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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- 
Chancellor’s Professor, 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- 
Professor, Dept. of Bioengineering, UC Berkeley, 7/07- 
Assoc. Professor, Dept. of Bioengineering, UC Berkeley, 7/04-6/07 
Asst. Professor, Dept. of Bioengineering, UC Berkeley, 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, Lawrence Berkeley National Laboratory, 1/01- 
Senior Staff Scientist, Physical Biosciences Division, Lawrence Berkeley National Laboratory, 8/00-12/31/00. 
Staff Scientist, Physical Biosciences Division, Lawrence Berkeley 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 
39th Esther and Bingham J. 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 (2005-2006).  
Schlumberger Lecture. Cambridge University, United Kingdom, February 15, 2006. 
Clare Hall Faculty, Cambridge University, United Kingdom (2006-present) 
IBM-SUR Award. 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 Medium 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 (undergrad, 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; 
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SAGE scholar, 2001-2002); Harry 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 II, Johnson & Johnson); Youcef Ouadah (2009-2010, Jane Coffin 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, Sr. 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 
Security); 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 
fellow, 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, Schrödinger), 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, 
2004-2006; 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; Sr. 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, Sr. Researcher, Microsoft), Dr. Farnaz Heidar Zadeh (2019-
2020, Asst. Prof. Queens University, Canada), Dr. Mojtaba Haghighatlari (2019-2021, Sr. ML Scientist, Pfizer), 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. Am. 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. Carlson, T. Head-Gordon (2025). A 

Workflow 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 arXiv:2409.02231 (under review)  

14. M. Tsanai and T. Head-Gordon (2025). Determining the Role of Electrostatics in the Making and Breaking of the 
Caprin1-ATP Nanocondensate. J. Phys. Chem. B (CL Brooks Festschrift) 129(19):4705-4714. 
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15. 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. Chem. 
Lett. 16, 5252–5257 

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

17. S. K. Chandy, M. L. Luna, N. Z. Rustad, I. 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, 24538–24547 

18.  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.  arXiv:2504.14398 (in review). 

19. 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. Chem. Chem. Phys. 27, 
10120-10128 

20. J. P. Heindel, L. Kim, M. Head-Gordon, T. Head-Gordon (2025). Completely Multipolar Model for Many-Body Water-
Ion and Ion-Ion Interactions. J. Phys. Chem. Lett. 16 (4), 975–984  

21. 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. Chem. Theory 
Comput. 21(3), 1163–1178. 

22. Amaro, R.; Åqvist, J.; Bahar, I.; Battistini, F.; Bellaiche, A.; Beltran, D.; Biggin, P.C.; Bonomi, M.; Bowman, G.; Bryce, 
R.; Bussi, G.; Carloni, 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.; Gelpí, J.L.; Gervasio, F.; 
Gonzalez-Nilo, F.; Grubmueller, H. Harris, S.; Head-Gordon, T.; Hernandez, R.; Hospital, A.; Huang, N.; Huang, X; 
Hummer, G.; Iglesias-Fernández, 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.; Oláh, J.; O’Mara, M.; Ondrechen, M.J.; Onuchic, J.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.J.; Ren, P.; Reuter, N.; Roitberg, A.; Rosta, E.; Rovira, C.; Roux, 
B.; Röthlisberger, U.; Sanbonmatsu, K.; Schlick, T.; Shaytan, A.K.; Simmerling, C.; Smith, J.C.; Sugita, Y.; Swiderek, 
K.P.; Taiji, M.; Tao, P.; Tirado-Rives, J.; Tuñón 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. Nature Methods 22,  641–645. 

23. 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), 31733–31745 

24. 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 Comput. 20(19):8594-8608 

25. J. P. Heindel, R. A. LaCour, T. Head-Gordon (2024). The Role of Charge in Microdroplet Redox Chemistry. Nature 
Comm. 15, Article number: 3670.  

26. 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 

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

29. 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. 

30. 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 Ga4L6 –12 Nanocage. Inorg. Chem. 63 (31), 14609–14622. 

31. 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. 

32. 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 

33. 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. J. Comp. Inform. Model. 64 (24), 9082–9097 

34. 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. Lett. 14, 11742–11749 

35. Z. Zheng, O. Zhang, H. Nguyen, N. Rampal, A. Alawadhi, Z. Rong, T. Head-Gordon, C. Borgs, J. Chayes, O. Yaghi 
(2023). ChatGPT research group for optimizing crystallinity of MOFs and COFs. ACS Central Sci., 9, 2161–2170. 

36. W.-Lu Li, Y. Li, J. Li, T. Head-Gordon (2023). How Thermal Fluctuations Influence the Function of the FeMo-cofactor 
in Nitrogenase Enzymes. Chem Catalysis, 3, 100662. 

37. 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. Am. Chem. Soc. 145(3), 1826–1834  

38. 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) e2216480120. 

39. 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. 

40. 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. Chem Sci. 14, 10934-10943. 

41. 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. Chem. 
Phys. (ML special issue) 158, 174113. 

42. K. Carter-Fenk, M. Liu, L. Pujal, M. Loipersberger, M. Tsanai, R. M. Vernon, J.D. Forman-Kay, M. Head-Gordon, F. 
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Invited Presentations 
1. Illuminating 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 AI 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 
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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/AI 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 AI 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). BidMAP seminar series. UC Berkeley, 
February 13, 2025 

21. Personal history talk in the Living Histories series, January 15, 2025 
22. AI 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/AI to Create IDP Ensembles and Evaluate Potency of Drug Molecules. SMART 

Symposium on AI-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 Orleans, 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 21st 

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 Electrons 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 

RESOLV 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 Laboratories, 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 III. 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. WaterEurope: 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 VIII. 
Kraków, 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. Tromsø, 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-β 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 Eigenvalue 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 Zdrój, 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, Scaffolds, 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. 

Workshop 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. 11th 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-Universität 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. 



 – 25 – OCTOBER 10, 2025  

  25 

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: Software Institutes in Building Communities of Scientific Software Practice. Software 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-β Peptide. Biophysics Department Seminar. Johns 

Hopkins University, December 2, 2013. 
175. All Atom and Coarse-Grained Studies of the Alzheimer's Amyloid-β Peptide. Computational Biology Seminar series, 

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-β 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-β 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-β 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 Ab 

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 Ab 

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: Theoretical 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 Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 

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 Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 

Peptide. PHYS, American Chemical Society in Washington DC August 16-20, 2009.   
225. Dynamics 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 Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 
Peptide. American Society for Biochemistry and Molecular Biology, New Orleans, Louisiana, April 18- 22, 2009.   

231. From Monomer Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 
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 Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 

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 Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 

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 Orleans, Louisiana, April 6-10, 2008.   

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

245. From Monomer Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 
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 Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 
Peptide. Presentation to ITRI Institute in Taiwan, UC Berkeley, June 11, 2007.  

255. From Monomer Structure to Polymorphism: Computational and Experimental Studies of the Alzheimer’s Ab 
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, 2006.  

257. Determining the Critical Nucleus and Mechanism of Fibril Elongation of the Alzheimer’s Ab1-40 Peptide. 
Laboratory of Chemical Physics, National Institutes of Health. Washington, D.C. October 26, 2006.  

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, 2006.  
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, 2006.  
265. Protein Folding and Aggregation, CECAM Workshop on Protein Aggregation. Lyon, France, May 22-25, 2006.  
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, UK, 

February 15, 2006. 
269. A Molecular View of Bulk Liquid and Hydration Water. Physical Chemistry seminar. Lugano, Switzerland, February 

13, 2006. 
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, 2006. 
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 
19th 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 Alzheimer'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 (World 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. 42nd 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. Facing 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 

RECOMB '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. 4th 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: �-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. 
 


