Bibliography
[1] A. Fielicke, A. Kirilyuk, C. Ratsch, J. Behler, M. Scheffler, G. von Helden, and

G. Meijer, Phys. Rev. Lett. 93, 023401 (2004).

[2] C. Ratsch, A. Fielicke, A. Kirilyuk, J. Behler, G. von Helden, G. Meijer, and
M. Scheffler, J. Chem. Phys. 122, 124302 (2005).

[3] A. Fielicke, C. Ratsch, G. von Helden, and G. Meijer, J. Chem. Phys. 122, 091105
(2005).

[4] A. Fielicke, C. Ratsch, G. von Helden, and G. Meijer, J. Chem. Phys. 127, 234306
(2007).

[5] P. Gruene, A. Fielicke, and G. Meijer, J. Chem. Phys. 127, 234307 (2007).
(6] D. J. Wales, Energy Landscapes (Cambridge University Press, Cambridge, 2003).
[7] D. J. Wales, M. A. Miller, and T. R. Walsh, Nature 394, 758 (1998).
8] J. P. K. Doye and D. J. Wales, J. Chem. Phys. 105, 8428 (1996).
9] C. Mgller and M. S. Plesset, Phys. Rev. 46, 618 (1934).
[10] D. J. Wales and H. A. Scheraga, Science 285, 1368 (1999).

[11] V. Blum, R. Gehrke, F. Hanke, P. Havu, V. Havu, X. Ren, K. Reuter, and M. Schef-
fler, Comp. Phys. Commun., (accepted); http://www.fhi-berlin.mpg.de/aims.

[12] M. Born and R. Oppenheimer, Ann. Phys. 389, 457 (1927).

[13] E. B. Wilson, Jr., J. C. Decius, and P. C. Cross, Molecular vibrations (Dover
Publications Inc., New York, 1980).

[14] J. N. Murrell and K. J. Laidler, Trans. Faraday Soc. 64, 371 (1968).
[15] D. J. Wales, J. Chem. Phys. 113, 3926 (2000).

[16] R. G. A. Bone, T. W. Rowlands, N. C. Handy, and A. J. Stone, Mol. Phys. 72,
33 (1991).

[17] F. H. Stillinger and T. A. Weber, Phys. Rev. A 25, 978 (1982).
[18] F. H. Stillinger, Phys. Rev. E 59, 48 (1999).

172



Bibliography

[19] F. H. Stillinger and T. A. Weber, Science 225, 983 (1984).

[20] R. E. Kunz and R. S. Berry, J. Chem. Phys. 103, 1904 (1995).

[21] R. S. Berry and R. Breitengraser-Kunz, Phys. Rev. Lett. 74, 3951 (1995).

[22] F. Jensen, Introduction to Computational Chemistry (Wiley, Chichester, 1999).
(23] D. F. Shanno, Math. Oper. Res. 3, 244 (1978).

[24] M. J. D. Powell, Nonconvex minimization calculations and the conjugate gradient
method, in Lecture Notes in Mathematics, Vol. 1066, pp. 122-141, Springer, Berlin,
1984.

[25] R. Fletcher and C. M. Reeves, Comp. J. 7, 149 (1964).
[26] M. R. Hestenes and E. L. Stiefel, J. Res. Nat. Bur. Stand. 49, 409 (1952).

[27] W. K. Press, S. A. Teukolsky, W. T. Vetterlin, and B. T. Flannery, Numerical
Recipes, 3rd edition ed. (Cambridge University Press, Cambridge, 2007).

[28] L. T. Wille and J. Vennik, J. Phys. A 18, L419 (1985).
[29] S. Kirkpatrick, C. D. Gelatt, Jr., and M. P. Vecchi, Science 220, 671 (1983).

[30] N. Metropolis, A. W. Rosenbluth, M. N. Rosenbluth, A. H. Teller, and E. Teller,
J. Chem. Phys. 21, 1087 (1953).

[31] Y. Xiang, D. Y. Sun, W. Fan, and X. G. Gong, Phys. Lett. A 233, 216 (1997).
[32] H. Szu and R. Hartley, Phys. Lett. A 122, 157 (1987).

[33] Y. Xiang, D. Y. Sun, and X. G. Gong, J. Phys. Chem. A 104, 2746 (2000).
[34] Z. Li and H. A. Scheraga, Proc. Natl. Acad. Sci. U.S.A. 84, 6611 (1987).

[35] D. J. Wales, J. P. K. Doye, M. A. Miller, P. N. Mortenson, and T. R. Walsh, Adv.
Chem. Phys. 115, 1 (2000).

[36] J. Pillardy and L. Piela, J. Phys. Chem. 99, 11805 (1995).

[37] J. P. K. Doye, M. A. Miller, and D. J. Wales, J. Chem. Phys. 110, 6896 (1999).
[38] J. P. K. Doye and D. J. Wales, Phys. Rev. Lett. 80, 1357 (1998).

[39] D. M. Deaven and K. M. Ho, Phys. Rev. Lett. 75, 288 (1995).

[40] D. M. Deaven, N. Tit, J. R. Morris, and K. M. Ho, Chem. Phys. Lett. 256, 195
(1996).

[41] S. Goedecker, J. Chem. Phys. 120, 9911 (2004).

173



Bibliography
[42] S. Goedecker, W. V. Hellmann, and T. Lenosky, Phys. Rev. Lett. 95, 055501
(2005).
[43] R. P. Bell, Proc. R. Soc. London, Ser.A 154, 414 (1936).
[44] M. G. Evans and M. Polanyi, Trans. Faraday Soc. 32, 1333 (1936).
[45] D. J. Wales and J. P. K. Doye, J. Phys. Chem. A 101, 5111 (1997).
[46] U. H. E. Hansmann and L. T. Wille, Phys. Rev. Lett. 88, 068105 (2002).
[47] L. Zhan, J. Z. Y. Chen, and W.-K. Liu, Phys. Rev. E 73, 015701 (2006).
[48] W. Pauli, Z. Phys. 31, 765 (1925).

[49] R. P. Feynman, R. B. Leighton, and M. Sands, The Feynman Lectures on Physics,
Vol. IIT (Addison-Wesley, London, 1965).

[50] W. Ritz, J. Reine Angew. Math. 135, 1 (1908).

[51] A. R. Leach, Molecular Modelling: Principles and Applications, 2nd ed. (Prentice-
Hall, Pearson, 2001).

[52] B. O. Roos, P. R. Taylor, and P. E. Siegbahn, Chem. Phys. 48, 157 (1980).
53] R. J. Bartlett, J. Phys. Chem. 93, 1697 (1989).
[54] D. M. Ceperley and B. J. Alder, Science 231, 555 (1986).

[55] R. G. Parr and W. Yang, Density-Functional Theory of Atoms and Molecules
(Oxford University Press, New York, 1989).

[56] P. Hohenberg and W. Kohn, Phys. Rev. 136, B 864 (1964).

[57] R. M. Dreizler and E. K. U. Gross, Density Functional Theory (Springer-Verlag,
Berlin Heidelberg, 1990).

[58] W. Kohn and L. J. Sham, Phys. Rev. 140, A 1133 (1965).

[59] V. L. Ligneres and E. A. Carter, An introduction to orbital-free density func-
tional theory, in Handbook on Materials Modeling, edited by S. Yip, pp. 137148,
Springer, Dordrecht, 2005.

[60] Y. A. Wang, N. Govind, and E. A. Carter, Phys. Rev. B 60, 16 350 (1999).
[61] B. Zhou and E. A. Carter, J. Chem. Phys. 122, 184108 (2005).

[62] E. Wigner and F. Seitz, Phys. Rev. 46, 509 (1934).

[63] M. Gell-Mann and K. A. Brueckner, Phys. Rev. 106, 364 (1957).

174



Bibliography

[64] W. J. Carr, Jr. and A. A. Maradudin, Phys. Rev. 133, A371 (1964).

[65] W. J. Carr, Jr., Phys. Rev. 122, 1437 (1961).

[66] P. Nozieres and D. Pines, Phys. Rev. 111, 442 (1958).

[67] D. M. Ceperley and B. J. Alder, Phys. Rev. Lett. 45, 566 (1980).

[68] S. H. Vosko, L. Wilk, and M. Nusair, Can. J. Phys. 58, 1200 (1980).

[69] J. P. Perdew and Y. Wang, Phys. Rev. B 45, 13 244 (1992).

[70] J. P. Perdew, K. Burke, and M. Ernzerhof, Phys. Rev. Lett. 77, 3865 (1996).

[71] J. P. Perdew, J. A. Chevary, S. H. Vosko, K. A. Jackson, M. R. Pederson, D. J.
Singh, and C. Fiolhais, Phys. Rev. B 46, 6671 (1992).

[72] O. Gunnarsson and B. I. Lundqvist, Phys. Rev. B 13, 4274 (1976).
[73] U. von Barth and L. Hedin, J. Phys. C 5, 1629 (1972).

[74] P. Pulay, Chem. Phys. Lett. 73, 393 (1980).

[75] G. Kresse and J. Furthmiiller, Comp. Mat. Sci. 6, 15 (1996).

[76] N. D. Mermin, Phys. Rev. 137, A1441 (1965).

[77] M. Methfessel and A. T. Paxton, Phys. Rev. B 40, 3616 (1989).
[78] C.-L. Fu and K.-M. Ho, Phys. Rev. B 28, 5480 (1983).

[79] B. Delley, J. Chem. Phys. 92, 508 (1990).

[80] G. B. Arfken and H. J. Weber, Mathematical Methods for Physicists, bth ed.
(Academic Press, San Diego, 2001).

[81] A. Zunger and A. J. Freeman, Phys. Rev. B 15, 4716 (1977).
[82] T. Ozaki and H. Kino, Phys. Rev. B 69, 195113 (2004).

[83] A. D. Becke, J. Chem. Phys. 88, 2547 (1988).

[84] F. Hirshfeld, Theor. Chim. Acta (Berl.) 44, 129 (1977).

[85] J. Baker, J. Andzelm, A. Scheiner, and B. Delley, J. Chem. Phys. 101, 8894
(1994).

[86] V. Lebedev, Zh. Vychisl. Mat. mat. Fiz. 15, 48 (1975).
[87] V. Lebedev, Zh. Vychisl. Mat. mat. Fiz. 16, 293 (1976).
[88] V. Lebedev and D. Laikov, Doklady Mathematics 59, 477 (1999).

175



Bibliography

[89] B. Delley, J. Comp. Chem. 17, 1152 (1995).
[90] A. D. McLaren, Math. Comput. 17, 361 (1963).

[91] A. H. Stroud, Approzimate Calculation of Multiple Integrals (Prentice-Hall, En-
glewood Cliffs, 1971).

[92] B. I. Dunlap, J. W. D. Connolly, and J. R. Sabin, J. Chem. Phys. 71, 3396 (1979).
[93] B. Delley, J. Chem. Phys. 94, 7245 (1991).

[94] H. Hellmann, Z. Phys. 85, 180 (1933).

[95] R. P. Feynman, Phys. Rev. 56, 340 (1939).

[96] P. Pulay, Mol. Phys. 17, 197 (1969).

[97] E. K. Parks, L. Zhu, J. Ho, and S. J. Riley, J. Chem. Phys. 100, 7206 (1994).
[98] J. Li, X. Li, H.-J. Zhai, and L.-S. Wang, Science 299, 864 (2003).

[99] G. von Helden, M. T. Hsu, N. Gotts, and M. T. Bowers, J. Phys. Chem. 97, 8182
(1993).

[100] K.-M. Ho, A. A. Shvartsburg, B. Pan, Z.-Y. Lu, C.-Z. Wang, J. G. Wacker, J. L.
Fye, and M. F. Jarrold, Nature 392, 582 (1998).

[101] P. Weis, Int. J. Mass Spectrom. 245, 1 (2005).

[102] D. Schooss, M. N. Blom, J. H. Parks, B. v. Issendorff, H. Haberland, and M. M.
Kappes, Nano Lett. 5, 1972 (2005).

[103] M. N. Blom, D. Schooss, J. Stairs, and M. M. Kappes, J. Chem. Phys. 124, 244308
(2006).

[104] X. Xing, B. Yoon, U. Landman, and J. H. Parks, Phys. Rev. B 74, 165423 (2006).
[105] A. Fielicke, G. von Helden, and G. Meijer, Eur. Phys. J. D 34, 83 (2005).

[106] D. Oepts, A. F. G. van der Meer, and P. W. van Amersfoort, Infrared Phys.
Technol. 36, 297 (1995).

[107] S. Minemoto, A. Terasaki, and T. Kondow, J. Chem. Phys. 104, 5770 (1996).

[108] J. Oomens, A. G. G. M. Tielens, B. G. Sartakov, G. von Helden, and G. Meijer,
Astrophys. J. 591, 968 (2003).

[109] D. Porezag and M. R. Pederson, Phys. Rev. B 54, 7830 (1996).
[110] H. B. Jansen and P. Ros, Chem. Phys. Lett. 3, 140 (1969).

176



Bibliography

[111] S. F. Boys and F. Bernardi, Mol. Phys. 19, 553 (1970).
[112] H. Wang, Y. G. Khait, and M. R. Hoffmann, Mol. Phys. 103, 263 (2005).

[113] C. Jamorski, A. Martinez, M. Castro, and D. R. Salahub, Phys. Rev. B 55, 10905
(1997).

[114] S. Datta, M. Kabir, S. Ganguly, B. Sanyal, T. Saha-Dasgupta, and A. Mookerjee,
Phys. Rev. B 76, 014429 (2007).

[115] D. A. Hales, C.-X. Su, L. Lian, and P. B. Armentrout, J. Chem. Phys. 100, 1049
(1994).

[116] D. Frenkel and B. Smit, Understanding Molecular Simulation, Computational
Science Series Vol. 1 (Academic Press, San Diego, 1996).

[117] K. Raghavachari and C. M. Rohlfing, J. Chem. Phys. 89, 2219 (1988).
[118] X. Zhu and X. C. Zeng, J. Chem. Phys. 118, 3558 (2003).
[119] S. Yoo and X. C. Zeng, Angew. Chem. Int. Ed. 44, 1491 (2005).

[120] W. V. Hellmann, R. G. Hennig, S. Goedecker, C. J. Umrigar, B. Delley, and
T. Lenosky, Phys. Rev. B 75, 085411 (2007).

[121] W. V. Hellman, Exploring the Born-Oppenheimer surface of small and medium-
sized Si clusters using the dual minima hopping method, PhD thesis, Universitat
Basel, 2007.

[122] C. Massobrio, A. Pasquarello, and A. Dal Corso, J. Chem. Phys. 109, 6626 (1998).

[123] P. Calaminici, A. M. Koster, A. Vela, and K. Jug, J. Chem. Phys. 113, 2199
(2000).

[124] K. Jug, B. Zimmermann, P. Calaminici, and A. M. Késter, J. Chem. Phys. 116,
4497 (2002).

[125] M. Yang and K. A. Jackson, J. Chem. Phys. 122, 184317 (2005).

[126] M. Yang, K. A. Jackson, C. Koehler, T. Frauenheim, and J. Jellinek, J. Chem.
Phys. 124, 024308 (2006).

[127] J. Behler and M. Parrinello, Phys. Rev. Lett. 98, 146401 (2007).

177



