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Alsop, R. J., Dhaliwal, A., and Rheinstädter, M. C. (2017), “Curcumin Protects Membranes through
a Carpet or Insertion Model Depending on Hydration”, Langmuir, Vol. 33, pp. 8516–8524

A.Luzar and Chandler, D. (1996), “Hydrogen-Bond Kinetics in Liquid Water”, Nature, Vol. 379,
pp. 55–57

Andoh, Y., Aoki, N., and Okazaki, S. (2016), “Molecular dynamics study of lipid bilayers modeling
the plasma membranes of mouse hepatocytes and hepatomas”, The Journal of Chemical Physics,
Vol. 144, p. 085104

Angell, C. (1985), “Spectroscopy simulation and scattering, and the medium range order problem
in glass”, Journal of Non-Crystalline Solids, Vol. 73, pp. 1–17

Angell, C. A. and Rodgers, V. (1984), “Near infrared spectra and the disrupted network model of
normal and supercooled water”, The Journal of Chemical Physics, Vol. 80, pp. 6245–6252

Arbe, A., de Molina, P. M., Alvarez, F., Frick, B., and Colmenero, J. (2016), “Dielectric
Susceptibility of Liquid Water: Microscopic Insights from Coherent and Incoherent Neutron
Scattering”, Physical Review Letters, Vol. 117, p. 185501

Aussenac, F., Laguerre, M., Schmitter, J.-M., and Dufourc, E. J. (2003), “Detailed Structure and
Dynamics of Bicelle Phospholipids Using Selectively Deuterated and Perdeuterated Labels. 2H
NMR and Molecular Mechanics Study”, Langmuir, Vol. 19, pp. 10468–10479

Avila, K. E., Castillo, H. E., Fiege, A., Vollmayr-Lee, K., and Zippelius, A. (2014), “Strong
Dynamical Heterogeneity and Universal Scaling in Driven Granular Fluids”, Physical Review
Letters, Vol. 113, p. 025701

Bagchi, B., Water in Biological and Chemical Processes, Cambridge University Press 2013

91



Balasubramanian, S., Pal, S., and Bagchi, B. (2002), “Hydrogen Bond Dynamics Near A Micellar
Surface: Origin of the Universal Slow Relaxation at Complex Aqueous Interfaces”, Physical
Review Letters, Vol. 89, p. 115505

Ball, P. (2008), “Water- an enduring mystery”, Nature, Vol. 452, pp. 291–292

Barnes, R., Sun, S., Fichou, Y., Dahlquist, F. W., Heyden, M., and Han, S. (2017), “Spatially
Heterogeneous Surface Water Diffusivity around Structured Protein Surfaces at Equilibrium”,
Journal of the American Chemical Society, Vol. 139, pp. 17890–17901

Bechinger, B. and Seelig, J. (1991), “Conformational changes of the phosphatidylcholine headgroup
due to membrane dehydration. A 2H-NMR study”, Chemistry and Physics of Lipids, Vol. 58, pp.
1–5

Bekker, H., Berendsen, H., Dijkstra, E., Achterop, S., Vondrumen, R., van der Spoel, D.,
Sijbers, A., Keegstra, H., and Renardus, M. (1993), “GROMACS - A Parallel Computer For
Molecular-Dynamics Simulations”, pp. 252–256

Bellissent-Funel, M. (2001), “Structure of confined water”, Journal of Physics: Condensed Matter,
Vol. 13, pp. 9165–9177

Bellissent-Funel, M.-C. (1998), “Structure and dynamics of water near hydrophilic surfaces”,
Journal of Molecular Liquids, Vol. 78, pp. 19–28

BellissentFunel, M. and Bosio, L. (1995), “A neutron scattering study of liquid D2O under pressure
and at various temperatures”, The Journal of Chemical Physics, Vol. 102, pp. 3727–3735

BellissentFunel, M. C., Bosio, L., Hallbrucker, A., Mayer, E., and SridiDorbez, R. (1992), “Xray
and neutron scattering studies of the structure of hyperquenched glassy water”, The Journal of
Chemical Physics, Vol. 97, pp. 1282–1286

Benavides, A. L., Portillo, M. A., Chamorro, V. C., Espinosa, J. R., Abascal, J. L. F., and Vega,
C. (2017), “A potential model for sodium chloride solutions based on the TIP4P/2005 water
model”, The Journal of Chemical Physics, Vol. 147, p. 104501

Benedetto, A. (2017), “Low-Temperature Decoupling of Water and Protein Dynamics Measured by
Neutron Scattering”, The Journal of Physical Chemistry Letters, Vol. 8, pp. 4883–4886

Berendsen, H., Vangunsteren, W., Postma, J., and Hermans, J. (1984a), “A Consistent Emperical
Potential for Water-Protein Interactions”, Biopolymers, Vol. 23, pp. 1513–1518

Berendsen, H., van der Spoel, D., and van Drunen, R. (1995), “GROMACS - A Message-Passing
Parallel Molecular-Dynamics Implementation”, Computer Physics Communications, Vol. 91, pp.
43–56

Berendsen, H. J. C., Postma, J. P. M., van Gunsteren, W. F., and Hermans, J., Interaction Models
for Water in Relation to Protein Hydration, pp. 331–342 1981

Berendsen, H. J. C., Postma, J. P. M., van Gunsteren, W. F., DiNola, A., and Haak, J. R. (1984b),
“Molecular dynamics with coupling to an external bath”, The Journal of Chemical Physics,
Vol. 81, pp. 3684–3690
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Debnath, A. and Schäfer, L. V. (2015), “Structure and Dynamics of Phospholipid Nanodiscs from
All-Atom and Coarse-Grained Simulations”, The Journal of Physical Chemistry B, Vol. 119,
No. 23, pp. 6991–7002

Debnath, A., Mukherjee, B., Ayappa, K. G., Maiti, P. K., and Lin, S.-T. (2010), “Entropy and
dynamics of water in hydration layers of a bilayer”, The Journal of Chemical Physics, Vol. 133,
pp. 174704–1–14

Debnath, A., Ayappa, K. G., and Maiti, P. K. (2013), “Simulation of Influence of Bilayer Melting
on Dynamics and Thermodynamics of Interfacial Water”, Physical Review Letters, Vol. 110, pp.
018303–1–5

Debnath, A., Thakkar, F. M., Maiti, P. K., Kumaran, V., and Ayappa, K. G. (2014), “Laterally
structured ripple and square phases with one and two dimensional thickness modulations in a
model bilayer system”, Soft Matter, Vol. 10, pp. 7630–7637

DelloStritto, M., Piontek, S. M., Klein, M. L., and Borguet, E. (2018), “Relating Interfacial Order
to Sum Frequency Generation with Ab Initio Simulations of the Aqueous Al2O3(0001) and (1120)
Interfaces”, The Journal of Physical Chemistry C, Vol. 122, pp. 21284–21294

Dill, K. A. (1990), “Dominant forces in protein folding”, Biochemistry, Vol. 29, pp. 7133–7155

Dingley, A. J. and Grzesiek, S. (1998), “Direct Observation of Hydrogen Bonds in Nucleic Acid
Base Pairs by Internucleotide 2JNN Couplings”, Journal of the American Chemical Society, Vol.
120, pp. 8293–8297

Donati, C., Douglas, J. F., Kob, W., Plimpton, S. J., Poole, P. H., and Glotzer, S. C. (1998),
“Stringlike Cooperative Motion in a Supercooled Liquid”, Physical Review Letters, Vol. 80, pp.
2338–2341

Doster, W., Cusack, S., and Petry, W. (1989), “Dynamical transition of myoglobin revealed by
inelastic neutron scattering”, Nature, Vol. 337, pp. 754–756

Dueby, S., Dubey, V., and Daschakraborty, S. (2019), “Decoupling of Translational Diffusion from
the Viscosity of Supercooled Water: Role of Translational Jump Diffusion”, The Journal of

96



Physical Chemistry B, Vol. 123, pp. 7178–7189

Eaves, J. D., Loparo, J. J., Fecko, C. J., Roberts, S. T., Tokmakoff, A., and Geissler, P. L. (2005),
“Hydrogen bonds in liquid water are broken only fleetingly”, Proceedings of the National Academy
of Sciences, Vol. 102, pp. 13019–13022

Ediger, M. D. (2000), “Spatially Heterogeneous Dynamics in Supercooled Liquids”, Annual Review
of Physical Chemistry, Vol. 51, pp. 99–128

Efimov, A. V. and Brazhnikov, E. V. (2003), “Relationship between intramolecular hydrogen
bonding and solvent accessibility of side-chain donors and acceptors in proteins”, FEBS Letters,
Vol. 554, pp. 389–393

Einstein, A. (1906), “Zur Theorie der Brownschen Bewegung”, Annals of Physics, Vol. 19, p. 371

Emwas, A.-H. M., The Strengths and Weaknesses of NMR Spectroscopy and Mass Spectrometry
with Particular Focus on Metabolomics Research, pp. 161–193, Springer New York 2015

Essmann, U., Perera, L., and Berkowitz, M. L. (1995a), “The Origin of the Hydration Interaction
of Lipid Bilayers from MD Simulation of Dipalmitoylphosphatidylcholine Membranes in Gel and
Liquid Crystalline Phases”, Langmuir, Vol. 11, pp. 4519–4531

Essmann, U., Perera, L., Berkowitz, M. L., Darden, T., Lee, H., and Pedersen, L. G. (1995b), “A
smooth particle mesh Ewald method”, The Journal of Chemical Physics, Vol. 103, pp. 8577–8593

Faraone, A., Liu, L., and Chen, S.-H. (2003), “Model for the translation-rotation coupling of
molecular motion in water”, The Journal of Chemical Physics, Vol. 119, pp. 6302–6313

Fecko, C. J., Eaves, J. D., Loparo, J. J., Tokmakoff, A., and Geissler, P. L. (2003), “Ultrafast
Hydrogen-Bond Dynamics in the Infrared Spectroscopy of Water”, Science, Vol. 301, pp.
1698–1702

Fenn, E. E., Wong, D. B., and Fayer, M. D. (2009), “Water dynamics at neutral and ionic interfaces”,
Proceedings of the National Academy of Sciences, Vol. 106, pp. 15243–15248

Ferrario, V. and Pleiss, J. (2019), “Simulation of protein diffusion: a sensitive probe of
proteinsolvent interactions”, Journal of Biomolecular Structure and Dynamics, Vol. 37, pp.
1534–1544
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Qiao, B., Jiménez-Ángeles, F., Nguyen, T. D., and de la Cruz, M. O. (2019), “Water follows polar
and nonpolar protein surface domains”, Proceedings of the National Academy of Sciences, Vol.
116, pp. 19274–19281

Qvist, J. and Halle, B. (2008), “Thermal Signature of Hydrophobic Hydration Dynamics”, Journal
of the American Chemical Society, Vol. 130, pp. 10345–10353

Rahman, A. (1964), “Correlations in the Motion of Atoms in Liquid Argon”, Physical Review, Vol.
136, pp. A405–A411

Rasaiah, J. C., Garde, S., and Hummer, G. (2008), “Water in Nonpolar Confinement: From
Nanotubes to Proteins and Beyond”, Annual Review of Physical Chemistry, Vol. 59, pp. 713–740

Raschke, T. M. (2006), “Water structure and interactions with protein surfaces”, Current Opinion
in Structural Biology, Vol. 16, pp. 152–159

Rayleigh (1891), “Surface Tension”, Nature, Vol. 43, pp. 437–439

Re, S., Nishima, W., Tahara, T., and Sugita, Y. (2014), “Mosaic of Water Orientation Structures
at a Neutral Zwitterionic Lipid/Water Interface Revealed by Molecular Dynamics Simulations”,
The Journal of Physical Chemistry Letters, Vol. 5, pp. 4343–4348

Reinsberg, S. A., Qiu, X. H., Wilhelm, M., Spiess, H. W., and Ediger, M. D. (2001), “Length scale
of dynamic heterogeneity in supercooled glycerol near Tg”, The Journal of Chemical Physics,
Vol. 114, pp. 7299–7302

Rey, R., Mller, K. B., and Hynes, J. T. (2002), “Hydrogen Bond Dynamics in Water and Ultrafast
Infrared Spectroscopy”, The Journal of Physical Chemistry A, Vol. 106, pp. 11993–11996

109



Rezai, T., Bock, J. E., Zhou, M. V., Kalyanaraman, C., Lokey, R. S., and Jacobson, M. P. (2006),
“Conformational Flexibility, Internal Hydrogen Bonding, and Passive Membrane Permeability:
Successful in Silico Prediction of the Relative Permeabilities of Cyclic Peptides”, Journal of the
American Chemical Society, Vol. 128, pp. 14073–14080

Rezus, Y. L. A. and Bakker, H. J. (2006), “Orientational dynamics of isotopically diluted H2O and
D2O”, The Journal of Chemical Physics, Vol. 125, p. 144512
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