LIST OF PUBLICATIONS

Chris G. Van de Walle

1. “The significance of interference effects in thin film Cu_2S/CdS solar cells”, C. Van de Walle and P. De Visschere, Solar Cells 9, 353 (1983).

2. “Theoretical study of Si/Ge interfaces”, C. G. Van de Walle and R. M. Martin, J. Vac. Sci. Technol. B3, 1256 (1985).

3. “Theoretical study of semiconductor interfaces”, C. G. Van de Walle and R. M. Martin, in Computer-Based Microscopic Description of the Structure and Properties of Materials, edited by J. Broughton, W. Krakow and S. T. Pantelides, Materials Research Society Symposia Proceedings, Vol. 63 (Materials Research Society, Pittsburgh, Pennsylvania, 1986), p. 21.

4. “Theoretical calculations of heterojunction discontinuities in the Si/Ge system”, C. G. Van de Walle and R. M. Martin, Phys. Rev. B 34, 5621 (1986).

5. “Theoretical calculations of semiconductor heterojunction discontinuities”, C. G. Van de Walle and R. M. Martin, J. Vac. Sci. Technol. B4, 1055 (1986).

6. “Theoretical studies of structure and band alignment at semiconductor interfaces”, C. G. Van de Walle, Ph. D. Dissertation, Stanford University (1986).

7. “A simple model for intrinsic band offsets at semiconductor heterojunctions”, C. G. Van de Walle and R. M. Martin, in Proceedings of the 18th International Conference on the Physics of Semiconductors, edited by O. Engström (World Scientific Publishing Co Pte Ltd., Singapore 1987), p. 159.

8. “Energy-dependence of the single-particle self-energy correction for various semiconductors”, W. B. Jackson, C. G. Van de Walle, J. W. Allen, and J. E. Northrup, in Proceedings of the 18th International Conference on the Physics of Semiconductors, edited by O. Engström (World Scientific Publishing Co Pte Ltd., Singapore 1987), p. 1111.

9. “Theoretical study of band offsets at semiconductor interfaces”, C. G. Van de Walle and R. M. Martin, Phys. Rev. B 35, 8154 (1987).

10. “Band offsets at interfaces between HgTe, CdTe, and InSb”, C. G. Van de Walle and R. M. Martin, J. Vac. Sci. Technol. B5, 1225 (1987).

11. “Strain and the interpretation of band-lineup measurements”, J. Tersoff and C. G.

Van de Walle, Phys. Rev. Lett. 59, 946 (1987).

12. “Comment on “Heterojunction valence-band-discontinuity dependence on face orientation” ” C. G. Van de Walle and R. M. Martin, Phys. Rev. B 37, 4801 (1988).

13. “Theoretical investigations of fluorine-silicon systems”, C. G. Van de Walle, Y. Bar- Yam, F. R. McFeely, and S. T. Pantelides, J. Vac. Sci. Technol. A6, 1973 (1988).

14. “Theory of hydrogen diffusion and reactions in crystalline silicon”, C. G. Van de Walle, Y. Bar-Yam, and S. T. Pantelides, Phys. Rev. Lett. 60, 2761 (1988).

15. “Band offsets at strained-layer interfaces”, C. G. Van de Walle, in Epitaxy of Semiconductor Layered Structures, edited by R. T. Tung, L. R. Dawson, and R. L. Gunshor, Materials Research Society Symposia Proceedings, Vol. 102 (Materials Research Society, Pittsburgh, Pennsylvania, 1988), p. 565.

16. “Theory of hydrogen reactions in silicon”, C. G. Van de Walle, Y. Bar-Yam, and S. T. Pantelides, in Defects in Electronic Materials, edited by M. Stavola, S. J. Pearton, and G. Davies, Materials Research Society Symposia Proceedings, Vol. 104 (Materials Research Society, Pittsburgh, Pennsylvania, 1988), p. 253.

17. “Optical characterization and band offsets in ZnSe-ZnS_xSe_1�_x strained-layer superlattices”, K. Shahzad, D. J. Olego, and C. G. Van de Walle, Phys. Rev. B 38, 1417 (1988); 43, 1830 (1991) (E).

18. “Strained-layer interfaces between II-VI compound semiconductors”, C. G. Van de Walle, K. Shahzad, and D. J. Olego, J. Vac. Sci. Technol. B 6, 1350 (1988).

19. “Fluorine-silicon reactions and the etching of crystalline silicon”, C. G. Van de Walle, F. R. McFeely, and S. T. Pantelides, Phys. Rev. Lett. 61, 1867 (1988).

20. “Hydrogen diffusion and passivation of shallow impurities in crystalline silicon”, C. G. Van de Walle, P. J. H. Denteneer, Y. Bar-Yam, and S. T. Pantelides, in Proceedings of the Third International Conference on Shallow Impurities in Semiconductors, Linköping, 1988, edited by B. Monemar, IOP Conf. Ser. no. 95 (IOP London, 1989), p. 405.

21. “Diffusion of shallow impurities in silicon”, C. S. Nichols, C. G. Van de Walle, and S. T. Pantelides, in Proceedings of the Third International Conference on Shallow Impurities in Semiconductors, Linköping, 1988, edited by B. Monemar, IOP Conf. Ser. no. 95 (IOP London, 1989), p. 493.

22. “Fluorine-silicon reactions and the etching of crystalline silicon”, C. G. Van de Walle,

F. R. McFeely, and S. T. Pantelides, in Proceedings of the 19th International Conference on the Physics of Semiconductors, Warsaw, 1988, edited by W. Zawadzki (Inst. of Physics, Polish Academy of Sciences, Warsaw, 1988), p. 789.

23. “Diffusion and complex formation in boron-doped silicon”, P. J. H. Denteneer, C. S. Nichols, C. G. Van de Walle, and S. T. Pantelides, in Proceedings of the 19th International Conference on the Physics of Semiconductors, Warsaw, 1988, edited by W. Zawadzki (Inst. of Physics, Polish Academy of Sciences, Warsaw, 1988), p. 999.

24. “Fluorine-silicon reactions and the etching of crystalline silicon”, C. G. Van de Walle, F. R. McFeely, and S. T. Pantelides, in Proceedings of the 15th International Conference on Defects in Semiconductors, Budapest, 1988, edited by G. Ferenczi, Mat. Sci. Forum 38-41, 335 (Trans Tech, Aedermannsdorf, 1989).

25. “Hydrogen diffusion and passivation of shallow impurities in crystalline silicon”, P. J. H. Denteneer, C. G. Van de Walle, Y. Bar-Yam, and S. T. Pantelides, in Proceedings of the 15th International Conference on Defects in Semiconductors, Budapest, 1988, edited by G. Ferenczi, Mat. Sci. Forum 38-41, 979 (Trans Tech, Aedermannsdorf, 1989).

26. “Fluorine-silicon reactions and the etching of crystalline silicon”, C. G. Van de Walle, F. R. McFeely, and S. T. Pantelides, in Atomic Scale Calculations in Materials Science, edited by J. Tersoff, D. Vanderbilt, and V. Vitek, Materials Research Society Symposia Proceedings, Vol. 141 (Materials Research Society, Pittsburgh, Pennsylvania, 1989), p. 425.

27. “Enhanced and retarded diffusion of shallow impurities in silicon”, C. S. Nichols, C. G. Van de Walle, and S. T. Pantelides, in Atomic Scale Calculations in Materials Science, edited by J. Tersoff, D. Vanderbilt, and V. Vitek, Materials Research Society Symposia Proceedings, Vol. 141 (Materials Research Society, Pittsburgh, Pennsylvania, 1989), p. 243.

28. “Band lineups and deformation potentials in the model-solid theory”, C. G. Van de Walle, Phys. Rev. B 39, 1871 (1989).

29. “Mechanisms of equilibrium and nonequilibrium diffusion of dopants in silicon”, C. S. Nichols, C. G. Van de Walle, and S. T. Pantelides, Phys. Rev. Lett. 62, 1049 (1989).

30. “Electronic properties of the (100) Si/Ge strained-layer superlattices”, S. Satpathy, R. M. Martin, and C. G. Van de Walle, Phys. Rev. B 38, 13237 (1988).

31. “Atomic and electronic structure of Si-Ge superlattices”, C. G. Van de Walle, Phys. Rev. Lett. 62, 974 (1989).

32. “Structure and properties of hydrogen-impurity pairs in elemental semiconductors”, P. J. H. Denteneer, C. G. Van de Walle, and S. T. Pantelides, Phys. Rev. Lett. 62, 1884 (1989).

33. “ “Absolute” deformation potentials: formulation and ab initio calculations for semiconductors”, C. G. Van de Walle and R. M. Martin, Phys. Rev. Lett. 62, 2028 (1989).

34. “Theory of hydrogen diffusion and reactions in crystalline silicon”, C. G. Van de Walle, P. J. H. Denteneer, Y. Bar-Yam, and S. T. Pantelides, Phys. Rev. B 39, 10791 (1989).

35. “Microscopic structure of the hydrogen-boron complex in crystalline silicon”, P. J. H. Denteneer, C. G. Van de Walle, and S. T. Pantelides, Phys. Rev. B 39, 10809 (1989).

36. “Theory of isolated interstitial hydrogen and muonium in crystalline semiconductors”, C. G. Van de Walle, in Hydrogen in Semiconductors, edited by J. I. Pankove and N. M. Johnson, Semiconductors and Semimetals, Vol. 34, Treatise Editors R. K. Willardson and A. C. Beer (Academic Press, Boston, 1991), p. 585.

37. “Microscopic structure of the hydrogen-phosphorous complex in crystalline silicon”, P. J. H. Denteneer, C. G. Van de Walle, and S. T. Pantelides, Phys. Rev. B 41 3885 (1990) (RC).

38. “Properties of hydrogen in crystalline silicon under compression and tension”, C. S. Nichols, D. R. Clarke, and C. G. Van de Walle, Phys. Rev. Lett. 63, 1090 (1989).

39. “Mechanisms of dopant impurity diffusion in silicon”, C. S. Nichols, C. G. Van de Walle, and S. T. Pantelides, Phys. Rev. B 40, 5484 (1989).

40. “Structural identification of hydrogen and muonium centers in silicon: First-principles calculations of hyperfine parameters”, C. G. Van de Walle, Phys. Rev. Lett. 64, 669 (1990).

41. “First-principles calculations of diffusion coefficients: hydrogen in silicon”, P. E. Blöchl, C. G. Van de Walle, and S. T. Pantelides, Phys. Rev. Lett. 64, 1401 (1990).

42. “Electronic structure and hyperfine parameters for hydrogen and muonium in silicon”, C. G. Van de Walle, in Impurities, Defects, and Diffusion in Semiconductors, edited by J. Bernholc, E. E. Haller, and D. J. Wolford, Materials Research Society Symposia Proceedings, Vol. 163 (Materials Research Society, Pittsburgh, Pennsylvania, 1990), p. 419.

43. “Atomic structure of CaSi_2/Si interfaces”, C. G. Van de Walle, in Atomic Scale Structure of Interfaces, edited by R. D. Bringans, R. M. Feenstra, and J. M. Gibson, Materials Research Society Symposia Proceedings, Vol. 159 (Materials Research Society, Pittsburgh, Pennsylvania, 1990) p. 115.

44. “Effects of strain on the optical and vibrational properties of ZnSe-ZnS_xSe_1�_x strainedlayer superlattices”, K. Shahzad, D. J. Olego, C. G. Van de Walle, and D. A. Cammack, J. Lumin. 46, 109 (1990).

45. “Theoretical aspects of hydrogen in crystalline semiconductors”, C. G. Van de Walle, Physica B 170, 21 (1991).

46. “Structure and hyperfine parameters of point defects in semiconductors”, C. G. Van de Walle and D. B. Laks, in Proceedings of the 20th International Conference on the Physics of Semiconductors, Thessaloniki, 1990, edited by E. Anastassakis and J. D. Joannopoulos (World Scientific Publishing Co Pte Ltd., Singapore), p. 722.

47. “Li and native defects in ZnSe investigated by first-principles total-energy calculations”, D. B. Laks, C. G. Van de Walle, G. F. Neumark, and S. T. Pantelides, in Proceedings of the 20th International Conference on the Physics of Semiconductors, Thessaloniki, 1990, edited by E. Anastassakis and J. D. Joannopoulos (World Scientific Publishing Co Pte Ltd., Singapore), p. 654.

48. “Role of native defects in wide band-gap semiconductors”, D. B. Laks, C. G. Van de Walle, G. F. Neumark, and S. T. Pantelides, Phys. Rev. Lett. 66, 648 (1991).

49. “Atomic and electronic structure of CaSi_2/Si interfaces”, C. G. Van de Walle, Phys. Rev. B 43, 11913 (1991).

50. “First-principles calculations of diffusion constants in silicon”, P. E. Blöchl, C. G. Van de Walle, and S. T. Pantelides, in Proceedings of the Second International Symposium on Process Physics and Modeling in Semiconductor Technology, Montreal, 1990, edited by G. R. Srinivasan, J. D. Plummer, and S. T. Pantelides, (The Electrochemical Society, Inc., Pennington, NJ), p. 190.

51. “Theory of defects, impurities, and doping in ZnSe”, C. G. Van de Walle and D. B. Laks, J. Lumin. 52, 1 (1992).

52. “Native defects and self-compensation in ZnSe”, D. B. Laks, C. G. Van de Walle, G. F. Neumark, P. E. Blöchl, and S. T. Pantelides, Phys. Rev. B 45, 10965 (1992).

53. “First-principles calculations of solubilities and doping limits: Li, Na, and N in ZnSe”,

C. G. Van de Walle, D. B. Laks, G. F. Neumark, and S. T. Pantelides, Phys. Rev. B 47, 9425 (1993).

54. “Native defect compensation in wide-band-gap semiconductors”, D. B. Laks, C. G. Van de Walle, G. F. Neumark, and S. T. Pantelides, in Proceedings of the 16th International Conference on Defects in Semiconductors, Lehigh University, Pennsylvania, 1991, edited by G. Davies, G. G. DeLeo, and M. Stavola, Mat. Sci. Forum 83-87, 1225 (Trans Tech, Zürich, 1991).

55. “Solubilities, defect reactions, and doping limits in ZnSe”, C. G. Van de Walle, D. B. Laks, G. F. Neumark, and S. T. Pantelides, Journ. Crystal Growth 117, 704 (1992).

56. “First-principles investigations of acceptors in ZnSe”, C. G. Van de Walle and D. B. Laks, to be published in Wide Band-Gap Semiconductors, edited by T. D. Moustakas, J. I. Pankove, and Y. Hamakawa, Materials Research Society Symposia Proceedings, Vol. 242 (Materials Research Society, Pittsburgh, Pennsylvania), p. 349.

57. “Self-compensation and doping problems in ZnSe”, D. B. Laks and C. G. Van de Walle, in Wide Band-Gap Semiconductors, edited by T. D. Moustakas, J. I. Pankove, and Y. Hamakawa, Materials Research Society Symposia Proceedings, Vol. 242 (Materials Research Society, Pittsburgh, Pennsylvania), p. 311.

58. “Hydrogen in crystalline semiconductors”, C. G. Van de Walle, in Deep Centers in Semiconductors, 2nd edition, edited by S. T. Pantelides (Gordon and Breach Science Publishers, Philadelphia, 1992), p. 899.

59. “First-principles calculations of hyperfine parameters”, C. G. Van de Walle and P. E. Blöchl, Phys. Rev. B 47, 4244 (1993).

60. “Spin-polarized calculations and hyperfine parameters for hydrogen and mounium in GaAs”, C. G. Van de Walle and L. Pavesi, Phys. Rev. B 47, 4256 (1993).

61. “First-principles investigations of hydrogen and fluorine on silicon surfaces”, C. G. Van de Walle, in Chemical Surface Preparation, Passivation and Cleaning for Semiconductor Growth and Processing, edited by R. J. Nemanich, C. R. Helms, M. Hirose, and G. W. Rubloff, Materials Research Society Symposia Proceedings, Vol. 259 (Materials Research Society, Pittsburgh, Pennsylvania), p. 375.

62. “Doping limits in ZnSe”, D. B. Laks and C. G. Van de Walle, Physica B 185, 118 (1993).

63. “First-principles investigation of visible light emission from silicon-based materials”,

C. G. Van de Walle and J. E. Northrup, Phys. Rev. Lett. 70, 1116 (1993).

64. Wide-Band-Gap Semiconductors: Proceedings of the Seventh Trieste Semiconductor Symposium, Trieste, Italy, June 8-12, 1992, edited by C. G. Van de Walle (Physica B, volume 185) (North-Holland, Elsevier Science Publishers, Amsterdam, 1993).

65. “First-principles investigations of hydrogen, oxygen, and fluorine interactions with silicon”, C. G. Van de Walle, in Proceedings of the Third International Symposium on Process Physics and Modeling in Semiconductor Technology, edited by G. R. Srinivasan, K. Taniguchi, and C. S. Murthy, Volume 93-6, (The Electrochemical Society, Pennington, NJ, 1993), p. 429-442.

66. “Acceptor doping in ZnSe versus ZnTe”, D. B. Laks, C. G. Van de Walle, G. F. Neumark, and S. T. Pantelides, Appl. Phys. Lett. 63, 1375 (1993).

67. “First-principles calculations of light emission from silicon-based materials”, C. G. Van de Walle and J. E. Northrup, in Porous Silicon, edited by Z. C. Feng and R. Tsu (World Scientific Publishing Co. Inc, Singapore, 1994), p. 329.

68. “Strain effects on the valence-band structure of SiGe”; “Strain effects on the conductionband structure of SiGe”; “SiGe heterojunctions and band offsets”; to be published in Properties of Strained and Relaxed SiGe, edited by E. Kasper, EMIS Datareview Series (INSPEC, IEE, 1994).

69. “Energies of various configurations of hydrogen in silicon”, C. G. Van de Walle, Phys. Rev. B 49, 4579 (1994).

70. “Condensed-Matter Physics”, C. G. Van de Walle, in 1995 Yearbook of Science and the Future, edited by David Calhoun (Encyclopaedia Britannica, Chicago, 1994), p.405.

71. “Structure, energetics, and dissociation of Si-H bonds at dangling bonds in silicon”, C. G. Van de Walle and R. A. Street, Phys. Rev. B 49, 14 766 (1994) (RC).

72. “Silicon-hydrogen bonding and hydrogen diffusion in amorphous silicon”, C. G. Van de Walle and R. A. Street, Phys. Rev. B 51, 10 615 (1995).

73. “Hydrogen-induced metastable changes in the electrical conductivity of polycrystalline silicon”, N. H. Nickel, N. M. Johnson, and C. G. Van de Walle, Phys. Rev. Lett. 72, 3393 (1994).

74. “Energetics of bond-centered hydrogen in strained Si-Si bonds”, C. G. Van de Walle and N. H. Nickel, Phys. Rev. B 51, 2636 (1995) (RC).

75. “Inverted order of acceptor and donor levels of monatomic hydrogen in silicon”, N. M. Johnson, C. Herring, and C. G. Van de Walle, Phys. Rev. Lett. 73, 130 (1994).

76. “Comment on “ Surface silicon-deuterium bond energy from gas-phase equilibration”, C. G. Van de Walle and C. Herring, submitted to Phys. Rev. B.

77. “Native defects and impurities in cubic and wurtzite GaN”, J. Neugebauer and C. G. Van de Walle, in Diamond, SiC and Nitride Wide Bandgap Semiconductors, edited by C. H. Carter Jr., G. Gildenblat, S. Nakamura, and R. J. Nemanich, Materials Research Society Symposia Proceedings, Vol. 339 (Materials Research Society, Pittsburgh, Pennsylvania), p. 687.

78. Comment on “Electron paramagnetic resonance of molecular hydrogen in silicon”, K. L. Brower, S. M. Myers, A. H. Edwards, N. M. Johnson, C. G. Van de Walle, and E. H. Poindexter, Phys. Rev. Lett. 73, 1456 (1994).

79. “Atomic geometry and electronic structure of native defects in GaN”, J. Neugebauer and C. G. Van de Walle, Phys. Rev. B 50, 8067 (1994) (RC).

80. “Defects and doping in GaN”, J. Neugebauer and C. G. Van de Walle, in Proceedings of the 22th International Conference on the Physics of Semiconductors, Vancouver, 1994, edited by D. J. Lockwood (World Scientific Publishing Co Pte Ltd., Singapore), p. 2327.

81. “Nitrogen doping in ZnTe and ZnSe”, C. G. Van de Walle and D. B. Laks, Solid State Communications 93, 447 (1995).

82. “Isolated hydrogen in silicon – a large negative-U system”, N. M. Johnson, C. Herring, and C. G. Van de Walle, in Proceedings of the 22th International Conference on the Physics of Semiconductors, Vancouver, 1994, edited by D. J. Lockwood (World Scientific Publishing Co Pte Ltd., Singapore), p. 2227.

83. “Hydrogen Interactions with Crystalline, Amorphous, Polycrystalline, and Porous Silicon”, C. G. Van de Walle, to be published in Proceedings of the CAM-94 Physics Meeting (Joint Meeting of the Canadian Association of Physicists, the American Physical Society, and the Mexican Physical Society), edited by A. Zepeda, AIP Conference Proceedings Series.

84. “Hydrogen in GaN” J. Neugebauer and C. G. Van de Walle, submitted to Defect and Impurity Engineered Semiconductors and Devices, edited by S. Ashok, I. Akasaki, J. Chevallier, and N. M. Johnson, Materials Research Society Symposia Proceedings, (Materials Research Society, Pittsburgh, Pennsylvania).

85. “Phase stability and electronic structure of GaAs_1�_xN_x alloys” J. Neugebauer and C. G. Van de Walle, submitted to Strained Layer Epitaxy – Materials, Processing, and Device Applications, edited by E. Fitzgerald, K.-Y. Cheng, J. Hoyt, and J. Bean, Materials Research Society Symposia Proceedings, (Materials Research Society, Pittsburgh, Pennsylvania).

86. “Theory of defects in wide-band-gap semiconductors”, C. G. Van de Walle and J. Neugebauer, submitted to Defect and Impurity Engineered Semiconductors and Devices, edited by S. Ashok, I. Akasaki, J. Chevallier, and N. M. Johnson, Materials Research Society Symposia Proceedings, (Materials Research Society, Pittsburgh, Pennsylvania).

87. “Silicon-hydrogen bonding and hydrogen diffusion in amorphous silicon”, submitted to Amorphous Silicon Technology, edited by E. A. Schiff, M. Hack, A. Madan, and A. Matsuda, Materials Research Society Symposia Proceedings, (Materials Research Society, Pittsburgh, Pennsylvania).

88. “Electronic structure and phase stability of GaAs_1�_xN_x alloys”, J. Neugebauer and C. G. Van de Walle, Phys. Rev. B 51, 10 568 (1995).

89. “Band discontinuities at heterojunctions between crystalline and amorphous silicon”, C. G. Van de Walle and L. H. Yang, J. Vac. Sci. Technol. B , xxxx (1995).

90. “Hydrogen in GaN: novel aspects of a common impurity”, J. Neugebauer and C. G. Van de Walle, to be submitted to Phys. Rev. Lett.

91. “Native defects and impurities in GaN”, J. Neugebauer and C. G. Van de Walle, submitted to Festkörperprobleme.

92. “Doping of wide-band-gap II-VI semiconductors – Theory”, C. G. Van de Walle, in II-VI pn junction blue/green light emitters, edited by R. L. gunshor and A. Nurmikko, Semiconductors and Semimetals, Vol. xx, Treatise Editors R. K. Willardson and A. C. Beer (Academic Press, Boston, 199x).

93. Reply to Comment Seager.

94. “ ‘Stretched-exponential’ relaxation in amorphous silicon linked to release and retrapping of hydrogen”, C. G. Van de Walle.