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70. N. Hamada, S. Sawada and A. Oshiyama, “Electronic Band Structure of Carbon
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66.
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83. M. Saito and A. Oshiyama, “Chemical Trends and s-p Hybridization in the DX
Center in GaAs” Phys. Rev. B 48 (1993) 11804-11809.

84. S. Saito, A. Oshiyama, “Electronic Structure of Alkali and Alkaline-Earth Doped
Solid C60” Proc. Japan-US Seminar on Fullerenes (Waikiki, 1993) J. Phys. Chem.
Solids 54 (1993) 1759-1765.

85. (invited) A. Oshiyama, “Total-Energy Electronic-Structure Calculations: From Si
to Carbon 60” Proc. 6th Brazilian School on Semiconductor Physics (Sao Carlos,
July 1993) Brazilian Journal of Physics 24 (1994) 51-57.

86. (invited) M. Saito and A. Oshiyama, “Microscopic Origin of the DX Center in
GaAs and AlxGa1−xAs” Modern Physics Letters B 7 (1993) 1567-1584.

87. S. Saito and A. Oshiyama, “Design of C60-graphite Cointercalation Compounds”
Phys. Rev. B 49 (1994) 17413-17419.

88. B. D. Yu and A. Oshiyama, “Diffusion and Dimer Exchange in Surfactant-Mediated
Epitaxial Growth” Phys. Rev. Lett. 72 (1994) 3190-3193.

89. B. D. Yu and A. Oshiyama, “Reaction Pathway for Sb-Dimer Rotation in Conversion
of Sb4” Phys. Rev. B 50 (1994) 8942-8945.

90. M. Saito and A. Oshiyama, “Resonant Bonds in Symmetry-Lowering Distortion
around a Si Divacancy” Phys. Rev. Lett. 73 (1994) 866-869.

91. B. D. Yu, T. Ide, and A. Oshiyama, “Scanning-Tunneling-Microscopy Images of Ge
adsorbed on As-covered Si(100) Surface” Phys. Rev. B50 (1994) 14631-14634.

92. B. D. Yu and A. Oshiyama, “Microscopic Mechanism of Surfactant-Mediated Epi-
taxial Growth of Ge on Si(100) Surfaces” Proc. 22nd Int. Conf. Physics of Semi-
conductors (Vancouver, 1994, World Scientific) p668-671.
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93. M. Saito and A. Oshiyama, “Novel Jahn-Teller Distortion in Divacancy in Si”
Proc. 22nd Int. Conf. Physics of Semiconductors (Vancouver, 1994, World Scientific)
p2443-2446.

94. A. Oshiyama, “Microscopic Mechanism of Facet Appearance on Si(100) Surfaces”
Proc. 22nd Int. Conf. Physics of Semiconductors (Vancouver, 1994, World Scientific)
p632-635.

95. M. Saito and A. Oshiyama, “Resonant Bonds in Symmetry-Lowering Distortion
around a Silicon Divacancy: Reply”, Phys. Rev. Lett. 74 (1995) 4354-4354.

96. A. Oshiyama, “Structures of Steps and Appearance of {311} facets on Si(100) Sur-
faces” Phys. Rev. Lett. 74 (1995) 130-133.

97. (invited) A. Oshiyama, “Covalency, Elasticity and Electron Correlation in Si Va-
cancies” Proc. 6th Int. Workshop on Slow-Positron Beam Technology for Solids and
Surfaces (Makuhari, Japan 1994) Appl. Surf. Sci. 85 (1995) 239-245.

98. S. Saito and A. Oshiyama, “Electronic Structure of Si46 and Na2Ba6Si46” Phys.
Rev. B 51 (1995) 2628-2631.

99. (invited) M. Saito and A. Oshiyama, “Chemical View of Broken-Bond Configura-
tions in n-GaAs” Proc. 2nd Lattice Defects Forum on Processing Semiconductors
with Lattice Defects, (1994) p12 - p16.

100. N. Ikarashi, A. Oshiyama, A. Sakai, and T. Tatsumi, “Role of Surface Segregation in
Si/Ge Interfacial Ordering: Interface Formation on a Monohydride Surface” Phys.
Rev. B51 (1995) 14786-14789.

101. B. D. Yu and A. Oshiyama, “Structures and Reactions of Missing Dimers in Epi-
taxial Growth of Ge on Si(100)” Phys. Rev. B52 (1995) 8337-8343.

102. N. Ikarashi, K. Akimoto, A. Oshiyama, and T. Tatsumi, “Si/Ge Ordered Interface:
Structure and Formation Mechanism” Proc. 18th Int. Conf. Defects in Semicon-
ductors (Sendai, 1995, Trans Tech ) p511-p515.

103. M. Saito and A. Oshiyama, “Positron Lifetime in Si Multivacancies” Proc. 18th
Int. Conf. Defects in Semiconductors (Sendai, 1995, Trans Tech ) Mat. Sci. Forum
196, 1135-1139.

104. Y. Okamoto, M. Saito, and A. Oshiyama, “First-principles Calculation on Hydro-
gen Passivation Mechanism in Mg Doped GaN” Proc. 18th Int. Conf. Defects in
Semiconductors (Sendai, 1995, Trans Tech ) Mat. Sci. Forum 196 981-985.

105. (invited) A. Oshiyama and B. D. Yu, “Microscopic Surface Structures and Macro-
scopic Thin-Film Morphology” Thin Solid Films 272 (1995) 364-374.

106. S. Saito and A. Oshiyama, “Electronic and Structural Properties of Si46: A Novel
Solid of Silicon Fullerenes” Materials Research Society Symposium Proceedings, 358
(1995) 55-60.
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107. M. Saito and A. Oshiyama, “Lifetimes of Positrons Trapped at Si Vacancies”, Phys.
Rev. B 53 (1996) 7810-7814.

108. Y. Okamoto, M. Saito, and A. Oshiyama, “First-principles Calculations on Mg
Impurity and Mg-H Complex in GaN”, Jpn. J. Appl. Phys. 35 (1996) L807-L809.

109. S. Saito and A. Oshiyama, “Electronic Structures of Si20 and C20 Fullerides” Proc.
Symposium on Recent Advances in Chemistry and Physics of Fullerenes and Related
Materials vol. 3, edited by K. M. Kadish and R. F. Ruoff (The Electrochemical
Society, Pennington, 1996) pp457 - 461.

110. S. Jeong and A. Oshiyama, “Adsorption and Diffusion of Si Adatom on Hydro-
genated Si(100) surfaces” Phys. Rev. Lett. 79 (1997) 4425-4428.

111. S. Jeong, A. Oshiyama, “Barrierless Bond Breaking and Exchange Diffusion on
Si(100)-H” 4’th Int. Sympo. on Atomically Controlled Surfaces and Interfaces”
(Tokyo, October 1997) Applied Surface Science 130-132 (1998) 287-291.

112. A. Oshiyama, “Bistability of Oxygen Vacancy in Silicon Dioxides” Proc. 19th Int.
Conf. Defects in Semiconductors (Portugal, 1997, Trans Tech Pub) Mat. Sci. Forum
258-2, 1479-1484.

113. A. Yokozawa, A. Oshiyama, Y. Miyamoto and S. Kumashiro, “Oxygen Vacancy
with Large Lattice Distortion as an Origin of Leakage Currents in SiO2” IEDM
Tech. Dig., 1997 pp703-pp706.

114. A. Oshiyama, “Hole-Injection-Induced Structural Transformation of Oxygen Va-
cancy in α-Quartz” Jpn. J. Appl. Physics 37 (1998) L232-L234.

115. Y. Okamoto, M. Saito and A. Oshiyama, “Comparative Study of H2 Molecules in
Si and GaAs” Phys. Rev. B 56 (1997) R10016-R10019.

116. M. Mikami and A. Oshiyama, “First-Principles Band-Structure Calculation of Yt-
trium Oxysulfide” Phys. Rev. B 57 (1998) 8939-8944.

117. M. Saito, A. Oshiyama, and Y. Miyamoto, “Atomic Structure and Phonon in the π
bonded chain of the clean diamond (111) surface” Phys. Rev. B 57 (1998) R9412-
R9415.

118. S. Jeong, A. Oshiyama, “Diffusion Mechanism of Si Adatom on H-terminated Si(100)
Surfaces” Phys. Rev. B 58 (1998) 12958-12963.

119. T. Akiyama, A. Oshiyama and O. Sugino, “Magic Numbers of Multivacancies in
Crystalline Si” J. Phys. Soc. Jpn. 67 (1998) 4110-4116.

120. N. Kitamura, A. Oshiyama and O. Sugino, “Atomic and Electronic Structures of
Deformed Graphite” J. Phys. Soc. Jpn 67 (1998) 3976-3984.
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121. Y. Okamoto, M. Saito, and A. Oshiyama, “Hybrid Density Functional Study on Vi-
brational Frequency of a H2 Molecule at the Tetrahedral Site of Silicon”, Phys. Rev. B
58 (1998) 7701-7706.

122. M. Mikami and A. Oshiyama, “First-Principles Study of Intrinsic Defects in Yttrium
Oxysulfide” Phys. Rev. B. 60 (1999) 1707-1715.

123. S. Jeong and A. Oshiyama, “Structural Stability and Adatom Diffusion at Steps on
Hydrogenated Si(100) Surfaces” Phys. Rev. Lett. 81 (1998) 5366-5369.

124. S. Jeong, A. Oshiyama, “Complex Diffusion Mechanism of a Silicon Adatom on
Hydrogenated Si(100) Surfaces: On terraces and near Steps” Surf. Sci. 433-435
(1999) 481-485.

125. M. Saito, Y. Miyamoto and A. Oshiyama, “Stability and Lattice Vibrations of the
Clean Diamond (111) Surface” Proc. 9th Int. Conf. Vibrations at Surfaces, Surf.
Sci. 427-428 (1999) 53-57.

126. S. Okada, S. Saito, A. Oshiyama, “NewMetallic Crystalline Carbon: Three-Dimensionally
Polymerized C60 Fullerite” Phys. Rev. Lett. 83 (1999) 1986-1989.
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