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[17] G. Ciccotti, T. Lelièvre, and E. Vanden-Eijnden. Sampling Boltzmann-Gibbs distributions
restricted on a manifold with diffusions: Application to free energy calculations. Rapport de
recherche du CERMICS, 2006-309, 2006.
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[136] P. Deuflhard and Ch. Schütte. Molecular conformation dynamics and computational drug
design. In J.M. Hill and R. Moore, editors, Applied Mathematics Entering the 21st Century:
Invited Talks from the ICIAM 2003 Congress, pages 91–119. SIAM, 2004.

[137] M. Eichinger, B. Heymann, H. Heller, H. Grubmüller, and P. Tavan. Conformational dynamics
simulation of proteins. In P. Deuflhard, J. Hermans, B. Leimkuhler, A. Mark, S. Reich,
and R.D. Skeel, editors, Computational Molecular Dynamics: Challenges, Methods, Ideas,
volume 4 of Lecture Notes in Computational Science and Engineering, pages 74–93. Springer,
Berlin, 1999.

[138] K. Karhunen. Zur Spektraltheorie stochastischer Prozesse. Ann. Acad. Sci. Fenicae, 36:1–7,
1946.

[139] M.A. Balsera, W. Wriggers, Y. Oono, and K. Schulten. Principal Component Analysis and
long time protein dynamics. J. Phys. Chem., 100:2567–2572, 1996.

[140] W. Huisinga, C. Best, F. Cordes, R. Roitzsch, and Ch. Schütte. From simulation data
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[213] W. Just, H. Kantz, C. Rödenbeck, and M. Helm. Stochastic modelling: replacing fast degrees
of freedom by noise. J. Phys. A, 34:3199–3213, 2001.

[214] V.I. Arnold. Geometrische Methoden in der Theorie gewöhnlicher Differentialgleichungen.
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