Literaturverzeichnis

[1] R. F. W. Bader. Atoms in Molecules: A Quantum Theory. Nummer 22 in
The International Series of Monographs on Chemistry. Clarendon Press,
Oxford, 1. Auflage (1990)

[2] P. Luger. Modern X-Ray Analysis on Single Crystals. de Gruyter (1980)

[8] W. Massa. Kristallstrukturbestimmung. Teubner Studienbuicher. B. G.
Teubner, Stuttgart, 2. Auflage (1996)

[4] R. F. Stewart. Acta Crystallogr. Sect. A A32 (1976), 565-574
[5] N. K. Hansen, P. Coppens. Acta Crystallogr. Sect. A A34 (1978), 909-921
[6] E. Clementi, D. L. Raimondi. J. Chem. Phys. 38 (1963), 2686-2689

[7] E. Clementi, C. Roetti. Atomic and Nuclear Data Tables 14 (1974), 177-
478

[8] K. Kurki-Suonio. Isr. J. Chem. 16 (1977), 115-123

[9] M. Messerschmidt, M. Meyer, P. Luger. J. Appl. Crystallogr. 36 (2003),
1452-1454

[10] M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb,
J. R. Cheeseman, V. G. Zakrzewski, J. A. J. Montgomery, R. E. Stratmann,
J. C. Burant, S. Dapprich, J. M. Millam, A. D. Daniels, K. N. Kudin, M. C.
Strain, O. Farkas, J. Tomasi, V. Barone, M. Cossi, R. Cammi, B. Mennuc-
ci, C. Pomelli, C. Adamo, S. Clifford, J. Ochterski, G. A. Petersson, P. Y.
Ayala, Q. Cui, K. Morokuma, D. K. Malick, A. D. Rabuck, K. Raghavacha-
ri, J. B. Foresman, J. Cioslowski, J. V. Ortiz, A. G. Baboul, B. B. Stefanov,
G. Liu, A. Liashenko, P. Piskorz, I. Komaromi, R. Gomperts, R. L. Martin,
D. d. Fox, T. Keith, M. A. Al-Laham, C. Y. Peng, A. Nanayakkara, M. Chal-
lacombe, P. M. W. Gill, B. Johnson, W. Chen, M. W. Wong, J. L. Andres,



126 LITERATURVERZEICHNIS

C. Gonzalez, M. Head-Gordon, E. S. Replogle, , J. A. Pople. Gaussian 98,
Revision A.7. Technischer Bericht, Gaussian, Inc., Pittsburgh PA (1998)

[11] D. Jayatilaka, D. J. Grimwood. Computational Science - ICCS 2003 2660
(2003), 142-151

[12] V. Pichon-Pesme, C. Jelsch, B. Guillot, C. Lecomte. Acta Crystallogr. Sect.
A 60 (2004), 204-208

[13] A. Volkov, X. Li, T. Koritsanzky, P. Coppens. J. Phys. Chem. A 108 (2004),
4283-4300

[14] P. M. Dominiak, A. Volkov, X. Li, M. Messerschmidt, P. Coppens. Acta
Crystallogr. Sect. D 62 (2006), to be published

[15] R. F. W. Bader. Atoms in Molecules: A Quantum Theory. Nummer 22 in
The International Series of Monographs on Chemistry. Clarendon Press,
Oxford, 2. Auflage (1994)

[16] M. A. Spackman, P. G. Byrom. Chem. Phys. Lett. 267 (1997), 215-220

[17] J. J. McKinnon, A. S. Mitchell, M. A. Spackman. Chem. Eur. J. 4 (1998),
2136-2141

[18] F. L. Hirshfeld. Isr. J. Chem. 16 (1977), 168-174
[19] Z. Su, P. Coppens. Acta Crystallogr. Sect. A A48 (1992), 188-197

[20] P. Politzer, J. S. Murray, Z. Preralta-Inga. Int. J. Quant. Chem. 85 (2001),
676-684

[21] D. Jayatilaka, D. J. Grimwood. Acta Crystallogr. Sect. A A57 (2001), 76-86

[22] D. J. Grimwood, D. Jayatilaka. Acta Crystallogr. Sect. A A57 (2001), 87-
100

[23] A. D. Becke, K. E. Edgecombe. J. Chem. Phys. 92 (1990), 5397-5403

[24] J. de Halleux. A Class to Easily Generate AVI Video with
OpenGL and Video for Windows. Technischer Bericht,
http://www.codeproject.com/audio/avigenerator.asp (2002)

[25] C. Geuzaine. GL2PS: an OpenGL to PostScript printing library (2006)

[26] G. Wu, B. L. Rodrigues, P. Coppens. J. Appl. Crystallogr. 35 (2002), 356—
359



LITERATURVERZEICHNIS 127

[27] B. Dittrich, T. Koritsanszky, P. Luger. Angew. Chem. Int. Ed. 43 (2004),
2718-2721

[28] B. Dittrich, C. B. Hubschle, M. Messerschmidt, R. Kalinowski, D. Girnt,
P. Luger. Acta Crystallogr. Sect. A A61 (2005), 314-320

[29] T. Koritsanszky, T. Richter, P. Macchi, A. Volkov, C. Gatti, S. Howard,
P. R. Mallinson, L. Farrugia, Z. W. Su, N. K. Hansen. XD - A Computer
Program Package for Multipole Refinement and Analysis of Electron Densi-
ties from Diffraction Data.. Technischer Bericht, Freie Universitat Berlin,
Berlin (2003)

[30] V. Schomaker, D. P. Stevenson. J. Am. Chem. Soc. 63 (1941), 37-40
[31] S. Cahn, C. K. Ingold, V. Prelog. Angew. Chem. 78 (1965), 413-447
[32] A. L. Allred, E. G. Rochow. J. Inorg. Nucl. Chem. 5 (1958), 264-268

[33] C. B. Hubschle, B. Dittrich, P. Luger. J. Appl. Crystallogr. 40 (2007), 623-
627

[34] H. W. Kroto, J. R. Heath, S. C. O'Brien, R. F. Curl, R. E. Smalley. Nature
318 (1985), 162-163

[35] A. Wagner, R. Flaig, D. Zobel, B. Dittrich, P. Bombicz, M. Strumpel, P. Lu-
ger, T. Koritsaszky, H.-G. Krane. J. Phys. Chem. A 106 (2002), 6581-6590

[36] H. Irngartinger, A. Weber, T. Oeser. Angew. Chem. 111 (1999), 1356-1358
[37] W. Kabsch. J. Appl. Crystallogr. 26 (1993), 795-800

[38] 1. V. Goldt, O. V. Boltalina, L. N. Sidorov, E. Kemnitz, S. I. Troyanov. Solid
State Sciences 4 (2002), 1395-1401

[39] G. M. Sheldrick. SHELXL-97. A Program for Refinement of Crystal Structu-
res. Technischer Bericht, University of Gottingen (1997)

[40] D. Lentz, M. Patzschke, A. Bach, S. Scheins, P. Luger. Org. Biomol. Chem.
1 (2003), 409-414

[41] A. Bach, D. Lentz, P. Luger. J. Phys. Chem. A 105 (2001), 7405-7412

[42] A. Bach, D. Lentz, P. Luger, M. Messerschmidt, C. O. und Mona Patzschke.
Angew. Chem. 114 (2002), 311-314



128 LITERATURVERZEICHNIS

[43] Bruker AXS Inc., Madison, WI. SMART and SAINT data Collection and
Processing Software for the SMART System (1995-2005)

[44] R. H. Blessing. J. Appl. Crystallogr. 22 (1989), 396-397
[45] R. H. Blessing. J. Appl. Crystallogr. 30 (1997), 421-426

[46] D. W. Young, P. Tollin, H. R. Wilson. Acta Crystallogr. Sect. B B25 (1969),
1423-1432

[47] C. B. Huibschle, P. Luger. J. Appl. Crystallogr. 39 (2006), 901-904

[48] L. Checinska, S. Mebs, C. B. Hubschle, D. Forster, W. Morgenroth, P. Lu-
ger. Org. Biomol. Chem. 4 (2006), 3242-3251

[49] U. Koch, P. L. A. Popelier. J. Phys. Chem. 99 (1995), 9747-9754

[50] M. Kohout. DGrid and Basin version 4.2. Technischer Bericht, Max-
Planck-Institut flir Chemische Physik feste Stoffe,Dresden (2007)

[51] E. Huckel. Grundziige der Theorie ungesdittigter und aromatischer Verbin-
dungen. Verlag Chemie, Berlin (1938), S. 71-85

[52] W. Kabsch. J. Appl. Crystallogr. 21 (1988), 67-71
[53] T. F. Lai, R. E. Marsh. Acta Crystallogr. Sect. B B28 (1972), 1982-1989

[54] A. Volkov, P. Macchi, L. J. Farrugia, C. Gatti, P. R. Mallinson, T. Richter,
T. Koritsanszky. XDZ2006 - a computer program for multipole refinement,
topological analysis and evaluation of intermolecular energies from experi-
mental and theoretical structure factors (2006)

[55] A. Volkov, H. F. King, P. Coppens, L. J. Farrugia. Acta Crystallogr. Sect. A
A62 (2006), 400-408

[56] E. J. O'Brien. Acta Crystallogr. 23 (1967), 92-106

[57] K. Hoogsteen. Acta Cryst. 16 (1963), 907-916



