Original Papers

1.

10.

11.

12.

13.

Transition Charge Densities of the 21+ and 22 States in 1°6Pd and 114Cd
Phys. Rev. Lett., 30[9] (1973) pp.388-391
K. Hosoyama, Y. Torizuka, Y. Kawazoe and H. Ui

Three-Alpha Particle Model for 12C Ground State
Prog. Theor. Phys., 51[2] (1974) pp.425-437
Yoshiyuki Kawazoe, Tatsuno Tsukamoto and Hisao Matsuzaki

Three-body Model of 6He with Local Potentials
Prog. Theor. Phys., 52[2] (1974) pp.707-708
Yoshiyuki Kawazoe and Hisao Matsuzaki

Electroexcitation of Giant Multipole Resonances in 40Ca
Phys. Rev. C, 11[4] (1975) pp.1174-1178
Y. Torizuka and K. Itoh, Y. M. Shin, Y. Kawazoe, H. Matsuzaki and G. Takeda

Quasielastic Electron Scattering form Nuclei
Prog. Theor. Phys., 54[5] (1975) pp.1394-1408
Yoshiyuki Kawazoe, Gyo Takeda and Hisao Matsuzaki

Calculation of Electroexcitation Cross Sections in 2C by a Continuum Shell Model
Phys. Rev. C, 13[4] (1976) pp.1759-1761
Y. Kawazoe and T. Tsukamoto

A Note on the Momentum Distribution Function for an Electron Gas
Physica A, 85[2] (1976) pp.416-424
H. Yasuhara and Y. Kawazoe

A Self-Consistent Theory for Exchange and Correlation Effects in an Electron Gas
J. Phys. C: Solid State Phys., 10[17] (1977) pp.3293-3303
Y. Kawazoe, H. Yasuhara and M. Watabe

Test of a Scaling Law for Quasi-Elastic Electron Scattering
Phys. Rev. C, 19[1] (1979) pp.279-281
Peter D. Zimmerman, C. F. Williamson and Yoshiyuki Kawazoe

Momentum-Transfer Dependence of the Width of Giant Multipole Resonances
Phys. Lett. B, 83[1] (1979) pp.1-4
Tatsuo Tsukamoto and Yoshiyuki Kawazoe

The 14N(e, do) Reaction in the Giant Multipole Resonance Region
Nucl. Phys. A, 350[1-2] (1980) pp.157-166
H. Taneichi, H. Ueno, K. Shoda, Y. Kawazoe and T. Tsukamoto

Splitting of Isovector Giant Quadrupole Resonance
Phys. Rev. C, 23[5] (1981) pp.2364-2367
Yoshiyuki Kawazoe and Tatsuo Tsukamoto

Density Wave in Nuclear Matter
Z. Phys. A: Hadrons Nucl., 301[2] (1981) pp.125-132


http://ptp.ipap.jp/cgi-bin/findarticle?journal=PTP&author=T%2ETsukamoto
http://ptp.ipap.jp/cgi-bin/findarticle?journal=PTP&author=H%2EMatsuzaki
http://ptp.ipap.jp/cgi-bin/findarticle?journal=PTP&author=H%2EMatsuzaki

H. Ui and Y. Kawazoe

14. Surprisal Analysis of Inclusive Reactions
Phys. Rev. C, 25[3] (1982) pp.1272-1275
Tatsuo Tsukamoto and Yoshiyuki Kawazoe

15. 150-MeV Pulse Stretcher of Tohoku University
IEEE Trans. Nucl. Sci., 30[4] (1983) pp.3235-3237
T. Tamae, M. Sugawara, O. Konno, T. Sasanuma, T. Tanaka, M. Muto,
K. Yoshida, M. Hirooka, Y. Shibazaki, K. Yamada, T. Terasawa, M. Urasawa,
T. Ichinohe, S. Takahashi, H. Miyase, Y. Kawazoe, S. Yamamoto and
Y. Torizuka

16. Identification of E2 Strength Distribution in 65Cu by the (e, po) Reaction
Phys. Rev. Lett., 50[11] (1983) pp.821-824
Haruhisa Miyase, Hiroaki Tsubota, Yoshiyuki Kawazoe and
Tatsuo Tsukamoto

17. Distribution of Electric Multipole Strengths in58Ni
IL NUOVO CIMENTO A, 76[2] (1983), pp.369-376
R. Klein, P. Grabmayr, Y. Kawazoe, G. J. Wagner, J. Friedrich and N. Voegler

18. Z NEUERAIRH B BT AT L& DEE R
AL 2 EE, 24[11] (1983) pp.1344-1353
mE A JIRE=E, WO o, A FE, AR E], R EiEm

19. Quantitative-Analysis and Computer-Simulation of Feeding-Behavior of the
Fruitfly, Drosophila-Melanogaster
Zoological science, 1[6] (1984) p.989
Ichiro Shimada and Yoshiyuki Kawazoe

20. Electroexcitation of Giant Resonances in 58Ni
Phys. Lett. B, 145[1-2] (1984) pp.25-28
R. Klein, Y. Kawazoe, P. Grabmayr, G. J. Wagner, J. Friedlich, and N.

Voegler

21. 180° Electroexcitation of Isobaric Analog States in 49Ca
Phys. Rev. C, 30[4] (1984) pp.1159-1163
S. Oguro, Y. Mizuno, T. Terasawa, Y. Torizuka, Y. Kawazoe and K. Arita

22. Early Neonatal, Neonatal, and Infantile Mortality Risk by Birth Weight and
Gestational Age
Asia-Oceania J. Obstet. Gynaecol., 11 (1985) p.469
A. Sato, M. Suzuki, C. Endo, M. Sato, Y. Yamaguchi, T. Yokaichiya, and Y.
Kawazoe

23. Acute Differential Sensitivity in the Feeding-Behavior of Drosophila-Melanogaster
Zoological science, 3[6] (1986) p.1104
I. Shimada, M. Nakao and Y. Kawazoe

24. Estimate of the Pionic Contribution to Very Forward Electron Scattering from 3He



25.

26.

27.

28.

29.

30.

31.

32.

33.

34.

by Surprisal Analysis
Phys. Rev. C, 83[1] (1986) pp.275-277
Yoshiyuki Kawazoe and Tatsuo Tsukamoto

Electroexcitation of Giant Multipole Resonances in 63Cu
Phys. Rev. C, 33[6] (1986) pp.1917-1919
Yoshiyuki Kawazoe, Haruhisa Miyase, Hiroaki Tsubota, Jun Yokokawa,
Masayuki Oyamada, and Yoshiharu Torizuka

The E2 Strength Distribution in ¢Li Studied by the (e,do) Reaction
Nucl. Phys. A, 448[2] (1986) pp.315-321
H. Taneichi, H. Ueno, K. Shoda, Y. Kawazoe and T. Tsukamoto

NAFEE TR~ VF T atw P02 L—7 vy s O {UfiEiE
EEE%aEE D, J69-DI[7] (1986) pp.1127-1130
IRPES, O o, JITRE =, HIFHTR

The 63.65Cule, po) Reactions in the Giant Resonance Region
Nucl. Phys. A, 457[1] (1986) pp.109-124
Miyase Haruhisa, Tsubota Hiroaki, Kawazoe Yoshiyuki and
Tsukamoto Tatsuo

Acute Differential Sensitivity and Role of the Central Nervous System in the
Feeding behavior of Drosophila Melanogaster

Chem. Senses, 12[3] (1987) pp.481-490

Ichiro Shimada, Mitsuyuki Nakao and Yoshiyuki Kawazoe

An Algorithm of Parallel Processing for Integration of Ordinary Differential
Equations

IEICE TRANSACTIONS, E70-E[1] (1987) pp.49-55

S. Horiguchi, Y. Kawazoe and H. Nara

Quantitative Analysis of the Feeding behavior of Drosophila Melanogaster
Chem. Senses, 12[3] (1987) p.515
Ichiro Shimada, Mitsuyuki Nakaol and Yoshiyuki Kawazoe

89Y (11, po) cross section deduced from the 89Y(e,po) reaction
Phys. Rev. C, 86[5] (1987) pp.1792-1795
Haruhisa Miyase, Hiroaki Tsubota, Yoshiyuki Kawazoe and
Tatsuo Tsukamoto

Surprisal Analysis of the 63.65Cu (e, po) Reactions
J. Phys. Soc. Jpn., 56[6] (1987) pp.1916-1919
Tatsuo Tsukamoto, Yoshiyuki Kawazoe, Haruhisa Miyase and
Hiroaki Tsubota

Out-of-Plane Measurement of the D(e, e’ p) Coincidence Cross Section
Phys. Rev. Lett., 59[26] (1987) pp.2919-2929
T. Tamae, H. Kawahara, A. Tanaka, M. Nomura, K. Namai, M. Sugawara,
Y. Kawazoe, H. Tsubota and H. Miyase



35.

36.

37.

38.

39.

40.

41.

42.

43.

44.

7§Z§ﬁﬁvw?7mﬁyﬁvx?A
T Ham(E 2 0E D, J70-DI[8] (1987) pp.1469-1477
ﬁﬁﬁ , JRO o, mHIE, RS
(#5R) A Clustered Multiprocessor System
Systems and Computers in Japan, 19[7] (1988) pp.35-45

Nature of Continua in Inelastic [ - and ¢Li-Scattering at 26 MeV/A
Z. Phys. A: Hadrons Nucl., 326[4] (1987) pp.435-446
W. Nitsche, G. J. Wagner, K. T. Knopfle, P. Grabmayr and Y. Kawazoe

Out-of-Plane Measurement of the 6Cu(e, e'po) Reaction in the Giant Resonance
Region
J. Phys. Soc. Jpn., 57[9] (1988) pp.2869-2872
Yoshiyuki Kawazoe, Haruhisa Miyase, Hiroaki Tsubota, Katsumasa Namai,
Akihiro Nomura, Hideaki Kawahara, Akira Tanaka, Tadaaki Tamae and
Masumi Sugawara

SSTR —the 150 MeV Pulse Stretcher of Tohoku University
Nucl. Instrum. Methods Phys. Res., Sect. A, 264[2-3] (1988) pp.173-185
T. Tamae, M. Sugawara, K. Yoshida, O. Konno, T. Sasanuma, M. Muto,
Y. Shibazaki, T. Tanaka, M. Hirooka, K. Yamada, T. Terasawa, S. Urasawa,
T. Ichinohe, S. Takahashi, H. Miyase, Y. Kawazoe, S. Yamamoto and
Y. Torizuka

The 4°Cs(e,e'p0)3?K coincidence cross section in the giant dipole resonance region
Nucl. Phys. A, 489[3] (1988) pp.381-398
A. Tanaka, T. Hino, H. Kawahara, M. Nomura, T. Tamae, M. Sugawara,
H. Tsubota, H. Miyase and Y. Kawazoe

OV o — XX DIABIRIEREE DOBFSE(2)
—Mﬁ@%%%@T#XFﬁ%kT 77— U — SCER O fif i —
FlEE A L2 AF 2, 87121 (1989) pp.891-885
JINRE 3

7?X§mvw%7ﬂﬁ/%®/27A$%&ﬁ
RSt L:%?é?ﬁffD,J722D1[5](1989)1q1857-366
mﬁﬁb,ﬁ 1, JISE=E, EHAR

?~ﬁ7%~ﬁviimﬁﬁéﬁwbki$®%%%
fEeHmE5EE D, J72-D2[9] (1989) pp.1588-1591
%ﬁﬁi»h# W5, ISR SE, BB IE =, o fd—

@Dﬁbkmd%ﬂﬁ_ﬁﬁoﬁ%T 77— ) SCER O RGN
oz %28 D, J72-D2[10] (1989) pp.1643-1649
%*WD,A# s, NSRS, B IE =, S fd—

%\%ﬁ%ﬁﬁbtéﬁ%/fwﬂ%®ﬁi B OHEE
oz % D, J72-D2[11] (1989) pp.1833-1838
%ﬁﬂi SFF 3, JIRERE, B IE=, Sk —



45.

46.

47.

48.

49.

50.

51.

52.

53.

54.

Devanagari Character Recognition Using Structure Analysis
TR EnRRF2x58, 111 (1990) pp.25-39
K. Jayanthi, A. Suzuki, H. Kanai, Y. Kawazoe, M. Kimura, and K. Kido

Wl T 4 A7 BT DX R 2 b— 3 v
BR rﬁif& B{E54, 74 (1991) pp.39-41
z&F‘ﬁ B, W WE IS E =S, 4 EEE, KHERE

ARSI EERR I B 2 S FE AR O Ll
FlEE AL RF 42, 89 (1991) pp.225-227
L HE 2, Yoo Muunjo, IR E 3

7‘“\/ T\if‘ﬁkﬁ%ﬁmuuﬂiow“(
[ L2052, 39 (1991) pp.207-211
INSIESE, JITRE =, AFIELT

?E %ﬁﬁb\ﬁ?“\/ Fiﬁ(qj@i%ﬁiﬁmm&
FEE AL RS2, 41 (1992) pp.380-383
INGIESE, JIIRE 3, AFIELT

Automatic Recognition of Graphical Data on Magnetic Materials
Computer Aided Innovation of New Materials 11
—Proceedings of the Second International Conference and Exhibition on
Computer Applications to Materials and Molecular Science and Engineering —
CAMSE '92—(1993) pp.33-36

Masami Kojima, Takuro Nakamichi and Yoshiyuki Kawazoe

Ab-initio Mized-Basis Molecular Dynamics Simulation of Ceo
Computer Aided Innovation of New Materials 11
—Proceedings of the Second International Conference and Exhibition on
Computer Applications to Materials and Molecular Science and Engineering —
CAMSE '92—(1993) pp.143-146

H. Kamiyama, K. Ohno, Y. Maruyama and Y. Kawazoe

Dynamics Simulation of New Cluster-Cluster Aggregation Model for the Sol-Gel
Transition of SiO2 Glass
Computer Aided Innovation of New Materials 11
—Proceedings of the Second International Conference and Exhibition on
Computer Applications to Materials and Molecular Science and Engineering —
CAMSE '92—(1993) pp.319-321
Motoi Kudoh, Xiao Hu, Kaoru Ohno and Yoshiyuki Kawazoe

Influence of Cluster Size on the Nano-Mechanics of Tip-Substrate Interactions
Computer Aided Innovation of New Materials 11
—Proceedings of the Second International Conference and Exhibition on
Computer Applications to Materials and Molecular Science and Engineering —
CAMSE '92—(1993) pp.627-630
H. Rafii-Tabar and Y. Kawazoe

Integrated Materials Database Systems KIND at IMR



55.

56.

57.

58.

59.

60.

61.

62.

63

Computer Aided Innovation of New Materials 11

—Proceedings of the Second International Conference and Exhibition on
Computer Applications to Materials and Molecular Science and Engineering —
CAMSE '92—(1993) pp.65-68

Y. Kawazoe, K. Ohno, H. Kamiyama, X. Hu, G. Kido, T. Nakamichi, R. Itoh,
N. Mori, S. Wada, T. Itoh, Y. Akiyama and T. Nakanomyo

Monte Carlo Simulation of Many-Arm Star Polymers in Three-Dimensional Good
Solvents
Computer Aided Innovation of New Materials 11
—Proceedings of the Second International Conference and Exhibition on
Computer Applications to Materials and Molecular Science and Engineering —
CAMSE '92—(1993) pp.315-318
Kaoru Ohno, Xiao Hu and Yoshiyuki Kawazoe

Automatic Numeration System for Graphical Data on Magnetic Materials
Joho Chishiki Gakkaishi (J. Jpn. Soc. Inf. Knowledge)
I o233, 8 (1993) pp.23-30
M. Kojima, H. Kamiyama, T. Nakamichi and Y. Kawazoe CNSIEZE, #hl 1,
HEEKER, IR R 32)

Real Time Simulation on Thermomagnetic Recording-Composition Dependence-
J. Magn. Soc. Jpn., 17 (1993) pp.188-191
Y. Kawazoe, X. Hu, S. Honma, T. Yorozu, T. Imazu and N. Ohta

Structure of Layered Cgo on Si(100) Surface Studied by ab initio and Classical
Molecular Dynamics Simulation
Mater. Sci. Eng. B, 19[1-2] (1993) pp.165-171
Yoshiyuki Kawazoe, Yutaka Maruyama, Hashem Rafii-Tabar, Makoto Ikeda,
Hiroshi Kamiyama and Kaoru Ohno

Ab-initio Molecular Dynamics Simulation of Monolayer Ceo Thin Film on Silicon
(100) Surface

Z. Phys. D, 26 Suppl-1, (1993) pp.291-293

H. Kamiyama, K. Ohno, Y. Maruyama, Y. Kawazoe, Y. Nishina and K. Shindo

An Analytic Study of the Capping Effect in Magnetic Super Resolution
Magneto-Optic Recording

IEEE Trans. Magn., 29(6] (1993) pp.3790-3792

X. Hu, T. Yorozu, S. Honma, Y. Kawazoe, S. Ohnuki and N. Ohta

Electronic Structures of Layered Cso and Cro on Si(100) Surface
Jpn. J. Appl. Phys., 32[3S] (1993) pp.1433-1437
Y. Kawazoe, H. Kamiyama, Y. Maruyama and K. Ohno

Dynamics of Atomically Thin Layers-Surface Interactions in Tip-Substrate
Geometry

Jpn. J. Appl. Phys., 32[3B] (1993) pp.1394-1400

H. Rafii-Tabar and Y. Kawazoe

. A Temporal Model of Animal behavior Based on a Fractality in the Feeding of



64.

65.

66.

67.

68.

69.

70.

71.

72.

73.

74.

Drosophila Melanogaster
Biol. Cybern., 68[6] (1993) pp.477-481
Ichiro Shimada, Yoshiyuki Kawazoe and Hiroaki Hara

Intramolecular Structures of Cgo Molecules Adsorbed on the Cu(111)-(1x1) Surface
Phys. Rev. Lett., 71[18] (1993) pp.2959-2962
Tomihiro Hashizume, K. Motai, X. D. Wang, H. Shinohara, Y. Saito,
Y. Maruyama, K. Ohno, Y. Kawazoe, Y. Nishina, H. W. Pickering, Y. Kuk and
T. Sakurai

New Cluster-Cluster Aggregation Model for Formation Process of Fractal
Structure in Sol-Gel Transition of Si02

J. Cryst. Growth, 128[1-4] (1993) pp.1162-1165

Motoi Kudoh, Xiao Hu, Kaoru Ohno, Yoshiyuki Kawazoe

Theory of the Capping Effect in Magnetic Double-film Systems
Phys. Rev. B, 49[5] (1994) pp.3294-3302
X. Hu and Y. Kawazoe

Phase Transitions in Coupled Double-layer Systems
J. Appl. Phys., 75 (1994) pp.1-3
X. Hu and Y. Kawazoe

Wt RIC BT 230 o 75 7 BEE(L s 2T A
Tk AaEE, 3[1] (1994) pp.23-30
ANEIESE, LT, HOEERES, JITRESE

An Application of Classical Molecular Dynamics Simulation and Ab-Initio
Density-Functional Calculation in Surface Physics

Mol. Simul., 12 (1994) pp.271-289

H. Rafii-Tabar, H. Kamiyama, Y. Maruyama, K. Ohno and Y. Kawazoe

Effects of Molecular Orientation on the Electronic Structure of fce Ceo
Phys. Rev. B, 49 (1994) pp.16202-16206
Bing-Lin Gu, Yutaka Maruyama, Jing-Zhi Yu, Kaoru Ohno and
Yoshiyuki Kawazoe

Ab-initio Mixed-Basis Molecular Dynamics Simulation Applied to Carbon
Microclusters

Trans. Mater. Res. Soc. Jpn., 14B (1994) pp.1215-1218

Y. Maruyama, H. Kamiyama, K. Ohno and Y. Kawazoe

Theory of the Capping Effect in Magnetic Double-Film Systems
Phys. Rev. B, 49 (1994) pp.3294-3302
Xiao Hu and Yoshiyuki Kawazoe

Phase Transitions in Coupled Double-Layer Systems
J. Appl. Phys. 75 (1994) pp.6486-6488

Xiao Hu and Yoshiyuki Kawazoe

Electronic Properties and Formation Mechanism of Metallo Carbohedrenes



75.

76.

7.

78.

79.

80.

81.

82.

83.

84.

MRS Symposium Proceedings, 349: Novel Forms of Carbon II (1994)
pp.221-224

Yoshiyuki Kawazoe, Bing-Lin Gu, Mark van Schilfgaarde, Jing-Zhi Yu and
Kaoru Ohno

The Effects of Molecular Orientation on the Electronic Structure of the Solid
Fullerites
MRS Symposium Proceedings, 349: Novel Forms of Carbon II (1994)
pp.289-294
Bing-Lin Gu, Yutaka Maruyama, Jing-Zhi Yu, Kaoru Ohno and
Yoshiyuki Kawazoe

Electronic Properties of C5sBN Fullerenes
MRS Symposium Proceedings, 349: Novel Forms of Carbon II (1994)
pp.225-230
Keivan Esfarjani, Bing-Lin Gu, Yutaka Maruyama, Kaoru Ohno and
Yoshiyuki Kawazoe

A Dynamic Model of III-IV Ternary Semicondoctor Alloys in the Epitaxial Growth
MRS Symposium Proceedings, 340: Compound Simiconductor Epitaxy
(1994) pp.111-116
Bing-Lin Gu, Jing-Zhi Yu, Xiao Hu, Kaoru Ohno and Yoshiyuki Kawazoe

Band Structure and Chemical Bonding in C5sBN Heterofullerenes
Phys. Rev. B, 50 (1994) pp.17830-17836
Keivan Esfarjani, Kaoru Ohno and Yoshiyuki Kawazoe

Capability of Intensity Discrimination in Multiple Receptor Model of Insect Taste
Chem. Senses, 19 (1994) pp.317-329
Mitsuyuki Nakao, Yoshiyuki Kawazoe and Ichiro Shimada

How does Mean-Field Theory Work in Magnetic Multilayer Systems?
J. Appl. Phys., 76 (1994) pp.7108-7110
Xiao Hu and Yoshiyuki Kawazoe

Mean-Field Theory for Critical Phenomena in Bilayer Systems
Phys. Rev. B, 50 (1994) pp.12647-12658
Xiao Hu and Yoshiyuki Kawazoe

An MD Simulation of Interactions between Self-Interstitial Atoms and Edge
Dislocation in bee Transition Metals

J. Nucl. Mater., 212-215 (1994) pp.231-235

H. Kamiyama, H. Rafii-Tabar, Y. Kawazoe and H. Matsui

Commensurate-Incommensurate Phase Transition in the Presence of Crystal
Deformation

Phys. Rev. B, 50 (1994) pp.16173-16183

K. Parlinski, Y. Watanabe, K. Ohno and Y. Kawazoe

Real-Time Simulation on Thermomagnetic Recording
J. Magn. Magn. Mater., 132 (1994) pp.375-383
Shigeru Honma, Xiao Hu, Takehiko Yorozu, Yoshiyuki Kawazoe,



85.

86.

87.

88.

89.

90.

91.

92.

93.

94.

95.

96.

Tatsuya Imazu and Norio Ohta

AR T b SCHR P O SR8
FI1EE B0 B EL AR 2T, 42(2] (1994) pp.866-869
INSIESE, BKILE 7, JIIRE 32, AFIEAT.

F7 Y =7 MEAREHC L D TF Ry B TRk OWT
ANCRF L a2 —#, 2382 (1994) pp.9-15
INSIEE, e T2, JIAFERE, #KIUET7, )RR E, AFIEST

2IVF AT 4 T L AAREHE
AXFp L a v a—%, 23-8 (1994) pp.57-62
JIRE =, FHWT A

Mechamism of Commensurate k=1/3-Incommensurate Phase Transition
Comp. Mater. Sci., 3 (1995) pp.439-447
K. Parlinski, K. Ohno and Y. Kawazoe

Calculations on the Magnetic Properties of Rhodium Clusters
J. Phys.: Condens. Matter, 7 (1995) pp.47-53
Zhi-Qiang Li, Jing-Zhi Yu, Kaoru Ohno and Yoshiyuki Kawazoe

Magnetic Phase Transitions and Scaling of Critical Point in Multilayer Systems
J. Magn. Soc. Jpn., 19[S1] (1995) pp.45-48
X. Hu, M. Takahashi and Y. Kawazoe

Mean-Field Theory for Spin-Reorientation Phase Transitions in Magnetic Thin
Films

Phys. Rev. B, 51 (1995) pp.311-315

Xiao-Hu and Yoshiyuki Kawazoe

Quantum Model for the Superlattices with Perpendicular and in-Plane Easy Axes
Ferromagnets

J. Magn. Soc. Jpn., 19[S1] (1995) pp.447-451

R. Tao, X. Hu and Y. Kawazoe

Electronic States and Stability of Selenium Clusters
Phys. Rev. B, 52 (1995) pp.1524-1527

Z.Q. L1, J. Z. Yu, K. Ohno, B. L. Gu, R. Czajla, A. Kasuya, Y. Nishina and
Y. Kawazoe

Search for the Ground State of CsoB1o
MRS Symposium Proceedings, 359 (1995) pp.229-233
Keivan Esfarjani, Kaoru Ohno and Yoshiyuki Kawazoe

Phase Stability and Site Substitution in Nb-Al Compounds
MRS Symposium Proceedings, 364 (1995) pp.1111-1116
M. Sluiter, M. Takahashi and Y. Kawazoe

Site Preference of Ternary Additions in NisAl
Phys. Rev. B, 51 (1995) pp.4062-4073



Marcel H. F. Sluiter and Y. Kawazoe

97. Electronic and Magnetic Structures in Fe/Co and Fe/Ni Multilayer Systems
MORIS'94 (The Magnetic Society of Japan, Special Issue)
J. Magn. Soc. Jpn., 19[S1] (1995) pp.197-200
M. Takahashi, X. Hu and Y. Kawazoe

98. Electronic Structures of Cep and C70 Adsorbed on Cu(111) Surface and
Intramolecular STM Images
Phys. Rev. B, 52 (1995) pp.2070-2075
Yutaka Maruyama, Kaoru Ohno and Yoshiyuki Kawazoe

99. Electronic and Magnetic Properties of Embedded Rh Clusters in Ni Matrix
J. Phys.: Condens. Matter, 7 (1995) pp.7367-7372
Zhi-Qiang Li, Yuichi Hashi, Jing-Zhi Yu, Kaoru Ohno and
Yoshiyuki Kawazoe

100. Annealing of Tweed Microstructure in High T. Superconductors in the
Presence of Impurities
J. Mater. Res., 10 (1995) pp.1864-1871
K. Parlinski, Y. Watanabe, K. Ohno and Y. Kawazoe

101. Lattice Model for Exchange-Coupled Ferromagnetic Multilayer Systems
Phys. Rev. B, 52 (1995) pp.6178-6180
Ruibao Tao, Xiao Hu and Yoshiyuki Kawazoe

102. A Bilayer of Wigner Crystal in the Harmonic Approximation
J. Phys.: Condens. Matter, 7 (1995) pp.7217-7226
Keivan Esfarjani and Yoshiyuki Kawazoe

103. Molecular Dynamics Study of Structural Relaxation and Dynamical
Correlations in Amorphous and Liquid Zre7Niss Alloys
Mater. Tran. JIM, 36 (1995) pp.835-841
Tomoyasu Aihara, Jr, Yoshiyuki Kawazoe and Tsuyoshi Masumoto

104. Dynamic Model of Epitaxial Growth in Ternary III-V Semiconductor Alloys
Phys. Rev. B, 51 (1995) pp.7104-7111
Bing-Lin Gu, Zhi-Feng Huang, Jun Ni, Jing-Zhi Yu, Kaoru Ohno, and
Yoshiyuki Kawazoe

105. Anisotropy, Exchange Coupling and Phase Transition in Magnetic Bilayer
Systems
Scr. Metall. Mater., 33 (1995) pp.1841-1847
Xiao Hu and Yoshiyuki Kawazoe

106.  Site Occupation Reversal in the Fe-Cr o Phase
Phys. Rev. Lett., 75 (1995) pp.3142-3145
Marcel. H. F. Sluiter, Keivan Esfarjani and Yoshiyuki Kawazoe

107.  Energetics and Structures of Small Benzene Clusters
Comp. Mater. Sci., 4 (1995) pp.241-248
Zhi-Qiang Li, Kaoru Ohno, Yoshiyuki Kawazoe, Masuhiro Mikami and



Yuji Masuda

108. Magnetic Structures in Nonmag-/Mag-/Nonmag-Netic Sandwiches
MRS Symposium Proceedings, 384 (1995) pp.227-231
Yoshiyuki Kawazoe and Xiao Hu

109. Studies on Magnetic Configurations in Multilayers by a Quantum Spin Model
MRS Symposium Proceedings, 384 (1995) pp.265-270
Yoshiyuki Kawazoe, Manabu Takahashi, Xiao Hu and Ruibao Tao

110. Magnetic Properties of Embedded Rh Clusters in Ni Matrix
MRS Symposium Proceedings, 384 (1995) pp.535-540
Zhi-Qiang Li, Yuichi Hashi, Jing-Zhi Yu, Kaoru Ohno and
Yoshiyuki Kawazoe

111.  Efficient Parallelized Simulation of Complicated Polymer Structure
Proc. Int. Symp. on Parallel and Distributed Supercomputing, (1995)
pp.270-276
Kazuhito Shida, Kaoru Ohno, Masayuki Kimura and Yoshiyuki Kawazoe

112. A7V =7 MEAREHC X 2 F Xy MEFREZ AW EBE ST 376%
TSRS 30 SCEE, 36[11] (1995) pp.2611-2621
INSIEE, e TE -, JIAFERE, KUET, )RR E

113. A7V =7 MEAREHC L D27 ENLT 7 A& MEE %
i ARk 5E, 5(2] (1995) pp.49-55
INSTESE, AT, ILE T, GHERET, FnHEE, & a1,
& R, RKE»EBD, JIIRRE

114.  Site Preference of Ternary Additions in Ni3Si
Mat. Res. Soc. Symp. Proc., 364 (1995) pp.1065-1069
M. Sluiter and Y. Kawazoe

115. Hyperfine Fieles and Electronic Structures in Fe/Co and Fe/Ni Multilayer
Systems
Solid State Commun., 95 (1995) pp.127-130
Manabu Takahashi, Xiao Hu and Yoshiyuki Kawazoe

116.  Effect of Orientation on the Band Structure of CssBN Hetero-Fullerenes in fec
Solid Phase
Solid State Commun., 97 (1996) pp.539-542
Keivan Esfarjani, Kaoru Ohno, Yoshiyuki Kawazoe and Bing-Lin Gu

117.  First-Principles Calculation of the Pressure Dependence of Phase Equilibria in
the Al-Li System
Phys. Rev. B, 53 (1996) pp.6137-6151
Marcel H. F Sluiter, Y. Watanabe, D. de. Fontaine and Y. Kawazoe

118. Etchant and Probabilistic Ballistic Models of Diamond Growth
Phys. Rev. E, 53 (1996) pp.148-156
M. Itoh, R. Sahara, M. Takahashi, X. Hu, K. Ohno and Y. Kawazoe



119. Lattice Distortion and Magnetism of Fe Impurity in Cu and Ag
Mater. Trans. JIM, 37 (1996) pp.279-282
Yuichi Hashi, Zhi-Qiang Li, Kaoru Ohno and Yoshiyuki Kawazoe

120. Spin-Reorientation Transition in Superlattices by Large Scale Dynamic
Simulation
Mater. Trans. JIM, 37 (1996) pp.478-481
Hirohi Mizuseki, Masahito Ishihara, Xiao Hu, Yuichi Hashi and

Yoshiyuki Kawazoe

121. The Effect of Magnetism on the Site Preference in NisAl
Acta Mater., 44 (1996) pp.209-215
Marcel H. F. Sluiter, M. Takahashi and Y. Kawazoe

122.  Ab-initio Molecular Dynamics Simulations for Collision between Ceo- and
Alkali-Metal Irons: A Possibility of Li@Ceo
Phys. Rev. Lett., 76 (1996) pp.3590-3593
Kaoru Ohno, Yutaka Maruyama, Keivan Esfarjani and Yoshiyuki Kawazoe

123. Phase Stability Under High-Pressure in Two Precipitation Strengthened
Alloys
Mater. Trans., JIM, 37 (1996) pp.663-669
Marcel H. F. Sluiter, Y. Watanabe and Y. Kawazoe

124.  Molecular Dynamics Simulation for the Formation of Magic Number Clusters
with a Lennard-Jones Potential
Phys. Rev. Lett., 76 (1996) pp.1792-1795
Tamio Ikeshoji, Bjprn Hafskjold, Yuichi Hashi and Yoshiyuki Kawazoe

125. New Estimation of Surface Anisotropy
J. Appl. Phys., 79 (1996) pp.5842-5844
Xiao Hu and Yoshiyuki Kawazoe

126.  Study of Coupled Ferromagnetic Thin Film and Semi-Infinite Bulk
J. Magn. Magn. Mater., 153 (1996) pp.380-388
Xiao Hu and Yoshiyuki Kawazoe

127. Monte Carlo Study of the Second Virial Coefficient of Star Polymeres in a Good
Solvent
Macromolecules, 29 (1996) pp.2269-2274
Kaoru Ohno, Kazuhito Shida, Masayuki Kimura and Yoshiyuki Kawazoe

128.  Stability and Reactivity of Ceo Studied by All-Electron Mixed-Basis
Molecular-Dynamics Simulations at Finite Temperatures
Phys. Rev. B, 53 (1996) pp.4078-4082
K. Ohno, Y. Maruyama and Y. Kawazoe

129.  Structures of Benzene Clusters
Surf. Rev. Lett., 3 (1996) pp.359-363
Zhi Qiang Li, Kaoru Ohno and Yoshiyuki Kawazoe



130.  Electronic Structure of Cso Simple Cubic Phase by full-potential mixed-basis
Band Calculation
Surf. Rev. Lett., 3 (1996) pp.735-740
Kaoru Ohno, Yutaka Maruyama, Manabu Takahashi, Jing-Zhi Yu,
Bing-Lin Gu and Yoshiyuki Kawazoe

131.  Electronic Properties of CssBN Heterofullerenes
Surf. Rev. Lett., 3 (1996) pp.747-752
Keivan Esfarjani, Kaoru Ohno and Yoshiyuki Kawazoe

132.  Electronic Structure and STM Image of Cso-C70 Adsorbed on the Cu(111)
Surface
Surf. Rev. Lett., 3 (1996) pp.923-926
Yutaka Maruyama, Kaoru Ohno and Yoshiyuki Kawazoe

133.  Molecular Dynamics Simulation of Observed c(4x4) and c¢(4x3) Ceo Alignments
on the Si(100) Reconstructed Surface
Modelling Simul. Mater. Sci. Eng., 4 (1996) pp.101-110
H. Rafii-Tabar, A. L. TambyRajah, H. Kamiyama and Y. Kawazoe

134. Molecular Dynamics Study for Diffusion Process in Amorphous and
Supercooled Liquid Zre7Niss Alloys
Mater. Sci. Eng., B, 37 (1996) pp.201-204
Tomoyasu Aihara, Jr., Yoshiyuki Kawazoe and Tsuyoshi Masumoto

135. Molecular Dynamics Study on Grain Boundary in Intermatellic Compound
The Intermational Conference on Modelling and Simulation in Metallurgical
Engineering and Materials Science (1996) pp.33-37
Tomoyasu Aihara, Jr., Tsuyoshi Masumoto and Yoshiyuki Kawazoe

136. Insertion of Be Atoms in Cgo Fullerene Cages: Be@Ceo
Phys. Rev. Lett., 77 (1996) pp.3522-3524

Tsutomu Ohtsuki, Kazuyoshi Masumoto, Kaoru Ohno, Yutaka Maruyama,
Yoshiyuki Kawazoe, Keisuke Sueki and Koichi Kikuchi

137. Magnetism of Nanoscale fee-Fe Culsters in Cu and Ag Matrices
Mater. Sci. Eng., A, 217/218 (1996) pp.299-302
Zhi-Qiang Li, Yoshiyuki Kawazoe and Yuichi Hashi

138.  Scaling Properties of Spin-Reorientation Transitions in Magnetic Thin Films
with Surface Anisotropy
Phys. Rev. B, 54[1] (1996) pp.65-67
X. Hu, R. B. Tao and Y. Kawazoe

139.  Electronic Structure of Ca40 Rings
Trans. Mater. Res. Soc. Jpn., 20 (1996) pp.486-489
Yuichi Hashi, Keivan Esfarjani, Satoshi Itoh, Shigeo Ihara and
Yoshiyuki Kawazoe

140. Prediction of Matrix-Precipitate Interfacial Free Energies: Application to
Al-AlsLi
Phys. Rev. B, 54[15] (1996) pp.10381-10384



Marcel Sluiter and Yoshiyuki Kawazoe

141.  Surface Anisotropy and Spin-Reorientation Transitions in Ultrathin Magnetic
Films
IEEE. Trans. Magn., 32[5] (1996) pp.4561-4566
X. Hu and Y. Kawazoe

142. Molecular Dynamics Simulation for Binary Amorphous Zr-Ni Alloys
J. Non-Cryst. Solids, 205-207 (1996) pp.875-878
Tomoyasu Aihara Jr., Yoshiyuki Kawazoe and Tsuyoshi Masumoto

143.  Ab-Initio Molecular Dynamics Study of the Stability and Reactivity of Ceo
Mater. Sci. Eng., A, 217/218 (1996) pp.19-22
Kaoru Ohno, Yutaka Maruyama and Yoshiyuki Kawazoe

144. Magnetoconductance Fluctuations in a Strongly Correlated Disordered Ring
System at Low Temperatures
Phys. Rev. B, 54 (1996) pp.17012-17017
Hao Chen, Masahito Ishihara, Zhi-Qiang Li and Yoshiyuki Kawazoe

145. Quantum Theory of the Coercive Force and the Capping Effect for Magnetic
multilayers
Phys. Rev. B, 54[14] (1996) pp.9924-9930
L. Zhou, R. B. Tao and Y. Kawazoe

146. Magnetic Multi-Valued Rcording by New Magnetic Configurations in 2D and
3D Artificial Lattices
IEEE Trans. Magn., 32 (1996) pp.4335-4337
H. Mizuseki, M. Ishihara, X. Hu, Y. Kawazoe and N. Ohta

147. Molecular Dynamics Simulation for the Cluster Formation Process of
Lennard-Jones Particles: Magic Numbers and Characteristic Features
J. Chem. Phys., 105[12] (1996) pp.5126-5137
Tamio Ikesyoji, Bjprn Hafskjold, Yuichi Hashi and Yoshiyuki Kawazoe

148. Energy Levels of D° and D in Graded Quantum-Well Structures of
GaAs/Gai-xAlxAs Under Magnetic Fields
Phys. Rev. B, 54[23] (1996) pp.16786-16791
Jia-Lin Zhu, D.L.Lin and Y.Kawazoe

149. Magnetic Multi-Valued Magneto Optical Recording Using Magnetic
Anisotropic Artificial Lattice
J. Magn. Soc. Jpn., 20 (1996) pp.255-258
H. Mizuseki, M. Ishihara, X. Hu, Y. Kawazoe and N. Ohta

150. Molecular Dynamics Simulation of Deformation and Fracture Metallic
Materilas
Proceedings of the international workshop on computer modelling and
simulation for materials design, (1996) pp.191-196
Tomoyasu Aihara, Jr., Yoshiyuki Kawazoe and Tsuyoshi Masumoto

151. Large Scale Monte Carlo Simulations of Center-Adsorbed Star Polymers



J. Chem. Phys., 105[19] (1996) pp.8929-8936
Kazuhito Shida, Kaoru Ohno, Masayuki Kimura and Yoshiyuki Kawazoe

152.  Exact Solution of Two Electrons in a Quantum Dot
J. Phys.: Condens. Matter, 8 (1996) pp.7857-7862
Jia-Lin Zhu, Jing-Zhi Yu, Zhi-Qiang Li and Yoshiyuki Kawazoe

153.  Electronic Structures of C7o Crystalline Phases
Chem. Phys. Lett., 255[4-6] (1996) pp.367-372
Kaoru Ohno, Jing-Zhi Yu, Yutaka Maruyama, Yoshiyuki Kawazoe and
Takashi Takahashi

154. Correlated Condectance through a Lattice of Quantum Dots: Metal to
Antiferromagnetic Insulator Transition
Phys. Rev. B, 55 (1997) pp.1578-1581
Hao Chen, Jian Wu, Zhi-Qiang Li and Yoshiyuki Kawazoe

155.  Effects of Quantum Size and Potential Shape on the Spectra of an Electron and
a Donor in Quantum Dots
Phys. Rev. B, 55 (1997) pp.1673-1679
Jia-Lin Zhu, Jian Wu, R. T. Fu, Hao Chen and Yoshiyuki Kawazoe

156. Annealing of Domain Pattern of Ferroelastic LaNbO4 by Computer Simulation
Ferroelectric, 191 (1997) pp.51-57
K. Parlinski, Y. Hashi, S. Tsunekawa and Y. Kawazoe

157.  Ferroelastic Phase Transition in Pb3(PO4)2 Studied by Computer Simulation
J. Phys. I France 7 (1997) pp.153-175
K. Parlinski and Y. Kawazoe

158. Macroscopic Magnetization Tunneling and Coherence in Antiferromagnetic
Particles
Phys. Lett. A, 226 (1997) pp.112-116
Rong Luu, Jia-Lin Zhu, Xi Chen, Lee Chang and Yoshiyuki Kawazoe

159. Phonon-Associated Conductance through a Quantum Point Contact
Phys. Rev. B, 55[15] (1997) pp.9935-9940
Hao Chen, Yaoming Shi, Jing Zhi Yu, Jia Lin Zhu and Yoshiyuki Kawazoe

160. Quantum Lattice Fluctuations in Nearly Degenerate Quasi One-Dimensional
Polymers
Synth. Met., 85 (1997) pp.1151-1152
Chang Qin Wu and Yoshiyuki Kawazoe

161. Quantum Effect on the Phonon Excitations of the Su-Schrieffer-Heeger model
Synth. Met., 85 (1997) pp.1165-1166
Chang Qin Wu, Xin Sun and Yoshiyuki Kawazoe

162.  Electron Interaction and Soliton Energy in Conjugated Polymer
Synth. Met., 85 (1997) pp.1035-1036
Xin Sun, Y. S. Ma, L. Li, Rong Tang Fu and Yoshiyuki Kawazoe



163. Magnetic Properties of Nanoscale Fe Clusters in Cu
J. Magn. Magn. Mater., 167 (1997) pp.123-128
Zhi Qiang Li, Yuichi Hashi and Yoshiyuki Kawazoe

164. Theoretical Study of Phase Stability in LaNis-LaCos Alloys
J. Alloys Compd., 248 (1997) pp.90-97
Marcel Sluiter, Manabu Takahashi and Yoshiyuki Kawazoe

165.  Positron 2D-ACAR in Perfect Crystals of Diamond, Si and Ge: First-Principles
Calculations and Experiments
Mat. Sci. Forum, 255-257 (1997) pp.411-413
Z. Tang, M. Hasegawa, T. Chiba, M. Saito, H. Sumiya, Z. Q. Li, T. Akahane,
Y. Kawazoe and S. Yamaguchi

166. Hydrogen Site Occupation in YPds with L12 Structure
Phys. Rev. B, 55[21] (1997) pp.14051-14054
Sadae Yamaguchi, Zhi Qiang Li, Rong Tang Fu and Yoshiyuki Kawazoe

167. Stability and Reactivity of Ceo Studied by All-Electron Mixed-Basis
Molecular-Dynamics Simulation at Finite Temperatures
Phys. Rev. B, 53 (1996) pp.4078-4082
K. Ohno, Y. Maruyama and Y. Kawazoe

168. Anisotropy in the Positron 2D Angular Correlation of Annihilation Radiation
for Singly Negative Divacancies in Si
Phys. Rev. Lett., 78[11] (1996) pp.2236-2239

Z. Tang, M. Hasegawa, T. Chiba, M. Saito, A. Kawasuso, Z. Q. L1, R. T. Fu,
T. Akahane, Y. Kawazoe and S. Yamaguchi

169. Magnetic Multi-Valued Recording by New Magnetic Configurations in 2D and
3D Artificial Lattices
INTERMAG'96, Seattle, WA, USA,
IEEE Trans. Magn., 32[5] (1996) pp.4335-4337
H. Mizuseki, M. Ishihara, X. Hu, Y. Kawazoe and N. Ohta

170. A Numerical Analysis of Single Char Particle Heated by a Laser
ISIJ Int., 37[8] (1997) pp.729-737
M. Ishigaki, M. C. Qu, M. Tokuda, J. Z. Yu and Y. Kawazoe

171.  Size and Shape Effects of Quantum Dots on Two-Electron Spectra
Phys. Rev. B, 55[23] (1997) pp.15819-15823
Jia-Lin Zhu, Zhi-Qiang Li, Jing-Zhi Yu, Kaoru Ohno and Yoshiyuki Kawazoe

172.  Persistent Currents in a One-Dimensional Disordered Ring in the Luttinger
Model
Phys. Rev. B, 55[24] (1997) pp.16300-16305
Jia-Lin Zhu, Xi.Chen and Yoshiyuki Kawazoe

173. Multimedia Database System KIND Featuring Amorphous Factual Database
by Object-Oriented Method
Computerization and Networking of Materials Databases (1997) pp.103-116
Y. Kawazoe, K. Ohno, A.-P. Tsai, J.-Z. Yu, T. Aihara, H. Mizuseki,



M. Ishihara, M. Ikeda, M. Kojima, T. Nakanomyo, Y. Akiyama, T. Itoh,
S. Wada and N. Mori

174. An Ab Initio Approach to Phonon Spectrum of Trans-Polyacetylene
J. Phys.: Condens. Matter, 9[24] (1997) pp.LL351-L354
C.Q. Wu, R.T. Fu, Z. Q. Li and Y. Kawazoe

175.  First-Principles Calculation of the Structural and Magnetic Properties of
Fe/Au and Cr/Au Monatomic Multilayers
J. Phys.: Condens. Matter, 9[22] (1997) pp.4549-4556
Jian-Tao Wang, Zhi-Qiang Li and Y. Kawazoe

176. Molecular Dynamics Study on Microstructure in Phase Separated Binary
Lennard-Jones Liquid
Progress of Theoretical Phys. Suppl., 126 (1997) pp.355-358
Tomoyasu Aihara, Jr. and Yoshiyuki Kawazoe

177.  First-Principles Determination of the Soft Mode in Cubic ZrO2
Phys. Rev. Lett., 78[21] (1997) pp.4063-4066
K. Parlinski, Z. Q. Li and Y. Kawazoe

178.  Stability and Vibrational Spectra of Toroidal Isomers of Ca4o
Z. Phys. D: At. Mol. Clusters, 41[11(1997) pp.73-76
Keivan Esfarjani, Yuichi Hashi, Satoshi Itoh, Sigeo IThara and
Yoshiyuki Kawazoe

179. Theoretical Study of Structures, Energetics, and Electroic Properties of Small
Urea Clusters by Ab initio Calculations
J. Inorg. Biochem., 67[1-4] (1997) p.453
R. V. Beloslsludov, Zhi-Qiang Li and Yoshiyuki Kawazoe

180. Unique Magnetic Properties of Microclusters and Their Application to
Multi-Valued Magnetic Recording Media
J. Korean Phys. Soc., 31[3] (1997) pp.482-485
Y. Kawazoe, Z. Q. Li, J. Z. Yu, H. Mizuseki, M. Ishihara, K. Tanaka, Y. Hashi
and N. Ohta

181. Computer Simulation of Ferroelastic Phase Transition in LaNbO4
J. Mater. Res., 12[9] (1997) pp.2428-2437
K. Parlinski, Y. Hashi, S. Tsunekawa and Y. Kawazoe

182. Domain Pattern Formation in Ferroelastic Pb3(PO4)2 by Computer Simulation
J. Mater. Res., 12[9] (1997) pp.2366-2373
K. Parlinski and Y. Kawazoe

183. Advanced Materials Research on Nanoscale Systems by Large Scale Computer
Simulations
J. Korean Phys. Soc., (Proc. Suppl.) 31 (1997) pp.s286-s291
Yoshiyuki Kawazoe

184. Local Magnetism of 3d and 4d Impurities in Ag and Pd Clusters
J. Phys. I France 7 (1997) pp.1233-1244



Q. Sun, Q. Wang, J. Z. Yu, Z. Q. Li, J. T. Wang and Y. Kawazoe

185. A Recording Process Simulation for Double-Layered Magneto-Optical Disk
IEEE Trans. Magn., 33[5] (1997) pp.4149-4151
M. Ishihara, H. Mizuseki, Y. Kawazoe and N. Ohta

186. Ferromagnetic Instanton Interference 1in Magnetic Fields—Detailed
Calculation of Tunneling-Rate
Mod. Phys. Lett. B, 11[14] (1997) pp.599-608
Rong Lu, Jia-Lin Zhu, Jian Wu, Xi Chen, Lee Chang and Yoshiyuki Kawazoe

187. Magnetoconductance Fluctuations in a Mesoscopic Quantum Ring
Nonlinear Optics, 18[2-4] (1997) pp.193-196
Masahito Ishihara, Hao Chen, Zhi-Qiang Li and Yoshiyuki Kawazoe

188. Parallelized Simulation of Complicated Polymer Structures and Its Efficiency
IEICE Trans. Inf. Syst., E80-D[4] (1997) pp.531-537
Kazuhito Shida, Kaoru Ohno, Masayuki Kimura and Yoshiyuki Kawazoe

189. Single-Ion, Dot-Size and Dot-Shape Effects on Two Electron Spectra in
Quantum Dots
Nonlinear Optics 18[2-4] (1997) pp.189-192
Jia-Lin Zhu, Z. Q. L1, Y. Kawazoe and T. Yao

190. Macroscopic Magnetization Tunneling and Coherence in Antiferromagnetic
Particles
Phys. Lett. A, 226 (1997) pp.112-116
Rong Lu, Jia-Lin Zhu, Xi Chen, Lee Chang and Yoshiyuki Kawazoe

191. Vibrational Modes and IR Analysis of Neutral Photopolymerized Cso Dimers
Phys. Rev. B, 57[1] (1998) pp.223-229
Keivan Esfarjani, Yuichi Hashi, Jun Onoe, Kazuo Takeuchi and
Yoshiyuki Kawazoe

192. Tight-Binding Parametrization of Transition Metal Elements from LCAO Ab
Initio Hamiltonians
Comput. Mater. Sci., 9 (1998) pp.343-347
Akito Taneda, Keivan Esfarjani, Zhi-Qiang Li and Yoshiyuki Kawazoe

193. Lack of a Trans-Cisoid Phase in cis-Polyacetylene
Phys. Rev. B, 57[1] (1998) pp.6-9
C. Q. Wu, J. Miao, J. Z. Yu and Yoshiyuki Kawazoe

194. Comparison of Electronic Transport through Triple Electric-Barrier Structures
and Triple Magnetic-Barrier Structures
Phys. Lett. A, 238 (1998) pp.185-191
Yong Guo, Bing-Lin Gu, Zhi-Qiang Li and Yoshiyuki Kawazoe

195. Effects of Cluster-Cluster Interactions on the Structure an Magnetic
Properties in (Feg)2
Mater. Sci. Eng., A, 241 (1998) pp.137-140
Q. Sun, Q. Wang, J. Z. Yu, J. T. Wang and Y. Kawazoe



196. A New Model of DLA Under High Magnetic Field
Comput. Mater. Sci., 10 (1998) pp.46-50
Hiroshi Mizuseki, Kazumi Tanaka, Keiko Kikuchi, Kaoru Ohno and
Yoshiyuki Kawazoe

197. Micromagnetic Study of Ultrathin Magnetic Films
Comput. Mater. Sci., 10 (1998) pp.198-204
Xiao Hu and Yoshiyuki Kawazoe

198. Transport Properties of Electrons in Quasiperiodic Magnetic Superlattices
J. Phys.: Condens. Matter, 10 (1998) pp.1549-1561
Yong Guo, Bing-Lin Gu, Zhi-Qiang Li, Jia-Lin Zhu and Yoshiyuki Kawazoe

199. X-ray Photoelectron Spectroscopy of Air-Exposed Ceo Films: Origin of the O 1s
core peak
J. Vac. Sci. Technol. A, 16[2] (1998) pp.385-388
dJ. Onoe, K. Takeuchi, K. Ohno and Y. Kawazoe

200.  First-Principles Study on the Local Magnetism of Fe/Nb Multilayers
Phys. Lett. A, 239 (1998) pp.406-410
Q. Sun, Q. Wang, J. Z. Yu, Z. Q. Li, K. Ohno and Y. Kawazoe

201. The Local Magnetism of Fe Impurity in Nb, and Nbn,Mom Clusters
J. Mag. Mater., 184 (1998) pp.106-110
Q. Wang, Q. Sun, J. Z. Yu, Z. Zeng and Y. Kawazoe

202. Dimensional and Hydrodynamic Factors for Flexible Star Polymers in the
Good Solvent Limit
Macromolecules, 31[7] (1998) pp.2343-2348
Kazuhito Shida, Kaoru Ohno, Masayuki Kimura, Yoshiyuki Kawazoe and
Yo Nakamura

203.  Effect of Dilute Ferromagnetic Impurities on Transport through a Quantum
Dot
Phys. Lett. A, 240 (1998) pp.241-246
Hao Chen, Jian Wu, Zhi-Qiang Li, Yoshiyuki kawazoe

204. Modelling of Magnetic Multivalued Recording in Granular Materials
Jpn. J. Appl. Phys., 37 (1998) pp.2155-2158
Hiroshi Mizuseki, Keiko Kikuchi, Kazumi Tanaka, Masahiro Ishihara and

Yoshiyuki Kawazoe

205. Electron Momentum Distributions in Elemental Semiconductors probed by
positrons
Phys. Rev. B, 57[19] (1998) pp.12219-12228
Z. Tang, M. Hasegawa, T. Chiba, M. Saito, H. Sumiya, Y. Kawazoe and

S. Yamaguchi

206. Quantum Approach for Magnetic Multilayers at Finite Temperatures
Phys. Rev. B, 57[13] (1998) pp.7863-7869
Lei Zhou, Liangbin Hu, Zhifang Lin, Yoshiyuki Kawazoe and Ruibao Tao



207. Long-Range Coulomb Interaction in ZrOs
Phys. Rev. Lett., 81[15] (1998.10) pp.3298-3298
K. Parlinski, Z. Q. Li and Y. Kawazoe

208.  First-Principles Study of the Magnetic and the Electronic Properties of
Fem/Aun Multilayers
J. Magn. Magn. Mater., 183 (1998) pp.42-48
Jian-Tao Wang, Zhi-Qiang Li, Qiang Sun and Yoshiyuki Kawazoe

209. The Relationship between Phase Transition and Superimposition of Fermi
Surface in Low Dimensional System
Acta Physica Sinica, 46 (1997) pp.1972-1976
Fan Lin, Xiao-Bin Chen, Rong-Tang Fu, Xin Sun and Yoshiyuki Kawazoe

210. Nesting and Instability in a Two-dimensional System
Phys. Status Solidi B, 206 (1998) pp.559-565
F. Lin, X. B. Chen, R. T. Fu, X. Sun and Y. Kawazoe

211. Resonant Tunneling in Step-barrier Structures Under an Applied Electric
Field
J. Appl. Phys., 84 (1998) pp.918-924
Yong Guo, Bing-Lin Gu, Jing-Zhi Yu, Zhong Zeng and Yoshiyuki Kawazoe

212. Can 5d Transition-metal Monolayers Be Magnetic on Ferromagnetic
Substrate?
Solid State Commun., 106 (1998) pp.665-667
Q. Sun, Q. Wang, J. Z. Yu, Z. Zeng, Z. Q. Li, K. Ohno and Y. Kawazoe

213. Determination of the Elastic Tensor in Low-symmetry Structures
Europhys. Lett., 43 (1998) pp.183-188
M. H. F. Sluiter, M. Weinert and Y. Kawazoe

214. An ab initio approach to phonon spectrum of trans-polyacetylene (vol 9, pg
L351, 1997)
J. Phys-Condens Matter, 10[16] (1998) pp.3695
Wu CQ, Fu RT, L1 ZQ, Kawazoe Y

215.  Relaxations of Nonpolar Zinc Blende (110) Surface of GaN, AIN and BN
J. Appl. Phys., 84 (1998) pp.1977-1980
Zhi-Qiang Li, Hao Chen, Fan-Quan Kong, Qiang Sun and
Yoshiyuki Kawazoe

216. Resonant Tunneling in an Aharonov-Bohm Ring with a Quantum Dot
Phys. Rev. Lett., 80 (1998) pp.1952-1955
Jian Wu, Bing-Lin Gu, Hao Chen, Wenhui Duan and Yoshiyuki Kawazoe

217.  Adsorption of O Adatoms on Hydrogenated Si Cluster
Europhys. Lett., 43 (1998) pp.47-52
Q. Sun, J. Z. Yu, L. Zhou, Z. Q. Li, Z. Tang, K. Ohno and Y. Kawazoe

218. Insertion of Xe and Kr Atoms into Ceo and C7o Fullerenes and the Formation of



Dimers
Phys. Rev. Lett., 81 (1998) pp.967-970
Tsutomu Ohtsuki, Kaoru Ohno, Keiichiro Shiga, Yoshiyuki Kawazoe,
Yutaka Maruyama and Kazuyoshi Masumoto

219. Relaxations of TiOs2- and SrO-Terminated SrTiOs (001) Surfaces
Phys. Rev. B., 58 (1998) pp.8075-8078
Zhi-Qiang Li, Jia-Lin Zhu, Chang-Qin Wu, Zheng Tang and
Yoshiyuki Kawazoe

220.  Spin Oscillation and its Reduction in a Quantum Dot
Phys. Rev. B., 58 (1998) pp.13755-13761
Jia-Lin Zhu, Ziqiang Zhu, Yoshiyuki Kawazoe and Takafumi Yao

221. fEEMEE 2 F> NI/NiAL R O EE OS5 FB ) I 21— a v
H A4 B 528, 62[11] (1998) pp.978-985
MR, 1IE BEE, JIIREE

222.  Self-consistent Tight-Binding Formalism for Charged Systems
J. Phys.: Condens. Matter, 10 (1998) pp.8257-8267
Keivan Esfarjani and Yoshiyuki Kawazoe

223. Binding and Overlap Function of Incompletely Confined Excitons in Quantum
Dots
J. Phys.: Condens. Matter, 10 (1998) pp.583-587
Jia-Lin Zhu, Shaofeng Zhu, Zigiang Zhu, Yoshiyuki Kawazoe and
Takafumi Yao

224.  Exact Spectra and Spin Oscillations for Two Electrons in Quantum Dots
Phys. Lett. A, 246 (1998) pp.157-162
Jia-Lin Zhu, Shaofeng Zhu, Zigiang Zhu, Yoshiyuki Kawazoe and
Takafumi Yao

225.  First-Principles Studies on the Structural and Magnetic Properties of (Cr, Mn,
Fe)/ Ag Monatomic Multilayers
J. Phys.: Condens. Matter, 10 (1998) pp.9655-9662
Jian-Tao Wang, Zhi-Qiang Li and Yoshiyuki Kawazoe

226. Numerical Study of Dynamic Behavior of Melting Sample in Shear Cell Under
Microgravity
Numer. Heat Transfer, Part A, 34 (1998) pp.709-718
Zhong Zeng, Hiroshi Mizuseki, Kyoko Ichinoseki, Yoshiyuki Kawazoe and
Kazuyuki Higashino

227.  Modelling of Phase Transitions by First-Principle Methods
Phase Transitions, 65 (1998) pp.73-77
Krzystof Parlinski and Yoshiyuki Kawazoe

228. A Study of the Thermodynamics of Segregation and Partial Order at (111)
Antiphase Boundaries in NizAl
Philos. Mag. A, 78 (1998) pp.1353-1364



Marcel Sluiter and Yoshiyuki Kawazoe

229.  First-Principles Studies on the Local Magnetism of Fe/Nb Multilayers
Phys. Lett. A, 239 (1998) pp.406-410
Q. Sun, Q. Wang, J. Z. Yu, Z. Q. Li, K. Ohno and Y. Kawazoe

230. Resonance Splitting Effect and Wave-vector Filtering Effect in Magnetic
Superlattices
J. Appl. Phys., 83 (1998) pp.4545-4547
Yong Guo, Bing-Lin Gu, Zhi-Qiang Li, Jing-Zhi Yu and Yoshiyuki Kawazoe

231. Quantum Method for Calculating the Coercivities of Transition-metal
Magnetic System
J. Magn. Soc. Jpn., 23 (1999) pp.412-414
L. Zhou, Q. Sun, J. T. Wang, J. Z. Yu and Y. Kawazoe

232.  First-Principles Calculation of the Structural and Magnetic Properties of (Cr,
Mn, Fe)/Ag Monatomic Multilayers
J. Magn. Soc. Jpn., 23 (1999) pp.584-586
Jian-Tao Wang, Zhi-Qiang Li and Yoshiyuki Kawazoe

233.  On the Metastable State of Low Dimensional Magnetic Systems
J. Magn. Soc. Jpn., 23 (1999) pp.590-592
Q. Sun, Y. Hashi, L. Zhou, Q. Wang, J. Z. Yu, Z. Zeng and Y. Kawazoe

234.  Self-Organized Magnetic Recording System
J. Magn. Soc. Jpn., 23 (1999) pp.667-669
M. Ishihara, H. Mizuseki, K. Ohno and Y. Kawazoe

235.  Structure and Magnetism of Small Fe Clusters
J. Magn. Soc. Jpn., 23 (1999) pp.679-681
A. Taneda and Y. Kawazoe

236. The Effect of Segregation and Partial Order on the Thermodynamics of (111)
Antiphase Boundaries in NizAl
Comput. Mater. Sci., 14 (1999) pp.283-290
Marcel Sluiter, Yuichi Hashi and Yoshiyuki Kawazoe

237. Absolute Total Energy of Small Copper Clusters in an All-Electron
Mixed-Basis Approach with the Generalized-Gradient Approximation
J. Mater. Res., 14 (1999) pp.980-983
Keiichiro Shiga, Kaoru Ohno, Yoshiyuki Kawazoe, Rong-Tang Fu and
Yutaka Maruyama

238.  Stabilities of Spin Configuration and Exchange Interactions in (Cr, Mn, Fe)/Ag
Monatomic Multilayers
Phys. Rev. B, 59 (1999) pp.6974-6978
Jian-Tao Wang, Zhi-Qiang Li, Lei Zhou, Yoshiyuki Kawazoe and
Ding-Sheng Wang

239.  Effective Ab Initio Exchange Integrals and Magnetic Phase Transition in fcc
Fe and Mn Antiferromagnets



Phys. Rev. B, 59 (1999) pp.8387-8390
Yu-Mei Zhou, Ding-Sheng Wang and Yoshiyuki Kawazoe

240. The Three-fermion Problem in Two and Three Dimensions; a Unified
Variational Approach
J. Phys. B: At. Mol. Opt. Phys., 32 (1999) pp.749-756
Amir Abbas Farajian, Keivan Esfarjani and Yoshiyuki Kawazoe

241.  Explanation for the Configurational Heat Capacity of Ordered Phases
Phys. Rev. B, 59 (1999) pp.3280-3282
Marcel H. F. Sluiter and Yoshiyuki Kawazoe

242.  Force Constants for Substitutional Alloys
Phys. Rev. B, 59 (1999) pp.4100-4111
Marcel H. F. Sluiter, Micheal Weinert and Yoshiyuki Kawazoe

243. Intermolecular Bonds Bridging Two Anthracene Molecules in A []
-Cyclodextrin
J. Solid State Chem., 144 (1999) pp.263-271
Rodion Belosludov, Tohru Hiwada, Yoshiyuki Kawazoe, Kaoru Ohno,
Takehisa Yoshinari, Akimasa Ohnishi and Shin-ichiro Nagasaka

244.  Construction and Application of Materials Database for Non-Equilibrium and
Matastable Phases
Mater. Trans. JIM, 40 (1999) pp.424-427

Jing-Zhi Yu, Kouki Takanasi, Toshiyuki Itoh, Takejiro Kaneko, Shunya Abe,
Hiroyasu Fujimori and Yoshiyuki Kawazoe

245. Lattice Dynamics of Helium Gas Hydrates Based on Ice Framework: Dynamic
and Thermodynamic Stability
Solid State Commun., 109 (1999) pp.157-162
Rodion Vladimirovich Belosludov, Yoshiyuki Kawazoe,
Evgenie Vladimirovich Grachev, Yuri Alekseevich Dyadin and
Vladimir Romanovich Belosludov

246.  Atomistic Theory of the Critical Field for Intrinsic Spin Reversal in Transition
Metals
Phys. Rev. B, 59 (1999) pp.1028-1035
Lei Zhou, Yuichi Hashi, Qiang Sun, Jingzhi Yu, Dingsheng Wang and
Yoshiyuki Kawazoe

247. How to Simulate a Structural Phase Transition by the First-principles
Method?
Phase Transitions, 67 (1999) pp.681-693
Krzystof Parlinski, Zhi-Qiang Li and Yoshiyuki Kawazoe

248.  Electronic and Transport Properties of N-P Doped Nanotubes
Appl. Phys. Lett., 74 (1999) pp.79-81
Keivan Esfarjani, Amir Abass Farajian, Yuichi Hashi and Yoshiyuki Kawazoe

249. A Simple Model for the Cyclic Amorphization Phenomenon
Acta Mater., 47 (1999) pp.475-480



Marcel Sluiter and Yoshiyuki Kawazoe

250. Stable Vacancy Clusters in Neutron-Irradiated Graphite: Evidence for
Aggregations with a Magic Number
Phys. Rev. Lett., 82 (1999) pp.2532-2535
Z. Tang, M. Hasegawa, T. Shimamura, Y. Nagai, T. Chiba, Y. Kawazoe,
M. Takenaka, E. Kuramoto and T. Iwata

251. Geometry and Electronic Structure of Magic Iron Oxide cClusters
Phys. Rev. B, 59 (1999) pp.12672-12677

Q. Wang, Q. Sun, M. Sakurai, and J. Yu, B. L. Gu, K. Sumiyama and
Y. Kawazoe

252.  Resonance Splitting Effect in Semiconductor Superlattices
Eur. Phys. J. B, 8 (1998) pp.257-261
Yong Guo, Bing-Lin Gu, Zhi-Qiang Li, Qiang Sun and Yoshiyuki Kawazoe

253.  Zero-Point Motions in Trans-Polyacetylene
Chin. Phys. Lett., 15[9] (1998) pp.671-673
R.T. Fu, X. S. Rao, X. Sun and Y. Kawazoe

254. Transmission Resonances in Magnetic-Barrier Structures
Eur. Phys. J. B, 8 (1998) pp.263-270
Yong Guo, Zhi-Qiang Li, Bing-Lin Gu, Qiang Sun, Jing-Zhi Yu and
Yoshiyuki Kawazoe

255. Direct Numerical Simulation of Oscillatory Marangoni Convection in
Cylindrical Liquid Bridges
J. Cryst. Growth, 204 (1999) pp.395-404
Zhong Zeng, Hiroshi Mizuseki, Kazuyuki Higashino and Yoshiyuki Kawazoe

256. How Accurate the First-Principles Calculations can be Applied to Nuclear
Reactor Materials Research?
Nucl. Instrum. Methods Phys. Res., Sect. B, 153 (1999) pp.77-86
Yoshiyuki Kawazoe, Kaoru Ohno, Keiichiro Shiga, Hiroshi Kamiyama,
Zheng Tang, Masayuki Hasegawa and Hideki Matsui

257. Ab Initio HF, MP2 and DFT Studies of the Structures, Vibrations and
Energetics of the Urea Dimer and Trimer
Molecular Engineering, 8 (1999) pp.105-119
Vladimirovich Rodion Belosludov, Zhi-Qiang Li and Yoshiyuki Kawazoe

258. Numerical Simulation of Oscillatory Thermocapillary Convection in Liquid
Bridge
SPIE Materials Research in Low Gravity II, 3792 (1999) pp.353-362
Zhong Zeng, Hiroshi Mizuseki, Kazuyuki Higashino and Yoshiyuki Kawazoe

259. Body-Centered-Cubic Lattice @ Model with Many-Body Interactions
Representing the Melting Transition in Si
J. Chem. Phys., 110[19] (1999) pp.9608-9617
Ryoji Sahara, Hiroshi Mizuseki, Kaoru Ohno, Satoshi Uda, Tsuguo Fukuda
and Yoshiyuki Kawazoe



260.  First-Principles Studies on the Adsorptive Properties of Hydrogenated Si
Cluster
Physica B, 269 (1999) pp.239-243
Qian Wang, Qiang Sun, Jing-Zhi Yu, Masahito Ishihara and
Yoshiyuki Kawazoe

261. The Study on Transmission Properties of Carbon Nanotubes by Recursive
Green's Function Method
Trans. Mater. Res. Soc. Jpn., 24[2] (1999) pp.205-208
Bing-Lin Gu, Jian Wu, Jing-Zhi Yu, Kaoru Ohno and Yoshiyuki Kawazoe

262.  First-Principles Determination of Possible Geometries in Cis-Polyacetylene
Synth. Met., 101 (1999) pp.507-508
Chang-Qin Wu and Yoshiyuki Kawazoe

263.  Vibrational Analysis of a Trans-Polyacetylene Chain
Synth. Met., 101 (1999) pp.314-315
Jian Miao, Chang-Qin Wu, Xin Sun, Rong-Tang Fu, Zhi-Qiang Li and
Yoshiyuki Kawazoe

264.  Zero-Point Motions in Charged Ceo
Synth. Met., 103 (1999) pp.2452-2453
Xiao-Dong Wang, Rong-Tang Fu, Xin Sun and Yoshiyuki Kawazoe

265. Can Ab Initio Simulation Really Predict Properties of Materials Prior to
Experimental?
Bull. Mater. Sci., 22[5] (1999) pp.901-904
Yoshiyuki Kawazoe

266. Ab Initio Studies on the Structural and Magnetic Properties of FeCu
Superlattices
Phys. Rev. B, 60[5] (1999) pp.3025-3028
Jian-Tao Wang, Lei Zhou and Yoshiyuki Kawazoe

267. Nonlinear Coherent Transport Through Doped Nanotube Junctions
Phys. Rev. Lett., 82[25] (1999) pp.5084-5087
Amir Abbas Farajian, Keivan Esfarjani and Yoshiyuki Kawazoe

268. Localized Basis Set Optimization
Comput. Mater. Sci., 15 (1999) pp.351-356
Keivan Esfarjani, Amir Abbas Farajian and Yoshiyuki Kawazoe

269. Formation of As- and Ge-Doped Heterofullerenes
Phys. Rev. B., 60[3] (1999) pp.1531-1534
Tsutomu Ohtsuki, Kaoru Ohno, Keiichiro Shiga, Yoshiyuki Kawazoe,
Yutaka Maruyama and Kazuyoshi Masumoto

270. Monte Carlo Simulation of Cu-Au Alloys on FCC Lattice with a Renormalized
Potential
Mater. Trans. JIM, 40[9] (1999) pp.911-914
Hiroshi Ichikawa, Ryoji Sahara, Hiroshi Mizuseki, Kaoru Ohno and



Yoshiyuki Kawazoe

271.  Theoretical Study of Hydrogen Solubility in Fe, Co and Ni
Mater. Trans. JIM, 40[9] (1999) pp.855-858
Jing-Zhi Yu, Qiang Sun, Qian Wang and Yoshiyuki Kawazoe

272.  Stable Stractures of Neutral and Charged Iron Clusters by Self-Consistent
Tight-Binding Molecular-Dynamics
Mater. Trans. JIM, 40[9] (1999) pp.859-862
Akito Taneda and Yoshiyuki Kawazoe

273. Ab Initio Molecular Dynamics in an All-Electron Mixed-Basis Approach:
Application to Atomic Insertions to Ceo
Modell. Simul. Mater. Sci. Eng., 7 (1999) pp.621-630
Keiichiro Shiga, Kaoru Ohno, Yutaka Maruyama, Yoshiyuki Kawazoe and
Tsutomu Ohtsuki

274. Cluster Growth in Cluster Beam Deposition Process by Direct Simulation
Monte Carlo
J. Magn. Soc. Jpn., 23[S1] (1999) pp.103-106
Hiroshi Mizuseki, Ying Jin, Jing-Zhi Yu and Yoshiyuki Kawazoe

275. Unified Spin-Wave Theory for Quantum Spin Systems with Single-Ion
Anisotropies
J. Phys. A: Math. Gen., 32[38](1999) pp.6687-6704
Lei Zhou and Yoshiyuki Kawazoe

276. Jahn-Teller Distorition in Dangling-Bond Linear Chains Fabricated of a
Hydrogen-Terminated Si (100) -2x1 Surface
Phys. Rev. Lett., 82 (1999) pp.4034-4037
T. Hitosugi, S. Heike, T. Onogi, T. Hashizume, S. Watanabe, Z.-Q. Li,
K. Ohno, Y. Kawazoe, T. Hasegawa and K. Kitazawa

277. Size Effect on Quasibound States and Negative Differential Resistances in
Step-Barrier Structures
Phys. Lett. A, 261 (1999) pp.114-118
Yong Guo, Bing-Lin Gu, Zhong Zeng and Yoshiyuki Kawazoe

278.  Orbital Correlation and Magnetocrystalline Anisotropy in One-Dimensional
Transition-Metal Systems
Phys. Rev. B, 60[13] (1999) pp.9545-9549
Lei Zhou, Ding Sheng Wang and Yoshiyuki Kawazoe

279. The Mechanisms for Pressure-Induced Amorphization of Ice In
Nature, 400 (1999) pp.647-649
John S. Tse, Dennis Dwayne Klug, Chris A. Tulk, Ian Swainson,
E C. Svensson, Chun-Keung Loong, Vladimir Petrovich Shpakov,
Vladimir Romanovich Belosludov, Rodion Vladimirovich Belosludov and
Yoshiyuki Kawazoe

280. Transmission through a Mesoscopic Ring with a Quantum Dot
Phys. Lett. A, 262 (1999) pp.245-250



Jian Wu, Bing-Lin Gu, Junjie Liu, Youjiang Guo, Jia-Lin Zhu, Jing-Zhi Yu
and Yoshiyuki Kawazoe

281.  Site-Percolation Models Including Heterogeneous Particles on a Square Lattice
Mater. Trans. JIM, 40[11] (1999) pp.1314-1318
Ryoji Sahara, Hiroshi Mizuseki, Kaoru Ohno and Yoshiyuki Kawazoe

282. Effect of Hydrogen on the Magnetism and Its Solubility in Ferromagnetic
Nickel
Mater. Trans. JIM, 40[11] (1999) pp.1244-1248
Jing-Zhi Yu, Qiang Sun, Qian Wang and Yoshiyuki Kawazoe

283. Capacitance of Microclusters
Mater. Trans. JIM, 40[11] (1999) pp.1224-1227
Qian Wang, Qiang Sun, Jing-Zhi Yu and Yoshiyuki Kawazoe

284.  Effect of Lattice Coherency on Solution Energies of Impurities: Stability of an
Epitaxial InAs Monolayer Deposited on GaAs
Mater. Trans. JIM, 40[11] (1999) 1295-1300
Sornthep Vannarat, Marcel Sluiter and Yoshiyuki Kawazoe

285. A Tight-Binding Molecular-Dynamics Study of Copper Clusters
Mater. Trans. JIM, 40[11] (1999) pp.1255-1257
Akito Taneda and Yoshiyuki Kawazoe

286. Prediction of Effect of Ti on the (111) and (100) Antiphase Boundary Energy in
NizAl
Mater, Trans. JIM, 40[11] (1999) pp.1301-1305
Hai-Ping Wang, Marcel Sluiter and Yoshiyuki Kawazoe

287.  All-Electron Mixed-Basis Calculation with Conjugated Gradient Method to
Optimize Structure of Copper Clusters
Mater. Trans. JIM, 40[11] (1999) pp.1205-1208
Y. C. Bae, Kaoru Ohno and Yoshiyuki Kawazoe

288. Marangoni Convection in Half-Zone Liquid Bridge
Mater. Trans. JIM, 40[11] (1999) pp.1331-1336
Zhong Zeng, Hiroshi Mizuseki, Kyoko Ichinoseki, Kazuyuki Higashino and
Yoshiyuki Kawazoe

289. Dielectric Response Functions Studied by an All-Electron Mixed-Basis
Approach
Mater. Trans. JIM, 40[11] (1999) pp.1209-1212
Soh Ishii, Kaoru Ohno and Yoshiyuki Kawazoe

290. First-Principles Studies on the Structural and Magnetic Properties of 3d/(Cu,
Ag, Au) Multilayers
Mater. Trans. JIM, 40[11] (1999) pp.1228-1236
Jian-Tao Wang, Lei Zhou and Yoshiyuki Kawazoe

291.  Simulation of Crystal Growth in Solution by Hybrid Modeling
Mater. Trans. JIM, 40[11] (1999) pp.1337-1341



Hiroshi Mizuseki and Yoshiyuki Kawazoe

292.  Orbital Correlation Effects in Transition Metal Microclusters
Mater. Trans. JIM, 40[11] (1999) pp.1237-1243
Lei Zhou, Jian-Tao Wang, Dingsheng Wang and Yoshiyuki Kawazoe

293. Multi-Valued Magnetic Recording Materials Predicted by Self-Organized
Magnetization Dynamics
Mater. Trans. JIM, 40[11] (1999) pp.1319-1322
Masahito Ishihara, Hiroshi Mizuseki, Kaoru Ohno and Yoshiyuki Kawazoe

294. In-Situ Infrared Spectroscopy of a Photoirradiated Potassium-Doped Cso Film
Chem. Phys. Lett., 315 (1999) pp.19-24
Jun Onoe, Yuichi Hashi, Keivan Esfarjani, Toshiki Hara, Yoshiyuki Kawazoe
and Kazuo Takeuchi

295.  Ab Initio Study of Phonons in Hexagonal GaN
Phys. Rev. B, 60[23] (1999) pp.511-514
Krzystof Parlinski and Yoshiyuki Kawazoe

296. Ab Initio and Lattice Dynamics Studies of the Vibrational and Geometrical
Properties of the Molecular Complex of Hydroquinone and Ceo
Chem. Phys. Lett., 312 (1999) pp.299-305
Rodion V. Belosludov, Marcel Sluiter, Zhi-Qiang Li and Yoshiyuki Kawazoe

297. Interactions and Oscillations in Quantum Dots
J. Phys.: Condens. Matter, 11 (1999) pp.229-238
Jia-Lin Zhu, Zigiang Zhu, Yoshiyuki Kawazoe and Takafumi Yao

298. Can Ab Initio Simulation Really Predict Properties of Materials Prior to
Actually Carrying Out the Experiments?
Bull. Mater. Sci., 22[3] (1999) pp.735-739
Yoshiyuki Kawazoe

299.  Ab Initio Study of Dopant Insertion into Carbon Nanotubes
J. Chem. Phys., 111[5] (1999) p.2164-2168
A. A. Farajian, K. Ohno, K. Esfarjani, Y. Maruyama and Y. Kawazoe

300.  Ab Initio Studies of Phonons in MgO by the Direct Method Including LLO Mode
J. Phys. Chem. Solids, 61 (2000) pp.87-90
K. Parlinski, J. Lazewski and Y. Kawazoe

301. Calculations of Phonons in LiNbOs
Phys. Rev. B, 61 (2000) pp.272-278
K. Parlinski, Z. Q. Li and Y. Kawazoe

302. Systematic Study of Foreign-Atom-Doped Fullerenes by Using a Nuclear
Recoil Method and Their MD Simulation
J. Chem. Phys., 112 (2000) pp.2834-2842
T. Ohtsuki, K. Ohno, K. Shiga, Y. Kawazoe, Y. Maruyama and K. Masumoto

303. Numerical Simulation of Convection Depth in Shear Cell under Microgravity



Adv. Space Res., 24[10] (1999) pp.1321-1324
Zhong Zeng, Hiroshi Mizuseki, Kyoko Ichinoseki, Kazuyuki Higashino and
Yoshiyuki Kawazoe

304. The Effect of Segregation and Partial Order on the Thermodynamics of (111)
Antiphase Boundaries in NizAl
Comput. Mater. Sci., 14 (1999) pp.283-290
Marcel Sluiter, Yuichi Hashi and Yoshiyuki Kawazoe

305. Weak Universality of a Site-Percolation Model with Two Different Sizes of
Particles on a Square Lattice
J. Phys. Soc. Jpn., 68[12] (1999) pp.3755-3758
Ryoji Sahara, Hiroshi Mizuseki, Kaoru Ohno and Yoshiyuki Kawazoe

306. Atomic Structure of Pd-intercalated Graphite by High-Resolution Electron
Microscopy and First Principles Calculations
Mater Trans., JIM, 40[11] (1999) pp.1213-1218
T. Oku, Q. Sun, D. S. Wang, Q. Wang, Y. Kawazoe, G. Schmid and
K. Suganuma

307. Preferential Formation of Fe;30s Clusters in a Reactive Laser Vaporization
Cluster Source
J. Phys. Soc. Jpn., 68[11] (1999) pp.3497-3499
M. Sakurai, K. Sumiyama, Q. Sun and Y. Kawazoe

308. Lattice Relaxation of Monosize CeQO2-x Nanocrystalline Particles
Appl. Surf. Sci., 152[1-2] (1999) pp.53-56
S. Tsunekawa, R. Sahara, Y. Kawazoe and K. Ishikawa

309. Modelling of Phase Transitions by First-Principle Methods
Phase Transitions, 65[1-4] (1999) pp.73-77
K. Parlinski and Y. Kawazoe

310.  Torsional Structure in Poly (Para-Phenylene Vinylene)
Synth. Met., 101[1-3] (1999) pp.304-305
R. T. Fu, M. Sluiter, C. Q. Wu, X. Sun and Y. Kawazoe

311. Fourier Transform Infrared and Mass Spectrometry Studies of a
Photoirradiated K<Ceso Film
Eur. Phys. J. D, 9[1-4] (1999) pp.363-367
J. Onoe, Y. Hashi, K. Esfarjani, Y. Kawazoe and K. Takeuchi

312. Silicon Doped Icosahedral, Cuboctahedral, and Decahedral Cluster of
Aluminum
Phys. Rev. B, 61[12] (2000) pp.8541-8547
Vijay Kumar, Satadeep Bhattacharjee and Yoshiyuki Kawazoe

313.  First-Principles Studies on the Intrinsic Stability of the Magic Fei30s Cluster
Phys. Rev. B, 61[8] (2000) pp.5781-5785
Qiang Sun, Qian Wang, Parlinski Krzystof, Jing-Zhi Yu, Yuichi Hashi,
Xing Gao Gong and Yoshiyuki Kawazoe



314. A New Crystal Growth Model Based on a Stochastic Method under an External
Field
Modell. Simul. Mater. Sci. Eng., 8 (2000) pp.1-11
Hiroshi Mizuseki, Kazumi Tanaka, Kaoru Ohno and Yoshiyuki Kawazoe

315.  Electric-Field Effects on Electronic Tunneling Transport in Magnetic Barrier
Structures
Phys. Rev. B, 61[3] (2000) pp.1782-1731
Yong Guo, Hao Wang, Bing-Lin Gu and Yoshiyuki Kawazoe

316.  Structure of Pb-Intercalated Graphite Onions Formed by Electron Beam
Irradiation
Mol. Cryst. Liq. Cryst., 340 (2000) pp.95-100
Takeo Oku, Gunter Schmid, Katsuaki Suganuma, Qiang Sun and
Yoshiyuki Kawazoe

317. Exchange Interaction and Magnetic Phase Transition in Layered Fe/Au(001)
Superlattices
Phys. Rev. B, 62[5] (2000) pp.3354-3360

Jian-Tao Wang, Lei Zhou, Ding-Sheng Wang and Yoshiyuki Kawazoe

318. Ground State Structures of Neutral and Charged Ti Clusters Containing 2 to
16 Atoms
Mater. Trans. JIM, 41[5] (2000) pp.635-638
Akito Taneda and Yoshiyuki Kawazoe

319. Spin-Dependent Electronic States and Magnetoconductance in a Magnetic
Quantum Antidot
J. Phys.: Condens. Matter, 12 (2000) pp.3359-3367
Yong Guo, Bin Wang, Hui Hu, Jing-Zhi Yu, Bing-Lin Gu and
Yoshiyuki Kawazoe

320. Study on Local Structures of CxNix Films by First-Principles 1s Orbital
Energy Calculations
Mater. Trans. JIM, 41[5] (2000) pp.628-630
Tsuguo Morisato, Kaoru Ohno, Yoshiyuki Kawazoe and Isao Kusunoki

321.  Prediction of Solution Enthalpies of Substitutional Impurities in Aluminium
Modell. Simul. Mater. Sci. Eng., 8 (2000) pp.221-232
Marcel Henricus Franciscus Sluiter and Yoshiyuki Kawazoe

322.  Electron-Spin Polarization in Magnetically Modulated Quantum Structure
Phys. Rev. B, 62[4] (2000) pp.2635-2639
Yong Guo, Bing-Lin Gu, Zhong Zeng, Jing-Zhi Yu and Yoshiyuki Kawazoe

323. Simulation of Electrochemical Deposition Process by a Multiparticle Diffusive
Aggregation Model
J. Appl. Phys., 87[9] (2000) pp.4611-4616
Hiroshi Mizuseki and Yoshiyuki Kawazoe

324. Monte Calro Analysis of the Osmotic Pressure of Athermal Polymer Solutions



in Dilute and Semi-dilute Regimes
Comput. Theor. Polym. Sci., 10 (2000) pp.281-285
Kazuhito Shida, Kaoru Ohno, Masayuki Kimura and Yoshiyuki Kawazoe

325.  Effect of Magnetic Transition on Hydrogen Solubility in Ni
Mater. Trans. JIM, 41[5] (2000) pp.621-623
Jing-Zhi Yu, Qiang Sun, Utako Onose, Yoko Akiyama and
Yoshiyuki Kawazoe

326. Ab InitiocMonte Carlo Studies on the Finite-Temperature Properties of L1lo
FeAu Superlattice
Mater. Trans. JIM, 41[5] (2000) pp.601-604
Jian-Tao Wang, Lei Zhou, Ding-Sheng Wang and Yoshiyuki Kawazoe

327. In Situ FTIR, XPS, and STM Studies of the Nano-Structure of a
Photopolymerized Ceo Film
Mol. Cryst. Liq. Cryst., 340 (2000) pp.689-694
Jun Onoe, Tomonobu Nakayama, Aiko Nakao, Yuichi Hashi,
Keivan Esfarjani, Yoshiyuki Kawazoe, Masakazu Aono and Kazuo Takeuchi

328.  Coherent Transport through Carbon Nanotubes with Finite Length
Mater. Trans. JIM, 41[5] (2000) pp.571-573
Jian Wu, Bing-Lin Gu, Jing-Zhi Yu and Yoshiyuki Kawazoe

329. A Modified CCA Model Describing Gelation Processes
Comput. Theor. Polym. Sci., 10 (2000) pp.269-274
Kaoru Ohno and Yoshiyuki Kawazoe

330.  First-Principles Studies on Magnetism of Ni Clusters Coated and Alloyed with
Pd
Phys. Lett. A, 267 (2000) pp.394-402
Qian Wang, Qiang Sun, Jing-Zhi Yu, Yuichi Hashi and Yoshiyuki Kawazoe

331.  Ab Initio Molecular Dynamics Simulation for the Insertion Process of Si and
Ca Atoms into Cr4
Mater. Sci. Eng. A, 290 (2000) pp.6-10
Keiichiro Shiga, Kaoru Ohno, Yoshiyuki Kawazoe, Yutaka Maruyama,
Takaichi Hirata, Rikizo Hatakeyama and Noriyoshi Sato

332.  First-Principles Studies on Pb Intercalated Graphite
Mol. Cryst. Liq. Cryst., 340 (2000) pp.283-288
Qiang Sun, Ding Sheng Wang, Qian Wang, Takeo Oku and
Yoshiyuki Kawazoe

333.  Ab Initio Study of Phonons and Structural Stabilities of the Perovskite-Type
MgSiOs
Eur. Phys. J. B, 16 (2000) pp.49-58
Krzystof Parlinski and Yoshiyuki Kawazoe

334.  Ab Initio Study of Phonons in the Rutile Structure of SnO2 under Pressure
Eur. Pys. J. B, 13 (2000) pp.679-683
Krzystof Parlinski and Yoshiyuki Kawazoe



335. Mechanical Stability of Gas Hydrates under Pressure
Ann. N.Y. Acad. Sci., 912 (2000) pp.993-1002
Vladimir Romanovich Belosludov, Vladimir Petrovich Shpakov, John S. Tse,
Rodion Vladimirovich Belosludov and Yoshiyuki Kawazoe

336.  Structures of Magic Ba Clusters and Magic Ba Suboxide Clusters
Phys. Rev. A, 62[6] (2000) pp.632031-632036
Qian Wang, Qiang Sun, Jing Zhi Yu, Bing Lin Gu, Yoshiyuki Kawazoe and
Hashi Yuichi

337. Monte Carlo Study of the Second Virial Coefficient and Statistical Exponent of
Star Polymers with Large Numbers of Branches
Macromolecules, 33[20] (2000) pp.7655-7662
Kazuhito Shida, Kaoru Ohno, Masayuki Kimura and Yoshiyuki Kawazoe

338.  Geometry and Electronic Structures of Magic Transition-Metal Oxide Clusters
MsOs(M=Fe, Co, and Ni)
Phys. Rev. B, 62[12] (2000) pp.8500-8507
Qiang Sun, Masaki Sakurai, Qian Wang, Jing Zhi Yu, Guang Hou Wang,
Kenji Sumiyama and Kawazoe Yoshiyuki

339. Finite Size Effects in Carbon Nanotubes
Appl. Phys. Lett., 77[16] (2000) pp.2554-2556
Jian Wu, Wenhui Duan, Bing- Lin Gu, Jing- Zhi Yu and Yoshiyuki Kawazoe

340.  First-Principles Calculation on Dissociation of Hydrogen Molecule in Nickel
Mater. Trans. JIM, 41[9] (2000) pp.1114-1117
Jing Zhi Yu, Qiang Sun, Qian Wang, Utako Onose, Yoko Akiyama and
Yoshiyuki Kawazoe

341. Spin-Polarized Transport Through a ZnSe/Zni-xMnxSe Heterostructure under
an Applied Electric Field
J. Appl. Phys., 88[11] (2000) pp.6614-6617
Yong Guo, Hao Wang, Bing- Lin Gu and Yoshiyuki Kawazoe

342. Tunneling Transport of Two-Dimensional Spin-Polarized Electrons through
Magnetic Quantum Structures (in Chinese)
Acta Phys. Sin., 49[9] (2000) pp.1814-1820
Yong Guo, Bing Lin Gu and Yoshiyuki Kawazoe

343. Electron Coherent Tunneling in Low-Dimensional Magnetic Quantum
Structures
Physica E, 8 (2000) pp.146-153
Yong Guo, Hao Wang, Bing-Lin Gu and Yoshiyuki Kawazoe

344. Origin of the Blue Shift in Ultraviolet Absorption Spectra of Nanocrystalline
CeO2« Particles
Mater. Trans. JIM, 41[8] (2000) pp.1104-1107
Shin Tsunekawa, Ryoji Sahara, Yoshiyuki Kawazoe and Atsuo Kasuya

345. Systematic Study of Foreign-Atom-Doped Fullerenes by Using a Nuclear



Recoil Method and Their MD Simulation
J. Chem. Phys., 112[6] (2000) pp.2834-2842
T. Ohtsuki, K. Ohno, K. Shiga and Y. Kawazoe, Y. Maruyama and
K. Masumoto

346. Theoretical Insights into Fullerenes Adsorbed on Surfaces: Comparison with
STM Studies
Advances in Scanning Probe Microscopy, 2 (2000) pp.113-142
Kaoru Ohno and Yoshiyuki Kawazoe

347. Coulomb Expansion of a Van der Waals Ceo Solid Film
Sci. China, Ser. A Math., 43[11] (2000) pp.1224-1232
Q. K. Xue, J. L. Li, M. Sun, H. Lu, T. Hashizume, Y. Hasegawa, K. Ohno,
Z. Q. 11, Y. Kawazoe, T. Sakurai, H. Kamiyama and H. Shinohara

348.  Origin of Anomalous Lattice Expansion in Oxide Nanoparticles
Phys. Rev. Lett., 85[16] (2000) pp.3440-3443
S. Tsunekawa, K. Ishikawa, Z-Q. Li, Y. Kawazoe and A. Kasuya

349. Critical Size and Anomalous Lattice Expansion in Nanocrystalline BaTiOs
Particles
Phys. Rev. B, 62[5] (2000) pp.3065-3070
S. Tsunekawa, S. Ito, T. Mori, K. Ishikawa, Z-Q. Li and Y. Kawazoe

350. Growth Processes of Magnetic Clusters Studied by Direct Simulation Monte
Carlo Method
J. Appl. Phys., 87[9] (2000) pp.6561-6563
Hiroshi Mizuseki, Yoing Jin, Yoshiyuki Kawazoe and Luc T. Wille

351. Positron Confinement in Ultrafine Embedded Particles: Quantum-Dot-Like
State in an Fe-Cu Alloy
Phys. Rev. B, 61[10] (2000) pp.6574-6578
Y. Nagai, M. Hasegawa, Z. Tang and A. Hempel, K. Yubuta, T. Shimamura,
Y. Kawazoe, A. Kawai and F. Kano

352. X-ray Photoelectron Spectroscopy and Ab Initio Molecular-Dynamics Studies
of an Air-Exposed Ceo Film
Trans. Mater. Res. Soc. Jpn., 25[4] (2000) pp.1011-1014
Jun Onoe, Kaoru Ohno, Yoshiyuki Kawazoe and Kazuo Takeuchi

353. How Well Can Physical, Chemical, and Mechanical Properties of Materials be
Predicted by Ab Initio Techniques?
Mater. Des., 22 (2001) pp.61-67
Yoshiyuki Kawazoe

354.  Ab Initio Studies of Phonons in CaTiOs
J. Chem. Phys., 114[5] (2001) pp.2395-2400
K. Parlinski, Y. Kawazoe and Y. Waseda

355. Evolution of Electronic States and Abnormal Multishell Relaxations in
Strontium Clusters
Phys. Rev. B, 63 (2001) pp.754101-754109



Vijay Kumar and Yoshiyuki Kawazoe

356.  First-Principles Studies on Pure and Doped Csz2 Clusters
J. Phys.: Condens. Matter, 13 (2001) pp.1931-1938
Q. Sun, Q. Wang, J. Z. Yu, K Ohno and Y Kawazoe

357. Ab Initio GW Quasiparticle Energies of Small Sodium Clusters by an
All-Electron Mixed-Basis Approach
Phys. Rev. B, 63[15] (2001) pp.1551041-1551046
Soh Ishii, Kaoru Ohno, Yoshiyuki Kawazoe and Steven G Louie

358. A Monte Carlo Simulation on the Process of Cluster Deposition
Mater. Trans., 42[3] (2001) pp.439-442
Kenta Hongo, Hiroshi Mizuseki and Yoshiyuki Kawazoe

359. Molecular Dynamics Simulation of Temperature Dependence of Dislocation
Behavior in fcec Ni Single Crystal under Tensile Condition
Mater. Trans., 42[3] (2001) pp.425-428
Tomoyasu Aihara, Ryota Kaneko, Marcel Henricus Franciscus Sluiter and
Yoshiyuki Kawazoe

360. Real-Space Representation of Electron Localization and Shell Structure in
Jelliumlike Clusters
Phys. Rev. B, 63[19] (2001) pp.1934081-1934084
Q. Sun, Q. Wang, J. Z. Yu, V. Kumar and Y. Kawazoe

361.  Strain Dependence of Solute Atom Energy in Aluminum-Rich Alloys
Mater. Trans., 42[3] (2001) pp.429-431
Sornthep Vannarat, Marcel Henricus Franciscus Sluiter and
Yoshiyuki Kawazoe

362. Nonmetal-Metal Transition in Ban Clusters
Solid State Commun., 117 (2001) pp.635-639
Q. Sun, Q. Wang, J. Z. Yu and Y. Kawazoe

363. Icosahedral Growth and Non-Metal-Metal Transition in Strontium Clusters
Scr. Mater., 44 (2001) pp.1949-1953
Vijay Kumar and Yoshiyuki Kawazoe

364. Spin-Resonant Suppression and Enhancement in ZnSe/Zn:-xMnxSe Multilayer
Heterostructures
Phys. Rev. B, 63[21] (2001) pp.2144151-2144156
Yong Guo, Bing-Lin Gu, Hao Wang and Yoshiyuki Kawazoe

365. Quantum Size Effect and Temperature Effect on Spin-Polarized Transport in
ZnSe/Zni-xMnxSe Multilayers
Phys. Lett. A, 284 (2001) pp.205-215
Yong Guo, Jun-Qiang Lu, Zhong Zeng, Qian Wang, Bing-Lin Gu and
Yoshiyuki Kawazoe

366.  Spin Valve Effect in Magnetically Doped Nanotube-Based Transistors
AIP Conf. Proc., 590 (2001) pp.253-256



(NANONETWORK MATERIALS: Fullerenes, Nanotubes, and Related
Systemss;)
Keivan Esfarjani, Zhen Chen, Amir Abbas Farajian and Yoshiyuki Kawazoe

367. Why the All-Electron Full-Potential Approach is Suitable for Calculations on
Fullerenes and Nanotubes?
J. Mol. Graphics Modell., 19 (2001) pp.270-273
Yoshiyuki Kawazoe, Kaoru Ohno, Keivan Esfarjani, Yutaka Maruyama,
Keiichirou Shiga and Amir Abbas Farajian

368.  Ab-Initio Quasiparticle Energies of Small Sodium Clusters by the GW
Approximation
Scr. Mater., 44 (2001) pp.1963-1966
S. Ishii, K. Ohno and Y. Kawazoe

369. Multiscale Simulation of Cluster Growth and Deposition Processes by Direct
Simulation Monte Carlo Method
Scr. Mater., 44 (2001) pp.1911-1914
H. Mizuseki, K. Hongo, Y. Kawazoe and L. T. Wille

370. Hund's Rule in Metal Clusters: Prediction of High Magnetic Moment State of
Al;12Cu From First-Principles Calculations
Phys. Rev. B, 64 (2001) pp.1154051-1154055
Vijay Kumar and Yoshiyuki Kawazoe

371. Formation of New Materials in Fullerene by Using Nuclear Recoil: Antimony
Case
Scr. Mater., 44 (2001) pp.1575-1578
Tsutomu Ohtsuki, Kaoru Ohno, Keiichirou Shiga, Yoshiyuki Kawazoe,
Yutaka Maruyama, Koji Shikano and Kazuyoshi Masumoto

372.  Excitons and Band Structure of Highly Anisotropic GaTe Single Crystals
Phys. Rev. B, 64 (2001) pp.352101-352109
Aishi Yamamoto, Atsushi Syouji, Takenari Goto, Erkin Kulatov,
Kaoru Ohno, Yoshiyuki Kawazoe, Kazuhito Uchida and Noboru Miura

373. Abnormal Intermolecular Interaction between Overlayer Cso Molecules Due to
Induced Dipole Moments in Cgo Thin Films Adsorbed on Substrates
Scr. Mater., 44 (2001) pp.1579-1582
Kaoru Ohno and Yoshiyuki Kawazoe

374. Lattice Monte Carlo Simulation with a Renormalized Potential in Si
J. Cryst. Growth, 229 (2001) pp.610-614
Ryoji Sahara, Hiroshi Mizuseki, Kaoru Ohno, Hiroshi Kubo and
Yoshiyuki Kawazoe

375. Metal-Encapsulated Fullerenelike and Cubic Caged Clusters of Silicon
Phys. Rev. Lett., 87[4] (2001) pp.455031-455034
Vijay Kumar and Yoshiyuki Kawazoe

376. Spin-Resonant Splitting in Magnetically Modulated Semimagnetic
Semiconductor Superlattices



Phys. Rev. B, 64 (2001) pp.1553121-1553129
Yong Guo, Jun-Qiang Lu, Bing-Lin Gu and Yoshiyuki Kawazoe

377. Three-dimensional Oscillatory Thermocapillary Convection in Liquid Bridge
under Microgravity
Int. J. Heat Mass Transfer, 44 (2001) pp.3765-3774
Zhong Zeng, Hiroshi Mizuseki, Kiyoshi Shimamura, Tsuguo Fukuda,
Kazuyuki Higashino and Yoshiyuki Kawazoe

378. Marangoni Convection in Model of Floating Zone under Microgravity
J. Cryst. Growth, 229 (2001) pp.601-604
Zhong Zeng, Hiroshi Mizuseki, Kiyoshi Shimamura, Kazuyuki Higashino,
Tsuguo Fukuda and Yoshiyuki Kawazoe

379. Electron Standing-wave Observation in the Pd Overlayer on Au (111) and Cu
(111) Surfaces by Scanning Tunneling Microscopy
Phys. Rev. B, 64 (2001) pp.814031-814034
Takayuki Suzuki, Yasuhiro Hasegawa, Zhi-Qiang Li, Kaoru Ohno,
Yoshiyuki Kawazoe and Toshio Sakurai

380. Capacitance of Magic Ban Clusters
Scr. Mater., 44 (2001) pp.1959-1962
Qian Wang, Qiang Sun, Jing-Zhi Yu, Masaki Sakurai and Yoshiyuki Kawazoe

381. Realization of an Effective Ultrahigh Magnetic Field on a Nanoscale
J. Phys.: Condens. Matter, 13 (2001) pp.L49-L55
Siu-Tat Chui, Jian-Tao Wang, Lei Zhou, Keivan Esfarjani and
Yoshiyuki Kawazoe

382. Magnetic Phase Competing in MnAu Systems
Appl. Phys. Lett., 79[10] (2001) pp.1507-1509
Jian-Tao Wang, Ding-Sheng Wang and Yoshiyuki Kawazoe

383.  Ordering Effects in the Re-W and Re-Ta Sigma Phases
J. Phys.: Condens. Matter, 13 (2001) pp.9433-9443
Cecile Berne, Marcel Henricus Franciscus Sluiter, Yoshiyuki Kawazoe and
Alain Pasturel

384.  Site Occupancy in the Re-W Sigma Phase
Phys. Rev. B, 64 (2001) pp.1441031-1441038
Cecile Berne, Marcel Henricus Franciscus Sluiter, Yoshiyuki Kawazoe,
Thomas Hansen and Alain Pasturel

385. Formation of Sb- and Te-doped Fullerenes by Using Nuclear Recoil and
Molecular-dynamics Simulations
Phys. Rev. B, 64 (2001) pp.1254021-1254025
Tsutomu Ohtsuki, Kaoru Ohno, Keiichiro Shiga, Yoshiyuki Kawazoe,
Yutaka Maruyama, Koji Shikano and Kazuyoshi Masumoto

386. Magnetic Phase Transition and Hydrogen Solubility in Fe, Co, and Ni
J. Phase. Equilib., 22[4] (2001) pp.504-507
Jing-Zhi Yu, Qiang Sun, Qian Wang and Yoshiyuki Kawazoe



387. Stable Disordered Structures of Vanadium Clusters
J. Phys.: Condens. Matter, 13 (2001) pp.L305-1.312
Akito Taneda, Toshio Shimizu and Yoshiyuki Kawazoe

388. All-Electron Mixed-Basis Calculation to Optimize Structures of Vanadium
Clusters
Mater. Trans., 42[3] (2001) pp.432-434
Young-Cho Bae, Hiroki Osanai, Kaoru Ohno,
Marcel Henricus Franciscus Sluiter and Yoshiyuki Kawazoe

389.  Structure and Interaction Mechanism in the Magic Al13*H20 Cluster
Phys. Rev. A, 64 (2001) pp.532031-532036
Qiang Sun, Qian Wang, Jing Zhi Yu, Tina Marie Briere and
Yoshiyuki Kawazoe

390. Transport Properties of a Nanotube-Based Transistor
Eur. Phys. J. D, 16 (2001) pp.353-355
Keivan Esfarjani, Amir Abbas Farajian, Ebrahimi Fredand and
Yoshiyuki Kawazoe

391. Exchange Interaction and Magnetic Phase Transition in Layered Fe/Au
Superlattices
J. Magn. Magn. Mater., 226-230 (2001) pp.633-634
Jian-Tao Wang, Lei Zhou, Ding-Sheng Wang and Yoshiyuki Kawazoe

392. Bipyridinium Molecular Switch: Ab Initio Electronic Structure Calculation
Mater. Trans., 42[11] (2001) pp.2276-2278
Chiranjib Majumder, Hiroshi Mizuseki and Yoshiyuki Kawazoe

393. Bondlengths and Phase Stability of Silicon-Germanium Alloys under Pressure
Mater. Trans., 42[11] (2001) pp.2201-2205
Marcel Henricus Franciscus Sluiter and Yoshiyuki Kawazoe

394.  Ab Initio Molecular Dynamics Simulation of Nig
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1113-1116
Keiichiro Shiga, Kaoru Ohno and Yoshiyuki Kawazoe

395. Phase Separation in Fermion Droplets
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1101-1104
Keivan Esfarjani, Siu-Tat Chui, Vijay Kumar and Yoshiyuki Kawazoe

396. All-Electron Mixed-Basis Calculation to Optimize Structures and Electronic
Properties of Vanadium Micro Clusters
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1133-1134
Young-Cho Bae, Hiroki Osanai, Kaoru Ohno,
Marcel Henricus Franciscus Sluiter and Yoshiyuki Kawazoe

397. Analysis of Ceo Insertion into Single Wall Carbon Nanotube by Molecular
Dynamics Simulation
AIP Conf. Proc., 590 (2001) pp.237-240
(NANONETWORK MATERIALS: Fullerenes, Nanotubes, and Related



Systemss;)
Takafumi Ishii, Keivan Esfarjani, Yuichi Hashi , Yoshiyuki Kawazoe and
Sumio Iijima

398.  Absolute Value of Quasiparticle Energies of Li Clusters by an Ab-Initio GW
Approximation
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1129-1131
Soh Ishii, Kaoru Ohno and Yoshiyuki Kawazoe

399. Theoretical Study on Fe-Based Metal Clusters: Application in Heterogeneous
Catalysis
Mater. Trans., 40[11] (2001) pp.2180-2183
Rodion Vladimirovich Belosloudov, Seiichi Takami, Momoji Kubo,
Akira Miyamoto and Yoshiyuki Kawazoe

400.  First-Principles Study of the Magic ArsFe* Cluster
Mater. Trans., 42[11] (2001) pp.2172-2174
Qian Wang, Qiang Sun, Tina Marie Briere and Yoshiyuki Kawazoe

401. Bonding Character of Hydrogen in Aluminum Clusters
Mater. Trans., 42[11] (2001) pp.2175-2179
Hiroaki Kawamura, Vijay Kumar, Qiang Sun and Yoshiyuki Kawazoe

402. Comparison between the Full Frequency Integration and the GPP Model in
Ab-Initio GW Calculation of Na Clusters
Mater. Trans., 42[11] (2001) pp.2150-2152
Soh Ishii, Kaoru Ohno and Yoshiyuki Kawazoe

403. Molecular Scale Rectifier: Theoretical Study
J. Phys. Chem. A, 105[41] (2001) pp.9454-9459
Chiranjib Majumder, Hiroshi Mizuseki and Yoshiyuki Kawazoe

404. First-Principles Study on High Speed Collisions between Neon Atom and
Carbon Cluster
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1125-1128
Tsuguo Morisato, Kaoru Ohno, Yoshiyuki Kawazoe, Takashi Miura and
Lee Sang-Moo

405.  Ab Initio Modelling of Real Molecular Logic Devices
Mater. Trans., 42[11] (2001) pp.2270-2275
Junqgiang Lu, Hao Chen, Jian Wu, Hiroshi Mizuseki and Yoshiyuki Kawazoe

406. Direct Simulation Monte Carlo for Cluster Growth Process in Rarefied Gas
Mater. Trans., 42[11] (2001) pp.2295-2298
Ying Jin, Hiroshi Mizuseki and Yoshiyuki Kawazoe

407.  Effect of Elastic Interaction on Self-assembled Island Spatial Arrangement
Mater. Trans., 42[11] (2001) pp.2279-2282
Sornthep Vannarat, Keivan Esfarjani, Siu-Tat Chui and Yoshiyuki Kawazoe

408.  Structure Similarity of Mixed Buoyancy-Thermocapillary Flow in Half-Zone
Liquid Bridge



Mater. Trans., 42[11] (2001) pp.2322-2331
Zhong Zeng, Hiroshi Mizuseki, Kazuyuki Higashino, Kiyoshi Shimamura,
Tsuguo Fukuda and Yoshiyuki Kawazoe

409. First-Principles Study of Solute-dislocation Interaction in Aluminum-Rich
Alloys
Phys. Rev. B, 64[22] (2001) pp.2242031-2242038
Sornthep Vannarat, Marcel Henricus Franciscus Sluiter and
Yoshiyuki Kawazoe

410. Elastic Moduli and Absolute Stability Limits of Clathrate Hydrates of
Structure I at Positive and Negative Pressures
Mater. Trans., 42[11] (2001) pp.2194-2200
Vladimir Romanovich Belosloudov, Talgat Muratovich Inerbaev,
Natalya Dmifrievna Luzhkovskaya and Yoshiyuki Kawazoe

411.  Ab-Initio Molecular Dynamics Study of Isomers of Tin Clusters
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1105-1108
Chiranjib Majumder, Vijay Kumar, Hiroshi Mizuseki and Yoshiyuki Kawazoe

412.  Effect of Hydrostatic Pressure on Single Wall Carbon Nanotube Bundles
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1151-1153
Marcel Henricus Franciscus Sluiter, Vijay Kumar and Yoshiyuki Kawazoe

413. Analysis of Ceo Insertion into Single Wall Carbon Nanotube by Molecular
Dynamics Simulation
Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1163-1165
Takafumi Ishii, Keivan Esfarjani, Yuichi Hashi, Yoshiyuki Kawazoe and
Sumio Iijima

414. Small Clusters of Tin: Atomic Structures, Energetics and Fragmentation
Behavior
Phys. Rev. B, 64 (2001) pp.2334051-2334054
Chiranjib Majumder, Vijay Kumar, Hiroshi Mizuseki and Yoshiyuki Kawazoe

415.  Cluster Growth Processes by Direct Simulation Monte Carlo Method
Appl. Phys. A, 73 (2001) pp.731-735
Hiroshi Mizuseki, Ying Jin, Yoshiyuki Kawazoe and Luc Theo Wille

416. Application of Single-Walled Carbon Nanotube Body to Unique Emitter: a
First-principles Study
Chem. Phys. Lett., 350 (2001) pp.386-392
Gang Zhou and Yoshiyuki Kawazoe

417.  Structural Deformation of Single-Walled Carbon Nanotubes and Fullerene
Encapsulation Due to Magnetized-plasma Ion Irradiation
Appl. Phys. Lett., 79[25] (2001) pp.4213-4215
Goo-Hwan Jeong, Rikizo Hatakeyama, Takamichi Hirata, Kazuyuki Toh;ji,
Kenichi Motomiya, Noriyoshi Sato and Yoshiyuki Kawazoe

418. Incorporation of Sb Atom and Fullerene by Using Nuclear Recoil and Their MD
Simulation



Trans. Mater. Res. Soc. Jpn., 26[4] (2001) pp.1159-1162
Tsutomu Ohtsuki, Kaoru Ohno, Keiichiro Shiga and Yoshiyuki Kawazoe

419. Formation of N-doped Ceo Studied by Ab Initio Molecular Dynamics
Simulations
Mater. Trans., 42[11] (2001) pp.2189-2193
Keiichiro Shiga, Kaoru Ohno, Tustomu Ohtsuki and Yoshiyuki Kawazoe

420. Spin-tunneling Time 1in a  Hybrid Semimagnetic/Semiconductor
Heterostructure with a Single Paramagnetic Layer
Phys. Lett. A, 291 (2001) pp.453-458
Yong Guo, Bin Wang, Bing-Lin Gu and Yoshiyuki Kawazoe

421. Asymmetry and Separation of Spin Tunneling Time in ZnSe/Zni-<MnxSe
Multilayers
Eur. Phys. J. B, 23 (2001) pp.509-513
Yong Guo, Bin Wang, Bin-Lin Gu and Yoshiyuki Kawazoe

422. R-Dependency of the Hardness of Perovskite-type RRhsB Compounds (R=La,
Gd, Lu and Sc)
Jpn. J. Appl. Phys., 40 (2001) pp.6037-6038
Toetsu Shishido, Kunio Kudou, Shigeru Okada, Jinhua Ye, Akira Yoshikawa,
Takahiko Sasaki, Masaoki Oku, Hiroyuki Horiuchi, Iwami Higashi,
Shigemi Kohiki, Yoshiyuki Kawazoe and Kazuo Nakajima

423. Rotational Motion of Methane within the Confines of Zeolite NaCaA:
Molecular Dynamics and Ab Initio Calculations
Phys. Rev. E, 65 (2001) pp.112031-112036
A. V. Anil Kumar, Subramanian Yashonath,
Marcel Henricus Franciscus Sluiter and Yoshiyuki Kawazoe

424. Interfacial Segregation of Early Transition Metals in Nickel Aluminide
Mater. Trans., 42[3] (2001) pp.407-410
Hai-Ping Wang, Marcel Henricus Franciscus Sluiter and Yoshiyuki Kawazoe

425. Interlayer Exchange Coupling in Fine-layered Fe/Au Superlattices
Phys. Rev. B, 63 (2001) pp.1004051-1004054

Akira Yoshihara, Jian-Tao Wang, Koki Takanashi, Kiyokazu Himi,
Yoshiyuki Kawazoe, Hiroyasu Fujimori and Peter Grunberg

426. Usefulness of Experiments with Model Fluid for Thermocapillary
Convection-Effect of Prandtl Number on Two-Dimensional Thermocapillary
Convection

J. Cryst. Growth, 234 (2002) pp.272-278
Zhong Zeng, Hiroshi Mizuseki, Kiyoshi Shimamura, Tsuguo Fukuda,
Yoshiyuki Kawazoe and Kazuyuki Higashino

427.  First-Principles Calculation of Coincidence Doppler Broadening of Positron
Annihilation Radiation
Phys. Rev. B, 65[4] (2002) pp.4510801-4510810
Zeng Tang, Masayuki Hasegawa, Yasuyoshi Nagai, Mineo Saito and
Yoshiyuki Kawazoe



428. Magic Behavior and Bonding Nature in Hydrogenated Aluminum Clusters
Phys. Rev. B, 65[4] (2002) pp.4540601-4540611
Hiroaki Kawamura, Vijay Kumar, Qiang Sun and Yoshiyuki Kawazoe

429. Qualitative and Quantitative Descriptions on the Localized Electronic
Structure in Single-Walled Carbon Nanotubes
J. Chem. Phys., 116[5] (2002) pp.2284-2288
Gang Zhou, Wenhui Duan, Binglin Gu and Yoshiyuki Kawazoe

430. Metal-Encapsulated Icosahedral Superatoms of Germanium and Tin with
Large Gaps: Zn@Gei2 and Cd@Sni2
Appl. Phys. Lett., 80[5] (2002) pp.859-861
Vijay Kumar and Yoshiyuki Kawazoe

431.  Structures and Stability of Al7C and Al7N Clusters
Eur. Phys. J. D, 18 (2002) pp.77-81
Qiang Sun, Qian Wang, Xin Gao Gong, Vijay Kumar and Yoshiyuki Kawazoe

432. Magic Behavior of SiisM and SiieM (M=Cr, Mo, and W) Clusters
Phys. Rev. B, 65 (2002) pp.734041-734044
Vijay Kumar and Yoshiyuki Kawazoe

433. Atomic and Electronic Structures of Niobium Clusters
Phys. Rev. B, 65 (2002) pp.12540301-12540311
Vijay Kumar and Yoshiyuki Kawazoe

434. Prediction of the Mixing Enthalpy of Alloys
Europhys. Lett., 57[4] (2002) pp.526-532
Marcel Henricus Franciscus Sluiter and Yoshiyuki Kawazoe

435. Se Atom Incorporation in Fullerenes by Using Nuclear Recoil and Ab Initio
Molecular Dynamics Simulation
Phys. Rev. B, 65 (2002) pp.734021-734024
Tsutomu Ohtsuki, Kaoru Ohno, Keiichiro Shiga, Yoshiyuki Kawazoe and
Hideyuki Yuki

436. Band Structures of Perovskite-like Fluorides for
Vacuum-Ultraviolet-Transparent Lens Materials
Jpn. J. Appl. Phys., 41 (2002) pp.L365-L367
Takeshi Nishimatsu, Noriaki Terakubo, Hiroshi Mizuseki,
Yoshiyuki Kawazoe, Dorota Anna Pawlak, Kiyoshi Shimamura and
Tsuguo Fukuda

437. Anomalous Magnetic Moments of Mni3 and Mni9 Clusters
Mater. Trans., 43[3] (2002) pp.424-427
Tina Marie Briere, Marcel Henricus Franciscus Sluiter, Vijay Kumar and
Yoshiyuki Kawazoe

438. Emission Probabilities of [1 Electrons in Carbon Naonotubes
Appl. Phys. Lett., 80[11] (2002) pp.1999-2001
Gang Zhou, Wenhui Duan, Binglin Gu and Yoshiyuki Kawazoe



439. All-electron Mixed-Basis Calculation of Structurally Optimized Titanium
Nitride Clusters
Mater. Trans., 43[3] (2002) pp.482-484
Young-Cho Bae, Hiroki Osanai, Kaoru Ohno, Marcel Henricus Franciscus
Sluiter and
Yoshiyuki Kawazoe

440. Hybrid Model Simulation of the Cluster Deposition Process
J. Cryst. Growth, 236 (2002) pp.429-433
Kenta Hongo, Hiroshi Mizuseki, Yoshiyuki Kawazoe and Luc Theo Wille

441. Theoretical Study on Inclusion Complex of Polyaniline Covered by
Cyclodextrins for Molecular Device
Jpn. J. Appl. Phys., 41 (2002) pp.2739-2741
Vladimirovich Belosloudov Rodion, Hiroshi Mizuseki, Kyoko Ichinoseki and
Yoshiyuki Kawazoe

442.  Theoretical Analysis for a Molecular Resonant Tunneling Diode
Jpn. J. Appl. Phys., 41 (2002) pp.2770-2773
Chiranjib Majumder, Hiroshi Mizuseki and Yoshiyuki Kawazoe

443. Ionization Potentials of Small Tin Clusters: First Principles Calculations
Chem. Phys. Lett., 356 (2002) pp.36-42
Chiranjib Majumder, Vijay Kumar, Hiroshi Mizuseki and Yoshiyuki Kawazoe

444. Hyperfine Field and Electronic Structure in Fe/Co and Fe/Ni Multilayer
Systems
Mat. Res. Soc. Symp. Proc., 382 (1995) pp.247-252
Manabu Takahashi, Xiao Hu and Yoshiyuki Kawazoe

445. Nanocrystalline Zn2SiO4: Mn2* Grown in Oxidized Porous Silicon
Nanotechnology, 12 (2001) pp.547-551
N. Taghavinia, G. Lerondel, H. Makino, A. Yamamoto, T. Yao, Y. Kawazoe and
T. Goto

446.  Effect of Strain on Alloying in InAs/GaAs Heterostructure

Jpn. J. Appl. Phys., 41 (2002) pp.2536-2541

Sornthep Vannarat, Marcel Henricus Franciscus Sluiter and Yoshiyuki
Kawazoe

447. Localized Valence States Characteristics and Work Function of Single-Walled
Carbon Nanotubes: A First-Principles Study
Phys. Rev. B, 65 (2002) pp.1554221-1554225
Gang Zhou and Yoshiyuki Kawazoe

448. Symmetry-Driven Phase Transformations in Single-Wall Carbon-Nanotube
Bundles under Hydrostatic Pressure

Phys. Rev. B, 65[16] (2002) pp.1614021-1614024
Marcel Henricus Franciscus Sluiter, Vijay Kumar and Yoshiyuki Kawazoe



449.  Electric Structures of Perovskite-type ScRh3Bx (0<x<1): X-ray Photoelectron
and Nuclear Magnetic Resonance
Spectroscopies and Ab Initio Band Calculation
J. Alloys Compd., 339 (2002) pp.317-326
Masaoki Oku, Toetsu Shishido, Takeshi Shinohara, Tsuguo Fukuda, Qiang
Sun,
Yoshiyuki Kawazoe and Kazuaki Wagatsuma

450.  Structural and Optical Properties of Oxidized Porous Silicon Layers Activated
by Zn2Si04:Mn2*
J. Electrochem. Soc., 149[4] (2002) pp.G251-G256
Nima Taghavinia, Gilles Lerondel, Hisao Makino, Andera Parisini, Aishi
Yamamoto,
Takafumi Yao, Yoshiyuki Kawazoe and Takenari Goto

451. Boron-Carbon Atomic Ratio Dependence on the Hardness and Oxidation
Resistance of Solid Solutions of Perovskite-Type Borocarbide YRh3sBxCix (0= x =
D
Jpn. J. Appl. Phys., 41 (2002) pp.3031-3032
Toetsu Shishido, Jinhua Ye, Shigeru Okada, Kunio Kudou, Masaoki Oku,
Kazuo Obara,
Takamasa Sugawara, Akira Yoshikawa, Yoshio Ishizawa, Makoto Ogawa,
Kiyokata Iizumi, Iwami Higashi, Tadaaki Amano, Shigemi Kohiki, Yoshiyuki
Kawazoe
and Kazuo Nakajima

452.  Artificial Nanocluster Crystal: Lattice of Identical Al Clusters
Appl. Phys. Lett., 80[17] (2002) pp.3186-3188
Jinfeng Jia, Jun-Zhong Wang, Xi Liu, Qi-Kun Xue, Zhi-Qiang Li, Y. Kawazoe
and S. B. Zhang

453.  Spin-Filter Diode Based on ZmSe/Zmi-xMnxSe/Zni-yMnySe/ZnSe
Heterostructures
Appl. Phys. Lett., 80[24] (2002) pp.4591-4593
Yong Guo, Xin-Y1 Chen, Feng Zhai, Bing-Lin Gu and Yoshiyuki Kawazoe

454.  First-Principles Calculations of Metal Stabilized Sizo Cages

Phys. Rev. B, 65 (2002) pp.2354171-2354175

Qiang Sun, Qian Wang, Tina Marie Briere, Vijay Kumar, Yoshiyuki Kawazoe
and Purusottam Jena

455.  Multiscale Simulation of Cluster Growth and Deposition Processes by Hybrid
Model Based on Direct Simulation Monte Carlo Method
Comput. Mater. Sci., 24 (2002) pp.88-92
Hiroshi Mizuseki, Kenta Hongo, Yoshiyuki Kawazoe and Luc Theo Wille

456.  Structural Investigation of Thiophene Thiol Adsorption on Au Nanoclusters:
Influence of Back Bonds
J. Chem. Phys., 117[6] (2002) pp.2819-2822
Chiranjib Majumder, Tina Marie Briere, Hiroshi Mizuseki and Yoshiyuki
Kawazoe



457.  Ab initio GW Quasiparticle Calculation of Small Alkali-Metal Clusters
Phys. Rev. B, 65[24] (2002) pp.2451091-2451096
Soh Ishii, Kaoru Ohno, Yoshiyuki Kawazoe and Steven G. Louie

458. Metal-Encapsulated Caged Clusters of Germanium with Large Gaps and
Different Growth Behavior than Silicon
Phys. Rev. Lett., 88[23] (2002) pp.2355041-2355044
Vijay Kumar and Yoshiyuki Kawazoe

459. Molecular Resistance in a Molecular Diode: A Case Study of the Substituted
Phenylethynyl Oligomer
J. Phys. Chem. A, 106[34] (2002) pp.7911-7914
Chiranjib Majumder, Tina Briere, Hiroshi Mizuseki and Yoshiyuki Kawazoe

460. Resonant Enhancement and Negative Differential Resistances in Hybrid
Magnetic-electric Barrier Structures
Phys. Rev. B, 66[4] (2002) pp.453121-453127
Yong Guo, Feng Zhai, Bing-Lin Gu and Yoshiyuki Kawazoe

461. Atomic Structures and Magnetic Behavior of Mn Clusters
Phys. Rev. B, 66[6] (2002) pp.644121-644126
Tina Marie Briere, Marcel Henricus Franciscus Sluiter, Vijay Kumar and
Yoshiyuki Kawazoe

462. Interactions of a Conjugated Molecular Diode with Small Metal Clusters of Cu,
Ag, and Au: First-Principles Calculations
J. Chem. Phys., 117[16] (2002) pp.7669-7675
Chiranjib Majumder, Tina Marie Briere, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

463. Icosahedral Growth, Magnetic Behavior, and Adsorbate-induced
Metal-Nonmetal Transition in Palladium Clusters
Phys. Rev. B, 66[14] (2002) pp.14441301-14441311
Vijay Kumar and Yoshiyuki Kawazoe

464. Cluster Assembled Metal Encapsulated Thin Nanotubes of Silicon

Nano Lett., 2[11] (2002) pp.1243-1248

Abhishek Kumar Singh, Vijay Kumar, Tina Marie Briere and Yoshiyuki
Kawazoe

465.  First-Principles Study on Work Function of Carbon Nanotubes
Physica B, 323 (2002) pp.196-198
Gang Zhou and Yoshiyuki Kawazoe

466. Electron-Interaction Effects on Transport Characteristics of Nanotubes
Physica B, 323 (2002) pp.242-243
A. A. Farajian, K. Esfarjani, H. Mizuseki and Y. Kawazoe

467. Structural and Electronic Transitions in Single Wall Carbon Nanotube
Bundles under Pressure
Physica B, 323 (2002) pp.199-202



Vijay Kumar, M. H. F. Sluiter and Yoshiyuki Kawazoe

468. Electronic Structure of Single Wall Carbon Nanotube Bundles under
Compression as Compared to Graphite and Hexagonal Graphene Stacking
Physica B, 323 (2002) pp.203-205
Marcel H. F. Sluiter, Vijay Kumar and Yoshiyuki Kawazoe

469. Fragmentation of Small Tin Cluster Ions (Sn*y: x=4-20) in the Low-Energy
Collisions with a Highly Oriented Pyrolytic Graphite Surface
J. Chem. Phys., 117[9] (2002) pp.4317-4322
Yutaka Tai, Junichi Murakami, Chiranjib Majumder, Vijay Kumar, Hiroshi
Mizuseki and
Yoshiyuki Kawazoe

470. M@Sii6, M=Ti, Zr, Hf: [0 Conjugation, Ionization Potentials and Electron
Affinities
Chem. Phys. Lett., 363 (2002) pp.319-322
Vijay Kumar, Chiranjib Majumder and Yoshiyuki Kawazoe

471.  Statics and Dynamics of Phase Segregation in Multicomponent Fermion Gas
Eur. Phys. J. D, 21 (2002) pp.181-189
K. Esfarjani, S. T. Chui, V. Kumar and Y. Kawazoe

472. Design of a Heterostructure Peapod Using Magic Silicon Clusters
Phys. Rev. B, 66 (2002) pp.2454251-2454256
Q. Sun, Q. Wang, Y. Kawazoe and P. Jena

473. Simulation Study on Geometric and Electronic Structure of Photovoltaic
Molecules
Mater. Res. Soc. Symp. Proc., 725 (2002) pp.199-203
H. Mizuseki, N. Igarashi, C. Majumder, R. V. Belosludov, A. A. Farajian,
J.-T. Wang, H. Chen and Y. Kawazoe

474. An Improved Chain Extension Algorithm and Its Application for Various
Branched Polymers
J. Chem. Phys., 116[24] (2002) pp.10938-10946
Kazuhito Shida, Kaoru Ohno and Yoshiyuki Kawazoe

475. Monte Carlo Calculation of Second and Third Virial Coefficients of Linear and
Star Polymers on Lattice
J. Chem. Phys., 117[21] (2002) pp.9942-9946
Kazuhito Shida, Kaoru Ohno, Yoshiyuki Kawazoe and Yo Nakamura

476. Dimer Interactions of Magic W@Sii2 Clusters
J. Phys.: Condens. Matter, 14[17] (2002) pp.4503-4508
Q. Sun, Q. Wang, T. M. Briere and Y. Kawazoe

477. Marangoni Convection in the LiCaAlFs Crystal Growth by the Czochralski
Technique
J. Therm. Sci., 11[4] (2002) pp.348-352
Zhong Zeng, Jingqiu Chen, Hiroshi Mizuseki, Touetsu Shishido, Kyoko
Ichinoseki and Yoshiyuki Kawazoe



478. Spin-polarized Transport through a Magnetic Heterostructure: Tunneling and
Spin Filtering Effect
Phys. Lett. A, 299 (2002) pp.616-621
Jun-Qiang Lu, Yong Guo, Feng Zhai, Bing-Lin Gu, Jing-Zhi Yu and Yoshiyuki
Kawazoe

479. Automatic Brain Tissue Extraction Method Using Erosion-Dilation Treatment
(BREED) From Three-Dimensional Magnetic Resonance Imagng T1-Weighted
Data

J Comput Assist Tomogr., 26[6] (2002) pp.927-932
Naoki Miura, Akito Taneda, Kazuhito Shida, Ryuta Kawashima, Yoshiyuki
Kawazoe, Hiroshi Fukuda and Toshio Shimizu

480.  Fullerene and Sulfur Compounds
Materials Transactions, 43[7] (2002) pp.1530-1532
Hideyuki Takahashi, Eiichiro Matsubara, Rodion Vladimirovich Belosludov,
Yoshiyuki Kawazoe and Kazuyuki Tohji

481. Growth of Luminescent Zn2SiO4:Mn2+ Particles Inside Oxidized Porous Silicon:
Emergence of Yellow Luminescence
J. Cryst. Growth, 237-239 (2002) pp.869-873
N. Taghavinia, G. Lerondel, H. Makino, A. Yamamoto, T. Yao, Y. Kawazoe and
T. Goto

482. Vortex and Magnetoresistance in Nanomagnet
Phys. Lett. A, 298 (2002) pp.410-415
Haijin Li, Yongjin Jiang, Y. Kawazoe and Ruibao Tao

483. Structural Stability and Phase Transitions in KsSis Clathrate under High
Pressure
Phys. Rev. Lett., 89[19] (2002) pp.1955071-1955074
John S. Tse, Serge Desgreniers, Zhi-qiang Li, Michael R. Ferguson and
Yoshiyuki Kawazoe

484.  Activation of Porous Silicon Layers Using Zn2SiO4: Mn2* Phosphor Particles
J. Lumin., 96 (2002) pp.171-175

N. Taghavinia, G. Lerondel, H. Makino, A. Parisini, A. Yamamoto, T. Yao, Y.
Kawazoe and T. Goto

485. Size and Time Dependences of the Valence States of Sn Ions in Amphoteric Tin
Oxide Nanoparticles
Appl. Surf. Sci., 201 (2002) pp.69-74
S. Tsunekawa, J. Kang, K. Asami, Y. Kawazoe and A. Kasuya

486. Formation and Structural Observation of Cesium Encapsulated Single-walled
Carbon Nanotubes
Chem. Commun., 1 (2003) pp.152-153
Goo-Hwan Jeong, Rikizo Hatakeyama, Takamichi Hirata, Kazuyuki Toh;ji,
Kenichi Motomiya, Toshie Yaguchi and Yoshiyuki Kawazoe

487. Realization of Prediction of Materials Properties by ab initio Computer


http://www.ncbi.nlm.nih.gov/pubmed/12488737

Simulation
Bull. Mater. Sci., 26[1] (2003) pp.13-17
Yoshiyuki Kawazoe

488.  Electronic Properties of Magnetically Doped Nanotubes
Bull. Mater. Sci., 26[1] (2003) pp.105-107
Keivan Esfarjani, Zhen Chen and Yoshiyuki Kawazoe

489.  Structures of Mn Clusters
Bull. Mater. Sci., 26[1] (2003) pp.115-116
Tina Marie Briere, Marcel H F Sluiter, Vijay Kumar and Yoshiyuki Kawazoe

490. Theoretical Study of the Alkyl Derivative C37H50N4O4 Molecule for Use as a
Stable Molecular Rectifier: Geometric and Electronic Structures
Comput. Mater. Sci., 27 (2003) pp.161-165
Hiroshi Mizuseki, Kenji Niimura, Chiranjib Majumder and Yoshiyuki
Kawazoe

491. Three-Dimensional Oscillatory Convection of LiCaAlFs Melts in Czochralski
Crystal Growth
J. Cryst. Growth, 252 (2003) pp.538-549
Zhong Zeng, Jingqiu Chen, Hiroshi Mizuseki, Kiyoshi Shimamura, Tsuguo
Fukuda and Yoshiyuki Kawazoe

492. Hemocytes of Ciona intestinalis Express Multiple Genes involved in Innate
Immune Host Defense
Biochem. Biophys. Res. Commun., 302 (2003) pp. 207-218
Kazuhito Shida, Daichi Terajima, Ryuji Uchino, Shuntaro Ikawa, Makoto
Ikeda, Katsutoshi Asano, Toshio Watanabe, Kaoru Azumi, Masaru Nonaka, Yutaka
Satou, Nori Satoh, Masanobu Satake, Yoshiyuki Kawazoe and Atsuo Kasuya

493. Control of Substituent Ligand Over Current Through Molecular Devices: An
Ab initio Molecular Orbital Theory
Phys. Rev. B, 67[11] (2003) pp.1134081-1134084
H. Chen, J. Q. Lu, J. Wu. R. Note, H. Mizuseki and Y. Kawazoe

494.  Stabilization of Sigp Cage Structure
Phys. Rev. Lett., 90[13] (2003) pp.1355031-1355034
Q. Sun, Q. Wang, P. Jena, B. K. Rao and Y. Kawazoe

495. Hydrogenated Silicon Fullerenes: Effects of H on the Stability of
Metal-Encapsulated Silicon Clusters
Phys. Rev. Lett., 90[5] (2003) pp.0555021-0555024
Vijay Kumar and Yoshiyuki Kawazoe

496. Theoretical Study of Chlorin-Fullerene Supramolecular Complexes for
Photovoltaic Devices
Jpn. J. Appl. Phys., 42(2003) pp. 2503-2505
Hiroshi Mizuseki, Nobuaki Igarashi, Rodion V. Belosludov, Amir A. Farajian
and Yoshiyuki Kawazoe

497.  Electronic Structure of Perovskite-type YBRhs: X-ray Photoelectron



Spectroscopy and Ab Initio Band Calculations
J. Alloys Compd., 349(2003) pp.206-210
Masaoki Oku, Toetsu Shishido, Kazuaki Wagatsuma, Qiang Sun and
Yoshiyuki Kawazoe

498. HRADOEERIC X B UERG T i B Rk
BRFEEHGEE C, 121[10] (2001.10) pp.1593-1598
SUREAS, JEEE RS, GEWEAA, mE E, JIREE, EAKER

499. Theoretical Calculations on Transition Metal Materials: From Ab Initio to
Tight-binding Results
Recent Res. Devel. Physics, 3 (2002) pp.727-755
Lei Zhou, Jian-Tao Wang, Ding-Sheng Wang and Yoshiyuki Kawazoe

500. Absolute Stability Boundaries of Clathrate Hydrates of Cubic Structure I1

J. Supramolecular Chemistry, 2 (2002) pp.377-383

Vladimir R. Belosludov, Talgat M. Inerbaev, Rodion V. Belosludov, Jun-ichi
Kudoh and Yoshiyuki Kawazoe

501. Thermal Expansion and Lattice Distortion of Clathrate Hydrates of Cubic
Structures I and II
J. Supramolecular Chemistry, 2 (2002) pp.453-458
Vladimir R. Belosludov, Talgat M. Inerbaev, Oleg S. Subbotin, Rodion V.
Belosludov, Jun-ichi Kudoh and Yoshiyuki Kawazoe

502. Thiophene Thiol on the Au(111) Surface: Size-Dependent Adsorption Study
J. Chem. Phys., 118[21] (2003) pp.9809-9813
Chiranjib Majumder, Hiroshi Mizuseki and Yoshiyuki Kawazoe

503.  Electronic Transport Through Benzene Molecule: Effect of Gold Contacts
Physica E, 18 (2003) pp.253-254
Amir A. Farajian, Rodion V. Belosludov, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

504. Theoretical Study of Phthalocyanine-Fullerene Complex for a High Efficiency
Photovoltaic Device Using Ab Initio Electronic Structure Calculation
Synth. Met., 138 (2003) pp.281-283
Hiroshi Mizuseki, Nobuaki Igarashi, Rodion V. Belosludov, Amir A. Farajian
and Yoshiyuki Kawazoe

505.  Stability of Sb Line Structures on Si(001)
Phys. Rev. B, 67[19] (2003) pp.1933071-1933074
Jian-Tao Wang, Hiroshi Mizuseki, Yoshiyuki Kawazoe, Tomihiro Hashizume,
Masamichi Naitoh, Ding-Sheng Wang and En-Ge Wang

506. Encapsulation of Cesium Inside Single-Walled Carbon Nanotubes by
Plasma-Ion Irradiation Method
Thin Solid Films, 435 (2003) pp.307-311
Goo-Hwan dJeong, A. A. Farajian, Takamichi Hirata, Rikizo Hatakeyama,
Kazuyuki Tohji, T. M. Briere, Hiroshi Mizuseki and Yoshiyuki Kawazoe



507.  Electronic Transport Through Bent Carbon Nanotubes:
Nanoelectromechanical Sensors and Switches
Phys. Rev. B, 67[20] (2003) pp.2054231-2054236
Amir A. Farajian, Boris I. Yakobson, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

508.  Site Occupation in the Ni-Nb [] Phase
Phys. Rev. B, 67[17] (2003) pp.17420301-17420310
Marcel H. F. Sluiter, Alain Pasturel and Yoshiyuki Kawazoe

509. Molecular Enamel Wires for Electronic Devices: Theoretical Study
Jpn. J. Appl. Phys., 42 (2003) pp.2492-2494
Rodion V. Belosludov, Hiroyuki Sato, Amir A. Farajian, Hiroshi Mizuseki,
Kyoko Ichinoseki and Yoshiyuki Kawazoe

510.  Cyeclic and Linear Polymeric Structures of Al,H s, (n = 3-7) Molecules
Phys. Rev. A, 67[6] (2003) pp.0632051-0632058
Hiroaki Kawamura, Vijay Kumar, Qiang Sun and Yoshiyuki Kawazoe

511. Hardness and Oxidation Resistance of Perovskite-type Solid Solution of the
ScRh3B-ScRh3C System
Jpn. J. Appl. Phys., 42[8] (2003) pp.5213-5214
Toetsu Shishido, Jinhua Ye, Kunio Kudou, Shigeru Okada, Kiyokata Iizumi,
Masaoki Oku, Yoshio Ishizawa, Akira Yoshikawa, Masahiko Tanaka, Shuji
Oishi, Naoki Kamegashira, Shigemi Kohiki, Yoshiyuki Kawazoe and Kazuo Nakajima

512.  Ab Initio Study of Divalent 3d Transition Metal Impurities in KMgFs and
BalLiFs
Jpn. J. Appl. Phys., 42[8] (2003) pp.5082-5085
Takeshi Nishimatsu, Noriaki Terakubo, Hiroshi Mizuseki, Yoshiyuki
Kawazoe, Dorota A. Pawlak, Kiyoshi Shimamura, Noboru Ichinose and Tsuguo
Fukuda

513. Theoretical Study of Insulated Wires Based on Polymer Chains Encapsulated
in Molecular Nanotubes
Thin Solid Films, 438-439 (2003) pp.80-84
Rodion V. Belosludov, Hiroyuki Sato, Amir A. Farajian, Hiroshi Mizuseki and
Yoshiyuki Kawazoe

514. Theoretical Study of Donor-spacer-acceptor Structure Molecule for Use as
Stable Molecular Rectifier: Geometric and Electronic Structures
Thin Solid Films, 438-439 (2003) pp.235-237
H. Mizuseki, N. Igarashi, C. Majumder, R. V. Belosludov, A. A. Farajian and Y.
Kawazoe

515. Polaron in a One-Dimensional Cgp Crystal
Phys. Rev. B, 67[15] (2003) pp.1554101-1554108
V. R. Belosludov, T. M. Inerbaev, R. V. Belosludov and Y. Kawazoe

516. Ab initioMonte Carlo Studies on Magnetic Properties of Tetragonal Llo
Ordered 3d/Au Superlattices
Mat. Trans. JIM, 44[8] (2003) pp.1529-1534



Jian-Tao Wang, Ding-Sheng Wang and Yoshiyuki Kawazoe

517. Comparison of Electronic Structures of ScAls and ScRhs: X-ray Photoelectron
Spectroscopy and Ab Initio Band Calculation
J. Alloys Compd., 358 (2003) pp.264-267
Masaoki Oku, Toetsu Shishido, Qiang Sun, Kazuo Nakajima, Yoshiyuki
Kawazoe and Kazuaki Wagatsuma

518.  Critical Size of the Phase Transition from Cubic to Tetragonal in Pure Zirconia
Nanoparticles
Nano Lett., 3[7] (2003) pp.871-875
S. Tsunekawa, S. Ito, Y. Kawazoe and J.-T. Wang

519. Magnetism in Clusters of Non-Magnetic Elements: Pd, Rh, and Ru
Eur. Phys. J. D, 24 (2003) pp.81-84
Vijay Kumar and Yoshiyuki Kawazoe

520. Nitrogen-Induced Magnetic Transition in Small Chromium Clusters
J. Chem. Phys., 119[14] (2003) pp.7124-7130
Q. Wang, Q. Sun, B. K. Rao, P. Jena and Y. Kawazoe

521. Magnetism in Transition-Metal-Doped Silicon Nanotubes
Phys. Rev. Lett., 91[14] (2003) pp.1468021-1468024
Abhishek Kumar Singh, Tina M. Briere, Vijay Kumar and Yoshiyuki Kawazoe

522.  Band Structure Calculation of TTTA Crystal
Trans. Mat. Res. Soc. Jpn., 28[3] (2003) pp.911-914

Miou Furuya, Kaoru Ohno, Tsuguo Morisato, Yoshiyuki Kawazoe and Jun
Takeda

523. Na Adsorption on the Si(111)-(7x7) Surface: From Two-Dimensional Gas to
Nanocluster Array
Phys. Rev. Lett., 91[12] (2003) pp.1261011-1261014
Kehui Wu, Y. Fujikawa, T. Nagao, Y. Hasegawa, K. S. Nakayama, Q. K. Xue,
E. G. Wang, T. Briere, V. Kumar, Y. Kawazoe, S. B. Zhang and T. Sakurai

524. Blueshifts in the Ultraviolet Absorption Spectra of Cerium Oxide
Nanocrystallites
J. Appl. Phys., 94[5] (2003) pp.3654-3656
Shin Tsunekawa, Jian-Tao Wang, Yoshiyuki Kawazoe and Atsuo Kasuya

525. Cluster Expansion Method for Adsorption: Application to Hydrogen
Chemisorption on Graphene
Phys. Rev. B, 68 (2003) pp.854101-854107
Marcel H. F. Sluiter and Yoshiyuki Kawazoe

526. High-Temperature Solution Growth and Characterization of Chromium
Disilicide
Jpn. J. Appl. Phys., 42 (2003) pp.7292-7293
Toetsu Shishido, Shigeru Okada, Yoshio Ishizawa, Kunio Kudou, Kiyokata
lizumi, Yutaka Sawada, Hiroyuki Horiuchi, Katsuhiko Inaba, Takashi Sekiguchi,
Jinhua Ye, Satoru Miyashita, Akiko Nomura, Takamasa Sugawara, Kazuo Obara,



Yoshihiro Murakami, Kozo Fujiwara, Toru Ujihara, Gen Sazaki, Noritaka
Usami, Masaoki Oku, Yoshihiko Yokoyama, Shigemi Kohiki, Yoshiyuki Kawazoe and
Kazuo Nakajima

527. Metal-Doped Magic Clusters of Si, Ge, and Sn: The Finding of a Magnetic
Superatom
Appl. Phys. Lett., 83[13] (2003) pp.2677-2679
Vijay Kumar and Yoshiyuki Kawazoe

528. Geometry and Energetics of Sigo Isomers
Sci. Technol. Adv. Mater., 4 (2003) pp.361-365
Q. Sun, Q. Wang, P. Jena, J. Z. Yu and Y. Kawazoe

529.  First-Principles Study of La-BssN3ss Cage
Physica B, 339 (2003) pp.105-109
Q. Wang, Q. Sun, T. Oku and Y. Kawazoe

530. Molecular Orbital Analysis of Frontier Orbitals for Molecular Electronics: a
Case Study of Unimolecular Rectifier and Photovoltaic Cell
Sci. Technol. Adv. Mater., 4 (2003) pp.377-382
Hiroshi Mizuseki, Rodion V. Belosludov, Amir A. Farajian, Nobuaki Igarashi,
Jian-Tao Wang, Hao Chen, Chiranjib Majumder, Shigeyuki Miura and
Yoshiyuki Kawazoe

531.  Genetic Algorithm Approach to Aromatic Molecules for Nanoscale Device
Mater. Sci. Eng., C, 23 (2003) pp.807-809
Hiroshi Mizuseki, Nobuaki Igarashi, Rodion V. Belosludov, Amir A. Farajian
and Yoshiyuki Kawazoe

532.  Search for Perovskite-Type New Boride in the Sc-Ni-B System

Jpn. J. Appl. Phys., 42[12] (2003) pp.7464-7466

Toetsu Shishido, Kunio Kudou, Takahiko Sasaki, Shigeru Okada, Jinhua Ye,

Kiyokata Iizumi, Akiko Nomura, Takamasa Sugawara, Kazuo Obara,
Masahiko Tanaka, Shigemi Kohiki, Yoshiyuki Kawazoe, Kazuo Nakajima and
Masaoki Oku

533. Breakdown of Time-Reversal Symmetry of Photoemission and its Inverse in
Small Silicon Clusters
Phys. Rev. B, 68[19] (2003) pp.1954121-1954125
Soh Ishii, Kaoru Ohno, Vijay Kumar and Yoshiyuki Kawazoe

534. Theoretical Study of  Molecular Enamel  Wires Based on
Polythiophene-Cyclodextrin Inclusion Complexes
Mol. Cryst. Liq. Cryst., 406 (2003) pp.195-204
Rodion V. Belosludov, Hiroyuki Sato, Amir A. Farajian, Hiroshi Mizuseki and
Yoshiyuki Kawazoe

535. Theoretical Study of Donor-Spacer-Acceptor Structure Molecule for Stable
Molecular Rectifier
Mol. Cryst. Liq. Cryst., 406 (2003) pp.205-211
H. Mizuseki, K. Niimura, C. Majumder, R. V. Belosludov, A. A. Farajian and Y.

Kawazoe



536. Prediction of XPS Spectra of Silicon Self-Interstitials with the All-Electron
Mixed-Basis Method
Physica B, 340-342 (2003) pp. 570-574
Takeshi Nishimatsu, Marcel Sluiter, Hiroshi Mizuseki, Yoshiyuki Kawazoe,
Yuzuru Sato, Masayasu Miyata and Masamitsu Uehara

537.  Local Strain Relaxation in Czochralski-Grown GeSi Bulk Alloys

Physica B, 340-342 (2003) pp.854-857

I. Yonenaga, M. Sakurai, M. Nonaka, T. Ayuzawa, M. H. F. Sluiter and Y.
Kawazoe

538. Large Magnetovolume Effects and Band Structure of Itinerant-Electron
Metamagnetic La(FexSii+)13 Compounds
Phys. Rev. B, 68 (2003) pp.1044311-1044316
A. Fujita, K. Fukamichi, J.-T. Wang and Y. Kawazoe

539. Adsorption Isotherm and Other Properties of Methane in Zeolite A from an
Intermolecular Potential Derived from ab initio Calculations
J. Am. Chem. Soc., 125 (2003) pp.16192-16193
Pradip Kr. Ghorai, Marcel Sluiter, Subramanian Yashonath and Yoshiyuki
Kawazoe

540.  First-Principles Studies of the Geometry and Energetics of the Sigs Cluster
Phys. Rev. A, 67 (2003) pp.632011-632016
Q. Sun, Q. Wang, P. Jena, S. Waterman and Y. Kawazoe

541. Low-Energy Surface Collision Induced Dissociation of Ge and Sn Cluster Ions
Eur. Phys. J. D, 24 (2003) pp.295-298
Y. Tai, J. Murakami, C. Majumder, V. Kumar, H. Mizuseki and Y. Kawazoe

542. A Molecular Dynamics Study of Thermal Conductivity of Zirconium Hydride
J. Alloys Compd., 356-357 (2003) pp.279-282
Kenji Konashi, Tamio ITkeshoji, Yoshiyuki Kawazoe and Hideki Matsui

543. Cesium Encapsulation in Single-walled Carbon Nanotubes Via Plasma Ion
Irradiation: Application to Junction Formation and Ab Initio Investigation
Phys. Rev. B, 68 (2003) pp.754101-754106
G.-H. Jeong, A. A. Farajian, R. Hatakeyama, T. Hirata, T. Yaguchi, K. Tohji, H.
Mizuseki and Y. Kawazoe

544.  Ab initio Calculations of Electronic Structures, Polarizabilities, Raman and
Infrared Spectra, Optical Gaps, and Absorption Spectra of M@Siie (M=Ti and Zr)
Clusters

Phys. Rev. B, 68 (2003) pp.1554121-1554129
Vijay Kumar, Tina M. Briere and Yoshiyuki Kawazoe

545. Hardness and Oxidation Resistance of Perovskite-Type Borocarbide System
YRhsBxC1-x (0=x=1)
J. Alloy. Comp., 354 (2003) pp.198-201
T. Shishido, Jinhua Ye, S. Okada, K. Kudou, K. Iizumi, M. Oku, Y. Ishizawa, T.



Amano, S. Kohiki, Y. Kawazoe and K. Nakajima

546. Exohedral Functionalization of the Icosahedral Cluster SizoH20: a Density
Functional Theory Study
Chem. Phys. Lett., 383 (2004) pp.544-548
Fabio Pichierri, Vijay Kumar and Yoshiyuki Kawazoe

547. Metal Encapsulated Nanotubes of Silicon and Germanium
J. Mater. Chem., 14 (2004) pp.555-563
Abhishek Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe

548. Effect of Sequential Oxidation on the Electronic Structure of Tungsten
Clusters
Chem. Phys. Lett., 387 (2004) pp.29-34
Q. Sun, B. K. Rao, P. Jena, D. Stolcic, G. Gantefor and Y. Kawazoe

549. Effect of Boron Non-Stoichiometry on B-Site in Perovskite Type Structure
ScBxRhs and CeBxRhs on Charges of Atoms on A-Site: Study by X-ray
Photoelectron and Nuclear Magnetic Resonance Spectroscopies

J. Solid State Chem., 177 (2004) pp.457-460
Masaoki Oku, Toetsu Shishido, Takeshi Shinohara, Qiang Sun, Yoshiyuki
Kawazoe, Kazuo Nakajima and Kazuaki Wagatsuma

550. Stable Geometries and Magnetic Properties of Single-Walled Carbon
Nanotubes Doped with 3d Transition Metals: A First-Principles Study
Phys. Rev. B, 69[7] (2004) pp.754141-754149
Yosuke Yagi, Tina M. Briere, Marcel H. F. Sluiter, Vijay Kumar, Amir A.
Farajian and Yoshiyuki Kawazoe

551.  Ultra-Stable Nanoparticles of CdSe Revealed from Mass Spectrometry

Nat. Mater., 3 (2004) pp.99-102

Atsuo Kasuya, Rajaratnam Sivamohan, Yurii A. Barnakov, Igor M. Dmitruk,

Takashi Nirasawa, Volodymyr R. Romanyuk, Vijay Kumar, Sergiy V.
Mamykin, Kazuyuki Tohji, Balachandran Jeyadevan, Kozo Shinoda, Toshiji Kudo,
Osamu Terasaki, Zheng Liu, Rodion V. Belosludov, Vijayaraghavan Sundararajan and
Yoshiyuki Kawazoe

552. Theoretical Study of Clathrate Hydrates with Multiple Occupation

J. Inclusion Phenom.Macrocyclic Chem., 48 (2004) pp.55-60

Talgat M. Inerbaev, Vladimir R. Belosludov, Rodion V. Belosludov, Marcel
Sluiter, Yoshiyuki Kawazoe and Jun-Ichi Kudoh

553.  Aharonov-Bohm Effect in Higher Genus Materials
Phys. Lett. A, 321 (2004) pp.369-375
K. Sasaki, Y. Kawazoe and R. Saito

554.  Local Atomic Structure in Czochralski-grown Gei-xSix Bulk Alloys
Appl. Surf. Sci., 224 (2004) pp.193-196
I. Yonenaga, M. Sakurai, M. H. F. Sluiter and Y. Kawazoe

555. Hydrodynamic Factors for Linear and Star Polymers on Lattice under the
Theta Condition



Polymer, 45 (2004) pp.1729-1733
Kazuhito Shida, Kaoru Ohno, Yoshiyuki Kawazoe and Yo Nakamura

556. Electronic Transport Mechanism of a Molecular Electronic Device: Structural
Effects and Terminal Atoms
Phys. Lett. A, 323 (2004) pp.154-158
Jun-Qiang Lu, Jian Wu, Hao Chen, Wenhui Duan, Bing-Lin Gu and
Yoshiyuki Kawazoe

557.  Soft Breakdown of an Insulating Nanowire in an Electric Field
Nanotechnology, 15[3] (2004) pp.260-263
Q. Sun, Q. Wang, Y. Kawazoe and P. Jena

558. Smallest Magic Caged Clusters of Si, Ge, Sn and Pb by Encapsulation of
Transition Metal Atom
Nano Lett., 4[4] (2004) pp.677-681
Vijay Kumar, Abhishek Kumar Singh and Yoshiyuki Kawazoe

559. Interaction of Magic Gold Cluster with Sigo Cage
Eur. Phys. J. D, 29 (2004) pp.231-234
Q. Sun, Q. Wang, Y. Kawazoe and P. Jena

560. Electronic Transport Properties of a Metal-Semiconductor Carbon Nanotube
Heterojunction
Physica E, 22 (2004) pp.675-678
Amir A. Farajian, Hiroshi Mizuseki and Yoshiyuki Kawazoe

561. Electron Transport in Molecular Enamel Wires
Jpn. J. Appl. Phys., 43 (2004) pp.2061-2063
Rodion V. Belosludov, Amir A. Farajian, Hiroshi Mizuseki, Kyoko Ichinoseki

and Yoshiyuki Kawazoe

562. Three-Dimensional Unsteady Convection in LiCaAlFe¢-Czochralski Growth

J. Cryst. Growth, 266 (2004) pp.81-87

Zhong Zeng, Jingqiu Chen, Hiroshi Mizuseki, Tsuguo Fukuda and Yoshiyuki
Kawazoe

563. First-Principles Study of the Electronic Structures of Icosahedral
TiMN=13,19,43,55) Clusters
J. Chem. Phys., 120[18] (2004) pp. 8463-8468
Shan-Ying Wang, Jing-Zhi Yu, Hiroshi Mizuseki, Jia-An Yan, Yoshiyuki
Kawazoe and Chong-Yu Wang

564. Step-by Step Cooling of a Two-Dimensional Na Gas on The Si (111)-(7x7)
Surface
Phys. Rev. B, 70[19] (2004) pp.1954171-1954174
K. H. Wu, A. I. Oreshkin, Y. Takamura, Y. Fujikawa, Y. Nagao, T. Briere, V.
Kumar, Y. Kawazoe, R. F. Dou, J. F. Jia, Q. K. Xue and T. Sakurai

565.  Silica-coating of Agl semiconductor nanoparticles
Colloids Surf., A, 251[1-3] (2004) pp.197-201
Y. Kobayashi, K. Misawa, M. Takeda, M. Kobayashi, M. Satake, Y. Kawazoe,



N. Ohuchi, A. Kasuya and M. Konno

566. Thermodynamic Properties of the Cu-Au System Using a Face-Centered-Cubic
Lattice Model with a Renormalized Potential
J. Chem. Phys., 120[19] (2004) pp.9297-9301
Ryoji Sahara, Kaoru Ohno, Hiroshi Kubo and Yoshiyuki Kawazoe

567. An Orbital-dependent Correlation Energy Functional in Density-functional
Theory for the Study of Strongly—correlated Electronic Systems
Mater. Trans., 45[5] (2004) pp.1402-1410

Hiroshi Yasuhara, Masahiko Higuchi, Soh Ishii, Kenta Hongo and Yoshiyuki
Kawazoe

568.  Ab Initio Study of Hydrogen Storage in Hydrogen Hydrate Clathrates

Mater. Trans., 45(5] (2004) pp.1452-1454

Marcel H. F. Sluiter, Hitoshi Adachi, Rodion V. Belosludov, Vladimir R.
Belosludov and Yoshiyuki Kawazoe

569. Numerical Study on LiCaAlFs Czochralski Crystal Growth

Mater. Trans., 45[5] (2004) pp.1515-1521

Zhong Zeng, dJingqiu Chen, Hiroshi Mizuseki, Hiroki Sato, Kiyoshi
Shimamura, Kyoko Ichinoseki, Tsuguo Fukuda and Yoshiyuki Kawazoe

570.  Oscillatory Thermocapillary Convection in Liquid Bridge under Microgravity
Mater. Trans., 45[5] (2004) pp. 1522-1527
Zhong Zeng, Hiroshi Mizuseki, Jingqiu Chen, Kyoko Ichinoseki and Yoshiyuki
Kawazoe

571.  Stability of Copper Atoms Embedded in Sodium-Chloride Crystals

Mater. Trans., 45[5] (2004) pp.1450-1451

Miou Furuya, Soh Ishii, Yoshio Takahashi, Shin-ichiro Nagasaka, Takehisa
Yoshinari, Yoshiyuki Kawazoe and Kaoru Ohno

572.  Growth and Magic Behavior of Metal Encapsulated Silicon Clusters
Mater. Trans., 45[5] (2004) pp.1429-1432
Hiroaki Kawamura, Vijay Kumar and Yoshiyuki Kawazoe

573. A Lead-free High- 7t Ferroelectric BaTi2Os: A First-principles Study
Appl. Phys. Lett., 84[24] (2004) pp.4917-4919
Umesh Waghmare, Marcel H. F. Sluiter, Teiichi Kimura, Takashi Goto and
Yoshiyuki Kawazoe

574.  Current-Voltage Characteristics of Molecular Devices at Low Bias
Chin. Phys. Lett., 21[7] (2004) pp.1247-1250
Liao Yun-Xing, Chen Hao, R. Note, H. Mizuseki and Y. Kawazoe

575. Ferromagnetism and Piezomagnetic Behavior in Mn-Doped Germanium
Nanotubes
Phys. Rev. B, 69 (2004) pp.2334061-2334064

Abhishek Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe

576. Phase Diagram of Single-Wall Carbon Nanotube Crystals under Hydrostatic



Pressure
Phys. Rev. B, 69 (2004) pp.22411101-22411111
Marcel H. F. Sluiter and Yoshiyuki Kawazoe

577. Hydrogen Interaction on Rhodium Clusters
Mater. Trans., 45[8] (2004) pp.2587-2589
Young-Cho Bae, Hiroki Osanai, Vijay Kumar and Yoshiyuki Kawazoe

578.  Effect of Substituent Groups on The Electronic Properties of a Molecular
Device: an ab initio Theoretical Study
J. Mol. Struct. THEOCHEM, 681[1-3] (2004) pp.65-69
C. Majumder, H. Mizuseki, and Y. Kawazoe

579. Nanoswitch Based on Nanotubes: Bent-Nanotubes Transport
Int. J. Nanosci., 3[1-2] (2004) pp.131-136
A. A. Farajian, B. I. Yakobson, H. Mizuseki and Y. Kawazoe

580. Dynamical Criteria for Cs Ion Insertion and Adsorption at Cap and Stem of
Carbon Nanotubes: Ab Initio Study and Comparison with Experiment
J. Phys. Chem. B, 108[40] (2004) pp.15529-15535
Mohammad Khazaei, Amir A. Farajian, Goo-Hwan Jeong, Hiroshi Mizuseki,
Takamichi Hirata, Rikizo Hatakeyama and Yoshiyuki Kawazoe

581. Design Proposal of Light Emitting Diode in Vacuum Ultraviolet Based on
Perovskite-Like Fluoride Crystals
Jpn. J. Appl. Phys., 43 (2004) pp.LL.1140-1.1143
Riadh EL Ouenzerfi, Shingo Ono, Alex Quema, Masahiro Goto, Nobuhiko
Sarukura, Takeshi Nishimatsu, Noriaki Terakubo, Hiroshi Mizuseki, Yoshiyuki
Kawazoe, Akira Yoshikawa and Tsuguo Fukuda

582. GW Calculation of a Carbon Oxide Molecule Using an All-Electron
Mixed-Basis Approach
Mater. Trans., 45[5] (2004) pp.1411-1413
Soh Ishii, Kaoru Ohno and Yoshiyuki Kawazoe

583.  Search for Perovskite-Type New Borides in the Sc-TM-B(TM=Ti, V, Cr, Mn, Fe,
Co, and Ni) Systems
J. Alloys. Compd., 383 (2004) pp.294-297
T. Shishido, K. Kudou, T. Sasaki, S. Okada, J. Ye, K Iizumi, A. Nomura, T.
Sugawara, K. Obara, M. Tanaka, S. Kohiki, Y. Kawazoe, K. Nakajima and M. Oku

584. Molten Metal Flux Growth and Properties of CrSiz

J. Alloys. Compd., 383 (2004) pp.319-321

T. Shishido, S. Okada, Y. Ishizawa, K. Kudou, K Iizumi, Y. Sawada, H.
Horiuchi, K. Inaba, T. Sekiguchi, J. Ye, S. Miyashita, A. Nomura, T. Sugawara, K.
Obara, M. Oku, K. Fujiwara, T. Ujihara, G. Sazaki, N. Usami, S. Kohiki, Y. Kawazoe
and K. Nakajima

585.  Surface Structures of Cerium Oxide Nanocrystalline Particles from the Size
Dependence of the Lattice Parameters
Appl. Phys. Lett., 85[17] (2004) pp.3845-3847
S. Tsunekawa, S. Ito and Y. Kawazoe



586. Design of Wide-gap Fluoride Heterostructures for Deep Ultraviolet Optical
Devices
J. Appl. Phys., 96[12] (2004) pp.7655-7659
Riadh El Ouenzerfi, Shingo Ono, Alex Quema, Masahiro Goto, Masahiro
Sakai, Nobuhiko Sarukura, Takeshi Nishimatsu, Noriaki Terakubo, Hiroshi Mizuseki,
Yoshiyuki Kawazoe, Hiroki Sato, Dirk Ehrentraut, Akira Yoshikawa and
Tsuguo Fukuda

587. Energetics and Local Spin Magnetic Moment of Single 3,4d Impurities
Encapsulated in an Icosahedral Au;2 Cage
Phys. Rev. B, 70 (2004) pp.1654131-1654136
Shan-Ying Wang, Jing-Zhi Yu, Hiroshi Mizuseki, Qiang Sun, Chong-Yu Wang
and Yoshiyuki Kawazoe

588.  Electronic Structures of the TTTA Molecular Crystal
Trans. Mater. Res. Soc. Jpn., 29[8] (2004) pp.3719-3722
Miou Furuya, Kaoru Ohno, Jun Takeda and Yoshiyuki Kawazoe

589.  Dielectric Function of (CdSe);3 Clusters

Trans. Mater. Res. Soc. Jpn., 29[8] (2004) pp.3723-3725

Yoshifumi Noguchi, Kaoru Ohno, Vijay Kumar, Yoshiyuki Kawazoe, Yurii
Barnakov and Atsuo Kasuya

590. Dynamics on Electronic Excitation in Chemical Reaction
Trans. Mater. Res. Soc. Jpn., 29[8] (2004) pp.3727-3729
Takahiro Sawada, Jian Wu, Yoshiyuki Kawazoe and Kaoru Ohno

591. Intermixing Tendencies in Garnets: Pyrope and Grossular
Phys. Rev. B, 70[18] (2004) pp.1841201-1841204
Marcel H. F. Sluiter, Victor Vinograd and Yoshiyuki Kawazoe

592.  Nonicosahedral Growth and Magnetic Behavior of Rhodium Clusters
Phys. Rev. B, 70[19] (2004) pp.1954131-1954137
Young-Cho Bae, Hiroki Osanai, Vijay Kumar and Yoshiyuki Kawazoe

593. Water Adsorption on Ti-doped Silicon Clusters
Phys. Rev. B, 70[19] (2004) pp.1934021-1934024
Hiroaki Kawamura, Vijay Kumar and Yoshiyuki Kawazoe

594.  Silica-coating of fluorescent polystyrene microspheres by a seeded
polymerization technique and their photo-bleaching property
Colloids Surf., A, 242[1-3] (2004) pp.47-52
Y. Kobayashi, K. Misawa, M. Kobayashil, M. Takeda, M. Konno, M. Satake, Y.
Kawazoe, N. Ohuchi, and A. Kasuya

595. Double Ionization Energy Spectra of Small Alkali-Metal Clusters
Sci. Technol. Adv. Mater., 5 (2004) pp.663-665
Yoshifumi Noguchi, Soh Ishii, Yoshiyuki Kawazoe and Kaoru Ohno

596.  Ab initio Study on Geometrical Structures of the TTTA Molecular Crystal
Sci. Technol. Adv. Mater., 5 (2004) pp.689-692



Miou Furuya, Yoshiyuki Kawazoe and Kaoru Ohno

597.  All-Electron Calculations on (MgO), Cluster (n=1-10) with Tohoku University
Mixed-Basis Program TOMBO
Trans. Mater. Res. Soc. Jpn., 29 (2004) pp.15-18
Amit Jain, Vijay Kumar and Yoshiyuki Kawazoe

598. Interpretation of Hund’s Multiplicity Rule for the Carbon Atom

J. Chem. Phys., 121[15] (2004) pp.7144-7147

Kenta Hongo, Ryo Maezono, Yoshiyuki Kawazoe, Hiroshi Yasuhara, M. D.
Towler and R .J. Needs

599. Ab initio Determination of Total-Energy Surfaces for Distortions of
Ferroelectric Perovskite Oxides
Jpn. J. Appl. Phys., 43 (2004) pp.6785-6792
Takatoshi Hashimoto, Takeshi Nishimatsu, Hiroshi Mizuseki, Yoshiyuki
Kawazoe, Atsushi Sasaki and Yoshiaki Tkeda

600. Metastability of A Gold Nanoring: Density-functional Calculations
Phys. Rev. B, 70 (2004) pp.2454111-2454115
Q, Sun, Q. Wang, P. Jena, R. Note, J-Z. Yu and Y. Kawazoe

601. Antiferromagnetic Coupling Driven by Bond Length Contraction near the
Gai1-xMnxN Film Surface
Phys. Rev. Lett., 93[15] (2004) pp.1555011-1555014
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

602. Carrier-mediated Ferromagnetism in N Codopoed (Zn,Mn)O (1010) Thin Films
Phys. Rev. B, 70 (2004) pp. 0524081-0524084
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

603. Electron Transport Through Heterocyclic Molecule: Ab Initio Molecular
Orbital Theory
Phys. Lett. A, 326 (2004) pp.412-416
W. W. Cheng, Y. X. Liao, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

604. Absolute Value of GW Quasiparticle Energies of a Methane Using an
All-electron Mixed-Basis Approach
Trans. Mater. Res. Soc. Jpn., 29[8] (2004) pp.3695-3697
Soh Ishii, Kaoru Ohno and Yoshiyuki Kawazoe

605. Simulation of a Chemical Reaction, 2LiH—Lis+H2, Driven by Doubly
Excitation
Sci. Technol. Adv. Mater., 5 (2004) pp.609-611
Takahiro Sawada, Yoshiyuki Kawazoe and Kaoru Ohno

606. Fractional Flux Periodicity in Tori Composed of Square Lattice
Prog. Theor. Phys., 111[6] (2004) pp.763-780
Ken-ichi Sasaki, Yoshiyuki Kawazoe and Riichiro Saito

607.  Fractional Flux Periodicity of a Twisted Planar Square Lattice
Phys. Lett. A, 329 (2004) pp.148-154



K. Sasaki, Y. Kawazoe and R. Saito

608. Characteristic Behavior of Toroidal Carbon Nanotubes — Kinematics of
Persistent Currents—
Prog. Theor. Phys., 112[3] (2004) pp.369-382
Ken-ichi Sasaki and Yoshiyuki Kawazoe

609. Electronic Structure and Optical Properties of the Co-Doped Anatase TiO2
Studied from First Principles
Phys. Rev. B, 69[12] (2004) pp.1252191-1252196
Hongming Weng, Xiaoping Yang, Jinming Dong, H. Mizuseki, M. Kawasaki
and Y. Kawazoe

610. Boron-Carbon Atomic Ratio Dependence on the Hardness and Oxidation
Resistance of Perovskite-Type solid Solution ScRh3BxCi-x
J. Alloys. Compd., 8375 (2004) pp.217-220
Toetsu Shishido, Jinhua Ye, Kunio Kudou, Shigeru Okada, Kiyokata Iizumi,
Masaoki Oku, Yoshio Ishizawa, Akira Yoshikawa, Masahiko Tanaka, Akiko
Nomura, Takamasa Sugawara, Kazuo Obara, Tadaaki Amano, Shuji Oishi, Naoki
Kamegashira, Yoshiyuki kawazoe, Shigemi Kohiki and Kazuo Nakajima

611. Origin of Spontaneous Electric Dipoles in Homonuclear Niobium Clusters
Phys. Rev. Lett., 93[24] (2004) pp.2461051-2461054
Kristopher E. Andersen, Vijay Kumar, Yoshiyuki Kawazoe and Warren E.
Pickett

612.  Structure and Electronic Properties of Metal Di-(4-thiophenyl)-Porphyrin

Mol. Simul., 30[13-15] (2004) pp.929-933

Y. Kikuchi, R. V. Belosludov, H. Baba, A. A. Farajian, H. Mizuseki and Y.
Kawazoe

613.  TiOgz (rutile) Doped with Double Impurities for Fabricating Spintronic Devices
—A Combinatorial Computational Approach
Meas. Sci. Technol., 16 (2005) pp.242-247
P. Murugan, R.V. Belosludov, H. Mizuseki, T. Nishimatsu, T. Fukumura, M.
Kawasaki and Y. Kawazoe

614. First-Principles Study of Ferromagnetic Coupling in ZnixCr<Te Thin Film
J. Appl. Phys., 97 (2005) pp.0439041-0439046
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

615. Nonlinear Charging and Transport Times in Doped Nanotubes Junctions
Phys. Soc. Jpn., 74[2] (2005) pp.515-518
Keivan Esfarjani, Amir A. Farajian, Yoshiyuki Kawazoe and Siu Tat Chui

616. Atomic Structures and Magnetic Behavior of Small Ruthenium Clusters
Mater. Trans., 46[2] (2005) pp.159-162
Young-Cho Bae, Hiroki Osanai, Vijay Kumar and Yoshiyuki Kawazoe

617. Prediction of Site Preference and Phase Stability of Transition Metal Based
Frank-Kasper Phases



The Science of Complex Alloy Phases (2005) pp.409-436 (From: 2005 TMS
Annual Meeting & Exhibition, San Francisco USA (2005.2.13-17)
Marcel H.F. Sluiter, Alain Pasturel, Yoshiyuki Kawazoe

618.  Electron Transport Through Molecular Wire: Effect of Isomery
Physica E, 25 (2005) pp.643-646
W. W. Cheng, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

619. Effect of Time-Reversal Symmetric Gauge Fields on the Groundstate
Properties of Carbon Nanotubes and Tori Persistent Currents in Twisted Tori and
Local Energy Gap in Deformed Tubes

Phys. Stat. Sol. B, 242[2] (2005) pp.203-210
Ken-ichi Sasaki and Yoshiyuki Kawazoe

620. Local Energy Gap in Deformed Carbon Nanotubes
Prog. Theor. Phys., 113[3] (2005) pp.463-480
Ken-ichi Sasaki, Yoshiyuki Kawazoe and Riichiro Saito

621. Design of a Very Thin Direct-Band-Gap Semiconductor Nanotube of
Germanium with Metal Encapsulation

Phys. Rev. B, 71[7] (2005) pp.0753121-0753125
Abhishek Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe

622.  Growth Behavior of Metal-doped Silicon Clusters SinM (M=Ti, Zr, Hf; n=8-16)
Phys. Rev. B, 71[7] (2005) pp.07542301-07542312
Hiroaki Kawamura, Vijay Kumar and Yoshiyuki Kawazoe

623. Atomic and Electronic Structures of Neutral and Cation Sn, (2=2-20) Clusters:
A Comparative Theoretical Study with Different Exchange-Correlation
Functionals

Phys. Rev. B, 71[3] (2005) pp.03540101-03540110
Chiranjib Majumder, Vijay Kumar, Hiroshi Mizuseki and Yoshiyuki Kawazoe

624. Hysteretic Current-Voltage Characteristics and Resistance Switching at an
Epitaxial Oxide Schottky Junction SrRuOs/SrTio.99Nbo.0103
Appl. Phys. Lett., 86[1] (2005) pp.0121071-0121073
T. Fujii, M. Kawasaki, A. Sawa, H. Akoh, Y. Kawazoe, and Y. Tokura

625. Electronic and Transport Properties of Doped Organic Molecules for Molecular
Wire Applications
Jpn. J. Appl. Phys., 44 (2005) pp.2823-2825
Rodion V. Belosludov, Amir A. Farajian, Hidetoshi Baba, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

626. Growth, Magic Behavior, and Electronic and Vibrational Properties of
Cr-Doped Si Clusters
Phys. Rev. B, 70[24] (2004) pp.24543301-24543310
Hiroaki Kawamura, Vijay Kumar and Yoshiyuki Kawazoe

627. Theoretical Study on Planar Anionic Polysilicon Chains and Cyclic Si¢ Anions
with Den Symmetry
Organometallics, 24[10] (2005) pp.2433-2440



Masae Takahashi and Yoshiyuki Kawazoe

628.  Stabilizing the Silicon Fullerene Sizo by Thorium Encapsulation
Phys. Rev. B, 71[11] (2005) pp.1154291-1154296
Abhishek Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe

629. Thermodynamic Properties of Transition Metals Using Face-Centered-Cubic
Lattice Model with Renormalized Potentials
Mater. Trans., 46[6] (2005) pp.1127-1130
Ryoji Sahara, Hiroshi Mizuseki, Kaoru Ohno and Yoshiyuki Kawazoe

630. Highly Controlled Acetylene Accommodation in a Metal-Organic Microporous
Material
Nature, 436[7048] (2005) pp.238-241
Ryotaro Matsuda, Ryo Kitaura, Susumu Kitagawa, Yoshiki Kubota,
Rodion V. Belosludov, Tatsuo C. Kobayashi, Hirotoshi Sakamoto, Takashi
Chiba,
Masaki Takata, Yoshiyuki Kawazoe and Yoshimi Mita

631. Atomic Structures and Magnetism in Small MoSz and WSz Clusters
Phys. Rev. A, 71[6] (2005) pp.0632031-0632036
P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

632.  Silica-Coating of Fluorescent Polystyrene Microspheres by a Modified Stober
Method and their Stability against Photo-bleaching
e-Polymers, 52 (2005) pp.1-8
Yoshio Kobayashi, Kiyoto Misawa, Masaki Kobayashi, Motohiro Takeda,

Mikio Konno,
Masanobu Satake, Yoshiyuki Kawazoe, Noriaki Ohuchi and Atsuo Kasuya

633. Erratum: Origin of Spontaneous Electric Dipoles in Homonuclear Niobium
Clusters [Phys. Rev. Lett., 93, 246105 (2004)]
Phys. Rev. Lett., 95[8] (2005) p.089901
Kristopher E. Andersen, Vijay Kumar, Yoshiyuki Kawazoe and Warren E.
Pickett

634. Atomic-Scale Structure of SixGei-x Solid Solutions
J. Metastable Nanocryst. Mater., 24-25 (2005) pp.523-526
I. Yonenaga, M. Sakurai, M.H.F. Sluiter and Y. Kawazoe

635.  First Principles Based Design and Experimental Evidence for a ZnO-Based
Ferromagnet at Room Temperature
Phys. Rev. Lett., 94[18] (2005) pp.1872041-1872044
Marcel H. F. Sluiter, Y. Kawazoe, Parmanand Sharma, A. Inoue, A. R. Raju, C.
Rout and U. V. Waghmare

636. Thorium Encapsulated Caged Clusters of Germanium: Th@Ge,, n= 16, 18, and
20
J. Phys. Chem. B, 109[32] (2005) pp.15187-15189
Abhishek Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe

637. Dynamic Ad-Dimer Twisting Assisted Nanowire Self-Assembly on Si(001)



Phys. Rev. Lett., 94[22] (2005) pp.2261031-2261034
Jian-Tao Wang, E. G. Wang, D. S. Wang, H. Mizuseki, Y. Kawazoe, M. Naitoh
and S. Nishigaki

638. Controlling Edge States of Zigzag Carbon Nanotubes by the Aharonov-Bohm
Flux
Phys. Rev. B, 71[19] (2005) pp.1954011-1954015
K. Sasaki, S. Murakami, R. Saito and Y. Kawazoe

639.  Ab Initio Study of Ferromagnetism in Gai1-xCrxN Thin Films
Phys. Rev. B, 72[4] (2005) pp.0454351-0454356
Q. Wang, Q. Sun, P. Jena, J. Z. Yu, R. Note and Y. Kawazoe

640. Interactions of Uranium Atom with Tetraketone Complexes
Chem. Phys. Lett., 415 (2005) pp.243-245
Q. Sun, Q. Wang. Y. Shiokawa and Y. Kawazoe

641. Encapsulation of Halide Anions in Perhydrogenated Silicon Fullerene:
X-@SigoHz0 X = F, Cl, Br, I)
Chem. Phys. Lett., 406[4-6] (2005) pp.341-344
Fabio Pichierri, Vijay Kumar and Yoshiyuki Kawazoe

642. Band-Structure Design of Fluoride Complex Materials for Deep-Ultraviolet
Light-Emitting Diodes
Jpn. J. Appl. Phys., 44[10] (2005) pp.7285-7290
Shingo Ono, Riadh El Ouenzerfi, Alex Quema, Hidetoshi Murakami,
Nobuhiko Sarukura, Takeshi Nishimatsu, Noriaki Terakubo, Hiroshi
Mizuseki, Yoshiyuki Kawazoe, Akira Yoshikawa and Tsuguo Fukuda

643. An Ab Initio Study of Single-Walled Nanotubes Bombarded with 50-150 eV Cs*
Tons
Chem. Phys. Lett., 415 (2005) pp.34-39
Mohammad Khazaei, Amir A. Farajian, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

644. GalN Nanodot Fabrication by Implant Source Growth

Microelectron. J., 36 (2005) pp.456-459

R. Buckmaster, J. H. Yoo, K. Shin, Y. Yao, T. Sekiguchi, M. Yokoyama, T.
Hanada, T. Goto, M. Cho, Y. Kawazoe and T. Yao

645. Invariance of Truncated Cluster Expansions for First-Principles Alloy
Thermodynamics
Phys. Rev. B, 71[21] (2005) pp.2122011-2122012
Marcel H. F. Sluiter and Y. Kawazoe

646. Stoichiometric and Ultra-Stable Nanoparticles of II-VI Compound
Semiconductors
Eur. Phys. J. D, 34 (2005) pp.39-41
A. Kasuya, Y. Noda, I. Dmitruk, V. Romanyuk, Y. Barnakov, K. Tohji, V.
Kumar, R. Belosludov, Y. Kawazoe and N. Ohuchi

647. Metal Encapsulated Nanotubes of Germanium with Metal Dependent



Electronic Properties
Eur. Phys. J. D, 34 (2005) pp.295-298
A. Kumar Singh, V. Kumar and Y. Kawazoe

648.  First-Principles Study of the Onset of Noncollinearity in Mnn Clusters:
Magnetic Arrangements in Mns and Mng
Phys. Rev. B, 72[1] (2005) pp.0144351-0144354
T. Morisato, S. N. Khanna and Y. Kawazoe

649. Ab Initio Study of Magnetism in Palladium Clusters Supported on (110)
Surface of TiOz2 Rutile
Int. J. Mod. Phys. B, 19 (2005) pp.2544-2549
P. Murugan, Vijay Kumar and Yoshiyuki Kawazoe

650. Growth Behaviors and Electronic Structures of Na and Cu Nanoclusters: The
Role of sp-d Hybridization
Int. J. Mod. Phys. B, 19 (2005) pp.2421-2426

Masahiro Itoh, Vijay Kumar and Yoshiyuki Kawazoe

651. Evolution of the Electronic Structure of Be Clusters
J. Chem. Phys., 123[7] (2005) pp.07432901-07432910
V. Cerowski, B. K. Rao, S. N. Khanna, P. Jena, Soh Ishii, Kaoru Ohno and
Yoshiyuki Kawazoe

652. Atomistic Structure and Strain Relaxation in Czochralski-Grown SiyGei-x Bulk
Alloys
J. Mater. Sci. Mater. Electron., 16 (2005) pp.429-432
I. Yonenaga, M. Sakurai, M. H. F. Sluiter, Y. Kawazoe and S. Muto

653. Cubic Magic Clusters of Rhodium Stabilized with Eight-Center Bonding:
Magnetism and Growth
Phys. Rev. B, 72[12] (2005) pp.1254271-1254276
Young-Cho Bae, Vijay Kumar, Hiroki Osanai and Yoshiyuki Kawazoe

654.  Ab Initio Study of Strain-Induced Ferroelectricity in SrTiO3

Jpn. J. Appl. Phys., 44[9B] (2005) pp.7134-7140

Takatoshi Hashimoto, Takeshi Nishimatsu, Hiroshi Mizuseki, Yoshiyuki
Kawazoe, Atsushi Sasaki and Yoshiaki Ikeda

655. Magnetic Coupling between Cr Atoms Doped at Bulk and Surface Sites of ZnO
Appl. Phys. Lett., 87[16] (2005) pp.1625091-1625093
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

656. Field Emission Patterns from First-Principles Electronic Structures:
Application to Pristine and Cesium-Doped Carbon Nanotubes
Phys. Rev. Lett., 95[17] (2005) pp.1776021-1776024
Mohammad Khazaei, Amir A. Farajian and Yoshiyuki Kawazoe

657. Clustering of Ti on a Csp Surface and Its Effect on Hydrogen Storage
J.Am. Chem. Soc., 127 (2005) pp.14582-14583
Qiang Sun, Qian Wang, Puru Jena and Yoshiyuki Kawazoe



658.  Structure of the Thinnest Most Stable Semiconducting and Insulating
Nanotubes of SiOx (x=1,2)
Phys. Rev. B, 72[15] (2005) pp.1554221-1554225
Abhishek Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe

659. Ab Initio Study of Molecule Transport Characteristics Based on
Nonequilibrium Green’s Function Theory
Phys. Rev. B, 72[15] (2005) pp.15540801-15540810
F. Jiang, Y. X. Zhou, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

660. Dynamics and Nano-Clustering of Alkali Metals (Na, K) on the Si(1 1 1)-(7x7)
Surface
Ultramicroscopy, 105 (2005) pp.32-41
Kehui Wu, Y. Fujikawa, T. Briere, V. Kumar, Y. Kawazoe and T. Sakurai

661. Pristine Semiconducting [110] Silicon Nanowires

Nano Lett., 5[11] (2005) pp.2302-2305

Abhishek Kumar Singh, Vijay Kumar, Ryunosuke Note and Yoshiyuki
Kawazoe

662. Reconstruction of Atomic Images from Multiple-Energy X-Ray Holograms of
FePt Films by the Scattering Pattern Matrix Method
Appl. Phys. Lett., 87[23] (2005) pp.2341041-2341043
Yukio Takahashi, Eiichiro Matsubara, Yoshiyuki Kawazoe, Koki Takanashi
and Toshiyuki Shima

663. Theoretical Study on Junctions in Porphyrin Oligomers for Nanoscale Devices
Mater. Sci. Eng. C, 25 (2005) pp.718-721
Hiroshi Mizuseki, Rodion V. Belosludov, Amir A. Farajian, Nobuaki Igarashi
and Yoshiyuki Kawazoe

664. Ferromagnetic GaN-Cr Nanowires
Nano Lett., 5[8] (2005) pp.1587-1590
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

665. Novel Method for Site-Controlled Surface Nanodot Fabrication by Ion Beam
Synthesis
Nano Lett., 5[4] (2005) pp.771-776
R. Buckmaster, T. Hanada, Y. Kawazoe, M. W. Cho, T. F. Yao, N. Urushihara,
and A. Yamamoto

666. Hardness and Oxidation Resistance of the Perovskite-Type RRh3B:Ci-x (R=Y,
Sc)
J. Alloys. Compd., 408-412 (2006) pp.375-378
T. Shishido, Y. Ishizawa, J. Ye, S. Okada, K. Kudou, K. Iizumi, M. Oku, M.
Tanaka, A. Yoshikawa, A. Nomura, T. Sugawara, S. Tozawa, K. Obara, S. Oishi, N.
Kamegashira, T. Amano, R. Sahara, V. Kumar, H. Horiuchi, S. Kohiki, Y. Kawazoe and
K. Nakajima

667. Synthesis, Boron-Nonstoichiometry and Hardness of Perovskite-Type Rare
Earth Rhodium Borides RRh3Bx (R = La, Gd, Lu and Sc)
J. Alloys. Compd., 408-412 (2006) pp.379-383



T. Shishido, J. Ye, S. Okada, K. Kudou, K. Iizumi, M. Oku, Y. Ishizawa, R.
Sahara, V. Kumar, A. Yoshikawa, M. Tanaka, H. Horiuchi, A. Nomura, T. Sugawara, K.
Obara, T. Amano S. Kohiki, Y. Kawazoe and K. Nakajima

668. Thermoelectric Properties of a Nanocontact Made of Two-Capped Single-Wall
Carbon Nanotubes Calculated within the Tight-Binding Approximation
Phys. Rev. B, 73[8] (2006) pp.0854061-0854066
Keivan Esfarjani, Mona Zebarjadi and Yoshiyuki Kawazoe

669. A General-Purpose Approach for Calculating Transport n
Contact-Molecule-Contact System: TARABORD Implementation and Application
to a Polythiophene-Based Nanodevice

Thin Solid Films, 499 (2006) pp.269-274
Amir A. Farajian, Rodion V. Belosludov, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

670. Interaction of Single-Walled Carbon Nanotubes with Alkylamines: An Ab Initio
Study
Thin Solid Films, 499 (2006) pp.256-258
Olga V. Pupysheva, Amir A. Farajian, Hitoshi Nejo, Hiroshi Mizuseki and
Yoshiyuki Kawazoe

671. Ab Initio Quantum Chemical Investigation of Several Isomers of Anionic Sie
Chem. Phys. Lett., 418 (2006) pp.475-480
Masae Takahashi and Yoshiyuki Kawazoe

672. Ab Initio Calculations of the Stability of a Vacancy in Na Clusters and
Correlation with Melting
Phys. Rev. B, 73[3] (2006) pp.0354251-0354256
Masahiro Itoh, Vijay Kumar and Yoshiyuki Kawazoe

673. Interaction between a Single Pt Atom and a Carbon Nanotube Studied by
Density Functional Theory
Phys. Rev. B, 73[12] (2006) pp.1254101-1254106
G. Chen and Y. Kawazoe

674. First-Principles Calculations of Hyperfine Parameters with the All-Electron
Mixed-Basis Method
Phys. Rev. B, 73[4] (2006) pp.04511101-04511121
M. S. Bahramy, M. H. F. Sluiter and Y. Kawazoe

675. Lattice Constants and Electron Gap Energies of Nano- and Subnano-Sized
Cerium Oxides from the Experiments and First-Principles Calculations
J. Alloys. Compd., 408-412 (2006) pp.1145-1148
S. Tsunekawa, J.-T. Wang and Y. Kawazoe

676. Finite-Temperature Magnetism of Tetragonal Iron
Appl. Phys. Lett., 88[13] (2006) pp.1325131-1325133
Jian-Tao Wang, Ding-Sheng Wang and Y. Kawazoe

677. Microscopic Model of Clathrate Compounds
J. Phys. Conf. Ser., [ACCMS-3], 29 (2006) pp.1-7



V. R. Belosludov, O. S. Subbotin, D. S. Krupskii, O. V. Prokuda, R. V.
Belosludov and Y. Kawazoe

678. Thermodynamic Properties of Hydrate Phases Immersed in Ice Phase
J. Phys. Conf. Ser., [ACCMS-3], 29 (2006) pp.198-205
V. R. Belosludov, O. S. Subbotin, D. S. Krupskii, T. Ikeshoji, R. V. Belosludov,
Y. Kawazoe and J. Kudoh

679. Local Pressure and Density Distribution in Methane Hydrate-Ice Ih System
J. Phys. Conf. Ser., [ACCMS-3], 29 (2006) pp.206-209

O. S. Subbotin, T. Ikeshoji, V. R. Belosludov, J. Kudoh, R. V. Belosludov and Y.
Kawazoe

680. First Principles Investigation of the Magnetic Circular Dichroism Spectra of
Co-Doped Anatase and Rutile TiOq

Phys. Rev. B, 73[12] (2006) pp.1212011-1212014
Hongming Weng, Jinming Dong, T. Fukumura, M. Kawasaki and Y. Kawazoe

681. Thickness Dependence of the Atomic and Electronic Structures of TiOz2 Rutile
(110) Slabs and the Effects on the Electronic and Magnetic Properties of Supported
Clusters of Pd and Rh

Phys. Rev. B, 73[7] (2006) pp.07540101-07540110
P. Murugan, Vijay Kumar and Yoshiyuki Kawazoe

682. Using  First-Prinsiples Results to  Calculate  Finite-Temperature
Thermodynamic Properties of the NDb-Ni [ Phase in the Bragg-Williams
Approximation

Philos. Mag., 86[12] (2006) pp.1631-1641
N. Dupin, S. G. Fries, J.-M. Joubert, B. Sundman, M.H.F. Sluiter, Y. Kawazoe
and A. Pasturel

683. Intermolecular Potential for Methane in Zeolite A and Y: Adsorption Isotherm
and Related Properties
Solid State Sci., 8 (2006) pp.248-258
Pradip Kr. Ghorai, Marcel Sluiter, S. Yashonath and Y. Kawazoe

684.  Electronic and Transport Properties of Ferrocene: Theoretical Study
Jpn. J. Appl. Phys., 45[4B] (2006) pp.3768-3771

Tomoki Uehara, Rodion V. Belosludov, Amir A. Farajian, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

685.  Electronic and Magnetic Properties of Double-Impurities-Doped TiOsz (rutile):
First-Principles Calculations
J. Appl. Phys., 99[8] (2006) pp.08M1051-08M 1053
P. Murugan, R.V. Belosludov, H. Mizuseki, T. Nishimatsu, T. Fukumura, M.
Kawasaki and Y. Kawazoe

686. Stable Aluminum and Chromium Oxide Clusters as Precursors to Nanoscale
Materials
Compt. Mater. Sci., 35 (2006) pp.366-370
T. Morisato, N.O. Jones, S.N. Khanna and Y. Kawazoe



687. Origin and Temperature Dependence of the Electric Dipole Moment in
Niobium Clusters
Phys. Rev. B, 73[12] (2006) pp.12541801-12541814
Kristopher E. Andersen, Vijay Kumar, Yoshiyuki Kawazoe and Warren E.
Pickett

688.  Clustering of Cr in GaN Nanotubes and the Onset of Ferrimagnetic Order
Phys. Rev. B, 73[20] (2006) pp.2053201-2053206
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

689. Electron Affinities and Ionization Potentials of 4d and 5d Transition Metal
Atoms by CCSD(T), MP2 and Density Functional Theory
Chem. Phys. Lett., 423 (2006) pp.81-86
Z.dJ. Wu and Y. Kawazoe

690. Bonding Nature and Magnetism in Small MoX; (X = O and S) Clusters — A
Comparative Study by First Principles Calculations
Chem. Phys. Lett., 423 (2006) pp.202-207
P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

691. A First Principles Study of the Elastic Properties in Perovskite-Type RRhsB
and RRhsC with R =S¢, Y and La
Comput. Mater. Sci., 36 (2006) pp.12-16
R. Sahara, T. Shishido, A. Nomura, K. Kudou, S. Okada, Vijay Kumar, K.
Nakajima and Y. Kawazoe

692. Theoretical Study of Polarons and Self-Trapped Excited States in
One-Dimensional Ceo Crystal
Comput. Mater. Sci., 36 (2006) pp.17-25
V. R. Belosludov, T. M. Inerbaev, R. V. Belosludov, Y. Kawazoe and J. Kudoh

693. Theoretical Proposal of Planar Silicon Oligomer and Silicon Benzene
Comput. Mater. Sci., 36 (2006) pp.30-35
Masae Takahashi and Yoshiyuki Kawazoe

694. Dilute Magnetic III-V Semiconductor Spintronics Materials: A First-Principles
Approach
Comput. Mater. Sci., 36 (2006) pp.84-90
G. P. Das, B. K. Rao, P. Jena and Y. Kawazoe

695. First-Principles Calculations of Optical Absorption Spectra of Atoms in the
Vacuum and Crystals
Comput. Mater. Sci., 36 (2006) pp.125-129
Kaoru Ohno, Miou Furuya, Soh Ishii, Yoshifumi Noguchi, Shohei Iwata,
Yoshiyuki Kawazoe, Shinichiro Nagasaka, Takehisa Yoshinari and Yoshio
Takahashi

696. Realization of Molecular Interconnection for Molecular Electronics: Theoretical
Aspects
Comput. Mater. Sci., 36 (2006) pp.130-134
R. V. Belosludov, A. A. Farajian, Y. Kikuchi, H. Mizuseki and Y. Kawazoe



697. Dynamic Formation Process of Bi Line Structure on Si(100) Surface

Comput. Mater. Sci., 36 (2006) pp.135-138

Jian-Tao Wang, Ding-Sheng Wang, En-Ge Wang, Hiroshi Mizuseki, Yoshiyuki
Kawazoe, Masamichi Naitoh and Satoshi Nishigaki

698. Cs Doping Effects on Electronics Structure of Thin Nanotubes

Comput. Mater. Sci., 36 (2006) pp.152-158

Mohammad Khazaei, Amir A. Farajian, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

699. First Principles Studies of Magnesium Oxide Clusters by Parallelized Tohoku
University Mixed-Basis Program TOMBO
Comput. Mater. Sci., 36 (2006) pp.171-175
Amit Jain, Vijay Kumar, Marcel Sluiter and Yoshiyuki Kawazoe

700. Dynamics and Equation of State of Hydrogen Clathrate Hydrate as a Function
of Cage Occupation
Comput. Mater. Sci., 36 (2006) pp.229-233

Talgat M. Inerbaev, Vladimir R. Belosludov, Rodion V. Belosludov, Marcel
Sluiter and Yoshiyuki Kawazoe

701. Modelling of the Structure and Vibrational Properties of LDA, HDA, and
VHDA Amorphous Ices
Comput. Mater. Sci., 36 (2006) pp.253-257
O. S. Subbotin, V. R. Belosludov, T. M. Inerbaev, R. V. Belosludov and Y.
Kawazoe

702. Ring Structures of Small ZnO Clusters
Comput. Mater. Sci., 36 (2006) pp.258-262
Amit Jain, Vijay Kumar and Yoshiyuki Kawazoe

703. Terahertz Vibrational Modes of Crystalline Salicylic Acid by Numerical Model
Using Periodic Density Functional Theory
Jpn. J. Appl. Phys., 45[5A] (2006) pp.4170-4175
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi and
Yoshiyuki Kawazoe

704. Terahertz Phonon Modes of an Intermolecular Network of Hydrogen Bonds in
an Anhydrous [1-D-Glucopyranose Crystal
Chem. Phys. Lett., 423 (2006) pp.439-444
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe

705.  Theoretical Study of Conductance Properties of Metallocene
J. Jpn. Inst. Metals., 70[6] (2006) pp.478-482 (in Japanese)
Tomoki Uehara, Nobuaki Igarashi, Rodion V. Belosludov, Amir A. Farajian,
Hiroshi Mizuseki and Yoshiyuki Kawazoe

706.  Activation Barriers of CO Oxidation on Pt-M (M=Ru, Sn) Alloys
J. Jpn. Inst. Metals., 70[6] (2006) pp.495-499 (in Japanese)
Toshiaki Oka, Hiroshi Mizuseki and Yoshiyuki Kawazoe



707.  The Influence of Correlation on the Interpretation of Hund’s Multiplicity Rule:
A Quantum Monte Carlo Study
J. Chem. Phys., 125[1] (2006) pp.0141011-0141019
Takayuki Oyamada, Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

708. Two-Stage Rotation Mechanism for Group-V Precursor Dissociation on Si(001)
Phys. Rev. Lett., 97[4] (2006) pp.0461031-0461034
Jian-Tao Wang, Changfeng Chen, E.G. Wang, Ding-Sheng Wang, H. Mizuseki
and Y. Kawazoe

709. First Excited State Properties and Static Hyperpolarizability of Ruthenium
(I1) Ammine Complexes
J. Chem Theory Comput., 2[5] (2006) pp.1325-1334
Talgat M. Inerbaev, Rodion V. Belosludov, Hiroshi Mizuseki, Masae
Takahashi and Yoshiyuki Kawazoe

710. Low-Frequency Vibrations of Crystalline [, [1-Trehalose Dihydrate
Chem. Phys. Lett., 429 (2006) pp.371-377
Masae Takahashi, Yoshiyuki Kawazoe, Yoichi Ishikawa and Hiromasa Ito

711. Magneto-Optical Kerr Effects of Half-Metallic Ferromagnetic Transition Metal
Chalcogenides in Zinc-Blende and Wurtzite Structures
Phys. Rev. B, 74[8] (2006) pp.852051-852056
Hongming Weng, Yoshiyuki Kawazoe and Jinming Dong

712.  Self-Consistent Study of Single Molecular Transistor Modulated by Transverse
Field
J. Chem. Phys., 125 (2006) pp.847101-847106
F. Jiang, Y. X. Zhou, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

713. Transition between N- and Z-Shaped Current-Voltage Characteristics in
Semiconductor Multiple-Quantum-Well Structures
J. Appl. Phys., 100[3] (2006) pp.0337181-0337189
O.V. Pupysheva, A.V. Dmitriev, A.A. Farajian, H. Mizuseki and Y. Kawazoe

714. Mechanism of the Increase in Bulk Modulus of Perovskite ScRhsBx by
Vacancies
Phys. Rev. B, 73[18] (2006) pp.1841021-1841029
Ryoji Sahara, Toetsu Shishido, Akiko Nomura, Kunio Kudou, Shigeru Okada,
Vijay Kumar, Kazuo Nakajima and Yoshiyuki Kawazoe

715.  Effects of Morphology and Doping on the Electronic and Structural Properties
of Hydrogenated Silicon Nanowires
Nano Lett., 6[5] (2006) pp.920-925
Abhishek Kumar Singh, Vijay Kumar, Ryunosuke Note and Yoshiyuki
Kawazoe

716. Effect of Au Coating on the Magnetic and Structural Properties of Fe
Nanoclusters for Use in Biomedical Applications: A Density-Functional Theory
Study

Phys. Rev. B, 73[13] (2006) pp.1344091-1344096
Q. Sun, A.K. Kandalam, Q. Wang, P. Jena, Y. Kawazoe and M. Marquez



717. Defect Structure of Nonstoichiometric Plutonium Oxide
J. Phys. Soc. Jpn., 75 (2006) pp.143-145
K. Konashi, H. Matsui, Y. Kawazoe, M. Kato and S. Minamoto

718.  The Electronic Structure of the Dizincocene Core
Chem. Phys., 327 (2006) pp.283-290
Michael R. Philpott and Yoshiyuki Kawazoe

719. Magnetic Circular Dichroism Spectra in a II-VI Diluted Magnetic
Semiconductor Zni-xCrxTe: First-Principles Calculations
Phys. Rev. B, 74[11] (2006) pp.1152011-1152015
Hongming Weng, Jinming Dong, Tomoteru Fukumura, Masashi Kawasaki
and Yoshiyuki Kawazoe

720. Charged and Magnetic Fullerenes of Silicon by Metal Encapsulation:
Predictions from Ab Initio Calculations
Phys. Rev. B, 74[12] (2006) pp.1254111-1254115
Vijay Kumar, Abhishek Kumar Singh and Yoshiyuki Kawazoe

721.  First Principles Calculation of Terahertz Vibrational Modes of a Disaccharide
Monohydrate Crystal of Lactose
Jpn. J. Appl. Phys., 45[43] (2006) pp.L1156-L.1158
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe

722. Theoretical Investigation of Stable Structures of Ges Clusters with Various
Negative Charges
Mater. Trans., 47[11] (2006) pp.2624-2628
Hideki Kikuchi, Masae Takahashi and Yoshiyuki Kawazoe

723.  All-Electron GW Calculation for Quasiparticle Energies in Ceo

Mater. Trans., 47[11] (2006) pp.2620-2623

Hitoshi Adachi, Soh Ishii, Kaoru Ohno, Kyoko Ichinoseki and Yoshiyuki
Kawazoe

724. Boron Nonstoichiometry, Hardness and Oxidation Resistance of
Perovskite-Type CeRhsBx(x=0-1)
J. Alloy. Compd., 426 (2006) pp.304-307
T. Shishido, M. Oku, J. Ye, S. Okada, K. Kudou, K. Iizumi, Y. Sawada, Y.
Ishizawa, A. Nomura, T. Sugawara, K. Obara, R. Sahara, K. Yubuta, H. Kojima, V.
Kumar, M. Tanaka, K. Shimamura, S. Oishi, S. Kohiki, Y. Kawazoe and K. Nakajima

725.  Structural and Magnetic Stabilities of Cubic and Orthorhombic Phases of
CeMnNi4
Appl. Phys. Lett., 89 (2006) pp.2225021-2225023
P. Murugan, Abhishek Kumar Singh, G. P. Das and Yoshiyuki Kawazoe

726.  First-Principles Study of Phenyl Ethylene Oligomers as Current-Switch
Phys. Lett. A, 359 (2006) pp.487-493
F. Jiang, Y. X. Zhou, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe



727.  Electronic Structure and Optical Properties of Layered Perovskites Sro/MO4
(M=Ti, V, Cr, and Mn): An Ab Initio Study
Phys. Rev. B, 74[20] (2006) pp.2051121-2051129
Hongming Weng, Y. Kawazoe, Xiangang Wan and Jinming Dong

728.  First-Principles Calculations of the Far-infrared Absorption Spectrum of
4’-Dimethylamino- N-Methyl-4-Stilbazolium Tosylate
Chem. Phys. Lett., 432[1-3] (2006) pp.157-162
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe

729. Excited State Properties and Quadratic Optical Nonlinearities in Charged
Organic Chromophores: Theoretical Analysis
J. Chem. Phys., 125 (2006) pp.2347021-2347028
Talgat M. Inerbaev, Shigeki Saito, Rodion V. Belosludov, Hiroshi Mizuseki,
Masae Takahashi, and Yoshiyuki Kawazoe

730. Vacancy Induced Structural and Magnetic Transition in MnCoi-xGe

Appl. Phys. Lett., 89 (2006) pp.2625041-2625043

Jian-Tao Wang, Ding-Sheng Wang, Changfeng Chen, O. Nashima, T.
Kanomata, H. Mizuseki and Y. Kawazoe

731.  Surface and Bulklike Phonon Modes of Si(100) Nanometer Thin Film

Chem. Phys. Lett., 433 (2006) pp.86-90

Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe

732.  Diffusion Monte Carlo Study of Atomic Systems from Li to Ne
Mater. Trans., 47[11] (2006) pp.2612-2616
Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

733.  Fabrication of Zirconium Oxide Nanocrystallites and the Critical Size of the
Phase Transition
Int. J. Nanosci., 5[4-5] (2006) pp.651-656
Shin Tsunekawa, Yoshiuki Kawazoe, Takashi Kojima and Tadao Sugimoto

734. Quantum Monte Carlo Study of Electron Correlation in Chromium-Doped
Silicon Cluster Cr@Sii2
Mater. Trans., 47[11] (2006) pp.2617-2619
Kenta Hongo, Vijay Kumar, Yoshiyuki Kawazoe and Hiroshi Yasuhara

735.  Geometries and Electronic Properties of Tan, Ta,O and TaO, (n=1-3) Clusters
J. Mol. Struct. THEOCHEM, 764[1-3] (2006) pp.123-132
Z. dJ. Wu, Yoshiyuki Kawazoe and J. Meng

736. Using  First-Principles Results to  Calculate  Finite-Temperature
Thermodynamic Properties of the NDb-Ni [ Phase in the Bragg-Williams
Approximation

Philo. Mag., 86[12] (2006) pp.1631-1641
N. Dupin, S. G. Fries, J. M. Joubert, B. Sundman, M. H. F. Sluiter, Y.
Kawazoe and A. Pasturel



737.  Electronic Structure of Dimetallocene Molecules: Dizincocene Zno([15-CsMes)o
J. Mol. Struct. THEOCHEM, 773[1-3] (2006) pp.43-52
Michael R. Philpott and Yoshiyuki Kawazoe

738.  Evolution of the Dizincocene Metal-Metal Bond in the Series Znsls where L =
H, CHs, F, [15- CsHs
J. Mol. Struct. THEOCHEM, 776 (2006) pp.113-123
Michael R. Philpott and Yoshiyuki Kawazoe

739.  Field-Induced Transitions in a Single Crystal of ErZng
J. Phys. Conf. Ser., 51 (2006) pp.131-134
T. Kitai, H. Yoshida, S. Abe, T. Kawae, T. Kaneko and Y. Kawazoe

740.  Structural and Electronic Properties of Al;2X+* (X=C, Si, Ge, Sn, and Pb)
Clusters
J. Chem. Phys., 126[1] (2007) pp.0147031-0147035
G. Chen and Y. Kawazoe

741.  Electronic Rule for Formation of Glassy Alloys
Appl. Phys. Lett., 90 (2007) pp.0731141-0731143
Mikio Fukuhara, Masae Takahashi, Yoshiyuki Kawazoe and Akihisa Inoue

742.  Calculations of Spin-Induced Transport in Ferromagnets
Phys. Rev. B, 75[5] (2007) pp.0544041-0544045
M. S. Bahramy, P. Murugan, G. P. Das and Y. Kawazoe

743. Interpreting STM Image and Tunneling-Current-Induced Rotation of
cis2-butene on a Pd(110) Surface
Chem. Phys. Lett., 435[1-3] (2007) pp.90-95
Sang Uck Lee, Young-Kyu Han, Hiroshi Mizuseki and Yoshiyuki Kawazoe

744.  Diffusion Monte Carlo Study of Correlation in the Hydrogen Molecule
Int. J. Quantum Chem., 107[6] (2007) pp.1459-1467
Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

745.  Ab Initio Study of the Change from [15— to [1'-Coordination in Group 12
Dimetallocenes MM’(CsHs)2 with M, M’ = Zn, Cd, Hg
Chem. Phys., 333 (2007) pp.201-207
Michael R. Philpott and Yoshiyuki Kawazoe

746.  Correct Interpretation of Hund’s Rule and Chemical Bonding Based on the
Virial Theorem
Mater. Trans., 48[4] (2007) pp.662-665
Kenta Hongo, Takayuki Oyamada, Youhei Maruyama, Yoshiyuki Kawazoe
and Hiroshi Yasuhara

747.  Correct Interpretation of Hund’s Multiplicity Rule for Atoms and Molecules

J. Magn. Magn, Mater., 310[2] (2007) pp.e560-e562

Kenta Hongo, Takayuki Oyamada, Youhei Maruyama, Yoshiyuki Kawazoe
and Hiroshi Yasuhara

748.  Ferromagnetic to Ferrimagnetic Crossover in Cr-doped GaN Nanohole Arrays



Phys. Rev. B, 75 (2007) pp.0753121-0753127
Q. Wang, Q. Sun, P. Jena, and Y. Kawazoe

749.  Ab-Initio Study of Giant Moment Reduction of Fe Impurity in Dilute Pdo.95Vo.05
J. Magn. Magn, Mater., 310[2] (2007) pp.e541-e543
M. S. Bahramy, S. K. Srivastava, S. N. Mishra. G. P. Das and Y. Kawazoe

750.  Neutron Diffraction Studies on Pseudobinary Compounds Cri-xRuxSbs (x=0.05
and 0.2)
J. Magn. Magn, Mater., 310[2] (2007) pp.1569-1571
T. Harada, Y. Takahashi, Y. Yamaguchi, T. Kanomata, H. Yoshida, T. Kaneko
and Y. Kawazoe

751. Magnetic Properties of RCusAg (R = Gd-Er) Single Crystals
J. Magn. Magn, Mater., 310[2] (2007) pp.e583-e585
T. Kitai, S. Abe, H. Yoshida, T. Kawae, Y. Kawazoe and T. Kaneko

752. Understanding the Structural Stability of Compound Mo-S Clusters at
Sub-Nanometer Level
Mater. Trans., 48[4] (2007) pp.658-661
P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

753. Interstitial Oxygen and Dopant Atoms Arrangement in Tin-Doped Indium
Oxide
Mater. Trans., 48[4] (2007) pp.666-669
Talgat M. Inerbaev, Ryoji Sahara, Hiroshi Mizuseki, Yoshiyuki Kawazoe and
Takashi Nakamura

754. Metal Sandwich Molecules: Planar Metal Atom Arrays between Aromatic
Hydrocarbons
Mater. Trans., 48[4] (2007) pp.693-699
Michael R Philpott and Yoshiyuki Kawazoe

755. Physical and Chemical Properties of Gas Hydrates: Theoretical Aspects of
Energy Storage Application
Mater. Trans., 48[4] (2007) pp.704-710
Vladimir R. Belosludov, Oleg S. Subbotin, Dmitrii S. Krupskii, Rodion V.
Belosludov,
Yoshiyuki Kawazoe and Jun-ichi Kudoh

756.  Structure and Stability of the Frank-Kasper W@Sii2, and Ti@Si15 and Ti@Si16
Clusters
Mater. Trans., 48[4] (2007) pp.745-747
Marian W. Radny and Yoshiyuki Kawazoe

757. Effects of Cs Treatment on Field Emission Properties of Capped Carbon
Nanotubes
Surface Sci., 601 (2007) pp.1501-1506
Mohammad Khazaei and Yoshiyuki Kawazoe

758.  Electronic and Transport Properties of Bismuth Nanolines for Applications in
Molecular Electronics



Phys. Rev. B, 75 (2007) pp.1134111-1134114
R. V. Belosludov, A. A. Farajian, H. Mizuseki, K. Miki and Y. Kawazoe

759.  Ab Initio Study of Structural Stability of Mo-S Clusters and Size Specific
Stoichiometries of Magic Clusters
J. Phys. Chem. A, 111 (2007) pp.2778-2782
P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

760. Field Emission Signature of Pentagons at Carbon Nanotube Caps

J. Phys. Chem. C, 111 (2007) pp.6690-6693

Mohammad Khazaei, Kenneth A. Dean, Amir A. Farajian and Yoshiyuki
Kawazoe

761. Hydrogenated Caged Clusters of Si, Ge, and Sn and Their Endohedral Doping
with Atoms: Ab Initio Calculations
Phys. Rev. B, 75 (2007) pp.15542501-15542511
Vijay Kumar and Yoshiyuki Kawazoe

762. Monte Carlo Calculation of Second and Third Virial Coefficients of Small-Scale
Comb Polymers on Lattice
J. Chem. Phys., 126 (2007) pp.1549011-1549017
Kazuhito Shida, Atsuo Kasuya, Kaoru Ohno, Yoshiyuki Kawazoe and Yo
Nakamura

763. Excess Polarizabilities Upon Excitation from the Ground State to the First
Dipole-Allowed Excited State of Diphenylpolyenes
Int. J. Quantum Chem., 107[10] (2007) pp.2006-2014
J. F. Ye, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

764. Quantum Length Dependence of Conductance in Oligomers: First-Principles
Calculations
Phys. Rev. B, 75[24] (2007) pp.2454071-2454076
Y. X. Zhou, F. Jiang, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

765.  Electrical Properties and Colossal Electroresistance of Heteroepitaxial
SrRuOs/SrTii-«NbxOs (0.0002 legslant x legslant 0.02) Schottky Junctions
Phys. Rev. B, 75[16] (2007) pp.1651011-1651017
T. Fujii, M. Kawasaki, A. Sawa, Y. Kawazoe, H. Akoh and Y. Tokura

766. Gesg %7 =A 2 7 T A X — DL EAETE DRI
H A4 B 5438, 7106] (2007) pp.534-538
FHTER, B Sz, JIRE =

767.  Ab-Initio Study of Hyperfine Structure of M; (M=Li, Na, K, Cu and Ag)
Clusters, Using All-Electron Mixed-Basis Method
Mater. Trans., 48[7] (2007) pp.1883-1885
Mohammad Saeed Bahramy and Yoshiyuki Kawazoe

768.  CO Oxidation Process on Pt-M(111) Alloys (M = Ru, Sn): An Ab Initio Study
Mater. Trans., 48[7] (2007) pp.1907-1912
Toshiaki Oka, Hiroshi Mizuseki and Yoshiyuki Kawazoe



769. Photodissociation Spectroscopy of the Chromium Trimer Ion
Eur. Phys. J. D, 43 (2007) pp.23-26
T. Majima, K. Tono, A. Terasaki, Y. Kawazoe and T. Kondow

770. Formation and Atomic Structure of Boron Nitride Nanotubes with a
Cup-Stacked Structure
Solid State Commun., 143 (2007) pp.331-336
Takeo Oku, Naruhiro Koi, Katsuaki Suganuma, Rodion V. Belosludov and
Yoshiyuki Kawazoe

771. Computational Design of a Rectifying Diode Made by Interconnecting Carbon
Nanotubes with Peptide Linkages
J. Phys. Chem. C, 111 (2007) pp.12175-12180
Mohammad Khazaei, Sang Uck Lee, Fabio Pichierri and Yoshiyuki Kawazoe

772. Pseudopotential Hyperfine Calculations Through Perturbative Core-Level
Polarization
Phys. Rev. B, 76 (2007) pp.0351241-0351249
Mohammad Saeed Bahramy, Marcel H. F. Sluiter and Yoshiyuki Kawazoe

773. Assembling Nanowires from Mo-S Clusters and Effects of Iodine Doping on
Electronic Structure
Nano Lett., 7[8] (2007) pp.2214-2219
P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

774. Quantum-Chemical Design of Covalent Linkages for Interconnecting Carbon
Nanotubes
Mater. Trans., 48[8] (2007) pp.2148-2151
Fabio Pichierri, Mohammad Khazaei and Yoshiyuki Kawazoe

775. High Temperature Ferromagnetism in Fe-Doped ZnO: a Density Functional
Investigation
Mater. Trans., 48[8] (2007) pp.2119-2122
D. Karmakar, I. Dasgupta, G. P. Das and Yoshiyuki Kawazoe

776. Modeling the Self-Preservation Effect in Gas Hydrate/Ice Systems

Mater. Trans., 48[8] (2007) pp.2114-2118

O. S. Subbotin, V. R. Belosludov, T. Ikeshoji, E. N. Brodskaya, E. M.
Piotrovskaya, V. Sizov, R. V. Belosludov and Y. Kawazoe

777. Detection of OH Stretching Mode of CH3OH Chemisorbed on Niz* and Nis* by
Infrared Photodissociation Spectroscopy
J. Phys. Chem. A, 111[31] (2007) pp.7664-7669
Shinichi Hirabayashi, Ryuji Okawa, Masahiko Ichihashi, Tamotsu Kondow
and Yoshiyuki Kawazoe

778. Gate-Induced Switching and Negative Differential Resistance in a
Single-Molecule Transistor: Emergence of Fixed and Shifting States with
Molecular Length

J. Chem. Phys., 127 (2007) pp.0249011-0249015
A. A. Farajian, R. V. Belosludov, H. Mizuseki, Y. Kawazoe, T. Hashizume and



B. I. Yakobson

779. Ferroelectric Phase Transitions in Ultrathin Films of BaTiOs

Phys. Rev. Lett., 99 (2007) pp.0776011-0776014

Jaita Paul, Takeshi Nishimatsu, Yoshiyuki Kawazoe and Umesh V.
Waghmare

780.  Ab Initio Studies of Structural, Elastic, and Electronic Properties of FRhsBy
(B=Sc, Y, La, and Ce)
Appl. Phys. Lett., 91 (2007) pp.0819011-0819013
Hidenobu Kojima, Ryoji Sahara, Toetsu Shishido, Akiko Nomura, Kunio
Kudou, Shigeru Okada, Vijay Kumar, Kazuo Nakajima and Yoshiyuki Kawazoe

781.  First-Principles Study of Magnetic Properties in V-Doped ZnO
Appl. Phys. Lett., 91 (2007) pp.0631161-0631163
Qian Wang, Qiang Sun, Puru Jena, Zheng Hu, R. Note and Y. Kawazoe

782.  First-Principles Study of the Structural, Electronic, and Elastic Properties of
ERh;3B<C1< (B=Sc and Y)
Phys. Rev. B, 76 (2007) pp.0241051-0241059
Ryoji Sahara, Toetsu Shishido, Akiko Nomura, Kunio Kudou, Shigeru Okada,

Vijay Kumar, Kazuo Nakajima and Yoshiyuki Kawazoe

783.  Entropic and Conformational Study of Isolated Double-Tethered Chains by
Three-Dimensional Lattice Simulations
Physica A, 382 (2007) pp.405-414
Kazuhito Shida, Atsuo Kasuya and Yoshiyuki Kawazoe

784.  Ab Initio Study of Single-Molecule Rotation Switch Based on Nonequilibrium
Green’s Function Theory
J. Chem. Phys., 127 (2007) pp.0841071-0841076
Y. Y. Liang, F. Jiang, Y. X. Zhou, H. Chen, R. Note, H. Mizuseki and Y.
Kawazoe

785.  Application of the Reactivity Index to Propose Intra and Intermolecular
Reactivity in Metal Cluster Interaction over Oxide Surface
Mater. Trans., 48[8] (2007) pp.2152-2158
Abhijit Chatterjee and Yoshiyuki Kawazoe

786. Chemical Bonding in Metal Sandwich Molecules M,R2 with R=Pyrene CisHio
and Tetracene CisHi2
Chem. Phys., 337 (2007) pp.55-67
Michael R. Philpott and Yoshiyuki Kawazoe

787.  Control of Electron Transport by Manipulating the Conjugated Framework
J. Phys. Chem. C, 111 (2007) pp.15397-15403
Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and Yoshiyuki

Kawazoe

788.  Proposed Design Principle of Fluoride-based Materials for Deep Ultraviolet
Light Emitting Devices
Opt. Mater., 30 (2007) pp.15-17



Nobuhiko Sarukura, Hidetoshi Murakami, Elmer Estacio, Shingo Ono,

Riadh El Ouenzerfi, Marilou Cadatal, Takeshi Nishimatsu, Noriaki Terakubo,
Hiroshi Mizuseki, Yoshiyuki Kawazoe, Akira Yoshikawa and Tsuguo Fukuda

789.  Silicon Subiodide Clusters

J. Nanosci. Nanotechnol., 7 (2007) pp.3788-3791

Andriy Dmytruk, Yeon-Su Park, Atsuo Kasuya, Hideki Kikuchi, Masae
Takahashi, Yoshiyuki Kawazoe and Akira Watanabe

790. Molten Metal Flux Growth and Study of Properties and Chemical State of a
New Compound PrRh4 sB2
J. Flux Growth, 2[2] (2007) pp.87-92
Toetsu Shishido, Masaoki Oku, Shigeru Okada, Naoyuki Nogi, Tadaaki
Amano, Junhua Ye, Takao Mori, Masahiko Tanaka, Kiyoshi Shimamura, Akira
Yoshikawa, Ryoji Sahara, Kunio Yubuta, Vijay Kumar, Akiko Nomura, Takamasa
Sugawara, Shin-ichiro Tozawa, Kazuo Obara, Naofumi Ohtsu, Koichi Hayashi, Kozo
Fujiwara, Noritaka Usami, Shigemi Kohiki, Katsuya Teshima, Shuji Oishi, Yoshiyuki
Kawazoe and Kazuo Nakajima

791. Influence of Molecular Geometry, Exchange-Correlation Functional, and
Solvent Effects in the Modeling of Vertical Excitation Energies in Phthalocyanines
Using Time-Dependent Density Functional Theory (TDDFT) and Polarized
Continuum Model TDDFT Methods: Can Modern Computational Chemistry
Methods Explain Experimental Controversies?

J. Phys. Chem. A, 111[50] (2007) pp.12901-12913
Victor N. Nemykin, Ryan G. Hadt, Rodion V. Belosludov, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

792.  Facile [3+2] Dimerization and Formal Dehydrogenative Coupling Mode of a
Cyanophenylphosphaallene
Tetrahedron 63, (2007) pp.10246-10252
Shigekazu Ito, Sou Hashino, Noboru Morita, Masaaki Yoshifuji, Daisuke
Hirose, Masae Takahashi and Yoshiyuki Kawazoe

793. Bonding and Magnetism in Transition Metal Sandwich Structures with the
Aromatic Hydrocarbon Coronene C24H12 Outer Layers
Chem. Phys., 342 (2007) pp.223-235
Michael R. Philpott and Yoshiyuki Kawazoe

794. Laser-Induced Polymerization of Sils

Chem. Phys. Lett., 450 (2007) pp.1-5

Masae Takahashi, Hideki Kikuchi, Yoshiyuki Kawazoe, Andriy Dmytruk,
Atsuo Kasuya and Akira Watanabe

795.  Size-Dependent Magnetism and Spin-Glass Behavior of Amorphous NiO Bulk,
Clusters, and Nanocrystals: Experiments and First-Principles Calculations
Phys. Rev. B, 76 (2007) pp.2244021-2244025
J. B. Y1, J. Ding, Y. P. Feng, G. W. Peng, G. M. Chow, Y. Kawazoe, B. H. Liu, J.
H. Yin and S. Thongmee

796. Composition Dependence of Structural and Electronic Properties of GamAsn
Clusters from First Principles



Phys. Rev. B, 76 (2007) pp.0453361-0453368
Y. P. Feng, T. B. Boo, H. H. Kwong, C. K. Ong, V. Kumar and Y. Kawazoe

797. Ab Initio Interpretation of Hund’s Rule for the Methylene Molecule:
Variational Optimization of Its Molecular Geometries and Energy Component
Analysis

Int. J. Quantum Chem., 108[4] (2008) pp.731-743
Youhei Maruyama, Kenta Hongo, Masanori Tachikawa, Yoshiyuki Kawazoe
and Hiroshi Yasuhara

798.  First-Principles Study of Length Dependence of Conductance in Alkanedithiols
J. Chem. Phys., 128[4] (2008) pp.0447041-0447045
Y. X. Zhou, F. Jiang, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

799.  Fluorescence Spectra of Poly(di-mhexylsilane)/TiOz Nanoparticle Hybrid Film
Polymer, 49[2] (2008) pp.554-560
Akira Watanabe, Tokuji Miyashita, Atsuo Kasuya, Masae Takahashi and
Yoshiyuki Kawazoe

800. Design of Janus Nanoparticles with Atomic Precision: Tungsten-Doped Gold
Nanostructures
ACS NANO, 2[2] (2008) pp.341-347
Qiang Sun, Qian Wang, Puru Jena and Yoshiyuki Kawazoe

801. A First-Principles Study of Phase Transitions in Ultrathin Films of BaTiO3
PRAMANA-J. Phys., 70[2] (2008) pp.263-270
J. Paul, T. Nishimatsu, Y. Kawazoe and U. V. Waghmare

802. Magnetic Phase Stability and Spin-Dependent Transport in CeNisM (M=Sc, Ti,
V, Cr, Mn, Fe, and Co): First-Principles Study
Phys. Rev. B, 77 (2008) pp.0644011-0644016
P. Murugan, M. S. Bahramy and Y. Kawazoe

803. Chromium Aromatic Hydrocarbon Sandwich Molecules and the
Eighteen-Electron Rule
J. Phys. Chem. A, 112 (2008) pp.2034-2042
Michael R. Philpott and Yoshiyuki Kawazoe

804. Birefringence of [1-BaB204 Crystal in the Terahertz Region for Parametric
Device Design
Appl. Phys. Lett., 92[9] (2008) pp.0911161-0911163
Elmer Estacio, Shigeki Saito, Tomoharu Nakazato, Yusuke Furukawa,
Nobuhiko Sarukura, Marilou Cadatal, Minh Hong Pham, Carlito Ponseca, Jr.,
Hiroshi Mizuseki and Yoshiyuki Kawazoe

805. Evolution of Magnetic Circular Dichroism of Pure ZnTe in Magnetic Field:
Spectral Similarity between Undoped and Cr-doped ZnTe
Phys. Rev. B, 77 (2008) pp.1252061-1252066
Hongming Weng, Jinming Dong, Tomoteru Fukumura, Masashi Kawasaki
and Yoshiyuki Kawazoe

806. Transport Properties of Nanoscale Materials for Molecular Wire Applications:



A Case Study of Ferrocene Dimers
J. Korean. Phys. Soc., 52[4] (2008) pp.1197-1201

Hiroshi Mizuseki, Rodion V. Belosludov, Tomoki Uehara, Sang Uck Lee and
Yoshiyuki Kawazoe

807. Temperature Dependence of the Bulk Modulus in fcc Metals by Using a
Lattice-Gas Model with Renormalized Potentials
J. Korean. Phys. Soc., 52[4] (2008) pp.1259-1263
Ryoji Sahara, Hiroshi Mizuseki, Yoshiyuki Kawazoe and Kaoru Ohno

808. Designing Nanogadgets by Interconnecting Carbon Nanotubes with Zinc
Layers
ACS NANO, 2[5] (2008) pp.939-943
Mohammad Khazaei, Sang Uck Lee, Fabio Pichierri and Yoshiyuki Kawazoe

809. Transition Metal Sandwich Molecules with Large (C,, n gegslant 24) Zigzag
Poly Aromatic Hydrocarbons
Chem. Phys., 348[1-3] (2008) pp.69-82
Michael R. Philpott and Yoshiyuki Kawazoe

810. Lithiated Assemblies of Metal Chalcogenide Nanowires
Appl. Phys. Lett., 92[20] (2008) pp.2031121-2031123
P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

811. Atomic Ordering Recognized by Convergence Characteristics of the Radial
Distribution Function
Solid State Commun., 146[11-12] (2008) pp.468-471
Yong Yang, Masae Takahashi and Yoshiyuki Kawazoe

812. Vacancy-Induced Magnetism in ZnO Thin Films and Nanowires
Phys. Rev. B, 77[20] (2008) pp.2054111-2054117
Qian Wang, Qiang Sun, Gang Chen, Yoshiyuki Kawazoe and Puru Jena

813.  Evolution of Atomic and Electronic Structure of Pt Clusters: Planar, Layered,
Pyramidal, Cage, Cubic, and Octahedral Growth
Phys. Rev. B, 77[20] (2008) pp.20541801-20541810
Vijay Kumar and Yoshiyuki Kawazoe

814. Current through Single Conjugated Molecules: Calculations Versus
Measurements
J. Chem. Phys., 129[2] (2008) pp.0249011-0249015
Y. Y. Liang, Y. X. Zhou, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

815. The Role of Aromaticity and the [-Conjugated Framework in Multiporphyrinic
Systems as Single-Molecule Switches
Small, 4[7] (2008) pp.962-969

Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

816. Effect of Excess Electrons on Hexagonal Close-Packed Mg and the Model
Clusters for Bulk Metallic Glasses
J. Phys. D: Appl. Phys., 41[15] (2008) pp.1554241-1554246


http://scitation.aip.org/vsearch/servlet/VerityServlet?KEY=ALL&possible1=Liang%2C+Y.+Y.&possible1zone=author&maxdisp=25&smode=strresults&aqs=true
http://scitation.aip.org/vsearch/servlet/VerityServlet?KEY=ALL&possible1=Zhou%2C+Y.+X.&possible1zone=author&maxdisp=25&smode=strresults&aqs=true
http://scitation.aip.org/vsearch/servlet/VerityServlet?KEY=ALL&possible1=Chen%2C+H.&possible1zone=author&maxdisp=25&smode=strresults&aqs=true
http://scitation.aip.org/vsearch/servlet/VerityServlet?KEY=ALL&possible1=Note%2C+R.&possible1zone=author&maxdisp=25&smode=strresults&aqs=true
http://scitation.aip.org/vsearch/servlet/VerityServlet?KEY=ALL&possible1=Mizuseki%2C+H.&possible1zone=author&maxdisp=25&smode=strresults&aqs=true
http://scitation.aip.org/vsearch/servlet/VerityServlet?KEY=ALL&possible1=Kawazoe%2C+Y.&possible1zone=author&maxdisp=25&smode=strresults&aqs=true

Masae Takahashi, Mikio Fukuhara, Akihisa Inoue and Yoshiyuki Kawazoe

817. Interaction of Gas Molecules with Ti-Benzene Complexes
J. Chem. Phys., 129[7] (2008) pp.0743051-0743058
G. Chen, P. Jena and Y. Kawazoe

818.  Electron Transport through Carbon Nanotube Intramolecular Heterojunctions
with Peptide Linkages
Phys. Chem. Chem. Phys., 10[34] (2008) pp.5225-5231
Sang Uck Lee, Mohammad Khazaei, Fabio Pichierri and Yoshiyuki Kawazoe

819. Excess Polarizabilities upon the First Dipole-Allowed Excitation of Some
Conjugated Oligomers
J. Phys. Org. Chem., 21[9] (2008) pp.789-796
J. F. Ye, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

820. Effect of Strain on the Energetics and Kinetics of Dissociation of Shbs on
Ge(001)
Phys. Rev. B, 78[7] (2008) pp.0734031-0734034

Jian-Tao Wang, Changfeng Chen, E. G. Wang, Ding-Sheng Wang, H. Mizuseki
and Y. Kawazoe

821. Metal-Substituted Disilynes with Linear Forms
Organometallics, 27[19] (2008) pp.4829-4832
Masae Takahashi and Yoshiyuki Kawazoe

822. Fast Molecular-Dynamics Simulation for Ferroelectric Thin-Film Capacitors
Using a First-Principles Effective Hamiltonian
Phys. Rev. B, 78[10] (2008) pp.10410401-10410411
Takeshi Nishimatsu, Umesh V. Waghmare, Yoshiyuki Kawazoe and David
Vanderbilt

823.  Electron-Capture Decay Rate of "Be@Ce¢o by First-Principles Calculations
Based on Density Functional Theory
Phys. Rev. B, 78[12] (2008) pp.1254161-1254167
Tsuguo Morisato, Kaoru Ohno, Tsutomu Ohtsuki, Kentaro Hirose, Marcel
Sluiter and Yoshiyuki Kawazoe

824. Crystal-Like Low Frequency Phonons in the Low-Density Amorphous and
High-Density Amorphous Ices
J. Chem. Phys., 129[11] (2008) pp.1145071-1145075
R. V. Belosludov, O. S. Subbotin, H. Mizuseki, P. M. Rodger, Y. Kawazoe and
V. R. Belosludov

825. TD-DFT Studies on Hematoporphyrin and Its Dimers

Mater. Trans., 49[11] (2008) pp.2416-2419

A. Suvitha, R. V. Belosludov, H. Mizuseki, Y. Kawazoe, M. Takeda, M. Kohno
and N. Ohuchi

826.  Structural Dependence of Magnetic Shielding Properties in AlsLi4 Clusters
Mater. Trans., 49[11] (2008) pp.2429-2436
Sang Uck Lee, Young-Kyu Han, Chiranjib Majumder, Rodion V. Belosludov,


http://www3.interscience.wiley.com/journal/120835954/issue

Hiroshi Mizuseki and Yoshiyuki Kawazoe

827. Magnetic Properties of Mn Doped Armchair Graphene Nanoribbon
Mater. Trans., 49[11] (2008) pp.2445-2447
Narjes Gorjizadeh and Yoshiyuki Kawazoe

828. Bonding and Magnetism in High Symmetry Nano-Sized Graphene Molecules:
Linear Acenes CuamroHomis (m = 2,...25); Zigzag Hexangulenes Cem+2Hem (m =
2,...10); Crenelated Hexangulenes Cs@m+o-smiHsemn (m = 2,...6); Zigzag
Triangulenes Cp+2+am1Hem (m=2,...15)

Mater. Trans., 49[11] (2008) pp.2448-2456
Michael R. Philpott, Fanica Cimpoesu and Yoshiyuki Kawazoe

829. Dependence of Magnetism on Doping Concentration in V-Doped Bulk ZnO
Mater. Trans., 49[11] (2008) pp.2469-2473
Qian Wang, Qiang Sun, Puru Jena and Yoshiyuki Kawazoe

830.  Structural, Electronic and Optical Properties of the AloOs Doped SiOg2: First
Principles Calculations
Mater. Trans., 49[11] (2008) pp.2474-2479
Yong Yang, Masae Takahashi, Hiroshi Abe and Yoshiyuki Kawazoe

831. Thermocapillary Convection of Liquid Bridge under Axisymmetric Magnetic
Fields
Mater. Trans., 49[11] (2008) pp.2566-2571
Chaobo Chen, Zhong Zeng, Hiroshi Mizuseki and Yoshiyuki Kawazoe

832.  Electronic Structure of the Bulk of Titanium Hydrides Fractured in Ultrahigh
Vacuum by XPS Surface Analysis
J. Surface Analysis, 14[4] (2008) pp.424-427
B. Tsuchiya, M. Oku, R. Sahara, S. Nagata, T. Shikama and Y. Kawazoe

833.  Spin and Band-Gap Engineering in Doped Graphene Nanoribbons

Phys. Rev. B, 78[15] (2008) pp.1554271-1554276

Narjes Gorjizadeh, Amir A. Farajian, Keivan Esfarjani and Yoshiyuki
Kawazoe

834. Hydrogen Adsorption on  Lithium-Functionalized Calixarenes: A
Computational Study
J. Phys. Chem. C, 112[49] (2008) pp.19676-19679
Natarajan Sathiyamoorthy Venkataramanan, Ryoji Sahara, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

835. Geometry, Bonding and Magnetism in Planar Triangulene Graphene
Molecules with Dsp Symmetry: Zigzag Cur+o+am1Hames (m =2, ..., 15)
Chem. Phys., 354[1-3] (2008) pp.1-15
Michael R. Philpott, Fanica Cimpoesu and Yoshiyuki Kawazoe

836.  Polarization Switching in Epitaxial Films of BaTiOs: A Molecular Dynamics
Study
Appl. Phys. Lett., 93[24] (2008) pp.2429051-2429053
Jaita Paul, Takeshi Nishimatsu, Yoshiyuki Kawazoe and Umesh V.



Waghmare

837.  Glass-Transition Behavior of Ni: Calculation, Prediction, and Experiment

J. Appl. Phys., 104[12] (2008) pp.1235291-1235295

Dmitri V. Louzguine-Luzgin, Rodion Belosludov, Masatoshi Saito, Yoshiyuki
Kawazoe and Akihisa Inoue

838.  Specific Heat and TEM Study of the New Layered Boride PrRh4.8B2 Obtained
by the Molten Metal Flux Growth
J. Flux Growth, 3[2] (2008) pp.61-63
Toetsu Shishido, Takao Mori, Kunio Yubuta, Yoshiyuki Kawazoe and Kazuo
Nakajima

839.  Synthesis, Boron Solubility and Properties of Perovskite-Type Rare Earth
Palladium Borides
J. Flux Growth, 3[2] (2008) pp.68-71
Toetsu Shishido, Jinhua Ye, Takahiko Sasaki, Shigeru Okada, Kunio Kudou,
Yoshio Ishizawa, Takao Mori, Yutaka Sawada, Naoyuki Nogi, Masahiko
Tanaka, Naofumi Ohtsu, Tadaaki Amano, Ryoji Sahara, Kunio Yubuta, Vijay Kumar,
Kozo Fujiwara, Noritaka Usami, Kouichi Hayashi, Akiko Nomura, Takamasa
Sugawara, Shigemi Kohiki, Katsuya Teshima, Shuji Oishi, Yoshiyuki Kawazoe and
Kazuo Nakajima

840. The Effects of Defects on the Conductance of Graphene Nanoribbons
Nanotechnology, 20[1] (2009) pp.0152011-0152016
Narjes Gorjizadeh, Amir A Farajian and Yoshiyuki Kawazoe

841. Mg-Doped GaN Nanostructures: Energetics, Magnetism, and H2 Adsorption
Appl. Phys. Lett., 94[1] (2009) pp.0131081-0131083
Qian Wang, Qiang Sun, Puru Jena and Yoshiyuki Kawazoe

842. New Metallic Carbon Crystal

Phys. Rev. Lett., 102[5] (2009) pp.0557031-0557034

Masahiro Itoh, Motoko Kotani, Hisashi Naito, Toshikazu Sunada, Yoshiyuki
Kawazoe and Tadafumi Adschiri

843.  Stabilization of Square Planar Silicon: A New Building Block for Conjugated
Si-Containing Systems
J. Phys. Chem. A, 113[4] (2009) pp.707-712
D. Szieberth, M. Takahashi and Y. Kawazoe

844. Aluminum Hydride Coated Single-Walled Carbon Nanotube as a Hydrogen
Storage Medium
Int. J. Hydrogen Energy, 34[1] (2009) pp.370-375
K. Iyakutti, Y. Kawazoe, M. Rajarajeswari and V. J. Surya

845. 7ZnO Clusters: Laser Ablation Production and Time-of-Flight Mass
Spectroscopic Study
Microelectronics J., 40[2] (2009) pp.218-220
A. Dmytruk, I. Dmitruk, I. Blonskyy, R. Belosludov, Y. Kawazoe and A.
Kasuya



846. Theoretical Study of Hydrogen Storage in Ca-Coated Fullerenes
J. Chem. Theory Comput., 5[2] (2009) pp.374-379
Qian Wang, Qiang Sun, Puru Jena and Yoshiyuki Kawazoe

847. Comparative Study of Single Cu, Ag, Au, and K Atoms Adsorbed on
Si(111)-(7x7)
Phys. Rev. B, 79[11] (2009) pp.1153011-1153019
G. Chen, Xudong Xiao, Y. Kawazoe, X. G. Gong and C. T. Chan

848. Magnetic Properties of Transition-Metal-Doped Zni-x7x0 (7'= Cr, Mn, Fe, Co,
and Ni) Thin Films with and without Intrinsic Defects: A Density Functional
Study

Phys. Rev. B, 79[11] (2009) pp.11540701-11540713
Qian Wang, Qiang Sun, Puru Jena and Y. Kawazoe

849. Potential of AIN Nanostructures as Hydrogen Storage Materials
ACS NANO, 3[3] (2009) pp.621-626
Qian Wang, Qiang Sun, Puru Jena and Yoshiyuki Kawazoe

850.  Observation of Birefringence in BBO Crystals in the Terahertz Regime

J. Crystal Growth, 311[3] (2009) pp.895-898

Shigeki Saito, Elmer Estacio, Tomoharu Nakazato, Yusuke Furukawa,
Toshihiko Shimizu, Nobuhiko Sarukura, Marilou Cadatal, Minh Hong Pham, Carlito

Ponseca Jr., Hiroshi Mizuseki and Yoshiyuki Kawazoe

851. A Theoretical Study on the Interaction of Aromatic Amino Acids with
Graphene and Single Walled Carbon Nanotube
J. Chem. Phys., 130[12] (2009) pp.1249111-1249116
Chinagandham Rajesh, Chiranjib Majumder, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

852. Geometry and Bonding in the Ground and Lowest Triplet State of Dep
Symmetric Crenellated Edged Colsm(mr+11H6@m1) (m = 2, . . ., 6) Graphene
Hydrocarbon Molecules

Chem. Phys., 358[1-2] (2009) pp.85-95
Michael R. Philpott and Yoshiyuki Kawazoe

853. /N—al—T g UETINAEHAWEEBEEROMEIERG - 4 YU AMEA R E
DXL T
H A4 B 5258 73(3] (2009) pp.171-173
EHEFA, FEEEE T, KEIEE, ISR

854.  Calculations of Thermodynamic Properties of PuO2 by the First-Principles and
Lattice Vibration
J. Nuclear. Mater., 385[1] (2009) pp.18-20
Satoshi Minamoto, Masato Kato, Kenji Konashi and Yoshiyuki Kawazoe

855. Highly Stable and Symmetric Boron Caged B@Co12@Bso Core-Shell Cluster
Appl. Phys. Lett., 94[13] (2009) pp.1331021-1331023
Jian-Tao Wang, Changfeng Chen, E. G. Wang, Ding-Sheng Wang, H.
Mizuseki and Y. Kawazoe



856. Probing the Structure, Stability and Hydrogen Adsorption of Lithium
Functionalized Isoreticular MOF-5 (Fe, Cu, Co, Ni and Zn) by Density Functional
Theory

Int. J. Mol. Sci., 10[4] (2009) pp.1601-1608
Natarajan Sathiyamoorthy Venkataramanan, Ryoji Sahara, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

857.  Structures of Small YnAlm Clusters (n+ mlegslant 6): A DFT Study

J. Mol. Struct. THEOCHEM, 902[1-3] (2009) pp.72-78

Natarajan Sathiyamoorthy Venkataramanan, Ambigapathy Suvitha,
Ryunosuke Note and Yoshiyuki Kawazoe

858.  Doping Induced Anisotropic Growth in Ceo
J. Chem. Phys., 130[18] (2009) pp.1847141-1847147
Miao Miao Wu, Qiang Sun, Qian Wang, Puru Jena and Yoshiyuki Kawazoe

859.  First-Principles Study of Hydrogen Storage Over Ni and Rh Doped BN Sheets
Chem. Phys., 359[1-3] (2009) pp.173-178
Natarajan Sathiyamoorthy Venkataramanan, Mohammad Khazaei, Ryoji
Sahara, Hiroshi Mizuseki and Yoshiyuki Kawazoe

860. Structures and Reactions of Methanol Molecules on Cobalt Cluster Ions
Studied by Infrared Photodissociation Spectroscopy
J. Chem. Phys., 130[16] (2009) pp.1643041-1643047

Shinichi Hirabayashi, Ryuji Okawa, Masahiko Ichihashi, Yoshiyuki Kawazoe
and Tamotsu Kondow

861. A Combined Experimental and Theoretical Investigation on the Oxygenation
of Organic Sulfides by Oxo(salen)chromium(V) Ion
J. Phys. Org. Chem., 22[7] (2009) pp.650-660
Natarajan Sathiyamoothy Venkataramanan, Seenivasan Rajagopal,
Ambigapathy Suvitha and Yoshiyuki Kawazoe

862. Evaluation of the Cox Equation to Derive Dynamic Contact Angle at
Nanopores Imbibition: A Molecular Dynamics Study
Mater. Trans., 50[5] (2009) pp.1157-1160
S. Ahadian and Y. Kawazoe

863. Functionalization of Single-Walled Carbon Nanotube with Borane for
Hydrogen Storage
Physica E, 41[7] (2009) pp.1340-1346
V. J. Surya, K. Iyakutti, M. Rajarajeswari and Y. Kawazoe

864. Edge Versus Interior in the Chemical Bonding of Graphene Materials
Phys. Rev. B, 79[23] (2009) pp.2333031-2333034
Michael R. Philpott and Yoshiyuki Kawazoe

865.  First-Principles Calculations of Hyperfine Structure in AM-doped SiicHis
Fullerene Cages (M=Cr, Mn, and Fe)
Phys. Rev. B, 79[23] (2009) pp.2354431-2354437
Mohammad Saeed Bahramy, Vijay Kumar and Yoshiyuki Kawazoe



866. A Molecular Dynamics Approach to Examine the Kinetics of the Capillary
Imbibition of a Polymer at Nanoscale
Colloid. Polym. Sci., 287[8] (2009) pp.961-967
S. Ahadian and Y. Kawazoe

867. Quantum Chemistry of Quantum Dots: Effects of Ligands and Oxidation

J. Chem. Phys., 131[4] (2009) pp.0441061-0441066

Talgat M. Inerbaev, Artém E. Masunov, Saiful I. Khondaker, Alexandra
Dobrinescu, Andrei-Valentin Plamada and Yoshiyuki Kawazoe

868. Polarization Rotation, Switching, and Electric-Field-Temperature Phase
Diagrams of Ferroelectric BaTiOs: A Molecular Dynamics Study
Phys. Rev. B, 80[2] (2009) pp.0241071-0241076
Jaita Paul, Takeshi Nishimatsu, Yoshiyuki Kawazoe and Umesh V.
Waghmare

869. An Artificial Intelligence Approach for Modeling and Prediction of Water
Diffusion Inside a Carbon Nanotube
Nanoscale Res. Lett., 4[9] (2009) pp.1054-1058
Samad Ahadian and Yoshiyuki Kawazoe

870. ~< hERAL T4V EFDHXA~—@ TDDFT &

H A4 @ 52438, 73[8] (2009) pp.555-558

A. Suvitha, R. V. Belosludov, /KBEIf#E, )RRz, R HolE, WEHELL, KNZE
G

871. Role of Valence Electrons for Formation of Glassy Alloys
J. Alloys Compd., 483[1-2] (2009) pp.623-626
Mikio Fukuhara, Masae Takahashi, Yoshiyuki Kawazoe and Akihisa Inoue

872. Inducing Different Functional Properties to the External and Internal
Surfaces of Single Walled Carbon Nanotubes
J. Comput. Theor. Nanosci., 6[7] (2009) pp.1468-1473
M. Rajarajeswari, K. Iyakutti, M. W. C. Dharma-Wardana and Y. Kawazoe

873. Interpretation of Temperature-Dependent Low Frequency Vibrational
Spectrum of Solid-State Benzoic Acid Dimer
Chem. Phys. Lett., 479[4-6] (2009) pp.211-217
Masae Takahashi, Yoshiyuki Kawazoe, Yoichi Ishikawa and Hiromasa Ito

874. Geometrical Indications of Adsorbed Hydrogen Atoms on Graphite Producing
Star and Ellipsoidal Like Features in Scanning Tunneling Microscopy Images: Ab
Initio Study

Carbon, 47[14] (2009) pp.3306-3312

Mohammad Khazaei, Mohammad Saeed Bahramy, Ahmad Ranjbar, Hiroshi
Mizuseki and Yoshiyuki Kawazoe

875. Theoretical Study of Phase Transitions in Kr and Ar Clathrate Hydrates from
Structure II to Structure I Under Pressure
J. Chem. Phys., 131[11] (2009) pp.1145071-1145078



Oleg S. Subbotin, Tatiana P. Adamova, Rodion V. Belosludov,
Hiroshi Mizuseki, Yoshiyuki Kawazoe, Jun-ichi Kudoh, P. M. Rodger and
Vladimir R. Belosludov

876. Clustering of Functional Molecules on a Single-Walled Carbon-Nanotube
Surface and its Effect on Hydrogen Storage
Phys. Status Solidi. B, 246[10] (2009) pp.2248-2256
K. Iyakutti, V. J. Surya, M. Rajarajeswari, N. S. Venkataramanan and Y.
Kawazoe

877. Adsorption and Electronic Structure of Single CsoF1s Molecule on Si(1 1 1)-7X7
Surface
Chem. Phys. Lett., 482[4-6] (2009) pp.307-311
R. Z. Bakhtizin, A. 1. Oreshkin, P. Murugan, Vijay Kumar, J. T. Sadowski, Y.
Fujikawa, Y. Kawazoe and T. Sakurai

878. Ferromagnetism in Semihydrogenated Graphene Sheet
Nano Lett., 9[11] (2009) pp.3867-3870
J. Zhou, Q. Wang, Q. Sun, X. S. Chen, Y. Kawazoe and P. Jena

879. Comprehensive Study of Sodium, Copper, and Silver Clusters Over a Wide
Range of Sizes 2 leq Nleq 75
J. Chem. Phys., 131[17] (2009) pp.17451001-17451019
Masahiro Itoh, Vijay Kumar, Tadafumi Adschiri and Yoshiyuki Kawazoe

880. Experimental and Theoretical Investigations on the Epitaxial Growth of 4, 4’
Stilbenedicarboxylic Acid Molecules on Au(111)
J. Chem. Phys., 131[17] (2009) pp.1747061-1747065
Yan Feng Zhang, Yong Yang, Yoshiyuki Kawazoe and Tadahiro Komeda

881. An Efficient Tool for Modeling and Predicting Fluid Flow in Nanochannels
J. Chem. Phys., 131[18] (2009) pp.1845061-1845067
Samad Ahadian, Hiroshi Mizuseki and Yoshiyuki Kawazoe

882. Hydrogen Storage Capacity of Ceo(OM)12 (M=Li and Na) Clusters
J. Chem. Phys., 131[21] (2009) pp.2145051-2145058
Qi Peng, Gang Chen, Hiroshi Mizuseki and Yoshiyuki Kawazoe

883. Bonding and Magnetism in Nanosized Graphene Molecules: Singlet States of
Zigzag Edged Hexangulenes CemHem(m=2, 3, ...,10)
J. Chem. Phys., 131[21] (2009) pp.21470601-21470612
Michael R. Philpott and Yoshiyuki Kawazoe

884. Chemical Engineering of Prehydrogenated C and BN-Sheets by Li: Application
in Hydrogen Storage
J. Appl. Phys., 106[9] (2009) pp.943031-943035
Mohammad Khazaei, Mohammad Saeed Bahramy,
Natarajan Sathiyamoorthy Venkataramanan, Hiroshi Mizuseki and
Yoshiyuki Kawazoe

885.  Diffuse and Doubly Split Atom Occupation in Hexagonal LiBH4
Appl. Phys. Lett., 95[22] (2009) pp.2219011-2219013



Tamio Ikeshoji, Eiji Tsuchida, Kazutaka Ikeda, Motoaki Matsuo, Hai-Wen Li,
Yoshiyuki Kawazoe and Shin-ichi Orimo

886. Designing Nanogadgetry for Nanoelectronic Devices with Nitrogen-Doped
Capped Carbon Nanotubes
Small, 5[15] (2009) pp.1769-1775

Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

887.  Polarization-Induced Switching Effect in Graphene Nanoribbon Edge-Defect
Junction
J. Chem. Phys., 131[23] (2009) pp.2347061-2347067
G. Yin, Y. Y. Liang, F. Jiang, H. Chen, P. Wang, R. Note, H. Mizuseki and Y.
Kawazoe

888.  Accurate Description of Phase Diagram of Clathrate Hydrates at the Molecular
Level
J. Chem. Phys., 131[24] (2009) pp.24451001-24451012
Rodion V. Belosludov, Oleg S. Subbotin, Hiroshi Mizuseki, Yoshiyuki Kawazoe
and Vladimir R. Belosludov

889. Conductivity Percolation on a Square Lattice with Two Different Sizes of
Particles
Mater. Trans., 50[12] (2009) pp.2848-2851
Kazuhito Shida, Ryoji Sahara, MN Tripathi, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

890. Hydrogen Storage on Nanofullerene Cages

NANO, 4[5] (2009) pp.253-263

Natarajan Sathiyamoorthy Venkataramanan, Hiroshi Mizuseki and
Yoshiyuki Kawazoe

891. Si-Doping Effect on Bonding Nature and Elasticity of AlAMBi4 with M=Li, Mg,
and Na
J. Phys. Conf. Ser., 176[1] (2009) pp.0120181-0120188
Ryoji Sahara, Toetsu Shishido, Akiko Nomura, Kunio Kudo, Shigeru Okada,
Vijay Kumar, Kazuo Nakajima and Yoshiyuki Kawazoe

892. Thermodynamics and Hydrogen Storage Ability of Binary Hydrogen + Help
Gas Clathrate Hydrate
Int. J. Nanosci., 8[1-2] (2009) pp.57-63
V. R. Belosludov, O. S. Subbotin, R. V. Belosludov, H. Mizuseki, Y. Kawazoe
and J. Kudoh

893. Reducible and Non-Reducible Defect Clusters in Tin-Doped Indium Oxide
Solid State Commun., 150[1-2] (2010) pp.18-21
Talgat M. Inerbaev, Ryoj1 Sahara, Hiroshi Mizuseki, Yoshiyuki Kawazoe and
Takashi Nakamura

894. Correlation Between Microhardness and Electronic Charge Density of
Hafnium Hydrides
J. Alloys Compd., 489[2] (2010) pp.685-688



B. Tsuchiya, R. Sahara, M. Oku, K. Konashi, S. Nagata, T. Shikama, H.
Mizuseki and Y. Kawazoe

895. Tuning Magnetic Properties of Mn4 Cluster with Gold Coating
Phys. Chem. Chem. Phys., 12[7] (2010) pp.1493-1496
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

896. Phase Stability of Carbon Clathrates at High Pressure

J. Appl. Phys., 107[6] (2010) pp.0635071-0635074

Jian-Tao Wang, Changfeng Chen, Ding-Sheng Wang, H. Mizuseki and Y.
Kawazoe

897. Atomistic Nucleation and Growth Mechanism for Single-Wall Carbon
Nanotubes on Catalytic Nanoparticle Surfaces
Nanotechnology, 21[11] (2010) pp.1156021-1156025
Jian-TaoWang, Changfeng Chen, Kaoru Ohno, EngeWang, Xiao-Long Chen,
Ding-ShengWang, Hiroshi Mizuseki and Yoshiyuki Kawazoe

898. First-Principles Study on Hydrogen Storage in Single Walled Carbon
Nanotube Functionalized with Ammonia
J. Comput. Theor. Nanosci., 7[3] (2010) pp.552-557
V. J. Surya, K. Iyakutti, M. Rajarajeswari and Y. Kawazoe

899. The Role of Li and Ni Metals in the Adsorbate Complex and their Effect on the
Hydrogen Storage Capacity of Single Walled Carbon Nanotubes Coated with Metal
Hydrides, LiH and NiH»

Int. J. Hydrogen Energy, 35[6] (2010) pp.2368-2376
V. dJ. Surya, K. Iyakutti, N. Venkataramanan, H. Mizuseki and Y. Kawazoe

900. Theoretical Insights into the Formation, Structure, and Electronic Properties
of Anticancer Oxaliplatin Drug and Cucurbit[zn]urils n=5 to 8
J. Inclusion Phenom.Macrocyclic Chem., 66[3-4] (2010) pp.213-218
Ambigapathy Suvitha, Natarajan Sathiyamoorthy Venkataramanan, Hiroshi
Mizuseki, Yoshiyuki Kawazoe and Nobiaki Ohuchi

901. Vibrational and Electronic Spectra of Co*,(CH3sOH)s (n = 1-3) Measured by
Infrared Photodissociation Spectroscopy
Chem. Phys. Lett., 490[1-3] (2010) pp.19-23
Shinichi Hirabayashi, Masahiko Ichihashi, Yoshiyuki Kawazoe and Tamotsu
Kondow

902. Titanium-Doped Nickel Clusters TiNi, (n = 1-12): Geometry, Electronic,
Magnetic, and Hydrogen Adsorption Properties
J. Phys. Chem. A, 114[15] (2010) pp.5049-5057
Natarajan Sathiyamoorthy Venkataramanan, Ryoji Sahara, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

903. Effect of Electron Correlations on Structural Phase Stability, Magnetism, and
Spin-Dependent Transport in CeMnNig
Phys. Rev. B, 81[16] (2009) pp.1651141-1651145
M. S. Bahramy, P. Murugan, G. P. Das and Y. Kawazoe



904. A Novel Computational Approach to Study Proton Transfer in
Perfluorosulfonic Acid Membranes
Int. J. Hydrogen Energy, 85[8] (2010) pp.3648-3655
Samad Ahadian, Ahmad Ranjbar, Hiroshi Mizuseki and Yoshiyuki Kawazoe

905.  First-Principles Calculations on [13 Grain Boundary Transition Metal
Impurities in Multicrystalline Silicon
J. J. Appl. Phys., 49[4] (2010) pp.04DP021-04DP024
Ambigapathy Suvitha, Natarajan Sathiyamoorthy Venkataramanan, Ryoji
Sahara, Hiroshi Mizuseki and Yoshiyuki Kawazoe

906. Structures of Neutral and Anionic Auig Clusters Revisited
J. Chem. Phys., 132[19] (2010) pp.1943061-1943067
Gang Chen, Qian Wang, Qiang Sun, Yoshiyuki Kawazoe and Puru Jena

907. Resonant Raman Spectroscopy of Deformed Single-Walled Carbon Nanotubes
under both Torsional and Tensile Strain
Phys. Rev. B, 81[19] pp.19543901-19543910
Xiaowei Li, Yonglei Jia, Jinming Dong and Yoshiyuki Kawazoe

908. Theoretical Calculations of Hydrogen Adsorption by SnO2(110) Surface: Effect
of Doping and Calcination
J. Appl. Phys., 107[10] (2010) pp.1045041-1045047
Talgat M. Inerbaev, Yoshiyuki Kawazoe and Sudipta Seal

909. Conductivity Percolation on a Square Lattice with Core-Shell Particles
Mater. Trans., 51[4] (2010) pp.771-774

Kazuhito Shida, Ryoji Sahara, MN Tripathi, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

910. The Origin of the Halogen Effect on the Phthalocyanine Green Pigments
Chem. Asian. J., 5[6] (2010) pp.1341-1346
Sang Uck Lee, Jong Chan Kim, Hiroshi Mizuseki and Yoshiyuki Kawazoe

911. Self-Consistent Study of Conjugated Aromatic Molecular Transistors
Chin. Phys. Lett., 27[6] (2010) pp.0673031-0673034

Wang Jing, Liang Yun-Ye, Chen Hao, Wang Peng, R. Note, H. Mizuseki and Y.
Kawazoe

912. Prediction and Analysis of Flow Behavior of a Polymer Melt through
Nanochannels Using Artificial Neural Network and Statistical Methods
Microfluid. Nanofluid., 9[2-3] (2010) pp.319-328
Samad Ahadian, Hiroshi Mizuseki and Yoshiyuki Kawazoe

913. Controlling the Percolation Threshold of Conductor-Insulator Composites by
Changing the Granular Size of Insulators
Mater. Trans., 51[6] (2010) pp.1141-1144

Kazuhito Shida, Ryoji Sahara, MN Tripathi, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

914. Paradigm Shift of Materials Design by Computer Simulation - From
Explanation to Prediction



Comput. Mater. Sci., 49[4] (2010) pp.S158-S160
Yoshiyuki Kawazoe

915.  First Principles Study on the New sp3 Bonded Metallic Carbon Crystal
Physica B, 405[16] (2010) pp.3324-3327
K. Iyakutti, M. Rajarajeswari and Y. Kawazoe

916. Edge versus Interior in the Chemical Bonding and Magnetism of Zigzag Edged
Triangular Graphene Molecules
J. Chem. Phys., 133[4] pp.0447081-0447088
Michael R. Philpott, Sinisa Vukovic, Yoshiyuki Kawazoe and William A.
Lester, Jr.

917. Thermodynamic Phase Behavior of Binary Clathrate Hydrates: Computational
Prediction
Comput. Mater. Sci., 49[4] (2010) pp.S187-S193

V. R. Belosludov, O. S. Subbotin, R. V. Belosludov, H. Mizuseki and Y.
Kawazoe

918.  Onset of Diradical Character in Small Nanosized Graphene Patches

Phys. Chem. Chem. Phys., 12[33] (2010) pp.9839-9844

Jinhua Wang, Dmitry Yu. Zubarev, Michael R. Philpott, Sinisa Vukovic,
William A. Lester, Tian Cui and Yoshiyuki Kawazoe

919. Chemical Functionalization of Graphene Nanoribbons
J. Nanomaterials, 2010 (2010) pp.5135011-5135017
Narjes Gorjizadeh and Yoshiyuki Kawazoe

920. Asymmetric Graphene Model Applied to Graphite-Like Carbon-Based
Ferromagnetism
J. Magn. Soc. Jpn., 34[5] (2010) pp.573-578
Norio Ota, Narjes Gorjizadeh and Yoshiyuki Kawazoe

921. Magic Monatomic Linear Chains for Mn Nanowire Self-Assembly on Si(001)
Phys. Rev. Lett., 105[11] (2010) pp.1161021-1161024
Jian-Tao Wang, Changfeng Chen, Enge Wang and Yoshiyuki Kawazoe

922. Rigid Adamantane Tripod Linkage for Well-Defined Conductance of a
Single-Molecule Junction
Phys. Chem. Chem. Phys., 12[37] (2010) pp.11763-11769
Sang Uck Lee, Hiroshi Mizuseki and Yoshiyuki Kawazoe

923. Modular, Homochiral, Porous Coordination Polymers: Rational Design,
Enantioselective Guest Exchange Sorption and Ab [Initio Calculations of
Host—Guest Interactions

Chem. A. Eur. J. 16[34] (2010) pp.10348-10356
Danil N. Dybtsev, Maxim P. Yutkin, Denis G. Samsonenko, Vladimir P. Fedin,
Alexey L. Nuzhdin, Andrey A. Bezrukov, Konstantin P. Bryliakov, Evgeniy P.

Talsi, Rodion V. Belosludov, Hiroshi Mizuseki, Yoshiyuki Kawazoe, Oleg S. Subbotin

and Vladimir R. Belosludov

924. First-Principles Accurate Total Energy Surfaces for Polar Structural



Distortions of BaTiOs, PbTiOs;, and SrTiOs: Consequences for Structural
Transition Temperatures
Phys. Rev. B, 82[13] (2010) pp.1341061-1341069
Takeshi Nishimatsu, Masaya Iwamoto, Yoshiyuki Kawazoe and Umesh V.
Waghmare

925.  First-Principles Study of Hydrogen Adsorption in Metal-Doped COF-10
J. Chem. Phys., 133[15] (2010) pp.1547061-1547066
Miao Miao Wu, Qian Wang, Qiang Sun, Puru Jena and Yoshiyuki Kawazoe

926.  First-Principles Study of Structural Stability, Magnetism, and Hyperfine
Coupling in Hydrogen Clusters Adsorbed on Graphene
Phys. Rev. B, 82[16] (2010) pp.16544601-16544610
Ahmad Ranjbar, Mohammad Saeed Bahramy, Mohammad Khazaei, Hiroshi
Mizuseki and Yoshiyuki Kawazoe

927. Effects of Rotating Magnetic Fields on Thermocapillary Flow: Comparison of
the Infinite and the [11-[12 Models
Int. J. Thermal Sci., 49[12] (2010) pp.2413-2418
Liping Yao, Zhong Zeng, Hiroshi Mizuseki and Yoshiyuki Kawazoe

928. On the Kinetics of the Capillary Imbibition of a Simple Fluid through a
Designed Nanochannel Using the Molecular Dynamics Simulation Approach
J. Colloid Interface Sci., 352[2] (2010) pp.566-572
Samad Ahadian, Hiroshi Mizuseki and Yoshiyuki Kawazoe

929.  Unified Interpretation of Hund’s First and Second Rules for 2p and 3p Atoms
J. Chem. Phys., 133[16] (2010) pp.16411301-16411319
Takayuki Oyamada, Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

930. First Principles Calculation of LasTaosGass5014 Crystal with Acceptor-Like
Intrinsic Point Defects
J. Appl. Phys., 108[11] (2010) pp.1135051-1135057
Chan-Yeup Chung, Ritsuko Yaokawa, Hiroshi Mizuseki, Satoshi Uda and
Yoshiyuki Kawazoe

931. Theoretical Investigation on the Alkali-Metal Doped BN Fullerene as a
Material for Hydrogen Storage
Chem. Phys., 377[1-3] (2010) pp.54-59
Natarajan Sathiyamoorthy Venkataramanan, Rodion Vladimirovich
Belosludov, Ryunosuke Note, Ryoji Sahara, Hiroshi Mizuseki and Yoshiyuki Kawazoe

932. Carbon Nanotubes Oscillation under Electric Field

Jpn. J. Appl. Phys., 49[11] (2010) pp.1151031-1151035

Mohammad Khazaei, Amir Abbas Farajian, Sang Uck Lee, Rodion Vladimir
Belosludov and Yoshiyuki Kawazoe

933. Theoretical Investigation of Hydrogen Storage Ability of a Carbon Nanohorn
Comput. Mater. Sci., 49[4] (2010) pp.S378-S382
G. Chen, Q. Peng, H. Mizuseki and Y. Kawazoe

934. Quantum Chemical Study on the Alkali Atom Doped Calix[4]arene as



Hydrogen Storage Material
Comput. Mater. Sci., 49[4] (2010) pp.S263-S267
Natarajan Sathiyamoorthy Venkataramanan, Ryoji Sahara, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

935.  Electron Transport Characteristics of One-Dimensional Heterojunctions with
Multi-Nitrogen-Doped Capped Carbon Nanotubes
Nanoscale, 2[12] (2010) pp.2758-2764
Sang Uck Lee, Hiroshi Mizuseki and Yoshiyuki Kawazoe

936.  Effects of Hydration Level, Temperature, Side Chain and Backbone Flexibility
of the Polymer on the Proton Transfer in Short-Side-Chain Perfluorosulfonic Acid
Membranes at Low Humidity Conditions

J. Membrane Sci., 369[1-2] (2011) pp.339-349
Samad Ahadian, Hiroshi Mizuseki and Yoshiyuki Kawazoe

937. Conductivity Percolation on a Cubic Lattice with Two Different Sizes of
Particles
Mater. Trans., 52[1] (2011) pp.108-111
Kazuhito Shida, Ryoji Sahara, MN Tripathi, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

938. Effects of Rotating Magnetic Fields on Thermocapillary Flow in a Floating
Half-Zone
J. Cryst. Growth, 316[1] (2011) pp.177-184
Liping Yao, Zhong Zeng, Xiaohong Li, Jingqiu Chen, Yongxiang Zhang,
Hiroshi Mizuseki and Yoshiyuki Kawazoe

939. Impact of Type of Crystal Defects in Multicrystalline Si on Electrical
Properties and Interaction with Impurities
J. Appl. Phys., 109(3] (2011) pp.0335041-0335045
Isao Takahashi, Noritaka Usami, Hiroshi Mizuseki, Yoshiyuki Kawazoe,
Gaute Stokkan and Kazuo Nakajima

940. Thermodynamic Stability of CsHs Hydrate of Cubic Structure IV Using Lattice
Dynamics
J. Incl. Phenom. Macrocycl. Chem., 69[1-2] (2011) pp.281-286
Maaouia Souissi, Rodion V. Belosludov, Oleg S. Subbotin, Hiroshi Mizuseki,
Yoshiyuki Kawazoe and Vladimir R. Belosludov

941. Theoretical Study of Solvent Effect on the Structure, First Electronic Excited
State, and Nonlinear Optical Properties of Substituted Stilbazolium Cations
Int. J. Quantum Chem., 111[4] (2011) pp.780-787
Talgat M. Inerbaev, Feng Long Gu, Hiroshi Mizuseki and Yoshiyuki Kawazoe

942. Crystal Growth and Scintillation Properties of Nd:CaFs
Opt. Mater., 33(3] (2011) pp.284-287
Hidehiko Tanaka, Noriaki Kawaguchi, Naoto Abe, Yuki Furuya, Yuui Yokota,
Takayuki Yanagida, Jan Pejchal, Martin Nikl, Yoshiyuki Kawazoe and Akira
Yoshikawa

943.  First-Principles Study on CasC, (2 legslant 12) and CanCi2 (m legslant 8)



Metal Carbides
Phys. Lett. A, 375[6] (2011) pp.994-999
Gang Chen, Qi Peng and Yoshiyuki Kawazoe

944. Low-Temperature Phase Transformation from Graphite to sp3 Orthorhombic
Carbon
Phys. Rev. Lett., 106[7] (2011) pp.0755011-0755014

Jian-Tao Wang, Changfeng Chen and Yoshiyuki Kawazoe

945. Non-Coherent Transport in Carbon Chains
J. Phys. Condens. Matter, 23[7] (2011) pp.0753011-0753017
Narjes Gorjizadeh, Amir A Farajian and Yoshiyuki Kawazoe

946. Chemical Engineering of Adamantane by Lithium Functionalization: A
First-Principles Density Functional Theory Study
Phys. Rev. B, 83[11] (2011) pp.1154011-1154018
Ahmad Ranjbar, Mohammad Khazaei, Natarajan Sathiyamoorthy
Venkataramanan, Hoonkyung Lee and Yoshiyuki Kawazoe

947. Electron Transport Characteristics of Organic Molecule Encapsulated Carbon
Nanotubes
Nanoscale, 3[4] (2011) pp.1773-1779
Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

948. Triplet States of Zigzag Edged Hexagonal Graphene Molecules Cem*+2Hem (m =
1, 2, 3, ..., 10) and Carbon Based Magnetism
J. Chem. Phys., 134[12] (2011) pp.1247061-1247069
Michael R. Philpott and Yoshiyuki Kawazoe

949. Growth of High-Temperature Phase KLu2F7 Single Crystals Using Quenching
Process
J. Cryst. Growth, 318[1] (2011) pp.916-919
Hidehiko Tanaka, Yuki Furuya, Makoto Sugiyama, Yutaka Fujimoto, Valery
Chani,
YuuiYokota, Takayuki Yanagida, Yoshiyuki Kawazoe and Akira Yoshikawa

950. Effect of Chirality and Curvature of Single-Walled Carbon Nanotubes on the
Adsorption of Uracil
Phys. Status Solidi. B, 248[6] (2011) pp.1431-1436
M. Rajarajeswari, K. Iyakutti and Y. Kawazoe

951. Coinagemetal(4,4)nanotubes,simulatedbyfirst-principles
calculations

J. Chem. Phys., 134 [24] (2011) pp. 244504-(1-5)
W. Fa, J. Zhou, J. Dong and Y Kawazoe

952. Pressure-dependentmechanicalstabilityofsimplecubiccarbon Physica-BConden.

Matter 406[13] p.2654-2657.



B. Wen, S. Takami, Y. Akwazoe and T Adschiri

953. Mechanism for direct conversion of graphite to diamond
Phys. Rev. B, 84[1] (2011) pp. 012102-(1-5)

Jian-Tao Wang, Changfeng Chen and Yoshiyuki Kawazoe

954. Thermodynamic Stability of C3H8 Hydrate of Cubic Structure IV Using Lattice
Dynamics

J. Incl. Phenom. Macrocycl. Chem., 69[1-2] (2011) pp.281-286

Maaouia Souissi, Rodion V. Belosludov, Oleg S. Subbotin, Hiroshi Mizuseki,
Yoshiyuki Kawazoe and Vladimir R. Belosludov

955. Hydrogenation-chain-openedconductivechannelsinzigzaggraphene
nanoribbons J.Appl. Phys., 110[3] (2011) pp.033712-(1-6)

D.D. Wy, F. Jiang, G.Yin, H. Chen, Y.Y. Liang, H. Mizuseki and Y. Kawazoe

956. Interaction of valine and valine radicals with single-walled carbon nanotube (5,0)
Chem. Phys. Lett., 511[4-6] (2011) pp.299-303

M. Rajarajeswari, K. Iyakutti and Y. Kawazoe

957. Structural basis for supercooled liquid fragility established by
synchrotron-radiation method and computer simulation

J.Appl. Phys. 110 (2011) 043519-(1-6)

D. V. Louzguine-Luzgin, R. Belosludov,A. R. Yavari, K. Georgarakis, G. Vaughan,
Y Kawazoe, T. Egami and A. Inoue

958. MagnetismandbondingingraphenenanodotswithHmodifiedinterior,edge,
and apex

J. Chem. Phys., 135(8] (2011) pp.084707-(1-11)
Michael R. Philpott, Prabhat and Yoshiyuki Kawazoe

959.  Atomistic configurational effects on piezoelectric properties of La3Ta0.5Ga5.5014
and a new piezoelectric crystal design

Acta Mater., 59 [16] (2011) pp. 6473-6479.
Chan-Yeup Chung, Ritsuko Yaokawa, Hiroshi Mizuseki and Yoshiyuki Kawazoe

960.Single walled carbon nanotubes functionalized with hydrides as potential
hydrogen storage media:A survey of intermolecular interactions

Phys. Status Solidi. B, 248[9] (2011) pp.2147-2158
V. J. Surya, K. Iyakutti, N. S. Venkataramanan and Y. Kawazoe

961.First principles study on desorption of chemisorbed hydrogen atoms from
single-walled carbon nanotubes under external electric field

Int. J. Hydrogen Energy, 36[21] (2011) pp.13645-13656



V.d. Surya, K. Iyakutti and Y. Kawazoe

962. First-principles study of the H2 splitting processes on pure and
transition-metal-doped Al (111) surfaces

Int. J. Hydrogen Energy, 36[20] (2011) pp.12742-12752
Q. Peng, G.. Chen, L. Kang, H. Mizuseki and Y Kawazoe
963. AnEffectiveComputational ApproachtotheParametricStudyoftheCathodeCatalyst
Layer of PEM Fuel Cells
Mater. Trans., 52[10] (2011) pp.1954-1959
S.Ahadian,N.Khajeh-Hosseini-Dalasm, K. Fushinobu, K. OkazakiandY.Kawazoe

964.High-pressure phases of hydrogen cyanide: formation of hydrogenated carbon
nitride polymers and layers and their electronic properties

J. Phys.: Condens. Matter., 23 [10] (2011) pp. 405403-(1-13)
M. Khazaei, Y.Liang, M. S. Bahramy, F. Pichierri, K. Esfarjaniand Y. Kawazoe

965. Atomicand electronic structure of Pd40Ni40P20 bulk metallic glass from ab
initio simulations

Phys. Rev. B 84[13] (2011) pp. 134204-(1-6)
V.Kumar, T.Fujita, K. Konno, M. Matsuura, M. W.Chen,A. Inoueand Y. Kawazoe

966. Considering the effect of different arrangements of pentagons on density of states
of capped carbon nanotubes

Physica B, 406 [20] (2011) pp. 3885-3890
S. Khazaei, M. Khazaei, H. Cheraghchi, V. Daadmehr and Y. Kawazoe

967. Improved Stability and Catalytic Properties of Au16 Cluster
Supported on Graphane

J. Phys. Chem. C, 115 [41] (2011) pp. 20168-20174
G. Chen, S. J. Li, Y Su, V. Wang, H. Mizuseki and Y. Kawazoe

968. Many-electron states of nitrogen-vacancy centers in diamond and spin
density calculations

Phys. Rev. B 84[1] (2011) pp. 165212-(1-6)
Ranjbar,M. Babamoradi, M. H. Saani, M.A. Vesaghi, K. Esfarjaniand Y. Kawazoe

969. Adsorption mechanism of single guanine and thymine on single-walled
carbon nanotubes

J. Mol. Model., 17 [11] (2011) pp. 2773-2780

R. Rajeswarapalanichamy, K. Iyakutti and Y. Kawazoe

970. Effect of lattice relaxation on spin density of nitrogen-vacancy centers in diamond
and oscillator strength calculations



Eur. Phys. J. D, 65 [3] (2011) pp. 1-9
M. Babamoradi, M. H. Saani, A. Ranjbar, M. A. Vesaghi and Y Kawazoe

971.A First-Principles Study on Water Flow Through Single-Walled Carbon Nanotubes
Using Artificial Neural Network Method

J. Nanosci. Nanotech., 11 [11] (2011) pp.10227-10233
S.Ahadian, H. Mizuseki and Y. Kawazoe
972. Correlation between entanglement and spin density in nitrogen-vacancy
center of diamond
Eur. Phys. J. D, 65 [3] (2011) pp. 597-603
M. Babamoradi, M. H. Saani, A. Ranjbar, M. A. Vesaghi and Y Kawazoe

973. Controlling 3D Percolation Threshold of Conductor-Insulator Composites by
Changing the Granular Size of Conductors

Mater. Trans., 52[12] (2011) pp.2216-2219

Kazuhito Shida, Ryoji Sahara, M.N. Tripathi, Hiroshi Mizuseki and Yoshiyuki
Kawazoe

974. EffectsofAlkaliAdatomon CO and H2SAdsorptions on Fe(100) Surface:ADensity
Functional Theory Study.
J. Phys. Chem. C 115 (2011) pp. 23893-23901.

M. H. Mahyuddin, R. V. Belosludov, M. Khazaie, H. Mizuseki and Y. Kawazoe

975. Simulation of ripples in single layer graphene sheets and study of their
vibrational and elastic properties

Comp. Mater. Sci., 51 [1] (2012) pp. 96-102
K. Iyakutti, V. J. Surya, K. Emelda and Y. Kawazoe

976. Cucurbit[7]uril encapsulated cisplatin overcomes cisplatin resistance via a
pharmacokinetic effect

Metallomics, 4 [6] (2012) pp. 561-567

J. Plumb, B. Venugopal, R. Oun, N. Gomez-Roman, Y Kawazoe N.S.
Venkataramanan, and N.J. Wheate

977.  First principles calculations of oxygen vacancy in angatate crystal
Sol. State Ion., 206 (2012) pp. 1-6
Chan-Yeup Chung, Ritsuko Yaokawa, Hiroshi Mizuseki and Yoshiyuki Kawazoe



978. Orthorhombic carbon allotrope of compressed graphite: Ab initio
calculations

Phys. Rev. B, 85[3] (2012) pp. 033410-(1-4)
Jian-Tao Wang, Changfeng Chen and Yoshiyuki Kawazoe

979. Polymerization of cyanoacetylene under pressure: Formation of carbon nitride
polymers and bulk structures

Phys. Rev. B, 85[5] (2012) pp. 054101-(1-11)
M. Khazae1,Y Liang, N. S. Venkataramanan and Y. Kawazoe

980. Noncovalent and covalent functionalization of a (5,0) single-walled carbon
nanotube with alanine and alanine radicals

J. Mol. Model., 18 [2] (2012) pp. 771-781

R. Rajeswarapalanichamy, K. Iyakutti and Y. Kawazoe

981. Adsorption of oxygen-containing functional groups on free and supported
graphene using point contact

Phys. Rev. B, 85[8] (2012) pp. 085404-(1-11)
Q. Wang, D.X. Ye, Y. Kawazoe and P Jena

982. Graphene nanodots with intrinsically magnetic protrusions .
Chem. Phys., 136(6] (2012) pp.064706-(1-8)

Michael R. Philpott and Yoshiyuki Kawazoe

983. GW calculations on La3Ta0.5Ga5.5014 with oxygen vacancies at
non-equivalent sites

Comp. Mater. Sci., 54 (2012) pp. 43-47
Chan-Yeup Chung, Ritsuko Yaokawa, Hiroshi Mizuseki and Yoshiyuki Kawazoe

984. New Growth Mechanism of Cubic Rh Clusters Composed of 8-12 Atoms Found by
the Method of Euclidean Designs
Mater. Trans. 53 [3] (2012) pp. 459-462

M. Tagami, Y. Liang, Y Kawazoe and M. Kotani

985. Effect of the Edge Type and Strain on the Structural, Electronic and Magnetic
Properties of the BNRs
J. Nanosci. Nanotech, 12 [3] (2012) pp.1899-1902

S. Bhattacharyya, Y. Kawazoe and A. K. Singh

986.  Wigner crystallization of quadratically dispersing electrons in grapheme Int. dJ.
Quantum Chem., 112[6] (2012) pp.1725-1736
K. Iyakutti, V. J. Surya, R. Rajeswarapalanichamy and Y. Kawazoe



987. Magnetism of two-dimensional triangular nanoflake-based kagome lattices
New J Phys., 14 (2012) 033043-(1-11)

X. Li, J. Zhou, Q. Wang, X. Chen, Y. Kawazoe and P Jena

988. Calcium-decorated graphene for hydrogen storage: A van der Waals density
functional study
Comp. Mater. Sci., 55 (2012) pp. 180-185
V.Wang, H. Mizuseki, H. P. He, G. Chen, S. L. Zhang and Y. Kawazoe

989. Temperature dependent elastic constants for crystals with arbitrary symmetry:
Combined first principles and continuum elasticity theory
J.Appl. Phys., 111[8] (2012) pp.083525-(1-7)

T. Shao, B. Wen, R. Melnik, S. Yao, Y Kawazoe and Y Tian

990. Tuning magnetic properties of graphene nanoribbons with topological line
defects: From antiferromagnetic to ferromagnetic
Phys. Rev. B, 85[15] (2012) pp. 155450-(1-8)

M. Kan, J. Zhou Q. Sun, Q. Wang, Y. Kawazoe and P. Jena

991. First-principles study of intrinsic defect properties in hexagonal BN
bilayer and monolayer

Sol. Stat. Comm., 152 [9] (2012) pp. 816-820.
V. Wang, N. Ma, H. Mizuseki and Y. Kawazoe

992.  Tuning Electronic Structure of Graphene: A First-Principles Study
IEEE Trans. Nanotech., 11[3] (2012) pp. 534-541
V.dJ. Surya, K. Iyakutti, H. Mizuseki and Y. Kawazoe

993. Insight into the vertical detachment energy oscillation of NanC60 clusters .

Chem. Phys., 136 [17] (2012) pp. 174314
H.B.Wang,S.dJ. L, S. L. Xiu, L. Gong, G. Chen, H. Mizuseki and Y. Kawazoe

994. First-principlesanalysisofstructuralandopto-electronicpropertiesofindium tin
oxide
J Appl. Phys., 111 [10] (2012) pp.103110-(1-7)

M. N. Tripathi, K. Shida, R. Sahara, H. Mizuseki and Y Kawazoe
995. Nanospace charge polarization of monatomic-layered platinum cluster disk

constructed on silicon(111)-7 x 7 surface
Phys. Stat. Sol. B, 249 [6] (2012) pp. 1193-1198

H. Yasumatsu, P Murugan and Y. Kawazoe

996. New cubic carbon phase via graphitic sheet rumpling



Phys. Rev. B, 85[21] (2012) pp. 214104-(1-5)
Jian-Tao Wang, Changfeng Chen and Yoshiyuki Kawazoe

997. Thermal Behavior of Caged Silsesquioxane (POSS) Studied by Molecular
Dynamics Simulations
J Inor. Org. Pol. Mat, 22 [4] pp. 845-851

H.Abe, R. Note, H. Mizuseki, Y. Kawazoe, Y. Habasaki and I.Tomita

998. Experimantal study and atomic level description of adsorption process of CO2 on
doped alkaline earth oxides.
ISIJ International 52 (2012) 1233-1240

J. Sasaki,K.Wakuta,N.Tokuda,R.V Belosludov;S.Ueda, Y Kawazoeand T Ariyama

999. Phase Conversion from Graphite Toward a Simple Monoclinic sp?’-Carbon
Allotrope

Jian-Tao Wang, Changfeng Chen and Yoshiyuki Kawazoe

J. Chem. Phys., 137[2] (2012) pp.0245021-0245025

1000. Comparison of Adsorption Probabilities of O2 and CO on Copper Cluster
Cations and Anions

Shinichi Hirabayashi, Masahiko Ichihashi, Yoshiyuki Kawazoe and Tamotsu
Kondow

J. Phys. Chem. A, 116[35] (2012) pp.8799-8806

1001. Temperature Dependent Elastic Constants and Ultimate Strength of
Graphene and Graphyne

Tianjiao Shao, Bin Wen, Roderick Melnik, Shan Yao, Yoshiyuki Kawazoe and
Yongjun Tian
J. Chem. Phys., 137[19] (2012) pp.1949011-1949018

1002. Strain-Induced Spin  Crossover in
Phthalocyanine-BasedOrganometallic Sheets

Jian Zhou, Qian Wang, Qiang Sun, Yoshiyuki Kawazoe and Puru Jena
J. Phys. Chem. Lett., 3[21] (2012) pp.3109-3114

1003. Mechanical Stabilities of K4 Carbon and K4-like NaC2

Bin Wen, Seiichi Takami, Yoshiyuki Kawazoe and Tadafumi Adschiri
J. Phys. Chem. Solids, 73[11](2012) pp.1264-1267

1004. BandGap EngineeringofSiliceneZigzag Nanoribbons with PerpendicularElectric
Fields: a Theoretical Study

Yunye Liang, Vei Wang, Hiroshi Mizuseki and Yoshiyuki
Kawazoe J. Phys. Condens. Matter, 24[45] (2012)



pp.4553021-4553028

1005. Kinetic Origin of Divergent Decompression Pathways in Silicon and Germanium
Physical Review Letters, 4[19] (2013/4/19)
Jian-Tho Wang, Changfeng Chen, Hiroshi Mizuseki and Yoshiyuki Kawazoe

1006. NovellectronicandMagneticPropertiesof Two-Dimensional Transition
Metal Carbides and Nitrides

Advanced Functional Materials, 23[17] (2013/5/6)

Mohammad Khazaei, Masao Arai, Taizo Sasaki, Chan-Yeup Chung, Natarajan S.
Venkataramanan, Mehdi Estili, Yoshio Sakka and Yoshiyuki Kawazoe

1007. Characteristic NMR Spectra of Proton Transfer in Protonated
Water Clusters

Chemical Physics, 420 (2013/6/5)
Charoensak  Lao-ngam, Mayuree Phonyiem,

Sermsiri Chaiwongwattana , Yoshiyuki Kawazoe
and Kritsana Sagarik

1008. ATheoretical Studyofthe Effectsof TransitionMetal DopantsontheAdsorption and
Dissociation of Hydrogen on Nickel Clusters
International Journal of Quantum Chemistry, 113[15] (2013/8/5)

N. S. Venkataramanan, A. Suvitha, H. Mizuseki and Y Kawazoe

1009. Theoretical investigation of structures, compositions, and phase
transitions of neon hydrates based on ices Ih and II
J. Eng. Thermophys. 23 (2014) 20

Yu. Yu. Bozhko, O. S. Subbotin, V. M. Fomin, V. R. Belosludov and Y. Kawazoe

1010. Theoretical investigation of structures and compositions of double
neon-methane clathrate hydrates, depending on gas phase composition and
pressure
J. Eng. Thermophys. 23 (2014) 9

Yu. Yu. Bozhko, O. S. Subbotin, V. M. Fomin, V. R. Belosludov and Y. Kawazoe

1011. Structures and Phase Transition of a MoS2 Monolayer
J. Phys. Chem. C 118 (2014) 1515

M. Kan, J. Y. Wang, X. W. Li, S. H. Zhang, Y. W. Li, Y. Kawazoe, Q. Sun and P.
Jena

1012. Lithium-doped triazine-based graphitic C3N4 sheet for hydrogen storage at
ambient temperature
Computational Materials Science 81 (2014) 275

Guizhi Zhu, Kun Lu, Qiang Sun, Yoshiyuki Kawazoe and Puru Jena

1013. Stability and composition of helium hydrates based on ices Ih and IT at low



temperatures
J. Phys. Chem. C 118 (2014) 2587

Rodion V. Belosludov, Yulia Y. Bozhko, Oleg S. Subbotin, Vladimir R. Belosludov,
Hiroshi Mizuseki, Yoshiyuki Kawazoe and Vasily M. Fomin

1014. Phasestability, elastic and electronic properties of Cu—Zrbinary system
intermetallic compounds: A first-principles study
J. Alloys Compd. 588 (2014) 96

Jinglian Du, Bin Wen, Roderick Melnik and Yoshiyuki Kawazoe

1015. Engineering of Band Gap in Metal-Organic Frameworks by
Functionalizing Organic Linker: A Systematic Density Functional Theory
Investigation
J. Phys. Chem. C 118 (2014) 4567
Hung Q. Pham, Toan Mai, Nguyen-Nguyen Pham-Tran, Yoshiyuki Kawazoe,
Hiroshi Mizuseki and Duc Nguyen-Manh

1016. A New Carbon Allotrope with Six-Fold Helical Chains in all-sp2 Bonding
Networks
Sci. Rep. 4 (2014) 4339

Jian-Tao Wang, Changfeng Chen, Enge Wang and Yoshiyuki Kawazoe

1017. Electronic and magnetic properties of boron nitride nanoribbons with
square-octagon (4 | 8) line defects
Nanotechnology 25 (2014) 115702

Yang Han, Rui Li, Jian Zhou, Jinming Dong and Yoshiyuki Kawazoe

1018. Hydrogen storage in TiO2 functionalized (10, 10) single walled carbon
nanotube (SWCNT) e First principles study
Int. J. Hydrogen Energy 39 (2014) 4973

R. Lavanya, V.J. Surya, I. Lakshmi, K. Iyakutti, V. Vasu, H. Mizuseki and Y.
Kawazoe

1019. Structural and Magnetic Study of Fe76S19B10P5 Metallic Glass by
First Principle Simulation
IEEE Trans. Magn. 50 (2014) 2003704

Yaocen Wang, Yan Zhang, Akihiro Makino, Yunye Liang and Yoshiyuki Kawazoe

1020. Improved Interaction of Hydrogen on Transition-Metal-Doped Al(100)
Stepped Surface
J. Phys. Chem. C 118 (2014) 7442

M. M. Zheng, Q. Ren, G. Chen and Y. Kawazoe

1021. First Principles Studies on Hydrogen Storage in Single-walled Carbon
Nanotube Functionalized with TiO2
Solid State Commun. 183 (2014) 1



M. Kanmani, R. Lavanya, D. Silambarasan, K. Iyakutti, V. Vasu and Y. Kawazoe

1022. Degenerate Perturbation in Band-Gap Opening of Graphene Superlattice J.
Phys. Chem. C 118 (2014) 8174
S. L. Xiu, L. Gong, V. Wang, Y. Y. Liang, G. Chen and Y. Kawazoe

1023. Phase Stability Limit of c-BN Under Hydrostatic and Non-hydrostatic
Pressure Conditions
J. Chem. Phys. 140 (2014) 164704
Jianwel Xiao, Jinglian Du, Bin Wen, Roderick Melnik, Yoshiyuki Kawazoe and
Xiangyi Zhang

1024. Nano-crystallization and Magnetic Mechanisms of Fe85S12B8P4Cu1l
Amorphous Alloy by Ab initio Molecular Dynamics Simulation
J. Appl. Phys. 115 (2014) 173910
Yaocen Wang, Akira Takeuchi, Akihiro Makino, Yunye Liang and Yoshiyuki
Kawazoe

1025. Half-metallicity Modulation of Hybrid BN-C Nanotubes by External Electric
Fields: A First-principles Study
J. Chem. Phys. 140 (2014) 234702

Yunye Liang and Yoshiyuki Kawazoe

1026. Self-healing Monovacancy in Low-buckled Silicene Studied by
First-principles Calculations
Phys. Rev. B: Condens. Matter 90 (2014) 045425

Rui Li, Yang Han, Ting Hu, Jinming Dong and Y. Kawazoe

1027. Phase Transformation of Cadmium Sulfide Under High Temperature and
High Pressure Conditions
Phys. Chem. Chem. Phys. 16 (2014) 14899

Jianwei Xiao, Bin Wen, Roderick Melnik, Yoshiyuki Kawazoe and Xiangyi Zhang

1028. Cooperatively Enhanced Catalytic Properties of Ti@Al(100) Near-surface
Alloy for Aluminum Hydrogenation
Int. J. Hydrogen Energy 39 (2014) 11963
M. M. Zheng, S. L. Xiu, P. Zhao, Y. Zhang, H. Y. Liu, S. J. Li, T. Q. Ren, G. Chen
and Y. Kawazoe

1029. Single Adatom Dynamics at Monatomic Steps of Free-standing Few-layer
Reduced Graphene
Sci. Rep. 4 (2014) 6037

Haixin Chang, Mitsuhiro Saito, Takuro Nagai, Yunye Liang, Yoshiyuki Kawazoe,
Zhongchang Wang, Hongkai Wu, Koji Kimoto and Yuichi Ikuhara



1030. Electronicand Magnetic Properties of Armchair MoS2 Nanoribbons Under Both

External Strain and Electric Field, Studied by First Principles Calculations .
Appl. Phys. 116 (2014) 064301

Ting Hu, Jian Zhou, Jinming Dong and Yoshiyuki Kawazoe

1031. Determining Characteristic Principal Clusters in the
“cluster-plus-glue-atom” Model
Acta Mater. 75 (2014) 113

Jinglian Du, Bin Wen, Roderick Melnik and Yoshiyuki Kawazoe

. Negatively Curved Cubic Carbon Crystals with Octahedral Symmetry
Carbon 76 (2014) 266

Makoto Tagami, Yunye Liang, Hisashi Naito, Yoshiyuki Kawazoe and Motoko
Kotani

1033. Theoretical Studyof Hydrogen Storagein Binary Hydrogen-methane Clathrate
Hydrates
J. Renewable Sustainable Energy 6 (2014) 053132

R. V. Belosludov, R. K. Zhdanov, O. S. Subbotin, H. Mizuseki Y. Kawazoe and
V. R. Belosludov

1034.Nanostructures of C60-Metal-Graphene (Metal = Ti, Cr, Mn, Fe, or Ni): A
Spin-Polarized Density Functional Theory Study
J. Phys. Chem. C 118 (2014) 21057

Hung M. Le, Hajime Hirao, Yoshiyuki Kawazoe and Duc Nguyen-Manh

1035. Exceptionally Long-ranged Lattice Relaxation in Oxygen-deficient Ta205
Solid State Commun. 195 (2014) 16
Yong Yang, Osamu Sugino and Yoshiyuki Kawazoe

1036. An Effective Method of Tuning Conducting Properties: First-principles
Studies on Electronic Structures of Graphene Nanomeshes
Carbon 79 (2014) 646

S. L.Xiu, M. M. Zheng, P. Zhao, Y. Zhang, H. Y. Liu, S. J. Li, G. Chen and Y.
Kawazoe

1037. First-principles Studies on Structural, Mechanical, Thermodynamic and
Electronic Properties of Ni-Zr Intermetallic Compounds
Intermetallics 54 (2014) 110

Jinglian Du, Bin Wen, Roderick Melnik and Yoshiyuki Kawazoe

1038. An Alternative Lattice Boltzmann Model for Three-dimensional
Incompressible Flow
Computers and Mathematics with Applications 68 (2014) 1107

Liangqi Zhang, Zhong Zeng, Haiqiong Xie, Xutang Tao, Yongxiang Zhang, Yiyu



Lu, Akira Yoshikawa and Yoshiyuki Kawazoe

1039. A Comparative Study of Lattice Boltzmann Models for Incompressible Flow
Computers and Mathematics with Applications 68 (2014) 1446
Liangqi Zhang, Zhong Zeng, Haiqiong Xie, Yongxiang Zhang, Yiyu Lu, Akira
Yoshikawa, Hiroshi Mizuseki and Yoshiyuki Kawazoe

1040. Electronic Properties of Silicene Superlattices: Roles of Degenerate
Perturbation and Inversion Symmetry Breaking
J. Mater. Chem. C 2 (2014) 8773

L. Gong, S. L. Xiu, M. M. Zheng, P. Zhao, Z. Zhang, Y. Y. Liang, G. Chen and Y.
Kawazoe

1041. Tuning Electronic and Magnetic Properties of Silicene with Magnetic
Superhalogens

Phys. Chem. Chem. Phys. 16 (2014) 22979

Tianshan Zhao, Shunhong Zhang, Qian Wang, Yoshiyuki Kawazoe and Puru
Jena

1042. Theoretical Evaluation on Solubility of Synthesized Task Specific Ionic
Liquids in Water

J. Mol. Liq. 200 (2014) 232

Surya V. J. Yuvaraj, Oleg S. Subbotin, Rodion V. Belosludov, Vladimir R.
Belosludov, Kiyoshi Kanie, Kenji Funaki, Atsushi Muramatsu, Takashi
Nakamura, Hiroshi Mizusekiand Yoshiyuki Kawazoe

1043. Stability and Properties of 2D Porous Nanosheets Based on
Tetraoxal8]circulene Analogues
Nanoscale 6 (2014) 14962

Jiabing Yu, Qiang Sun, Y. Kawazoe and Puru Jena

1045. TOMBO: All-electron Mixed-basis Approach to Condensed Matter Physics
Shota Ono, Riichi Kuwahara, Yoshihumi Noguchi, Ryoji Sahara, Yoshiyuki
Kawazoe and Kaoru Ohno
Computer Physics Communications, Vol. 189 (2015) pp. 20-30.

1046. Atomic packing and diffusion in FegsS12BoP4+ amorphous alloy analyzed by ab
1nitio molecular dynamics simulation
Wang Y., Takeuchi A., Makino A., Liang Y., Kawazoe Y.
Journal of Applied Physics, Vol. 117 (2015) art. 17N705.

1047. Cluster characteristics and physical properties of binary Al-Zr intermetallic
compounds from first principles studies
Jinglian Du, Bin Wen, Roderick Melnik and Yoshiyuki Kawazoe
Computational Materials Science, Vol. 103 (2015) pp.170-178.

1048. An alternative second order scheme for curved boundary condition in lattice
Boltzmann method



Liangqi Zhang, Zhong Zeng, Haiqiong Xie, Xutang Tao, Yongxiang Zhang, Yiyu
Lu, Akira Yoshikawa and Yoshiyuki Kawazoe
Computers & Fluids, Vol. 114 (2015) pp. 193-202.

1049. Electronic properties of heterostructures of graphene with boron, nitrogen and
boron nitride — A first principles study
Iyakutti K., Mathan Kumar E., Thapa R., Surya V.J., Kawazoe Y.
International Journal of ChemTech Research, Vol. 7 (2015) pp. 685-689.

1050. Theoretical Modeling of Oxygen and Water Adsorption on Indium Oxide (111)
Surface
T. Inerbaev. R. Sahara, H. Mizuseki, Y. Kawazoe, T. Nakamura
Surface Chemistry for Photocatalysis, Vol. 1196 (2015) pp. 137-149.

1051. Novel three dimensional topological nodal line semimetallic carbon
Cheng, Yong; Du, Jinglian; Melnik, Roderick; Kawazoe, Yoshiyuki; Wen, Bin
CARBON, Vol. 98 (2015) pp. 468-473.

1052. Numerical study on the radial dopant distribution in micro-pulling-down
crystal growth
Zeng, Zhong; Qiao, Long; Liu, Yaping; Yokota, Yuui; Kawazoe, Yoshiyuki;
Yoshikawa, Akira
JOURNAL OF CRYSTAL GROWTH, Vol. 434 (2015) pp. 110-115.

1053. Role of Interlayer Coupling on the Evolution of Band Edges in Few-Layer
Phosphorene
Wang, V.; Liu, Y. C.; Kawazoe, Y.; Geng, W. T.
JOURNAL OF PHYSICAL CHEMISTRY LETTERS, Vol. 6 (2015) pp. 4876-4883.

1054. Activation of CO and CO2 on homonuclear boron bonds of fullerene-like BN
cages: first principles study
Sinthika, S.; Kumar, E. Mathan; Surya, V. J.; Kawazoe, Y.; Park, Noejung;
Iyakutti, K.; Thapa, Ranjit
SCIENTIFIC REPORTS, Vol. 5 (2015) art. 17460.

1055. Comparison of the electronic band structures of LiCaAlFs and LiSrAlFs
ultraviolet laser host media from ab initio calculations
Mui Viet Luong; Cadatal-Raduban, Marilou; Empizo, Melvin John F.; Arita, Ren;
Minami, Yuki; Shimizu, Toshihiko; Sarukura, Nobuhiko; Azechi, Hiroshi; Minh
Hong Pham; Hung Dai Nguyen; Kawazoe, Yoshiyuki
JAPANESE JOURNAL OF APPLIED PHYSICS, Vol. 54 (2015) art. 122602.

1056. Computational Study on the Interactions of Mustard Gas with Cucurbituril
Macrocycles, Venkataramanan, Natarajan Sathiyamoorthy
Suvitha, Ambigapathy; Mizuseki, Hiroshi; Kawazoe, Yoshiyuki,
INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY, Vol. 115 (2015)
pp.1515-1525.

1057. Magnetic Influence of Alloying Elements in Fe-Rich Amorphous Alloys
Studied by Ab Initio Molecular Dynamics Simulations
Wang, Yaocen; Zhang, Yan; Takeuchi, Akira; Makino, Akihiro; Liang, Yunye;



Kawazoe, Yoshiyuki
IEEE TRANSACTIONS ON MAGNETICS, Vol. 51 (2015) art. 2006504.

1058. New Phosphorene Allotropes Containing Ridges with 2-and 4-Coordination
Liu, Jie; Guo, Yaguang; Zhang, Shunhong; Wang, Qian; Kawazoe, Yoshiyuki;

Jena, Puru
JOURNAL OF PHYSICAL CHEMISTRY C, Vol. 119 (2015) pp. 24674-24680.

1059. Solvation Mechanism of Task-Specific Ionic Liquids in Water: A Combined
Investigation Using Classical Molecular Dynamics and Density Functional
Theory Yuvaraj, Surya V. J.; Zhdanov, Ravil K.; Belosludov, Rodion V.;
Belosludov, Vladimir R.; Subbotin, Oleg S.; Kanie, Kiyoshi; Funaki, Kenji;
Muramatsu, Atsushi; Nakamura, Takashi; Kawazoe, Yoshiyuki
JOURNAL OF PHYSICAL CHEMISTRY B, Vol. 119 (2015) pp. 12894-12904.

1060. A New Silicon Phase with Direct Band Gap and Novel Optoelectronic
Properties
Guo, Yaguang; Wang, Qian; Kawazoe, Yoshiyuki; Jena, Puru
SCIENTIFIC REPORTS, Vol. 5 (2015) art. 14324.

1061. Mechanical and thermal properties of gamma-MgsSiOs under high
temperature and high pressure conditions such as in mantle: A first principles
study
Feng, Xing; Xiao, Jianwei; Melnik, Roderick; Kawazoe, Yoshiyuki; Wen, Bin
JOURNAL OF CHEMICAL PHYSICS, Vol. 143 (2015) art. 104503.

1062. Band Gap on/off Switching of Silicene Superlattice
Jia, Tian-Tian; Zheng, Meng-Meng; Fan, Xin-Yu; Su, Yan; Li, Shu-Juan; Liu,
Hai-Ying; Chen, Gang; Kawazoe, Yoshiyuki
JOURNAL OF PHYSICAL CHEMISTRY C, Vol. 119 (2015) pp. 20747-20754.

1063. Functionalized single-walled carbon nanotube (5,0) as a carrier for isoniazid -
A tuberculosis drug
Rajarajeswari, M.; Iyakutti, K.; Lakshmi, I.; Rajeswarapalanichamy, R.; Kawazoe,
Y.
INTERNATIONAL JOURNAL OF COMPUTATIONAL MATERIALS SCIENCE
AND ENGINEERING, Vol. 4 (2015) art. 1550014.

1064. Large-gap two-dimensional topological insulator in oxygen functionalized
MXene
Weng, Hongming; Ranjbar, Ahmad; Liang, Yunye; Song, Zhida; Khazaei,
Mohammad; Yunoki, Seiji; Arai, Masao; Kawazoe, Yoshiyuki; Fang, Zhong; Dai,
Xi
Phys. Rev. B, Vol. 92 (2015) art. 75436.

1065. Topological node-line semimetal in three-dimensional graphene networks
Weng, Hongming; Liang, Yunye; Xu, Qiunan; Yu, Rui; Fang, Zhong; Dai, Xi;
Kawazoe, Yoshiyuki
PHYSICAL REVIEW B, Vol. 92 (2015) art. 45108.

1066. First principles modeling of Ag adsorption on the LaMnQs (001) surfaces



Abuova, A. U.; Mastrikov, Yu. A.; Kotomin, E. A.; Kawazoe, Y.; Inerbaev, T. M.;
Akilbekov, A. T.
SOLID STATE IONICS, Vol. 273 (2015) pp. 46-50.

1067. Selective gas adsorption 1in microporous metal-organic frameworks
incorporating urotropine basic sites: an experimental and theoretical study
Sapchenko, S. A.; Dybtsev, D. N.; Samsonenko, D. G.; Belosludov, R. V.;
Belosludov, V. R.; Kawazoe, Y.; Schroeder, M.; Fedin, V. P.

CHEMICAL COMMUNICATIONS, Vol. 51 (2015) pp. 13918-13921.

1068. Giant magnetocrystalline anisotropy of 5d transition metal-based
phthalocyanine sheet
Zhou, Jian; Wang, Qian; Sun, Qiang; Kawazoe, Yoshiyuki; Jena, Puru
HEMISTRY CHEMICAL PHYSICS, Vol. 17 (2015) pp. 17182-17189.

1069. Facile and green production of aqueous graphene dispersions for biomedical
applications
Ahadian, Samad; Estili, Mehdi; Surya, Velappa Jayaraman; Ramon-Azcon,
Javier; Liang, Xiaobin; Shiku, Hitoshi; Ramalingam, Murugan; Matsue,
Tomokazu; Sakka, Yoshio; Bae, Hojae; Nakajima, Ken; Kawazoe, Yoshiyuki;
Khademhosseini, Ali
NANOSCALE, Vol. 7 (2015) pp. 6436-6443

1070. The selectivity and activity of catalyst for CO hydrogenation to methanol and
hydrocarbon: A comparative study on Cu, Co and Ni surfaces
Wang J., Kawazoe Y., Sun Q., Chan S., Su H.
Surface Science, Vol. 645 (2015) pp. 30-40/

1071. Dirac cone move and bandgap on/off switching of graphene superlattice
Jia T.-T., Zheng M.-M., Fan X.-Y., Su Y., Li S.-J., Liu H.-Y., Chen G., Kawazoe Y.
Scientific Reports, Vol. 6 (2015) art. 18869.

1072. Penta-graphene: A New Carbon Allotrope
S. H. Zhang, J. Zhou, Q. Wang, X. S. Chen, Y. Kawazoe, and P. Jena
PNAS 112 (2015) 2372-2377.

1073. Effect of nature of dopants on electronic and optical properties of indium tin oxide
Tripathi M.N., Kawazoe Y.
Advanced Science Letters, Vil. 21 (2015) pp. 2697-2700.

1074. First-principle simulation on the crystallization tendency and enhanced magnetization of
FezeB1oPs amorphous
Wang Y., Zhang Y., Takeuchi A., Makino A., Liang Y., Kawazoe Y., Wang Y., Zhang Y.,
Takeuchi A., Makino A., Liang Y., Kawazoe Y.
Materials Research Express, Vol. 2 (2015) ar. 016506.

1074. Three Dimensional Metallic Carbon from Distorting sp(3)-Bond
Y. Cheng, R. Meinik, Y. Kawazoe, and B. Wen
CRYSTAL GROWTH & DESIGN 16 (2016) pp. 1360-1365

1075. The selectivity and activity of catalyst for CO hydrogenation to methanol and hydrocarbon:
A comparative study on Cu, Co and Ni surfaces



J. Wang, Y. Kawazoe, Q. Sun, S. Chan, H. B. Su
SURFACE SCIENCE 645 (2016) pp. 30-40

1076. Novel three dimensional topological nodal line semimetallic carbon
Y. Cheng, J. Du, R. Melnik, Y. Kawazoe and B. Wen
CARBON 98 (2016) pp. 468-473

1077. Electrochemical Potential Derived from Atomic Cluster Structures
J. Du, D. B. Xiao, B. Wen, R. Melnik, and Y. Kawazoe
JOURNAL OF PHYSICAL CHEMISTRY LETTERS 7 (2016) pp. 567-571

1078. Ab Initio Investigation of O-H Dissociation from the Al-OH, Complex Using Molecular
Dynamics and Neural Network Fitting
T. H. Ho, P. T. Nguyen-Nguyen, Y. Kawazoe, and H. M. Le
JOURNAL OF PHYSICAL CHEMISTRY A 120 (2016) pp. 346-355

1079. Dirac cone move and bandgap on/off switching of graphene superlattice
T.T.Jia, M. M. Zheng, X. Y. Fang, Y. Su, S. J. Li, H. Y. Liu, G. Chen, and Y. Kawazoe
SCIENTIFIC REPORTS 6 (2016) art. 18869

1080. Lattice thermal conductivity of penta-graphene
F. Q. Wang, J. B. Yu, Q. Wang, Y. Kawazoe, and P. Jena
CARBON 105 (2016) pp. 424-429

1081. Three-Dimensional Carbon Allotropes Comprising Phenyl Rings and Acetylenic Chains in
sp plus sp(2) Hybrid Networks
J. T.Wang, C. F. Chen, H. D. Li, H. Mizuseki, and Y. Kawazoe
SCIENTIFIC REPORTS 6 (2016) 24665.

1082. Yong Cheng, Xing Feng, Xiaoting Cao, Bin Wen, Qian Wang, Yoshiyuki
Kawazoe, and Puru Jena
Body-Centered Tetragonal C16: A Novel Topological Node-Line Semimetallic Carbon
Composed of Tetrarings
Small, Vol.13, article.1602894(7pages), 2017.

1083. Hieu T. Nguyen-Truong, Hung M. Le, Yoshiyuki Kawazoe, Duc Nguyen-Manh
Ab initio direct dynamics of transition metal atom/dimers bombardments onto graphene:
Evolution of magnetic alignment
Carbon, Vol.115, pp.791-802, 2017.

1084. Hung M. Le, Viet Q. Bui, Phuong Hoang Tran d, Nguyen-Nguyen Pham-Tran, Yoshiyuki
Kawazoe, Duc Nguyen-Manh
The prospect of sensitizing organic dyes attached to the MoS2 surface Physical insights
from density functional theory investigations
Chemical Physics Letters, Vol. 667, pp.290-295, 2017.

1085. VietQBui, Hung M Le, Yoshiyuki Kawazoe and Yongho Kim
Adjusting band gap and charge transfer of organometallic complex adsorbed on MoS2
monolayer using vertical electric-field: a first-principles investigation
J. Phys.: Condens. Matter, Vol. 29, ariticle. 015003 (13pp), 2017.

1086. Hung M Le, Tan-Tien Pham, VoDuy Dat and Yoshiyuki Kawazoe
First-principles modeling of metal (ii) ferrocyanide: electronic
property, magnetism, bulk moduli, and the role of C = N defect



J. Phys. D: Appl. Phys., Vol. 50, article. 035004 (10pp), 2017.

1087. Thi H. Ho, Hieu C. Dong, Yoshiyuki Kawazoe, and Hung M. Le
Efect of Elasticity of the MoS2 Surface on Li Atom Bouncing and Migration: Mechanism
from Ab Initio Molecular
Dynamic Investigations
J. Phys. Chem. C, Vol.121, pp.1329-1338, 2017.

1089. Rodion V. Belosludov, Hannah M. Rhod, Ravil K. Zhdanov, Vladimir R. Belosludov,
Yoshiyuki Kawazoed and Victor N. Nemykin
Correction: Conceptual design of tetraazaporphyrin- and subtetraazaporphyrin-based
functional nanocarbon materials: electronic structures, topologies, optical properties, and
methane storage capacities
Phys. Chem. Chem. Phys., VVol.19, p.2029, 2017.

1090. Samad Ahadian, Ushio Naito, Velappa Jayaraman Surya, Sorour Darvishi, Mehdi Estili,
Xiaobin Liang, Ken Nakajima, Hitoshi Shiku, Yoshiyuki Kawazoe, Tomokazu Matsue
Fabrication of poly(ethylene glycol) hydrogels containing vertically and horizontally
aligned graphene using dielectrophoresis: An experimental and modeling study
Carbon Vol.123, pp. 460-470, 2017.

1091. Mui Viet Luong, Melvin John F. Empizo, Marilou Cadatal-Raduban, Ren
Arita, Yuki Minami, Toshihiko Shimizu, Nobuhiko Sarukura, Hiroshi Azechi, Minh Hong
Pham, Hung Dai Nguyen, Yoshiyuki Kawazoe, Krista G. Steenbergen, Peter
Schwerdtferger
Optical Materials, Vol. 65, pp.15-20, 2017.

1092. D. Silambarasan, V.J. Surya, K. lyakutti, K. Asokan, V. Vasu, Y. Kawazoe
Gamma ([1)-ray irradiated multi-walled carbon nanotubes (MWCNTS) for hydrogen
storage
Applied Surface Science, Vol. 418, pp. 49-55, 2017.

1093. Yuui Yokota, Tetsuo Kudo, Yui Ohashi, Shunsuke Kuroda, Kei Kamada,
Zhong Zeng , Yoshiyuki Kawazoe, Akira Yoshikawa
Effects ofdopant distribution improvement on optical and scintillation
properties for Ce-doped garnet-type single crystals
J Mater Sci: Mater Electron Vol, 28, pp. 7151-7156, 2017.

1094. Toshihiko Shimizu, Mui Viet Luong, Marilou Cadatal-Raduban, Melvin John F. Empizo,
Kohei Yamanoi, Ren Arita, Yuki Minami, Nobuhiko Sarukura, Nakai Mitsuo, Hiroshi
Azechi, Minh Hong Pham, Hung Dai Nguyen, Kouhei Ichiyanagi, Shunsuke Nozawa, Ryo
Fukaya, Shin-ichi Adachi, Kazutaka G. Nakamura, Kentaro Fukuda, Yoshiyuki Kawazoe,
Krista G. Steenbergen, and Peter Schwerdtfeger
High pressure band gap modification of LiCaAlF6
APPLIED PHYSICS LETTERS, Vol. 110, article 141902, 2017.

1095. Polarons in endohedral Li+@C-60(-) dimers and in 1D and 2D crystals,
Kawazoe, Y; Belosludov, VR; Zhdanov, RK; Belosludov, RV, SOLID
STATECOMMUNICATIONS 265, pp.1-5, DOI: 10.1016/ j.ssc.2017.07.017, CT 2017

1096. Yong Cheng, Xing Feng, Xiaoting Cao, Bin Wen, Qian Wang, Yoshiyuki Kawazoe, and
Puru Jena

Body-Centered Tetragonal C16: A Novel Topological Node-Line Semimetallic Carbon Composed
of Tetrarings



Small, Vol.13, article.1602894(7pages), 2017.

1097. Hieu T. Nguyen-Truong, Hung M. Le , Yoshiyuki Kawazoe , Duc
Nguyen-Manh
Ab initio direct dynamics of transition metal atom/dimers bombardments onto graphene:
Evolution of magnetic alignment
Carbon, Vol.115, pp.791-802, 2017.

1098. Hung M. Le, Viet Q. Bui, Phuong Hoang Tran d, Nguyen-Nguyen Pham-Tran,
Yoshiyuki Kawazoe, Duc Nguyen-Manh
The prospect of sensitizing organic dyes attached to the MoS2 surface Physical insights from
density functional theory investigations
Chemical Physics Letters, Vol. 667, pp.290-295, 2017.

1099. VietQBui, Hung M Le, Yoshiyuki Kawazoe and Yongho Kim
Adjusting band gap and charge transfer of organometallic complex adsorbed on MoS2
monolayer using vertical electric-field: a first-principles investigation
J. Phys.: Condens. Matter, VVol. 29, ariticle. 015003 (13pp), 2017.

1110. Hung M Le, Tan-Tien Pham, VoDuy Dat and Yoshiyuki Kawazoe
First-principles modeling of metal (ii) ferrocyanide: electronic
property, magnetism, bulk moduli, and the role of C = N defect
J. Phys. D: Appl. Phys., Vol. 50, article. 035004 (10pp), 2017.

1111. Thi H. Ho, Hieu C. Dong, Yoshiyuki Kawazoe, and Hung M. Le
Efect of Elasticity of the MoS2 Surface on Li Atom Bouncing and Migration: Mechanism from
Ab Initio Molecular
Dynamic Investigations
J. Phys. Chem. C, Vol.121, pp.1329-1338, 2017.

1112. Rodion V. Belosludov, Hannah M. Rhod, Ravil K. Zhdanov, Vladimir R.
Belosludov,
Yoshiyuki Kawazoed and Victor N. Nemykin
Correction: Conceptual design of tetraazaporphyrin- and subtetraazaporphyrin-based functional
nanocarbon materials: electronic structures, topologies, optical properties, and methane storage
capacities
Phys. Chem. Chem. Phys., VVol.19, p. 2029, 2017.

1113. Samad Ahadian, Ushio Naito, Velappa Jayaraman Surya, Sorour Darvishi,
Mehdi Estili, Xiaobin Liang, Ken Nakajima, Hitoshi Shiku, Yoshiyuki
Kawazoe, Tomokazu Matsue
Fabrication of poly(ethylene glycol) hydrogels containing vertically and horizontally aligned
graphene using dielectrophoresis: An experimental and modeling study
Carbon Vol.123, pp. 460-470, 2017.

1114. Mui Viet Luong, Melvin John F. Empizo, Marilou Cadatal-Raduban, Ren
Arita, Yuki Minami, Toshihiko Shimizu, Nobuhiko Sarukura, Hiroshi Azechi, Minh Hong Pham,
Hung Dai Nguyen, Yoshiyuki Kawazoe, Krista G. Steenbergen, Peter Schwerdtferger
Optical Materials, Vol. 65, pp.15-20, 2017.

1115. D. Silambarasan, V.J. Surya, K. lyakutti, K. Asokan, V. Vasu, Y.
Kawazoe
Gamma-ray irradiated multi-walled carbon nanotubes (MWCNTS) for hydrogen
storage



Applied Surface Science, Vol. 418, pp. 49-55, 2017.

1116. Yuui Yokota, Tetsuo Kudo, Yui Ohashi, Shunsuke Kuroda, Kei Kamada,
Zhong Zeng, Yoshiyuki Kawazoe, Akira Yoshikawa
Effects ofdopant distribution improvement on optical and scintillation
properties for Ce-doped garnet-type single crystals
J Mater Sci: Mater Electron Vol, 28, pp. 7151-7156, 2017.

1117. Toshihiko Shimizu, Mui Viet Luong, Marilou Cadatal-Raduban, Melvin
John F. Empizo, Kohei Yamanoi, Ren Arita, Yuki Minami, Nobuhiko Sarukura,
Nakai Mitsuo, Hiroshi Azechi, Minh Hong Pham, Hung Dai Nguyen, Kouhei
Ichiyanagi, Shunsuke Nozawa, Ryo Fukaya, Shin-ichi Adachi, Kazutaka G.
Nakamura, Kentaro Fukuda, Yoshiyuki Kawazoe, Krista G. Steenbergen, and
Peter Schwerdtfeger
High pressure band gap modification of LiCaAlF6
APPLIED PHYSICS LETTERS, Vol. 110, article 141902, 2017.

1118. Polarons in endohedral Li+@C-60(-) dimers and in 1D and 2D crystals,
Kawazoe, Y; Belosludov, VR; Zhdanov, RK; Belosludov, RV, SOLID STATE
COMMUNICATIONS 265, pp.1-5, DOI: 10.1016/ j.ssc.2017.07.017, OCT 2017

1119. Monoclinic C-16: sp(2)-sp(3) hybridized nodal-line semimetall protected by PT-symmetry,
Feng, X ; Wu, QS; Cheng, Y ; Wen, B; Wang, Q ; Kawazoe, Y ; Jena, P, CARBON 127,
pp.:527-532 DOI: 10.1016/ j.carbon.2017.11.046 , FEB 2018.

1120. Extensive first-principles molecular dynamics study on Li encapsulation
into C-60 and its experimental confirmation, Ohno, K; Manjanath, A; Kawazoe, Y;
Hatakeyama, R; Misaizu, F; Kwon, E; Fukumura, H; Ogasawara, H ; Yamada, Y; Zhang,
C ; Sumi, N ; Kamigaki, ; Kawachi, K ; Yokoo, K ; Ono, S; Kasama, Y, NANOSCALE
10, pp. 1825-1836 DOI: 10.1039/c7nr07237f , JAN 28 2018

1121. Topological Nodal-Net Semimetal in a Graphene Network Structure, Wang,
JT; Nie, SM; Weng, HM; Kawazoe, Y; Chen, CF,
PHYSICAL REVIEW LETTERS 120, art. 026402, DOI:10.1103/PhysRevLett.120.026402,
JAN 12 2018 .

1122. Monoclinic C-16: sp(2)-sp(3) hybridized nodal-line semimetal protected by PT-symmetry
Feng, X ; Wu, QS; Cheng, Y ; Wen, B; Wang, Q ; Kawazoe, Y ; Jena, P, CARBON 127,
pp.:527-532 DOI: 10.1016/j.carbon.2017.11.046 ,FEB 2018.

1123. Extensive first-principles molecular dynamics study on Li encapsulation into C-60 and its
experimental confirmation, Ohno, K; Manjanath, A ;Kawazoe, Y ; Hatakeyama, R;
Misaizu, F; Kwon, E;Fukumura, H ; Ogasawara,H ; Yamada, Y; Zhang, C ; Sumi, N ;
Kamigaki, ; Kawachi, K ; Yokoo, K ;0no, S; Kasama, Y , NANOSCALE 10, pp.
1825-1836 DOI: 10.1039/c7nr07237f , JAN 28 2018

1124. Topological Nodal-Net Semimetal in a Graphene Network Structure,
Wang, JT; Nie, SM; Weng, HM; Kawazoe, Y; Chen, CF, PHYSICAL REVIEW LETTERS art.
026402 DOI: 10.1103/PhysRevLett.120.026402, JAN 12 2018

1125. A new 3D Dirac nodal-line semi-metallic graphene monolith for lithium ion battery anode
materials, J. Liu, X.Y. Li, Q. Wang, Y. Kawazoe, and P. Jena, J. Mat. Chem. A 6 (2018)
13816-13824.



1126. Two-dimensional pentagonal CrX (X=S, Se or Te) monolayers: antiferromagnetic
semiconductors for spintronics and photocatalysts, W. Z. Chen, Y. Kawazoe, X. Q. Shi,
and H. Pan, Phys. Chem. Chem. Phys. 20 (2018) 18348-18354.

1127. Topological nodal line semimetal in an orthorhombic graphene network structure, J. T.
Wang, C. F. Chen, and Y. Kawazoe, Phys. Rev. B 97 (2018) art. 245147

1128. Exploring new two-dimensional monolayers: pentagonal transition metal borides/carbides
(penta-TMB/Cs), Y. F. Shao, M. M. Shao, Y. Kawazoe, X. Q. Shi, and H. Pan, J. Mat. Chem. A 6
(2018) 10226-10232.

1129. Tarring the electronic and magnetic properties of graphene/h-BN hetero nanoribbon: A
first-principles investigation, T. Das, S. Chakrabarty, Y. Kawazoe, and G. P. Das, AIP Advances 8
(2018) art. 065111.

1130. A metallic peanut-shaped carbon nanotube and its potential for CO> capture, T. S. Zhao, Q.
Wang, Y. Kawazoe, and P. Jena, Carbon 132 (2018) 249-256.

1131. New carbon allotropes in sp + sp(3) bonding networks consisting of C-8 cubes, J. T. Wang,
C. F. Chen, H. Mizuseki, Y. Kawazoe, Phys. Chem. Chem. Phys. 20 (2018) 7962-7967.

1132. Monoclinic C-16: sp(2)-sp(3) hybridized nodal-line semimetal protected by PT-symmetry,
X. Feng, Q. S. Wu, Y. Cheng, B. Wen, Q. Wang, Y. Kawazoe, and P. Jena, Carbon 127 (2018) art.
527-532.

1133.Topological Nodal-Net Semimetal in a Graphene Network Structure, J. T. Wang, S. M. Nie,
H. M. Weng, Y. Kawazoe, and C. F. Chen, Phys. Rev. Lett. 120 (2018) art. 026402.

1134.Quantum scar and breakdown of universality in graphene: A theoretical insight, K. lyakutti,
R. Rajeswarapalanichamy, V. J. Surya, and Y. Kawazoe, Int. J. Modern Phys. B 31(2017)
452-462.

1135.Weak interlayer dependence of lattice thermal conductivity on stacking thickness of
penta-graphene, F. Q. Wang, J. Liu, X. Y. Li, Q. Wang, and Y. Kawazoe, Appl. Phys. Lett.
111 (2017) art. 192102.

1136.Ho, Thi H.; Kawazoe, Yoshiyuki; Le, Hung M., Penetrating probability and cross section of
the Li+-C-60 encapsulation process through an ab initio molecular dynamics investigation
(vol 20, pg 7007, 2018) PHYSICAL CHEMISTRY CHEMICAL PHYSICS

1137.Nguyen, TTM; Le, HM; Kawazoe, Y; Nguyen, HL, "Monitoring Mechanical, Electronic,
and Catalytic Trends in a Titanium Metal Organic Framework Under the Influence of
Guest-Molecule Encapsulation Using Density Functional Theory”, SCIENTIFIC REPORTS,
8(2018) Article 16651.

1138.J. T. Wang, S. M. Nie, H. M. Weng, Y. Kawazoe, C. F. Chen, “Topological Nodal-Net
Semimetal in a Graphene Network Structure”, Rev. Lett.120, art. 026402, 2018.

1139.Wang, YC; Zhang, Y; Kawazoe, Y; Shen, J; Cao, CD, “Ab initio molecular dynamics
simulations of nano-crystallization of Fe-based amorphous alloys with early transition
metals”, CHINESE PHYSICS B,27(2018) Article 116401.

1140.Hoang, HT; Nguyen, HL; Phan, TB; Bureekaew, S; Kawazoe, Y; Duc, NM; Le, HM, "From
Reticular Chemistry Design to Density Functional Theory Modeling for New Zeolitic



Imidazolate Framework Topologies: Mechanical Stability, Electronic Structure, and CO2
Selectivity", JOURNAL OF PHYSICAL CHEMISTRY C, 122 (2018) 23543-23553.

1141.0leg S. Subbotin, Yulia Yu. Bozhko, Ravil K. Zhdanov, Kirill V. Gets, Vladimir R.
Belosludov, Rodion V. Belosludov and Yoshiyuki Kawazoe, “Ozone storage capacity in
clathrate hydrates formed by O3 +O2 +N2 +CO2 gas mixtures”, Phys. Chem. Chem. Phys.,
2018, 20,12637—12641.

1142.Nguyen, Trang T. M.; Le, Hung M.; Kawazoe, Yoshiyuki; Nguyen, Ha L.
Reticular control of interpenetration in a complex metal-organic framework
MATERIALS CHEMISTRY FRONTIERS

1143.Phase diagram and composition of water based crystalline phases in hydrogen — Water
binary system, Ravil K. Zhdanova, Yulia Y. Bozhkoa, Vladimir R. Belosludov, Oleg S.
Subbotin, Kirill V. Gets, Rodion V. Belosludov, Yoshiyuki Kawazoe, Solid State
Communications, https://doi.org/10.1016/j.ss¢.2019.03.002, Received 6 November 2018;
Received in revised form 2 March 2019

1144.Bu, K; Wang, JT; Li, ZZ; Mizuseki, H; Kawazoe, Y, "A superhard orthorhombic carbon
with all six-membered-ring in sp(3) bonding networks"”, PHYSICS LETTERS A, 383
(2019) 2809-2812.

1145.Seo, S; Viet, BQ; Hwang, E; Cho, Y; Lee, J; Kawazoe, Y; Lee, H, "Nanoparticle
Linker-Controlled Molecular Wire Devices Based on Double Molecular Monolayers”,
SMALL, 15(2019) Article 1901183.

1146.Sethulakshmi, N; Mishra, A; Ajayan, PM; Kawazoe, Y; Roy, AK; Singh, AK; Tiwary, CS,
"Magnetism in two-dimensional materials beyond graphene”, MATERIALS TODAY, 27
(2019) 107-122.

1147.Chen, WZ; Yang, M; Sun, YY; Kawazoe, Y; Shi, XQ; Pan, H, "Design of pentagonal NbX
monolayers for electronics and electrocatalysis”, APPLIED SURFACE SCIENCE, 479
(2019) 595-600.

1148.Yang, Y; Kawazoe, Y, "Adsorption and Diffusion of H Atoms on beta-PtO2 Surface: The
Role of Nuclear Quantum Effects”, JOURNAL OF PHYSICAL CHEMISTRY C, 123
(2019) 13804-13811.

1149.Sun, J; Guo, YG; Wang, Q; Kawazoe, Y, "Thermal transport properties of penta-graphene
with grain boundaries”, CARBON, 145 (2019) 445-451.

1150.Hagita, K; Kawazoe, Y; Ogino, M, "Applications of aesthetic pentagon-shaped stereo tiling
employing pentagraphene carbon-star walls and embossment design”, AIP ADVANCES, 9
(2019) Article 035001.

1151.Suvitha, A; Venkataramanan, NS; Sahara, R; Kawazoe, Y, "A theoretical exploration of the
intermolecular interactions between resveratrol and water: a DFT and AIM analysis”,
JOURNAL OF MOLECULAR MODELING, 25 (2019) Article 56.

1152.Hassan, A; Guo, YG; Wang, Q; Kawazoe, Y; Jena, P, "Interfacial properties of
penta-graphene-metal contacts”, JOURNAL OF APPLIED PHYSICS, 125 (2019) Article
065308.

1153.Yang, Y; Liu, FC; Kawazoe, Y, "Adsorption of water on fluorinated graphene"”, JOURNAL


https://doi.org/10.1016/j.ssc.2019.03.002

OF PHYSICS AND CHEMISTRY OF SOLIDS, 124 (2019) 54-59.

1154.Hung Q. Pham, Dong Q. Le, Nguyen-Nguyen Pham-Tran, Yoshiyuki Kawazoe and Duc
Nguyen-Manh, “Electron delocalization in single-layer phthalocyanine-based covalent organic
frameworks: a first principle study”, RSC Advances, 9 (2019, Sep) art. 29440.

1155.W Zhou, H Shen, Q Wang, J Onoe, Y Kawazoe, P Jena, “N-doped peanut-shaped carbon
nanotubes for efficient CO2 electrocatalytic reduction”, CARBON 152 (2019, Nov) pp.
241-246.

1156.Yang, Y; Kawazoe, Y, "Adsorption and Diffusion of H Atoms on beta-PtO2 Surface: The
Role of Nuclear Quantum Effects”, JOURNAL OF PHYSICAL CHEMISTRY C, 123
(2019) 13804-13811.

1157.Ravil K. Zhdanova, Yulia Y. Bozhkoa, Vladimir R. Belosludov, Oleg S. Subbotin, Kirill V.
Gets, Rodion V. Belosludov, Yoshiyuki Kawazoe, “Phase diagram and composition of water
based crystalline phases in hydrogen - Water binary system”, Solid State Communications
294 (2019) 6-10.

1158.Chen, WZ; Yang, M; Sun, YY; Kawazoe, Y; Shi, XQ; Pan, H, "Design of pentagonal NbX
monolayers for electronics and electrocatalysis”, APPLIED SURFACE SCIENCE, 479
(2019) 595-600.

1159.Bu, K; Wang, JT; Li, ZZ; Mizuseki, H; Kawazoe, Y, "A superhard orthorhombic carbon
with all six-membered-ring in sp(3) bonding networks”, PHYSICS LETTERS A, 383
(2019) 2809-2812.

1160.Hung Q. Pham, Dong Q. Le, Nguyen-Nguyen Pham-Tran, Yoshiyuki Kawazoe and Duc
Nguyen-Manh, “Electron delocalization in single-layer phthalocyanine-based covalent organic
frameworks: a first principle study”, RSC Advances, 9 (2019, Sep) art. 29440.

1161.Kirill Gets, Vladimir Belosludov, Ravil Zhdanov, Yulia Bozhko, Rodion Belosludov, Oleg
Subbotina, Nikita Marasanova, Yoshiyuki Kawazoe “Transformation of hydrogen bond
network during CO2 clathrate hydrate dissociation”, Applied Surface Science 499 (2020) art.
143644.

1162."Graphdiyne-Based Monolayers as Promising Anchoring Materials for Lithium-Sulfur
Batteries: A Theoretical Study”, Muhammad, Imran; Younis, Umer; Xie, Huanhuan;
Kawazoe, Yoshiyuki; Sun, Qiang, ADVANCED THEORY AND SIMULATIONS, art.
1900236, DOI: 10.1002/adts.201900236. (JAN 2020).


https://pubs.rsc.org/en/results?searchtext=Author%3AHung%20Q.%20Pham
https://pubs.rsc.org/en/results?searchtext=Author%3ADong%20Q.%20Le
https://pubs.rsc.org/en/results?searchtext=Author%3ANguyen-Nguyen%20Pham-Tran
https://pubs.rsc.org/en/results?searchtext=Author%3AYoshiyuki%20Kawazoe
https://pubs.rsc.org/en/results?searchtext=Author%3ADuc%20Nguyen-Manh
https://pubs.rsc.org/en/results?searchtext=Author%3ADuc%20Nguyen-Manh
https://scholar.google.com/citations?user=VJF3bQcAAAAJ&hl=ja&oi=sra
https://scholar.google.com/citations?user=9a5YR2kAAAAJ&hl=ja&oi=sra
https://pubs.rsc.org/en/results?searchtext=Author%3AHung%20Q.%20Pham
https://pubs.rsc.org/en/results?searchtext=Author%3ADong%20Q.%20Le
https://pubs.rsc.org/en/results?searchtext=Author%3ANguyen-Nguyen%20Pham-Tran
https://pubs.rsc.org/en/results?searchtext=Author%3AYoshiyuki%20Kawazoe
https://pubs.rsc.org/en/results?searchtext=Author%3ADuc%20Nguyen-Manh
https://pubs.rsc.org/en/results?searchtext=Author%3ADuc%20Nguyen-Manh

Books and Chapters (Author/Editor)

1. Proceedings of the Sendai Conference on Electro- and Photo-Excitations (fF #£)
1977, Laboratory of Nuclear Science, Tohoku University
Yoshiyuki Kawazoe

o

AL — FORTRAN —
)R fE 1983
HE A, R, o &

3. Proceedingsof3rd French-Japanese SymposiumonNuclear Physicson"Comparison
of Nuclear Researches with Electromagnetic and Hadronic Probes at Intermediate
Energies" (f#fE)

Maison Franco-Japanaise, 1983
M. Sakai and Y. Kawazoe

4. <A TN X HIEFROEEEE —BASIC—
Fr R EE 1984
BE O JNRERE, O &, 2R EA

NRROT=DOHEWKE T 7 I T
HESE . 1986
=R IREE

o

o

FT 4 A I — N A= g B FEE— (FER)
ST HIR 1986
HIGIEE, JIREE

7. Rationale of Beings (fi%E)
World Publishing Co. 1986
A=, @it —, fal/ASR, JITRE

8. o VB a—ZiE
IS HRR 1987
HIFIES, BSHIEL, JIRE =

TEHAEE AP S ) — X (FRtk)
JEST AR 1987 45 3 A ~ #[ERE
Fi CREEZRLE 1988~) ‘HilfIE
%7, BSHIES, JREE

©



1015 WAL 2 — FORTRANT77 —
)R fE 1987
HE A, R, o &

11.VAX\'VMS Y 7 ~ 7 =7 (FIE0)
LT HIAR 1988
JIsER =, TR, Faisst

12 SEEREAER 0 —~FAK - 5| F2K
AR ARG S GRAL 1988)
BATEE, MBS, ZKEIE, [LEF—, IR

13.SAS~D¥E4F
A7 HRR 1989
AR JRESE, &0F

14. #6785/ FORTRAN77 7'u 75 3 o ZEs B2fE
1989
IR RS, §ra st

15 KETFERZCBITL2F vy 2%y hU—F 7 BN
ILSTHIIR 1989
JNIRR S, #a B

169D CHET L B a—H
N7 H R 1992
JIRE =, il

17.VM7 U r—a ooy K7 w7 (BIER)
N7 HRR 1992
ISR =, BIER, /NyARZ E

18.Materials Database I (fR%E)
Sci. Rep. RITU, Series A, Vol.37, No.2 (H It K5 1992) Yoshiyuki
Kawazoe

19. 50 DH#E (FREE)
{ZIEHRR 1993
R, IWESF—, JIREE

20.Materials Design by Computer I —Physics and Chemistry of Nanoscale Materials
— (fW%E)
Sci. Rep. RITU, Series A, Vol.38 (It K% 1993)
Yoshiyuki Kawazoe



Q0 arta—47a sl 707
fHAEEIE 1995
JITRE=E, FILEER

22 AL a—HT T T 4T A
HSEHIRR 1995
FILEI, BIIERE IIREE

23.Materials Design by Computer II -Phase Transitions- (#f#£) Sci.

Rep. RITU, Series A, Vol.40 (HIL K% 1995) Yoshiyuki
Kawazoe

240 B a—F—yIalb—a Nl XAWERE-SFE RS T Ve k
AT AR (1996)
JIE 3, Ky s, = F %54

25. Materials Design by Computer III—Microclusters— (ff#E) Sci.

Rep. RITU, Series A, Vol.41 (HIL K% 1996) Yoshiyuki
Kawazoe

26.C7a /o0
N7 (1997)
IR, F L8R

27. Phase Diagrams and Physical Properties of Nonequilibrium Alloys, Subvolume
A Nonequilibrium Phase Diagrams of Ternary Amorphous Alloys
Landolt-Boernstein series, III/37
Springer-Verlag (1997)
Y. Kawazoe, T. Masumoto, K. Suzuki, A. Inoue, A. -P. Tsai, J. -Z. Yu,
T. Aihara Jr., and T. Nakanomyo

28. Materials Design by Computer IV—Nucleation— (%)

Sci. Rep. RITU, Series A, Vol.42 (BEIb K% 1997)
Yoshiyuki Kawazoe and Kaoru Ohno

2. HRBFLa B a—X
ST HIR (1997)
JIVRESE, Ml

30. Mesoscopic Dynamics of Fracture (ff%E)
Springer Series in Advances in Materials Research, Vol.1 (1998)
H. Kitagawa, T. Aihara Jr and Yoshiyuki Kawazoe



31.

32.

33.

34.

35.

36.

37

MolecularDynamicsSimulationofTensileDeformationinAmorphousZr67Ni33
Alloy Mesoscopic Dynamics of Fracture (1998) pp.76-87
Tomoyasu Aihara, Jr. and Yoshiyuki Kawazoe

Program Tuningfor Large-Scale Simulationsincomputational Materials Science
Advances in Materials Research, 1 (1998), pp.239-248
Hiroshi Mizuseki, Ryoji Sahara, Zhi-Qiang Li, Kaoru Ohno and Yoshiyuki
Kawazoe

Materials Design by Computer Simulation V—Mesoscopic Dynamics of Fracture
— (W)
Advanced Materials Research, Vol.1 (Springer-Verlag, 1998)
H. Kitagawa, T. Aihara, Jr., and Y. Kawazoe

AnAll-Electron First-Principles Molecular Dynamics Method and a Possibility of
1ts Application to Atomistically Distorted Systems

Advances in Materials Research, 1 (1998), pp.210-219 Kaoru

Ohno, Yutaka Maruyama, Hiroshi Kamiyama, Eizo Bei,

Keiichiro Shiga, Zhi-Qiang Li, Keivan Esfarjani and Yoshiyuki Kawazoe

Advances in Scanning Probe Microscopy  (fwfg)

Springer Series in Advances in Materials Research Vol.2 (2000)
Edited by T. Sakurai and Y. Watanabe
Series Editor-in-Chief, Y. Kawazoe

Theoretical Insights into Fullerenes Adsorbed on Surfaces: Comparison with
STM Studies

Advances in Materials Research, Vol. 2 (2000), pp.113-142

Kaoru Ohno and Yoshiyuki Kawazoe

. Mesoscopic Work Function Measurement by Scanning Tunneling Microscopy
Springer Series in Advances in Materials Research, Vol.2 (1999),

pp.210-219

38

39

Y. Hasegawa, J. F. Jia, T. Sakurai, Z. Q. Li, K. Ohno and Y. Kawazoe

. Ab Initio Computer Simulations on Microclusters: Structures and Electronic
Properties
Cluster and Nanomaterials, Springer, (2001) pp.9-88
Vijay Kumar, Keivan Esfarjani and Yoshiyuki Kawazoe

. Cluster Investigations in Cyclodextrin Inclusion Compounds: Theory and
Experiment
Clusters and Nanomaterials, Springer, (2001) pp.109-131
Rodion Vladimirovich Belosloudov, Takehisa Yoshinari, Tohru Hiwada,
Yoshiyuki Kawazoe, Kaoru Ohno and Shinichiro Nagasaka



40.

41.

42.

43.

44,

45.

46.

47.

48.

The Nanostructure of C60 Photopolymers
Clusters and Nanomaterials, Springer, (2001) pp.135-169
Jun Onoe, Tomonobu Nakayama, Aiko Nakao, Yuichi Hashi,
Keivan Esfarjani, Kaoru Ohno, Yoshiyuki Kawazoe, Masakazu Aono and
Kazuo Takeuchi

Amorphous and Nanocrystalline Materials (¥f#)
Springer, Advances in Materials Research, Vol. 3 (2001) Yoshiyuki
Kawazoe (Chief Editor)
Editors: A. Inoue and K. Hashimoto

Electronic, Transport and Mechanical Properties of Carbon Nanotubes
Cluster and Natnomaterials, Springer, (2001) pp.187-220
Keivan Esfarjani,AmirAbbasFarajian, Yuichi Hashiand YoshiyukiKawazoe

Computational Materials Science —From Ab Initio to Monte Carlo Methods—
Springer Series in Solid State Sciences, Vol. 129, (1999.4)
K. Ohno, K. Esfarjani and Y. Kawazoe

Materials Science in Static High Magnetic Fields- (#f%2)
Springer, Advances in Materials Research, Vol. 5 (2002)
Yoshiyuki Kawazoe (Chief Editor)

Editors: K. Watanabe and M. Motokawa

VY ar 7T —Lv a2 & b
Bfig 7 7 1IEHE O~ T pp.82-85
JNRE = T¥EHRE

AN
Ay

Intelligence in a Materials World ~ (ff#%E)
Selected Papers from IPMM-2001
CRC Press (2003)
Editors: J. A. Meech, M. M. Veiga, Y. Kawazoe, and S. R. LeClair

Structure and Properties of Aperiodic Materials (%) Springer,
Advances in Materials Research, Vol. 5 (2003) Series Editor
in Chief, Yoshiyuki Kawazoe
Editors: Y. Kawazoe and Y. Waseda

Advances in Materials Research Vol.6— Fiber Crystal Growth from the Melt—
(FREE)
Springer (2004)
Series Editor in Chief, Yoshiyuki Kawazoe Editors T.
Fukuda, P. Rudolph, and S. Uda



49. Electron Transport in Nanostructured Systems—Ab Initio Study
Handbook of Theoretical and Computational Nanotechnology 10 (2006),
American Scientific Publishers, Chapter 3, pp.211-238

Yoshiyuki Kawazoe, Hiroshi Mizuseki, Rodion Belosludovand Amir Farajian

50.BHL LABRETH o T LA 7 XA A Fr)ruay 215 (RE)
NPO B %W B+ v ¥ —
(2006.11) FATA : IR E

51. ACCMS-2: Proceedings of the Second ACCMS Conference, (FtE)
Computational Materials Science, Vol. 36, (Elsevier, 2006)
Conference in Novosibirsk as Guest Editors, V. Kumar. R. Belosludov, V.

R. Belosludov, and Y. Kawazoe

52. Advancesin Materials Research Vol.7—Characterization of Corrosion Products on
Steel Surfaces— (PR
Springer (2006)
Series Editor in Chief, Yoshiyuki Kawazoe Editors

Y. Waseda and S. Suzuki

BABHL LARFTH L& T LA 7 HA L T ray A2 (fRE)
NPO #5101 # Bt v & —
(2007.4) FEATAN : JIIRE=

54.  Oscillatory Convection of LiCaAlF6 Melt in Czochralski Model

"Studies on Flow Instabilities in Bulk Crystal Growth",
Transworld Research Network (2007) Chapter 3, pp.39-56



Zhong Zeng, Hiroshi Mizuseki and Yoshiyuki Kawazoe

55. Theoretical Advances in the Electronic and Atomic Structures of Silicon

Nanotubes and Nanowires

“Nanosilicon”, ELSEVIER (2007.8) Chapter 6, pp.217-257 Abhishek
Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe

56. Advances in Materials Research Vol.8-Shaped Crystals- (ffifE)
Springer (2007)
Series Editor in Chief, Yoshiyuki Kawazoe Editors T. Fukuda and V.I. Chani

BT.EL LABRETH LT LA T XA A T rayTA3E (FE)
NPO Bl % 1 =Bt v ¥ —
(2007.11) FATA : IR

58. Calculating Transport Properties of Nanometer-Scale Systems: Nanodevice
Applications of Carbon Nanotubes and Organic Molecules
“Nanostructures - Fabrication and Analysis”, Springer
(2007) Chapter 6, pp.217-249
Amir A. Farajian, Rodion V. Belosludov, Olga V. Pupysheva, Hiroshi

Mizuseki and Yoshiyuki Kawazoe

59. “Advances in Materials Research Vol.9—Nano- and Micromaterials—” (fg %),
Springer (2008.1)

Kaoru Ohno, Masatoshi Tanaka, Jun Takeda and Yoshiyuki Kawazoe

60. Ab InitioGW Calculations Using an All-Electron Approach



“Advances in Materials Research Vol.9 —Nano- and Micromaterials —”,

Springer (2008.1) Chapter 6, pp.171-187
S. Ishii, K. Ohno and Y. Kawazoe

61. Green’s Function Formulation of Electronic Transport at Nanoscale “Advances
in Materials Research Vol.9—Nano- and Micromaterials—”, Springer

(2008.1) Chapter 8, pp.219-241
A. A. Farajian, O. V. Pupysheva, B. 1. Yakobson and Y. Kawazoe

62. Thermodynamic Properties of Materials Using Lattice-Gas Models
with Renormalized Potentials
“Advances 1n Materials Research Vol.9 —Nano- and Micromaterials —”,

Springer (2008.1) Chapter 11, pp.275-290
R. Sahara, H. Mizuseki, K. Ohno and Y. Kawazoe

63. IR I 2 L—3 3 UER O & R BIBHFRE ~ D1k
“ULTAZNVORZEMELE VA 7V r— A —HIR
(2008.3.10) %53 # 7IH pp.221-229 JI[VRE3E, /KBIHEGE,
Pelse —

64.Realization of a Computer Simulation Environment Based on ITBL and a Large
Scale GW Calculation Performed on This Platform
“Lecture Notes in Computer Science —High-Performance Computing—”
No.4759 (2008.3) Chapter 5, pp.427—433 (APC2005)
Springer
Yoshiyuki Kawazoe, Marcel Sluiter, Hiroshi Mizuseki, Kyoko Ichinoseki,

Amit Jain, Kaoru Ohno, Soh Ishii, Hitoshi Adachi and Hiroshi Yamaguchi



65.8L LABRETH LT LA T XA A T ay T A4S (FE)
NPO B %W B+ v ¥ —
(2008.4) FATA : IR

66. Advances in Materials Research Vol.10—Frontiers in Materials Research— (#f
)
Springer (2008)
Series Editor in Chief, Yoshiyuki Kawazoe

Editors Yasunori Fujikawa, Kazuo Nakajima and Toshio Sakurai

67. Advances in Materials Research Vol.11-High-Temperature Measurements of
Materials— (#ffe)
Springer (2009)
Series Editor in Chief, Yoshiyuki Kawazoe Editors

Hiroyuki Fukuyama and Yoshio Waseda

68. Field Emission Properties of Carbon Nanotubes from
First-Principles Calculations
“DFT Calculations on Fullerenes and Carbon Nanotubes”, Research
Signpost (2008) pp.333-365

Mohammad Khazaei, Amir A. Farajian and Yoshiyuki Kawazoe

69.8L LARETH LT LA XA A T ay A5 (P
NPO Bl %t 1 =Bt v ¥ —
(2008.10) FITA : JIISRE



70. Boron Nitride Nanocage Clusters, Nanotubes, Nanohorns, Nanoparticles, and
Nanocapsules

“Lecture Notes in Nanoscale Science and Technology, Vol.6 — B-C-N
Nanotubes and Related Nanostructures”
Springer (2009.5) chapter 6, pp.149-194
Takeo Oku, Ichihito Narita, Naruhiro Koi, Atsushi Nishiwaki, Katsuaki
Suganuma, Masahiro Inoue, Kenji Hiraga, Toshitsugu Matsuda, Makoto
Hirabayashi, Hisato Tokoro, Shigeo Fujii, Makoto Gonda, Masahiko
Nishijima, Toshio Hirai, Rodion V. Belosludov and

Yoshiyuki Kawazoe

T1EE— Ry 18 )k
“SHEIF N BT v 7T G551« Bk 70> 2 2 b—v 2 2” BAK
W (2009.9) 28 53 FEh)5E, 2.1, BN EIEO B,
2.1.7, FH—IHS 18 /151E, pp.64-69
JIRER ¢

72. Advancesin Materials Research Vol.12—Oxide and Nitride Semiconductors— (i
)
Springer (2009)
Series Editor in Chief, Yoshiyuki Kawazoe Editors

K. Nakajima and T. Usami

73. Advancesin Materials Research Vol.13—Oxide and Nitride Semiconductors— (f#

)
Springer (2009)

Series Editor in Chief, Yoshiyuki Kawazoe Editors



A. Muramatsu and T. Miyashita

74. Advances in Materials Research Vol.14— Crystal Growth of Silicon for Solar
Cells— (HRte)
Springer (2009)
Series Editor in Chief, Yoshiyuki Kawazoe
Editors T. Yao and S.-K. Hong

R T 7uvy 7265 (6
%) NPO B2 iskse o % —
(2009.12) FITA : JIISRE

76. Computational Materials Science — Fifth Conference of the Asian Consortium for
Computational Materials Science ACCMS-5 Proceedings (FtE)
Elsevier (2010) Volume 49, Supplement 4

Guest Editors: Duc Nguyen-Manh, Yoshiyuki Kawazoe, Gour Prasad Das,

Nguyen Hong Quang

77. Theories for Nanomaterials to Realize a Sustainable Future
HandBook of Nanophysics —Principles and Methods
CRC Press (2010) 1—Part I, Design and Theory, pp.2-1-2-24

Rodion V. Belosludov, Natarajan S. Venkataramanan, Hiroshi Mizuseki,
Oleg S. Subbotin, Ryoji Sahara, Vladimir R. Belosludov and

Yoshiyuki Kawazoe

WHERY: T/ uyT7ATE (R NPORER ISR 7 —
(2010.12) FEATA : JITRE



79. Electronic and Transport Properties of Defected Graphene Nanoribbons
Physics and Applications of Graphene - Theory
InTech (2011.3) pp.417-432

Narjes Gorjizadeh, Yoshiyuki Kawazoe and Amir A. Farajian

80. "First Principles Modeling of the Atomic and Electronic Properties of
Palladium Clusters Adsorbed on TiO2 Rutile (110) Surface"
"Molecular Modeling for the Design of Novel Performance Chemicals and
Materials", Edited by Beena Rai, Taylor and Francis (2011),

P. Murugan, Vijay Kumar, and Yoshiyuki Kawazoe.

81. Systems from Ag-Al-Ca to Au-Pd-Si
Subvolume B: Physical Properties of Ternary Amorphous Alloys - Volume 37:
Phase Diagrams and Physical Properties of Nonequilibrium Alloys - Group I:
Elementary Particles, Nuclei and Atoms - Landolt-Bornstein New Series
Series: Landolt-Bornstein: Numerical Data and Functional Relationships

in Science and Technology - New Series, Subvolume 37B1, Subseries:

Condensed Matter
Springer-Verlag (2011)

Takeuchi, Akira, Louzguine, Dmitri V., Carow-Watamura, Ursula,

Kawazoe, Yu, Jing Zhi, Yoshiyuki(Editor in Chief)

82. Systems from B-Be-Fe to Co-W-Zr
Subvolume B: Physical Properties of Ternary Amorphous Alloys - Volume 37:

Phase Diagrams and Physical Properties of Nonequilibrium Alloys - Group I


http://www.springer.com/physics/book/978-3-642-03480-0
http://www.springer.com/series/284
http://www.springer.com/series/284
http://www.springer.com/series/284
http://www.springer.com/series/290

Elementary Particles, Nuclel and Atoms - Landolt-Bornstein New Series

Series: Landolt-Bornstein: Numerical Data and Functional Relationships
in Science and Technology - New Series, Subvolume 37B2, Subseries:

Condensed Matter
Springer-Verlag (2011)

Takeuchi, Akira, Louzguine, Dmitri V., Carow-Watamura, Ursula,

Kawazoe, Yu, Jing Zhi, Yoshiyuki(Editor in Chief)

83. Systems from Cr-Fe-P to Si-W-Zr
Subvolume B: Physical Properties of Ternary Amorphous Alloys - Volume 37:
Phase Diagrams and Physical Properties of Nonequilibrium Alloys - Group I
Elementary Particles, Nuclel and Atoms - Landolt-Bornstein New Series
Series: Landolt-Bornstein: Numerical Data and Functional

Relationships in Science a nd Technology - New Series, Subvolume 37B3,

Subseries: Condensed Matter
Springer-Verlag (2011)

Takeuchi, Akira, Louzguine, Dmitri V., Carow-Watamura, Ursula,

Kawazoe, Yu, Jing Zhi, Yoshiyuki(Editor in Chief)

84. High Pressure Materials Properties
Subvolume A: Magnetic Properties of d-Elements, Alloys and Compounds Under
Pressure

Series: Landolt-Bornstein: Numerical Data and Functional Relationships

inScienceandTechnology-NewSeries, Subvolume22A, Subseries: Physical


http://www.springer.com/series/284
http://www.springer.com/series/284
http://www.springer.com/series/284
http://www.springer.com/series/290
http://www.springer.com/series/284
http://www.springer.com/series/284
http://www.springer.com/series/290
http://www.springer.com/series/284
http://www.springer.com/series/284
http://www.springer.com/series/284
http://www.springer.com/series/292

Chemistry
Springer-Verlag (2014)

Kaneko, T., Kanomata, T.Kawazoe(Editor in Chief), Y., Kaneko, T,
Uwatoko, Y.


http://www.springer.com/series/292

Patents

10.

%

. BEERABA2009—011951 B4 T A X —filiit ( k3 qaEhEkat)
CBEIRABE 48776725 JEEMEM (NEC h—F #kASth)

RERFANBE 2006—225346 X MUERAIL OUER ik GRL « v a—= 7k
Exgan)

FFIFABR 2006—027917 S P 2R b5 ) 24 ) Tv— (e
FRE AR

WEEF/ARE 2005 —314408 U a2 7 T AR —XIIF N~ = NI T AX —h
T SO R OFHARE N Z D7 5 25— % TV BB A (e
g A%

KeF/ABE 2005—251610 A A2 % MBS U 72 REMEHZ L 5 U F 7 4 “ k&S &
O T ORGET1E (BRUEHE AR ERT, EERFT)

. FFIFAPA2004—303521 T 4 AT LA G (FRUSAL ANZREDT, [EERRRT)

REFFABA 2004—269439 &2 FHL Y LoSHiRIHAI R ORRIETIE - GRL - &0
a —=27 ) a— RS, ERRET

KrrosBE 2004—210549 L ERI TR OZFORLESE  GRL - Fya—=27 -
v U a— RS, ERRERE)

FEFFABH 2000—3847025 BRI T L2 U R A E WL 1 v 2 DRl
(T NT RBEKMAS . ERRRE)

11. FFFABA2000— 125396 HIEERDOENR T 4 v T 4 VTV AT I
12. FFFABNE09—259427 SAERTEMEAR KL OV OFtdki A 1L (B~ 7 2 URSH)



	Original Papers

