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[194] S. Nosé, “A molecular-dynamics method for simulations in the canonical en-

semble,” Mol. Phys., vol. 52, p. 255, 1984.

[195] W. G. Hoover, “Canonical dynamics - equilibrium phase-space distributions,”

Phys. Rev. A, vol. 31, p. 1695, 1985.

[196] J. P. Ryckaert, C. G, and H. J. C. Berendsen, “Numerical-integration of carte-

sian equations of motion of a system with constraints - molecular-dynamics of

n-alkanes,” J. Comp. Phys., vol. 23, p. 327, 1977.

[197] P. Ye and Y. R. Shen, “Local-field effect on linear and nonlinear optical prop-

erties of adsorbed molecules,” Phys Rev B, vol. 28, no. 8, pp. 4288–4294, 1983.



157

[198] Q. Du, E. Freysz, and Y. R. Shen, “Surface Vibrational Spectroscopic Studies

of Hydrogen-Bonding and Hydrophobicity,” Science, vol. 264, pp. 826–828, may

1994.

[199] A. Luzar and D. Chandler, “Effect of environment on hydrogen bond dynamics

in liquid water,” Phys Rev Lett, vol. 76, pp. 928–931, feb 1996.

[200] J. D. Eaves, J. J. Loparo, C. J. Fecko, S. T. Roberts, A. Tokmakoff, and P. L.

Geissler, “Hydrogen bonds in liquid water are broken only fleetingly,” PNAS,

vol. 1 02, no. 37, pp. 13019–13022, 2005.

[201] H. J. C. Berendsen, J. R. Grigera, and T. P. Straatsma, “The missing term

in effective pair potentials,” J Phys Chem-Us, vol. 91, no. 24, pp. 6269–6271,

1987.


