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2003) 
Nagoya, Japan (2003.11.25-27) (Invited talk) 
K. Takanashi, S. Mitani, K. Yakushiji, F. Ernult and H. Fujimori 
 

59. Inverse Tunnel Magnetoresistance Associated with Coulomb Staircases in 
Microfabricated Granular Systems・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 752 
NanoMag 2003 (International Workshop on Nano-Scale Magnetoelectronics 
2003) 
Nagoya, Japan (2003.11.25-27) (Poster) 
K. Yakushiji, K. Yamane, F. Ernult, M. Matsuura, S. Mitani, 
K. Takanashi and H. Fujimori 
 

60. Spin Dependent Single Electron Tunneling in Self-Assembled Magnetic 
Nanoparticles・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 753 
2003 SOMMA/KMS meeting (International Symposium on Magnetic 
Materials and Applications and Winter Conference of the Korean 
Magnetics Society) 
Daejeon, Korea (2003.12.3-12) (Invited talk) 
K. Takanashi, S. Mitani, K. Yakushiji, F. Ernult and H. Fujimori 
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1. 1.Magnetic Properties and Phase Transition of Metal Encapsulated Nanotubes 

of Silicon and Germanium・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 754 
Joint Meeting: "International Conference on Molecular Simulation 
(ICMS)" and "Computational Science Workshop 2004 (CSW2004)" 
Tsukuba, Japan (2004.1.13-15) pp.43-44 No.C18 
Abhishek Kumar Singh, Vijay Kumar and Yoshiyuki Kawazoe 
 

2. Ab-initio Study of Cs Insertion and Adsorption in Capped-Nanotubes for 
Field-Emission・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 756 
Joint Meeting: "International Conference on Molecular Simulation 
(ICMS)" and "Computational Science Workshop 2004 (CSW2004)" 
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3. Hund's Rule and Growth Behavior of Cu and Ag Clusters from ab initio 
Calculations・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 758 
Joint Meeting: "International Conference on Molecular Simulation 
(ICMS)" and "Computational Science Workshop 2004 (CSW2004)" 
Tsukuba, Japan (2004.1.13-15) pp.113-114 No.PA11 
Masahiro Itoh, Vijay Kumar and Yoshiyuki Kawazoe 
 

4. Genetic Algorithm Approach to Functional Molecules for Nanoscale 
Devices・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 760 
Joint Meeting: "International Conference on Molecular Simulation 
(ICMS)" and "Computational Science Workshop 2004 (CSW2004)" 
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Hiroshi Mizuseki, Nobuaki Igarashi, Rodion V. Belosludov, 
Amir A. Farajian and Yoshiyuki Kawazoe 
 

5. Combinatorial Approach on Junction of Porphyrin Chain・・・・・・・・・・・・・・ 761 
Joint Meeting: "International Conference on Molecular Simulation 
(ICMS)" and "Computational Science Workshop 2004 (CSW2004)" 
Tsukuba, Japan (2004.1.13-15) p.146 No.PA28 
Yoshiyuki Kikuchi, Rodion V. Belosludov, Amir A. Farajian, 
Hiroshi Mizuseki and Yoshiyuki Kawazoe 



6. Quantitative Estimation of the Order-Disorder Phase Transition Temperatures 
of Cu-Au Systems Using a Face-Centered-Cubic Lattice Model with a 
 Renormalized Potential・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 762 
Joint Meeting: "International Conference on Molecular Simulation 
(ICMS)" and "Computational Science Workshop 2004 (CSW2004)" 
Tsukuba, Japan (2004.1.13-15) pp.176-177 No.PA44 
Ryoji Sahara, Hiroshi Ichikawa, Hiroshi Mizuseki, Kaoru Ohno, 
Marcel H. F. Sluiter and Yoshiyuki Kawazoe 
 

7. An Ab Initio Calculation of the Hyperpolarizability of New NLO Materials with 
πConjugations・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 764 
21st Century COE-RCMS International Conference, Frontiers of Physical 
Chemistry on Molecular Materials 
Nagoya, Japan (2004.1.13-14) p.45 No.PA13 
Shigeki Saito, Hiroshi Mizuseki, Shanying Wang, Rodion V. Belosludov, 
Hiroshi Yasuhara and Yoshiyuki Kawazoe 
 

8. Novel Encapsulated Nanostructures of Elemental and Compound 
Semiconductors・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 765 
Japan-Australia Workshop on Advanced Materials 
IMR Lecture Hall, Tohoku Univ. (2004.1.15-19) p.7 No.I-6 
Vijay Kumar 
 

9. Alkali Metals Adsorption on the Si(111)-7x7 Surface: From 2D Gas to Magic 
Clusters・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 766 
Japan-Australia Workshop on Advanced Materials 
IMR Lecture Hall, Tohoku Univ. (2004.1.15-19) p.32 No.P-9 
Ke-Hui Wu, T. Briere, Y. Fujikawa, T. Nagao, Q. K. Xue, S. B. Zhang, 
V. Kumar, Y. Kawazoe and T. Sakurai 
 

10. Phase Transition and Magnetic Properties of Mn-doped Germanium 
Nanotubes・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 767 
Japan-Australia Workshop on Advanced Materials 
IMR Lecture Hall, Tohoku Univ. (2004.1.15-19) p.50 No.P-27 
Abhishek K. Singh, Vijay Kumar, Tina M. Briere and Yoshiyuki Kawazoe 
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Alloys・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 768 
Japan-Australia Workshop on Advanced Materials 
IMR Lecture Hall, Tohoku Univ. (2004.1.15-19) p.55 No.P-32 
I. Yonenaga, M. Sakurai, T. Ayuzawa, M. H. F. Sluiter and Y. Kawazoe 
 

12. Theoretical Study of Molecular Electronics: A Case Study of Unimolecular 
Rectifier Using Porphyrin Polymer・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 769 
Nanoscale Devices and System Integration (IEEE NDSI 2004) 
Miami, Florida, U.S.A. (2004.2.15-19) pp.114-116 (Invited talk) 
Hiroshi Mizuseki, Rodion V. Belosludov, Amir A. Farajian, 
Nobuaki Igarashi and Yoshiyuki Kawazoe 
 

13. Origin of the Electric Dipole Moment in Niobium Clusters・・・・・・・・・・・・・ 772 
March Meeting 2004 (Bulletin of the American Physical Society) 
Montreal, Canada (2004.3.22-26) 49[1], PART1, p.217 No.B36 6 
K. E. Andersen, W. E. Pickett, V. Kumar and Y. Kawazoe 
 

14. Atomic and Electronic Structures of CdSe Clusters・・・・・・・・・・・・・・・・・・・ 773 
March Meeting 2004 (Bulletin of the American Physical Society) 
Montreal, Canada (2004.3.22-26) 49[1], PART1, p.455 No.J11 5 
Vijay Kumar, Rodion Belosludov, V. Sundararajan, A. Kasuya and 
Y. Kawazoe 
 

15. Classical Stern-Gerlach Profiles for Mn5 and Mn6 Clusters・・・・・・・・・・・・・ 774 
March Meeting 2004 (Bulletin of the American Physical Society) 
Montreal, Canada (2004.3.22-26) 49[1], PART1, p.611 No.L23 10 
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March Meeting 2004 (Bulletin of the American Physical Society) 
Montreal, Canada (2004.3.22-26) 49[1], PART2, p.1350 No.W33 15 
K. H. Wu, T. Briere, Y. Fujikawa, Q. K. Xue, E. G. Wang, Y. Takamura, 
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17. Inverse TMR in Macrofabricated Granular Systems: Effect of 
Spin-Accumulation in Nano-Particles・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 776 
The 9th Joint MMM (Magnetism and Magnetic Materials)-Intermag 
Conference, Anaheim, USA (2004.1.5-9) (Poster) 
K. Yakushiji, K. Yamane, F. Ernult, S. Mitani, K. Takanashi and H. Fujimori 
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21st Century COE-RCMS International Conference, Frontiers of Physical 
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19. Spin Dependent Single Electron Tunneling in Self-Assembled Magnetic 
Nanoparticles・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 778 
Japan-Australia Workshop on Advanced Materials 
IMR Lecture Hall, Tohoku Unuv., (2004.1.15-19) p.3 No.I-3 (Invited Talk) 
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La2@C80・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 779 
18th International Winterschool Euroconference on Electronic Properties of 
Novel Materials 
Kirchberg, Austria (2004.3.6-13) p.100 No.PTh10 
Hidekazu Shimotani, Takayoshi Ito, Atsushi Taninaka, Hisanori Shinohara, 
Yoshihiko Kubozono, Masaki Takata and Yoshihiro Iwasa 
 

21. The Strained Surface Structure of Ge Quantum Dots・・・・・・・・・・・・・・・・・・ 780 
March Meeting 2004 (Bulletin of the American Physical Society) 
Montreal, Canada (2004.3.22-26) 49[1], PART2, p.869 No.N32 7 
(Invited talk) 
Yasunori Fujikawa 
 
 
 
 
 



22. Dynamical DMRG Study of Photoexcited States in One-dimensional Mott 
Insulators・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 781 
March Meeting 2004 (Bulletin of the American Physical Society) 
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研究・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 783 
平成 14 年度 東北大学金属材料研究所 新素材設計開発施設 
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奥 正興，宍戸統悦，我妻和明，孫 強，川添良幸 
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の構造決定と物性予測、及びその社会へのインパクト・・・・・・・・・・・・・・・・ 785 
平成 14 年度 ITBL (IT Based Laboratory) 成果報告集 
(2003.6) ITBL 推進会議 pp.117-120 
東北大学金属材料研究所 川添良幸 
 

3. Computational Materials Science・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 789 
Tohoku University Bulletin, (2003) pp.178-179 
Yoshiyuki Kawazoe and Jing-Zhi Yu 
 

4. Hydrogen Hydrate Clathrates for Hydrogen Storage Studied by All-electron 
Full-Potential Ab Initio Calculation・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 790 
日本学術振興会 合金状態図第 172 委員会第 5 回研究会資料 
(2003.6.13) 
Marcel H. F. Sluiter, H. Adachi, Rodion V. Belosludov, 
Vladimir R. Belosludov and Yoshiyuki Kawazoe 
 

5. Phase Diagram Predictions of Au-Pd and Ag-Pt Alloys・・・・・・・・・・・・・・・・ 795 
日本学術振興会 合金状態図第 172 委員会第 6 回研究会資料 3[2] 
(2003.11.14-15) pp.78-84 
Marcel H. F. Sluiter, C. Colinet, A. Pasturel and Yoshiyuki Kawazoe 
 

6. 超微粒子形成過程の第一原理研究・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 802 
東北大学金属材料研究所 研究部共同研究報告 
平成 15 年度 (2004.6) p.177 
川添良幸，池庄司民夫，小口多美夫，石井史之 
 



7. ナノテクノロジーを用いた電子デバイス実現に向けて・・・・・・・・・・・・・・・・ 803 
東北大学金属材料研究所 研究部共同研究報告 
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川添良幸 
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1. Atomic and Electronic Structures of Crystals of Arm-chair and Zig-zag Single 

Wall Carbon Nanotubes under Hydrostatic Pressure・・・・・・・・・・・・・・・・・・ 805 
第 25 回フラーレン・ナノチューブ記念シンポジウム 講演要旨集 
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4. Nanotubes Character in Persistent Current・・・・・・・・・・・・・・・・・・・・・・・・・・ 808 
第 25 回フラーレン・ナノチューブ記念シンポジウム 講演要旨集 
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第 25 回フラーレン・ナノチューブ記念シンポジウム 講演要旨集 
淡路 (2003.7.23-25) p.53 No.3-42 
Rodion V. Belosludov, Amir A. Farajian, Hiroshi Mizuseki, 
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6. Endohedral Silicon Fullerenes・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・・ 810 
第 25 回フラーレン・ナノチューブ記念シンポジウム 講演要旨集 
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Bull. Mater. Sci. 26[1] pp.13-17 
Yoshiyuki Kawazoe 
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第 64 回応用物理学会学術講演会 講演予稿集 
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13. 第一原理計算による Fe、Mo をドープした SrTiO3 の磁性の評価・・・・・・・・ 825 
日本物理学会 2003 年秋季大会 講演概要集 
岡山大学(2003.9.20-23) 第 58 巻第 2 号第 4 分冊 p.579 No.21aTH-13 
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