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Research Narrative

My research program encompasses the development of general theoretical and computational methodologies applied to
chemistry and biophysics in the areas of water and aqueous hydration, proteins and macromolecular assemblies, non-
disease and disease protein aggregation, materials and catalysis. I have also been involved in local and national service,
education, and training, which extends to promoting and developing the blueprint for computational science and
engineering for the future.

Education and Training

Case Western Reserve University, Cleveland, OH B.S. 1979-1983 Chemistry
Carnegie Mellon University, Pittsburgh, PA Ph.D. 1984-1989 Theo. Chem.
AT&T Bell Laboratories, Murray Hill, New Jersey Postdoctoral Member Technical Staff, 1990-1992.

Professional Experience

Professor, Dept. of Chemistry and the Pitzer Center for Theoretical Chemistry, 7/12-

Chancellot’s Professot, Dept. of Chemistry, UC Berkeley, 7/12-6/20

Senior Faculty Scientist, Chemical Sciences Division, Lawrence Berkeley National Laboratory 7/12-
Professor, Dept. of Chemical and Biomolecular Engineering, UC Berkeley, 7/11-

Professort, Dept. of Bioengineering, UC Berkeley, 7/07-

Assoc. Professor, Dept. of Bioengineering, UC Betkeley, 7/04-6/07

Asst. Professor, Dept. of Bioengineering, UC Betkeley, 1/01-6/04

Member of Bioengineering, Biophysics, and AS&T Graduate Groups, UC Berkeley, 1/01-
Department Head of Computational Structure Group, Physical Biosciences LBNL, 10/01-10/02
Faculty affiliate of QB3 Institute, 10/01-

Faculty Scientist, Physical Biosciences Division, Lawtrence Berkeley National Laboratory, 1/01-
Senior Staff Scientist, Physical Biosciences Division, Lawtence Berkeley National Laboratory, 8/00-12/31/00.
Staff Scientist, Physical Biosciences Division, Lawrence Betkeley National Laboratory, 8/92-8/00.

Professional Activities

Director, CalSolv: Solvation at UC Berkeley, 2016-present

Co-Director, MolSSI: Molecular Sciences Software Institute, NSF National Center, 2016-present

LBNL Chemical Sciences Division Staff Committee, 2017- present

BES Representative of the SciDAC-4 Coordination Committee, DOE, 2017-2021

Member, NIH Macromolecular Structure and Function D/A Study Section, July 1, 2017 - June 30, 2023
ACS PHYS Division Councilor, 1/2014-12/2016

Appointment Committee for Professor in Physical Chemistry, Ruhr Universitat Bochum, June 5-6, 2013
ACS National Award Panel, 2011-2013

DOD, Extreme Scale Applications Study (ESAS), September 2010-April 2011.

NIH/NIGMS Modeling and Analysis of Biological Systems study section, 2007-2012.

NAS Report “Study on potential impact of advances in high-end computing in science and engineering”, 2006-2008.

Advisory and Editorial Boards

External reviewer of Yale’s Chemistry Department, November 2-5, 2025

The Living Histories Trust, 2024

Co-Editor on Electric Fields in Chemistry and Biology, Chemical Reviews, 2023-2025

Editorial Guest Board Member, Ann. Rev. Phys. Chem., August 2023

Advisory Board. Computational and Theoretical Chemistry Institute at Pacific Northwest National Laboratory, 2022-
External Elector, Board of Electors for Professorship in Chemistry (1968), University of Cambridge, UK 2019
Scientific Advisory Board. DFG German Cluster of Excellence, RESOLV, 2018-

Editorial Advisory Board Member, Molecular Physics, 2018-2020

Advisory Board, NSF CCI (CAICE), UC San Diego, California, 2018-2019

Editorial Advisory Board Member, Journal of Chemical Physics, 2017-2020
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Telluride Science Research Council, General Member Advisor, 2016-present

NSF BioXFEL Science and Technology Center, External Advisory Board, 2014

Editorial Advisory Board Member, Theoretical Chemistry Accounts, 2011-2012

Editorial Advisory Board Member, Journal of Physical Chemistry, 2009-2011

Editorial Advisory Board Member, Journal of Computational Chemistry, 2003-

Editor, Biophysical Journal, 2003-2006.

Editorial Board Member for the SIAM book series on Computational Science and Engineering, 2004-2008

Honors and Awards

Humboldt Research Prize, 2024

Debye Lecturer, Department of Chemistry, Cornell University, Spring 2024

Boston Area-Wide Theoretical Chemistry; Boston U, Harvard, and MIT, May 31-June 2, 2022

Closs Lecturer, University of Chicago, May 17, 2022

Allergan Distinguished Lecturer, CSU Long Beach, November 16, 2021

39t Esther and Bingham ]. Humphrey Memorial Lecturer, University of Vermont, Oct. 5, 2019

Fellow, American Chemical Society, 2018

Fellow, ReSolv German Center of Excellence, Bochum, 2018

Fellow, American Institute of Medical and Biomedical Engineers, 2016

Plenary Lecture. CBSB2017. University of Cincinnati in Cincinnati, OH, USA on May 18-20, 2017.
Plenary Lecture. CCP5 Annual General Meeting, Harper Adams University, U.K. September 12-14, 2016
Plenary Lecture. Royal Society of Chemistry Mini-Symposium, University of Southampton, UK, April 8, 2016
Frontiers in Materials Science Lecture, Pacific Northwest National Lab, January 25, 2015

Keynote Speaker, BioE Honor Society, UC Berkeley April 19, 2014

Keynote Speaker. Freiburg Institute for Advanced Studies, Freiberg, Germany, Sept. 25-29, 2013.
MasterWorks Talk, Supercomputing 2009, Portland, Oregon Nov. 14-20, 2009.

Keynote Speaker. MM2009, Surfers Paradise, Queensland Australia, July 28, 2009.

Plenary Lecture. International Workshop on Interfacial Water, Shanghai, China, December 14-21, 2007.
Keynote Speaker. Maria Goeppert-Mayer Symposium, San Diego, California, October 12, 2007.
Schlumberger Fellow. Sabbatical Fellow at Cambridge University, United Kingdom (2005-20006).
Schlumberger Lecture. Cambridge University, United Kingdom, February 15, 2000.

Clare Hall Faculty, Cambridge University, United Kingdom (2006-present)

IBM-SUR Awatd. A gift from IBM of a 40 processor IBM/SP (2001).

Public Lectures and Personal Essays

“Dying at Home” by Ava M. Gordon and Teresa Head-Gordon. Published in Mediurn 2025

Ethics of Emerging Technologies: The Era of Artificial Intelligence. Alexander von Humboldt Stiftung, Bamberg,
Germany, March 27-29, 2025 and Bonn Humboldt Award Winners” Forums, Siegberg Germany, October 22-26, 2025
Personal History Talk in the Living Histories series, January 15, 2025

Ethics of Emerging Technologies: The Era of Artificial Intelligence. Telluride Science Town Talk, Mountain Village, CO
June 18, 2024

Applications of Data Science & Informatics, Berkeley Ecosystems, College of Chemistry, Berkeley CA May 20, 2021
Molecular Sciences Software Institute and Computational Chemistry, ACS California Section, Chevron, Richmond, CA
June 1, 2017

Engineering, Ethics, and the Future of Energy. Lecture to BioE Honor Society Competition for Regional High Schools.
UC Berkeley, April 19, 2014

The 2013 Nobel Prize in Chemistry. School of Management, University of San Francisco, October 21, 2013.

Undergraduates, Graduate Students, Postdoctoral Fellows, Visiting Fellows, Staff
Richard Yu (undetrgrad, 1993-1995, PhD Yale, Co-founder/CEO, Abalone Bio); Thomas Philip (1996-1998; PhD UC
Berkeley, Professor, Berkeley School of Education); Steve Chang (undergrad, 1997-1999); Angelica Romero (undergrad,;



-3- OCTOBER 10, 2025

SAGE scholar, 2001-2002); Hatrry Choi (2001-2003, PhD Caltech, Founder/CEO at Molecular Instruments); David Su
(undergrad, 2001-2002); Justin Hsiao (2003, Masters, Director at Genentech); Yuka Okabe (Guidant scholar, 2005-2007,
PhD UC Irvine); Devin Hendricks (visiting 2004; Senior Vice President at iCapital); Imran Haque (2004, PhD Stanford,
CTO at Kimia Therapeutics), Cherub Kim (2008; M.D. NYU, Director, Medical Affairs and Clinical Informatics, LabCore.);
Bushra Sadam (2008, PhD UC Berkeley); Joanna Chen (2008; Loyola Law school, Partner, IP Attorney at Polsinelli); Nikit
Kumar (2009-2010, PhD Yale, Sr Scientist 11, Johnson & Johnson); Youcef Ouadah (2009-2010, Jane Coftin Childs Fellow,
California Institute of Technology); Ajay Tripathy (Guidant scholar, 2010, Co-Founder and CTO Stackwatch); Richard Zhu
(Guidant scholar, MD, 2010); Clare So (2010-2012, PhD Toronto, St. Scientist at Genentech); Tara Armand (2013, Masters
UC Berkeley); David Brookes (2013-2017, PhD UC Berkeley, Senior ML Scientist at Dyno Therapeutics); Anjali Doshi
(Amgen scholar, 2015; PhD Columbia U, Scientist II at Kanvas Biosciences); Natalie Minnetian (2016 -2017; PhD UC
Irvine); Tianyi Liu (2016-2017; PhD Stanford); Taoran Zhang, (2016-2017, Master in Data Science, Northwestern); Michael
Martin (2017-2019, Bioinformatics Scientist, CureVac Amsterdam); Sun Hajeli (2018-2019, U.S. Department of Homeland
Secutity); Chelsey Fang (2018-2019, Solution Architect @ Ironclad); Yuchen Liu (2019-2020, PhD Chemistry UC Davis),
Matthew Nemeth (2020-2022, PhD Systems Biology, Columbia), Shubhankar Naik (2022-2024), Dorian Bagni (2022-2025);
Joey Shin (2024-);

H. Sienny Shang (M.S. in Biophysics, 1994; Associate Research Fellow, Academia Sinica Institute of Astronomy and
Astrophysics); Jon Sorenson (NSF Fellowship, Ph.D. in Chemistry, 1995-2000; Distinguished ML Engineer, Genentech);
Greg Hura (PhD in Biophysics, 1998-2004; Research Scientist, LBNL and Associate Adjunct Professor, University of
California Santa Cruz); Liz Verschell (M.S. in Biophysics, Eugene Cota-Robles Fellowship, 2002-2008; Veterinary surgeon,
Lincoln UK), Nicolas Fawzi (Ph.D. BioE, 2003-2007; Associate Professor, Department of Molecular Pharmacology,
Physiology & Biotechnology, Brown University); Matthew Lin (Ph.D. BioE, 2004-2009; Biomedical Engineer, Thomas Ried
Lab, NIH); Brian Carnes (M. S. BioE, 2004-2007; Distinguished Software Engineer, Rivian); Margaret Johnson (PhD. BioE,
2004-2008; Associate Professor, Department of Biophysics, Johns Hopkins U.); Candace Gilet (M. S. Physics, 2005;
Computational Scientist, University of Michigan); Enghui Yap (Ph.D. BioE, 2010; Head of Customer Analytics at
Corebridge Financial); Katherine Ball (Biophysics, 2008-2013; Assoc. Prof. Skidmore College); Cheng Peng (CSC Research
tellow, 2008-2010); Xin Geng (CSC Research fellow, 2011-2012); Asmit Bhowmick (CBE, 2011-2016, research scientist,
LBNL); Saurabh Belsare (BioE, 2012-2017, Senior Scientist, Bioinformatics at Pacific Biosciences); Lisa Felberg (CBE, 2012-
2017; Software Engineer, Square); Sukanya Sasmal (CBE, 2012-2017; research scientist, Amazon); Alex Albaugh (CBE,
2012-2018; Asst. Prof. ChemE, Wayne State University); James Lincoff (CBE, 2014-2019; postdoc UCSF), Shuai Liu
(Chemistry, 2018-2019; Machine Learning Engineer, Meta), Jie Li (Chemistry, 2018-2023, AI/ML Engineer at GSK.ai),
Xingyi Guan (Chemistry, 2019-2024, Senior Scientist, Schrédinger), Oufan Zhang (Chemistry, 2020-), Lukas Kim
(Chemistry, 2023-), Kunyang Sun (Chemistry, 2023-), Chung Yueh Yuan (Chemistry, 2023), Yingze Wang (2023-), Joseph
Cavanagh (Chemistry, 2024-); Aalim Abdullah (Chemistry, 2024-); Justin Purnomo (Chemistry, 2024-); Giovanni Altieri
(2025-); Scott Rankin (2025-); Stefano DeCastro (2025-)

Dr. Shijun Zhong (Postdoc, 1999-2000; Prof. Dalian University of Technology); Dr. Chao-Ping Hsu (Miller Postdoctoral
Fellow, 1999-2001; Prof. of Chemistry, Academia Sinica, Taiwan); Dr. Silvia Crivelli (Postdoc, 1997-2002; Staff Scientist,
NERSC, LBNL); Dr. Louis Clark (Postdoc, 2002-2003; Scientist, Codexis); Dr. Scott Brown (Postdoc, 2001-2003; Executive
Director, Genetic Medicine at Eli Lilly); Dr. Daniela Russo (Postdoc, 2001-2004; Staff Scientist, ILL, France); Dr. Pradipta
Bandyopadhyay (Postdoc, 2003; Prof. of Biophysics, Jawaharlal Nehru University, India); Dr. Rajesh Murarka (Postdoc,
2004-20006; Prof. of Chemistry, IISER, Bhopal); Dr. Itay Lotan (Postdoc, 2004-2005; Head of FIC Quantitative Research
and Technology, Millennium); Dr. Cecile Maldier-Jugroot (Postdoc, 2004-2007; Prof. Chemistry/ChemE Royal Military
College, Canada); Dr. Jory Ruscio (Postdoc, 2007-2009; Staff Backend Software Engineer, Data, Panther); Dr. Jonathan
Kohn (Postdoc, 2006-2009; Director of Corporate Business Development at Bio-Rad Laboratories); Dr. Alex Sodt (Postdoc,
2007-2010; NIH principal investigator); Dr. Gary Clark (Postdoc, 2008-2010); Dr. Po Hu (Postdoc, 2009-2011; Actuarial
Analyst at California Casualty Management Company); Dr. Jerome Nilmeier (Postdoc, 2009; Senior Software Engineer at
Bloomberg LP); Dr. Paul Nerenberg (Postdoc, 2010-2011; Assoc. Prof. of Biophysics, Cal State LA); Dr. Sudip Chakraborty
(Postdoc, 2010-2011; Fast Track Scientist, Indian Institute of Science Bangalore); Dr. Mert Gur (Postdoc, 2014; Asst.
Professor, Istanbul Technical University); Dr. Marielle Soniat (Postdoc, 2015-2016; St. Data Scientist at LGES Vertech),
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Dr. Omar Demerdash (Postdoc, 2013-2017; Staff Scientist, ORNL); Dr. Luis Ruiz Pestana (2015-2019; Asst. Prof. U.
Miami); Dr. Valerie Vaissier (2017-2019; Asst. Prof. Virginia Tech); Dr. Kochise Bennett (2017-2019; Chief Research
Scientist, Toyon); Dr. Sara Cheng (2018-2020); Dr. Akshaya Das (2018-2021, Scientist II, New Bioequilibrium); Dr. Itai
Leven (2018-2021, Principal Scientist, Computational Chemistry at Kimia Therapeutics), Dr. Jagna Witek (2019-2022,
Software Scientist ,Q-Chem), Dr. Hongxia Hao (2019-2022, Str. Researcher, Microsoft), Dr. Farnaz Heidar Zadeh (2019-
2020, Asst. Prof. Queens University, Canada), Dr. Mojtaba Haghighatlari (2019-2021, St. ML Scientist, Ptizer), Dr. Wan-Lu
Li (2019-2023, Asst. Professor UCSD), Dr. Kaixuan Chen (2020-2022, Assoc. Professor, Sun Yat-Sen University), Selim
Sami (Rubicon Fellow, Netherlands, 2022-2024, Staff Research Scientist, Genesis Therapeutics), Joseph Heindel (2022-
2025, Staff scientist PNNL), Allen LaCour (2022-), Maria Tsanai (2022-), Sruthy Chandy (2024-), Ruoqi Zhao (2024-),
Yunsheng Liu (2024-);

Dr. Voichita Dadarlat (Visiting Postdoc, 2000-2001; Research Scientist, Purdue University); Lars Urban (German Masters
visiting scholar, 2018-2019, PhD student Germany); Meili Liu (China Scholar, PhD student, 2019-2021); Vaishali Thakkur
(Fulbright Fellow, 2022-2023); Aleksandra Ptaszek (DoSChem Fellow, Austria, 2023); Peter Eckmann (UCSD visiting
scholar, 2024-);

Publications

1. L. Shi*, R. A. LaCour*, X. Lang, J. P. Heindel, T. Head-Gordon*, Wei Min* (2025). Water Structure and Electric Fields
at the Interface of Oil Droplets. *equal contribution. Nature, 640 (8057), 87-93.

2. R. A. LaCour*, J. P. Heindel*, R. Zhao, T. Head-Gordon (2025). The Role of Interfaces and Charge for Chemical
Reactivity in Microdroplets. *equal contribution. J. Awz. Chem. Soc. (Perspective) 147, 8, 6299—6317

3. Y. E. Wang*, K. O. Sun*, J. Li, X. Guan, O. Zhang, D. Bagni, Y. Zhang, H. Cartlson, T. Head-Gordon (2025). A
Wotkflow to Create a High-Quality Protein-Ligand Binding Dataset for Binding Affinity Prediction. *equal
contribution. Digital Discovery, 4, 1209 — 1220.

4. O. Zhang, Z. H. Liu, J. Forman-Kay, T. Head-Gordon (2025). Deep Learning of Proteins with Local and Global
Regions of Disorder. Submitted

5. C.-Y. Yuan, and T. Head-Gordon (2025). Teachers that teach the irrelevant: Pre-training machine learned interaction
potentials with classical force fields for robust molecular dynamics simulations. submitted

6. J.Purnomo, C. Kim, K. Sun, Y. Wang, T. Head-Gordon (2025). More Accurate Binding Free Energy Prediction Using
Protein Homology and Ligand-Based Transfer Learning. submitted

7. S. G. Boxer and T. Head-Gordon (2025). Introduction: Electric Fields in Chemistry and Biology. Chemical
Reviews 125 (15) 6871-6873.

8. K. Sun*, Y. Wang*, ]J. Purnomo, T. Head-Gordon (2025). Polaris Challenge: Data-driven Priors to Improve Docking
for Pose Prediction. *equal contribution. submitted

9. R.Zhao, H. Shen, R. A. LaCour, J. P. Heindel, M. Head-Gordon, T. Head-Gordon (2025). Can Charge Transfer Across
C—H---O Hydrogen Bonds Stabilize Oil Droplets in Water? arXiv:2504.11606 (Angewandte Chemie in press)

10. K. Sun, D. Bagni*, J. M. Cavanagh*, Y. Wang, A. Gritsevskiy, J. Sawyer, T. Head-Gordon (2025). SynLlama: Generating
Synthesizable Molecules and Their Analogs with Large Language Models. ACS Central Science, in press.

11. E. C.-Y. Yuan, Y. Liu, J. Chen, P. Zhong, S. Raja, T. Kreiman, S. Vargas, W. Xu, M. Head-Gordon, C. Yang, S. M.
Blau, B. Cheng, A. Krishnapriyan, T. Head-Gordon (2025). Foundation Models for Atomistic Simulation of Chemistry
and Materials Nature Rev. Chem. accepted

12. Z. H. Liu, M. Tsanai, O. Zhang, T. Head-Gordon, J. Forman-Kay (2025). Biological Insights from Integrative Modeling
of Intrinsically Disordered Protein Systems. Curr. Opin. Struct. Bio. 93, 103063

13. J. M. Cavanagh, K. Sun, A. Gritsevskiy, D. Bagni, T. D. Bannister, T. Head-Gordon (2025). SmileyLlama: Modifying
Large Language Models for Directed Chemical Space Exploration arXi:2409.02231 (under review)

14. M. Tsanai and T. Head-Gordon (2025). Determining the Role of Electrostatics in the Making and Breaking of the
Caprinl-ATP Nanocondensate. J. Phys. Chem. B (CL Brooks Festschrift) 129(19):4705-4714.
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A. Rana, P. A. Harville, T. Khuu, R. A. LaCour, T. Head-Gordon, M. A. Johnson (2025). The onset for vibrationally-
induced, intra-molecular proton transfer at three water molecules in microhydrated 4-aminobenzoic acid. J. Phys. Chern.
Lett. 16, 52525257

T. Majumder, R. A. LaCour, T. Head-Gotrdon, J. M. Dawlaty (2025). Sensing the Acidity of Truncated Hydrogen Bond
Networks using Acetonitrile as a Vibrational Probe. submitted

S. K. Chandy, M. L. Luna, N. Z. Rustad, 1. Zakaria, A. Siebert, S. Devlin, W.-L. Li, M. Blum, T. Head-Gordon (2025).
Ammonia Synthesis under Ambient Conditions: Insights into Water-Nitrogen-Magnetite Interfaces. J. Amer. Chem. Soc.
147, 28, 2453824547

S. Sami, R. A. LaCour, Y. E. Wang, T. Head-Gordon (2025). Improved Treatment of 1-4 interactions in Force Fields
for Molecular Dynamics Simulations. a7Xi:2504.14398 (in review).

M. Nolten, K. T. Xia, S. Pezzotti, G. Schwaab, R. G. Bergman, K. N. Raymond, F. D. Toste, T. Head-Gordon, W.-L.
Li, M. Havenith (2025). Tuning the Free Energy of Host-Guest Encapsulation by Cosolvent. Phys. Chenz. Chem. Phys. 27,
10120-10128
J. P. Heindel, L. Kim, M. Head-Gordon, T. Head-Gordon (2025). Completely Multipolar Model for Many-Body Water-
Ion and Ion-lon Interactions. J. Phys. Chem. Lett. 16 (4), 975-984

Z. Wang, K. Ikeda, H. Shen, M. Loipersberger, A. Zach, A. Aldossary, T. Head-Gordon, M. Head-Gordon (2025). A
second-generation energy decomposition analysis of intermolecular interaction energies from second-order Moller-
Plesset theory: An extensible, orthogonal formulation with useful basis set convergence for all terms. J. Chen. Theory
Compnt. 21(3), 1163-1178.

Amaro, R; Aqvist,].; Babhar, I; Battistini, F.; Bellaiche, A.; Beltran, D.; Biggin, P.C.; Bonomi, M.; Bowman, G.; Bryce,
R.; Bussi, G.; Catloni, P.; Case, D.; Cavalli, A.; Chang, C.A; Cheatham III, T'; Cheung, M.S.; Chipot, C.; Chong, L.T;
Choudhary, P.; Clementi, C.; Collepardo-Guevara, R.; Coveney, P.; Crawford, T.D.; Dal Peraro, M.; de Groot, B.;
Guenza, M.G.; Guzman, H.V.; Delemotte, L.; De Vivo, M.; Essex, J.; Fraternali, F.; Gao, J.; Gelpi, J.L.; Getvasio, F.;
Gonzalez-Nilo, F.; Grubmueller, H. Harris, S.; Head-Gordon, T.; Hernandez, R.; Hospital, A.; Huang, N.; Huang, X;
Hummer, G.; Iglesias-Fernandez, J; Jensen, J.H.; Jha, S.; Jiao, W.; Kamerlin, S.C.L.; Khalid, S. Laughton, C; Levitt, M;
Limongelli, V.; Lindahl, E.; Lindorff-Larsen, K.; Loverde, S.; Lundborg, M.; Luo, Y.; Luque, F.J; Lynch, C.I.; MacKerell,
A; Magistrato, A.; Marrink, S.; Martin, H.; McCammon, J.A; Merz, K.; Moliner, V.; Mulholland, A.; Murad, S,;
Naganathan, A.N.; Nangia, S.; Noe, F.; Noy, A.; Olah, J.; O’Mara, M.; Ondrechen, M.].; Onuchic, ].N.; Onufriev, A.;
Osuna, S.; Panchenko, R. A.; Pantano, S.; Parrinello, M; Perez, A.; Perez-Acle, T.; Perilla, J.R.; Pettitt, B.M.; Pietropalo,
A.; Piquemal, JP.; Poma, A.; Praprotnik, M.; Ramos, M.].; Ren, P.; Reuter, N.; Roitberg, A.; Rosta, E.; Rovira, C.; Roux,
B.; Rothlisberger, U.; Sanbonmatsu, K.; Schlick, T.; Shaytan, A.K.; Simmerling, C.; Smith, ].C.; Sugita, Y.; Swiderek,
K.P.; Taiji, M.; Tao, P.; Tirado-Rives, J.; Tufién I.; Van Der Kamp, M.W.; Van der Spoel, D.; Velankar, S.; Voth, G.A,;
Wade, R.; Warshel, A; Welborn, V.V.; Wetmore, S.; Wong, C.F; Yang, L-W.; Zacharias, M.; Orozco, M. (2025). The
need to implement FAIR principles in biomolecular simulations. Nazure Methods 22, 641-645.

A. Ptaszek*, J. Li*, R. Konrat, G. Platzer, T. Head-Gordon (2024). UCBShift 2.0: Bridging the Gap from Backbone to
Side Chain Protein Chemical Shift Prediction for Protein Structures. J. Am. Chem. Soc. 146 (46), 3173331745
J. P. Heindel, S. Sami, T. Head-Gordon (2024). Completely Multipolar Model as a General Framework for Many-Body
Interactions as Illustrated for Water. J. Chem. Theory Compnt. 20(19):8594-8608
J. P. Heindel, R. A. LaCour, T. Head-Gordon (2024). The Role of Charge in Microdroplet Redox Chemistry. Nature
Comm. 15, Article number: 3670.

E. C.-Y. Yuan*, A. Kumar*, X. Guan, E. D. Hermes, A.P. Rosen, J. Zador, S. M. Blau, T. Head-Gordon (2024).
Analytical ab initio Hessian from a Deep Learning Potential for Transition State Optimization. *equal contribution.
Nature Comm. 15, 8865

L. Kim, T. Head-Gordon (2024). Near Equivalence of Polarizability and Bond Order Flux Metrics for Describing
Covalent Bond Rearrangements. Phys. Chem. Chen. Phys. 26, 27459 — 27465
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S. Sami, R. A. LaCour, J. P. Heindel, T. Head-Gordon (2024). Simple and accurate 1-body energy and dipole surfaces
for water. |. Phys. Chem. Lett. 15, 6712—-6721.

O. Zhang, S. A. Naik, Z. H. Liu, J. Forman-Kay, T. Head-Gordon (2024). A Curated Rotamer Library for Common
Post-Translational Modifications of Proteins. Bioinformatics 40 (7), btae444.

C. R. Reinhardt, M. T. Manetsch, W.-L. Li, T. Head-Gordon, H. J. Kulik (2024). Computational Screening of Putative
Catalyst Transition Metal Complexes as Guests in an Ga4L.6 —12 Nanocage. Inorg. Chem. 63 (31), 14609-14622.

H. Ghafouri, T. Lazar, A. Del Conte, L. G Tenorio Ku, PED Consortium, P. Tompa, S. C. E. Tosatto, A. M. Monzon
(2024). PED in 2024: improving the community deposition of structural ensembles for intrinsically disordered
proteins. Nucleic Acids Research, gkad947.

J. Li*, J. Liang*, Z. Wang, A. L. Ptaszek, X. Liu, B. Ganoe, M. Head-Gordon, T. Head-Gordon (2024). Highly Accurate
Prediction of NMR Chemical Shifts from Low-Level Quantum Mechanics Calculations Using Machine Learning. J.
Comp. Theo. Chem. 20(5), 2152-2166 *equal contribution

J. Li, O. Zhang, Y. Wang, K. Sun, X. Guan, D. Bagni, M. Haghighatlari, F. L. Kearns, C. Parks, R. E. Amaro, T. Head-
Gordon (2024). Mining for Potent Inhibitors through Artificial Intelligence and Physics: A Unified Methodology for
Ligand Based and Structure Based Drug Design. . Comp. Inform. Model. 64 (24), 9082—-9097

R. A. LaCour, J. P. Heindel, T. Head-Gordon (2023). Predicting the Raman Spectra of Liquid Water with a Monomer-
Field Model. J. Phys. Chem. Lert. 14, 1174211749

Z. Zheng, O. Zhang, H. Nguyen, N. Rampal, A. Alawadhi, Z. Rong, T. Head-Gordon, C. Bozgs, J. Chayes, O. Yaghi
(2023). ChatGPT research group for optimizing crystallinity of MOFs and COFs. ACS Central Sei., 9, 2161-2170.
W.-LuLi, Y. Li, J. Li, T. Head-Gordon (2023). How Thermal Fluctuations Influence the Function of the FeMo-cofactor
in Nitrogenase Enzymes. Chen Catalysis, 3, 100662.

H. Hao, E. M. Adams, S. Funke, G. Schwaab, M. Havenith, T. Head-Gordon (2023). The Highly Altered State of
Proton Transport in Acid Pools in Charged Reverse Micelles. J. Awmz. Chem. Soc. 145(3), 1826—1834

F. Novelli, K. Chen, A. Buchmann, T. Ockelmann, C. Hoberg, T. Head-Gordon, M. Havenith (2023). The birth and
evolution of solvated electrons in the water, Proc. Natl. Acad. Sci. 120 (8) €2216480120.

X. Guan, J.P. Heindel, T. Ko, C. Yang, T. Head-Gordon (2023). Beyond potential energy surface benchmarking: a
complete application of machine learning to chemical reactivity. Nature Comp. Sci., 3, 965-974.

W.-L. Li, K. Chen, E. Rossomme, M. Head-Gordon, T. Head-Gordon (2023). Greater Transferability and Accuracy of
Norm-conserving Pseudopotentials using Nonlinear Core Corrections. Cher Ser. 14, 10934-10943.

O. Zhang, M. Haghighatlari, J. Li, J. Correia Teixeira, A. Namini, Z.H. Liu, J. Forman-Kay, T. Head-Gordon (2023).
Learning to evolve structural ensembles of unfolded and disordered proteins using experimental solution data. J. Chez.
Phys. (ML special issue) 158, 174113.

K. Carter-Fenk, M. Liu, L. Pujal, M. Loipersberger, M. Tsanai, R. M. Vernon, J.D. Forman-Kay, M. Head-Gordon, F.
Heidar-Zadeh, T. Head-Gordon (2023). The Energetic Origins of Pi-Pi Contacts in Proteins. J. Aw Chem. Soc. 145 (45),
24836-24851.

T. Khuu, T. Schleif, A. Mohamed, S. Mitra, J. Valdiviezo, J. P. Heindel, T. Head-Gordon, M. Johnson (2023). Intra-
cluster charge migration upon hydration of protonated formic acid by anharmonic analysis of cold ion vibrational
spectra J. Phys. Chem. A 127, 36, 7501-7509

T. Ko, J. Heindel, X. Guan, T. Head-Gordon, D. Williams-Young, C. Yang (2023). Using Diffusion Maps to Analyze
Reaction Dynamics for a Hydrogen Combustion Benchmark Dataset. J. Chenz. Theory Comput. 19, 17, 5872-5885 .

E. Rossomme, L. dos Anjos Cunha, W.-L. Li, K. Chen, A. Mclsaac, T. Head-Gordon, M. Head-Gordon (2023). The
good, the bad, and the ugly: Pseudopotential inconsistency errors in molecular applications of density functional theory.
J. Comp. Theo. Chem. 19(10), 2827-2841.



46

47.

48.

49.

50.

51.

52.

53.

54.

55.

56.

57.

58.

59.

60.

61.

62.

_7_ OCTOBER 10, 2025

J. Li, O. Zhang, S. Lee, A. Namini, Z. H. Liu, J. M. C. Teixeira, J. D. Forman-Kay, T. Head-Gordon (2023). Learning
correlations between internal coordinates to improve 3D Cartesian coordinates for proteins. J. Chem. Theory Comput. 19,
14, 4689-4700

Z.H. Liu, O. Zhang, J. M. C. Teixeira, J. Li, T. Head-Gordon, J. D. Forman-Kay (2023). SPyCi-PDB: A modular
command-line interface for back-calculating experimental datatypes of protein structures. J. Open Source Software, 8(85),
4861.

A. Aldossary, M. Gimferrer, Y. Mao, H. Hao, A. Das, P. Salvador, T. Head-Gordon, M. Head-Gordon (2023). Force
Decomposition Analysis: A method to decompose intermolecular forces into physically relevant component
contributions. J. Phys. Chem. A 127(7), 1760-1774.

J. Liang, Z. Wang, J. Li, J. Wong, X. Liu, B. Ganoe, T. Head-Gordon, M. Head-Gordon (2023). Efficient calculation of
NMR shielding constants using composite method approximations and locally dense basis sets. . Comp. Theo. Chen.
19(2), 514-523.

Z. H. Liu, J. M.C. Teixeira, O. Zhang, T. E. Tsangaris, J. Li, C. C. Gradinaru, T. Head-Gordon, J. D. Forman-Kay
(2023). Local Disordered Region Sampling (LDRS) for Ensemble Modeling of Proteins with Experimentally
Undetermined or Low Confidence Prediction Segments. Bioinformatics, 39(12):btad739

J. Wong, B. Ganoe, X. Liu, T. Neudecker, J. Lee, . Liang, Z. Wang, J. Li, A. Rettig, T. Head-Gordon, M. Head-Gordon
(2023). An in-silico NMR laboratory for nuclear magnetic shieldings computed via finite fields: Exploring Nucleus-
specific renormalizations of MP2 and MP3. . Chem. Phys. 158, 164116

J. P. Heindel, H. Hao, R. A. LaCour, T. Head-Gordon (2022). On the Spontaneous Formation of Hydrogen Peroxide
in Water Microdroplets. J. Phys. Chem. Lett. 3, 43, 10035-10041

J. Witek, J. P. Heindel, X. Guan, I. Leven, H. Hao, P. Naullage, R. A. LaCour, S. Sami, M.F.S.J. Menger, D. V. Cofer-
Shabica, S. Faraji, E. Epifanovsky, T. Head-Gordon (2022). M-Chem: a Modular Software Package for Molecular
Simulation that Spans Scientific Domains. Mo/, Phys. (Peter Gill Festschrift), Article: 2129500 [link]

H. Hao, L. R. Pestana, J. Qian, M. Liu, Q. Xu, T. Head-Gordon (2022). Chemical transformations and transport
phenomena at interfaces. WIRES: Comp.Mol. Sci. ¢1639. https://doi.org/10.1002/wcms. 1639

J. Herbert, M. Head-Gordon, H. P. Hratchian, T. Head-Gordon, R. E. Amaro, A. Aspuru-Guzik, R. Hoffmann, C. A.
Parish, C. M. Payne, T. Van Voorhis (2022). Words Matter: On the Debate over Free Speech, Inclusivity, and Academic
Excellence. J. Phys. Chem. Lett. 13 (30), 7100-7104.

M. Haghighatlari, J. Li, X. Guan, O. Zhang, A.K. Das, C. J. Stein, F. Heidar-Zadeh, M. Liu, M. Head-Gordon, L. Bertels,
H. Hao, 1. Leven, T. Head-Gordon (2022). NewtonNet: A Newtonian message passing network for deep learning of

interatomic potentials and forces. Digital Discovery, 1, 333-343.

W.-L. Li, H. Hao, T. Head-Gordon (2022). Optimizing the solvent reorganization free energy by metal substitution for
nanocage catalysis. ACS Catalysis Letter 12 (7), 3782-3788

H. Hao, I. Leven, T. Head-Gordon (2022). Can electric fields drive chemistry for an aqueous microdroplet? Nature
Comm. 13, Article number: 280

L. Ruiz Pestana, T. Head-Gordon (2022). Evaporation of Water Nanodroplets on Heated Surfaces: Does Nano
Matter? ACS Nano 16 (3), 35633572

A. K. Das, M. Liu, T. Head-Gordon (2022). Development of a Many-Body Force Field for Aqueous Alkali Metal and
Halogen Ions: An ALMO-EDA Guided Approach. J. Chem. Theory Comput. 18 (2):953-967.

X. Guan*, A. K. Das* , CJ. Stein* , F. Heidar Zadeh* , L. Bertels* , M. Liu , M. Haghighatlari , J. Li , O. Zhang , H.
Hao, I. Leven , M. Head-Gordon, T. Head-Gordon (2022). A Benchmark Data Set for Hydrogen Combustion. Sezentific
Data, 9, Article number: 215

P. M. Naullage, M. Haghighatlari, A. Namini, ]. M. C. Teixeira, ]. Li, O. Zhang, C. C. Gradinaru, J. D. Forman-Kay, T.
Head-Gordon (2022). Protein Dynamics to Define and Refine Disordered Protein Ensembles. . Phys. Chene. B (Jose
Onuchic Festschrift), 126, 9, 1885-1894.



63

64.

65.

66.

67.

68.

69.

70.

71.

72.

73.

74.

75.

76.

77.

78.

-8— OCTOBER 10, 2025

. J.M.C. Teixeira, Z. H. Liu, A. Namini, J. Li, R. M. Vernon, M. Krzeminski, A. A. Shamandy, O. Zhang, M. Haghighatlari,

L. Yu, T. Head-Gordon, J. D. Forman-Kay (2022). IDPConformerGenerator: A Flexible Software Suite for Sampling
Conformational Space of Disordered Protein States. J. Phys. Chem. A (editor’s choice) 126(35), 5985—-6003.

K. Chen, W.-L. Li, T. Head-Gordon (2021). Linear Combination of Atomic Dipoles to Calculate the Bond and
Molecular Dipole Moments of Molecules and Molecular Liquids. J. Phys. Chem. Lett. 12, 12360—12369

W.-L. Li, T. Head-Gordon (2021). Catalytic Principles from Natural Enzymes and Translational Design Strategies for
Synthetic Catalysts. ACS Central Science, 7, 1, 72—-80

X. Wang*, J. Li*, H. D. Ha, J. C. Dahl, T. Head-Gordon, A. P. Alivisatos (2021). AutoDetect-mNP: an unsupervised
machine learning algorithm for automated analysis of TEM images of metal nanoparticles. J. Am. Chem. Soc. Au, 1, 3,
316-327 (*equal first author).

E. M. Adams*, H. Hao*, I. Leven, M. Rittermann, H. Wirtz, M. Havenith, T. Head-Gordon (2021). Proton traffic
jam: Effect of nanoconfinement and acid concentration on proton hopping mechanism. Angew. Chem. Int. Ed. 60 (48),
25419-25427 (*equal first anthor).

W.-L. Li, K. Chen, E. Rossomme, M. Head-Gordon, T. Head-Gordon (2021). Optimized norm-conserving
pseudopotentials and basis sets for B97M-V and wB97X-V for typical main-group elements, 3d transition metals, and
noble metals. J. Phys. Chem. Lett. 12(42), 10304—103009.

X. Guan, I. Leven, F. Heidar-Zadeh, T. Head-Gordon (2021). Protein C-GeM: A coarse-grained electron model for
fast and accurate protein electrostatics prediction. J. Chew. Inf. Model. 61,9, 4357—-4369.

M. Liu, A. K. Das, J. Lincoff, S. Sasmal, S. Y. Cheng, R. Vernon, J. Forman-Kay, T. Head-Gordon (2021).
Configurational entropy of folded proteins and its importance for intrinsically disordered proteins. (Special Issue
Frontiers in Protein Structure Research) Int. . Mol Sci. 22(7), 3420.

W.-L. Li, C. N. Lininger, V. V. Welborn, E. Rossomme, A. T. Bell, M. Head-Gordon, T. Head-Gordon, (2021).
Critical Role of Thermal Fluctuations for CO Binding on Electrocatalytic Metal Surfaces. J. Aw. Chem. Soc. Au, 1 (10),
1708-1718.

1. Leven, H. Hao, S. Tan, X. Guan, K. A. Penrod, D. Akbarian, B. Evangelisti, M. ]. Hossain, M. M. Islam, J. Koski,
S. Moore, H. M. Aktulga, A. van Duin, T. Head-Gordon (2021). Recent advances for improving the accuracy,
transferability and efficiency of reactive force fields. J. Cherms. Theory Comput. Perspective 17, 6, 3237-3251.

M. Ahmed, M. Blum, E. J. Crumlin, P. L. Geissler, T. Head-Gordon, D. T. Limmer, K. K. Mandadapu, R. J. Saykally,
K. R. Wilson (2021). Molecular properties and chemical transformations near interfaces, |. Phys. Chem. Feature Article,
(Editor’s Choice) 125, 32, 9037-9051

T. Stauch*, B. Ganoe*, J. Wong*, J. Lee, A. Rettig, J. Liang, J. Li, E. Epifanovsky, T. Head-Gordon, M. Head-
Gordon (2021). Molecular Magnetizabilities Computed Via Finite Fields: Assessing Alternatives to MP2 and
Revisiting Magnetic Exaltations in Aromatic and Antiaromatic Species. Mol Phys., DOI: 10.1080/00268976.
2021.1990426

E. Epifanovsky, A. Gilbert, X. Feng, J.H. Lee, et al. (2021). Software for the frontiers of quantum chemistry: An
overview of developments in the Q-Chem 5 package. J. Chem. Phys. 155, 0§4801.

C. N. Lininger, W.-L. Li, E. Rossomme, V. V. Welborn, T. Head-Gordon, M. Head-Gordon, A. T. Bell (2021).
Challenges for DFT": Calculation of CO adsorption on electrocatalytically relevant metals. Phys. Chem. Chem. Phys. 23,
9394-9406

Y. Mao, M. Loipersberger, P. R Horn, A. K. Das, O. N. Demerdash, D. S. Levine, S. P. Veccham, T. Head-Gordon,
M. Head-Gordon (2021). From intermolecular Interaction Energies and Observable Shifts to Component
Contributions and Back Again: A Tale of Variational Energy Decomposition Analysis. Awnn. Rev. Phys. Chem., 72, 641-
666

D. An, S. Y. Cheng, T. Head-Gordon, L. Lin, J. Lu (2021). Convergence of a stochastic-extended Lagrangian
molecular dynamics method for polarizable forcefield simulation. J. Comzp. Phys. 438, 110338



79.

80.

81.

82.

83.

84.

85.

86.

87.

88.

89.

90.

91.

92.

93.

9.

95.

-9— OCTOBER 10, 2025

Lazar, E. Martinez-Pérez, F. Quaglia, A. Hatos, L. Chemes, P. Bernado, M. Blackledge, T. Cordeiro, E. Fagerberg, J.
Forman-Kay, M. Silvina, N. Garrone, T. Gibson, G. Gomes, C. Gradinaru, T. Head-Gordon, J. Iserte, M. Jensen, E.
Lemke, S. Longhi, J. Marchetti, C. Marino-Buslje, N. Mendez, G. Minervini, T. Mittag, A. Monzon, R. Pappu, G.
Parisi, S. Ricard-Blum, K. Ruff, T. Saldano, E. Salladini, M. Skepo, D. Svergun, S. Vallet, M. Varadi, A. Rueda, P.
Tompa, S. Tosatto, D. Piovesan (2021). PED in 2021: a major update of the Protein Ensemble Database for
intrinsically disordered proteins. Nucleic Acids Research, Database issue, 49 (D1), D404—D411,

V. Vaissier Welborn, W.-L. Li, T. Head-Gordon (2020). Interplay of Encapsulated Water and a Supramolecular
Capsule for Catalysis of Reductive Elimination Reaction from Gold. Nature Comm. 11, Article number: 415

L. Ruiz Pestana, H. Hao, T. Head-Gordon (2020). Diels-Alder Reactions in Water are Determined by
Microsolvation. AACS Nano Lett. 20, 1, 606-611

M. Haghighatlari, J. Li, F. Heidar-Zadeh, Y. Liu, X. Guan, T. Head-Gordon (2020). Learning to Make Chemical
Predictions: the Interplay of Feature Representation, Data, and Machine Learning Algorithms. Chew 6, 1527-1542_
F. Sebastiani, T. A. Bender, S. Pezzotti, W.-L. Li, G. Schwaab, R. G. Bergman, K. N. Raymond, F. D. Toste, T. Head-
Gordon, M. Havenith (2020). An Isolated Water Droplet in the Aqueous Solution of a Supramolecular Tetrahedral
Cage. Proc. Natl. Acad. Sci. USA, 117 (52) 32954-32961

S. Tan, I. Leven, D. An, L. Lin, T. Head-Gordon (2020). Stochastic Constrained Extended System Dynamics for
Solving Charge Equilibration Models. J. Chen. Theory Comput. 16, 10, 5991-5998

G.-N. Gomes, M. Krzeminski, E. W. Martin, T. Mittag, T. Head-Gordon, J. D. Forman-Kay, C. C. Gradinaru
(2020). Integrating smFRET, SAXS and NMR data to infer structural ensembles of an intrinsically-disordered
protein. J. Am. Chem. Soc. 142, 37, 1569715710

I. Leven , H. Hao, A. K. Das, T. Head-Gotdon (2020). A Reactive Force Field with Coarse-Grained Electrons for
Liquid Water. J. Phys. Chem. Lett. 11, 21, 9240-9247.

J. Lincoff, M. Krzeminski, M. Haghighatlari, ]. M.C. Teixeira, G.-N. W. Gomes, C. C. Gardinaru, J. Forman-Kay, T.
Head-Gordon (2020). Extended Experimental Inferential Structure Determination Method for Evaluating the
Structural Ensembles of Disordered Protein States. Chenz. Comm. 3, Article no: 74

J. Li, K. C. Bennett, Y. Liu, M. V. Martin, T. Head-Gordon (2020). Accurate Prediction of Chemical Shifts for
Aqueous Protein Structure for “Real World” Cases using Machine Learning. Chew. Sci. 11, 3180-3191

E. C. Rossomme, C. N. Lininger, A. T. Bell, T. Head-Gordon, M. Head-Gordon (2020). Electronic structure
calculations permit identification of the driving forces behind frequency shifts in transition metal

monocarbonyls. Phys. Chene. Chem. Phys. 22, 781-798

F. Novelli, L. Ruiz Pestana, K. C. Bennett, F. Sebastiani, E. Adams, N. Stavrias, T. Ockelmann, A. Colchero, C.
Hoberg, G. Schwaab, T. Head-Gordon, M. Havenith (2020). Strong Anisotropy in Liquid Water upon Librational
Excitation Using Terahertz Laser Fields. J. Phys. Chem. B 124, 24, 4989-5001

V. Vaissier Welborn, T. Head-Gordon (2019). Fluctuations of Electric Fields in the Active Site of the Enzyme
Ketosteroid Isomerase. J. Awm. Chem. Soc. Comm. 141 (32), 12487-12492

M. Loipersberger, J. Lee, Y. Mao, A. Das, K. Ikeda, J. Thirman, T. Head-Gordon, M. Head-Gordon (2019). Energy
Decomposition Analysis for Interactions of Radicals: Theory and Implementation at the MP2 Level with Application
to Hydration of Halogenated Benzene Cations and Complexes between CO2 and Pyridine and Imidazole. J. Phys.
Chem. A 123, 44, 9621-9633.

V. Vaissier Welborn, T. Head-Gordon (2019). Computational Design of Synthetic Enzymes. Chen. Rer. 119 (11),
6613-6630.

A. Albaugh, M. Tuckerman, and T. Head-Gordon (2019). Combining iteration-free polarization with large time step
stochastic-isokinetic integration. J. Chems. Theory Comput. 15 (4) 2195-2205

J. Lincoff, S. Sasmal, T. Head-Gordon (2019). The combined force field-sampling problem in simulations of disordered
amyloid-B peptides. J. Chem. Phys. 150, 104108.



-10- OCTOBER 10, 2025

96. ]. Dziedzic, T. Head-Gordon, M. Head-Gordon, C.-K. Skylaris (2019). Mutually polatrizable QM/MM model with in
situ optimized localized basis functions. J. Chen. Phys. 150, 074103.

97. T. Head-Gordon, F. Paesani (2019). Water is not a dynamic polydisperse branched polymer. Proc. Natl. Acad. Sci. (Letter
to the Editor) 116 (27) 13169-13170.

98. S. Liu, J. Li, K. C. Bennett, B. Ganoe, T. Stauch, M. Head-Gordon, D. Ushizima, A. Hexemer, T. Head-Gordon (2019).
A Multi-resolution 3D-DenseNet for chemical shift prediction in NMR crystallography. J. Phys. Chem. Lett. 10, 4558-
4565

99. 1. Leven, T. Head-Gordon (2019). Inertial Extended-Lagrangian scheme for solving charge equilibration force fields.
Phys. Chem. Chem. Phys. 21, 18652-18659.

100.A. K. Das, L. Urban, 1. Leven, M. Loipersberger, A. Aldossary, M. Head-Gordon, T. Head-Gordon (2019).
Development of an advanced force field for water using variational energy decomposition analysis. J. Chenz. Theory
Comput. 15 (9), 5001-5013

101.Y. Qiu, P. S. Nerenberg, T. Head-Gordon, L.-P. Wang (2019). Systematic optimization of water models using
liquid/vapor surface tension data. J. Phys. Chem. B 123 (32) 7061-7073.

102.Leven, T. Head-Gordon (2019). C-GeM: Coarse-Grained Electron Model for Predicting the Electrostatic Potential in
Molecules. J. Phys. Chem. Lett. 10, 6820-6826

103.M. Loipersberger, J. Lee, Y. Mao, A. Das, K. Ikeda, J. Thirman, T. Head-Gordon, M. Head-Gordon (2019). Energy
Decomposition Analysis for Interactions of Radicals: Theory and Implementation at the MP2 Level with Application
to Hydration of Halogenated Benzene Cations and Complexes between CO2—* and Pyridine and Imidazole. J. Phys.
Chem. A 123, 44, 9621-9633.

104.V. Vaissier Welborn, L. Ruiz Pestana, T. Head-Gordon (2018). Computational optimization of electric fields for better
catalysis design. Nature Catalysis 1, 649-655.

105.V. Vaissier, S. C. Sharma, K. Schaettle, T. Zhang, T. Head-Gordon (2018). Computational optimization of electric fields
for improving catalysis of a designed Kemp Eliminase. ACS Catalysis 8, 219-227.

106.L. Ruiz Pestana, L. E. Felberg, T. Head-Gordon (2018). Coexistence of multilayered phases of nanoconfined water:
the importance of flexible confining surfaces. ACS Nano 2 (1), 448—454.

107.P. S. Nerenberg and T. Head-Gordon (2018). New developments in force fields for biomolecular simulations. Curr.
Opin. Struct. Bio. 49, 129-138.

108.V. Vaissier Welborn, T. Head-Gordon (2018). Electrostatics generated by a supramolecular capsule stabilizes the
transition state for carbon-carbon reductive elimination from a gold(I1l) complex. J. Phys. Chem. Lett. 9(14), 3814-3818.

109.L. Ruiz Pestana, O. Marsalek, T. E. Markland, T. Head-Gordon (2018). The quest for accurate liquid water properties
from first principles. J. Phys. Chem. Lett. 9 (17), 5009-5016.

110. O. N. Demerdash, L.-P. Wang, T. Head-Gordon (2018). Advanced models for water simulations. WIREs Computational
Molecular Science 8 (1), e1355.

111. E. Jurrus, D. Engel, K. Star, K. Monson, J. Brandi, L. E. Felberg, D.H. Brookes, L. Wilson, J. Chen, K. Liles, M. Chun,
P. Li, T. Dolinsky, R. Konecny, D. Koes, J. E. Nielsen, T. Head-Gordon, W. Geng, R. Krasny, M. Gunner, G.-W. Wei,
M. J. Holst, J. A. McCammon, N. A. Baker (2018). Improvements to the APBS biomolecular solvation software suite.
Protein Sei 27 (1), 112-128.

112. L. Ruiz Pestana, N. Minnetian, L. Nielsen Lammers, T. Head-Gordon, (2018). Dynamical inversion of the energy
landscape promotes non-equilibrium self-assembly of binary mixtures. RSC Chemical Science, 9, 1640 - 1646.

113.S. Belsare, V. Pattni, M. Heyden, and T. Head-Gordon (2018). Solvent entropy contributions to catalytic activity in
designed and optimized Kemp Eliminases. J. Phys. Chem. B (Ken Dill Festschrift), 122 (21), 5300-5307.

114. K. Schaettle, L. R. Pestana, T. Head-Gordon, L. Nielsen Lammers (2018). A structural coarse-grained model for clays
using simple iterative Boltzmann inversion, J. Chen. Phys. 148, 222809.

115. A. Albaugh, A. M. N. Niklasson, T. Head-Gordon (2018). Higher-order Extended Lagrangian Born-Oppenheimer
Molecular Dynamics for Classical Polarizable Models. |. Chen. Theory Comput. 14 (2), 499-511.

116. A. Krylov, T. L. Windus, T. Barnes, E. Marin-Rimoldi, J. Nash, B. Pritchard, D. G. A. Smith, D. Altarawy, P. Saxe, C.
Clementi, T. D. Crawford, R. Harrison, S. Jha, V. S. Pande, T. Head-Gordon (2018). Computational chemistry software



—11- OCTOBER 10, 2025

and its advancement as illustrated through three grand challenge cases for molecular science. J. Chens. Phys. Perspective
149, 180901.

117. A. K. Das, O. N. Demerdash, T. Head-Gordon (2018). Improvements to the AMOEBA Force Field by Introducing
Anisotropic Atomic Polarizability of the Water Molecule. J. Chere. Theory Comput. 14 (12), 6722—6733.

118. A. Albaugh and T. Head-Gordon (2017). A new method for treating Drude polarization in classical molecular
simulation. J. Chem. Theory Comput. 13(11):5207-5216.

119. O. N. Demerdash, Y. Mao, T. Liu, M. Head-Gordon, T. Head-Gordon (2017). Assessing many-body contributions to
intermolecular interactions of the AMOEBA force field using energy decomposition analysis of electronic structure
calculations. J. Chem. Phys. 147, 161721.

120.S. Sasmal, J. Lincoff, and T. Head-Gordon (2017). Effect of a paramagnetic spin label on the intrinsically disordered
peptide ensemble of amyloid beta Bigphys. J. 113 (5), 1002-1011.

121. A. Bhowmick, S. Sharma, T. Head-Gordon (2017). The importance of the scaffold for de novo enzymes: A Case Study
with Kemp Eliminases. J. Am. Chem. Soc. 139(16):5793-5800.

122.L.. Ruiz Pestana, K. Kolluri, T. Head-Gordon, and L. Nielsen Lammers (2017). Direct exchange mechanism for
interlayer ions in non-swelling clays. Environ. Sei. & Tech. 51 (1), 393—-400

123.N. Mardirossian, L. Ruiz Pestana, J. C. Womack, C.-K. Skylaris, T. Head-Gordon, M. Head-Gordon (2017). On the use
of the rVV10 nonlocal correlation functional in the B97M-V density functional. J. Phys. Chem. Lett. 8, 35-40.

124.A. Esser*, S. Belsare*, D. Marx, and T. Head-Gordon (2017). Mode specific THz spectra of solvated amino acids using
the AMOEBA polarizable force field. Phys. Chem. Chem. Phys. 19, 5579-5590.

125.A. Albaugh, A. Niklasson, and T. Head-Gordon (2017). Accurate classical polarization solution with no self-consistent
tield iterations. J. Phys. Chem. Lett. 8, 17141723

126.V. Vitale, J. Dziedzic, A. Albaugh, A. Niklasson, T. Head-Gordon, C.-K. Skylaris (2017). Performance of extended
Lagrangian schemes for molecular dynamics simulations with classical polarizable force fields and density functional
theoty. J. Chem. Phys. 146, 124115

127.A. C. Cart, L. E. Felberg, V. A. Piunova, J. E. Rice, T. Head-Gordon, W. C. Swope (2017). The effect of hydrophobic
core topology and composition on the structure and kinetics of star polymers, a molecular dynamics study. J. Cher.
Theory Comput. 121 (13), 2902-2918.

128.L. E. Felberg, D. H. Brookes, E. Jurrus, N. Baker, and T. Head-Gordon (2017). PB-AM: An open-source, fully analytical
linear Poisson-Boltzmann solver. J. Comp. Chem. (Brooks Festschrift) 38 (15), 1275-1282

129.L. Ruiz Pestana, N. Mardirossian, M. Head-Gordon, T. Head-Gordon (2017). Ab initio simulations of liquid water
using high quality meta-GGA functionals. Chemical Science 8, 3554 — 3565.

130.L.-P. Wang, K. A. McKiernan, ]. Gomes, K. A. Beauchamp, T. Head-Gordon, J. E. Rice, W. C. Swope, T. J. Martinez, V.
S. Pande (2017). Building a more predictive protein force field: a systematic and reproducible route to AMBER-FB15.
J- Phys. Cheme. B 121 (16), 4023—4039.

131.Y. Mao, Y. Shao, J. Dziedzic, C.-K. Skylaris, T. Head-Gordon, M. Head-Gordon (2017). Performance of the AMOEBA
water model in the vicinity of QM solutes: a diagnosis using energy decomposition analysis. . Chem. Theory Comput. 13
(5), 1963-1979.

132.D. H. Brookes and T. Head-Gordon (2016). Experimental inferential structure determination of ensembles for
intrinsically disordered proteins. J. Am. Chem. Soc. 138 (13), 4530—4538.

133.A. Bhowmick, S. Sharma, T. Head-Gordon (2016). The role of side chain entropy and mutual information for
improving the de novo design of Kemp Eliminases KE07 and KE70. Phys. Chem. Chen. Phys. 18, 19386-19396

134.0. N. Demerdash and T. Head-Gordon (2016). Electrostatic embedding schemes for the many-body approximation of
classical polarizable models. . Chens. Theory Comput. 12 (8), 3884-3893

135.Y. Mao, P. R. Horn, N. Mardirossian, C.-K. Skylaris, T. Head-Gordon, M. Head-Gordon (2016). Approaching the basis
set limit for DFT calculations using an environment-adapted minimal basis with perturbation theory: Formulation,
proof of concept, and a pilot implementation. J. Chem. Phys. 145, 044109.

136.A. Bhowmick, D. H. Brookes, M. S. R. Yost, H. J. Dyson, J. Forman-Kay, D. Gunter, M. Head-Gordon, G. L. Hura, V.
S. Pande, D. E. Wemmer, P. E. Wright, T. Head-Gordon (2016). Finding our way in the dark proteome. J. An. Chen.
Soc. (Perspective) 138 (31), 9730-9742



12— OCTOBER 10, 2025

137.A. Albaugh, R. Bradshaw, O. N. Demerdash, J. Dziedzic, Y. Mao, D. T. Marguly, Q. Zeng, H. A. Boateng, D. Case, P.
Eastman, J. Essex, M. Head-Gordon, V. S. Pande, J. Ponder, Y. Shao, J. Swails, C.-K. Skylaris, I. T. Todorov, M. E.
Tuckerman, T. Head-Gordon (2016). Advanced potential energy surfaces and software for molecular simulation. J. Phys.
Chem. B (Feature article) 120 (37), 9811-9832.

138.]. Dziedzic, Y. Mao, Y. Shao, J. Ponder, T. Head-Gordon, M. Head-Gordon, C.-K. Skylaris (2016). TINKTEP: A fully
self-consistent QM/polatizable-MM approach based on the AMOEBA force field. |. Chen. Phys. 145, 124106.

139.0. N. Demerdash and T. Head-Gordon (2016). Parallel implementation of approximate atomistic models of the
AMOEBA polarizable model. Chew. Phys. Lett. 664, 191-198.

140.]. Lincoff, S. Sasmal, and T. Head-Gordon (2016). Comparing generalized ensemble methods for sampling of systems
with many degrees of freedom. J. Chem. Phys. 145, 174107.

141.Y. Mao, O. N. Demerdash, M. Head-Gordon, T. Head-Gordon (2016). Assessing water-water and ion-water interactions
in the AMOEBA force field using energy decomposition analysis of electronic structure calculations. J. Chens. Theory
Comput. 12 (11), 5422-5437.

142.L. E. Felberg, A. Doshi, G. L. Hura, . Sly, V. A. Plunova, R. Miller, J. E. Rice, W. C. Swope, T. Head-Gordon (2016).
Structural Transition of Nanogel Star Polymers with pH by Controlling PEGMA Interactions with Acid or Base
Copolymers. Mol. Phys. 114, 21, 3221-3231.

143.S. Sasmal, N. Schwierz, and T. Head-Gordon (2016). Mechanism of Nucleation and Growth for Different Monomer
Ensemble Additions to AR40 Alzheimer’s Disease Fibrils. |. Phys. Chem. B 120, 12088—12097.

144.A. Albaugh, O. N. Demerdash, and T. Head-Gordon (2015). An efficient and stable hybrid extended lagrangian/self-
consistent field scheme for solving classical mutual induction. J. Chem. Phys. 143, 174104

145.S. Sharma, T. Armand, K. A. Ball, A. Chen, J. Pelton, D. Wemmer, and T. Head-Gordon (2015). A facile method for
expression and purification of ’N-isotope labeled human Alzheimer’s 3-amyloid peptides from E. co/i for NMR-based
structural analysis. Protein Expr. Purif. 116, 82-89.

146.D. H. Brookes and T. Head-Gordon (2015). The family of oxygen-oxygen radial distribution functions for water. J.
Phys. Chem. Lett. 6 (15), 2938-2943.

147.M. Laury, L.-P. Wang, V. S. Pande, T. Head-Gordon, J. Ponder (2015). Revised parameters for the AMOEBA polarizable
atomic multipole water model. J. Phys. Chem. B (Branka Ladanyi Festschrift) 119 (29), 9423-9437.

148.A. Bhowmick and T. Head-Gordon (2015). A Monte Carlo method for generating side chain structural ensembles.
Structure 23(1):44-55.

149.L. E. Felberg, D. H. Brookes, J. E. Rice, T. Head-Gordon, and W. Swope (2015). Role of hydrophilicity and length of
diblock arms for determining star polymer physical properties. J. Phys. Chenr. B (William Jorgensen Festschrift) 119 (3), 944—
957

150.E. Yedvabny, P. S. Nerenberg, C. So, T. Head-Gordon (2015). The disordered structural ensembles of vasopressin and
oxytocin and their mutants. J. Phys. Chems. B (William Jorgensen Festschriff) 119(3):896-905

151. O. N. Demerdash, E.-H. Yap and T. Head-Gordon (2014). Advanced potential energy surfaces for condensed phase
simulation. Ann. Rev. Phys. Chem. 65, 149-174

152.T. Vazina, K. A. Ball, H. Lu, T. Head-Gotrdon, M-M. Poo, D. V. Schaffer (2014). Efficient derivation of cortical
glutamatergic neurons from human pluripotent stem cells: A model to study Alzheimer’s disease. Newrobiology of Disease,
062, 62-72.

153.T. Head-Gordon and J. E. Rice (2014). Tribute to William C. Swope. J. Phys. Chen. B 118 (24) 6357-6359.

154.K. A. Ball, D. E. Wemmer & T. Head-Gordon (2014). Comparison of structure determination methods for intrinsically
disordered amyloid-B peptides. J. Phys. Chem. B (William Swope Festschrift) 118 (24), 6405-6416.

155.E.-H. Yap and T. Head-Gordon (2013). Calculating the bimolecular rate of protein—protein association with interacting
crowders. J. Chem. Theory Comput. 9(5), 2481-2489.

156.N. Liguori, P. S. Nerenberg, T. Head-Gordon (2013). Embedding AB42 in heterogeneous membranes depends on
cholesterol asymmetries. Bigphys. J. 105(4), 899-910.

157.K. A. Ball, A. Phillips, D. E. Wemmer & T. Head-Gordon (2013). Differences in B—strand populations of monomeric
AB40 and AB42. Biophys. J. 104 (12), 2714-2724 (Cover art)



-13- OCTOBER 10, 2025

158.L.-P. Wang, T. Head-Gordon, J. Ponder, P. Ren, J. Chodera, T. Martinez, V. S. Pande (2013). A systematic improvement
on the classical molecular model of water. J. Phys. Chens. B 117 (34), 9956-9972 .

159.D. J. Wales and T. Head-Gordon (2012). Evolution of the potential energy landscape with static pulling force for two
model proteins. J. Phys. Chem. B 116 (29), 8394-8411.

160.T. Head-Gordon, R. M. Lynden-Bell, J. Dowdle, P. . Rossky (2012). Predicting solubility of hard spheres: How far is
the Gaussian approximation valid? Phys. Chem. Chem. Phys 14 (19), 6996 — 7004.

161.P. S. Nerenberg, B. Jo, C. So, A. Tripathy, T. Head-Gordon (2012). Optimizing protein-solvent force fields to reproduce
solvation free energies. J. Phys. Chem. B 116 (15), 4524-4534

162.R. M. Lynden-Bell, N. Giovambattista, P. G. Debenedetti, T. Head-Gordon, P. J. Rossky (2011). Hydrogen bond strength
and network effects on hydration of nonpolar molecules. Phys. Chenr. Chem. Phys. 13 (7), 2748 — 2757.

163.P. S. Nerenberg & T. Head-Gordon (2011). Optimizing protein-solvent force fields to reproduce intrinsic
conformational preferences of model peptides. J. Chene. Theory Comput 7 (4), 1220-1230

164.D. Lambrecht, G. N. I. Clark, T. Head-Gordon, M. Head-Gordon (2011). Simulated photoelectron spectra of CN(H>O)-
~ via quasiclassical molecular dynamics. J. Phys. Chem. A 115 (23), 5928-5935.

165.K. A. Ball, A. Phillips, P. S. Nerenberg, N. L. Fawzi, D. E. Wemmer & T. Head-Gordon (2011). Homogeneous and
heterogeneous tertiary structure ensembles of amyloid-8 peptides. Biochemistry, 50 (35), 7612-7628.

166.D. Lambrecht, G. N. L. Clark, T. Head-Gordon, M. Head-Gordon (2011). Exploring the rich energy landscape of
sulfate-water clusters via a joint molecular mechanics and ab initio approach. J. Phys. Chem. A (Pavel Hobza Festschrif?)
11541), 11438-11454

167.Peng & T. Head-Gordon (2011). Auto-inhibition dynamical mechanism in AMP-activated protein kinase. PLoS Comput
Biol 7(7): €1002082. doi:10.1371 /journal.pcbi. 1002082

168.M. Lin and T. Head-Gordon (2011). Reliable protein structure refinement using a physically derived energy function. J.
Comp. Chem. 32, 709-717.

169.]. W. Ponder, C.J. Wu, P. Ren, V.S. Pande, 1. Haque, R.A. Distasio Jr., D. Lambrecht, M. Head-Gordon, G.N.I. Clark,
M.E. Johnson, T. Head-Gordon (2010). Current status of the AMOEBA polarizable force field. J. Phys. Chem. B (Feature
Article and Cover) 114, 2549-2564.

170.]. Z. Ruscio, N. Lux Fawzi & T. Head-Gordon (2010). How hot? Systematic convergence of the replica exchange
method using multiple reservoirs. J. Comp. Chem. 31, 620-627.

171. Malardier-Jugroot, D. T. Bowron, A. K. Soper, M. E Johnson, and T. Head-Gordon (2010). Structure and dynamics of
aqueous peptide solutions in the presence of co-solvents. Phys. Chem. Chem. Phys. (Jonrnal Cover) 12, 382-392.

172.M. E Johnson, C. Malardier-Jugroot, and T. Head-Gordon (2010). Effects of co-solvents on peptide hydration water
structure and dynamics. Phys. Chenr. Chem. Phys. (Journal cover) 12, 393-405.

173.Peng, L. Zhang & T. Head-Gordon (2010). Instantaneous normal modes as a reaction coordinate for protein
conformational transitions. Bigphys. J. 98, 2356-2364.

174.A. K. Soper, J. Teixeira, and T. Head-Gordon (2010). Is ambient water inhomogeneous on the nanometre length scale?
Proc. Natl. Acad. Sci. Letter to editor published online.

175.G. N. 1. Clatk, C. D. Cappa, J. D. Smith, R. J. Saykally, T. Head-Gordon (2010). The structure of ambient water. Mo/.
Phys. (Review) 108 (11), 1415- 1433,

176.G. N. L. Clark, G. L. Hura, J. Teixeira, A. K. Soper, T. Head-Gordon (2010). Small angle scattering and the structure of
ambient liquid water. Proc. Natl. Acad. Sci. 107, 14003-14007.

177.A. Sodt and T. Head-Gordon (2010). An implicit solvent coarse-grained lipid model with correct stress profile. J. Chens.
Phys. 132, 205103-205310.

178. A. Sodt and T. Head-Gordon (2010). Driving forces for transmembrane a-helix oligomerization. Bigphys. J. 99, 227-
237.

179. E.-H. Yap and T. Head-Gordon (2010). New and efficient Poisson-Boltzmann solver for interaction of multiple
proteins . Chem. Theory Comput. (Journal cover) 6, 2214-2224.

180. J. E. Kohn, P. Afonine, J. Z. Ruscio, P. D. Adams, T. Head-Gordon (2010). Evidence of functional protein dynamics
from X-ray crystallography. PLoS Computational Biology 6(8): e1000911.



-14 - OCTOBER 10, 2025

181. J. Z. Ruscio, J. E. Kohn, K. A. Ball, T. Head-Gordon (2009). The influence of protein dynamics on the success of
computational enzyme design. J. Aw. Chem. Soc. 131, 14111-14115.

182.M.E. Johnson and T. Head-Gordon (2009). Assessing thermodynamic-dynamic relationships for water-like liquids. J.
Chem. Phys. 130, 214510-21.

183.M.E. Johnson, C. Malardier-Jugroot, R.K. Murarka, and T. Head-Gordon (2009). Hydration water dynamics near
biological interfaces. J. Phys. Chem. B 113, 4082—4092

184.W. Lyons, D. Arnett, A. Choudhary, P. Colella, J. Cracraft, ]. A. Dutton, S. V. Edwards, D. J. Erickson, T. L. Head-
Gordon, L. Hernquist, G. E. Keller, N. H. Patel, M. E. Rezac, R. B. Smith, J. M. Stone, J. C. Wooley (2008). The Potential
Impact of High-End Capability Computing on Four Ilustrative Fields of Science and Engineering, Washington DC,
National Academies Press.

185.T. Head-Gordon (2008). Spotlight on “Polypeptide Friction and Adhesion on Hydrophobic and Hydrophilic Surfaces:
A Molecular Dynamics Case Study” |. Ane. Chem. Soc. Published online bttp:/ / pubs.acs.org/ JACS beta/ jvi/ issue3. htnil.

186.Malardier-Jugroot, M.E. Johnson, R.K. Murarka, and T. Head-Gordon (2008). Aqueous peptides as experimental
models for hydration water dynamics near protein surfaces. Phys. Chenr. Chem. Phys. 10, 4303-4308.

187.N. Lux Fawzi, E.-H. Yap, Y. Okabe, K. Kohlstedt, S. P. Brown & T. Head-Gordon (2008). Contrasting disease and non-
disease protein aggregation. Acc. Chem. Research 41, 1037-1047.

188.N. Lux Fawzi, A. Phillips, ]. Z. Ruscio, M. Doucleff, D. E. Wemmer & T. Head-Gordon (2008). Structure and dynamics
of the Alzheimer’s ALl 2 30 peptide from the interplay of NMR experiments and simulation. J. .Awz. Chem. Soc. 130, 6145-
6158.

189.M. S. Lin and T. Head-Gordon (2008). Improved energy selection of native loops from loop decoys. J. Cher. Theory
Comput, 4,515-521 (Cover article).

190.T. Head-Gordon and R. M. Lynden-Bell (2008). Hydrophobic solvation of Gay-Berne particles in modified water
models. J. Chem. Phys. 128, 104506-104512.

191.N. Lux Fawzi, K. Kohlstedt, Y. Okabe & T. Head-Gordon (2008). Protofibril assemblies of the Arctic, Dutch and
Flemish mutants of the Alzheimer’s Aby.4 peptide. Bigphys. J. 94, 2007-2016.

192.R. K. Murakra and T. Head-Gordon (2008). Dielectric relaxation of aqueous solutions of hydrophobic and hydrophilic
peptides. J. Phys. Chem. B 112, 179-186.

193.E.-H. Yap, N. Lux Fawzi & T. Head-Gordon (2008). A coarse-grained L[] carbon protein model with anisotropic
hydrogen-bonding, Proteins, Struct. Fune.. Bioinf. 70, 626-638.

194.R. K. Murakra and T. Head-Gordon (2007). Single particle and collective hydration dynamics of hydrophobic and
hydrophilic peptides. J. Chem. Phys. 126, 215101-215109.

195.M. S. Lin, N. L. Fawzi, and T. Head-Gordon (2007). Hydrophobic potential of mean force as a solvent function for
protein structure prediction. Structure 15, 727-740.

196.M. E. Johnson, T. Head-Gordon, A. A. Louis (2007). Representability problems for coarse-grained water models. J.
Chem. Phys. 126, 144509-144519.

197.Malardier-Jugroot and T. Head-Gordon (2007). Separable cooperative and localized translational motions of confined
watet. Phys. Chem. Chem. Phys. 9, 1962-1971.

198.T. Head-Gordon and S. Rick (2007). Consequences of chain networks on thermodynamic, dielectric and structural
properties for liquid water. Phys. Chem. Chen. Phys. 9, 83-91.

199.N. Lux Fawzi, Y. Okabe, E.-H. Yap & T. Head-Gordon (2007). Determining the critical nucleus and mechanism of
fibril elongation of the Alzheimer’s ALl 149 peptide. J. Mol Biol. 365, 535-550

200. R. M. Lynden-Bell and T. Head-Gordon (20006). Solvation in modified water models: toward understanding
hydrophobic solvation. Mo/. Phys. 104, 3593-3605.

201.Lotan and T. Head-Gordon (2006). An analytical electrostatic model for salt screened interactions between multiple
proteins. J. Cheme. Theory Comput. 2 (3), 541-555.

202. T. Head-Gordon & M. E. Johnson (20006). Tetrahedral structure or chains for liquid water? Proc. Natl. Acad. Sei. 103,
7973-7977.

203. N. Marianayagam, N. Fawzi & T. Head-Gordon (2005). Protein folding by distributed computing and the denatured
state ensemble, Proc. Natl. Acad. Sci. 102, 16684-16689.




-15- OCTOBER 10, 2025

204. Russo, R. K. Murakra, ]. R.D. Copley, T. Head-Gordon (2005). Molecular view of water dynamics near model
peptides. J. Phys.Chem. B 109; 12966-12975

205. N. Fawzi, V. Chubukov, L.A. Clark, S. Brown & T. Head-Gordon (2005). Influence of denatured and intermediate
states of folding on protein aggregation. Protein Science 14, 993-1003.

206. Russo, R. K. Murarka, G. Hura, E. R. Verschell, J. R.D. Copley, & T. Head-Gordon (2004). Evidence for anomalous
hydration dynamics as a function of temperature near a model hydrophobic peptide J. Phys. Chem. B (Stillinger Feitschrif?)
108, 19885-19893.

207. Eskow, B. Bader, R. Bytd, S. Crivelli, T. Head-Gordon, V. Lamberti and R. Schnabel (2004). An optimization approach
to the problem of protein structure prediction. Mathematical Programming 101, 497-514.

208. Russo, G. Hura, & T. Head-Gordon (2004). Hydration dynamics near a model protein surface. Bigphys. J. 86, 1852-
1862

209. W. Horn, W. C. Swope, J. W. Pitera, J. D. Madura, T. ]. Dick, Greg Hura, T. Head-Gordon (2004). Development of an
improved four-site water model for biomolecular simulations: TIP4P-Ew. . Cher. Phys.120, 9665-9678.

210.S. Brown & T. Head-Gordon (2004). Intermediates in the folding of proteins L and G. Protein Sci. 13, 958-970.

211.S. Crivelli & T. Head-Gordon (2004). A new load balancing strategy for the solution of dynamical large tree search
problems using a hierarchical approach. IBM Re¥D Journal 48, 153-160.

212.S. Brown & T. Head-Gordon (2003). Cool-walking: a new markov chain monte carlo sampling method. J. Comp. Chem.
PAK Symposium 24, 68-76.

213.T. Head-Gordon & S. Brown (2003). Minimalist models for protein folding and design. Curr. Opin. Struct. Biol. 13, 160-
167.

214.Hura, D. Russo, R.M. Glaeser, M. Krack, M. Parrinello, and T. Head-Gordon (2003). Water structure as a function of
temperature from x-ray scattering experiments and ab initio molecular dynamics. Phys. Chem. Chem. Phys. 5, 1981-1991.

215.S. Brown, N. Fawzi, & T. Head-Gordon (2003). Coarse-grained sequences for protein folding and design. Proc. Nat.
Acad. $¢100, 10712-10717

216.M. Sorenson & T. Head-Gordon (2002). Protein engineering study of Protein L by Simulation. J. Comp. Biol. 9, 35-54.

217.T. Head-Gotrdon, G. Hura, J. Sorenson,, R.M. Glaeser (2002). Pure water structure and hydration forces for protein
folding, in V. V. Brazhkin. S. V. Buldyrev, V. N. Ryzhov, and H. E. Stanley, eds., New Kinds of Phase Transitions:
Transformations in Disordered Substances Kluwer, Dordrecht, V. 8, 403-415.

218.M. Sorenson & T. Head-Gordon (2002). Toward minimalist models of larger proteins: a ubiquitin-like protein. Proteins:
Structure, Function, Genetics 46, 368-379.

219.S. J. Zhong, V. Dadarlat, T. Head-Gordon, R. M. Glaeser & K. Downing (2002). Modeling chemical bonding effects for
protein electron crystallography. Acta. Cryst. A58, 162-170.

220. S. Crivelli, E. Eskow, B. Bader, V. Lamberti, R. Byrd, R. Schnabel & T. Head-Gordon (2002). A physical approach to
protein structure prediction. Bigphys. |. 82, 36-49.

221.T. Head-Gordon and G. Hura (2002). Water Structure from scattering experiments and simulation. Chemical Reviews 102,
2651-2670.

222. T. Head-Gordon and J. Wooley (2001). Computational challenges in structural and functional genomics. IBM Systems
Journal: Deep Computing in the Life Sciences 40, 265-296.

223. P Hsu, G.R. Fleming, M. Head-Gordon, and T. Head-Gordon (2001). Excitation energy transfer in condensed media.
J. Chem. Phys. 114, 3065-3072.

224. S. Crivelli, T. M. Philip, R. Byrd, E. Eskow, R. Schnabel, R. C. Yu, T. Head-Gordon (2000). A global optimization
strategy for predicting protein tertiary structure: a-helical proteins. Comp. & Chem 24, 489-497.

225. Azmi, R. H. Byrd, E. Eskow, R. Schnabel, S. Crivelli, T. M. Philip, T. Head-Gordon (2000). Predicting protein tertiary
structure using a global optimization algorithm with smoothing, Optimization in Computational Chemistry and
Molecular Biology: Local and Global Approaches, C. A. Floudas and P. M. Pardalos, editors (Kluwer Academic
Publishers, Netherlands), 1-18.

226. M. Sorenson & T. Head-Gordon (2000). Matching simulation and experiment: a new simplified model for simulating
protein folding. J. Comsp. Bio. 7, 469-481.




-16- OCTOBER 10, 2025

227. Hura, . Sorenson, R.M. Glaeser & T. Head-Gordon (2000). A high-quality x-ray scattering experiment on liquid water
at ambient conditions. J. Chem. Phys. 113, 9140-9148.

228. J. Sorenson, G. Hura, RM. Glaeser & T. Head-Gordon (2000). What can x-ray scattering tell us about the radial
distribution functions of watet? J. Chenz. Phys 113, 9149-9161.

229. A. Pertsemlidis, A. K. Soper, J. M. Sorenson & T. Head-Gordon (1999). Evidence for microscopic, long-range
hydration forces for a hydrophobic amino acid. Proc. Natl. Acad. Sci. 96, 481-486.

230. S. Chang, T. Head-Gordon, R. M. Glaeser & K. Downing (1999). Chemical bonding effects in the determination of
protein structures by electron crystallography. Acta. Cryst. A55, 305-313.

231.]. M. Sorenson, G. Hura, A, K, Soper, A. Pertsemlidis & T. Head-Gordon (1999). Determining the role of hydration
forces in protein folding. Invited Feature Article for |. Phys. Chem. B, 103 5413-5420.

232. Hura, J. M. Sorenson, R. M. Glaeser & T. Head-Gordon (1999). Solution x-ray scattering as a probe of hydration-
dependent structuring of aqueous solutions. Perspectives in Drug Discovery and Design 17, 97-118.

233. S. Crivelli, T. Head-Gordon, R. H. Bytd, E. Eskow, R. Schnabel (1999). A hierarchical approach for parallelization of
a global optimization method for protein structure prediction. Lecture Notes in Computer Science, Euro-Par '99, P. Amestoy,
P. Berger, M. Dayde, 1. Duff, V. Fraysse, L. Giraud, D. ruiz (eds.), pg. 578-585.

234. P. Hsu, M. Head-Gordon & T. Head-Gordon (1999). Reaction field cavity optimization: A born-again Born model
for ionic hydration. J. Chem. Phys. 111, 9700-9704.

235. J. M. Sorenson & T. Head-Gordon (1999). Redesigning the hydrophobic core of a model [I-sheet protein:
destabilizing traps through a threading approach. Proteins: Structure, Function, Genetics 37, 582-91.

236. P. Hsu, M. Head-Gordon & T. Head-Gordon (1999). Electronic reaction field cavity optimization: extension to
solvation of molecules. Proceedings of the Workshop on Treatment of Electrostatic Interactions in Computer Simulations of Condensed
Media (AIP, New York) 350-358.

237. J. M. Sorenson & T. Head-Gordon (1998). The importance of hydration for the kinetics and thermodynamics of
protein folding: simplified lattice models. Fold & Design 3, 523-534.

238. T. Head-Gordon, J. M. Sorenson, A. Pertsemlidis & R. M. Glaeser (1997). Differences in hydration structure near
hydrophobic and hydrophilic amino acid side chains. Bigphys. J. 73, 2106-2115

239. A. Pertsemlidis, A. M. Saxena, A. K. Soper, T. Head-Gordon & R. M. Glaeser (1996). Direct, structural evidence for
modified solvent structure within the hydration shell of a hydrophobic amino acid. Proc. Natl. Acad. Sci. 93, 10769-
10774.

240. T. Head-Gordon (1995). A new solvent model for hydrophobic association in water. I. Thermodynamics. J. Aw. Chems.
Soe. 117, 501-507.

241.R.C. Yu & T. Head-Gordon (1995). Neural network design applied to protein secondary structure prediction. Phys. Res.
E 51, 3619-3627.

242. T. Head-Gordon (1995). Is water structure around hydrophobic groups clathrate-like? Proc. Natl. Acad. Sci. USA 92,
8308-8312.

243. EH. Stillinger & T. Head-Gordon (1995). Collective aspects of protein folding illustrated by a toy model. Phys. Rew.
E 52, 2872-2877.

244. T. Head-Gordon (1994). Toward quantitative protein structure prediction, in The Protein folding problem and tertiary
structure prediction. K. M. Merz Jr. & S. M. Le Grand, eds. (Boston, Birkhauser), ch. 15.

245. H.S. Shang & T. Head-Gordon (1994). Stabilization of helices in glycine and alanine dipeptides in a reaction field
model of solvent. J. Am. Chem. Soc. 116, 1528-1532.

246. T. Head-Gordon (1994). An efficient solvent model for study of hydrophobic phenomena. Chenz. Phys. Letts. 227,
215-220.

247. Head-Gordon & T. Head-Gordon (1994). Analytic MP2 frequencies without fifth-order storage. Theory and
application to bifurcated hydrogen bonds in the water hexamer. Chens. Phys. Lett. 220, 122-128.

248. EH. Stillinger & T. Head-Gordon (1993). Perturbational view of inherent structures in water. Phys. Rev. E. 47, 2484-
2490.

249. T. Head-Gordon & FH. Stillinger (1993). Optimal neural networks for protein structure prediction. Phys. Ren. E 48
1502-1515.




-17- OCTOBER 10, 2025

250. EH. Stllinger, T. Head-Gordon & C.L. Hirschfeld (1993). Toy model for protein folding. Phys. Rex. £ 48, 1469-1477.

251.T. Head-Gordon & FH. Stillinger (1993). Predicting polypeptide and protein structures from amino acid sequence:
antlion method applied to melittin. Bigpolymers 33, 293-303.

252. T. Head-Gordon & FH. Stillinger (1993). An orientational perturbation theory for pure liquid water. J. Chem. Phys.
98, 3313-3327.

253. T. Head-Gordon, EH. Stillinger, M.H. Wright, & D.M. Gay (1992). Poly-L-alanine as a universal reference material
for understanding protein energies and structures. Proc. Natl. Acad. Sci. USA 89, 11513-17.

254. D.M. Gay, T. Head-Gordon, F. H. Stillinger & M.H. Wright (1992). An application of constrained optimization in
protein folding: the poly-l-alanine hypothesis. Forefronts, Cornell Theory Center 8, 4-6.

255. T. Head-Gordon & F.H. Stillinger (1992). Enthalpy of knotted polypeptides. J. Phys. Chern. 96, 7796-7807.

256. T. Head-Gordon & C.L. Brooks (1991). Virtual rigid body dynamics. Bigpolymers 31, 77-100.

257. T. Head-Gordon, M. Head-Gordon, M.J. Frisch, C.L. Brooks & J.A. Pople (1991). Theoretical study of blocked
glycine and alanine dipeptide analogues. J. Awz. Chen. Soc. 113, 5989-5997.

258. T. Head-Gordon, FH. Stillinger & J. Arrecis (1991). A strategy for finding classes of minima on a hypersurface:
implications for neural network approaches to the protein folding problem. Proc. Natl. Acad. Sci. U.S.A. 88, 11076-
11080.

259. T. Head-Gordon, M. Head-Gordon, M.]. Frisch, C.L. Brooks & J.A. Pople (1989). A theoretical study of alanine
dipeptide and analogues. Int. J. Quant. Chem.: Quant. Biol. Symp. 16, 311-322. (Cited 34 times)

260. T. Head-Gordon & C. L. Brooks (1988). Evaluation of simple model descriptions of the diffusional association rate
for enzyme-ligand systems. J. Phys. Chem. 93, 490.

261. T. Head-Gordon & C.L. Brooks (1987). The role of electrostatics in the binding of small ligands to enzymes. J. Phys.
Chem. 91, 3342-3349.

262. A.B. Anderson, T.L. Gordon & M.E. Kenney (1985). Electronic and redox properties of stacked-ring silicon
pthalocyanines from molecular orbital theory. J. Am. Chem. Soc. 107, 192-195.

Invited Presentations

1. Mluminating the Dark Proteome with Deep Learning. Pacifichem 2025: Emerging Frontiers: Machine Learning
Transforming Studies of Biomolecular Dynamics, Honolulu, Hawaii, December 18, 2025

2. Why Oil and Water Don’t Mix: Origin of Charge in Oil-Water Emulsions. Pacifichem 2025: Computational
Photocatalysis: Photophysics & Photochemistry at Interfaces. Honolulu, Hawaii, December 16, 2025

3. Physics, Machine Learning, and High Quality Data for In Silico Drug Design. PacificChem 2025: Machine Learning for
Calculation of Accurate Protein-Ligand Binding Free Energies for Drug Discovery, Honolulu, Hawaii, December 17,
2025

4. Department of Chemistry at Columbia University,

5. Machine Learning and Artificial Intelligence for (Bio)Chemistry and Materials. Bonn Humboldt Award Winners’ Forums,
Siegberg Germany, October 22-26, 2025.

6. Machine learning and artificial intelligence for predictive chemistry. ACS National Meeting & Exposition, Divisions of
PMSE | COMP Dynamic Polymer Networks: Understanding Adaptive Materials using Data-Driven Experimental Design,
Representation and Theory, Washington DC, August 17-21, 2025

7. Importance of electrostatics and charge transfer for microdroplet chemistry and emulsion stability. ACS National Meeting
& Exposition, PHYS: Embedding Methods for Ground and Excited States. Washington DC, August 17-21, 2025

8. Advances in Force Fields for Molecular Simulation: The Future of Al and MLIPs. New Challenges for Ab Initio Theory
in Molecular Science, Warsaw, Poland July 1-5, 2025

9. Machine Learning and Artificial Intelligence for (Bio)Chemistry and Materials. 13th Triennial Congress of WATOC 2025,
Oslo, Norway, June 22-27, 2025

10.  Toward a Better Understanding of Microdroplet Chemistry. Aqueous Systems: The Frontier and Beyond, Kalamata,
Greece, June 16 — 21, 2025



-18- OCTOBER 10, 2025

11.  Machine Learning and Artificial Intelligence for (Bio)Chemistry and Materials. Challenges for Software Development
in Enzyme Design and Engineering, Atlanta, Georgia, June 2-4, 2025

12. Toward a Better Understanding of Microdroplet Chemistry. Workshop on Chemical Reactivity in Aerosols and at
Air-Water Interfaces, Paris, France, May 26-28, 2025

13.  Machine Learning and Artificial Intelligence for (Bio)Chemistry and Materials. MLCM-25 conference, Santa Fe, New
Mexico, May 19-21, 2025

14.  Physics-infused Machine Learning/Al to Create IDP Ensembles and Evaluate Potency of Drug Molecules. Chemical
Biophysics Symposium, Toronto Canada May 9-11, 2025.

15.  Machine Learning and Artificial Intelligence for (Bio)Chemistry and Materials. BIDMaP Al and Climate Symposium
Berkeley, CA April 23-24, 2025

16.  Machine Learning and Artificial Intelligence for Chemistry and Materials. Alexander von Humboldt Stiftung,
Bamberg, Germany, March 27-29, 2025

17.  Physics-Based ML and Large Language Models are Here for Physics, (Bio)Chemistry, and Drug Discovery. Advances
in Modeling Molecular Recognition, Molecular Design, and Rational Drug Development, American Physical Society,
Anaheim, CA March 17, 2025,

18.  The Role of Interfaces and Charge for Chemical Reactivity in Microdroplets. Annual MURI meeting, San Diego, CA
February 25-27, 2025

19.  Machine Learning and Artificial Intelligence for Predictive Chemistry. 64th Sanibel meeting in St. Augustine Beach,
FL, February 23-28, 2025

20.  Machine Learning and Artificial Intelligence for Chemistry (and Materials). BIAMAP seminar series. UC Berkeley,
February 13, 2025

21.  Personal history talk in the Living Histories series, January 15, 2025

22.  Al'and ML for Chemistry (and Materials). Chemical Sciences Division LBNL retreat, Santa Cruz, CA January 12-13,
2025

23.  Physics-infused Machine Learning/Artificial Intelligence for Chemistry. Mini-workshop Berkeley Stat Mech meeting,
January 10, 2025

24.  Physics-inspired machine learning methods: A status report on predictive chemistry. Department of Chemical
Engineering seminar, UC Riverside, December 6, 2024

25.  What makes microdroplets unique for reactive chemistry with respect to bulk liquids? Department of Chemistry
seminar, UC Los Angeles, November 18, 2024

26.  Physics-infused Machine Learning/Al to Create IDP Ensembles and Evaluate Potency of Drug Molecules. SMART
Symposium on Al-Driven Computational Biology and Medicine, October 26-29, Shenzhen, China

27.  Working Toward Learning Chemical Reactivity. CECAM Workshop on Advances in Catalytic Reactivity Varigotti,
Italy October 7-9, 2024

28.  Three Vignettes at Interface of QM, Stat Mech, ML. Pitzer Theory Seminar, UC Berkeley October 23, 2024

29.  What makes microdroplets unique for reactive chemistry with respect to bulk liquids? ACS National Meeting &
Exposition, Denver, Colorado, August 18-22, 2024

30.  Physics-inspired machine learning methods: A status report on predictive chemistry. ACS National Meeting &
Exposition, Denver, Colorado, August 18-22, 2024

31.  Ethics of Emerging Technologies: The Era of Artificial Intelligence. Telluride Science Town Talk, Mountain Village,
CO June 18, 2024.

32.  What Makes an Accurate Force Field? Many-Body Interactions: From Quantum Mechanics to Force Fields. TSRC,
Telluride, Colorado, June 14-20, 2024.

33.  What Makes an Accurate Force Field? TINKER Workshop. Pisa, Italy, May 29-31, 2024.

34. Importance of Electrostatics for Chemical Transformations: Enzymes, Nanocages, and Microdroplet Chemistry.
ACS National Meeting & Exposition, PHYS symposium in Honor of Greg Voth in New Orleans, LA, March 17-21, 2024
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35.  iMiner workflow: A systematic physics-based machine learning workflow to evaluate potency of drug molecules. ACS
National Meeting & Exposition, COMP symposium in New Otleans, LA, March 17-21, 2024

36. Role of Interfaces and Electrostatics for Chemical Transformations. Debye Lecture, Department of Chemistry,
Cornell University. March 14 2024

37.  Physics-Inspired Machine Learning Methods: A Status Report on Predictive Chemistry. Debye Lecture, Department
of Chemistry, Cornell University. March 15 2024

38.  What makes microdroplets unique for reactive chemistry with respect to bulk liquids? AFOSR MURI workshop on
Mechanistic Studies of Microdroplet Chemistry, Stanford January 22-23, 2024

39. Importance of Electrostatics and the Role of Interfaces for Chemical Transformations. Chemistry Colloquium, U.
Florida, Gainsville, Florida Jan. 9, 2024

40. New Theory to Interpret Experiments at Interfaces: Probing Order and Disorder and Chemical Reactivity.
Chemistry Colloquium, Dalhousie University, Canada, December 8, 2023.

41.  Physics-Inspired Machine Learning Methods: A Status Report on Predictive Chemistry, Chemistry Colloquium,
Vanderbilt University, Nashville, Tenn. December 3, 2023.

42. New Theory to Interpret Experiments at Interfaces: Probing Order and Disorder and Chemical Reactivity.
Chemistry Colloquium, University of Utah, November 7, 2023.

43. New Theory to Interpret Experiments at Interfaces: Probing Order and Disorder and Chemical Reactivity.
Inaugural Lennard-Jones Centre Meeting: Theory and Molecular Simulation in the Physical Sciences, Cambridge, U.K.
September 4-8, 2023.

44. New experiments and theory at the oil-water interface: Probing order or disorder. ACS National Meeting &
Exposition, PHYS symposium in Honor of Marsha I. Lester in San Francisco, CA August 13-17, 2023.

45.  Physics-inspired machine learning methods: A status report on predictive chemistry. ACS National Meeting &
Exposition, COMP symposium Machine Learning in Chemistry in San Francisco, CA August 13-17, 2023.

46.  New Methods and Models for Condensed Phase Simulations. LAMMPS workshop (virtual), August 8-11 2023

47.  Physics-inspired machine learning methods for reactive chemistry. 8th International Conference on Chemical
Bonding, ICCB, Kauai, Hawaii, July 20-24, 2023.

48.  Physics-inspired machine learning methods: A status report on predictive chemistry. Keynote speaker at the 21s
annual MERCURY conference, Furman University, Greenville, S.C. July 19-21, 2023.

49.  New Methods and Models for Condensed Phase Simulations. TINKER Workshop. U. Washington, St. Louis, June
15-17, 2023.

50. Importance of Electrostatics and the Role of Interfaces for Chemical Transformations. Symposium on Chemical
Effects of Electric Fields. 106th Canadian Chemistry Conference and Exhibition, Canadian Society for Chemistry,
Vancouver, B.C. June 4-8, 2023

51.  Machine Learning Methods for IDPs and Drug Discovery. CECAM Flagship Workshop “Biomolecular simulation
and machine learning in the exascale era: first applications and perspectives”, Pisa, Italy, June 1, 2023

52.  Coarse Graining Flectrons for Chemical Reactivity. ACS National Meeting & Exposition, COMP symposium on

"Advances in Coarse-Graining and Multiscale Modeling" in Indianapolis, Indiana, March 26-30, 2023.

53. Role of interfaces and electrostatics for chemical transformations. ACS National Meeting & Exposition, GEO
symposium on " Interfacial Reactivity of Nanoconfined Surfaces" in Indianapolis, Indiana, March 26-30, 2023.

54. Role of interfaces and electrostatics for chemical transformations. Center for Enhanced Nanofluidic Transport
(CENT) EFRC colloquium, February 10, 2023.

55.  Role of interfaces and electrostatics for chemical transformations. Electrochemical Online Colloquium, February 2,
2023.

56.  Why the Air-Water Interface is Different for Chemical Reactivity. AFOSR MURI workshop on Mechanistic Studies
of Microdroplet Chemistry, San Diego January 26-27, 2023

57.  Role of interfaces and electrostatics for chemical transformations. 10th Anniversary of the Cluster of Excellence
RESOLYV Symposium, Zeche Zollverein, Essen, Germany, November 2-4, 2022.
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58.  Physics-Inspired Machine Learning Methods: A Status Report on Predictive Chemistry. Nanoscale Science and
Engineering Seminar, UC Berkeley, October 7, 2022

59.  Physics-Inspired Machine Learning Methods: A Status Report on Predictive Chemistry. Machine Learning and
Informatics for Chemistry and Materials. TSRC, Telluride, Colorado, October 3-7, 2022.

60. Importance of Electrostatics and the Role of Interfaces for Chemical Transformations. Chemistry Colloquium, UC
Merced, September 9, 2022.

61.  Water as a Facilitator in Nano-Confined and Microdroplet Chemistry. Gordon Research Conference on Water and
Aqueous Solution. Holderness School, Plymouth, NH, July 24-29, 2022.

62. The Role of Electric Fields and Aqueous Solvation for Catalyst Design. 12th Triennial Congress of the World
Association of Theoretical and Computational Chemists (WATOC 2020), Vancouver, British Columbia, July 3-8, 2022.

63.  Biocatalysts and Synthetic Catalysts: A Needed Partnership between Quantum and Statistical Mechanics. 10th
Molecular Quantum Mechanics (MQM) conference, June 26th - July 1st, 2022, Blacksburg, Virginia

64. Importance of Electrostatics and the Role of Interfaces for Chemical Transformations. Greater Boston Area
Theoretical Chemistry Seminar Series, co-organized by Boston U, Harvard, and MIT, May 31-June 2, 2022.

65.  Physics-Inspired Machine Learning Methods: A Status Report on Predictive Chemistry. Center for Non-linear
Studies, Los Alamos National Laboratoties, New Mexico May 23-26, 2022

66.  Physics-Inspired Machine Learning Methods: A Status Report on Predictive Chemistry. 2022 Closs Lecturer.
University of Chicago, May 17, 2022

67.  Chemical Reactivity in Complex Environments: New Methods and Models. Department of Chemistry Colloquium,
University of Michigan March 31, 2022.

68.  Scoring Drugs: Small Molecule Drug Discovery for COVID-19 using Physics-Inspired Machine Learning. C3.ai DTI
Research Symposium, March 22-24, 2022, Miami, Florida

69.  Physics-Inspired Machine Learning Methods: A Status Report on Predictive Chemistry and Covid. CECAM
workshop on Recent Advances in Machine Learning Accelerated Molecular Dynamics, Pisa, Italy, March 16-18, 2022.

70.  The Role of Electric Fields and Aqueous Solvation for Catalyst Design. Symposium on Frontiers in Quantum and
Classical Molecular Dynamics for Complex Systems, Pacifichem 2021 Honolulu, Hawaii, December 16-21, 2021.

71.  Statistical Mechanical Effects on CO Binding Trends on electrocatalytic surfaces: Hope for Density Functional
Theory. Symposium on Computational Quantum Chemistry: Synergism Between Theory and Experiment in honor of
Professor H. F. Schaefer II1. Pacifichem 2021 Honolulu, Hawaii, December 16-21, 2021.

72.  Machine Learning Methods for Chemical Applications. RARE2021 symposium, Coorg, India, December 15-18,
2021.

73.  The Role of Electric Fields and Aqueous Solvation for Catalyst Design. 2020-2021 Allergen Lecturer. CSU Long
Beach, Nov. 16, 2021.

74.  Coarse Graining Electrons and Computational Optimization of Electric Fields for Better Catalysis Design. ACS
National Meeting & Exposition, Atlanta, GA, August 22 - 26, 2021.

75.  Role of Interfaces and Electrostatics for Chemical Transformations. Physical Chemistry Seminar, UC Berkeley,
March 9, 2021.

76.  Scoring Drugs: Small Molecule Drug Discovery for COVID-19 using Physics-Inspired Machine Learning.
Colloquium on Digital Transformation, c3.ai DTI, February 11, 2021

77.  The Role of Interfaces and Electrostatics for Chemical Transformations. WE-Heraeus Seminar "From Interfaces to
Cages - Confining Effects on Molecular Processes" September 28, 2020, Bad Honnef, Germany (remote presentation).

78.  Coarse Graining Electrons: Fast and Accurate Representations of Electrostatic Interactions with Machine Learning.

Symposium on Quantum Materials: Theory-Simulations, Experiment and Machine Learning; Spetses Island in
Greece, June 7-12, 2020. (cancelled).
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79. New Methods for Generating and Evaluating Conformational Ensembles. 19th annual Chemical Biophysics
Symposium, University of Toronto, Canada, May 1-3, 2020 (cancelled).

80.  Chemical Reactivity in Complex Environments: New Methods and Models. Symposium on Molecular Capsules: from
Design to Application, CATL division, ACS National Meeting & Exposition, Philadelphia, PA, March 22 - 26, 2020.
(cancelled)

81. APS Symposium Organizer with M. Bonn. American Physical Society, Division of Chemical Physics Focus
Symposium "Water Dynamics in Different Environments: Experiment and Theory", Denver, Colorado March 2-6, 2020.
(cancelled)

82. Fast and Accurate Representations of Electrostatic Interactions. Beyond point charges: novel electrostatic
developments in force fields. CECAM Workshop, Lausanne, Switzerland, December 16 — 18, 2019.

83. Coarse Graining Electrons: Fast and Accurate Representations of Electrostatic Interactions. Department of
Chemistry Colloquium, Florida State University, December 6, 2019.

84.  Chemical Reactivity in Complex Environments. 15th Condensed Phase and Interfacial Molecular Science.
Washington DC, November 4-6, 2019.

85.  Many-Body Force Fields for Water: Reaching Spectroscopic Accuracy. WaterBurope: Multiscale simulations and
coarse-grained models for water and aqueous systems. CECAM Workshop, Lausanne, Switzerland, October 21 — 23,
2019

86. Coarse Graining Electrons: Fast and Accurate Representations of Electrostatic Interactions (Keynote Lecture).
Department of Chemistry, University of Vermont, Esther and Bingham J. Humphrey Memorial Lecturer, October 4-5,
2019.

87.  Anisotropic Atomic Polarizability, Charge Transfer, and Charge Equilibration Models Solved with Reduced SCF and
SCF-Less Methods. Quantum Systems in Chemistry, Physics, and Biology, Workshop XXIV, Park City, Utah, September
22-27,2019

88.  Chemical Reactivity in Complex Environments (Keynote Lecture). Current Trends in Theoretical Chemistry VIIL
Krakéw, Poland, September 1-5, 2019.

89.  Coarse-Grained Models for Liquid-Liquid Phase Separation of Intrinsically Disordered Proteins. Symposium on
Advances in Multiscale Modeling, COMP division, ACS Fall 2019 National Meeting & Exposition in San Diego, CA,
August 25-29, 2019.

90.  Anisotropic Atomic Polarizability, Charge Transfer, and Charge Equilibration Models Solved with Reduced SCF and
SCF-Less Methods. TINKER-CHARMM Workshop, Paris, France July 18-22, 2019

91. How to Make an Enzyme: Computational Optimization of Electric Fields for Better Catalysis Design. 10th congress
of the International Society of Theoretical Chemical Physics (ISTCP) in Computational Biophysics. Tromse, Norway,
July 11-17, 2019.

92. How to Make an Enzyme: Computational Optimization of Electric Fields for Better Catalysis Design. Free Energy
Calculations: Entering the Fourth Decade of Adventure in Chemistry and Biophysics. Santa Fe, New Mexico, June 16—
21, 2019.

93.  Chemical Reactivity in Complex Environments. Northern West Coast Theoretical Meeting, UC Berkeley, Berkeley,
California, May 19, 2019.

94. Computational optimization of electric fields for better catalysis design. Symposium on Elucidating the Roles of
Electric Fields in Catalysis, CATL division, ACS National Meeting & Exposition, Orlando, Florida March 31-April 4,
2019.

95.  Combined force-field sampling problem in simulations of disordered amyloid-$ peptides. Symposium on Sampling

Conformations & Pathways in Biomolecular Systems: Recent Developments & Applications, COMP division, ACS
National Meeting & Exposition, Orlando, Florida March 31-April 4, 2019.
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96.  Advanced force fields with anisotropic atomic polarizability and charge transfer and solved with SCF-less methods.
Symposium on Electron-Molecule & Molecule-Molecule Interactions. COMP division, ACS National Meeting &
Exposition, Orlando, Florida March 31—April 4, 2019.

97. The Role of Interfaces for Chemical Transformations and Transport under Confinement. Aqueous solutions,
solvated interfaces, and ionic polarization (DCOMP, DCP), American Physical Society, Boston Massachusetts, March 4—
8, 2019.

98.  The Role of Interfaces for Water and Binary Systems under Confinement. Conference on Ab-Initio Modelling of
Molecular Processes Under Confinement. Madrid, Spain, December 3-5, 2018.

99.  The Role of Interfaces for Water and Binary Systems under Confinement. Theoretical Chemistry Colloquium, Oxford
University, Oxford, U. K. October 15, 2018

100. 'The Role of Interfaces for Water and Binary Systems Under Confinement. Division of Inorganic Chemistry, Women
in Nanotechnology. 256th ACS National Meeting, Boston, MA, August 19-23, 2018.

101. New Methods and Models for Condensed Phase Simulations. Division of Chemical Education, Frontiers in
Computational Chemistry: Bridging the Gap Between Theory & Experiment. Symposium in honor of Jeff Madura. 256th
ACS National Meeting, Boston, MA, August 19-23, 2018.

102. Reducing and Eliminating Self-Consistent Field Calculations in Classical and Ab Initio Simulations. Solving or
Circumventing Figenvalue Problems in Electronic Structure Theory. MolSSI Workshop and ELSI Conference,
Richmond, Virginia, August 15-17, 2018.

103. New Methods and Models for Condensed Phase Simulations. 2018 Gordon Conference on Computational
Chemistry. Mount Snow, West Dover, Vermont, July 22-27, 2018.

104. New Methods and Models for Condensed Phase Simulations. Many-Body Interactions: From Quantum Mechanics
to Force Fields. TSRC, Telluride, Colorado, July 9-13, 2018.

105. New Methods and Models for Condensed Phase Simulations. TINKER Workshop. Austin, Texas June 2—4, 2018.

106. New Methods and Models for Condensed Phase Simulations. VIII Modeling and Design of Molecular Materials,
Polanica Zdrdj, Poland June 24-28, 2018.

107. New Methods and Models for Condensed Phase Simulations. Assessing Complex Free Energy Surfaces from
Molecular Simulations from Electronic Structure to Mesoscopic Processes. 101st Canadian Chemistry Conference and
Exhibition, Canadian Society for Chemistry, Edmonton May 27-31, 2018

108. Computational Methods and Models for Generating and Evaluating Protein Ensembles. Computational Modelling
of Biomolecular Systems: From Structure to Function. 101st Canadian Chemistry Conference and Exhibition, Canadian
Society for Chemistry, Edmonton May 27-31, 2018.

109. How to Win Scientific Friends and Influence Scientific Frenemies: Team Science. 2018 Computational and
Theoretical Chemistry Research PI Meeting. Basic Energy Sciences, DOE, Gaithersburg, MD. May 22-24, 2018.

110. Computational Methods and Models for Generating and Evaluating Protein Ensembles. Department of Molecular
Pharmacology, Physiology, and Biotechnology, Brown University, March 15, 2018

111.  New Methods and Models for Condensed Phase Simulations. ICERM workshop Fast Algorithms for Generating
Static and Dynamically Changing Point Configurations. Brown University, March 14, 2018

112.  Methods and Models for Condensed Phase Simulations of Water. 58th Sanibel Symposium, celebrating Bob Parr and
his legacy Feb. 18-23, 2018.

113.  New Methods and Models for Condensed Phase Simulations. Chemistry Colloquium, Iowa State University, January
12,2018.

114. New Methods for Generating and Evaluating Conformational Ensembles. Gordon Research Conference: Protein
Dynamics, Galveston, Texas, January 7-12, 2018.

115. The Role of Interfaces for Water and Binary Systems under Confinement. RESOLV Colloquium, Ruhr University,
Bochum, Germany, October 25, 2017.
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116. The Role of Interfaces for Water and Binary Systems under Confinement. 13th Condensed Phase and Interfacial
Molecular Science. Washington DC, October 18, 2017.

117. New Methods and Models for Condensed Phase Simulations. WATOC 2017, Munich, Germany, August 27—
September 1, 2017.

118. New Methods for Generating and Evaluating Conformational Ensembles. Biophysical Society: Conformational
Ensembles from Experimental Data and Computer Simulations, Berlin, Germany, August 25-29, 2017

119.  Statistical Fluctuations, Dynamics, Scaffolds, Electric Fields, and De Novo Enzyme Catalysis. American Chemical
Society, Catalysis division. Washington DC, August 22, 2017

120. Statistical Fluctuations, Dynamics, Scatfolds, Electric Fields, and De Novo Enzyme Catalysis. Telluride Science
Research Center Workshop on Protein Dynamics. Telluride, CO July 31 - August 4, 2017.

121. Computational Methods and Models for Condensed Phase Simulation. American Conference on Theoretical
Chemistry (ACTC), Boston Massachusetts, July 16 - 21, 2017.

Last review period

122.  Computational Methods and Models for Intrinsically Disordered Peptides. Gordon Research Conference:
Computational Aspects of Biomolecular NMR; Sunday River, Maine June 11-16, 2017.

123. Molecular Sciences Software Institute and Computational Chemistry; American Chemical Society, California Section;
Chevron auditorium, Richmond, CA May 31, 2017.

124. Computational Methods and Models for Intrinsically Disordered Peptides. CBSB2017: From Computational
Biophysics to Systems Biology. University of Cincinnati, May 18-20, 2017.

125. Molecular Sciences Software Institute and Molecular Simulation. Computational Chemistry/Science Gateway
Workshop, Jackson State University, Mississippi, May 9-11, 2017

126. Statistical Fluctuations, Dynamics, Scaffolds, Electric Fields, and De Novo Enzyme Catalysis. Merck Chemistry
Seminars; Rahway, New Jersey, April 28, 2017.

127.  Methods and models for condensed phase simulation of water; ACS COMP: Computational Studies of Water; San
Francisco, Ca. April 2-6, 2017

128. 'The Role of Statistical Fluctuations and Electrostatics in the Improvements of De Novo Enzyme Catalysis; ACS
PHYS: Long Range Correlated Motions in Proteins, San Francisco, Ca. April 2-6, 2017

129. Computational Methods and Models for Intrinsically Disordered Peptides. 58th Experimental NMR Conference
(ENC): Pacific Grove, California, March 26-31, 2017.

130. Polarizable Force Fields for Condensed Phase Simulation. Tinker Software Developers Conference, Washington
University in St. Louis; March 16-18, 2017

131. Two Illustrative Cases for Cyberinfrastructure: Advanced Force Fields and Intrinsically Disordered Proteins.
Wotkshop for Cyberinfrastructure/MolSSI. Rice University Houston, Tx. October 8-10, 2016.

132.  Polarizable Force Fields for Condensed Phase Simulation (Plenary Lecture) CCP5 Annual General Meeting, Harper
Adams University, U.K. September 12-14, 2016

133. Polarizable Force Fields for Condensed Phase Simulation Annual EMLG-JMLG Meeting, Chania, Crete, Greece,
September 11 — 16, 2016.

134. Polarizable Force Fields for Condensed Phase Simulation ACS COMP: Modeling Water and Solvation in
Biochemistry: Developments and Applications. Philadelphia, PA August 21-25, 2016.

135. Computational Methods and Models for Intrinsically Disordered Peptides, ACS PHYS: Intrinsically Disordered
Proteins: Structure, Function, and Interactions. Philadelphia, PA August 21-25, 2016.

136. Polarizable Force Fields for Condensed Phase Simulation TSRC: Many-Body Interactions: From Quantum
Mechanics to Force Fields. Telluride, Colorado, July 12-16, 2016.

137. Polarization Approximations for Atomistic and Coarse-Grained Models. TSRC: Ions in Solution and Molecular
Biology: Theory, Modeling, and Experiment. Telluride, Colorado. July 12-16, 2016.
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138. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. GdCh - Kolloquium: Ruhr University, Bochum
Germany, June 30, 2016

139. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. CECAM: Enzyme Engineering: Bright Strategies
from Theory and Experiments, Lausanne, June 27-29, 2016

140. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. Plenary Speaker, Royal Society of Chemistry Mini-
Symposium on Advanced Potential Energy Surfaces, University of Southampton, UK, April 8, 2016

141. Advanced Potential Energy Surfaces for Condensed Phase Simulation CECAM: Beyond point charges: novel
electrostatic developments in force fields. Lausanne, April 3-7, 2016.

142. Polarizable Force Fields for Condensed Phase Simulation ACS PHYS. San Diego, California, March 13-17, 2016.

143. Computational Methods and Models for Intrinsically Disordered Peptides, ACS COMP. San Diego, California,
March 13-17, 2016.

144. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. Chemical and Biomolecular Engineering seminar,
University of Illinois, Urbana. March 10, 2016

145. Advanced Potential Energy Surfaces for Condensed Phase Simulation Symposium on Synergistic Relationships
between Computational Chemistry and Experiment, Pacifichem, December 15-20, 2015.

146. Advanced Potential Energy Surfaces for Water Simulations. Symposium on Liquids and Glassy Soft Materials:
Theoretical and Neutron Scattering Studies, Materials Research Society, November 29 - December 4, 2015, Boston,
Massachusetts.

147. Atomistic and Coarse-Grained Models and Methods for Electrostatics. 11t Condensed Phase and Interfacial
Molecular Science. Washington DC, November 3, 2015.

148. All Atom and Coarse-Grained Models and Methods for Electrostatics. Mathematical Biosciences Institute Workshop
2: Multiple Faces of Biomolecular Electrostatics. Columbus, Ohio, October 12-16, 2015.

149. Development and Deployment of Chemical Software for Advanced Potential Energy Surfaces. Telluride Workshop.
THG, J. Ponder, J. Essex, co-organizers, June 14-20, 2015.

150. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. Albany 2015: The 19th Conversation, University
of Albany, New York, June 9-13, 2015.

151. Advanced Potential Energy Surfaces for Solvation. German Bunsen-Society for Physical Chemistry, Bunsentagung
2015, Ruhr-Universitit Bochum, Germany, May 14-16, 2015

152. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. Physical Chemistry Seminar, University of
Oregon, May 4, 2015.

153. Determining the Structural Ensemble of Intrinsically Disordered Disease Peptides combining Theory and
Experiment: Applications to Alzheimer’s Disease Biology. Lorentz Center Workshop on Amyloid Aggregation: Single
Molecule Approaches to a Many Molecule Problem, Leiden University, Netherlands April 13 - 17, 2015

154. Determining the Structural Ensemble of Intrinsically Disordered Disease Peptides combining Theory and
Experiment: Applications to Alzheimer’s Disease Biology. ACS PHYS. Denver, Colorado, March 22, 2015.

155. Advanced Potential Energy Surfaces for Water Simulations. ACS COMP. Denver, Colorado, March 25, 2015.

156. Advanced Potential Energy Surfaces for Condensed Phase Simulation. Frontiers in Materials Science Lecture Series.
Pacific Northwest National Laboratories. Jan. 26, 2015.

157.  'The Future of Molecular Simulation. NSF Conceptualization Workshop. Houston, Texas Jan. 22-24, 2015.

158. New Polarizable Models for Water. Workshop on Fundamental Problems in the Physics and Chemistry of Water.
Houston, Texas Jan. 16, 2015.

159. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. CCP-BioSim, Leeds, UK Jan. 7-9, 2015.

160. Determining the Structural Ensemble of Intrinsically Disordered Disease Peptides combining Theory and
Experiment: Applications to Alzheimer’s Disease Biology. University of Illinois, Urbana-Champagne. Theoretical and
Computational Biophysics Seminar series. Nov. 10, 2014.
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161. Advanced Potential Energy Surfaces for Condensed Phase Simulation. WATOC 2014. Santiago, Chile Oct. 5-10,
2014.

162. Statistical Fluctuations, Dynamics and De Novo Enzyme Catalysis. DFT-Day: New Approaches in Theoretical
Chemistry, Santiago, Chile Oct. 4, 2014.

163. 'The Future of Molecular Simulation. NSF Conceptualization Workshop. Berkeley, CA Sept. 18-20, 2014.

164. Methods and Models and Software for Molecular Simulation. The Future of Computational Chemistry. PHYS, ACS
in San Francisco, CA August 10-14, 2014.

165. Conformational Sampling Methods and Applications to Protein Kinases. Modeling of Protein Kinases and
Phosphorylation. COMP, ACS in San Francisco, CA August 10-14, 2014.

166. Polarization Approximations for Atomistic and Coarse-Grained Models. International Conference on Chemical
Bonding, Kauai, Hawaii, on July 24-28, 2014.

167. Polarization Approximations for Atomistic and Coarse-Grained Models. TSRC: Ions in Solution and Molecular
Biology: Theory, Modeling, and Experiment. Telluride, Colorado. July 7-11, 2014.

168. Problem-driven Coarse Grained Models. Coarse-graining as a Frontier of Statistical Mechanics, Santa Fe, New
Mexico, June 15-19, 2014.

169. Session Chair: Misfolding and Aggregation. Gordon Research Conference on Biopolymers. Salve Regina, Rhode
Island. June 1-6, 2014.

170. Engineering, Ethics, and the Future of Energy. Lecture to BioE Honor Society Competition for Regional High
Schools. UC Berkeley, April 19, 2014

171.  Statistical fluctuations, Dynamics and De Novo Enzyme Catalysis. Hauptman Woodward Medical Research Institute,
Buffalo, New York, March 26, 2014

172. Panelist: Softwate Institutes in Building Communities of Scientific Softwate Practice. Softwate Sustainability / SSI-
SSE PI Workshop, Westin, Arlington, VA. February 24, 2014.

173. Atomistic and Coarse-Grained Models for Biomolecular Simulations. Biophysical Society, San Francisco February
16,2014

174. All Atom and Coarse-Grained Studies of the Alzheimer's Amyloid-8 Peptide. Biophysics Department Seminar. Johns
Hopkins University, December 2, 2013.

175. All Atom and Coarse-Grained Studies of the Alzheimer's Amyloid-@ Peptide. Computational Biology Seminar seties,
Duke University, October 28, 2013

176. 'The 2013 Nobel Prize in Chemistry. General audience talk. School of Management, University of San Francisco,
October 21, 2013.

177. Atomistic and Coarse-Grained Models of Water and Solutes. Keynote speaker. Black Forest Focus on Protein
Dynamics: From Water Hydration to Crowding Effects. Freiburg Institute for Advanced Studies. Freiberg, Germany,
September 25-29, 2013

178. Atomistic and Coarse-Grained Models of Water. ACS Symposium Theory and Experiment on Water and Hydration.
Indianapolis, Indiana September 8-12, 2013.

179. Determining the Structural Ensemble of Amyloid-8 Peptides in Aqueous and Membrane Environments. Laboratory
of Chemical Physics, National Institutes of Health. Washington, D.C. July 26, 2013.

180. Session Chair, GRC on Biological molecules in the Gas Phase and in Solution. Holderness School, New Hampshire
July 21-26, 2013.

181. Engineering, Ethics, and the Future of Energy. Lecture to National Leadership Student Council. Berkeley Art
Museum, July 8, 2013.

182. Computing Experimental Observables from Molecular Simulation: Insights and Predictions. Niels Bohr International
Academy. Copenhagen, Denmark June 26-30, 2013.
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183. Solvation Influence on Enzyme Catalysis and Intrinsically Disordered Peptides. RESOLV International Symposium
on Solvation. Ruhr Universitat, Bochum Germany June 3-7, 2013.

184. Computing Experimental Observables from Molecular Simulation: Insights and Predictions. Department of
Chemistry, UC Riverside May 15, 2013.

185. All Atom and Coarse-Grained Studies of the Alzheimer's Amyloid-8 Peptide. Department of Chemistry, University
of Maryland April 26, 2013

186. Dynamical Measurements of Native and De Novo Enzyme Catalysis. Workshop at Durham Institute for Advanced
Studies. Durham, UK April 17-20, 2013.

187. Dynamical Measurements of Native and De Novo Enzyme Catalysis. Conference on Protein Dynamics and
Function. Durham University, UK April 15-17. 2013

188.  Statistical fluctuations, Dynamics and De Novo Enzyme Catalysis. IBM Almaden. San Jose, Ca April 4, 2013.

189. Session Chair, 2013 Berkeley Mini Statistical Mechanics Meeting. January 11-13, 2013.

190. Dynamical Measurements of Native And De Novo Enzyme Catalysis. PHYS, American Chemical Society in
Philadelphia, PA August 19-23, 2012.

191. Dependence of the Biomolecular Rate of Protein-Protein Association under Crowding Conditions. COMP, American
Chemical Society in Philadelphia, PA August 19-23, 2012.

192. New Force Fields for Molecular Processes at Liquid Interfaces. COMP, American Chemical Society in Philadelphia,
PA August 19-23, 2012.

193. Coarse-Grained Studies of the Alzheimer's Amyloid-8 Peptide. COMP, American Chemical Society in Philadelphia,
PA August 19-23, 2012.

194. Intrinsically Disordered Proteins: When Water Really Matters. Gordon Research Conference on Computational
Chemistry. Mt. Snow, Vermont. July 22-27, 2012.

195. Energy Landscapes of Native and De Novo Enzyme Catalysis. ESF-LFUI Conference on Energy Landscapes.
Obergurgl, Austria. July 16-21, 2012.

196. Fixed Charge and Polarizable Force Fields: Part 1. TSRC Many-Body Interactions: From Quantum Mechanics to
Force Fields. Telluride, Colorado. July 2-6, 2012.

197. Fixed Charge and Polarizable Force Fields: Part 2. TSRC Interfacial Molecular and Electronic Structure and
Dynamics. Telluride, Colorado. July 2-6, 2012.

198. Incorporating Dynamics into Design of De Novo Enzyme Catalysis. Gordon Research Conference on Biopolymers.
Salve Regina, Rhode Island. June 3-8, 2012.

199. From Monomer Structure to Fibril Polymorphism: Computational and Experimental Studies of the Alzheimer’s AP
Peptide. Department of Computational Biology, University of Pittsburgh, Pennsylvania, March 25, 2012.

200. Dynamical Measurements of Native and De Novo Enzyme Catalysis. Chemical Biology, Vanderbilt University,
Nashville Tennessee. February 15, 2012.

201. Computing Experimental Observables from Molecular Simulation: Insights and Predictions. Department of
Chemistry, UC Berkeley January 24, 2012.

202. Coarse-Graining and Multiscale Models for Biological Systems. US-UK ACV Network, Nottingham University UK,
Nov. 4-7, 2011.

203. From Monomer Structure to Fibril Polymorphism: Computational and Experimental Studies of the Alzheimer’s Af3
Peptide. Department of Biomedical Engineering, University of Texas A&M, College Station, Texas, October 10, 2011.
204. Computing Experimental Observables from Molecular Simulation: Insights and Predictions. PHYS, American

Chemical Society in Denver, Colorado August 28-Sept. 1, 2011.
205. Explorations of Water and Hydration by Experiment and Theory. Gordon Research Conference on Biological
Molecules in the Gas Phase. Andover, New Hampshire July 31- Aug. 31, 2011.
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206. Bioethics of Emerging Technologies for the Physician. American Medical Student Association, UC Berkeley, March
31, 2011.

207. Coarse-Graining and Multiscale Models for Biological Systems. Modeling Electrostatics in Molecular Biology
Conference. Clemson University, South Carolina April 4 -6, 2011.

208. Incorporating Measurements of Dynamics in Computational De Novo Enzyme Design. Joint BioEnergy Institute,
Emeryville, Ca. March 4, 2011.

209. Interplay of Experiment and Theory for Biological and Chemical Systems. Department of Chemistry, Northwestern
University, Evanston, Illinois, February 16, 2011.

210. The Structure of Ambient Water. Computational Materials Science and Chemistry Network. Princeton University,
New Jersey, Dec. 6-8, 2010.

211. Coarse-Graining and Multiscale Models for Biological and Chemical Systems. Workshop on Novel Simulation
Approaches to Soft Matter Systems. Max Planck Institute for the Physics of Complex Systems, Dresden, Germany,
September 20 -24, 2010.

212.  Coarse-Graining and Multiscale Models for Biological and Chemical Systems. Symposium on Multiscale Modeling
and Simulations. PHYS, American Chemical Society in Boston, Massachusetts August 21-26, 2010.

213. Interplay of Experiment and Theory for Biological and Chemical Systems. Yale University, Connecticut, August 19-
20, 2010.

214. Overview of Water in Biology (session chair). Gordon Research Conference on Water & Aqueous Solutions,
Holderness School, New Hampshire, August 8-13, 2010.

215. Thermodynamic and Dynamical Anomalies of Water. Dynasoft 2010: Dynamics in Soft Condensed Matter, Cargese,
Corsica, July 31-August 8, 2010.

216. Energy Landscapes and Water Anomalies. Energy Landscapes Workshop, Chemnitz, Germany, June 21-July 5, 2010.

217. Biological Interfaces: Theotetical and Experimental Investigations Recent Advances at the Bio/Abio Interface,
Christchurch, New Zealand, June 22-24, 2010.

218. Explorations of Water by Experiment and Theory. Telluride workshop on Many-Body Interactions, Telluride,
Colorado, June 12-18, 2010.

219. Hydration Water Dynamics Near Biological Interfaces. Invited speaker for symposium on biological water. American
Physical Society, Portland, Oregon, March 16, 2010.

220. Coarse-Graining Approaches for Biological Systems. Workshop on Multiscale Modeling and Simulations of Hard
and Soft Materials at JNCASR, Bangalore, India, December 7 - 20, 2009.

221. Challenges and Opportunities in Biomolecular Simulation. MasterWorks Talk, Supercomputing 2009, Portland,
Oregon Nov. 14-20, 2009.

222. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. Dept. of Chemical & Biomolecular Engineering, U. Akron, October 13, 2009.

223. Coarse-Graining Approaches for Chemical and Biological Systems. Department of Chemical Engineering, Tulane
University, September 25, 2009.

224. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. PHYS, American Chemical Society in Washington DC August 16-20, 2009.

225. Dpynamics and Protein Enzyme Design. Workshop on Function and Dynamics of Biomolecules. Keveli Institute of
Theoretical Physics, Beijing, China, July 29-August 7, 2009.

226. Coarse-Graining Approaches for Biological Systems. MM2009, Keynote Lecturer, Gold Coast (Surfers Paradise),
Queensland, Australia, July 26-29, 2009.

227. Hydration Water Dynamics Near Biological Interfaces. Proteins and Water Workshop, Tempe, Arizona, May 10-13,
2009.
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228. Challenges and Opportunities in Biomolecular Simulation. Large Scale Production Computing Requirements for
Biological and Environmental Research. Washington DC, May 7-8, 2009.

229. Challenges and Opportunities in Biomolecular Simulation. National Academies of Science workshop: Vision for
R&D in Simulation-Based Engineering and Science in the Next Decade. Washington DC, April 22-23, 2009.

230. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. American Society for Biochemistry and Molecular Biology, New Orleans, Louisiana, April 18- 22, 2009.

231. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. Center for Computational Biology (CCB) Colloquium, Washington University, St. Louis, Mo. April 13, 2009.
232. Polarizable Models: Hydration Water Dynamics Near Biological Interfaces. PHYS, American Chemical Society in

Salt Lake City, Utah March 22-26, 2009.

233. Challenges and Opportunities in Enzyme Design. Synthetic Biology Retreat. Berkeley, CA March 14, 2009.

234. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. Department of Chemistry, University of Cincinnati, November 21, 2008.

235. Coarse-Graining Approaches for Biological Systems. Institute for Mathematics and its Applications. Development
and Analysis of Multiscale Methods, University of Minnesota, November 3-7, 2008

236. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. Department of Chemistry, Utah University, October 27, 2008.

237. A Molecular View of Bulk and Interfacial Water from Theory and Experiment. Department of Chemistry, New York
University, October 17, 2008.

238. A Molecular View of Bulk and Interfacial Water from Theory and Experiment. Eighth Conference of the World
Association of Theoretically Oriented Chemists (WATOC). Sydney, Australia, September 16-21, 2008.

239. A Molecular View of Bulk and Interfacial Water from Theory and Experiment. Symposium on Water mediated
interactions: PHYS, American Chemical Society in Philadelphia, Pa. August 17-21, 2008.

240. Coarse-Grained Molecular Models of Protein Complexation. SIAM Conference on the Life Sciences, Mini-
symposium on Mathematical Challenges in Multiscale Biosystems Modeling, Montreal, Quebec, Canada. August 4- 7,
2008.

241. A Molecular View of Bulk and Interfacial Water from Theory and Experiment. International Workshop on Aqueous
Solutions and Their Interfaces, Crete, Greece, June 22-27, 2008

242. Investigations Using NMR And Simulation Using Polarizable Force Fields On Ab Peptide Structure. Workshop on
the Development of Force Fields using Ab Initio Electronic Structure Calculations. Telluride Science Research Center,
Colorado, July 6-11, 2008.

243. Contrasting Disease and Non-Disease Protein Aggregation. Symposium on Multiscale Modeling in Biophysics:
PHYS, American Chemical Society in New Otleans, Louisiana, April 6-10, 2008.

244. Enhanced sampling methods for characterizing Ab peptide structure. Symposium on replica exhange: COMP,
American Chemical Society in New Otleans, Louisiana, April 6-10, 2008.

245. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. Department of Chemistry, Ohio State University, February 5, 2008.

246. A Molecular View of Bulk and Interfacial Water from Theory and Experiment. Plenary Speaker, International
Workshop on Molecular Structure and Dynamics of Interfacial Water, Shanghai, China, December 14-21, 2007.

247. A Molecular View of Liquid Water and Aqueous Hydration from Theory and Experiment. Department of Chemistry,
University of New Orleans, Nov. 16, 2007.

248. Contrasting Disease and Non-Disease Protein Aggregation. Department of Chemistry, Case Western Reserve
University, Oct. 18, 2007.

249. A Molecular View of Bulk and Interfacial Water from Theory and Experiment. Keynote Speaker, Maria Goeppert-
Mayer Symposium, Regional ACS meeting San Diego, California, October 12, 2007.
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250. A Molecular View of Liquid Water and Aqueous Hydration from Theory and Experiment. Department of Chemistry,
Kent State University, Fall, 2007.

251. A Molecular View of Liquid Water and Aqueous Hydration from Theory and Experiment. Department of Polymer
Chemistry, Akron University, Fall, 2007.

252. The Relationship between Bulk Water and Protein Dynamical Transitions. Symposium on Hydration: From clusters
to aqueous solution: PHYS, American Chemical Society in Boston, MA, August 19-23, 2007.
253. Contrasting Disease and Non-Disease Protein Aggregation. Mini-symposium on Computational Biomechanics: From
Biomolecules to Organisms. 9th US National Congress on Computational Mechanics, San Francisco July 23-26, 2007.
254. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide. Presentation to I'TRI Institute in Taiwan, UC Berkeley, June 11, 2007.

255. From Monomer Structute to Polymorphism: Computational and Expetimental Studies of the Alzheimet’s A}
Peptide.. Department of Chemistry, UC Berkeley, April 3, 2007.

256. A Molecular View of Liquid Water and Aqueous Hydration from Theory and Experiment.. Department of Chemistry,
U. C. Santa Barbara, December 4, 20006.

257. Determining the Critical Nucleus and Mechanism of Fibril Elongation of the Alzheimer’s AP1-40 Peptide.
Laboratory of Chemical Physics, National Institutes of Health. Washington, D.C. October 26, 2000.

258. A Molecular View of Liquid Water and Aqueous Hydration from Theory and Experiment. Condensed Phase and
Interfacial Molecular Science, Airlie Conference Center, Virginia, October 22-25, 2006.

259. Understanding Hydrophobic Solvation using Not-Water Models. 62nd Southwest Regional Meeting of the American
Chemical Society in Houston, TX, October 19-22.

260. A Molecular View of Liquid Water from Theory and Experiment. Chemical Biophysics Mini-symposia. University of
Pennsylvania, October 12, 2006.

261. A Molecular View of Liquid Water from Theory and Experiment. Harvey Mudd College and Pomona College,
California, October 10, 2006.

262. Cyber-enabled Chemistry. Symposia organizer for the American Chemical Society, September 10-15, 2000.

263. A Molecular View of Liquid Water from Theory and Experiment. ISIS seminar at Rutherford Appleton Laboratory,
Oxford, UK July 18, 2006.

264. Protein Folding and Aggregation Isolated Biomolecules and Biomolecular Interactions: Theory and Experiment.
Trest Castle, Czech Republic, May 9-14, 2000.

265. Protein Folding and Aggregation, CECAM Workshop on Protein Aggregation. Lyon, France, May 22-25, 2000.

266. A Molecular View of Liquid Water from Theory and Experiment. Institut fuer Physikalische und Theoretische
Chemie Johann Wolfgang Goethe Universitaet, Frankfurt, Germany April 10, 2006.

267. A Molecular View of Liquid Water from Theory and Experiment. Physical Chemistry seminar. Nottingham
University, UK, March 15, 2006.

268. A Molecular View of Liquid Water from Theory and Experiment. Schlumberger Lecture. Cambridge University, UL,
February 15, 2006.

269. A Molecular View of Bulk Liquid and Hydration Water. Physical Chemistry seminar. Lugano, Switzerland, February
13, 2000.

270. A Molecular View of Bulk Liquid and Hydration Water. Physical Chemistry seminar. Oxford University, UK, January
30, 2006.

271.  Protein Folding and Aggregation. Biophysics Seminar Series, Cambridge University, UK, January 20, 2006.

272. Contrasting Disease and Non-Disease Protein Aggregation. Gordon Research Conference on Protein Folding
Dynamics, Ventura, California, January 8-13, 2000.

273. A Molecular View of Bulk and Hydration Water. Theoretical Chemistry Seminar, Cambridge University, October
12, 2005.
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274. Comparing Aggregation Mechanism and Morphologies between Disease and Non-Disease Proteins Protein Society
19t Symposium, Boston, Massachusetts. July 30-August 3, 2005.

275. Protein Folding and Aggregation. Laboratory of Biophysics and Laboratory of Chemical Physics, National Institutes
of Health. Washington, D.C. May 26, 2005.

276. A Molecular View of Hydration Water Dynamics. NIST Center for Neutron Research (NCNR), Washington, D.C.
May 23, 2005.

277. Cyberinfrastructure for Computational Biology and Chemistry. CITRIS Corporate Day, NASA Ames/Santa Cruz,
California April 18, 2005.

278. Anomalous hydration dynamics as a function of temperature near a model hydrophobic peptide. Symposium in
Honor of Michael Klein. American Chemical Society, San Diego, California March 16-23, 2005.

279. Protein Folding and Aggregation. Center for Biomolecular Science and Engineering. University of California, Santa
Cruz. February 8, 2005.

280. Protein Folding and Aggregation. Seventh Conference of the World Association of Theoretically Oriented Chemists
(WATOC). Cape Town, South Africa, January 16-21, 2005.

281. Co-organizer of NSF Workshop on Cyber-enabled Chemistry. Washington D.C. NSF Oct. 3-5, 2004.

282. Anomalous Hydration Dynamics As A Function Of Temperature Near A Model Hydrophobic Peptide. Gordon
Research Conference on Water and Aqueous Solutions. Holderness School, Plymouth, NH, Aug. 1-6, 2004

283. Session leader on Aqueous Solutions. Gordon Research Conference on Computational Chemistry. Holderness
School, Plymouth, NH, July 4-9, 2004

284. Hydration Dynamics Near a Model Protein Surface:Protein Function and Protein-Protein Assembly. Gordon
Research Conference on Interfacial Water in Cell Biology. Mt. Holyoke College, S. Hadley, MA, June 6-11, 2004.

285. Protein Folding and Aggregation. Chemistry department, Rice University, April 27, 2004.

286. Role of Hydration Forces in Protein Folding, Structure, and Function. Chemistry department, U. Houston, April 28,
2004.

287. 'The Role of Hydration Forces in Protein Folding, Structure, and Function. Chemical Physics seminar series, Caltech,
March 9, 2004.

288. Protein Folding and Aggregation. Life Sciences Division, Lawrence Berkeley Laboratory, January 20, 2004.

289. Protein Minimalist Models for Annotating Whole Genomes. Center for Biological Modeling, Michigan State
University, November 6, 2003

290. Role of Hydration Forces in Protein Folding and Structure Prediction. PENCE (Protein Engineering Network of
Centres of Excellence) Seminar Series, University of Toronto, November 7, 2003.

291. Computational Biology: Towards Understanding Disease Processes such as Alzheimet's & Parkinson's. Celebrating
Engineering Excellence, COE Alumni presentation, UC Berkeley, September 13, 2003.

292. Stanley Building Groundbreaking Panel. University of California, Berkeley, May 30, 2003.

293. Cool Walking: A New Markov Chain Monte Carlo Sampling Method. Symposium on Integrating Diverse
Computational Approaches to Complex Problem Solving. ACS, New Orleans, Louisiana, March 23-27, 2003.

294. Physiochemical Minimalist Models and Protein Design. Colloquium in Protein Structure, Function and Dynamics,
University of Puerto Rico’s Protein Research Center, February 5-8, 2003.

295. Protein Minimalist Models for Annotating Whole Genomes. President's Meeting of the International Society of
Quantum Biology and Pharmacology, Snowbird, Utah, December 13-14, 2002.

296. Synchrotron Experiments and Theory: Pure Water as a Function of Temperature. Symposium on Classical and
Quantum Statistical Mechanics Studies of Solvation. ACS, Boston, Massachusetts, August 18-22, 2002.

297. Protein Structure Prediction and Solvation Potentials of Mean Force. Symposium on Water in Novel Environments
and Biological Systems. ACS, Boston, Massachusetts, August 18-22, 2002.
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298. Simulation, Neutron, and X-ray Scattering Experiments for Pure Liquid Water. Symposium on Applications of
Neutron Scattering in Structural Biology and Biophysics. ACS, Boston, Massachusetts, August 18-22, 2002.

299. Nominator for Berkeley as the Site of WATOC (Wotld Association for Theoretically-Oriented Chemists) 2008.
Presentation given in Lugano, Switzerland, August 3, 2002.

300. The Role of Hydration Forces in Protein Folding and Structure Prediction. Department of Chemistry, Monash
University, Melbourne, Victoria Australia June 26, 2002.

301. Chemical Bonding Effects in Electron Crystallography. Annual Meeting of the American Crystallographic
Association, San Antonio, Texas, May 25-30, 2002.

302. A Global Optimization Approach to Protein Structure Prediction. 420 Sanibel Symposium, St. Augustine, Florida,
February 23-March 1, 2002.

303. Protein Structure Prediction and Solvation Potentials of Mean Force, Workshop on Self-Organizing Biomolecules:
The Evolving Picture, Santa Fe, New Mexico, January 13-18, 2002.

304. Facing the Challenges in Structural and Functional Genomics, IBM T. J. Watson Research Center, Blue Gene team,
Yorktown, New York, February 22, 2001.

305. Experiment and Simulation in Protein Folding. IBM Workshop for the Blue Gene Project. Break out session leader.
San Diego, March 30-31, 2001.

306. Facing the Challenges in Structural and Functional Genomics, ACS, San Diego, April 1-5, 2001.

307. Computational Complexity in Molecular and Genomic-Scale Biology, National Research Council Committee on
Frontiers at the Interface of Computing and Biology, Boston, Massachusetts, May 9, 2001.

308. Synchrotron Experiments and Theoretical Analysis of Pure Water, NATO Advanced Research Workshop: New
kinds of phase transitions: transformations in disordered substances. Volga river, Russia, May 24-28, 2001.

309. Matching Simulation and Experiment: Minimalist Models for Annotating Whole Genomes. Gordon Research
Conference on Biological Molecules in the Gas Phase. New London, Connecticut June 10-15, 2001.

310. Synchrotron Experiments and Theory: Pure Water as a Function of Temperature. Gordon Research Conference on
the Chemistry and Physics of Liquids. Holderness, New Hampshire August 6-10, 2001.

311. Computational Complexity in Molecular and Genomic-Scale Biology, Department of Bioengineering, UC Berkeley,
August 14, 2001.

312. Workshop on Polarizability for Biomolecular Simulation (Co-organzier), Snowbird, Utah, Dec. 12-14, 2001.

313. Session Chair of Coupling Simulation Theory and Experiment. LJIS '2000: Quantitative Challenges In The Post-
Genomic Sequence Era: A Workshop And Symposium, January 11-15, 2000.

314. Facing the Challenges in Structural and Functional Genomics, Biosciences Division, Argonne National Laboratory,
January 24, 2000.

315. Facing the Challenges in Structural and Functional Genomics, Institute for Biomolecular Dynamics, University of
Chicago, January 26, 2000.

316. TFacing the Challenges in Structural and Functional Genomics, Department of Chemistry, University of North
Carolina, Chapel Hill, January 31, 2000.

317. Facing the Challenges in Structural and Functional Genomics, Department of Chemistry, Indiana University,
Bloomington, February 3, 2000.

318. Aqueous Hydration Forces for Extremophiles. Session of The Role of Water for Life Under Precarious
Circumstances, AAAS meeting. Washington D. C., February 17-21, 2000.

319. Computational Biology, Protein Structure Prediction, and Folding. Symposium on the 21st Century: How Far Can
Computation Go with the Hardest Problems, American Chemical Society, San Francisco, March 26-30, 2000.

320. Matching Simulation And Experiment: A New Simplified Model For Simulating Protein Folding. By invitation to
RECOMSB "2000. Japan, April 11-15, 2000.

321. Facing the Challenges in Structural and Functional Genomics, NASA-Ames, Moffit Field, CA. July 5, 2000.
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322. Facing the Challenges in Structural and Functional Genomics, Department of Chemistry, UC Berkeley, September
12, 2000.

323. Solvation Potentials of Mean Force for Protein Structure Prediction. 4t Community Wide Experiment on the Critical
Assessment of Techniques for Protein Structure Prediction (CASP4), Pacific Grove, CA, Dec. 7, 2000.

324. Computational Challenges in Structural and Functional Genomics. NERSC Scientific Computing Group, LBNL,
April 15, 1999.

325. Computational Challenges in Structural and Functional Genomics. DOE Computational Sciences seminar series.
Washington D. C. April 21, 1999.

326. Determining the Role of Aqueous Hydration Forces in Protein Folding. National Institutes of Health, Washington
D.C. April 22, 1999.

327. Lectures on Structural Genomics, Protein Folding and Prediction, and Hydration Forces, Advanced School on
Proteins, National Tsinghua University, Hsinchu, Taiwan, June 7-11, 1999.

328. Electronic and Classical Reaction Field Models for Aqueous Solvation, Workshop on Treatment of Electrostatic
Interactions in Computer Simulations of Condensed Media, Santa Fe, New Mexico, June 23-25, 1999.

329. Global Optimization Approaches to Protein Structure Prediction: [J-Helical Proteins. Polish-American Workshop
on Theoretical Chemistry and Molecular Modeling, Wroclaw, Poland, July 1-6, 1999.

330. Determining the Role of Aqueous Hydration Forces in Protein Folding. Americal Chemical Society, New Orleans,
Louisiana, August 22-26, 1999.

331. Matching Simulation and Experiment: A New Simplified Model For Simulating Protein Folding. Dept. of Physics,
UC Davis. October 28, 1999.

332. Overview of Computational Biology, Workshop on Computational Biology. Supercomputing '99, Portland, Oregon,
November 11-17, 1999.



