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[702] R. Sánchez and A. Šali. Large-scale protein structure modeling of the sac-
charomyces cerevisiae genome. Proc. Natl. Acad. Sci. USA, 95:13597–13602,
1998.

[703] B. Sandak. Multiscale fast summation of long-range charge and dipolar interactions.
J. Comput. Chem., 22:717–731, 2001.

[704] A. Sandu and T. Schlick. Masking resonance artifacts in force splitting methods for
biomolecular simulations by extrapolative Langevin dynamics. J. Comput. Phys.,
151:74–113, May 1999. (Special Volume on Computational Biophysics).

[705] J. M. Sanz-Serna and M. P. Calvo. Numerical Hamiltonian Problems. Chapman &
Hall, London, England, 1994.

[706] R. Sarma. Ramachandran: A Biography of Gopalasamudram Narayana Ra-
machandran, the Famous Indian Biophysicist. Adenine Press, Schenectady, NY,
1998.

[707] M. R. Sawaya, R. Prasad, S. H. Wilson, J. Kraut, and H. Pelletier. Crystal structures
of human DNA polymerase β complexed with gapped and nicked DNA: Evidence
for induced fit mechanism. Biochemistry, 36:11205–11215, 1997.

[708] H. F. Schaefer. Methylene: A paradigm for computational quantum chemistry.
Science, 231:1100–1107, 1986.

[709] J. M. Schafer, E.-S. Lee, R. C. Dardes, D. Bentrem, R. M. O’Regan, A. De Los
Reyes, and V. C. Jordan. Analysis of cross-resistance of the selective estrogen re-
ceptor modulators arzoxifene (LY353381) and LY117018 in tamoxifen-stimulated
breast cancer xenografts. Clin. Cancer Res., 7:2505–2512, 2001.

[710] J. A. Schellman. Flexibility of DNA. Biopolymers, 13:217–226, 1974.

[711] J. A. Schellman. The flexibility of DNA. I. Thermal fluctuations. Biophys. Chem.,
11:321–328, 1980.

[712] J. A. Schellman and S. C. Harvey. Static contributions to the persistence length of
DNA and dynamic contributions to DNA curvature. Biophys. Chem., 55:95–114,
1995.

[713] J. A. Schellman and C. Schellman. The conformation of polypeptide chains in pro-
teins. In H. Neurath, editor, The Proteins, volume 2, pages 1–137. Academic Press,
New York, NY, second edition, 1964.

[714] C. A. Schiffer, J. W. Caldwell, P. A. Kollman, and R. M. Stroud. Protein structure
prediction with a combined solvation free energy-molecular mechanics force field.
Mol. Sim., 10:121–149, 1993.

[715] J. F. Schildbach, A. W. Karzai, B. E. Raumann, and R. T. Sauer. Origins of DNA-
binding specificity: Role of protein contacts with the DNA backbone. Proc. Natl.
Acad. Sci. USA, 96:811–817, 1999.

[716] T. Schlick. Modeling and Minimization Techniques for Predicting Three-Dimensional
Structures of Large Biological Molecules. PhD thesis, New York University,
Courant Institute of Mathematical Sciences, New York, NY, October 1987.

[717] T. Schlick. A modular strategy for generating starting conformations and data struc-
tures of polynucleotide helices for potential energy calculations. J. Comput. Chem.,
9(8):861–889, 1988.

[718] T. Schlick. A recipe for evaluating and differentiating cosφ expressions. J. Comput.
Chem., 10:951–956, 1989.



References 593

[719] T. Schlick. Optimization methods in computational chemistry. In K. B. Lipkowitz
and D. B. Boyd, editors, Reviews in Computational Chemistry, volume III, pages
1–71. VCH Publishers, New York, NY, 1992.

[720] T. Schlick. Modeling superhelical DNA: Recent analytical and dynamic approaches.
Curr. Opin. Struc. Biol., 5:245–262, 1995.

[721] T. Schlick. Modeling superhelical DNA: Recent analytical and dynamic approaches.
Curr. Opin. Struct. Biol., 5:245–262, 1995.

[722] T. Schlick. Pursuing Laplace’s vision on modern computers. In J. P. Mesirov,
K. Schulten, and D. W. Sumners, editors, Mathematical Applications to Biomolec-
ular Structure and Dynamics, volume 82 of IMA Volumes in Mathematics and Its
Applications, pages 219–247, New York, NY, 1996. Springer-Verlag.

[723] T. Schlick. Geometry optimization. In P. von Ragué Schleyer (Editor-in Chief), N. L.
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