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Research Narrative

My research program encompasses the development of general computational and experimental methodologies applied to biology, biochemistry, and biophysics in the areas of water and aqueous hydration, macromolecular assembly, membrane biophysics and proteins, and non-disease and disease protein aggregation. I have also been involved in local and national service, education, and training, which extends to promoting and developing the blueprint for computational biology, biochemistry and biophysical research 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, UC Berkeley, 7/12-

Member of the Pitzer Center for Theoretical Chemistry, 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 Staff Scientist, Lawrence Berkeley National Laboratory, 1/01-

Senior Staff Scientist, Lawrence Berkeley National Laboratory, 8/00-12/31/00.

Staff Scientist, Lawrence Berkeley National Laboratory, 8/92-8/00.

Professional Activities

Intramural

BioE Vice Chair, Graduate Affairs, Bioengineering Department, 2012- 
BioE Chair, COE member of Equity and Inclusion Committee, 2012-

BioE Chair, Graduate Committee, 2010-2012

BioE Executive Committee, Bioengineering Department, 2007-2010

BioE Vice Chair, Faculty Welfare, Bioengineering Department, 2008-2010 

BioE Undergraduate advising, 2007-

BioE Vice Chair, Graduate Affairs, Bioengineering Department, 2006-2008 
COE Member, Broadening Participation Committee, 2012-

COE/BioE Adjudicator for College and Junior Transfers to BioE, 2003-2007
COE Member, E7 Committee, 2009-

COE Member of the Biology in the College of Engineering Taskforce, 2007-2008

COE Committee on Computational Engineering Science, 2001-2008

UCB/UCSF Exec. Comm. (ex-officio), Joint Graduate Group Bioengineering, 2007-2011 

UCB/UCSF Admissions Comm., Joint Graduate Group Bioengineering 2006-present

UCB/UCSF Head Graduate Advisor, Joint Graduate Group in Bioengineering, 2006-2007

UCB ad hoc committees (confidential).

UCB/BioE Facilitator for NRC Assessment of Berkeley’s Research Doctoral Programs, 2006-2007

UCB Executive Committee, Computational Biology Initiative, University of California, Berkeley, 2003-2008

Extramural

NSF/EPSRC Workshop. Invited Panel Member, Oxford UK, June 13-15, 2011.

ACS National Award Panel, 2011-2013

NSF Review Panel, Graduate Research Fellowships, February 10-13, 2011.

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

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

NSF Vision for R&D in Simulation-Based Engineering and Science in the Next Decade, April 22-23, 2009.

U.S. DOE Large Scale Computing and Storage Requirements for BER, May 8, 2009.

National Academies of Science. Member of panel on “Study on potential impact of advances in high-end computing in science and engineering”, 2006-2008.

Co-Chair of Workshop on Cyberinfrastructure for NSF Chemistry, 7/04-10/04.

Lead Writer for Biophysical section of DOE/SCALES, July, 2003

Member of Subcommittee on 21st Century Biology NSF Biological Sciences (Directorate) Advisory Committee (BIOAC), July, 2003.

Lead Writer for Biophysical section of DOE/Genomes to Life Goal 4 Roadmap, March, 2002

Panelist for NSF Physical and Theoretical Chemistry Division CAREER awards, 2002

Panelist for NSF Mathematical and Physical Sciences Directorate ADVANCE Fellows, 2001

National Selection Committee for DOE Computational Science Graduate Fellowship Program, 2001.

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

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

Guest Editor, PLoS Computational Biology, 2010-2011

Honors and Awards 

Chancellors Professor, UC Berkeley 2012-2017
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 Molecular Structure and Dynamics of 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).
Undergraduate, Graduate Students, Postdoctoral Fellows, Staff

Richard Yu (undergrad, 1993-1995); Thomas Philip (undergrad, 1996-1998); Steve Chang (undergrad, 1997-1999); Angelica Romero (undergrad; SAGE scholar, 2001-2002); Harry Choi (undergrad, 2001-2003); David Su (undergrad, 2001-2002); Justin Hsiao (undergrad, 2003); Yuka Okabe (undergrad, Guidant scholar, 2005-2007); Devin Hendricks (undergrad, 2004); Cherub Kim (undergrad, 2008); Bushra Sadam (undergrad, 2008); Joanna Chen (undergrad, 2008); Nikit Kumar (2009-2010); Youcef Ouadah (2009-2010); Ajay Tripathy (undergrad, Guidant scholar, 2010); Richard Zhu (undergrad, Guidant scholar, 2010); Clare So (2010-present); H. Sienny Shang (M.S. in Biophysics, 1994); Jon Sorenson (NSF Fellowship, Ph.D. in Chemistry, 1995-2000; Scientist, Applied Biosystems); Greg Hura (PhD in Biophysics, 1998-2004; Beam line Scientist, ALS); Liz Verschell  (M.S. in Biophysics, Eugene Cota-Robles Fellowship, 2002-2008); Nicolas Fawzi (Ph.D. BioE, 2003-2007; Postdoc at NIH); Matthew Lin (Ph.D. BioE, 2004-2009; Postdoc UC Berkeley); Brian Carnes (M. S. BioE, 2004-2007; Programmer EBay); Margaret Johnson (PhD. BioE, 2004-2008, Postdoc NIH); Candace Gilet (M. S. Physics, 2005); Enghui Yap (Ph.D. BioE, 2010, Postdoc Albert Einstein College); Katherine Ball (Biophysics, 2008-); Shachi Katira (Bioengineering, 2009-); Cheng Peng (CSC Research fellow, 2008-2010); Xin Geng (CSC Research fellow, 2011-2012); Asmit Bhowmick (CBE, 2011-); Liam O'Suilleabhain (Chemistry, 2012-); Saurabh Belsare (Bioengineering, 2012-); Lisa Felberg (CBE, 2012-); Alex Albaugh (CBE, 2012-); Sukanya Sasmal (CBE, 2012); Clayton Edgerton (Chemistry, 2012-); Eugene Yedvabny (Chemistry, 2012-)

Dr. Shijun Zhong (Postdoc, 1999-2000; Research Scientist, University of Maryland); Dr. Chao-Ping Hsu (Miller Postdoctoral Fellow, 1999-2001, Prof. of Chemistry, Academia Sinica, Taiwan); Dr. Voichita Dadarlat (Visiting Postdoc, 2000-2001, Research Scientist, Purdue University); Dr. Silvia Crivelli (Postdoc, 1997-2002, Staff Scientist, NERSC, LBNL); Dr. Louis Clark (Postdoc, 2002-2003, Scientist, Codexis); Dr. Scott Brown (Postdoc, 2001-2003, Senior Scientist, Abbott Laboratories); 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, Scientist DE Shaw); Dr. Cecile Maldier-Jugroot (Postdoc, 2004-2007, Prof. Chemistry/ChemE RMC, Canada); Dr. Jory Ruscio (Postdoc, 2007-2009, Production editor, PLoS Comp. Bio.); Dr. Jonathan Kohn (Postdoc, 2006-2009 Bio-Rad Labs), Dr. Alex Sodt (Postdoc, 2007-2010, NIH), Dr. Gary Clark (Postdoc, 2008-2010, UCL), Dr. Po Hu (Postdoc, 2009-2011), Dr. Jerome Nilmeier (Postdoc, 2009, LLNL), Dr. Paul Nerenberg (Postdoc, 2010-2011; Prof. of Physics, Claremont Colleges), Dr. Sudip Chakraborty (Postdoc, 2010-2011), Dr. Shule Liu (Postdoc, 2012-); Dr. Omar Demerdash (Postdoc, 2013-).

University Teaching

CHEMISTRY 130/MCB100: Biophysical Chemistry (Spring 2013-)

BIOENGINEERING 100: Ethics in Science and Engineering (Fall 2007, 2008, Spring 2010-2013)

BIOENGINEERING 143/243: Computational Methods In Biology (Spring, 2002-05, 2007-09, Fall 2009-2011)

BIOENGINEERING 131/231: Introduction To Computational Biology (Fall 2002-2005)

COMPUTER SCIENCE 267: Applications Of Parallel Computers (1 Lecture) (1999-2002, 2005)

COMPUTER SCIENCE 294: Challenges In Comp. Bio. (Lecture) Fall, 2000

ENGINEERING 39B: Introduction To Computational Biology (Spring, 2002)

BIOENGINEERING 24: Aspects Of Bioengineering (Spring, 2003)

Publications

1. T. Vazina, K. A. Ball, H. Lu, T. Head-Gordon, M-M. Poo, D. V. Schaffer (2013). Efficient derivation of cortical glutamatergic neurons from human pluripotent stem cells: A model to study Alzheimer’s disease. J. Neurosci. submitted.

2. E.-H. Yap and T. Head-Gordon (2013). Calculating the biomolecular rate of protein-protein association under crowding conditions  J. Chem. Theory Comput. submitted
3. K. A. Ball, D. E. Wemmer & T. Head-Gordon (2013). Determining the structural ensemble of intrinsically disordered proteins using computation and experiment. J. Am. Chem. Soc. Perspective, submitted.
4. K. A. Ball, A. Phillips, D. E. Wemmer & T. Head-Gordon (2013). Differences in β−strand populations of monomeric Aβ40 and Aβ42. Biophys. J. in prep
5. N. Liguori, P. S. Nerenberg, T. Head-Gordon (2013). Reactive Aβ42 N-terminal exposure depends on age-dependent cholesterol asymmetries. In prep
6. L.-P. Wang, T. Head-Gordon, J. Ponder, P. Ren, J. Chodera, T. Martinez, V. S. Pande (2013). A direct polarization model of water iAMOEBA. In prep
7. 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.
8. T. Head-Gordon, R. M. Lynden-Bell, J. Dowdle, P. J. Rossky (2012). Predicting solubility of hard spheres: How far is the Gaussian approximation valid? Phys. Chem. Chem. Phys 14 (19), 6996 – 7004.
9. 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
10. 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. Chem. Chem. Phys. 13 (7), 2748 – 2757.
11. P. S. Nerenberg & T. Head-Gordon (2011). Optimizing protein-solvent force fields to reproduce intrinsic conformational preferences of model peptides. J. Chem. Theory Comput 7 (4), 1220-1230
12. D. Lambrecht, G. N. I. Clark, T. Head-Gordon, M. Head-Gordon (2011). Simulated photoelectron spectra of CN(H2O)-− via quasiclassical molecular dynamics. J. Phys. Chem. A 115 (23), 5928–5935.
13. 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-β peptides. Biochemistry, 50 (35), 7612-7628.
14. D. Lambrecht, G. N. I. 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 Festschrift) 115(41), 11438-11454
15. C. Peng & T. Head-Gordon (2011). Auto-inhibition dynamical mechanism in AMP-activated protein kinase. PLoS Comput Biol 7(7): e1002082. doi:10.1371/journal.pcbi.1002082
16. M. Lin and T. Head-Gordon (2011). Reliable protein structure refinement using a physically derived energy function. J. Comp. Chem. 32, 709-717.
17. J. W. Ponder, C.J. Wu, P. Ren, V.S. Pande, I. 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.
18. J. 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.
19. C. 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. (Journal Cover) 12, 382-392.
20. M. E Johnson, C. Malardier-Jugroot, and T. Head-Gordon (2010). Effects of co-solvents on peptide hydration water structure and dynamics. Phys. Chem. Chem. Phys. (Journal cover) 12, 393-405.
21. C. Peng, L. Zhang & T. Head-Gordon (2010). Instantaneous normal modes as a reaction coordinate for protein conformational transitions. Biophys. J. 98, 2356-2364.
22. 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.
23. G. N. I. Clark, C. D. Cappa, J. D. Smith, R. J. Saykally, T. Head-Gordon (2010). The structure of ambient water. Mol. Phys. (Review) 108 (11), 1415- 1433.
24. G. N. I. 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.
25. A. Sodt and T. Head-Gordon (2010). An implicit solvent coarse-grained lipid model with correct stress profile. J. Chem. Phys. 132, 205103-205310.

26. A. Sodt and T. Head-Gordon (2010). Driving forces for transmembrane helix oligomerization. Biophys. J. 99, 227-237.

27. E.-H. Yap and T. Head-Gordon (2010). New and efficient Poisson-Boltzmann solver for interaction of multiple proteins  J. Chem. Theory Comput. (Journal cover) 6, 2214-2224.
28. 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.
29. 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. Am. Chem. Soc. 131, 14111-14115.
30. M.E. Johnson and T. Head-Gordon (2009). Assessing thermodynamic-dynamic relationships for water-like liquids. J. Chem. Phys. 130, 214510-21.

31. 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

32. T. Head-Gordon (2008). Spotlight on “Polypeptide Friction and Adhesion on Hydrophobic and Hydrophilic Surfaces: A Molecular Dynamics Case Study” J. Am. Chem. Soc. Published online http://pubs.acs.org/JACSbeta/jvi/issue3.html.
33. C. 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. Chem. Chem. Phys. 10, 4303-4308.

34. 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.
35. N. Lux Fawzi, A. Phillips, J. Z. Ruscio, M. Doucleff, D. E. Wemmer & T. Head-Gordon (2008). Structure and dynamics of the Alzheimer’s A21-30 peptide from the interplay of NMR experiments and simulation. J. Am. Chem. Soc. 130, 6145-6158.
36. M. S. Lin and T. Head-Gordon (2008). Improved energy selection of native loops from loop decoys. J. Chem. Theory Comput,  4, 515-521 (Cover article).
37. 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.
38. N. Lux Fawzi, K. Kohlstedt, Y. Okabe & T. Head-Gordon (2008). Protofibril assemblies of the Arctic, Dutch and Flemish mutants of the Alzheimer’s Ab1-40 peptide. Biophys. J. 94, 2007-2016.
39. 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.

40. E.-H. Yap, N. Lux Fawzi & T. Head-Gordon (2008). A coarse-grained carbon protein model with anisotropic hydrogen-bonding. Proteins, Struct. Func.. Bioinf. 70, 626-638.
41. 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.
42. 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.
43. M. E. Johnson, T. Head-Gordon, A. A. Louis (2007). Representability problems for coarse-grained water models. J. Chem. Phys. 126, 144509-144519. 
44. C. Malardier-Jugroot and T. Head-Gordon (2007). Separable cooperative and localized translational motions of confined water. Phys. Chem. Chem. Phys. 9, 1962-1971.

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

46. 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 A1-40 peptide. J. Mol. Biol. 365, 535-550
47. R. M. Lynden-Bell and T. Head-Gordon (2006). Solvation in modified water models: toward understanding hydrophobic solvation. Mol. Phys. 104, 3593-3605.

48. T. Head-Gordon & M. E. Johnson (2006). Tetrahedral structure or chains for liquid water? Proc. Natl. Acad. Sci. 103, 7973-7977.
49. I. Lotan & T. Head-Gordon (2006). An analytical electrostatic model for salt screened interactions between multiple proteins  J. Chem. Theory Comput 2, 541-555.
50. 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.
51. D. Russo, R. K. Murakra, J. R.D. Copley, T. Head-Gordon (2005). Molecular view of water dynamics near model peptides. J. Phys.Chem. B 109; 12966-12975
52. 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.
53. D. 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 Feitschrift) 108, 19885-19893. 
54. E. Eskow, B. Bader, R. Byrd, 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. 
55. D. Russo, G. Hura, & T. Head-Gordon (2004). Hydration dynamics near a model protein surface. Biophys. J. 86, 1852-1862 
56. H. W. Horn, W. C. Swope, J. W. Pitera, J. D. Madura, T. J. Dick, Greg Hura, T. Head-Gordon (2004). Development of an improved four-site water model for biomolecular simulations: TIP4P-Ew. J. Chem. Phys.120, 9665-9678.

57. S. Brown & T. Head-Gordon (2004). Intermediates in the folding of proteins L and G. Protein Sci. 13, 958-970.
58. 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 R&D Journal 48, 153-160.
59. S. Brown & T. Head-Gordon (2003). Cool-walking: a new markov chain monte carlo sampling method. J. Comp. Chem. PAK Symposium 24, 68-76. 
60. T. Head-Gordon & S. Brown (2003). Minimalist models for protein folding and design. Curr. Opin. Struct. Biol. 13, 160-167.
61. G. 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.
62. S. Brown, N. Fawzi, & T. Head-Gordon (2003). Coarse-grained sequences for protein folding and design. Proc. Natl. Acad. Sci 100, 10712-10717

63. J. M. Sorenson & T. Head-Gordon (2002). Protein engineering study of Protein L by Simulation. J. Comp. Biol. 9, 35-54.
64. T. Head-Gordon, 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.
65. J. M. Sorenson & T. Head-Gordon (2002). Toward minimalist models of larger proteins: a ubiquitin-like protein. Proteins: Structure, Function, Genetics 46, 368-379.
66. 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.  
67. S. Crivelli, E. Eskow, B. Bader, V. Lamberti, R. Byrd, R. Schnabel & T. Head-Gordon (2002). A physical approach to protein structure prediction. Biophys. J. 82, 36-49.
68. T. Head-Gordon and G. Hura (2002). Water Structure from scattering experiments and simulation. Chemical Reviews 102, 2651-2670.
69. 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.
70. C. 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.
71. 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: helical proteins. Comp. & Chem 24, 489-497.
72. A. 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.
73. J. M. Sorenson & T. Head-Gordon (2000). Matching simulation and experiment: a new simplified model for simulating protein folding. J. Comp. Bio. 7, 469-481.
74. G. Hura, J. 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.
75. J. Sorenson, G. Hura, R.M. Glaeser & T. Head-Gordon (2000). What can x-ray scattering tell us about the radial distribution functions of water? J. Chem. Phys 113, 9149-9161.
76. 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.
77. 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.
78. J. 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 J. Phys. Chem. B, 103 5413-5426.
79. G. 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.
80. S. Crivelli, T. Head-Gordon, R. H. Byrd, 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, I. Duff, V. Fraysse, L. Giraud, D. ruiz (eds.), pg. 578-585.
81. C. 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.
82. J. M. Sorenson & T. Head-Gordon (1999). Redesigning the hydrophobic core of a model -sheet protein: destabilizing traps through a threading approach. Proteins: Structure, Function, Genetics 37, 582-91.
83. C. 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.
84. 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.
85. T. Head-Gordon, J. M. Sorenson, A. Pertsemlidis & R. M. Glaeser (1997). Differences in hydration structure near hydrophobic and hydrophilic amino acid side chains. Biophys. J. 73, 2106-2115
86. 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.
87. T. Head-Gordon (1995). A new solvent model for hydrophobic association in water. I. Thermodynamics. J. Am. Chem. Soc. 117, 501-507. 
88. R.C. Yu & T. Head-Gordon (1995). Neural network design applied to protein secondary structure prediction. Phys. Rev. E 51, 3619-3627.
89. T. Head-Gordon (1995). Is water structure around hydrophobic groups clathrate-like? Proc. Natl. Acad. Sci. USA 92, 8308-8312.
90. F.H. Stillinger & T. Head-Gordon (1995). Collective aspects of protein folding illustrated by a toy model. Phys. Rev. E 52, 2872-2877.  
91. 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.
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