
1. 1,6:8,13-Butanediylidene[14]annulene, 
E. Vogel, W. Sturm, and D. Cremer, 
Angew. Chem. 82, 513-514 (1970); Int. Edt. Engl. 9, 517-518 (1970). 

2. 1H-NMR Investigation of the Rotational Behaviour of Vinylcyclopropane. 1. 
A Modified Karplus Equation (in German), 
H. Günther, H. Klose, and D. Cremer, 
Chem. Ber. 104, 3884-3897 (1971). 

3. The Benzene Ring as a Probe for the π-Electron Structure of Annulenes. 
1. Theoretical Part (in German), 
D. Cremer and H. Günther, 
Liebigs Ann. Chem. 763, 87-108 (1972) 

4. Bridged Hetero[11]annulenes, 
E. Vogel, R. Feldmann, H. Düwel, D. Cremer, and H. Günther, 
Angew. Chem. 84, 207-208 (1972); Int. Edt. Engl. 11, 935 (1972). 

5. 1,4-Doxocin, 
E. Vogel, H.J. Altenbach, and D. Cremer, 
Angew. Chem. 84, 983-984 (1972); Int. Edt. Engl. 11, 217 (1972). 

6. Electronic Ground State Properties of Annulenes: Experimental Test of the 
Q-Value Method, 
H. Günther, A. Shyoukh, D. Cremer, and K.H. Frisch, 
Tetrahedron Letters 9, 781-783 (1974). 

7. Molecular Orbital Theory of the Electronic Structure of Organic 
Compounds. 21. Rotational Potentials for Geminal Methyl Groups, 
D. Cremer, J.S. Binkley, J.A. Pople, and W.J. Hehre, 
J. Am. Chem. Soc. 96, 6900-6903 (1974). 

8. Bridged [14]Annulenes with Anthracene Perimeter (in German) 
A. Alscher, W. Bremser, D. Cremer, H. Günther, H. Schmickler, W. Sturm, 
and E. Vogel, 
Chem. Ber. 108, 640-656 (1975). 

9. A General Definition of Ring Puckering Coordinates, 
D. Cremer and J.A. Pople 
J. Am. Chem. Soc. 97, 1354-1358 (1975). 

10. Molecular Orbital Theory of the Electronic Structure of Organic 
Compounds. 23. Pseudorotation in Saturated Five-Membered Ring 
Compounds, 
D. Cremer and J.A. Pople 
J. Am. Chem. Soc. 97, 1358-1367 (1975). 

11. RING - A Coordinate Transformation Program for Evaluating the Degree 
and Type of Puckering of a Ring Compound, 
D. Cremer 
Quantum Chemical Program Exchange, No. 288, 1-8 (1975). 

12. Molecular Orbital Theory of the Electronic Structure of Organic 
Compounds. 25. Conformation of Methyl- and Fluoro-Substituted 
Cyclopentanes and Cyclohexanes, 
D. Cremer, J.S. Binkley, and J.A. Pople, 
J. Am. Chem. Soc. 98, 6863-6839 (1976). 



13. Ab Initio Calculations of the Equilibrium Structure of Cyclobutane, 
D. Cremer, 
J. Am. Chem. Soc. 99, 1307-1309 (1977). 

14. 3J(H,H) - Pµ,ν Correlation for Planar 7-Membered Cyclic π-Systems - 
Structural Effects on 3J(H,H), 
H. Günther, H. Schmickler, M.-E. Günther, and D. Cremer, 
Org. Magn. Reson. 9, 420-425 (1977). 

15. The Benzene Ring as a Probe for the π-Electron Structure of Annulenes. 
Part 2. Experimental Results for Benzoannulene Ions (in German), 
H. Günther, A. Shyoukh, D. Cremer, and K.H. Frisch, 
Liebigs Ann. Chem. 1978, 150-164. 

16. Nonplanar Structures of Cyclobutadiene Dications, 
K. Krogh-Jespersen, P.v.R. Schleyer, J.A. Pople, and D. Cremer, 
J. Am. Chem. Soc. 100, 4301-4302 (1978). 

17. Theoretical Determination of Molecular Structure and  
tion. 1. The Role of Basis Set and Correlation Effects in Calculations on 
Hydrogen Peroxide, 
D. Cremer, 
J. Chem. Phys. 69, 4440-4455 (1978). 

18. Theoretical Determination of Molecular Structure and Conformation. 2. 
Hydrogen Trioxide - A Model Compound for Studying the Conformational 
Modes of Geminal Double Rotors and Five-Membered Rings, 
D. Cremer, 
J. Chem. Phys. 69, 4456-4471 (1978). 

19. On the ro- and re-Structures of H2O2, 
D. Cremer and D. Christen, 
J. Mol. Spectrosc. 74, 480-482 (1979). 

20. Theoretical Determination of Molecular Structure and Conformation. 3. 
The Pseudorotation Surface of 1,2,3-Trioxolane and 1,2,4-Trioxolane, 
D. Cremer, 
J. Chem. Phys. 70, 1898-1910 (1979). 

21. Theoretical Determination of Molecular Structure and Conformation. 4. 
Electronic Effects Influencing the Stability of Methyl Substituted Primary 
Ozonides, 
D. Cremer, 
J. Chem. Phys. 70, 1911-1927 (1979). 

22. Theoretical Determination of Molecular Structure and Conformation. 5. 
Electronic Effects Influencing the Stability of Methyl Substituted Final 
Ozonides, 
D. Cremer, 
J. Chem. Phys. 70, 1928-1936 (1979). 

23. Molecular Orbital Theory of the Electronic Structure of Molecules. 39. 
Highly Unusual Structures of Electron-Deficient Carbon Compounds. 
Reversal of van't Hoff Stereochemistry in BBC Ring Systems, 
K. Krogh-Jespersen, D. Cremer, D. Poppinger, J.A. Pople, P.v.R. 



Schleyer, and J. Chandrasekhar, 
J. Am. Chem. Soc. 101, 4843-4851 (1979). 

24. Theoretical Determination of Molecular Structure and Conformation. 6. 
The Criegee Intermediate. Evidence for a Stabilization of its Syn Form by 
Alkyl Substituents, 
D. Cremer, 
J. Am. Chem. Soc. 101, 7199-7205 (1979). 

25. A General Definition of Ring Substituent Positions, 
D. Cremer, in "Stereochemistry and Conformational Analysis", Israel J. 
Chem. 20, 12-19 (1980). 

26. Theoretical Study of the Isomeric Cyclopropylidene-methyl and 1-
Cyclobutenyl Cations. Unusually Stable Vinyl Cations, 
Y. Apeloig, J.B. Collins, D. Cremer, T. Bally, E Haselbach, J.A. Pople, J. 
Chandrasekhar, and P.v.R. Schleyer, 
J. Org. Chem. 45, 3496-3501 (1980). 

27. Structure and Puckering Potential of Azetidine, (CH2)3NH, Studied by 
Electron Diffraction and Ab Initio Calculations, 
D. Cremer, O.V. Dorofeeva, and V.S. Mastryukov, 
8th Austin Symposium on Molecular Structure, Austin, Texas, 1980, 66, 1-
2. 

28. How reliable are Theoretically Determined re-Structures? (in German), 
D. Cremer, Fresenius Z. Anal. Chem. 304, 261-262 (1980). 

29. Conformational Analysis of Ring Compounds (in German), 
D. Cremer, Fresenius Z. Anal. Chem. 304, 275-276 (1980). 

30. The "Syn-Effect" in Sulfines and Carbonyl Oxides: Conformational 
Preferences of CH3CHSO and CH3CHOO, 
E. Block, R.E. Penn, A.A. Bazzi, and D. Cremer, 
Tetrahedron Letters 22, 29-32 (1981) 

31. Aromaticity in Small Rings Containing Boron and Carbon { (CH)2(BH)n, n = 
1,2}. Comparisons with Isoelectronic Carbocations. The Decisive Roles of 
Orbital Mixing and Nonbonded 1,3-Interactions in the Structures of Four-
Membered Rings, 
K. Krogh-Jespersen, D. Cremer, J.D. Dill, J.A. Pople, and P.v.R. Schleyer, 
J. Am. Chem. Soc. 103, 2589-2594 (1981). 

32. Theoretical Determination of Molecular Structure and Conformation. 7. 
The Stereoselectivity of the Ozonolysis Reaction, 
D. Cremer, 
J. Am. Chem. Soc. 103, 3619-3626 (1981). 

33. Theoretical Determination of Molecular Structure and Conformation. 8. 
Energetics of the Ozonolysis Reaction. Primary Ozonide vs. Carbonyl 
Oxide Control of Stereochemistry, 
D. Cremer, 
J. Am. Chem. Soc. 103, 3627-3633 (1981). 

34. Theoretical Determination of Molecular Structure and Conformation. 9. 
Ozonolysis of Fluoroalkenes, 



D. Cremer, 
J. Am. Chem. Soc. 103, 3633-3638 (1981). 

35. Theoretical Determination of Molecular Structure and Conformation. 10. 
Geometry and Puckering Potential of Azetidine, (CH2)3NH, Combination of 
Electron Diffraction and Ab Initio Studies. 
D. Cremer, O.V. Dorofeeva, and V.S. Mastryukov, 
J. Mol. Struct. 75, 225-240 (1981). 

36. The Role of Correlation in Calculations on 1,2-Difluoroethylenes. The Cis-
Trans Energy Difference, 
D. Cremer, 
Chem. Phys. Lett. 81, 481-485 (1981). 

37. Stereochemistry of the Ozonolysis of Alkenes: Ozonide- versus Carbonyl 
Oxide-Control, 
D. Cremer, 
Angew. Chem. 93, 934 (1981); Int. Edt. Engl. 20, 888-889 (1981). 

38. Thermochemical Data from Ab Initio Calculations. 1.  
on of SCF Energies for Augmented Basis Sets and Hartree-Fock Limit 
Energies, 
D. Cremer, 
J. Comput. Chem. 3, 154-164 (1982) 

39. Thermochemical Data from Ab Initio Calculations. 2. 
Total correlation Energies, Schrödinger Energies and Theoretical Heats of 
Formation, 
D. Cremer, 
J. Comput. Chem. 3, 165-177 (1982). 

40. Theoretical Investigations on the Valence Tautomerism between 1,6-
Methano[10]annulene and  
[4.4.1.01,6]-undeca-2,4,7,9-tetraene, 
D. Cremer and B. Dick, 
Angew. Chem. 94, 877 (1982); Int. Edt. Engl. 21, 865-866 (1982).  

41. Description of Conjugation and Hyperconjugation in Terms of Electron 
Distributions, 
R.F.W. Bader, T.S. Slee, D. Cremer, and E. Kraka, 
J. Am. Chem. Soc. 105, 5061-5068 (1983). 

42. Description of Homoaromaticity in Terms of Electron Distributions, 
r, E. Kraka, T.S. Slee, R.F.W. Bader, C.D.H. Lau, and T.T. Nguyen-Dang, 
J. Am. Chem. Soc. 105, 5069-5075 (1983). 

43. General and Theoretical Aspects of the Peroxide Group, 
D. Cremer, 
Chemistry of Functional Groups, Peroxides", ed by S. Patai, 
John Wiley, New York, 1983, p.1-84. 

44. Theoretical Determination of Molecular Structure and Conformation. 11. 
The Puckering of Oxolanes, 
D. Cremer, 
in Application of Theory to Organic and Organo-metallic Molecules", 
Israel J. Chem. 23, 72-84 (1983). 



45. On the Relationship between the Mean Plane and the Least-Squares 
Plane of an N-membered Puckered Ring, 
H. Essen and D. Cremer, 
Acta Cryst. B40, 418-420 (1984). 

46. Analysis of cis-Difluoroethylene Ozonide by Microwave Spectroscopy and 
Ab Initio Techniques: An unusual Conformational Potential, 
K.W. Hillig II, R.L. Kuczkowski, and D. Cremer, 
J. Phys. Chem. 88, 2025-2030 (1984). 

47. Electronic Structure of 1,5-Dithia-2,4,6,8-tetrazocine. Model Calculations 
and Spectroscopic Investigations. 
R. Gleiter, R. Bartetzko, and D. Cremer, 
J. Am. Chem. Soc. 106, 3437-3442 (1984). 

48. 1,2-Dihydroborete: Structure of a Potential Homoaromatic System, 
D. Cremer, J. Gauß, P.v.R. Schleyer, and P.H.M. Budzelaar, 
Angew. Chem. 96, 370 (1984); Int. Edt. Engl. 23, 370-371 (1984).  

49. Puckered Structures of 1,3-Dihydro-1,3-diboretes and Bicyclobutane-2,4-
dione: Nonplanar Hückel 2π-Electron Aromatic Molecules, 
P.v.R. Schleyer, P.H.M. Budzelaar, D. Cremer, and E. Kraka, 
Angew. Chem. 96, 374 (1984); Int. Edt. Engl. 23, 374-375 (1984).  

50. On the Correct Usage of the Cremer-Pople Puckering Parameters as 
Quantitative Descriptors of Ring Shapes - A Reply to Recent Criticism by 
Petit, Dillen, and Geise, 
D. Cremer, 
Acta Cryst. B40, 498-500 (1984). 

51. Chemical Bonds without Bonding Electron Density - Does the Difference 
Electron Density Analysis Suffice for a Description of the Chemical Bond? 
D. Cremer and E. Kraka, 
Angew. Chem. 96, 612 (1984); Int. Edt. Engl. 23, 627-628 (1984).  

52. On the Configurational Stability of syn/anti Isomers of Bridged 
[14]Annulenes with Anthracene Perimeter (in German), 
E. Vogel, W. Tückmantel, K. Schlögl, M. Widhalm, E. Kraka, and D. 
Cremer, 
Tetrahedron Lett. 25, 4925-4928 (1984). 

53. Theoretical Determination of Molecular Structure and Conformation. 12. 
Puckering of 1,3,5-Cycloheptatriene, 1H-Azepine, Oxepine, and their 
Norcaradienic Valence Tautomers, 
D. Cremer, B. Dick, and D. Christen 
J. Mol. Struct. 110, 227-291 (1984). 

54. Photoelectron Spectra of Dioxabicyclo[n.2.1]alkanes, 
R. Gleiter, W. Dobler, M. Eckert-Maksic, A.J. Bloodworth, H.J. Eggelte, 
and D. Cremer, 
J. Org. Chem. 49, 3716-3720 (1984). 

55. A Description of the Chemical Bond in Terms of Local Properties of 
Electron Density and Energy, 
D. Cremer and E. Kraka, 
in "Conceptual Approaches in Quantum Chemistry - Models and 



Applications", 
Croatica Chem. Acta, 57, 1259-1281 (1984). 

56. Stereomutation of Methoxy Carbenium Ions. 1.  
An Investigation of the Mechanism in Gaseous and Solution Phases, 
D. Cremer, J. Gauß, R.F. Childs, and C. Blackburn, 
J. Am. Chem. Soc. 107, 2435-2441 (1985). 

57. Stereomutation of Methoxy Carbenium Ions. 2. 
Experimental Evidence for an Inversion Process, 
C. Blackburn, R.F. Childs, D. Cremer, and J. Gauß, 
J. Am. Chem. Soc. 107, 2442-2448 (1985). 

58. The Hyperfine Structure of the Electron Density Distribution - A Key to the 
Elucidation of Molecular Structure and Conformation (in German), 
D. Cremer, 
Jahrbuch der Akademie der Wissenschaften, Göttingen, 1985, 19-27. 

59. Theoretical Determination of Molecular Structure and Conformation. 14. Is 
Bicyclo[6.2.0]decapentaene Aromatic or Antiaromatic? 
D. Cremer and T. Schmidt, 
J. Org. Chem. 50, 2684-2688 (1985). 

60. Theoretical Determination of Molecular Structure and Conformation. 15. 
Three-Membered Rings: Bent Bonds, Ring Strain, and Surface 
Delocalization, 
D. Cremer and E. Kraka, 
J. Am. Chem. Soc. 107, 3800-3810 (1985). 

61. Theoretical Determination of Molecular Structure and Conformation. 16. 
Substituted Cyclopropanes - An Electron Density Model of Substituent-
Ring Interactions, 
D. Cremer and E. Kraka, 
J. Am. Chem. Soc. 107, 3811-3819 (1985). 

62. New Ways to an Analysis of the Electron Density Distribution - 
Characterization of the Chemical Bond without Promolecule and 
Difference Density (in German), 
D. Cremer abd E. Kraka, 
Z. Kristallogr. 170, 32-33 (1985). 

63. On the Question of the Reference Plane in Nonplanar Ring Molecules (in 
German), 
J. Gauß and D. Cremer, 
Z. Kristallogr. 170, 52 (1985). 

64. The Concentration Distribution of the Electrons in a Molecule - A Key to 
the Determination of Molecular Reactivity (in German), 
E. Kraka and D. Cremer, 
Z. Kristallogr. 170, 106-107 (1985). 

65. 3,8-Methanoaza[10]annulene (Homoisochinolin), 
W. Tückmantel, G. Andree, A. Seidel, H. Schmickler, J. Lex, E. Kraka, M. 
Haug, D. Cremer, and E. Vogel, 
Angew. Chem. 97, 592 (1985); Int. Edt. Engl. 24, 592-594  



66. Electronic Structure and Thermal Stability of Thiepins. Photoelectron 
Spectroscopic Investigations, 
R. Gleiter, G. Krennrich, D. Cremer, K. Yamamoto, and I. Murata, 
J. Am. Chem. Soc. 107, 6874-6879 (1985). 

67. On the Stereochemistry of the Aldol-Addition, 
R.W. Hoffmann, K. Ditrich, S. Froech, and D. Cremer, 
Tetrahedron 41, 5517-5524 (1985). 

68. Theoretical Determination of Molecular Structure and Conformation. 17. 
On the Existence of FH2

-, OH3
-, NH4

-, and CH5
- in the Gas Phase, 

D. Cremer and E. Kraka, 
J. Phys. Chem. 90, 33-40 (1986). 

69. Long Interbridgehead Bonds in Acceptor-Substituted Bicyclobutanes, 
P.H.M. Budzelaar, E. Kraka, D. Cremer, and P.v.R. Schleyer, 
J. Am. Chem. Soc. 108, 561-567 (1986). 

70. An Unconventional SCF Method for Calculations on Large Molecules, 
D. Cremer and J. Gauß, 
J. Comp. Chem. 7, 274-282 (1986). 

71. Theoretical Determination of Molecular Structure and Conformation. 18. 
On the Formation of Epoxides during the Ozonolysis of Alkenes, 
D. Cremer and C.W. Bock, 
J. Am. Chem. Soc. 108, 3375-3379 (1986). 

72. "Coulsons Chemische Bindung" by R. McWeeny, 
Book Review 
D. Cremer, 
Angew. Chem. 98, 763-764 (1986). 

73. Theoretical Determination of Molecular Structure and Conformation. 19. 
Configurational Changes of Bridged Annulenes: Inversion at an Ether 
Oxygen Atom, 
D. Cremer, E. Kraka, J. Gauß, and C.W. Bock, 
J. Am. Chem. Soc. 108, 4768-4774 (1986). 

74. Trans-Difluorethylene Ozonide: Microwave Spectrum, Structure, Dipole 
Moment. ab Initio Calculations, and Anomeric Effect, 
M.S. LaBarge, K.W. Hillig II, R.L. Kuczkowski, and D. Cremer, 
J. Phys. Chem. 90, 3092-3097 (1986). 

75. Structures, Stabilities, and Bonding in CBe2, C2Be, and C2Be2. 
W. Koch, G. Frenking, J. Gauß, D. Cremer, A. Sawaryn, and P.v.R. 
Schleyer, 
J. Am. Chem. Soc. 108, 5732-5737 (1986). 

76. Donor-Acceptor Interaction and the Peculiar Structures of Dications, 
W. Koch, G. Frenking, J. Gauß, and D. Cremer, 
J. Am. Chem. Soc. 108, 5808-5817 (1986). 

77. Theoretical Determination of Molecular Structure and Conformation. 20. 
Re-evaluation of the Strain Energies of Cyclopropane and Cyclobutane - 
CC and CH Bond Enegies, 1,3-Interactions, and s-Aromaticity, 
D. Cremer and J. Gauß, 
J. Am. Chem. Soc. 108, 7467-7477 (1986). 



78. On the Importance of Size-Consistency Corrections in Semiempirical 
MNDOC Calculations, 
D. Cremer and W. Thiel, 
J. Comp. Chem. 8, 48-50 (1987). 

79. Theoretical Investigation of Na and Mg Atom Complexes with H2O, 
L.A. Curtiss, E. Kraka, J. Gauß, and D. Cremer, 
J. Phys. Chem. 91, 1080-1084 (1987). 

80. Energy, Geometry, and NMR Chemical Shifts of Dimethyl-dioxirane, 
D. Cremer and M. Schindler, 
Chem. Phys. Lett. 133, 293-297 (1987) 

81. The IR Spectra of Carbonyl Oxide and Dioxirane: A Theoretical 
Investigation at a Correlated Level, 
J. Gauß and D. Cremer, 
Chem. Phys. Lett. 133, 420-424 (1987) 

82. Spectral and Chemical Properties of Dimethyldioxirane as Determined by 
Experiment and Ab Initio Calculations, 
W. Adam, Y.-Y. Chan, D. Cremer, J. Gauß, D. Scheutzow, and M. 
Schindler, 
J. Org. Chem. 52, 2800-2803 (1987). 

83. Toward a Rationalization of the Sensitizing Potency of Substituted p-
Benzoquinones - Reaction of Nucleophiles with p-Benzoquinones, 
D. Cremer, B.M. Hausen, and H. W. Schmalle, 
J. Med. Chem. 30, 1678-1681 (1987). 

84. Helium Chemistry: Theoretical Predictions and Experimental Challenge, 
W. Koch, G. Frenking, J. Gauß, D. Cremer, and J.R. Collins, 
J. Am. Chem. Soc. 109, 5917-5934 (1987). 

85. Implementation of Analytical Energy Gradients at Third and Fourth Order 
Møller-Plesset Perturbation Theory, 
J. Gauß and D. Cremer, 
Chem. Phys. Lett. 138, 131-140 (1987). 

86. New Ways of Analyzing Chemical Bonding, 
D. Cremer, 
in "Modelling of Structure and Properties of Molecules" edt. by Z.B. 
Maksic, Ellis Horwood, Chichester, 1987, p. 125. 

87. Dioxetenes and Diazetines - Nonaromatic 6π-Systems in Four-Membered 
Rings, 
P.H.M. Budzelaar, D. Cremer, M. Wallasch, E.-U. Würthwein, and P.v.R. 
Schleyer, 
J. Am. Chem. Soc. 109, 6290-6299 (1987). 

88. Scope and Limitations of the Concept of Strain, 
D. Cremer and E. Kraka, 
in "Molecular Structure and Energetics, Structure and Reactivity", edt by 
J.F. Liebman and A. Greenberg, VCH Publishers, Deerfield Beach, USA, 
1988, Vol. 7, p. 65. 

89. Methoxyethylene Ozonide: Analysis of the Structure and Anomeric Effect 
by Microwave Spectroscopy and Ab Initio Techniques, 



M.S. LaBarge, H. Keul, R.L. Kuczkowski, M. Wallasch and D. Cremer, 
J. Am. Chem. Soc. 110, 2081 (1988). 

90. On the Formation of Dioxirane from Carbonyl Oxide, 
D. Cremer, T. Schmidt, J. Gauss and T. P. Radhakrishnan, 
Angew. Chem. 100, 431 (1988); Int. Ed. Engl. 27, 427 (1988). 

91. Theoretical Determination of Molecular Structure and Conformation. 21. 
Strain in Three-membered Rings Containing Silicon - The Inability of 
Silicon to Form Flexible Hybrid Orbitals, D. Cremer, J. Gauss, and E. 
Kraka, 
J. Mol. Struct. (Theochem) 169, 531 (1988). 

92. Stabilities and Nature of the Attractive Interactions in HeBeO, NeBeO, 
ArBeO and a Comparison with Analogs NGLiF, NGBN, NGLiH (NG = He, 
Ar). A Theoretical Investigation, 
G. Frenking, W. Koch, J. Gauss, and D. Cremer, 
J. Am. Chem. Soc. 110, 8007 (1988). 

93. Pros and Cons of sigma-Aromaticity, 
D. Cremer, 
Tetrahedron 44, 7427 (1988). 

94. Analytical Evaluation of Energy Gradients in Quadratic Interaction Theory, 
J. Gauss and D. Cremer, 
Chem. Phys. Lett. 150, 280 (1988). 

95. Calculation and Characterization of Reaction Valleys for Chemical 
Reactions, 
T. H. Dunning, Jr., L. B. Harding, E. Kraka, 
In the NATO Advanced Research Workshop on "Supercomputer 
Algorithms for Reactivity, Dynamcis and Kinetics of Small Molecules", 
Kluwer Academic Publishers, Dordrecht, Holland, 1989, p.57. 

96. Analytical Differentiation of the Energy Contribution due to Triple 
Excitations in Fourth-Order Møller-Plesset Perturbation Theory, 
J. Gauss and D. Cremer, 
Chem. Phys. Lett. 153, 303 (1989). 

97. Helium Bonding in Singly and Doubly Charged First-Row Diatomic Cations 
HeXn

+ (X = Li - Ne; n = 1,2), 
G. Frenking, W. Koch, D. Cremer, J. Gauss, and J.F. Liebman, 
J. Phys. Chem. 93, 3410 (1989). 

98. Neon and Argon Bonding in First-Row Cations NeX+ and ArX+ (X = Li - 
Ne), 
G. Frenking, W. Koch, D. Cremer, J. Gauss, and J.F. Liebman, 
J. Phys. Chem. 93, 3397 (1989). 

99. Electronic Structure of Carbonyl Oxides - Semiempirical Calculations of 
Ground State Properties and UV-vis Spectra, 
D. Cremer, T. Schmidt, W. Sander, and P. Bischof, 
J. Org. Chem. 54, 2515 (1989). 

100. Dimethylsiladioxirane, 
A. Patyk, W. Sander, J. Gauss, and D. Cremer, 
Angew. Chem. 101, 920 (1989). 



101. The Chemistry of Helium (in German), 
D. Cremer, 
Nachr. Chem. Tech. Lab. 37, 243 (1989). 

102. Analytical Differentiation of the Energy Contribution due to Triple 
Excitations in Quadratic Configuration Interaction Theory, 
J. Gauss and D. Cremer, 
Chem. Phys. Lett. 163, 549 (1989). 

103. Difluoro- and Dichlorodioxasilirane, 
A. Patyk, W. Sander, J. Gauss, and D. Cremer, 
Chem. Ber. 123, 89 (1990). 

104. Characterization of Molecular Potential Energy Surfaces: Critical 
Points, Reaction Paths and Reaction Valleys, 
E. Kraka, T. H. Dunning, Jr., 
in "Advances in Molecular Electronic Structure Theory: The Calculation 
and Characterization of Molecular Potential Energy Surfaces, T.H. 
Dunning. Jr., Edt, JAI Press, Inc., Greenwich, 1990, p.129. 

105. Chemical Implication of Local Features of the Electron Density 
Distribution, 
E. Kraka and D. Cremer, 
in "Theoretical Models of Chemical Bonding. The Concept of the Chemical 
Bond", Z.B. Maksic, Edt., Volume 2, Springer Verlag, Heidelberg, 1990, 
p.453. 

106. Light Noble Gas Chemistry: Structures, Stabilities, and Bonding of 
Helium, Neon, and Argon Compounds, 
G. Frenking, W. Koch, F. Reichel, and D. Cremer, 
J. Am. Chem. Soc. 112, 4240 (1990). 

107. Calculation of Puckered Rings with Analytical Gradients, 
D. Cremer, 
J. Phys. Chem. 94, 5502 (1990). 

108. The Chemistry of the Noble Gas Elements Helium, Neon, and 
Argon - Experimental Facts and Theoretical Predictions, 
G. Frenking and D. Cremer, 
Structure and Bonding, Vol. 73, 17 (1990). 

109. Van der Waals Complexes in 1,3-Dipolar Cycloaddition Reactions: 
Ozone-Ethylene, 
C.W. Gillies, J.Z. Gillies, R.D. Suenram, F.J. Lovas, E. Kraka, and D. 
Cremer, 
J. Am. Chem. Soc. 113, 2412 (1991). 

110. Determination and Use of Response-Densities, 
E. Kraka, J. Gauss, and D. Cremer, 
"40 Years in Quantum Chemistry", Special Issue of Journal of Molecular 
Structure (Theochem) 234, 95 (1991). 

111. 1H-Bicyclo[3.1.0]hexa-3,5-dien-2-one. A Strained 1,3-Bridged 
Cyclopropene, 
W. Sander, G. Bucher, F. Reichel, and D. Cremer, 
J. Am. Chem. Soc. 113, 5311 (1991). 



112. A Microwave Spectral and Ab initio Investigation of O3-H2O, 
J.Z. Gillies, C.W. Gillies, R.D. Suenram, F.J. Lovas, T. Schmidt, and D. 
Cremer, 
J. Mol. Spectroscopy 146, 493 (1991). 

113. Analysis of Coupled Cluster and Quadratic Configuration 
Interaction Theory in Terms of Sixth-Order Perturbation Theory, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem.: Quant. Chem. Symp. 25, 43 (1991). 

114. A New Way of Calculating Bond Dissociation Energies, 
E. Kraka, D. Cremer, and S. Nordholm, 
in "Molecules in Natural Science and Biomedicine", Z.B. Maksic and M. 
Eckert-Maksic, Edts., Ellis Horwood, Chichester, 1991, p. 351. 

115. Homotropenylium Cation: Structure, Stability, and Magnetic 
Properties, 
D. Cremer, F. Reichel, and E. Kraka, 
J. Am. Chem. Soc. 113, 9459 (1991). 

116. Van der Waals Complexes of Chemically Reactive Gases: Ozone-
Acetylene, 
J.Z. Gillies, C.W. Gillies, F.J. Lovas, K. Matsumura, R.D. Suenram, E. 
Kraka, and D. Cremer, 
J. Am. Chem. Soc. 113, 6408 (1991). 

117. Ab initio Based 13C NMR Shift Calculations as a Probe for 
Carbocation Structure. Homoaromaticity and Rearrangements of the 
C9H9

+Ion, 
P. Svensson, F. Reichel, P. Ahlberg, and D. Cremer, 
J. Chem. Soc., Perkin Trans. 2, 1991, 1463. 

118. The Carbonyl Oxide-Aldehyde Complex: A New Intermediate of the 
Ozonolysis Reaction, 
D. Cremer, E. Kraka, M.L. McKee, and T.P. Radhakrishnan, 
Chem. Phys. Lett 187, 491 (1991). 

119. Analytical Energy Gradients in Møller-Plesset Perturbation and 
Quadratic Configuration Interaction Methods: Theory and Application, 
J. Gauss and D. Cremer, 
Adv. Quant. Chem. 23, 205 (1992). 

120. Homolytic Dissociation Energies from GVB-LSDC Calculations, 
E. Kraka, 
Chem. Phys. 161, 149 (1992). 

121. Description of Chemical Reactions in Terms of the Properties of the 
Electron Density, 
E. Kraka and D. Cremer, 
"Electron Density and Chemical Reactions", Special Issue of Journal of 
Molecular Structure (Theochem) 255, 189 (1992). 

122. Electric Field Gradients and Nuclear Quadrupole Coupling 
Constants of Isonitriles Obtained from Møller-Plesset and Quadratic 
Configuration Interaction Calculations, 



D. Cremer and M. Krüger, 
J. Phys. Chem. 96, 3239 (1992). 

123. 2,4-Didehydrophenol - first Proof of a meta-Aryne by IR 
Spectroscopy, 
G. Bucher, W. Sander, E. Kraka, and D. Cremer, 
Angew. Chem. 104, 1225 (1992); Angew. Chem. Int. Ed. Engl. 31, 1230 
(1992). 

124. nalysis of Coupled Cluster Methods. II. What is the best Way to 
Account for Triple Excitations in Coupled Cluster Theory? 
Zhi He and D. Cremer, 
Theoret. Chim. Acta 85, 305 (1993). 

125. Exploration of the Potential Energy Surface of C9H9
+ by Ab Initio 

Methods. I. The Barbaralyl Cation, 
D. Cremer, P. Svensson, E. Kraka, and P. Ahlberg, 
J. Am. Chem. Soc 115, 7445 (1993). 

126. Exploration of the Potential Energy Surface of C9H9
+ by Ab Initio 

Methods. II. Is the 1,4-Bishomotropylium Cation a Bishomoaromatic 
Prototype? 
D. Cremer, P. Svensson, E. Kraka, Z. Konkoli, and P. Ahlberg, 
J. Am. Chem. Soc 115, 7457 (1993). 

127. Accurate Couple Cluster Reaction Enthalpies and Activation 
Energies for X + H2 --> XH + H (X = F, OH, NH2, and CH3), 
E. Kraka, J. Gauss, and D. Cremer, 
J. Chem. Phys. 99, 5306 (1993). 

128. Calculation of NMR Chemical Shifts - The Third Dimension of 
Quantum Chemistry, 
D. Cremer, L. Olsson, F. Reichel, and E. Kraka, 
Israel J. Chem. 33, 369 (1993). 

129. Discovery of trans-HSSSH, 
M. Liedtke, A.H. Saleck, K.M.T. Yamada, G. Winnewisser, D. Cremer, E. 
Kraka, A. Dolgner, J. Hahn, and S. Dobos, 
J. Phys. Chem. 97, 11204 (1993). 

130. Structure, Stabilization Energies and Chemical Shifts of the 
Cyclobutenyl Cation. Does it Have "Aromatic" Homocyclopropenium Ion 
Character? An Ab Initio Study, 
S. Sieber, P.v.R. Schleyer, A.H. Otto, J. Gauss, F. Reichel, and D. 
Cremer, 
J. Phys. Org. Chem. 6, 445 (1993). 

131. A CCSD(T) Investigation of Carbonyl Oxide and Dioxirane. 
Equilibrium Geometries, Dipole moments, Infrared Spectra, Heats of 
formation, and Isomerization Energies, 
D. Cremer, J. Gauss, and E. Kraka, 
Chem. Phys. Lett. 209, 547 (1993). 

132. Evidence for the Existence of Silylium Cations in Condensed 
Phases, 



L. Olsson and D. Cremer, 
Chem. Phys. Lett. 215, 433 (1993). 

133. Ortho-, meta-, and para-Benzyne - A Comparative CCSD(T) 
Investigation, 
E. Kraka and D. Cremer, 
Chem. Phys. Lett. 216, 333 (1993). 

134.  
135. Tri-tert-butyl(trimethylsilyl)cyclobutadiene and Tri-tert-

butyl(trimethylsilyl) tetrahedrane. (in German), 
G. Maier, D. Born, I. Bauer, R. Wolf, R. Boese, and D. Cremer, 
Chem. Ber. 127, 173 (1994). 

136. Analysis of Coupled Cluster Methods. IV. Size-extensive Quadratic 
CI Methods - Quadratic CI with Triple and Quadruple Excitations, 
D. Cremer and Zhi He, 
Theoret. Chem. Acta 88, 47 (1994). 

137. CCSD(T) Investigation of the Bergman Cyclization of Enediyne. 
Relative Stability of o-, m-, and p-Didehydrobenzene, 
E. Kraka and D. Cremer, 
J. Am. Chem. Soc. 116, 4929 (1994). 

138. Calculation of 29Si Chemical Shifts as a Probe for Molecular and 
Electronic Structure, 
D. Cremer, L. Olsson, and H. Ottosson, 
J. Mol. Struct. (Theochem) 313, 91 (1994). 

139. Size-extensive QCISDT - Implementation and Application, 
D. Cremer and Zhi He, 
Chem. Phys. Lett. 222, 40 (1994). 

140. Propinal O-Oxide, 
S. Wierlacher, W. Sander, C. Marquardt, E. Kraka, and D. Cremer, 
Chem. Phys. Lett. 222, 319 (1994). 

141. Double Aromaticity in the 3,5-Dehydrophenyl Cation and in 
Cyclo[6]carbon, 
P. v. R. Schleyer, H. Jiao, M. N. H. Glukhovtsev, J. Chandrasekhar, and 
E. Kraka, 
J. Am. Chem.Soc. 116, 10129 (1994). 

 
109. Reaction of 1,1-Dimethylsilene with Formaldehyde, 

M. Trommer, W. Sander, C.-H. Ottosson, and D. Cremer, 
Angew. Chem. 107, 999 (1995); Angew. Chem. Int. Ed. Engl. 34, 929 
(1995). 

110. Route to a Kinetically Stabilized Protonated Spirocyclopentane with 
a Pentacoordinated Carbon Atom. - The Missing Link between 
Bicyclo[3.2.0]hept-3-yl and 7-Norbornyl Cation, 
K.J. Szabó and D. Cremer, 
J. Org. Chem. 60, 2257 (1995). 

111. Ab initio and Semiempirical Conformation Potentials for 
Phospholipid Head Groups, 



J. Landin, I. Pascher, and D. Cremer, 
J. Phys. Chem. 99, 4471 (1995). 

112. Ab initio Studies of Six-Membered Rings, Present Status and 
Future Developments, 
D. Cremer and K.J. Szabó, 
Methods in Stereochemical Analysis, Conformational Behavior of Six-
Membered Rings, Analysis, Dynamics, and Stereoelectronic Effects, E. 
Juaristi, Editor, VCH Publishers, 1995, p. 59. 

113. Properties of R3SiX Compounds and R3Si+ Ions: Do Silylium Ions 
exist in Solution? 
L. Olsson, C.-H. Ottosson, and D. Cremer, 
J. Am. Chem. Soc. 117, 7460 (1995). 

114. General and Theoretical Aspects of the Cyclopropyl Group D. 
Cremer, E. Kraka, and K. J. Szabó, 
in "The Chemistry of Functional Groups, The Chemistry of the Cyclopropyl 
Group", Vol. 2, ed. by Z. Rappoport, 
John Wiley, New York, 1995, p. 43. 

115. Cyclopropyl Homoconjugation, Homoaromaticity and 
Homoantiaromaticity - Theoretical Aspects and Analysis, 
D. Cremer, R.F. Childs, and E. Kraka, 
in "The Chemistry of Functional Groups, The Chemistry of the Cyclopropyl 
Group", Vol. 2, ed. by Z. Rappoport, John Wiley, New York, 1995, p. 339. 

116. Cyclopropyl Homoconjugation - Experimental Facts and 
Interpretations, 
R.F. Childs, D. Cremer, and G. Elia, 
in "The Chemistry of Functional Groups, The Chemistry of the Cyclopropyl 
Group", Vol. 2, ed. by Z. Rappoport, John Wiley, New York, 1995, p. 411. 

117. Intermolecular Forces in Argon Van der Waals Complexes. 
Rotational Spectrum and Ab initio Investigation of Ar-Oxazole, 
E. Kraka, D. Cremer, U. Spoerel, I. Merke, W. Stahl, and H. Dreizler, 
J. Phys. Chem. 99, 12466 (1995). 

118. 1,3-Didehydrobenzene (meta-benzyne), 
R. Marquardt, W. Sander, and E. Kraka, 
Angew. Chem. 108, 825 (1996). 

119. Application of Quadratic CI with Singles, Doubles, and Triples 
(QCISDT): An Attractive Alternative to CCSDT, 
Zhi He, E. Kraka, and D. Cremer, 
Int. J. Quant. Chem. 57, 157 (1996). 

120. Trishomocyclopropenylium Cations. Structure, Stability, Magnetic 
Properties, and Rearrangement Possibilities, 
K. J. Szabó, E. Kraka, and D. Cremer, 
J. Org. Chem. 61, 2783 (1996). 

121. Sixth-Order Many-Body Perturbation Theory I. Basic Theory and 
Derivation of the Energy Formula, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 15 (1996). 



122. Sixth-Order Many-Body Perturbation Theory II. Implementation and 
Application, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 31 (1996). 

123. Sixth-Order Many-Body Perturbation Theory III. Correlation 
Energies of Size-extensive MP6 Methods, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 57 (1996). 

124. Sixth-Order Many-Body Perturbation Theory IV. Improvement of the 
Møller-Plesset Correlation Energy Series by Using Pade, Feenberg, and 
other Approximations up to Sixth Order, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 71 (1996). 

125. Dioxirane Vibrational Frequencies: An Unsettling Relationship 
between Theory and Experiment, 
S.-J. Kim, H.F. Schaefer, E. Kraka and D. Cremer, 
Mol. Phys. 88, 93 (1996). 

126. Formation of OH Radicals in the Gasphase Ozonolysis of Alkenes: 
The Unexpected Role of Carbonyl Oxides, 
R. Gutbrod, R.N. Schindler, E. Kraka and D. Cremer, 
Chem. Phys. Lett. 252, 221 (1996). 

127. 4,4-Dimethylbicyclo[3.1.0]hexa-1(6),2-diene - A Highly Strained 1,3-
Bridged Cyclopropene, 
R. Albers, W. Sander, C.-H. Ottosson and D. Cremer, 
Chem. Eur. J. 2, 967 (1996). 

128. Solvated Silylium Cations: Structure Determination by NMR 
Spectroscopy and the NMR/ab initio/IGLO Method, 
M. Arshadi, D. Johnels, U. Edlund, C.-H. Ottosson and D. Cremer, 
J. Am. Chem. Soc. 118, 5120 (1996). 

129. Sixth Order Møller-Plesset (MP) Perturbation Theory - On the 
Convergence of the MPn Series, 
D. Cremer and Zhi He, 
J. Phys. Chem 100, 6173 (1996). 

130. Intramolecularly Stabilized Phenylsilyl and Anthrylsilyl Cations, 
C.-H. Ottosson and D. Cremer, 
Organometallics 15, 5309 (1996). 

131. Nature of the Si(SiMe3)3+ Cation in Aromatic Solvents, 
C.-H. Ottosson and D. Cremer, 
Organometallics 15, 5495 (1996). 

132. Intermolecular Forces in Van der Waals Complexes between Argon 
and Aromatic Molecules: Rotational Spectrum and Ab initio Investigation 
of Isoxazole-Argon, 
U. Spoerel, H. Dreizler, W. Stahl, E. Kraka, and D. Cremer, 
J. Phys. Chem. 100, 14298 (1996). 



133. Difluorodioxirane: An Unusual Cyclic Peroxide, 
E. Kraka, Z. Konkoli, D. Cremer, J. Fowler, and H.F. Schaefer, 
J. Am. Chem. Soc. 118, 10595 (1996). 

134. Sum-over-states Density Functional Perturbation Theory: Prediction 
of Reliable 13C, 15N, and 17O Nuclear Magnetic Resonance Chemical 
Shifts, 
L. Olsson and D. Cremer, 
J. Chem. Phys. 105, 8995 (1996). 

135. Dimesitylketone O-Oxide: Verification of an Unusually Stable 
Carbonyl Oxide by NMR Chemical Shift Calculations, 
E. Kraka, C. P. Sosa, and D. Cremer, 
Chem. Phys. Lett. 260, 43 (1996). 

136. Prediction of Nitrogen and Oxygen NMR Chemical Shifts in Organic 
Compounds by Density Functional Theory, 
L. Olsson and D. Cremer, 
J. Phys. Chem. 100, 16881 (1996). 

137. Calculation of 29Si Chemical Shifts as a Probe for Molecular and 
Electronic Structure, 
D. Cremer, L. Olsson, and H. Ottosson, 
J. Mol. Struct. (Theochem) 313, 91 (1994). 

138. Size-extensive QCISDT - Implementation and Application, 
D. Cremer and Zhi He, 
Chem. Phys. Lett. 222, 40 (1994). 

139. Propinal O-Oxide, 
S. Wierlacher, W. Sander, C. Marquardt, E. Kraka, and D. Cremer, 
Chem. Phys. Lett. 222, 319 (1994). 

140. Double Aromaticity in the 3,5-Dehydrophenyl Cation and in 
Cyclo[6]carbon, 
P. v. R. Schleyer, H. Jiao, M. N. H. Glukhovtsev, J. Chandrasekhar, and 
E. Kraka, 
J. Am. Chem.Soc. 116, 10129 (1994). 

141. Reaction of 1,1-Dimethylsilene with Formaldehyde, 
M. Trommer, W. Sander, C.-H. Ottosson, and D. Cremer, 
Angew. Chem. 107, 999 (1995); Angew. Chem. Int. Ed. Engl. 34, 929 
(1995). 

142. Route to a Kinetically Stabilized Protonated Spirocyclopentane with 
a Pentacoordinated Carbon Atom. - The Missing Link between 
Bicyclo[3.2.0]hept-3-yl and 7-Norbornyl Cation, 
K.J. Szabó and D. Cremer, 
J. Org. Chem. 60, 2257 (1995). 

143. Ab initio and Semiempirical Conformation Potentials for 
Phospholipid Head Groups, 
J. Landin, I. Pascher, and D. Cremer, 
J. Phys. Chem. 99, 4471 (1995). 

144. Ab initio Studies of Six-Membered Rings, Present Status and 
Future Developments, 



D. Cremer and K.J. Szabó, 
Methods in Stereochemical Analysis, Conformational Behavior of Six-
Membered Rings, Analysis, Dynamics, and Stereoelectronic Effects, E. 
Juaristi, Editor, VCH Publishers, 1995, p. 59. 

145. Properties of R3SiX Compounds and R3Si+ Ions: Do Silylium Ions 
exist in Solution? 
L. Olsson, C.-H. Ottosson, and D. Cremer, 
J. Am. Chem. Soc. 117, 7460 (1995). 

146. General and Theoretical Aspects of the Cyclopropyl Group D. 
Cremer, E. Kraka, and K. J. Szabó, 
in "The Chemistry of Functional Groups, The Chemistry of the Cyclopropyl 
Group", Vol. 2, ed. by Z. Rappoport, 
John Wiley, New York, 1995, p. 43. 

147. Cyclopropyl Homoconjugation, Homoaromaticity and 
Homoantiaromaticity - Theoretical Aspects and Analysis, 
D. Cremer, R.F. Childs, and E. Kraka, 
in "The Chemistry of Functional Groups, The Chemistry of the Cyclopropyl 
Group", Vol. 2, ed. by Z. Rappoport, John Wiley, New York, 1995, p. 339. 

148. Cyclopropyl Homoconjugation - Experimental Facts and 
Interpretations, 
R.F. Childs, D. Cremer, and G. Elia, 
in "The Chemistry of Functional Groups, The Chemistry of the Cyclopropyl 
Group", Vol. 2, ed. by Z. Rappoport, John Wiley, New York, 1995, p. 411. 

149. Intermolecular Forces in Argon Van der Waals Complexes. 
Rotational Spectrum and Ab initio Investigation of Ar-Oxazole, 
E. Kraka, D. Cremer, U. Spoerel, I. Merke, W. Stahl, and H. Dreizler, 
J. Phys. Chem. 99, 12466 (1995). 

150. 1,3-Didehydrobenzene (meta-benzyne), 
R. Marquardt, W. Sander, and E. Kraka, 
Angew. Chem. 108, 825 (1996). 

151. Application of Quadratic CI with Singles, Doubles, and Triples 
(QCISDT): An Attractive Alternative to CCSDT, 
Zhi He, E. Kraka, and D. Cremer, 
Int. J. Quant. Chem. 57, 157 (1996). 

152. Trishomocyclopropenylium Cations. Structure, Stability, Magnetic 
Properties, and Rearrangement Possibilities, 
K. J. Szabó, E. Kraka, and D. Cremer, 
J. Org. Chem. 61, 2783 (1996). 

153. Sixth-Order Many-Body Perturbation Theory I. Basic Theory and 
Derivation of the Energy Formula, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 15 (1996). 

154. Sixth-Order Many-Body Perturbation Theory II. Implementation and 
Application, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 31 (1996). 



155. Sixth-Order Many-Body Perturbation Theory III. Correlation 
Energies of Size-extensive MP6 Methods, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 57 (1996). 

156. Sixth-Order Many-Body Perturbation Theory IV. Improvement of the 
Møller-Plesset Correlation Energy Series by Using Pade, Feenberg, and 
other Approximations up to Sixth Order, 
Zhi He and D. Cremer, 
Int. J. Quant. Chem. 59, 71 (1996). 

157. Dioxirane Vibrational Frequencies: An Unsettling Relationship 
between Theory and Experiment, 
S.-J. Kim, H.F. Schaefer, E. Kraka and D. Cremer, 
Mol. Phys. 88, 93 (1996). 

158. Formation of OH Radicals in the Gasphase Ozonolysis of Alkenes: 
The Unexpected Role of Carbonyl Oxides, 
R. Gutbrod, R.N. Schindler, E. Kraka and D. Cremer, 
Chem. Phys. Lett. 252, 221 (1996). 

159. 4,4-Dimethylbicyclo[3.1.0]hexa-1(6),2-diene - A Highly Strained 1,3-
Bridged Cyclopropene, 
R. Albers, W. Sander, C.-H. Ottosson and D. Cremer, 
Chem. Eur. J. 2, 967 (1996). 

160. Solvated Silylium Cations: Structure Determination by NMR 
Spectroscopy and the NMR/ab initio/IGLO Method, 
M. Arshadi, D. Johnels, U. Edlund, C.-H. Ottosson and D. Cremer, 
J. Am. Chem. Soc. 118, 5120 (1996). 

161. Sixth Order Møller-Plesset (MP) Perturbation Theory - On the 
Convergence of the MPn Series, 
D. Cremer and Zhi He, 
J. Phys. Chem 100, 6173 (1996). 

162. Intramolecularly Stabilized Phenylsilyl and Anthrylsilyl Cations, 
C.-H. Ottosson and D. Cremer, 
Organometallics 15, 5309 (1996). 

163. Nature of the Si(SiMe3)3+ Cation in Aromatic Solvents, 
C.-H. Ottosson and D. Cremer, 
Organometallics 15, 5495 (1996). 

164. Intermolecular Forces in Van der Waals Complexes between Argon 
and Aromatic Molecules: Rotational Spectrum and Ab initio Investigation 
of Isoxazole-Argon, 
U. Spoerel, H. Dreizler, W. Stahl, E. Kraka, and D. Cremer, 
J. Phys. Chem. 100, 14298 (1996). 

165. Difluorodioxirane: An Unusual Cyclic Peroxide, 
E. Kraka, Z. Konkoli, D. Cremer, J. Fowler, and H.F. Schaefer, 
J. Am. Chem. Soc. 118, 10595 (1996). 

166. Sum-over-states Density Functional Perturbation Theory: Prediction 
of Reliable 13C, 15N, and 17O Nuclear Magnetic Resonance Chemical 
Shifts, 



L. Olsson and D. Cremer, 
J. Chem. Phys. 105, 8995 (1996). 

167. Dimesitylketone O-Oxide: Verification of an Unusually Stable 
Carbonyl Oxide by NMR Chemical Shift Calculations, 
E. Kraka, C. P. Sosa, and D. Cremer, 
Chem. Phys. Lett. 260, 43 (1996). 

168. Prediction of Nitrogen and Oxygen NMR Chemical Shifts in Organic 
Compounds by Density Functional Theory, 
L. Olsson and D. Cremer, 
J. Phys. Chem. 100, 16881 (1996). 

169. New Developments in Many Body Perturbation Theory and 
Coupled Cluster Theory, 
D. Cremer and Zhi He, 
in "Conceptual Perspectives in Quantum Chemistry, Volume III", J.-L. 
Calais and E. Kryachko, Edts, Kluwer Publishing Co, Dordrecht, 1997, p. 
239. 

170. Effect of a Polar Environment on the Conformation of 
Phospholipid Head Groups Analyzed with the Onsager Continuum 
Solvation Models, 
J. Landin, I. Pascher, and D. Cremer, 
J. Phys. Chem. A 101, 2996 (1997).  [PDF] 

171. The Tris(9-borabicyclo[3.3.1]nonyl)silylium Cation: A Suggestion for 
a Weakly Coordinated Silylium Cation in Solution, 
C.-H. Ottosson, K.J. Szabó, and D. Cremer, 
Organometallics 16, 2377 (1997).   [PDF] 

172. Unified Reaction Valley Approach: Mechanism of the Reaction 
CH3 + H2-->CH4 + H, 
Z. Konkoli, E. Kraka, and D. Cremer, 
J. Phys. Chem. A 101, 1742 (1997).  [PDF] 

173. Prediction of Full CI Energies with the help of Sixth-Order Møller-
Plesst (MP6) Perturbation Theory,  
D. Cremer and Zhi He,  
Special Issue for the WATOC Symposium in Jerusalem 1996: J. Mol. 
Struct. (Theochem) 398-399, 7 (1997).   [PDF] 

174. Diabatic Ordering of Vibrational Normal Modes in Reaction Valley 
Studies, 
Z. Konkoli, D. Cremer, and, E. Kraka, 
J. Comput. Chem. 18, 1282 (1997).  [PDF] 

175. Dimesityldioxirane, 
W. Sander, K. Schroeder, S. Muthusamy, A. Kirschfeld, W. Kappert, R. 
Boese, E. Kraka, C. P. Sosa, and D. Cremer, 
J. Am. Chem. Soc. 119, 7265 (1997).  [PDF] 

176. Kinetic and Theoretical Investigation of the Gas-Phase Ozonolysis 
of Isoprene: Carbonyl oxides as an Important Source for OH Radicals in 
the Atmosphere, 



R. Gutbrod, E. Kraka, R.N. Schindler, and D. Cremer, 
J. Am. Chem. Soc. 119, 7330 (1997).   [PDF] 

177. A CCSD(T) and DFT Investigation of m-Benzyne and 4-Hydroxy-m-
benzyne, 
E. Kraka, D. Cremer, G. Bucher, H. Wandel, and W. Sander, 
Chem. Phys. Lett. 268, 313 (1997).   [PDF] 

178. On the Role of Single Excitations in Quasi-degenerate Perturbation 
Theory,  
Z. Konkoli, Zhi He, and D. Cremer,  
Theor. Chem. Acc. 96, 71 (1997).   [PDF] 

179. Trimesitylsilylium Cation: Verification of a Free Silylium Cation in 
Solution by NMR Chemical, Shift Calculations,  
E. Kraka, C.P. Sosa, J. Gräfenstein, and D. Cremer,  
Chem. Phys. Lett. 279, 9 (1997).   [PDF] 

180. Energetics, Kinetics, and Product Distribution of the Reactions of 
Ozone with Ethene and, 2,3-Dimethyl-2-butene,  
M. Olzmann, E. Kraka, D. Cremer, R. Gutbrod, and S. Andersson,  
J. Phys. Chem. A 101, 9421 (1997).   [PDF] 

181. Photochemistry of p-Benzoquinone Diazide Carboxylic Acids: 
Formation of 2,4- Didehydrophenols,  
W. Sander, G. Bucher, H. Wandel, E. Kraka, D. Cremer, and W.S. 
Sheldrick,  
J. Am. Chem. Soc. 119, 10660 (1997).   [PDF] 

182. A New Way of Analyzing Vibrational Spectra I. Derivation of 
Adiabatic Internal Modes,  
Z. Konkoli and D. Cremer,  
Int. J. Quant. Chem. 67, 1 (1998).   [PDF] 

183. A New Way of Analyzing Vibrational Spectra II. Comparison of 
Internal Mode Frequencies,  
Z. Konkoli, J. A. Larsson and D. Cremer,  
Int. J. Quant. Chem. 67, 11 (1998).    [PDF] 

184. A New Way of Analyzing Vibrational Spectra III. Characterization of 
Normal Vibrational Modes in Terms of Internal Vibrational Modes,  
Z. Konkoli and D. Cremer,  
Int. J. Quant. Chem. 67, 29 (1998).   [PDF] 

185. A New Way of Analyzing Vibrational Spectra IV. Application and 
Testing of Adiabatic Modes within the Concept of the Characterization of 
Normal Modes,  
Z. Konkoli, J. A. Larsson and D. Cremer,  
Int. J. Quant. Chem. 67, 41 (1998).  [PDF] 

186. New Developments in the Analysis of Vibrational Spectra: On the 
Use of Adiabatic Internal, Vibrational Modes,  
D. Cremer, J. A. Larsson, and E. Kraka,  
Theoretical and Computational Chemistry, Volume 5, Theoretical Organic 
Chemistry, C. Parkanyi, Edt., Elsevier, Amsterdam, 1998, p.259. 



187. Møller-Plesset Perturbation Theory.  
D. Cremer  
in Encyclopedia of Computational Chemistry, P.v.R. Schleyer, N.L. 
Allinger, T. Clark, J. Gasteiger, P.A. Kollman, H.F. Schaefer III, P.R. 
Schreiner, Eds. John Wiley, Chichester, UK, 1998, Vol. 3, p. 1706. 

188. Reaction Path Hamiltonian and its Use for Investigating Reaction 
Mechanism,  
E. Kraka  
in Encyclopedia of Computational Chemistry, P.v.R. Schleyer, N.L. 
Allinger, T. Clark, J. Gasteiger, P.A. Kollman, H.F. Schaefer III, P.R. 
Schreiner, Eds. John Wiley, Chichester, UK, 1998, Vol. 4, p.2437. 

189. 1,4-Didehydrobenzol,  
R. Marquardt, A. Balster, W. Sander, E. Kraka, D. Cremer, J.G. 
Radziszewski,  
Angew. Chem. 110, 1001 (1998).    [PDF] 
English translation: p-Benzyne, Angew. Chem. Int. Ed.37, 955 (1998).  

190. Density Functional Theory for Open-Shell Singlet Biradicals,  
J. Gräfenstein, E. Kraka, and D. Cremer,  
Chem. Phys. Lett. 288, 593 (1998).    [PDF] 

191. Decomposition Modes of Dioxirane, Methyldioxirane, and 
Dimethyldioxirane - A CCSD(T), MR-AQCC, and DFT Investigation,  
D. Cremer, E. Kraka, and P.G. Szalay,  
Chem. Phys. Lett. 292, 97 (1998).   [PDF] 

192. alpha,3-Didehydro-5-Methyl-6-Hydroxytoluene - Matrix Isolation of 
a Diradical Related to ther Neocarzinostatin Chromophore,  
W.Sander, H. Wandel, G. Bucher, J. Gräfenstein, E. Kraka, and D. 
Cremer,  
J. Am. Chem. Soc. 120, 8480 (1998).    [PDF] 

193. Theory as a Viable Partner for Experiment - The Quest for Trivalent 
Silylium Ions in Solution,  
C.-H. Ottosson, E. Kraka, and D. Cremer,  
Theoretical and Computational Chemistry, Volume 6, Pauling's Legacy - 
Modern Modelling of the Chemical Bonding", Z. Maksic, Edt., Elsevier, 
Amsterdam, 199, p. 231.  
Top of the Page 

194. Reactions of Dimethyl Ether with Atomic Oxygen - a Matrix Isolation 
and a Quantum Chemical Study,  
R. Wrobel, W. Sander, E. Kraka, and D. Cremer,  
J. Phys. Chem. A, 103, 3693 (1999).   [PDF] 

195. Theoretical Verification and Extension of the McKean Relationship 
between Bond Lengths and Stretching Frequencies,  
J.A. Larsson and D. Cremer,  
J. Mol. Struct. 485, 385 (1999).  [PDF] 

196. Convergence behavior of the Moller-Plesset perturbation series: 
Use of Feenberg scaling for the exclusion of backdoor intruder states, 



B. Forsberg, Z. He, Y. He, and D. Cremer, 
Int. J. Quantum Chem. 76, 306 (2000).   [PDF] 

197. The re structure of cyclopropane, 
J. Gauss, D. Cremer, and J. F. Stanton, 
J. Phys. Chem. A 104, 1319 (2000).   [PDF] 

198. An accurate description of the Bergman reaction using restricted 
and unrestricted DFT: Stability test, spin density, and on-top pair density, 
J. Gräfenstein, A. M. Hjerpe, E. Kraka, and D. Cremer, 
J. Phys. Chem. A 104, 1748 (2000).   [PDF] 

199. Size-extensive quadratic CI methods including quadruple 
excitations: QCISDTQ and QCISDTQ(6) - On the importance of four-
electron correlation effects, 
Y. He, Z. He, and D. Cremer, 
Chem. Phys. Lett. 317, 535 (2000).   [PDF] 

200. The combination of density functional theory with multi- 
configuration methods - CAS-DFT, 
J. Gräfenstein and D. Cremer, 
Chem. Phys. Lett. 316, 569 (2000).   [PDF] 

201. Some thoughts about bond energies, bond lengths, and force 
constants, 
D. Cremer, A. N. Wu, A. Larsson, and E. Kraka, 
J. Mol. Model. 6, 396 (2000).   [PDF] 

202. Structure and stability of enediynes containing heteroatoms - a 
quantum chemical investigation, 
E. Kraka and D. Cremer, 
J. Mol. Struct. (Theochem) 506, 191 (2000).   [PDF] 

203. Photochemistry of butatriene - Spectroscopic evidence for the 
existence of allenylcarbene, 
R. Wrobel, W. Sander, D. Cremer, and E. Kraka, 
J. Phys. Chem. A 104, 3819 (2000).   [PDF] 

204. Can density functional theory describe multi-reference systems? 
Investigation of carbenes and organic biradicals, 
J. Gräfenstein and D. Cremer, 
PCCP Phys. Chem. Chem. Phys. 2, 2091 (2000).   [PDF] 

205. (N,N-dimethylaminoxy)trifluorosilane: Strong, dipole moment driven 
changes in the molecular geometry studied by experiment and theory in 
solid, gas, and solution phases, 
N. W. Mitzel, U. Losehand, A. Wu, D. Cremer, and D. W. H. Rankin, 
J. Am. Chem. Soc. 122, 4471 (2000).   [PDF] 

206. Carbonyl o-oxides and Dioxiranes - From Laboratory Curiosities to 
Useful Reagents K. Block, W. Kapert, A. Kirschfeld, S . Muthusamy, K. 
Schroeder, W. Sander, E. Kraka, C. Sosa, and D. Cremer In Peroxide 
Chemistry-Mechanistic and Preparative Aspects of Oxygen Transfer, W. 
Adam, Edt., Wiley, Weinheim 2000, p. 139 - 156. 

207. Nuclear magnetic resonance spin-spin coupling constants from 
coupled perturbed density functional theory, 



V. Sychrovský, J. Gräfenstein, and D. Cremer, 
J. Chem. Phys. 113, 3530 (2000). [PDF] 

208. Analysis of fourth-order Moller-Plesset limit energies: the 
importance of three-electron correlation effects, 
Y. He and D. Cremer, 
Theor. Chem. Acc. 105, 110 (2000). [PDF] 

209. Assessment of higher order correlation effects with the help of 
Møller-Plesset perturbation theory up to sixth order, 
Y. He and D. Cremer, 
Mol. Phys. 98, 1415 (2000). [PDF] 

210. Molecular geometries at sixth order Møller-Plesset perturbation 
theory. At what order does MP theory give exact geometries? 
Y. He and D. Cremer, 
J. Phys. Chem. A 104, 7679 (2000). [PDF] 

211. Computer design of anticancer drugs. A new enediyne warhead, 
E. Kraka and D. Cremer, 
J. Am. Chem. Soc. 122, 8245 (2000). [PDF] 

212. What correlation effects are covered by density functional theory? 
Y. He, J. Gräfenstein, E. Kraka, and D. Cremer, 
Mol. Phys. 98, 1639 (2000). [PDF] 

213. The expectation value of the spin operator S2 as a diagnostic tool in 
coupled cluster theory - The advantages of using UHF-CCSD theory for 
the description of homolytic dissociation, 
H. Yuan and D. Cremer, 
Chem. Phys. Lett. 324, 389 (2000). [PDF] 

214. Spin-projected coupled-cluster theory with single and double 
excitations, 
Y. He and D. Cremer, 
Theor. Chem. Acc. 105, 132 (2000). [PDF] 

215. 4-Oxo-2,3,5,6-tetrafluorocyclohexa-2,5-dienylidene - A highly 
electrophilic triplet carbene, 
W. Sander, R. Hubert, E. Kraka, J. Gräfenstein, and D. Cremer, 
Chem.-Eur. J. 6, 4567 (2000). [PDF] 

216. Structure of the chlorobenzene-argon dimer: Microwave spectrum 
and ab initio analysis, 
J. J. Oh, I. Park, R. J. Wilson, S. A. Peebles, R. L. Kuczkowski, E. Kraka, 
and D. Cremer, 
J. Chem. Phys. 113, 9051 (2000). [PDF] 

217. The para-didehydropyridine, para-didehydropyridinium, and related 
biradicals - A contribution to the chemistry of enediyne antitumor drugs, 
E. Kraka and D. Cremer, 
J. Comput. Chem. 22, 216 (2001). [PDF] 

218. Comparison of CCSDT-n methods with coupled-cluster theory with 
single and double excitations and coupled-cluster theory with single, 
double, and triple excitations in terms of many-body perturbation theory - 
what is the most effective triple- excitation method? 



Y. He, Z. He, and D. Cremer, 
Theor. Chem. Acc. 105, 182 (2001). [PDF] 

219. The rotational-torsional spectrum of the g'Gg conformer of ethylene 
glycol: Elucidation of an unusual tunneling path, 
D. Christen, L. H. Coudert, J. A. Larsson, and D. Cremer, 
J. Mol. Spectrosc. 205, 185 (2001). [PDF] 

220. The mechanism of the reaction FH+H2C=CH2 -> H2C-CFH3. 
Investigation of hidden intermediates with the unified reaction valley 
approach, 
D. Cremer, A. A. Wu, and E. Kraka, 
Phys. Chem. Chem. Phys. 3, 674 (2001). [PDF] 

221. Quantum chemical descriptions of FOOF: The unsolved problem of 
predicting its equilibrium geometry, 
E. Kraka, Y. He, and D. Cremer, 
J. Phys. Chem. A 105, 3269 (2001). [PDF] 

222. First evidence for the production of OH radicals by carbonyl oxides 
in solution phase - A DFT investigation, 
D. Cremer, E. Kraka, and C. Sosa, 
Chem. Phys. Lett. 337, 199 (2001). [PDF] 

223. Dimesitylketone O-oxide: Spectroscopic characterization, 
conformation, and reaction modes: OH formation and OH capture, 
W. Sander, K. Block, W. Kappert, A. Kirschfeld, S. Muthusamy, K. 
Schroeder, C. P. Sosa, E. Kraka, and D. Cremer, 
J. Am. Chem. Soc. 123, 2618 (2001). [PDF] 

224. Exact geometries from quantum chemical calculations, 
D. Cremer, E. Kraka, and Y. He, 
J. Mol. Struct. 567, 275 (2001). [PDF] 

225. The ozonolysis of acetylene - A quantum chemical investigation, 
D. Cremer, R. Crehuet, and J. Anglada, 
J. Am. Chem. Soc. 123, 6127 (2001). [PDF] 

226. The ozone-acetylene reaction: concerted or non-concerted reaction 
mechanism? A quantum chemical investigation, 
D. Cremer, E. Kraka, R. Crehuet, J. Anglada, and J. Gräfenstein, 
Chem. Phys. Lett. 347, 268 (2001). [PDF] 

227. Reaction modes of carbonyl oxide, dioxirane, and 
methylenebis(oxy) with ethylene: A new reaction mechanism, 
R. Crehuet, J. M. Anglada, D. Cremer, and J. M. Bofill, 
J. Phys. Chem. A 106, 3917 (2002). [PDF] 

228. On the diagnostic value of S2 in Kohn-Sham density functional 
theory, 
J. Gräfenstein and D. Cremer, 
Mol. Phys. 99, 981 (2001). [PDF] 

229. Problematic p-benzyne: Orbital instabilities, biradical character, and 
broken symmetry, 
T. D. Crawford, E. Kraka, J. F. Stanton, and D. Cremer, 
J. Chem. Phys. 114, 10638 (2001). [PDF] 



230. Density functional theory: coverage of dynamic and non-dynamic 
electron correlation effects, 
D. Cremer, 
Mol. Phys. 99, 1899 (2001). [PDF] 

231. m-benzyne and bicyclo[3.1.0]hexatriene - which isomer is more 
stable? - a quantum chemical investigation, 
E. Kraka, J. Anglada, A. Hjerpe, M. Filatov, and D. Cremer, 
Chem. Phys. Lett. 348, 115 (2001). [PDF] 

232. Structure and stability of fluorine-substituted benzene-argon 
complexes: The decisive role of exchange-repulsion and dispersion 
interactions, 
P. Tarakeshwar, K. S. Kim, E. Kraka, and D. Cremer, 
J. Chem. Phys. 115, 6018 (2001). [PDF] 

233. Can Unrestricted Density-Functional Theory Describe Open Shell 
Singlet Biradicals? J. Gräfenstein, E. Kraka, M. Filatov, and D. Cremer 
Int. J. Mol. Science, 3, 360 (2002). [PDF] 

234. Extension of the Karplus relationship for NMR spin-spin coupling 
constants to nonplanar ring systems: Pseudorotation of cyclopentane, 
A. N. Wu, D. Cremer, A. A. Auer, and J. Gauss, 
J. Phys. Chem. A 106, 657 (2002). [PDF] 

235. Electron correlation and the self-interaction error of density 
functional theory, 
V. Polo, E. Kraka, and D. Cremer, 
Mol. Phys. 100, 1771 (2002). [PDF] 

236. Atmospheric formation of OH radicals and H2O2 from alkene 
ozonolysis under humid conditions, 
J. M. Anglada, P. Aplincourt, J. M. Bofill, and D. Cremer, 
ChemPhysChem 3, 215 (2002). [PDF] 

237. Some thoughts about the stability and reliability of commonly used 
exchange-correlation functionals - coverage of dynamic and nondynamic 
correlation effects, 
V. Polo, E. Kraka, and D. Cremer, 
Theor. Chem. Acc. 107, 291 (2002). [PDF] 

238. Mechanism and dynamics of organic reactions: 1,2-H shift in 
methylchlorocarbene, 
E. Kraka and D. Cremer, 
J. Phys. Org. Chem. 15, 431 (2002). [PDF] 

239. Vibrational spectrum of m-benzyne: A matrix isolation and 
computational study, 
W. Sander, M. Exner, M. Winkler, A. Balster, A. Hjerpe, E. Kraka, and D. 
Cremer, 
J. Am. Chem. Soc. 124, 13072 (2002). [PDF] 

240. A variationally stable quasi-relativistic method: low-order 
approximation to the normalized elimination of the small component using 
an effective potential, 



M. Filatov and D. Cremer, 
Theor. Chem. Acc. 108, 168 (2002). [PDF] 

241. A new quasi-relativistic approach for density functional theory 
based on the normalized elimination of the small component, 
M. Filatov and D. Cremer, 
Chem. Phys. Lett. 351, 259 (2002). [PDF] 

242. Influence of the self-interaction error on the structure of the DFT 
exchange hole, 
V. Polo, J. Gräfenstein, E. Kraka, and D. Cremer, 
Chem. Phys. Lett. 352, 469 (2002). [PDF] 

243. Peculiar structure of the HOOO- anion, 
E. Kraka, D. Cremer, J. Koller, and B. Plesnicar, 
J. Am. Chem. Soc. 124, 8462 (2002). [PDF] 

244. Implicit and explicit coverage of multi-reference effects by density 
functional theory. 
D. Cremer, Michael Filatov, V. Polo, E. Kraka, and, Sason Shaik 
Int. J. of Mol. Science 3, 604 (2002). [PDF] 

245. Exploring the structure of a DNA hairpin with the help of NMR spin-
spin coupling constants: An experimental and quantum chemical 
investigation, 
V. Sychrovský, J. Vacek, P. Hobza, L. Zidek, V. Sklenar, and D. Cremer, 
J. Phys. Chem. B 106, 10242 (2002). [PDF] 

246. Evidence for the HOOO- anion in the ozonation of 1,3- dioxolanes: 
Hemiortho esters as the primary products, 
B. Plesnicar, J. Cerkovnik, T. Tuttle, E. Kraka, and D. Cremer, 
J. Am. Chem. Soc. 124, 11260 (2002). [PDF] 

247. The Bergman reaction of dynemicin A - a quantum chemical 
investigation, 
B. Ahlström, E. Kraka, and D. Cremer, 
Chem. Phys. Lett. 361, 129 (2002). [PDF] 

248. On representation of the Hamiltonian matrix elements in relativistic 
regular approximation, 
M. Filatov, 
Chem. Phys. Lett. 365, 222 (2002). [PDF] 

249. Long-range and short-range Coulomb correlation effects as 
simulated by Hartree-Fock, local density approximation, and generalized 
gradient approximation exchange functionals, 
V. Polo, J. Gräfenstein, E. Kraka, and D. Cremer, 
Theor. Chem. Acc. 109, 22 (2003). [PDF] 

250. The microwave spectrum, ab initio analysis, and structure of the 
fluorobenzene-hydrogen chloride complex, 
M. E. Sanz, S. Antolinez, J. L. Alonso, J. C. Lopez, R. L. Kuczkowski, S. 
A. Peebles, R. A. Peebles, F. C. Boman, E. Kraka, and D. Cremer, 
J. Chem. Phys. 118, 9278 (2003). [PDF] 

251. Extension of the Karplus Relationship for NMR Spin,Spin Coupling 
Constants to Nonplanar Ring Systems - Pseudorotation of 



Tetrahydrofurane 
A. Wu and D. Cremer, 
Int. J. Mol. Science 4, 158 (2003). [PDF] 

252. New approach for determining the conformational features of 
pseudorotating ring molecules utilizing calculated and measured NMR 
spin-spin coupling constants, 
A. Wu and D. Cremer, 
J. Phys. Chem. A 107, 1797 (2003). [PDF] 

253. Analytic energy derivatives for regular approximations of relativistic 
effects applicable to methods with and without correlation corrections, 
M. Filatov and D. Cremer, 
J. Chem. Phys. 118, 6741 (2003). [PDF] 

254. Relativistically corrected geometries obtained with analytical 
gradients: normalized elimination of the small component using an 
effective potential, 
M. Filatov and D. Cremer, 
Chem. Phys. Lett. 370, 647 (2003). [PDF] 

255. Bonding in Radon Hexafluoride: An Unusual Relativistic Problem? 
M. Filatov and D. Cremer, 
Phys. Chem. Chem. Phys. 5, 1103 (2003). [PDF] 

256. Relativistically corrected nuclear magnetic resonance chemical 
shifts calculated with the normalized elimination of the small component 
using an effective potential-NMR chemical shifts of molybdenum and 
tungsten, 
M. Filatov and D. Cremer, 
J. Chem. Phys. 119, 701 (2003). [PDF] 

257. Bonding in the ClOO((2)A '') and BrOO((2)A '') radical: 
Nonrelativistic single-reference versus relativistic multi-reference 
descriptions in density functional theory, 
M. Filatov and D. Cremer, 
Phys. Chem. Chem. Phys. 5, 2320 (2003). [PDF] 

258. Calculation of electric properties using regular approximations to 
relativistic effects: The polarizabilities of RuO4, OsO4, and HsO(4) 
(Z=108), 
M. Filatov and D. Cremer, 
J. Chem. Phys. 119, 1412 (2003). [PDF] 

259. On the physical meaning of the ZORA Hamiltonian, 
M. Filatov and D. Cremer, 
Mol. Phys. 101, 2295 (2003). [PDF] 

260. The role of the HOOO- anion in the ozonation of alcohols: Large 
differences in the gas-phase and in the solution-phase mechanism, 
A. N. Wu, D. Cremer, and B. Plesnicar, 
J. Am. Chem. Soc. 125, 9395 (2003). [PDF] 

261. Analysis of the transmission mechanism of NMR spin-spin coupling 
constants using Fermi contact spin density distribution, Partial Spin 
Polarization, and orbital currents: XHn molecules, 



A. A. Wu, J. Gräfenstein, and D. Cremer, 
J. Phys. Chem. A 107, 7043 (2003). [PDF] 

262. O-17 NMR chemical shifts of polyoxides in gas phase and in 
solution, 
A. A. Wu, D. Cremer, and J. Gauss, 
J. Phys. Chem. A 107, 8737 (2003). [PDF] 

263. Analysis of multipath transmission of spin-spin coupling constants 
in cyclic compounds with the help of partially spin-polarized orbital 
contributions, 
A. Wu and D. Cremer, 
Phys. Chem. Chem. Phys. 5, 4541 (2003). [PDF] 

264. Relativistically corrected nuclear magnetic resonance chemical 
shifts calculated with the normalized elimination of the small component 
using an effective potential-NMR chemical shifts of molybdenum and 
tungsten, 
M. Filatov and D. Cremer, 
J. Chem. Phys. 119, 701 (2003). [PDF] 

265. Mechanism of formation of hydrogen trioxide (HOOOH) in the 
ozonation of 1,2-diphenylhydrazine and 1,2-dimethylhydrazine: An 
experimental and theoretical investigation, 
B. Plesnicar, T. Tuttle, J. Cerkovnik, J. Koller, and D. Cremer, 
J. Am. Chem. Soc. 125, 11553 (2003). [PDF] 

266. Mechanism of the Diels-Alder reaction studied with the united 
reaction valley approach: Mechanistic differences between symmetry-
allowed and symmetry-forbidden reactions, 
E. Kraka, A. Wu, and D. Cremer, 
J. Phys. Chem. A 107, 9008 (2003). [PDF] 

267. Correlation of the vibrational spectra of isotopomers: Theory and 
application, 
A. Wu and D. Cremer, 
J. Phys. Chem. A 107, 10272 (2003). [PDF] 

268. Representation of the exact relativistic electronic Hamiltonian within 
the regular approximation, 
M. Filatov and D. Cremer, 
J. Chem. Phys. 119, 11526 (2003). [PDF] 

269. Analysis of the NMR spin-spin coupling mechanism across a H-
bond: Nature of the H-bond in proteins, 
T. Tuttle, J. Gräfenstein, A. Wu, E. Kraka, and D. Cremer, 
J. Phys. Chem. B 108, 1115 (2004). [PDF] 

270. The impact of the self-interaction error on the density functional 
theory description of dissociating radical cations: Ionic and covalent 
dissociation limits, 
J. Gräfenstein, E. Kraka, and D. Cremer, 
J. Chem. Phys. 120, 524 (2004). [PDF] 

271. Analysis of the paramagnetic spin-orbit transmission mechanism for 
NMR spin-spin coupling constants using the paramagnetic spin-orbit 



density distribution, 
J. Gräfenstein and D. Cremer, 
Chem. Phys. Lett. 383, 332 (2004). [PDF] 

272. Effect of the self-interaction error for three-electron bonds: On the 
development of new exchange-correlation functionals, 
J. Gräfenstein, E. Kraka, and D. Cremer, 
Phys. Chem. Chem. Phys. 6, 1096 (2004). [PDF] 

273. Can one assess the pi character of a C-C bond with the help of the 
NMR spin-spin coupling constants?, 
D. Cremer, E. Kraka, A. A. Wu, and W. Lüttke, 
ChemPhysChem. 5, 349 (2004). [PDF] 

274. Decomposition of nuclear magnetic resonance spin-spin coupling 
constants into active and passive orbital contributions, 
J. Gräfenstein, T. Tuttle, and D. Cremer, 
J. Chem. Phys. 120, 9952 (2004). [PDF] 

275. Investigation of the NMR spin-spin coupling constants across the 
hydrogen bonds in ubiquitin: The nature of the hydrogen bond as reflected 
by the coupling mechanism, 
T. Tuttle, E. Kraka, A. A. Wu, and D. Cremer, 
J. Am. Chem. Soc. 126, 5093 (2004). [PDF] 

276. Investigation of the pi character of a C-C bond with the help of the 
diamagnetic and paramagnetic spin-orbit term of the NMR spin-spin 
coupling constant, 
J. Gräfenstein, E. Kraka, and D. Cremer, 
J. Phys. Chem. A 108, 4520 (2004). [PDF] 

277. Analysis of the spin-dipole transmission mechanism for NMR spin-
spin coupling constants using orbital contributions, spin polarization, and 
spin-dipole energy density distribution, 
J. Gräfenstein and D. Cremer, 
Chem. Phys. Lett. 387, 415 (2004). [PDF] 

278. Calculation of indirect nuclear spin-spin coupling constants within 
the regular approximation for relativistic effects, 
M. Filatov and D. Cremer, 
J. Chem. Phys. 120, 11407 (2004). [PDF] 

279. Systematic strategy for decoding the NMR spin-spin coupling 
mechanism: the J-OC-PSP method, 
J. Gräfenstein and D. Cremer, 
Magn. Res. Chem. 42, S138 (2004). [PDF] 
 

280. Analysis of the NMR Through-Space Coupling Mechanism 
between 19F Atoms 
T. Tuttle, J. Gräfenstein, and D. Cremer, 
Chem. Phys. Lett. 394, 5 (2004). [PDF] 

281. Hemiortho Esters and Hydrotrioxides as the Primary Products in 
the Low-Temperature Ozonation of Cyclic Acetals: An Experimental and 
Theoretical Investigation 



T. Tuttle, J. Cerkovnik, B. Plesnicar, and D. Cremer 
J. Am. Chem. Soc. 126, 16093 (2004). [PDF] 

282. One-electron versus Electron-electron Interaction Contributions to 
the Spin-Spin Coupling Mechanism in Nuclear Magnetic Resonance 
Spectroscopy: Analysis of Basic Electronic Effects 
J. Gräfenstein and D. Cremer, 
J. Chem. Phys. 121, 12217 (2004). [PDF] 

283. Relativistically corrected hyperfine structure constants calculated 
with the regular approximation applied to correlation corrected ab initio 
theory 
M. Filatov and D. Cremer 
J. Chem. Phys. 121, 5618 (2004). [PDF] 

284. Revision of the dissociation energies of mercury chalcogendies - 
Unusual types of mercury bonding, 
M. Filatov and D. Cremer, 
ChemPhysChem 5, 1547 (2004). [PDF] 

285. Analysis of Long Range NMR Spin-Spin Coupling in Polyenes and 
the pi-Mechanism 
J. Gräfenstein, T. Tuttle, and D. Cremer, 
Phys. Chem. Chem. Phys. 7, 452 (2005). [PDF] 

286. Docking, Triggering and Bioactivity of Dynemicin A in DNA - A 
Computational Study 
T. Tuttle, E. Kraka and D. Cremer, 
J. Am. Chem. Soc., 127, 9469-9484 (2005). [PDF] 

287. Development of a CAS-DFT Method Accounting for Non-dynamical 
and Dynamical Electron Correlation in a Balanced Way 
J. Gräfenstein and D. Cremer, 
Mol. Phys. 103, 279 (2005). [PDF] 

288. Calculation of spin-densities within the context of density functional 
theory. The crucial role of the correlation functional 
M. Filatov and D. Cremer, 
J. Chem. Phys., 123, 124101 (2005) [PDF] 

289. Elucidation of the electronic structure of molecules with the help of 
NMR spin-spin coupling constants: The FH molecule, 
J. Gräfenstein, T. Tuttle, and D. Cremer, 
J. Phys. Chem. A, 109, 2325-2339 (2005).  [PDF] 

290. The Structures of m-Benzyne and Tetrafluoro-m-Benzyne 
C. E. Smith, T.D. Crawford, and D. Cremer 
J. Chem. Phys. 122, 174309-1 - 174309-13 (2005)  [PDF] 

291. A gauge-independent zeroth-order regular approximation to the 
exact relativistic Hamiltonian-Formulation and applications, 
M. Filatov and D. Cremer 
J. Chem. Phys. 122, 044104 (2005). [PDF] 

292. Connection between the regular approximation and the normalized 
elimination of th e small component of relativistic quantum theory 
M. Filatov and D. Cremer 



J. Chem. Phys. 122, 044104 (2005). [PDF] 
293. The Ozonation of Silanes and Germanes: An Experimental and 

Theoretical Investigation 
J. Cerkovnik, T. Tuttle, E. Karaka, N. Lendero, B. Plesnicar, and D. 
Cremer, 
J. Am. Chem.. Soc., 128, 4090 – 4100 (2006). [PDF] 

294. Cesium Flouride and Tetra-n-Butyl ammonium Fluoride Mediated 
1,4-N _ O Shift of Disubstituted Phenyl Ring of Bicalutamide Derivative, 
R. Patil, W. Li, C. R. Ross II, E. Kara, D. Cremer, M. L. Mohler, J. T. 
Dalton, D.M. Miller 
Tetrahedron Lett 47, 3941 (2006).  [PDF] 

295. Exploration of the potential energy surface of C4H4 for 
rearrangement and decomposition reactions of vinylacetylene: A 
computational study 
D. Cremer, E. Kraka, H. Joo, J. A. Stearns, T. S. Zwier 
Phys. Chem. Chem. Phys., 8, 5304-5316 (2006).  [PDF] 

296. Experimental and computational study of the ultraviolet photolysis 
of vinylacetylene 
J. A. Stearns, T. S. Zwier, E. Kraka, and D. Cremer, 
Phys. Chem. Chem. Phys, 8, 5317-5327 (2006). [PDF] 

297. Calculation and Analaysis of NMR Spin-spin Coupling Constants 
D. Cremer and J. Gräfenstein 
Phys. Chem. Chem. Phys., Feature Article, 9 2791-2816 (2007). 
[PDF] 

298. The Reactivity of Calicheamicin g1I in the Minor Groove of DNA: 
The decisive Role of the Environment.  
E. Kraka, T. Tuttle, and D. Cremer 
Chem. Europ. J., 13,9256-9269,2007 [PDF] 

299. A QM/MM Study of the Bergman Reaction of Dynemicin A in the 
Minor Groove of DNA 
T. Tuttle, E. Kraka, W. Thiel, and D. Cremer, 
J. Phys. Chem. B, 111, 8321-8328, 2007. [PDF] 

300. Finding the Transition State of Quasi-barrierless Reactions by a 
Growing String Method for Newton Trajectories: Application to the 
Dissociation of Methylenecyclopropene and Cyclopropane 
W. Quapp, E. Kraka, and D. Cremer, 
J. Chem. Phys. A, 111, 11287-11293, 2007. 

301. The Mechanism of a Barrierless Reaction: Hidden Transition State 
and Hidden Intermediate in the Reaction of Methylene with Ethene 
H. Joo, E. Kraka, W. Quapp, and D. Cremer 
Mol. Phys., 105, 2697 – 2717, 2007. 

302. Unusual Long-Range Spin-Spin coupling in Fluorinated Polyenes - 
A Mechanistic Analysis 
J. Gräfenstein and D. Cremer 
J. Chem. Phys., 127, 174704, 2007. 



303. Efficient DFT integrations by locally augmented radial grids 
J. Gräfenstein and D. Cremer 
J. Chem. Phys., 127, 164113, 2007. 

304. Avoiding Singularity Problems Associated with meta-GGA XC 
Functionals Containing the Kinetic Energy Density 
J. Gräfenstein, D. Izotov, and D. Cremer 
J. Chem. Phys., 127, 214103, 2007. 

305. Design of a New Warhead for the Natural Enediyne Dynemicin A - 
An Increase of Biological Activity 
E. Kraka, T. Tuttle, and D. Cremer, 
J. Phys. Chem. B, 112, 2661-2670 (2008). 

306. Environmental Effects on Molecular Conformation: Bicalutamide 
Analogs 
H. Joo, E. Kraka, and D. Cremer 
J. Mol. Struct., THEOCHEM, 862, 66 – 73 (2008). 

307. Mercury-Alkali Molecules: Orbital-driven van der Waals Complexes. 
E. Kraka and D. Cremer 
Int. J. Mol. Sci., 9, 926 – 942 (2008). 

308. Structure, vibrational spectra, and unimolecular dissociation of 
gaseous 1-fluoro-1-phenethyl cations. 
J. Oomens, E. Kraka, M.K. Nguyen, T. H. Morton 
J. Phys. Chem., 112, 10774-83 (2008) 

309. Bonding in mercury molecules described by the normalized 
elimination of the small component and coupled cluster theory. 
D. Cremer , E. Kraka, and M. Filatov 
Chem. Phys. Chem., 9, 2510-21 (2008). 

310. Structure determination of chiral sulfoxide in diastereomeric 
bicalutamide derivatives. 
W. Li, D. J. Hwang, D. Cremer, H. Joo, E. Kraka, J. Kim, C. R. Ross II, V. 
Q. Nguyen, J. T. Dalton, and D. D. Miller 
Chirality, 21, 578 – 83 (2009). 

311. Comparison of Gold Bonding with Mercury Bonding. 
E. Kraka, M. Filatov, and D. Cremer 
Croatica Chim. Acta, 82, 233 - 243 (2009); in honor of Prof. Z. Maksic. 

312. Characterization of CF bonds with multiple-bond character: bond 
lengths, stretching force constants, and bond dissociation energies. 
E. Kraka and D. Cremer 
Chem. Phys. Chem. 10, 686-98 (2009). 

313. The self-interaction error and the description of non-dynamic 
electron correlation in density functional theory. 
J. Grafenstein and D. Cremer 
Theor. Chem. Acc., 123, 171-82 (2009). 

314. Description and recognition of regular and distorted secondary 
structures in proteins using the automated structure analysis method 
S. Ranganathan, D. Izotov, E. Kraka, and D. Cremer 
Proteins, 76, 418-38 (2009). 



315. An efficient algorithm for the density-functional theory treatment of 
dispersion interactions. 
J. Grafenstein and D. Cremer 
J. Chem. Phys. 130, 124105 (2009). 
 


