
L I S T    O F    B O O K S    P U B L I S H E D    B Y    P R O F .    J .    W E B E R 
 
1. J.P. Doucet and J. Weber 
 Computer-Aided Molecular Design : Theory and Applications 
 Academic Press, London (1996), 487 pages 
   



2 

L I S T    O F    P U B L I C A T I O N S    O F    P R O F .    J .    W E B E R 
I N    I N T E R N A T I O N A L    J O U R N A L S 

A F T E R    R E F E R E E I N G    P R O C E D U R E 
 

1. S. Gregorio, J. Weber and R. Lacroix 
 Résonance paramagnétique du diéthyldithiophosphate de chrome 
 Helv. Phys. Acta. 38, 172 (1965) 

2. M. Moret, J. Weber and R. Lacroix 
 Spectre trigonal de résonance paramagnétique de l'ion Gd3+ dans un monocristal de CdF2 
 Helv. Phys. Acta 41, 243 (1968) 

3. R. Lacroix and J. Weber 
 Orbitales moléculaires de symétrie cubique. I. Orbitales s 
 C. R. Soc. Phys. Hist. Nat. Genève 5, 149 (1970) 

4. R. Lacroix and J. Weber 
 Orbitales moléculaires de symétrie cubique. II. Orbitales p 
 C. R. Soc. Phys. Hist. Nat. Genève 5, 158 (1970) 

5. R. Lacroix and J. Weber 
 Note sur le calcul du facteur g 
 C. R. Soc. Phys. Hist. Nat. Genève 5, 218 (1970) 

6. R. Lacroix and J. Weber 
 L'hamiltonien de spin de Koster et Statz: cas de Fe(III) en symétrie cubique 
 Helv. Phys. Acta 44, 172 (1971) 

7. J. Weber and R. Lacroix 
 Evaluation théorique du facteur g pour les ions du groupe du fer dans l'état S 
 Helv. Phys. Acta 44, 181 (1971) 

8. J. Weber and R. Lacroix 
 Comparison of covalency parameters for Fe3+ in oxides and fluorides 
 J. Phys. Chem. Solids 34, 1147 (1973) 

9. R. Chatterjee, J.M. Dixon, R. Lacroix and J. Weber 
 The effect of spin-spin contributions to the zero field splitting of Cr3+ in trigonal symmetry 
 Phys. Lett. 43A, 393 (1973) 

10. J. Weber and R. Gerdil 
 Etude conformationnelle dans l'approximation CNDO/BW : barrière de rotation interne de petites 

molécules organiques 
 Helv. Chim. Acta 56, 1565 (1973) 

11. J.P. Rivera, H. Bill, J. Weber, R. Lacroix, G. Hochstrasser and H. Schmid 
 Très forte séparation de l'état fondamental 6S5/2 du Mn2+ dans des boracites de Cl, Br et I en 

phase cubique 
 Solid State Commun. 14, 21 (1974) 

12. E. Duval, R. Louat, B. Champagnon, R. Lacroix and J. Weber 
 Uniaxial stress effect on the 1A1 → 1T1 transition of Co3+ in α-Al2O3 
 J. Physique 36, 559 (1975) 

13. J. Weber and J.W.D. Connolly 
 MS Xα calculation of the  barrier to internal rotation in ethylene 
 Intern. J. Quantum Chem. Symp. 9, 129 (1975) 

14. V.A. Gubanov, J. Weber and J.W.D. Connolly 
 The electronic structure of the vanadate and chromate ions as calculated by the MS Xα method 
 J. Chem. Phys. 63, 1455 (1975) 

weber/listpub/listpub2.doc    11.10.2007 



3 

15. J. Weber, V.A. Gubanov and A.A.V. Gibson 
 Molecular orbital calculations of electric field gradients at halogen nuclei in solid chlorine and 

bromine 
 J. Magn. Reson. 20, 427 (1975) 

16. V.A. Gubanov, J. Weber and J.W.D. Connolly 
 MS Xα calculations of octahedral clusters in titanium and vanadium oxides 
 Chem. Phys. 11, 319 (1975) 

17. J. Weber and A.D. McLean 
 Classical and nonclassical structures of the vinyl cation. An accurate computational determination 

of their relative stabilities and optimum rearrangement path  
 J. Am. Chem. Soc. 98, 875 (1976) 

18. J. Weber, M. Yoshimine and A.D. McLean 
 A CI study of the classical and nonclassical structures of the vinyl cation and their optimum path 

for rearrangement 
 J. Chem. Phys. 64, 4159 (1976) 

19. J. Weber and F. Celardin 
 A general computer program for the simulation of reaction kinetics by the Monte Carlo method 
 Chimia 30, 236 (1976) 

20. J. Weber 
 Electronic structure of phosphate ion calculated by the MS Xα method using various sets of atomic 

spheres radii 
 Chem. Phys. Lett. 40, 275 (1976) 

21. Z. De Weck-Ardalan, E.A.C. Lucken and J. Weber 
 Nuclear quadrupole resonance and stereochemistry V.CNDO studies 
 J. Mol. Struct. 32, 101 (1976) 

22. J. Weber, L. Ginet and M. Geoffroy 
 CNDO/2 calculations of the barriers to internal rotation in phosphorus containing radicals 
 Chem. Phys. Lett. 41, 507 (1976) 

23. J. Weber and M. Geoffroy 
 An MS Xα study of the potential energy surface and electronic structure of the PF4 radical 
 Theoret. Chim. Acta 43, 299 (1977) 

24. J. Weber, H. Berthou and C.K. Jorgensen 
 Application of the MS Xα method to the understanding of satellite excitations in inner shell 

photoelectron spectra of lanthanide trifluorides 
 Chem. Phys. Lett. 45, 1 (1977) 

25. J. Weber 
 An MS Xα study of the electronic structure of osmium tetroxide 
 Chem. Phys. Lett. 45, 261 (1977) 

26. N. Magnenat and J. Weber 
 LCAO Xα calculation of the ionization energies of small molecules 
 Chem. Phys. Lett. 47, 490 (1977) 

27. J. Weber, H. Berthou and C.K. Jorgensen 
 Molecular orbital studies of the electronic structure of lanthanide complexes. II. Ionization energies 

and satellite structure in inner shell photoelectron spectra of LaF3, CeF3, PrF3, NdF3, LaO45- and 
LaBr3 

 Chem. Phys. 26, 69 (1977) 

weber/listpub/listpub2.doc    11.10.2007 



4 

28. N. Thalmann and J. Weber 
 A new computer program for generating three-dimensional plots of electronic densities and related 

contour levels 
 Chimia 31, 361 (1977) 

29. J.M. Dixon, R. Lacroix and J. Weber 
 Jahn-Teller effect of a triplet state on a trigonally distorted site 
 J. Phys. C 10, 3793 (1977) 

30. J. Weber and H. Bill 
 Jahn-Teller distortion and electronic structure of the O- center in CaF2 
 Chem. Phys. Lett. 52, 562 (1977) 

31. J. Weber, M. Geoffroy, A. Goursot and E. Pénigault 
 Application of the MS Xα molecular orbital method to the determination of the electronic structure 

of metallocene compounds. I. Dibenzenechromium and its cation 
 J. Am. Chem. Soc. 100, 3995 (1978) 

32. J. Weber, N. Thalmann and E. Haselbach 
 Electronic structure of cyanomethanes calculated by the MS Xα method 
 Chem. Phys. Lett. 57, 230 (1978) 

33. A. Goursot, E. Pénigault, J. Weber and J.G. Fripiat 
 The electronic structure and related photochemical properties of Co(CN)63- as calculated by the 

MS Xα method 
 Nouv. J. Chimie 2, 469 (1978) 

34. J. Weber and M. Geoffroy 
 Potential energy surfaces and the multiple scattering (MS) Xα method: a new study of the cases 

H2O and NH3 
 J. Mol. Struct. 51, 141 (1979) 

35. J. Weber and V.A. Gubanov 
 Molecular orbital studies of the electronic structure of lanthanide and actinide complexes. III. 

Chemical bonding and satellite structure in the X-ray photoelectron spectrum of uranium dioxide 
 J. Inorg. Nucl. Chem. 41, 693 (1979) 

36. V.I. Anisimov, V.A. Gubanov, A.L. Ivanovskii, E.Z. Kurmaev, J. Weber and R. Lacroix 
 Electronic structure, charge distribution and X-ray emission spectra of V3Si 
 Solid State Commun. 29, 185 (1979) 

37. R. Lacroix, J. Weber and E. Duval 
 Jahn-Teller effect in trigonal symmetry 
 J. Phys. C 12, 2065 (1979) 

38. A. Goursot, E. Pénigault and J. Weber 
 Multiple scattering Xα calculations of the electronic structure of Co(NH3)63-. Related 

photochemical properties and comparison with Co(CN)63- 
 Chem. Phys. 38, 11 (1979) 

39. V.A. Gubanov, A.L. Ivanovskii, G.P. Shveikin and J. Weber 
 Electronic structure and X-ray photoelectron spectra of TiC and ZrC: cluster and band structure 

approaches 
 Solid State Commun. 29, 743 (1979) 

40. H. Chermette, P. Pertosa, F. Michel-Calendini and J. Weber 
 SCF MS Xα study of the ionization energies and atomic populations of an octahedral TaO67- 

cluster 
 Chem. Phys. Lett. 65, 385 (1979) 

41. V.A. Gubanov, G.P. Shveikin, A.L. Ivanovskii  and J. Weber 
 Cluster and band approaches in calculations of the electronic structure of high-melting compounds 
 Dokl. Akad. Nauk SSSR 246, 913 (1979) 

weber/listpub/listpub2.doc    11.10.2007 



5 

42. A. Goursot, E. Pénigault and J. Weber 
 Application of the multiple scattering Xα molecular orbital method to the determination of the 

electronic structure of metallocene compounds. II. Nickelocene and its cation 
 Nouv. J. Chimie 3, 675 (1979) 

43. J. Weber and C. Daul 
 A new method for the description of ligand field states based on multiple scattering Xα results: 

application to CrCl4 
 Mol. Phys. 39, 1001 (1980) 

44. J. Weber, A. Goursot and E. Pénigault 
 Electronic structure and related properties of metallocenes: a multiple scattering Xα molecular 

orbital study 
 J. Mol. Struct. 60, 397 (1980) 

45. F. Michel-Calendini, H. Chermette and J. Weber 
 Molecular orbital studies of ABO3 perovskites by the SCF-MS-Xα method: local densities of states, 

chemical  bonding and optical transitions 
 J. Phys. C 13, 1427 (1980) 

46. J. Weber, G. Bernardinelli, J.J. Combremont and M. Roch 
 Applications de l'informatique graphique à la chimie 
 Cahiers Fac. Sciences, Univ. Genève, No 2, 15 (1980) 

47. J. Weber and C.D. Garner 
 Ground-state electronic structure and the nature of excited states of oxotetrahalo-complexes of 

chromium(V) and molybdenum(V): a self-consistent field multiple scattering Xα study 
 Inorg. Chem. 19, 2206 (1980) 

48. J. Weber, G. Bernardinelli, J.J. Combremont and M. Roch 
 Applications of an interactive vector graphics system to chemistry 
 in "Proceedings of Eurographics 80", (C.E. Vandoni, ed.), North-Holland, Amsterdam 

(1980), p. 139 

49. J. Weber, R. Lacroix and G. Wanner 
 The eigenvalue problem in configuration interaction calculations: a computer program based on a 

new derivation of the algorithm of Davidson 
 Comp. & Chem. 4, 55 (1980) 

50. V.P. Joukov, A.L. Ivanovskii, V.A. Gubanov, V.P. Shveikin and J. Weber 
 Xα cluster calculations of the electronic structure of hafnium and tantalum carbides and nitrides 
 J. Inorg. Chem. USSR 25, 318 (1980) 

51. J. Weber 
 Quelques résultats théoriques concernant la structure électronique des métallocènes 
 Chimia 34, 423 (1980) 

52. R. Lacroix, J. Weber, E. Duval and A. Boyrivent 
 Structure of the 4A2g → 4T2g zero-phonon spectrum in MgO:Cr3+. Spin-orbit and vibronic 

couplings 
 J. Phys. C 13, L781 (1980) 

53. C. Daul and J. Weber 
 The electronic structure and low-lying excited states of the ruthenium(II) tris(diimine) complex 
 Chem. Phys. Lett. 77, 593 (1981) 

54. V.P. Joukov, V.A. Gubanov and J. Weber 
 Investigation of the electronic structure and chemical bonding of UC and UN by the Xα SW and DV 

methods 
 J. Inorg. Chem. USSR 25, 2043 (1980) 

weber/listpub/listpub2.doc    11.10.2007 



6 

55. A.L. Ivanovskii, V.P. Joukov, V.A. Gubanov, G.P. Shveikin and J. Weber 
 Electronic structure of binary zirconium compounds: cluster calculations using different molecular 

orbital methods 
 J. Phys. Chem. Solids 41, 1333 (1980) 

56. C. Daul, C.W. Schläpfer, A. Goursot, E. Pénigault and J. Weber 
 The electronic structure of Cu(ethanediimine)2+ 
 Chem. Phys. Lett. 78, 304 (1981) 

57. J. Weber, J.J. Combremont and M. Roch 
 Interactive computer graphics with a PDP-11/60 host computer 
 Decus Switzerland Newsletter 3, 25 (1981) 

58. V.P. Joukov, V.A. Gubanov and J. Weber 
 The electronic structure and chemical bonding in rare earth chalcogenides according to the Xα SW 

method. I. EuO, EuS and EuSe 
 J. Phys. Chem. Solids 42, 631 (1981) 

59. V.P. Joukov, V.A. Gubanov and J. Weber 
 The electronic structure and chemical bonding in rare earth chalcogenides according to the Xα SW 

method. II. NdS, EuS and ErS 
 J. Chem. Phys. Solids 42, 641 (1981) 

60. J. Weber, G. Bernardinelli, J.J. Combremont and M. Roch 
 Applications of computer graphics to chemistry 
 Computer Graphics World 4, 37 (1981) 

61. J. Weber, A. Goursot, E. Pénigault, J.H. Ammeter and J. Bachmann 
 Electronic structure of metallocene compounds. 3. Comparison of the results of multiple scattering 

Xα calculations with various electronic observables of cobaltocene 
 J. Am. Chem. Soc. 104, 1491 (1982) 

62. J. Weber, C. Daul, A. von Zelewsky, A. Goursot and E. Pénigault 
 The electronic structure of bis(o-phenylenediamido)nickel, Ni[C6H4(NH)2] 
 Chem. Phys. Lett. 88, 78 (1982) 

63. M. Roch, J.J. Combremont and J. Weber 
 HMOVG: an interactive computer program based on the Hückel molecular orbital model and 

making an extensive use of graphic facilities 
 Chimia 36, 154 (1982) 

64. J. Weber 
 Using multiple scattering Xα wavefunctions for the calculation of magnetic properties of 

coordination compounds 
 in "Current Aspects of Quantum Chemistry 1981", (R. Carbo, ed.), Elsevier, Amsterdam 

(1982), p. 437 

65. C. Daul and J. Weber 
 The electronic fine structure of cobalt(II) complexes with Schiff base ligands 
 Helv. Chim. Acta 65, 2486 (1982) 

66. J. Weber 
 Applications de l'infographie interactive à l'enseignement de la chimie 
 in "Comptes Rendus des Premières Journées Nationales sur les Méthodes 

Informatiques dans l'Enseignement de la Chimie", (R. Luft, ed.), Bulletin ReCoDiC No. 7 
(1982), p. 8 

67. J. Weber, Y. Cornioley and M. Geoffroy 
 Electronic structure and magnetic properties of the PO32- radical: a molecular orbital study 
 Chem. Phys. Lett. 96, 636 (1983) 

weber/listpub/listpub2.doc    11.10.2007 



7 

68. J.C. Giordan, J.H. Moore, J.A. Tossell and J. Weber 
 Negative ion states of 3d metallocenes 
 J. Am. Chem. Soc. 105, 3431 (1983) 

69. J. Weber, M. Roch, J.J. Combremont, P. Vogel and P.A. Carrupt 
 Dynamic representation of quantum chemical results using computer graphics: molecular 

rearrangements, art or science? 
 J. Mol. Struct., Theochem, 93, 189 (1983) 

70. J. Weber, J.J. Combremont and M. Roch 
 Applications de l'informatique à l'enseignement de la chimie 
 in "Comptes Rendus des  Quatrièmes Journées Internationales sur l'Education 

Scientifique: L'informatisation dans l'Education Scientifique", (A. Giordan and J.L 
Martinand, eds.), Editions Paris VII, Paris (1983), p. 49 

71. J. Weber, J.J. Combremont and M. Roch 
 Applications of an interactive vector graphics system to chemistry 
 in "Computer Applications in Chemistry", (S.R. Heller and R. Potenzone, eds.), Elsevier, 

Amsterdam (1983), p. 354 

72. J.J. Combremont, M. Roch and J. Weber 
 Interactive computer graphics applied to chemistry: experiences and new developments 
 Computer Graphics Forum 2, 89 (1983) 

73. M.V. Rajasekharan, R. Bucher, E. Deiss, L. Zoller, A.K. Salzer, E. Moser, J. Weber and J.H. 
Ammeter 

 EPR study of the electronic structure and dynamic Jahn-Teller effect in nickelocenium cation 
 J. Am. Chem. Soc. 105, 7516 (1983) 

74. L.S. Lussier, C. Sandorfy, A. Goursot, E. Pénigault and J. Weber 
 Search for the Rydberg states of transition metal complexes. Hexafluoroacetylacetonates 
 J. Phys. Chem. 88, 5492 (1984) 

75. M. Roch, J. Weber, A. Goursot, E. Pénigault and C. Daul 
 Molecular electrostatic potentials from Xα calculations. Method and application to water and 

formamide 
 Chem. Phys. Lett. 109, 544 (1984) 

76. M. Roch, J. Weber and A.F. Williams 
 Electronic structure and spectroscopic properties of chromium(V), molybdenum(VI) and niobium(V) 

tetraperoxides 
 Inorg. Chem. 23, 4571 (1984) 

77. G. Bernardinelli, J.J. Combremont, M. Roch, D. Mottier, J.P. Barras, Y. Mentha and J. Weber 
 CAMM: a molecular modelling package using real-time computer graphics 
 Acta Crystallogr., Sect A, 40, C439 (1984) 

78. C. Elschenbroich, E. Bilger, J. Koch and J. Weber 
 Radical anion of bis(η6-benzene)chromium 
 J. Am. Chem. Soc. 106, 4297 (1984) 

79. C.W. Jefford, J. Mareda, J.J. Combremont and J. Weber 
 Dynamic molecular modelling. The case of rearranging polycyclic C8H9 cations 
 Chimia 38, 354 (1984) 

80. J. Weber, J.J. Combremont and M. Roch 
 Infographie et modélisation moléculaire en chimie 
 in "Comptes Rendus des Sixièmes Journées Internationales sur l'Education 

Scientifique: Signes et Discours dans l'Education et la Vulgarisation Scientifiques", (A. 
Giordan and J.L. Martinand, eds.), Editions Paris VII, Paris (1984), p. 61 

weber/listpub/listpub2.doc    11.10.2007 



8 

81. J.L. Garcia, D. Gonbeau, G. Pfister-Guillouzo, M. Roch and J.Weber 
 Germathione-silathione; spectres photoélectroniques et structures électroniques par la méthode 

MS Xα  
 Can. J. Chem. 63, 1518 (1985) 

82. J. Weber, E.P. Kündig, A. Goursot and E. Pénigault 
 The electronic structures of bis(η6-benzene)- and bis(η6-naphthalene)chromium(0) 
 Can. J. Chem. 63, 1734 (1985) 

83. M. Roch and J. Weber 
 Molecular electrostatic potentials and electron deformation densities from Xα calculations: the case 

of O2, O2- and O22- 
 Chem. Phys. Lett. 115, 268 (1985) 

84. J.C. Bollinger, R. Houriet, C.W. Kern, D. Perret, J. Weber and T. Yvernault 
 Experimental and theoretical studies of the gas-phase protonation of aliphatic phosphine oxides 

and phosphoramides 
 J. Am. Chem. Soc. 107, 5352 (1985) 

85. J.E. Dubois, D. Laurent and J. Weber 
 Chemical ideograms and molecular computer graphics 
 The Visual Computer 1, 49 (1985) 

86. J. Weber 
 Infographie et enseignement de la chimie: applications récentes et futurs développements 
 in "Les Recherches en Didactique de la Chimie", Fascicule 4, (M. Gomel, ed.), Editions 

CUDNME Université de Poitiers (1985), p. 65 

87. J. Weber, M. Roch and A.F. Williams 
 Molecular electrostatic potentials and electron deformation densities of chromium(V), 

molybdenum(VI) and niobium(V) tetraperoxo complexes 
 Chem. Phys. Lett. 123, 246 (1986) 

88. C. Sandorfy, L.S. Lussier, G. Richer, A. Goursot, E. Pénigault and J. Weber 
 The far-ultraviolet spectra of transition metal complexes 
 J. Mol. Struct. 141, 1 (1986) 

89. M.D. Marcantonatos, M. Deschaux, J.J. Vuilleumier, J.J. Combremont and J. Weber 
 Photophysics of the gadolinium(III) ion in aqueous solution. Part 1. Chemical relaxation of the 

excited states 
 J. Chem. Soc., Faraday Trans. II 82, 609 (1986) 

90. J. Weber 
 Computer graphics: a new tool in chemical education 
 in "Computer-Aided Chemistry", (G. Vernin and M. Chanon, eds.), Horwood, Chichester 

U.K. (1986), p. 154 

91. J. Weber and M. Roch 
 Computer graphics applications of electron deformation densities and electrostatic potentials in 

coordination chemistry 
 J. Mol. Graphics 4, 145 (1986) 

92. J. Weber, M. Roch, J.P. Doucet and J.E. Dubois 
 Imagerie et animation graphique en chimie 
 in "Proceedings of the 2nd Image Symposium: Image Processing, Computer Generated 

Images, Technology and Applications", Vol. 1, CESTA, Paris (1986), p. 295 

93. M. Roch and J. Weber 
 Computer graphics in chemical education and research 
 in "Proceedings of the 2nd Austro-Yugoslav Conference on Computer Graphics", June 

26-27 1986, Maribor, Yugoslavia, p. 40 

weber/listpub/listpub2.doc    11.10.2007 



9 

94. A. Sayarh, M. Lhamyani-Chraibi, J. Arriau and J. Weber 
 Etude MS-Xα de la structure électronique des oxanions de type XO4n- (X = P, S, As et Se) 
 J. Mol. Struct., Theochem. 139, 25 (1986) 

95. M. Cattani-Lorente, M. Geoffroy, S.P. Mishra, J. Weber and G. Bernardinelli 
 Theoretical and single crystal ESR study of the structure and dissociation of a R2PCl- anion 
 J. Am. Chem. Soc. 108, 7148 (1986) 

96. M. Roch and J. Weber 
 Computer graphics in chemical education and research 
 Comput. & Graphics 11, 55 (1987) 

97. O. Schaad, M. Roch, H. Chermette and J. Weber 
 Densité de déformation électronique et potentiel électrostatique moléculaire du ferrocène 
 J. Chimie Physique 84, 829 (1987) 

98. J.P. Doucet, S.Y. Yue, J.E. Dubois, M. Roch and J. Weber 
 Développements récents en infographie moléculaire 
 J. Chimie Physique 84, 647 (1987) 

99. D. Mottier, J. Weber, P.A. Carrupt and P. Vogel 
 Modélisation graphique animée de la réaction de Diels-Alder 
 J. Chimie Physique 84, 661 (1987) 

100. R. Franzi, M. Geoffroy, M.V.V.S. Reddy and J. Weber 
 Theoretical and single crystal ESR study of a (RSSH)- species 
 J. Phys. Chem. 91, 3187 (1987) 

101. M. Roch, I. Cretegny and J. Weber 
 Three-dimensional models in computer-assisted chemistry 
 in "Proceedings of Eurographics 87", (G. Maréchal, ed.), North-Holland, Amsterdam 

(1987), p. 323 

102. J.P. Doucet, J.E. Dubois and J. Weber 
 Représentations et simulations moléculaires 
 Le Courrier du CNRS No. 66, 68 (1987) 

103. J. Weber, D. Mottier, P.A. Carrupt and P. Vogel 
 Dynamic modelling of chemical reactions: the Diels-Alder cycloaddition 
 J. Mol. Graphics 5, 126 (1987) 

104. M.V.V.S. Reddy, A. Celalyan-Berthier, M. Geoffroy, P.Y. Morgantini, J. Weber and G. Bernardinelli 
 Theoretical and ESR/ENDOR single crystal study of an azaallyl radical 
 J. Am. Chem. Soc. 110, 2748 (1988) 

105. J. Weber, P.Y. Morgantini, J.P. Doucet and J.E. Dubois 
 Molecular graphics: a new tool in computer-assisted chemistry 
 in "New Trends in Computer Graphics. Proceedings of CG International '88", (N. 

Magnenat-Thalmann and D. Thalmann, eds.), Springer, Berlin (1988), p. 499 

106. P.Y. Morgantini and J. Weber 
 Structure and analysis of the binding energy of the CuCO+ complex: an ab initio study 
 J. Mol. Struct., Theochem. 166, 247 (1988) 

107. M. Roch, P.Y. Morgantini and J. Weber 
 Predicting organometallic reactivity: a new tool in molecular graphics 
 Automatika (Zagreb) 29, 31 (1988) 

108. A. Goursot, F. Fajula, C. Daul and J. Weber 
 Study of the molecular electrostatic potential of zeolites: the acidity in offretite 
 J. Phys. Chem. 92, 4456 (1988) 

weber/listpub/listpub2.doc    11.10.2007 



10 

109. J. Weber, P. Fluekiger, A. Ricca and P.Y. Morgantini 
 Recent developments in molecular graphics  
 in "Proceedings of the Conference: Visualisierungs-techniken und Algorithmen", (W. 

Barth, ed.), Springer, Berlin (1988), p. 17 

110. J. Weber, J.P. Doucet and J.E. Dubois 
 The role of imagery and animation in molecular graphics 
 Mol. Cryst. Liq. Cryst. Inc. Nonlin. Opt. 161, 423 (1988) 

111. M. Roch, J. Weber and C. Pellegrini 
 Three-dimensional images of molecular properties by triangulation of contour lines 
 Computer Graphics Forum 7, 195 (1988) 

112. J. Weber, P. Fluekiger, P.Y. Morgantini, O. Schaad, A. Goursot and C. Daul 
 The modelling of nucleophilic and electrophilic additions to organometallic complexes  using 

molecular graphics techniques 
 J. Comp. Aided Mol. Design 2, 235 (1988) 

113. J. Weber and R. Houriet 
 Gas-phase protonation of hexamethylphosphoric triamide analogues XP(NMe2)3 X = O, S, Se. A 

theoretical and experimental study 
 J. Phys. Chem. 92, 5926 (1988) 

114. J. Weber, P.Y. Morgantini, J. Leresche and C. Daul 
 Molecular graphics as a tool for modelling nucleophilic and electrophilic reactions in organometallic 

chemistry 
 in "Quantum Chemistry: Basic Aspects, Actual Trends" (R. Carbo, ed.) Elsevier, 

Amsterdam (1989), p. 557 

115. J. Weber, P.Y. Morgantini, P. Fluekiger and A. Goursot 
 Three-dimensional models of molecular structures and chemical properties 
 in "New Advances in Computer Graphics", (R.A. Earnshaw and B. Wyvill, eds.), 

Springer, Tokyo (1989), p. 675 

116. J. Weber, P.Y. Morgantini, P. Fluekiger and M. Roch 
 Molecular graphics modeling of organometallic reactivity 
 Comput. & Graphics 13, 229 (1989) 

117. J. Weber, H. Chermette and J. Heck 
 Electronic structures of (μ-η5:η5-cyclooctatetraene)bis((η5-cyclopentadienyl)vanadium) and its 

radical anion 
 Organometallics 8, 2544 (1989) 

118. A. Monnier, D. Chambaz, H. Bill, H.U. Güdel and J. Weber 
 Electronic structure of Cr3+ in Cs2NaYCl6 and Cs2NaYBr6 lattices. Electron-paramagnetic 

resonance and electron-nuclear double resonance measurements and multiple scattering Xα 
calculations 

 J. Chem. Phys. 91, 6650 (1989) 

119.  J. Weber 
 Le rôle de l'infographie et de la modélisation moléculaire dans le traitement de l'information 

chimique 
 Revue Française de Bibliométrie No. 5, 4 (1989) 

120.  J. Weber 
 Postprocessing : the graphical approach 
 Speedup 3, 20 (1989) 

121.  J. Weber, P. Fluekiger and P.Y. Morgantini 
 Molecular graphics and chemistry 
 Ann. Soc. Scient. Bruxelles 103, 125 (1989) 

weber/listpub/listpub2.doc    11.10.2007 



11 

122.  A. Goursot, F. Fajula, F. Figueras, C. Daul and J. Weber 
 Molecular graphics modelling of the acid strength in zeolites : influence of the aluminium 

distribution in offretite 
 Helv. Chim. Acta 73, 112 (1990) 

123. J. Weber, P. Fluekiger and M.J. Field 
 Computer-animated chemical models 
 in "Computer Animation '90", (N. Magnenat-Thalmann and D. Thalmann, eds.), 

Springer, Tokyo (1990), p. 21 

124. M. Graetzel and J. Weber (scientific editors) 
 Fractal structures, fundamentals and applications in chemistry 
 New Journal of Chemistry 14, 187-253 (1990) 

125.  P.Y. Morgantini, P. Fluekiger, J. Weber and E.P. Kündig 
 Modeling of organometallic reactivity using a combination of extended Hückel and molecular 

graphics techniques 
 in "Modeling of Molecular Structures and Properties" (J.L. Rivail, ed.), Elsevier, 

Amsterdam (1990), p. 313 

126.  J. Weber and P.Y. Morgantini 
 Molecular computer graphics and visualization techniques in chemistry 
 in "Scientific Visualization and Graphics Simulation" (D. Thalmann, ed.), Wiley, 

Chichester (1990), p. 203 

127. C. Daul, A. Goursot, P.Y. Morgantini and J. Weber 
 The modeling of nucleophilic and electrophilic additions and substitutions using extended Hückel-

based reaction potentials 
 Intern. J. Quantum Chem. 38, 623 (1990) 

128. J. Weber, H. Huber and H.P. Weber 
 Molecular modeling - Still going strong 
 Chimia 44, 258 (1990) 

129. J. Weber and P.Y. Morgantini 
 Computer modeling of reaction mechanisms in organometallic chemistry 
 EPFL Supercomputing Review 2, 14 (1990) 

130. J. Weber, H. Huber and H.P. Weber 
 Forcefields ? Forcefields ! 
 Chimia 44, 377 (1990) 

131. J. Weber, H. Huber and H.P. Weber 
 When Schrödinger and Newton work together... 
 Chimia 45, 90 (1991) 

132. J. Weber, P. Fluekiger, D. Stussi and P.Y. Morgantini 
 Calculation and visualization of a reactivity index for organometallics based on the extended Hückel 

model 
 J. Mol. Struct., Theochem, 227, 175 (1991) 

133. J. Weber, H. Huber and H.P. Weber 
 Computers in chemistry teaching 
 Chimia 45, 165 (1991) 

134. J. Weber, P.Y. Morgantini, P. Fluekiger and A. Goursot 
 Recent developments in molecular graphics : visualization of chemical structures and properties 
 The Visual Computer 7, 158 (1991) 

135. J. Weber, H. Huber and H.P. Weber 
 Computational chemistry in Switzerland and the future HLR-91 supercomputer 
 Chimia 45, 198 (1991) 

weber/listpub/listpub2.doc    11.10.2007 



12 

136. F.P. Rotzinger, J. Weber and C. Daul 
 Base hydrolysis of acidato pentaamine complexes with inert metal centers: electronic structure of 

the intermediates, requirements for their formation, and the unique reactivity of the complexes of 
cobalt(III) 

 Helv. Chim. Acta 74, 1247 (1991) 

137. L. Pang, E.A.C. Lucken, J. Weber and G. Bernardinelli 
 Structural investigations and modeling of cavities in clathrates 
 J. Comp. Aided Mol. Design 5, 285 (1991) 

138. T. Bally, P.A. Carrupt and J. Weber 
 Comparison of the performances of Gaussian and Cadpac ab initio program packages on different 

computers 
 Chimia 45, 352 (1991) 

139. J. Weber, P.Y. Morgantini and O. Eisenstein 
 Molecular graphics investigation of the addition of nucleophiles to (η4:butadiene)M(CO)3 

complexes (M=Fe,Co+) 
 J. Mol. Struct., Theochem, 254, 343 (1992) 

140. P. Jungwirth, D. Stussi and J. Weber 
 Modelization of the protonation of ferrocene using an effective potential parametrized from local-

spin density and Hartree-Fock calculations 
 Chem. Phys. Lett. 190, 29 (1992) 

141. J. Weber, H. Huber and H.P. Weber 
 What is computational chemistry ? A tentative answer  
 Chimia 46, 84 (1992) 

142. G. Bernardinelli, A. Cunningham, C. Dupré, E.P. Kündig, D. Stussi and J. Weber 
 Experimental and theoretical investigation of asymmetric induction in the synthesis of disubstituted 

cyclohexadienes via chiral benzene chromium complexes 
 Chimia 46, 126 (1992) 

143. J. Weber, H. Huber and H.P. Weber 
 Should a chemist be able to do his own programming ? 
 Chimia 46, 224 (1992) 

144. O. Eisenstein, C. Giessner-Prettre, J. Maddaluno, D. Stussi and J. Weber 
 Theoretical study of oxyhemocyanin active site: a possible insight on the first step of phenol 

oxidation by tyrosinase 
 Arch. Biochem. Biophys. 296, 247 (1992) 

145. P.Y. Morgantini, P. Fluekiger and J. Weber 
 Computer modeling of the activation processes of the aromatic nucleophilic substitution 

mechanism 
 J. Chim. Phys. 89, 1723 (1992) 

146. J. Weber, D. Stussi, P. Fluekiger, P.Y. Morgantini and E.P. Kündig 
 Development and applications of an extended-Hückel-based reactivity index for organometallic 

complexes 
 Comments Inorg. Chem. 14, 27 (1992) 

147. J. Weber, C. Daul and M. Posternak (scientific editors) 
 Applications of density functional theory in chemistry and physics 
 New Journal of Chemistry 16, 1079-1147 (1992) 

148. J. Weber, H. Huber and H.P. Weber 
 How computer science is taught to our students in chemistry 
 Chimia 46, 447 (1992) 

weber/listpub/listpub2.doc    11.10.2007 



13 

149. G. Bernardinelli, P. Castan, H. Chermette, D. Deguenon, M. Geoffroy, S. Nour, J. Weber and M. 
Wermeille 

 Oxidation reaction in X-irradiated bis(ethylenediamine)platinum(II) bis(hydrogen  squarate) : a 
single crystal EPR study of a platinum(III) complex 

 Inorg. Chem. 31, 5056 (1992) 

150. J. Weber, H. Huber and H.P. Weber 
 Computational chemistry : what does industry expect from academia ? 
 Chimia 46, 480 (1992) 

151. A. Furlan, T. Fischer, P. Fluekiger, H.U. Güdel, S. Leutwyler, H.P. Lüthi, M.J. Riley and J. Weber 
 Low-frequency vibrations of triptycene 
 J. Phys. Chem. 96 , 10713 (1992) 

152. A. Ricca, J.M.J. Tronchet, J. Weber and Y. Ellinger 
 Conformational dependence of β-hyperfine coupling constants in the nitroxide series 
 J. Phys. Chem. 96, 10779 (1992) 

153. A. Ricca, J.M.J. Tronchet and J. Weber 
 Structure-activity relationship between the 3D distribution of the electrophilicity of sugar 

derivatives and their cytotoxic and antiviral properties 
 J. Comp. Aided Mol. Design 6, 541 (1992) 

154. J. Weber, P. Fluekiger and P.Y. Morgantini 
 Molecular graphics and chemistry 
 Educ. Media Intern. 29, 247 (1992) 

155. A. Le Beuze, R. Lissillour and J. Weber 
 Theoretical investigation of the electronic structure of the mixed-sandwich complex (η5-

cyclopentadienyl)(η6-benzene)iron and its cation 
 Organometallics 12, 47 (1993) 

156. J. Weber, H. Huber and H.P. Weber 
 Your speedup is a megaflop! 
 Chimia 47, 22 (1993) 

157. P. Fluekiger, J. Weber, R. Chiarelli, A. Rassat and Y. Ellinger 
 Chirality and spin density : ab initio and density functional approaches 
 Intern. J. Quantum Chem. 45, 649 (1993) 

158. J. Weber, H. Huber and H.P. Weber 
 All you always wanted to know about density functional theory... 
 Chimia 47, 57 (1993) 

159. C. Daul, H.U. Güdel and J. Weber 
 A density functional investigation of the ground- and excited-state properties of ruthenocene 
 J. Chem. Phys. 98, 4023 (1993) 

160. F. Savary, J. Weber and G. Calzaferri 
 Geometry optimization of organometallic compounds using a modified extended-Hückel formalism 
 J. Phys. Chem. 97, 3722 (1993) 

161. A. Deloff, P. Fluekiger and J. Weber 
 Combined visualization of contour levels and 3D volumes in molecular graphics 
 in "Communicating with Virtual Worlds", (N. Magnenat-Thalmann and D. Thalmann, 

eds), Springer, Tokyo (1993), p. 424 

162. O. Schwalm, J. Weber, J. Margitfalvi and A. Baiker 
 Ab initio and semiempirical investigations of the complexation of methyl pyruvate by ammonia and 

the ammonium cation 
 J. Mol. Struct. 297, 285 (1993) 

weber/listpub/listpub2.doc    11.10.2007 



14 

163. J. Weber, H. Huber and H.P. Weber 
 12th annual conference of the Molecular Graphics Society, Interlaken, June 7-11, 1993 
 Chimia 47, 361 (1993) 

164. J. Weber 
 Meeting report : Twelth annual conference of the Molecular Graphics Society. Interlaken, 7-11 

June 1993 
 J. Mol. Graphics 11, 252 (1993) 

165. J. Weber, F. Savary, D. Stussi and P.Y. Morgantini 
 Computer-aided design of organometallic compounds : a semi-empirical approach of their structure 

and reactivity 
 in "Computers and Applied Chemistry - Computer Aided Molecular and Material Design 

1992-1993" (Z. Xu and H. Wen, eds.), Science Press, Beijing, China (1993), p. 36 

166. O. Schwalm, B. Minder, J. Weber and A. Baiker 
 Enantioselective hydrogenation of α-ketoesters over Pt/alumina modified with cinchonidine : 

theoretical investigation of the substrate-modifier interaction 
 Catal. Letters 23, 271 (1994) 

167. I. Papai, A. Goursot, F. Fajula and J. Weber 
 Density functional calculations on model clusters of zeolite-β 
 J. Phys. Chem. 98, 4654 (1994) 

168. J. Weber, D. Stussi and P.Y. Morgantini 
 Chemical reactivity and molecular shape interactions 
 in "New Data Challenges in Our Information Age", Proceedings of the 13th 

International CODATA Conference (P.S. Glaeser and M.T.L. Millward, eds), CODATA 
Editions, Paris (1994), p. C-43 

169. J. Weber, A. Deloff, O. Schwalm, P.Y. Morgantini and P. Fluekiger 
 The challenge of visualizing microscopic molecular worlds in chemical education 
 in "University Education Uses of Visualization in Scientific Computing" (S.D. Franklin, 

A.R. Stubberud and L.P. Wiedeman, eds), Elsevier, Amsterdam (1994), p. 9 

170. L. Campana, A. Selloni, J. Weber, A. Pasquarello, I. Papai and A. Goursot 
 First principles molecular dynamics calculation of the structure and acidity of a bulk zeolite 
 Chem. Phys. Lett. 226, 245 (1994) 

171. J. Weber, A. Deloff and P. Fluekiger 
 Visualization in computational chemistry 
 Speedup 8, 63 (1994) 

172. O. Schwalm, J. Weber, B. Minder and A. Baiker 
 Theoretical investigation of the enantioselective hydrogenation of α-ketoesters over Pt/Alumina 

modified with cinchonidine 
 Intern. J. Quantum Chem. 52, 191 (1994) 

173. G. Bernardinelli, C.W. Jefford, D. Maric, C. Thomson and J. Weber 
 Computational studies of the structures and properties of potential anti-malarial compounds based 

on the 1,2,4-trioxane ring structure : I. Artemisinin-like molecules 
 Intern. J. Quantum Chem. Biol. Symp. 21, 117 (1994) 

174. E. Furet, F. Savary, J. Weber and E.P. Kündig 
 Quantum chemical investigation of the structure and reactivity of indole derivatives of 

tricarbonylchromium(0) 
 Helv. Chim. Acta 77, 2117 (1994) 

weber/listpub/listpub2.doc    11.10.2007 



15 

175. F. Savary, E. Furet and J. Weber 
 Application of a modified EHMO-ASED formalism to the determination of the structural parameters 

of organometallics 
 J. Mol. Struct., Theochem, 330, 191 (1995) 

176. O. Schwalm, J. Weber, B. Minder and A. Baiker 
 A theoretical investigation of the enantioselective hydrogenation mechanism of α-ketoesters 
 J. Mol. Struct., Theochem, 330, 353 (1995) 

177. J. Weber and P.Y. Morgantini 
 Teaching Computational Chemistry Using Computers 
 Chimia 49, 77 (1995) 

178. H.U. Suter, D.M. Maric, J. Weber and C. Thomson 
 Quantum chemistry and drug design 
 Chimia 49, 125 (1995) 

179. E. Furet and J. Weber 
 Density functional calculations of the structures and bond energies of Cr(CO)6 and 
 (η6-C6H6)Cr(CO)2(CX) (X=O,S) complexes 
 Theoret. Chim. Acta 91, 157 (1995) 

180. K. Bellafrouh, C. Daul, H.U. Güdel, F. Gilardoni and J. Weber 
 Density-functional investigation of the excited state properties and the Jahn-Teller effect in 

[CrX6]3- (X=Cl,Br) 
 Theoret. Chim. Acta 91, 215 (1995) 

181. A. Ricca, J. Weber, M. Hanus and Y. Ellinger 
 The shape of the ground and lowest two excited states of H2NO 
 J. Chem. Phys. 103, 274 (1995) 

182. C.W. Jefford, G. Bernardinelli, M.C. Josso, P.Y. Morgantini and J. Weber 
 Comparative modelling studies on 3,6-substituted 1,2,4-trioxan-5-ones 
 J. Mol. Struct., Theochem, 337, 31 (1995) 

183. A. Baiker, T. Mallat, B. Minder, O. Schwalm, K.E. Simons and J. Weber 
 Enantioselective hydrogenation of α-ketoesters : a molecular view on the enantio-differentiation 
 in "Chiral Reactions in Heterogeneous Catalysis" (G. Jannes and V. Dubois, eds.), 

Plenum, New York (1995), p. 95 

184. I. Papai, A. Goursot, F. Fajula, D. Plee and J. Weber 
 Modeling of N2 and O2 adsorption in zeolites 
 J. Phys. Chem. 99, 12925 (1995) 

185. L. Campana, A. Selloni, J. Weber and A. Goursot 
 Structure and stability of zeolite offretite under Si4+/(Al3+, M+) (M=Na, K) substitution : a first 

principles molecular dynamics study 
 J. Phys. Chem. 99, 16351 (1995) 

186. H. Chermette, A. Lembarki, P. Gulbinat and J. Weber 
 Comparison of the performance of various gradient corrected exchange and correlation functionals 

in density functional theory. Case studies of CO and N2O molecules. 
 Intern. J. Quantum Chem. 56, 753 (1995) 

187. J. Weber, P. Jaber, P. Gulbinat and P.Y. Morgantini 
 How much correlation can we expect to account for in density functional calculations ? Case 

studies of electrostatic properties of small molecules  
 in "Strategies and Applications in Quantum Chemistry" (Y. Ellinger and M. 

Defranceschi, eds.), Kluwer, Dordrecht (1996), p. 219 

weber/listpub/listpub2.doc    11.10.2007 



16 

188. T.A. Wesolowski and J. Weber 
 Kohn-Sham equations with constrained electron density : an iterative evaluation of the ground-

state electron density of interacting molecules 
 Chem. Phys. Lett. 248, 71 (1996) 

189. F. Gilardoni, J. Weber, K. Bellafrouh, C. Daul and H.U. Güdel 
 Excited state properties of Cr3+ in Cs2NaYCl6 and Cs2NaYBr6 : A density functional study. 
 J. Chem. Phys. 104, 7624 (1996) 

190. J. Weber 
 Presentation of the research activities carried out in the framework of COST Action D3 : Theory 

and modelling of chemical systems and processes 
 Chimia 50, 285 (1996) 

191. O. Schwalm, J. Weber, B. Minder and A. Baiker 
 Quantum chemistry techniques applied to the modelling of the enantioselective hydrogenation 

mechanism of α-ketoesters 
 in "Modeling Complex Data for Creating Information" (J.E. Dubois and N. Gershon, 

eds), Springer, Berlin (1996), p. 269 

192. T.A. Wesolowski, H. Chermette and J. Weber 

 Accuracy of approximate kinetic energy functionals in the model of Kohn-Sham equations with 
constrained electron density : the FH...NCH complex as a test case 

 J. Chem. Phys. 105, 9182 (1996) 

193. A. Bleuzen, F. Foglia, E. Furet, L. Helm, A.E. Merbach and J. Weber 
 Second coordination shell water exchange rate and mechanism : experiments and modeling on 

hexaaquachromium (III) 
 J. Am. Chem. Soc. 118, 12777 (1996) 

194. T.A. Wesolowski and J. Weber 
 Kohn-Sham equations with constrained electron density : the effect of various kinetic energy 

functional parametrizations on the ground state molecular properties 
 Intern. J. Quantum Chem. 61, 303 (1997) 

195. M. Grigorov, J. Weber, J.M.J. Tronchet, C.W. Jefford, W.K. Milhous and D. Maric 
 A QSAR study of the antimalarial activity of some synthetic 1,2,4-trioxanes 
 J. Chem. Inf. Comp. Sci. 37, 124 (1997) 

196. M. Grigorov, J. Weber, H. Chermette and J.M.J. Tronchet 
 Numerical evaluation of the internal orbitally resolved chemical hardness tensor in density 

functional theory 
 Intern. J. Quantum Chem. 61, 551 (1997) 

197. F. Gilardoni, J. Weber and A. Baiker 
 Density functional investigation of the mechanism of the selective catalytic reduction of NO by NH3 

over vanadium oxide model clusters 
 Intern. J. Quantum Chem. 61, 683 (1997) 

198. J.M.J. Tronchet, M. Grigorov, N. Dolatshahi, F. Moriaud and J. Weber 
 A QSAR study confirming the heterogeneity of the HEPT derivatives series regarding their 

interaction with HIV reverse transcriptase 
 Eur. J. Med. Chem. 32, 279 (1997) 

199. M. Schürch, O. Schwalm, T. Mallat, J. Weber and A. Baiker 
 Enantioselective hydrogenation of ketopantolactone 
 J. Catal. 169, 275 (1997) 

weber/listpub/listpub2.doc    11.10.2007 



17 

200. F. Gilardoni, J. Weber and A. Baiker 
 Mechanism of the vanadium oxide-catalyzed selective reduction of NO by NH3. A  
 quantum chemical modeling 
 J. Phys. Chem. A 101, 6069 (1997) 

201. T.A. Wesolowski, O. Parisel, Y. Ellinger and J. Weber 
 Comparative study of benzene ⋅⋅⋅X (X = O2, N2, CO) complexes using density functional theory : 

the importance of an accurate exchange-correlation energy density at high reduced density 
gradients 

 J. Phys. Chem. A 101, 7818 (1997) 

202. L. Campana, A. Selloni, J. Weber and A. Goursot 
 Cation siting and dynamical properties of zeolite offretite from first principles molecular dynamics 
 J. Phys. Chem. B 101, 9932 (1997) 

203. M.J. Mayor-Lopez and J. Weber 
 DFT calculations of the binding energy of metallocenes 
 Chem. Phys. Lett. 281, 226 (1997) 

204. N. Aebischer, E. Sidorenkova, M. Ravera, G. Laurenczy, D. Osella, J. Weber and  
A.E. Merbach 

 Trans- and cis-water reactivities in d6 octahedral ruthenium(II) pentaaqua complexes : 
experimental and density functional theory studies 
Inorg. Chem. 36, 6009 (1997) 

205. T.R. Ward, H.-B. Bürgi, F. Gilardoni and J. Weber 
 Edge-bridged tetrahedral geometry of five-coordinate d0 complexes, relatives of the bent  
 [MCp2L3] family : a theoretical and structure-correlation study 
 J. Am. Chem. Soc. 119, 11974 (1997) 

206. L. Campana, A. Selloni, J. Weber and A. Goursot 
 First-principles molecular dynamics investigations of the stability of zeolite offretite under various 

Si4+/(Al3+, H+) substitutions 
Nuovo Cimento 19D, 1649 (1997) 

207. B. Therrien, T.R. Ward, M. Pilkington, C. Hoffmann, F. Gilardoni and J. Weber 
 Synthesis and reactivity of tethered η1 :η6-(phosphinoarene)ruthenium dichlorides 
 Organometallics 17, 330 (1998) 

208. T.A. Wesolowski, Y. Ellinger and J. Weber 
 Density functional theory with an approximate kinetic energy functional applied to study structure 

and stability of weak van der Waals complexes 
 J. Chem. Phys. 108, 6078 (1998) 

209. M.J. Mayor-Lopez, J. Weber, K. Hegetschweiler, M.D. Meienberger, F. Joho, S. Leoni,  
 R. Nesper, G. J. Reiss, W. Frank, B.A. Kolesov, V.P. Fedin and V.E. Fedorov 
 The structure and reactivity of [Mo3-μ3S-μ(S2)3]4+ complexes. Quantum chemical  
 calculations, X-ray structural characterisation and Raman spectroscopic measurements 
 Inorg. Chem. 37, 2633 (1998) 

210. F. Gilardoni, J. Weber, H. Chermette and T.R. Ward 
 Reactivity indices in density functional theory : a new evaluation of the condensed Fukui function 

by numerical integration 
 J. Phys. Chem. A 102, 3607 (1998) 

211. M. Grigorov, J. Weber, N. Vulliermet, H. Chermette and J.M.J. Tronchet 
 Numerical evaluation of the internal orbitally resolved chemical hardness tensor : Second order 

chemical reactivity through thermal density functional theory. 
 J. Chem. Phys. 108, 8790 (1998) 

weber/listpub/listpub2.doc    11.10.2007 



18 

212. F. Gilardoni, J. Weber, A. Hauser and C. Daul 
 A comparison of ground- and excited-state properties of gas phase and crystalline  
 ruthenocene using density functional theory 
 J. Chem. Phys. 109, 1425 (1998) 

213. F. De Angelis, N. Re, A. Sgamellotti, A. Selloni, J. Weber and C. Floriani 
 A dynamical density functional study of CO migration in the Reppe carbonylation 
 Chem. Phys. Lett. 291, 57 (1998) 

214. N. Vulliermet, T.A. Wesolowski and J. Weber 
 Theoretical study of the physisorption of CO on metal oxide surfaces using the KSCED- 
 DFT approach 
 Collect. Czech. Chem. Commun. 63, 1447 (1998) 

215. J. Weber, L. Campana, A. Selloni, A. Pasquarello, I. Papai and A. Goursot 
 Investigation of the structural and acidic properties of bulk offretite using first principles  
 molecular dynamics 
 in "Thermodynamic Modeling and Materials Data Engineering" (J.P. Caliste, A. Truyol 

and J.H. Westbrook, eds.), Springer, Berlin (1998), p. 129 

216. T.A. Wesolowski and J. Weber 
 Applications of density functional theory to biological systems 
 in "Molecular Orbital Calculations for Biological Systems" (A.M. Sapse, ed.), Oxford 

University Press, New York (1998), p. 85 

217. M.J. Mayor-Lopez, B. Mannfors, J. Weber and A.F. Cunningham 
 Density functional study of the protonated, acetylated, and mercurated derivatives of ferrocene : 

mechanism of electrophilic substitution reaction 
 Organometallics 17, 4983 (1998) 

218. J. Weber, P.Y. Morgantini and H.P. Lüthi 
 Teaching Computational Chemistry 
 in "The Encyclopedia of Computational Chemistry" (P.v.R. Schleyer, N.L. Allinger, T. 

Clark, J. Gasteiger, P.A. Kollman, H.F. Schaefer and P.R. Schreiner, eds.), Wiley,  
 Chichester (1998), p. 2960 

219. T.A. Wesolowski, N. Vulliermet and J. Weber 
 Study of the physisorption of CO on the MgO(100) surface using the approach of Kohn- 
 Sham equations with constrained electron density 
 J. Mol. Struct., Theochem, 458, 151 (1999) 

220. P. Boulet, F. Gilardoni, J. Weber, H. Chermette and Y. Ellinger 
 Theoretical study of interstellar hydroxylamine chemistry : protonation and proton transfer 

mediated by H3
+ 

Chem. Phys. 244, 163 (1999) 

221. D.A. De Vito, F. Gilardoni, L. Kiwi-Minsker, P.Y. Morgantini, S. Porchet, A. Renken and J. Weber 
 Theoretical investigation of the adsorption of methanol on the (110) surface of γ-alumina 
 J. Mol. Struct.,Theochem, 469, 7 (1999) 

222. F. Gilardoni, J. Weber, A. Hauser and C. Daul 
 A comparison of ground- and excited-state properties of [Ru(bz)2]2+ and bis(η6- 
 benzene)ruthenium(II)p-toluenesulfonate using the density functional theory 
 J. Comput. Chem. 20, 1343 (1999) 

223. M.J. Mayor-Lopez, J. Weber, H.P. Lüthi and K. Hegetschweiler 
 SCO trimers as high-energy materials ? A density functional study 
 J. Mol. Model. 6, 55 (2000) 

weber/listpub/listpub2.doc    11.10.2007 



19 

224. J. Weber 
 Progresses towards the advanced computational chemistry of increasingly complex systems 
 Chimia 54, 51 (2000) 

225. C.W. Jefford, M. Grigorov, J. Weber, H.P. Lüthi and J.M.J. Tronchet 
 Correlating the molecular electrostatic potentials of some organic peroxides with their antimalarial 

activities 
 J. Chem. Inf. Comp. Sci. 40, 354 (2000) 

226. P. Boulet, F. Gilardoni, J. Weber, H. Chermette and Y. Ellinger 
 Reply to comment on «Theoretical study of interstellar hydroxylamine chemistry : protonation and 

proton transfer mediated by H3
+» 

 Chem. Phys. 253, 391 (2000) 

227. K.M. Fromm, G. Bernardinelli, M.J. Mayor-Lopez, J. Weber and H. Goesmann 
 Similar coordination – Different dimensionality : synthesis, single crystal structures and theoretical 

studies of hydrogen-bonded {[Ca(H2O)2L4]I2}n/∞  (1: L = CH3COOC2H5, n =1; 2: L = OC4H8, n = 2) 
 Z. Anorg. Allg. Chem. 626, 1685 (2000) 

228. H. Nozary, C. Piguet, J.P. Rivera, P. Tissot, G. Bernardinelli, N. Vulliermet, J. Weber and J.C. Bünzli 
 Extended rodlike polyaromatic receptors with bent tridentate units complexed to  
 lanthanide metal ions 
 Inorg. Chem. 39, 5286 (2000) 

229. D. De Vito, H. Sidorenkova, F.P. Rotzinger, J. Weber and A.E. Merbach 
 Can octahedral t2g

6 complexes substitute associatively ? The case of the isoelectronic ruthenium(II) 
and rhodium(III) hexaaquaions 

 Inorg. Chem. 39, 5547 (2000) 

230. M.J. Mayor-Lopez, H.P. Lüthi, H. Koch, P.Y. Morgantini and J. Weber 
 Coupled-cluster calculations on ferrocene and its protonated derivatives : the final word on the 

mechanism of protonation of ferrocene ? 
 J. Chem. Phys. 113, 8009 (2000) 

231. T. Heine, A. Goursot, G. Seifert and J. Weber 
 Performance of DFT for 29Si NMR chemical shifts of silanes 
 J. Phys. Chem. A 105, 620 (2001) 

232. P. Boulet, H. Chermette, C. Daul, F. Gilardoni, F. Rogemond, J. Weber and G. Zuber 
 Absorption spectra of several metal complexes revisited by the time-dependent density-functional 

theory-response theory formalism 
 J. Phys. Chem. A 105, 885 (2001) 

233. X. Chillier, P. Boulet, H. Chermette, F. Salama and J. Weber 
 Absorption and emission spectroscopy of matrix-isolated benzo[g,h,i]perylene : An experimental 

and theoretical study for astrochemical applications 
 J. Chem. Phys. 115, 1769 (2001) 

234. F. Tran, J. Weber and T. Wesolowski 
 Theoretical study of the benzene dimer by the density-functional-theory formalism based on 

electron-density partitioning 
 Helv. Chim. Acta 84, 1489 (2001) 

235. T. Wesolowski, A. Goursot and J. Weber 
Properties of CO adsorbed in ZSM5 zeolite : Density functional theory study using the embedding 
scheme based on electron density partitioning 
J. Chem. Phys. 115, 4791 (2001) 

weber/listpub/listpub2.doc    11.10.2007 



20 

236. P. Boulet, M. Buchs, H. Chermette, C. Daul, F. Gilardoni, F. Rogemond, C.W. Schläpfer and J. 
Weber 
DFT investigation of metal complexes containing a nitrosyl ligand. 1. Ground state and metastable 
states 
J. Phys. Chem. A 105, 8991 (2001) 

237. P. Boulet, M. Buchs, H. Chermette, C. Daul, F. Gilardoni, F. Rogemond, C.W. Schläpfer and J. 
Weber 

 DFT investigation of metal complexes containing a nitrosyl ligand. 2. Excited states 
 J. Phys. Chem. A 105, 8999 (2001) 

238.  T. Wesolowski, A. Goursot and J. Weber 
Theoretical prediction of IR spectra of guest molecules in zeolites : the stretching frequency of CO 
adsorbed at various cationic sites in ZSM-5 
Proceedings of the 13th Int. Zeolite Conference, July 8-13, 2001, Montpellier, France, 
Studies in Surface Science and Catalysis 135, 262 (2001) 

239. M. Elstner, A. Goursot, Z. Hajnal, T. Heine and J. Weber 
Development of a tight-binding treatment for zeolites 
Proceedings of the 13th Int. Zeolite Conference, July 8-13, 2001, Montpellier, France, 
Studies in Surface Science and Catalysis 135, 262 (2001) 

240. P. Boulet, H. Chermette and J. Weber 
Photochemistry of the CpNiNO complex. A theoretical study using density functional theory 
Inorg. Chem. 40, 7032 (2001) 

241. H. Nozary, C. Piguet, J.-P. Rivera, P. Tissot, P.-Y. Morgantini, J. Weber, G. Bernardinelli, J.-C. 
Bünzli, R. Deschenaux, B. Donnio and D. Guillon 
Aromatic bent-core liquid crystals : an opportunity for introducing terdentate binding units into 
mesophases 
Chem. Mater. 14, 1075 (2002) 

242. N. Ouali, B. Bocquet, S. Rigault, P.Y. Morgantini, J. Weber and C. Piguet 
Analysis of paramagnetic NMR spectra of triple-helical lanthanide complexes with 2,6-dipocolinic 
acid revisited : a new assignment of structural changes and crystal-field effects 25 years later 
Inorg. Chem. 41, 1436 (2002) 

243. T.A. Wesolowski and J. Weber 
Spin densities in charge-transfer complexes derived from DFT calculations using an orbital-free 
embedding scheme for interacting systems 
in "Recent Advances in Density Functional Methods, Part III" (V. Barone, A. Bencini 
and P. Fantucci, eds.) World Scientific Publishing, Singapore (2002), p. 371 

244. T. Wesolowski, P.Y. Morgantini and J. Weber 
 Intermolecular interaction energies from the total energy bi-functional. A case study of carbazole 

complexes. 
 J. Chem. Phys. 116, 6411 (2002) 

245. C. Corminboeuf, T. Heine and J. Weber 
29Si NMR chemical shifts of silane derivatives 
Chem. Phys. Lett. 357, 1 (2002) 

246.  F. Tran, J. Weber, T. Wesolowski, F. Cheikh, Y. Ellinger and F. Pauzat 
Physisorption of molecular hydrogen on polycyclic aromatic hydrocarbons : a theoretical study 
J. Phys. Chem. B 106, 8689 (2002) 

247. P. Boulet, A. Baiker, H. Chermette, F. Gilardoni, J.C. Volta and J. Weber 
 Oxidation of methanol to formaldehyde catalyzed by V2O5 : A density functional theory study 
 J. Phys. Chem. B 106, 9659 (2002) 

weber/listpub/listpub2.doc    11.10.2007 



21 

248. A. Trave, A. Selloni, A. Goursot, D. Tichit and J. Weber 
 Atomic and electronic structures of Mg-based hydrotalcite-like anionic clays : a first principles study 
 J. Phys. Chem. B 106, 12291 (2002) 

249. P. Seuret, F. Cicoira, T. Ohta, P. Doppelt, P. Hoffmann, J. Weber and T. Wesolowski 
An experimental and theoretical study of [RhCl(PF3)2]2 fragmentation 
Phys. Chem. Chem. Phys. 5, 268 (2003) 

250. S. Renold, T. Heine, J. Weber and P.F. Meier 
 Nuclear magnetic resonance chemical shifts and paramagnetic field modifications in La2CuO4 

 Phys. Rev. B 67, 24501 (2003) 

251. N. Ouali, J.P. Rivera, P.Y Morgantini, J. Weber and C. Piguet 
 The solution structure of homotrimetallic lanthanide helicates investigated with novel model-free 

multi-centre paramagnetic NMR methods 
 Dalton Trans., 1251 (2003) 

252. D. Bas, P.-Y. Morgantini, J. Weber and T. Wesolowski 
 Density functional study of a helical organic cation 
 Chimia 57, 173 (2003) 

253. C. Corminboeuf, T. Heine and J. Weber 
 The change of aromaticity along a Diels-Alder reaction path 

Org. Lett. 5, 1127 (2003) 

254. C. Corminboeuf, T. Heine and J. Weber 
 Evaluation of aromaticity : a new dissected NICS model based on canonical orbitals 

Phys. Chem. Chem. Phys. 5, 246 (2003) 

255.  K. M. Fromm, E.D. Gueneau, G. Bernardinelli, H. Goesmann, J. Weber, M.J. Mayor-Lopez, P. Boulet 
and H. Chermette 

 Clusters of alkali and alkaline earth metals : a new synthetic approach, single crystal structures, 
theoretical calculations and potential applications 

 J. Am. Chem. Soc. 125, 3593 (2003) 

256. C. Herse, D. Bas, F.C. Krebs, T. Bürgi, J. Weber, T. Wesolowski, B.W. Laursen and J. Lacour 
 A highly configurationally stable [4]-heterohelicenium cation 
 Angew. Chem. Int. Ed. 42, 3162 (2003) 

257. J.M. Senegas, G. Bernardinelli, D. Imbert, J.C.G. Bünzli, P.Y. Morgantini, J. Weber and C. Piguet 
 Connecting terminal carboxylate groups in nine-coordinate lanthanide podates : consequences on 

the thermodynamic, structural, electronic, and photophysical properties 
 Inorg. Chem. 42, 4680 (2003) 

258. P. Seuret, J. Weber and T. Wesolowski 
 Density functional theory study of homologous organometallic molecules of the [RhXL2]2 (X=Cl, Br, 

or I; L=CO, PH3, or PF3) type 
 Mol. Phys. 101, 2537 (2003) 

259. T. Heine, P.v.R. Schleyer, C. Corminboeuf, G. Seifert, R. Reviakine and J. Weber 
 Analysis of aromatic delocalization : individual molecular orbital contributions to nucleus-

independent chemical shifts 
 J. Phys. Chem. A 107, 6470 (2003) 

260. C. Corminboeuf, F. Carnal, J. Weber, J.M. Chovelon and H. Chermette 
 Photodegradation of sulfonylurea molecules : analytical and theoretical DFT studies 
 J. Phys. Chem. B 107, 10032 (2003) 

261. D. DeVito, J. Weber and A.E. Merbach 
 Calculated volume and energy profiles for water exchange on t2g

6 rhodium(III) and iridium(III) 
hexaaquaions : conclusive evidence for an Ia mechanism 

 Inorg. Chem. 43, 858 (2004) 

weber/listpub/listpub2.doc    11.10.2007 



22 

weber/listpub/listpub2.doc    11.10.2007 

262. C. Corminboeuf, T. Heine, G. Seifert, P.v.R. Schleyer and J. Weber 
 Induced magnetic fields in aromatic [n]-annulenes-interpretation of NICS tensor components 
 Phys. Chem. Chem Phys. 6, 273 (2004) 

263. T. Le Borgne, P. Altmann, N. André, J.C. Bünzli, G. Bernardinelli, P.Y. Morgantini, J. Weber and C. 
Piguet 

 Tuning facial-meridional isomerisation in monometallic nine-co-ordinate lanthanide complexes with 
unsymmetrical tridentate ligands 

 Dalton Trans. 723 (2004) 

264. V. Alezra, G. Bernardinelli, C. Corminboeuf, U. Frey, E.P. Kündig, A.E. Merbach, C.M. Saudan, F. 
Viton and J. Weber 

 [CpRu(R))-BINOP-F)(H2O)][SbS6], a new fluxional chiral Lewis acid catalyst : synthesis, dynamic 
NMR, asymmetric catalysis and theoretical studies 

 J. Am. Chem. Soc. 126, 4843 (2004) 

265. L. Vial, M.H. Gonçalves, P.Y. Morgantini, J. Weber, G. Bernardinelli and J. Lacour 
 Unusual regio-and enantioselective [1,2]-Stevens rearrangement of a spi-robi[dibenzazepinium] 

cation 
 Synlett 1565 (2004) 

266. D. Bas, T. Bürgi, J. Lacour, J. Vachon and J. Weber 
 Vibrational and electronic circular dichroism of ∆-TRISPHAT [Tris(tetrachlorobenzenediolato) 

phosphate(V)] anion 
 Chirality, 17, S148 (2005) 

267. R. Block and J. Weber 
 Obituary : Laurens Jansen (1923-2005) 
 Chem. Phys. Lett., 410, 179 (2005) 

268. D.R. Salahub, A. Goursot, J. Weber, A.M. Köster and A. Vela 
 Applied density functional theory and the deMon codes 1964-2004 
 in “Theory and Applications of Computational Chemistry : The First 40 Years. A Volume 

of Technical and Historical Perspectives” (C.E. Dykstra, G. Franking, K.S. Kim and G.E. 
Scuseria, eds.), Elsevier, Amsterdam (2005), p. 1079 

269. C. Corminboeuf, F. Tran and J. Weber 
 The role of density functional theory in chemistry : some historical landmarks and applications to 

zeolites 
 J. Mol. Struct., Theochem, 762, 1 (2006) 


	 Quelques résultats théoriques concernant la structure électronique des métallocènes
	215. J. Weber, L. Campana, A. Selloni, A. Pasquarello, I. Papai and A. Goursot

