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Professional Experience

11/2016-present Senior Investigator, National Institute of Diabetes and Digestive and Kidney Dis-
eases, National Institutes of Health

10/2012-11/2016 Tenure-track investigator, National Institute of Diabetes and Digestive and Kidney
Diseases, National Institutes of Health

10/2008-9/2012 College Lecturer in Chemistry, Emmanuel College, Cambridge

10/2007-9/2012 Royal Society University Research Fellow, University of Cambridge.

3/2004-9/2007 Post-doctoral research in the Laboratory of Chemical Physics, NIH, Bethesda, MD
with William Eaton and Gerhard Hummer.

6/2003-2/2004 Post-doctoral research with Michele Vendruscolo, University of Cambridge.

Education

2000-2003 Ph.D. in Chemistry, University of Cambridge (Advisor: Jane Clarke)
High Resolution Studies of Protein Folding and Dynamics.

2000 M.Sc. in Chemistry, University of Cape Town (Advisors: Kevin Naidoo, Graham
Jackson)
Combined NMR and simulation study of carbohydrate linkage dynamics.

1998 B.Sc.(Hons) in Chemistry (First Class), University of Cape Town.

1995-1997 B.Sc. University of Cape Town, Majors in Chemistry, Biochemistry and Mathe-
matics with distinction.

Professional Associations

Editorial Board Member of Biophysical Journal (from Jan 2021)

Editorial Board Member of Journal of Biological Chemistry
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Developer for CHARMM molecular simulation package

Member of the American Chemical Society and Biophysical Society

Awards

2020 Sackler Award in Biophysics

2012 Royal Society of Chemistry Marlow Award.

2006 NIDDK Scientific Director’s Fellowship Award (NIH).

2000 Cambridge Commonwealth Trust Mandela Scholarship.

Recent Meetings

2020 November: Invited Seminar (Virtual), Heidelberg Institute of Theoretical Studies.

August: Invited Speaker, (Virtual) Telluride meeting on Biomolecular Interactions
in Cellular Environments.

June: Invited Seminar (Virtual), Martin Weigt Group.

May: Invited Speaker (Virtual), CUNY Biophysics Seminar Series.

February: Poster Presenter, Biophysical Society Meeting

January: Poster Presenter, Gordon Research Conference on Protein Folding and
Dynamics.

2019 November: Invited Speaker, MOLSSI Meeting on Machine Learning, University
of Maryland.

October: Invited Speaker, CECAM Meeting on Modelling Phase Separation in
Biology, Toulouse, France.

September: Invited Speaker, Intrinsically Disordered Protein Regions in the Con-
text of Polymer Physics, Oak Ridge National Lab, TN.

August: Invited Speaker, Single Molecule Force Spectroscopy Workshop, Duke
University, NC.

July: Invited Speaker, TSRC Intrinsically Disordered Proteins Workshop, Tel-
luride, CO.

June: Invited Speaker, Molecular Kinetics and Machine Learning Meeting, Berlin,
Germany.

May: Invited Lecturer, IUBMB Advanced School, Spetses, Greece.

March: Invited Speaker, American Chemical Society Spring Meeting, Orlando,
FL.

March: Invited Speaker, American Physical Society Meeting, JCP Editor’s Choice
Session, Boston, MA.

February: Invited Speaker, Greater Boston Area Theoretical Chemistry Lecture
Series, Boston, MA.

2018 December: Invited Speaker, Protein Folding on the Ribosome, Stockholm, Swe-
den.



October: Invited Speaker, Brown University Chemistry Department, Providence,
RI.

October: Invited Speaker, Computational Biophysics at the Molecular and Mesoscales,
Qui Nhon, Vietnam.

September: Invited Speaker, Molecular Physiology of the Cell Membrane, Woods
Hole, MA.

July: Invited Speaker, CHARMM Developers’ meeting, Chicago.

July: Invited Speaker, Protein and Peptide interactions in Cellular Environments,
Telluride, CO.

May: Invited Speaker, Statistical Mechanics of Protein Sequences, Temple Uni-
versity, PA.

May: Invited Speaker, Protein Science in Human Diseases, University of Parma,
Italy.

February: Meeting Chair, Biophysical Society Intrinsically Disordered Proteins
Subgroup, San Francisco, CA.

January: Session Chair, Protein folding Gordon Conference, Galveston, TX

2017 October: Invited Speaker, CECAM Meeting on Disordered Protein Segments,
Paris, France.

September: Invited Speaker, Protein Folding, Evolution and Interactions Sympo-
sium, Cambridge, UK.

July: Invited Seminar, CHARMM Developers’ meeting, Cambridge, MA.

March: Invited Speaker, International Center of Theoretical Physics, Trieste, Italy.

2016 September: Invited Speaker, Scietific Computing Internal Lecturer Series, Univer-
sity of Cape Town, South Africa.

August: Invited Speaker, American Chemical Society National Meeting, Philadel-
phia, PA.

August: Invited Speaker, CECAM/Lorentz Meeting on Reaction Coordinates, Lei-
den, Netherlands.

June: Invited Speaker, CHARMM Developers’ meeting, Ann Arbor, MI.

June: Invited Speaker, Protein and Peptide Interactions in Cellular Environments,
Telluride, CO.

March: Invited Speaker, American Chemical Society National Meeting, San Diego,
CA.

January: Protein Folding Gordon Conference, Galveston, TX: Keynote Speaker

January: Invited Seminar, University of Calgary, Center for Molecular Simula-
tion.

Conferences Organised

2022 Vice chair-elect, Gordon Research Conference on Protein Folding Dynamics (co-
vice chair Martin Gruebele)



2021 Chairman, Intrinsically Disordered Protein Subgroup of Biophysical Society. (co-
chair Alessandro Borgia)

2018 Session Chair, Intrinsically Disordered Protein Subgroup, Biophysical Society
Annual Meeting (co-chair Scott Showalter)

2015 CECAM Meeting on Intrinsically Disordered Proteins, Zürich (co-organisers Ben
Schuler, Kresten Lindorff-Larsen, Birthe Kragelund)

2014 Experimental and Theoretical Approaches for Enzyme Catalysis Related to En-
ergy Generation, London (co-organisers Jochen Blumberger, Christophe Léger,
Luca de Gioia)

2013 CECAM Meeting on Intrinsically Disordered Proteins, Zürich (co-organisers Kresten
Lindorff-Larsen, Birthe Kragelund)

2012 CECAM Protein Folding Meeting, Zürich (co-organisers David de Sancho, Ben
Schuler)

2006 CECAM Meeting on Single Molecule Pulling Experiments, Lyon (co-organisers
Emanuele Paci, Peter Olmsted)

Current Group Members

Thomas Dannenhofer-Lafage (Post-doc since September 2018). Ph. D. Univer-
sity of Chicago, 2018. Coarse grained models for protein phase separation.

Kathryn Lebold (Post-doc since September 2019). Ph. D. Penn. State University,
2018. Coarse grained models for nucleic acid / protein interactions and complex
coacervation.

Layne Frechette (Post-doc since September 2020). Ph. D. U. C. Berkeley, 2020.
Sequence-based protein design and fold-switch engineering

Grace Taumoefolau (Co-supervised PhD Student since September 2019). Anal-
ysis of maximum likelihood theory for transition-path times using molecular sim-
ulations.

Former Group Members

Pengfei Tian (Post-doc 2014–2018) Misfolding of multidomain proteins, co-evolutionary
models for sequence design, Co-translational protein folding. Current: Research
Scientist, Novozymes

Matthias Bellaiche (NIH/Oxcam Ph. D. student 2014–2018) Mechanism of sec-
ondary nucleation of amyloid fibers, Markov State Models for amyloid formation.
Current: Guidehouse Consulting

Jan Domanski (NIH/Wellcome Ph. D. student 2013–2017). Molecular simulation
of membrane protein folding and association Current: Co-founder, Labstep.

Wenfei Li (Visiting Scholar, 2017–18). Prof., Dept. of Physics, Nanjing Univer-
sity, China. Coarse-grained models for amyloid formation, and kinetics. Interpre-
tation of protein folding ψ-values versus φ-values.

Wenwei Zheng (Post-doc 2014–2017). Internal friction in protein folding, in-
terpretation of scattering experiments on disordered proteins. Current: Assistant
Professor, Arizona State University.
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Travis Hoppe (Post-doc 2014-2016). Contact potentials for intrinsically disor-
dered proteins, role of intrinisically disordered proteins in protein interaction net-
works. Current: Grant Analyst, NIH Office of the Director.

David De Sancho (Post-doc 2010–2014). Kinetics of helix formation, downhill
folding, protein internal friction, ligand transport in proteins, Markov State Mod-
els. Current: Ramón y Cahal Fellow at the University of the Basque Country and
the Donostia International Physics Center.

Christopher M. Baker (Post-doc 2012–2013). Development of systematic coarse-
grained models, binding of intrinsically disordered proteins to DNA. Current:
Head of Physical Chemistry at Syngenta UK.

Michael Knott (Post-doc 2010–2013). Multistate models for intrinsically disor-
dered proteins, models for chaperonin function. Current: Signal/spectral analysis
at CRFS, Cambridge.

Anshul Sirur (Ph. D. student 2010–2013). Models for action of chaperonins on
substrate proteins, Markov State Models. Current: Senior Developer, UK Govern-
ment Digital Service.

Thomas Graham (M.Phil. Student 2009). Effect of mechanical force on protein
unfolding mechanism. Current: Post-doctoral fellow University of California,
Berkeley.

James Carter (project student 2012). Markov State Models for protein folding.
Current: Ph. D. Student, Imperial College, London.

Jointly Supervised/Visiting Students

Sandro Bottaro (Visiting Ph. D. 2011). Systematic derivation of implicit solvent
models. Current: Post-doc, University of Lugano.

Ian Tunbridge (Shared Ph.D.). Development of GPU code for coarse-grained
simulations. Current: Professional Software Development.

Yaw-Sing Tan (Shared Ph. D. Student 2011-2012). Discovery of cryptic binding
pockets in Polo-like kinase. Current: Research Associate, A*STAR Bioinformatics
Institute, Singapore.

Petra Kührová (Visiting Ph. D. Student 2011). Folding of peptides and RNA.
Current: Assistant Professor, Palack University, Olomoac, Czech Republic.

Digvijay Singh (Summer Student, 2012). Ising-like models for force-induced
protein unfolding. Current: Post-doc, University of California, San Diego.
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[138] Susan B. Fowler, Robert B. Best, José L. Toca-Herrera, Trevor J. Rutherford, Annette Steward,
Emanuele Paci, Martin Karplus, and Jane Clarke. Mechanical unfolding of a titin Ig domain:
(1) Structure of unfolding intermediate revealed by combining AFM, molecular dynamics sim-
ulations, NMR and protein engineering. J. Mol. Biol., 322:841–849, 2002.
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