Literaturverzeichnis

[1] M. Bonn, S. Funk, Ch. Hess, D.N. Denzler, C. Stampfl, M. Scheffler,
M. Wolf, G. Ertl, Science 285, 1042 (1999).

[2] J. Manz, L. Wéste (Hrsg.), Femtosecond Chemistry, VCH (1995).

[3] A.H. Zewail, Science 242, 1645 (1988).

[4] D. Menzel, R. Gomer, J. Chem. Phys. 41, 3311 (1964).

[5] P.A. Redhead, Can. J. Phys. 42, 886 (1964).

[6] P.R. Antoniewicz, Phys. Rev. B 21, 3811 (1980).

[7] H. Guo, P. Saalfrank, T. Seideman, Prog. Surf. Sci. 62, 239 (1999).

8] H. Guo, J. Chem. Phys. 106, 1967 (1997).

[9] P. Saalfrank, G. Boendgen, K. Finger, L. Pesce, Chem. Phys. 251, 51 (2000).

[10] N. Chakrabarti, V. Balasubramanian, N. Sathyarmurthy, J.W. Gadzuk,
Chem. Phys. Lett. 242, 490 (1995).

[11] F.M. Zimmermann, Surf. Sci. 390, 174 (1997).

[12] L. Pesce, T. Gerdts, U. Manthe, P. Saalfrank, Chem. Phys. Lett. 288, 383
(1998).

[13] A.R. Burns, E.B. Stechel, D.R. Jennison, Y.S. Li, J. Chem. Phys. 101, 6318
(1994).

[14] T. Hertel, M. Wolf, G. Ertl, J. Chem. Phys. 102, 3414 (1995).

[15] H. Guo, T. Seideman, J. Chem. Phys. 103, 9062 (1995).



150 LITERATURVERZEICHNIS

[16] P. Saalfrank, Surf. Sci. 390, 1 (1997).
[17] P. Saalfrank, Chem. Phys. 211, 265 (1996).

[18] V. May, O. Kiihn, Charge and Energy Transfer Dynamics in Molecular
Systems, Wiley VCH (2000).

[19] R. Baer, R. Kosloff, J. Chem. Phys. 106, 8862 (1997).
[20] R. Baer, Y. Zeiri, R. Kosloff, Phys. Rev. B 55, 10952 (1997).
[21] C. Meier, D. Tannor, J. Chem. Phys. 111, 3365 (1999).

[22] T. Kliiner, H.-J. Freund, V. Staemmler, R. Kosloff, Phys. Rev. Lett. 80,
5208 (1998).

[23] 1. Beauport, K. Al-Shamery, H.-J. Freund, Chem. Phys. Lett. 256, 641
(1996).

[24] A. GroB, S. Wilke, M. Scheffler, Phys. Rev. Lett. 75, 2718 (1995).

[25] T. Kliiner, S. Thiel, H.-J. Freund, V. Staemmler, Chem. Phys. Lett. 294,
413 (1998).

[26] S. Thiel, T. Kliiner, H.J. Freund, M. Wilde, K. Al-Shamery, H.-J. Freund,
Chem. Phys. 228, 185 (1998).

[27] M. Born, R. Oppenheimer, Ann. Phys. 84, 457 (1927).
[28] A. Szabo, N. Ostlund, Modern Quantum Chemistry, McGraw-Hill (1989).
[29] M. Pykavy, Dissertation, Ruhr-Universitit Bochum (1999).

[30] M. Pykavy, V. Staemmler, O. Seiferth, H. Kuhlenbeck, H.-J. Freund, Surf.
Sci., submitted (2000).

[31] M. Pykavy, S. Thiel, T. Kliiner, V. Staemmler, H.-J. Freund, to be publis-
hed.

[32] R. Kosloff, Quantum molecular dynamics on grids, in: Dynamics of Mo-
lecules and Chemical Reactions, R.E. Wyatt, J.Z. Zhang (Hrsg.), Marcel
Dekker, New York (1996).



LITERATURVERZEICHNIS 151

[33] R. Kosloff, The fourier method, in: Numerical Grid Methods and Their Ap-
plication to Schridinger’s Equation, C. Cerjan (Hrsg.), NATO ASI Series,
Kluwer Academic Publisher (1992).

[34] G.C. Corey, D. Lemoine, J. Chem. Phys. 97, 4115 (1992).
[35] G.C. Corey, J.W. Tromp, J. Chem. Phys. 103, 1812 (1995).
[36] D. Lemoine, J. Chem. Phys. 101, 10526 (1994).

[37] G.C. Corey, J.W. Tromp, D. Lemoine, Fast pseudospectral algorithm in
curvilinear coordinates, in: Numerical Grid Methods and Their Application
to Schrédinger’s Equation, C. Cerjan (Hrsg.), NATO ASI Series, Kluwer
Academic Publisher (1992).

[38] A.L. Marcia, R.H. Bisseling, D.K. Maslen, STAM J. on Scientific Computing
(2000), submitted.

[39] D. Lemoine, Chem. Phys. Lett. 224, 483 (1994).

[40] D. Lemoine, Comp. Phys. Commun. 99, 297 (1997).

[41] D. Lemoine, J. Chem. Phys. 101, 4350 (1994).

[42] D. Lemoine, J. Chem. Phys. 101, 4343 (1994).

[43] D. Lemoine, J. Chem. Phys. 101, 3936 (1994).

[44] T. Duhoo, D. Lemoine, J. Chem. Phys. 109, 2851 (1998).
[45] D. Lemoine, T. Duhoo, Chem. Phys. 238, 59 (1998).

[46] D. Lemoine, Comp. Phys. Commun. 97, 331 (1996).

[47] M.-N. Carre, B. Jackson, D. Lemoine, J. Chem. Soc., Faraday Trans. 93,
949 (1997).

[48] A. Gro8, M. Scheffler, Phys. Rev. B 57, 2493 (1998).

[49] N. Balakrishnan, C. Kalyanaraman, N. Sathyarmurthy, Physics Reports
280, 79 (1997).



152 LITERATURVERZEICHNIS

[50] R. Kosloff, J. Phys. Chem. 92, 2087 (1988).
[61] H. Tal-Ezer, R. Kosloff, J. Chem. Phys. 81, 3967 (1984).
[52] R. Kosloff, Annu. Rev. Phys. Chem. 45, 145 (1994).

[63] G. Ashkenazi, R. Kosloff, S. Ruhman, H. Tal-Ezer, J. Chem. Phys. 103,
10005 (1995).

[64] M.D. Feit, J. Fleck Jr, A. Steiger, J. Comput. Phys. 47, 412 (1982).
[65] M.D. Feit, J. Fleck Jr, J. Chem. Phys. 78, 301 (1983).

[66] M.D. Feit, J. Fleck Jr, J. Chem. Phys. 80, 2578 (1984).

[57] G.R. Darling, S. Holloway, J. Chem. Phys. 101, 3268 (1994).

[58] R. Kosloff, H. Tal-Ezer, Chem. Phys. Lett. 127, 223 (1986).

[59] S. Thiel, Diplomarbeit, Ruhr-Universitdt Bochum (1997).

[60] D. Neuhauser, J. Chem. Phys. 93, 2611 (1990).

[61] D. Neuhauser, J. Chem. Phys. 102, 8011 (1995).

[62] V.A. Mandelshtam, H.S. Taylor, J. Chem. Phys. 106, 5085 (1997).

[63] V.A. Mandelshtam, H.S. Taylor, J. Chem. Soc., Faraday Trans. 93, 847
(1997).

[64] T. Pacher, L.S. Cederbaum, H. Képpel, in: Advances in Chemical Physics,
I. Prigogine, S. Rice (Hrsg.), volume 84, John Wiley and Sons, Inc., New
York (1993).

[65] T. Pacher, L.S. Cederbaum, H. Képpel, J. Chem. Phys. 89, 7367 (1988).
[66] T. Pacher, L.S. Cederbaum, H. Képpel, J. Chem. Phys. 95, 6668 (1991).

[67] T. Pacher, C.A. Mead, L.S. Cederbaum, H. Képpel, J. Chem. Phys. 91,
7057 (1989).

[68] L.S. Cederbaum, J. Schirmer, H.-D. Meyer, J. Phys. A 22, 2427 (1989).



LITERATURVERZEICHNIS 153

[69] U.V. Riss, H.-D. Meyer, J. Chem. Phys. 105, 1409 (1996).
[70] R. Kosloff, D. Kosloff, J. Comp. Phys. 63, 363 (1986).

[71] G.G. Balint-Kurti, A. Vibok, Complex absorbing potentials in time depen-
dent quantum dynamics, in: Numerical Grid Methods and Their Applicati-
on to Schrédinger’s Equation, C. Cerjan (Hrsg.), NATO ASI Series, Kluwer
Academic Publisher (1992).

[72] R. Heather, H. Metiu, J. Chem. Phys. 86, 5009 (1987).
[73] E. Fattal, R. Baer, R. Kosloff, Phys. Rev. E 53, 1217 (1996).

[74] M. Nest, U. Kleinekathofer, M. Schreiber, P. Saalfrank, Chem. Phys. Lett.
313, 665 (1999).

[75] V. Kokoouline, O. Dulieu, R. Kosloff, F. Masnou-Seeuws, J. Chem. Phys.
110, 9865 (1999).

[76] D.F. Walls, G.Z. Milburn, Quantum Optics, Kapitel 10, Springer (1994).

[77] G. Ashkenazy, U. Banin, A. Bartana, R. Kosloff, S. Ruhman, in: Advances
in Chemical Physics, 1. Prigogine, S. Rice (Hrsg.), volume 100, John Wiley
and Sons, Inc., New York (1997).

[78] J.W. Gadzuk, L.R. Richter, S.A. Buntin, D.S. King, R.R. Cavanagh, Surf.
Seci. 235, 317 (1990).

[79] J.W. Gadzuk, Surf. Sci. 342, 345 (1995).
[80] C. Rakete, Dissertation, Freie Universitit Berlin (2001), in Vorbereitung.
[81] siehe Fortran man-pages auf Cray T3E ('man shmem’).

[82] T. Mull, B. Baumeister, M. Menges, H.-J. Freund, D. Weide, C. Fischer,
P. Andresen, J. Chem. Phys. 96, 7108 (1992).

[83] T. Kliiner, Dissertation, Ruhr-Universitdt Bochum (1997).

[84] T. Kliiner, H.-J. Freund, J. Freitag, V. Staemmler, J. Chem. Phys. 104,
10030 (1996).



154

LITERATURVERZEICHNIS

[85]

[86]
[87]

[88]

[89]
[90]
[91]
[92]
(93]
[94]

[95]

[96]

[97]

[98]
[99]
[100]
[101]
[102]

[103]

T. Kliiner, H.-J. Freund, J. Freitag, V. Staemmler, J. Mol. Catal. A 119,
155 (1997).

F.M. Zimmermann, W. Ho, Surf. Sci. Rep. 22, 127 (1995).
K. Finger, P. Saalfrank, Chem. Phys. Lett. 268, 291 (1997).

K.P. Huber, G. Herzberg, Molecular Spectra and Molecular Structure, vo-
lume IV, Constants of Diatomic Molecules, Van Nostrand Reinhold, New
York (1979).

X.-Y. Zhu, M. Wolf, J.M. White, J. Chem. Phys. 97, 605 (1992).

M. Péhlchen, Dissertation, Ruhr-Universitéit Bochum (1992).

M. Wilde, Dissertation, Ruhr-Universitdt Bochum (1997).

C. Xu, Dissertation, Ruhr-Universitdt Bochum (1991).

C. Xu, M. Hassel, H. Kuhlenbeck, H.-J. Freund, Surf. Sci. 258, 23 (1991).
D.C. Jacobs, R.N. Zare, J. Chem. Phys. 85, 5457 (1986).

M. Wilde, O. Seiferth, K. Al-Shamery, H.-J. Freund, J. Chem. Phys. 111,
1158 (1999).

M. Wilde, I. Beauport, K. Al-Shamery, H.-J. Freund, Surf. Sci. 390, 186
(1997).

J. Manz, P. Saalfrank, B. Schmidt, J. Chem. Soc., Faraday Trans. 93, 957
(1997).

P. Saalfrank, S. Holloway, G.R. Darling, J. Chem. Phys. 103, 6720 (1995).
P. Saalfrank, T. Klamroth, Ber. Bunsenges., Phys. Chem. 99, 1347 (1995).
P. Saalfrank, Chem. Phys. 193, 119 (1995).

P. Saalfrank, R. Baer, R. Kosloff, Chem. Phys. Lett. 230, 463.

P. Saalfrank, R. Kosloff, J. Chem. Phys. 105, 2441 (1996).

Q.-S. Xin, X.-Y. Zhu, Chem. Phys. Lett. 265, 259 (1997).



LITERATURVERZEICHNIS 155

[104] M. Péhlchen, V. Staemmler, J. Chem. Phys. 97, 2583 (1992).

[105] Daniel. C., R. de Vibie-Riedle, M.-C Heitz, J. Manz, P. Saalfrank, Int. J.
Quant. Chem. 57, 595 (1996).

[106] F. Rohr, Dissertation, Ruhr-Universitit Bochum (1996).

[107] F. Rohr, M. Bdumer, H.-J. Freund, J.A. Mejias, V. Staemmler, S. Miiller,
L. Hammer, K. Heinz, Surf. Sci. 372, L 291 (1997).

[108] F. Rohr, M. Baumer, H.-J. Freund, J.A. Mejias, V. Staemmler, S. Miiller,
L. Hammer, K. Heinz, Surf. Sci. 389, 391 (1997).

[109] M. Bender, D. Ehrlich, I.N. Yakovkin, F. Rohr, M. Bdumer, H. Kuhlenbeck,
H.-J. Freund, V. Staemmler, J. Phys.: Condens. Matter 7, 5289 (1995).

[110] T. Bredow, Surf. Sci. 401, 82 (1998).

[111] O. Seiferth, Dissertation, Ruhr-Universitdt Bochum (1997).

[112] I. Beauport, K. Al-Shamery, H.-J. Freund, Surf. Sci. 363, 252 (1996).
[113] I. Beauport, Dissertation, Ruhr-Universitit Bochum (1996).

[114] D.C. Jacobs, R.J. Madix, R.N. Zare, J. Chem. Phys. 85, 5469 (1986).
[115] C.H. Greene, R.N. Zare, J. Chem. Phys. 78, 6741 (1983).

[116] R.N. Zare, Angular Momentum: Understanding Spatial Aspects in Che-
mistry and Physics, John Wiley and Sons, New York (1988).

[117] P.L. Houston, J. Phys. Chem. 91, 5388 (1987).

[118] M. Menges, B. Baumeister, K. Al-Shamery, H.-J. Freund, C. Fischer, P An-
dresen, J. Chem. Phys. 101, 3318 (1994).

[119] G. Eichhorn, M. Richter, K. Al-Shamery, H. Zacharias, J. Chem. Phys. 111,
386 (1999).

[120] J.A. Mejias, V. Staemmler, H.-J. Freund, J. Phys. Condens. Matter, in

press.



156 LITERATURVERZEICHNIS

[121] H.-J. Freund, H. Kuhlenbeck, V. Staemmler, Rep. Prog. Phys. 59, 283
(1996).

[122] H.-J. Freund, Faraday Discuss. 114, 1 (1999).

[123] V. Staemmler, Theor. Chim. Acta 45, 89 (1977).

[124] J. Wasilewski, Int. J. Quantum Chem. 36, 503 (1989).
[125] U. Meier, V. Staemmler, Theor. Chim. Acta 76, 95 (1989).
[126] R. Fink, V. Staemmler, Theor. Chim. Acta 87, 129 (1993).
[127] S.F. Boys, F. Bernadi, Mol. Phys. 19, 553 (1970).

[128] G. Blyholder, J. Phys. Chem. 68, 2772 (1964).

[129] S. Thiel, T. Kliiner, H.-J. Freund, R. Kosloff, Isr. J. Chem. 38, 321 (1998).



