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[139] S. Nosé. A molecular dynamics method for simulations in the canonical ensemble.
Mol. Phys., 52:255–268, 1984.

x



Literaturverzeichnis

[140] W.G. Hoover. Canonical dynamics: equilibrium phase-space distributions. Phys.
Rev. A, 31:1695–1697, 1985.

[141] T.E. Cheatham III, J.L. Miller, T. Fox, T.A. Darden, and P.A. Kollman. Mole-
cular dynamics simulations on solvated biomolecular systems: the particle mesh
Ewald method leads to stable trajectories of DNA, RNA, and proteins. J. Am.
Chem. Soc., 117:4193–4194, 1995.

[142] T. Darden, D. York, and L. Pedersen. Particle mesh Ewald: an N · log(N) method
for Ewald sums in large systems. J. Chem. Phys., 98:10089–10092, 1993.

[143] N. Metropolis, A.W. Rosenbluth, M.N. Rosenbluth, A.H. Teller, and E. Teller.
Equation of state calculations by fast computing machines. J. Chem. Phys.,
21:1087–1092, 1953.

[144] W.W. Wood. Monte Carlo studies of simple liquid models. Physics of Simple
Liquids, H.N.V. Temperly, J.S. Rowlinson and G.S. Rushbrooke, North-Holland
Publ. Co., pp. 115-230, Amsterdam 1968.

[145] J.P. Valleau and S.G. Whittington. A guide to Monte Carlo for statistical mecha-
nics: 1. Highways. Statistical Mechanics, Part A: Equilibrium Techniques, B.J.
Berne, Plenum Press, pp. 137-168, New York 1977.

[146] D.A. Chesnut and Z.W. Salsburg. Monte Carlo procedure for statistical mechani-
cal calculations in a grand canonical ensemble of lattice systems. J. Chem. Phys.,
38:2861–2875, 1963.

[147] D. Frenkel and B. Smit. Understanding Molecular Simulation: From Algorithms
to Applications. Academic Press, Inc., San Diego 1996.

[148] J.M. Sanz-Serna and M.P. Calvo. Numerical Hamiltonian Problems. Applied
Mathematics and Mathematical Computation 7, Chapman & Hall, London 1994.

[149] L.R. Dodd, T.D. Boone, and D.N. Theodorou. A concerted rotation algorithm
for atomistic Monte Carlo simulation of polymer melts and glasses. Mol. Phys.,
78:961–996, 1993.

[150] P.V.K. Pant and D.N. Theodorou. Variable connectivity method for the atomistic
Monte Carlo simulation of polydisperse polymer melts. Macromolecules, 28:7224–
7234, 1995.

[151] V.G. Mavrantzas, T.D. Boone, E. Zervopoulou, and D.N. Theodorou. End-
bridging Monte Carlo: a fast algorithm for atomistic simulation of condensed
phases of long polymer chains. Macromolecules, 32:5072–5096, 1999.

[152] H.A. Gabb, R. Lavery, and C. Prévost. Efficient conformational space sampling
for nucleosides using internal coordinate Monte Carlo simulations and a modified
furanose description. J. Comp. Chem., 16:667–680, 1995.
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