sharing
pentagonal prism cluster” Communication to the Editor, Physical Chemistry Chemical Physics 16,
26691 (2014)

2015

146.

147.

J. C. Werhahn, E. Miliordos and S. S. Xantheas, “A new variation of the Buckingham exponential-6
potential with a tunable, singularity-free short-range repulsion and an adjustable long-range
attraction”, Chemical Physics Letters 619, 133 (2015)

E. Miliordos and S. S. Xantheas, “On the validity of the basis set superposition error and complete
basis set limit extrapolations for the binding energy of the formic acid dimer”, Journal of Chemical
Physics 142, 094311 (2015)
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148.

149.

150.

151.

152.

E. Miliordos and S. S. Xantheas, “Ground and excited states of the [Fe(H20)s]** and [Fe(H20)s]**
clusters: Insights into the electronic structure of the [Fe(H20)s]?>* — [Fe(H20)6]** complex”, Journal of
Chemical Theory and Computation 11, 1549 (2015)

E. Miliordos and S. S. Xantheas, “An accurate and efficient computational protocol for obtaining the
Complete Basis Set (CBS) limits of the binding energies of water clusters at the MP2 and CCSD(T)
levels of theory: Application to (H2O)m, m=2 -6, 8, 11, 16 and 17", Journal of Chemical Physics 142,
234303 (2015)

S. Imoto, S. S. Xantheas and S. Saito, “Ultrafast dynamics of liquid water: Energy relaxation and
transfer processes of the OH stretch and the HOH bend”, B. Bagchi Special issue (invited), Journal
of Physical Chemistry B 119, 11068 (2015)

J. A. Fournier, C. T. Wolke, and M. A. Johnson, T. T. Odbadrakh and K. D. Jordan, S. M. Kathmann
and S. S. Xantheas, “Snapshots of Proton Accommodation at a Microscopic Water Surface:
Vibrational Spectral Signatures of the Charge Defect in Cryogenically Cooled H*(H20)s=2-28 Clusters”,
Feature Atrticle (invited), Journal of Physical Chemistry A 119, 9425 (2015). Journal cover

K. R. Brorsen, S. Y. Willow, S. S. Xantheas, and M. S. Gordon, “The melting temperature of liquid
water with the effective fragment potential”, Journal of Physical Chemistry Letters 6, 3555 (2015)

2016

153.

154.

155.

156.

157.

158.

159.

160.

J. S. Moore, S. S. Xantheas, J. W. Grate, T. W. Wietsma, E. Gratton, A. E. Vasdekis, “Modular
Polymer Biosensors by Solvent Immersion Imprint Lithography”, Journal of Polymer Science, Part B:
Polymer Physics 54, 98 (2016)

E. Miliordos and S. S. Xantheas, “The origin of the reactivity of the Criegee intermediate: implications
for atmospheric particle growth”, Communication to the Editor, Angewandte Chemie International
Edition 55, 1015 (2016). Hot paper

S. Yoo Willow, X. Cheng Zeng, S. S. Xantheas, K. S. Kim and S. Hirata, “Why is MP2-Water ‘Cooler’
and ‘Denser’ than DFT-Water?”, Journal of Physical Chemistry Letters 7, 680 (2016)

C. T. Wolke, J. A. Fournier, E. Miliordos, S. M. Kathmann, S. S. Xantheas, and M. A. Johnson,
“Isotopomer-selective spectra of a single intact H2O molecule in the Cs*[(D20)s-H20] isotopologue:
Going beyond pattern recognition to harvest the structural information encoded in vibrational spectra”,
Journal of Chemical Physics 144, 074305 (2016)

S. lwata, D. Akase, M. Aida and S. S. Xantheas, “Hydrogen-Bonded Networks in Polyhedral Water
Clusters (H20)s, n = 8, 20 and 24” Physical Chemistry Chemical Physics 18, 19746 (2016)

E. Miliordos, E. Apra and S. S. Xantheas, “A New, Dispersion - Driven Intermolecular Arrangement
for the Benzene — Water Octamer Complex: Isomers and Analysis of their Vibrational Spectra”,
Journal of Chemical Theory and Computation 12, 4004 (2016)

T.-M. Chang and S. S. Xantheas, A. E. Vasdekis, “Mesoscale Polymer Dissolution probed by Raman
Spectroscopy and Molecular Simulations” Journal of Physical Chemistry B 120, 10581 (2016)

S. S. Xantheas, “Spying on the neighbors’ pool: Spectral signatures are obtained for the movement
of protons in cold water clusters”, invited Perspective, Science 354, 1101 (2016)

2017

161.

G. E. Douberly, R. E. Miller and S. S. Xantheas, “Formation of Exotic Networks of Water Clusters in
Liquid Helium Droplets Facilitated by the Presence of Neon Atoms”, Journal of the American
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162.

163.

164.

165.

Chemical Society 139, 4152 (2017). Included in Science 355, 1388 (2017) under Research in Other
Journals
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