2006 FEEA— /N —a L B a—T (U AT DR AL A SR

(2006 F 4 H~2007 -3 H)
H X
[ETHS [Jeovrvvonronsosansosansonans SRR L 2 — R BT
e VD e Ca . Sy I O I B ==
L e
1. RN — R L O AR E IR e e v o v vovoensonsansanseneansansansnns 1

FAER PR BRI ZEAT A RS A, IR 3
MNTATBOE NBAL AT 7 A M AT I A e 52—
A )N —

ALK ZFEXGBEIFERT OriksL B

2. ﬁﬁ?)%%ﬁg%ﬂ%@d;@ [\%bﬂi?’ﬂ ........................................ 6
FAEKR BRI FEAT P

3. NuTAAMUF YT DR AE(ScCRhs B 31 HIRFEFRMER D
e g SRR R R R R R 7
WAL KR FE @A B FERT ez . SRR, BRI,

RS — e TR R 3

FRZR)INRF TE TR

ESjmayNE SN =i I S TG IEE I

Dr. Vijay Kumar Foundation, Chennai, India Vijay Kumar



4. First-Principles Design of Nanomaterials for Nanomedical Application®+-+ 10
IMR, Tohoku University R. V. Belosludov, H. Mizuseki, M. Philpott,
and Y. Kawazoe
Dr. Vijay Kumar Foundation, Chennai, India Vijay Kumar
Center for Interdisciplinary Research, Tohoku University A. Kasuya
University of Minnesota Duluth, USA V. Nemykin and R. G. Hadt
Institute of Inorganic Chemistry, SB RAS, Novosibirsk, Russia
V. R. Belosludov

5. Transport Properties of Molecular and Atomic Wirese =+ ccecceccese 13
IMR, Tohoku University R.V. Belosludov, H. Mizuseki, T. Takenobu,
Y. Iwasa and Y. Kawazoe
Dep. of Mechanical Engineering and Materials Science,
Rice University, Houston, Texas, USA A. A. Farajian
Nanoarchitecture Group, Organic Nanomaterials Center, NIMS, Tsukuba
K. Miki

6. Study of Point Defects in Tin-Doped Indium Oxides === cccceccecce. 15
IMR, Tohoku University Talgat. M. Inerbaev

7. From Mo-S Clusters to Assembly of Nanowirese s cecccecccccccccccccs 21
IMR, Tohoku University P. Murugan and Yoshiyuki Kawazoe
Dr. Vijay Kumar Foundation, Chennai, India Vijay Kumar
Hitachi Maxell Ltd. Norio Ota

8. UAUTNVEEICHEDSIKIE DA DALFRE B DR e o veeeeeceenenes 28
FALKRZE R EHIIEET ASER JINRE 32, R T

9. Interconnection of Carbon Nanotubes Using Peptide Linkages: New Types of
Molecular Diodegs =« ++ceccvecesccsccscesccsccsccsccascssacncanss 30
IMR, Tohoku University Mohammad Khazaei and Yoshiyuki Kawazoe
COE Laboratory Tohoku University, IMRAM Fabio Pichierri

10. 5 —JFBRHBICL DG THRER DT T~V T 4 ) AT D098 -+ 33
WAL K& B EMIFSEET 77 iR% =, Talgat M. Inerbaev, 7KBI1HE,
TR, B FRE 2, IR EE



1.

12.

13.

14.

15.

16.

17.

Calculations of Spin Induced Transport in Ferromagnets® s« ceccceccees 38
IMR, Tohoku University M. S. Bahramy, P. Murugan and Y. Kawazoe

Indian Association for the Cultivation of Science, Jadavpur, Kolkata, India

G. P. Das

E AR N T VA A& T T AN — D A ) R A 15 LB IR B
&ﬁjétti&ﬁ% ............................................... 41
WAL K F-& @A B ge T kIR

First Principles Calculation Study on Catalytic Reaction for Fuel Cells® - 45
Development and Technology Division, Hitachi Maxell, Ltd.
Susumu Imai and Norio Ota
IMR, Tohoku University Palanichamy Murugan and Yoshiyuki Kawazoe
Dr. Vijay Kumar Foundation, Chennai, India Vijay Kumar

Aromatic Duality in the All-Metal Cluster AljLigeesccccccccccccccccces 47
IMR, Tohoku University Sang Uck Lee, Rodion V. Belosludov,
Hiroshi Mizuseki and Yoshiyuki Kawazoe

Correct Interpretation of Hund's Multiplicity Rule for the Methylene
Molecule ..................................................... 52
IMR, Tohoku University Youhei Maruyama, Kenta Hongo,
Yoshiyuki Kawazoe and Hiroshi Yasuhara
Graduate School of Integrated Science, Yokohama City Univ.
Masanori Tachikawa

IEge T B LB S350 Hund HIFERR OB SE e eeeeeeeees 53
WAL KA BB FEAT /N FETT, AR, JIRE 32, &5 TE

RTAR R GR LU T AR M E D BERRA FE e oo v e v everecranrecenns 56
RACRZEBAMEIIEAT /NS TS, Peliise — 0 R RN, BT
TG — e, IS R 2
FRZSNIR S L8 TR
E EEE R L MH %

Dr. Vijay Kumar Foundation, Chennai, India Vijay Kumar

]



18.

19.

20.

21.

22.

23.

24, %
D A N U =

TAZRBIOT N~ =0 LA AT T AR — DL ERE DM awa T A
AL RZF R BB TR Aot mfEES A, IR ¢

SUIACIRATZ 77 NV DIRETT 7V 7 RO Z B3 A B Em A58 - - -

WAL K=& B EHIIZERT SR T —, S ES A, JINRE =
WAL KR FFE VA Ie R (PR T

7j_§x77771/:/ ,ﬂ:}i}r‘g\‘*&*ﬁ@iﬁa EVJE:FW ......................

WAL KF4 B R ITET BEMERE, miEES . JIIRE S
WAL R RGBSR 2E R PR E D

Molecular Electronics and Bioinorganic Materials. e s cecceecceccccecs

IMR, Tohoku University Michael R Philpott

- 60

63

First Principles Phase Diagram Calculations for the System NaNbO;-KNbOs:

can spinodal decomposition generate relaxor ferroelectricity? e«
Materials Science and Engineering Laboratory, Ceramics Division National
Institute of Standards and Technology, Gaithersburg, USA B. P. Burton

IMR, Tohoku University Takeshi Nishimatsu

Physical and Chemical Properties of Gas Hydrates: Theoretical Aspects of
Energy Storage Apphcation .....................................

Institute of Inorganic Chemistry, SB RAS, Novosibirsk, Russia
V. R. Belosludov, O. S. Subbotin and D. S. Krupskii
IMR, Tohoku University R. V. Belosludov and Y. Kawazoe

Research Institute for Computational Sciences, AIST, Tsukuba T. Ikeshoji

Center for Northeast Asia Studies of Tohoku University J. Kudoh

EPLBI B AR A B A T A R GW BHRLL

BR[ENL R T2 KRR, A I SEE—R
FAEKR @B R IERT IR R 32



25.

26.

217.

28.

29.

30.

Two-Stage Rotation Mechanism for Group-V Precursor Dissociation on

SI(OO 1) ....................................................... 8 1
Institute of Physics, Chinese Academy of Sciences, Beijing, China

Jian-Tao Wang, E. G. Wang and Ding-Sheng Wang

Dep. of Physics, University of Nevada, Las Vegas, USA C. F. Chen

IMR, Tohoku University H. Mizuseki and Yoshiyuki Kawazoe

Simulation on Magnetic Nanostructures in Biomedical Applications=® =« - 82
Dep. of Physics, Virginia Commonwealth University, Richmond, USA

Qiang Sun and Qian Wang

IMR, Tohoku University Yoshiyuki Kawazoe

Ab Initio Study of Ferromagnetism in Cr-doped GaN Nanotubes and Nanohole
N A R XX REEE R R R 83
Dep. of Physics, Virginia Commonwealth University, Richmond, USA
Qian Wang and Qiang Sun
IMR, Tohoku University Yoshiyuki Kawazoe

Oscillatory Convection in Czochralski Models s seecceeceeccccccceccee 88
Dep. of Engineering Mechanics, Chongqing University, Chongqing China
Zhong Zeng
IMR, Tohoku University Hiroshi Mizuseki and Yoshiyuki Kawazoe

Longitudinal Charge Transport through DNA s cccccecccccccccccccce. 91
Dep. of Mechanical Engineering and Materials Science, Rice University,
Houston, USA Olga V. Pupysheva and Amir A. Farajian
IMR, Tohoku University Rodion V. Belosludov, Hiroshi Mizuseki and
Y oshiyuki Kawazoe

Gate-Induced Switching and Negative Differential Resistance in a
Single-Molecule Transistors =+« =+ s seeseesensensansancancancancans 93
Dep. of Mechanical Engineering and Materials Science, Rice University,
Houston, USA A. A. Farajian and B. 1. Yakobson

IMR, Tohoku University R. V. Belosludov, H. Mizuseki and Y. Kawazoe
Advanced Research Laboratory, Hitachi Ltd. T. Hashizume



31.

32.

33.

34.

35.

36.

37.

Structures, Energetics and Stability of Normal, N-Confused and Core Modified
Sapphyrinse e eeeeeeeeeeeeeeeeeeeeeeeereeeeeeneecncnnncccnnnnns 95
Bhabha Atomic Research Center, Trombay, Mumbai, India

C. Rajesh and C. Majumder

IMR, Tohoku University H. Mizuseki and Y. Kawazoe

Progress Report on Ab Initio Study of GaAs Clusterse s ccccccccee 102
National University of Singapore Yuan Ping Feng
IMR, Tohoku University Yoshiyuki Kawazoe

Progress Report on 4b Initio Study of NiO Clusterse s ccccccccccccece 103
National University of Singapore Yuan Ping Feng
IMR, Tohoku University Yoshiyuki Kawazoe

Magneto-Optical Kerr Effects of Half-Metallic Ferromagnetic Transition Metal
Chalcogenides in Zinc-Blende and Wurtzite Structurese s cecceeccee 104
IMR, Tohoku University Hongming Weng and Y oshiyuki Kawazoe

Dep. of Physics, Nanjing University Jinming Dong

Magnetic Circular Dichroism Spectra ina II-VI Diluted Magnetic
Semiconductor Zn;_,Cr,Te: First-Principles Calculations® s cce=- 106
IMR, Tohoku University Hongming Weng, Tomoteru Fukumura,

Masashi Kawasaki and Y oshiyuki Kawazoe

Dep. of Physics, Nanjing University Jinming Dong

Electronic Structures and Optical Properties of Layered Perovskites
Sr,MO4M=Ti, V, Cr, and Mn): An Ab Initio Study=*=+*ccecsccceccccce. 108
IMR, Tohoku University Hongming Weng and Y oshiyuki Kawazoe

Dep. of Physics, Nanjing University  Xiangang Wan and Jinming Dong

The Adsorption of Small Molecules on Ti-Benzene Complexes® =+ *** - 110
Dep. of Physics, Virginia Commonwealth University,

Richmond, Virginia, USA G. Chen and P. Jena

IMR, Tohoku University Y. Kawazoe



38.

39.

40.

41.

42.

43.

44.

SR B8 T AN — DI KA o eeeeesennennnnenns 119
A tta—7Tyr £ RE RNILE
Dr. Vijay Kumar Foundation, Chennai, India Vijay Kumar

FAEKR P BRI FERT IR R 32

BB — IRy 1B ) FIEIC LD B AL MK TN OREE R DA+« + -+ - 121
O 26 5 M B BIAR

University of Texas Tina Marie Briere

University of California Abhishek Kumar Singh

FAEKR PR FERT IR R 32

/ﬁ@y;xgwk%%k@ﬁm ................................... 124
SHITERY mfEEZ, T R
HAL R P B e gepr IR B 32

AT L DA DTE B D P TE v e v v vevenosesesesesesesesasasnenns 126
WACRFERF B LR B AT L LR me bag

(=1 N N

FALRZ R B REZERT IS R 32

D ISEARA T DRSS Hoo oo vovsonssnssnssnssnssnssnsansan 128
RSt AR HFERT [RIE A

SRELY SN 3 o e 520

SHIHRY s 7. *

FALR e AR gET IR 2

WHNT NAYZINNZED T /I TAS — B L EREIE DPRFR e o v e veveveees 129
SARIR S E TR i - i LR T R
FAER e AR IET IR R 32

e >R 1 OO T A G B SR OB REFE B+ e e e v eeerme e eeenn 130
I RFEAT T Rl w2 — RIS

AR R B #E T ge Rt Al RS IBAHE —

A HROER R ORI TR AR R,

T T EME mARRE

BOERF AR w2 — IR il

FALR e BRI gET IR 2



45.

46.

47.

48.

49.

50.

51.

52.

R I LD R ) a L R DO R GG DM E oo eenee- 133
R AL B LR BRI AL BT JE AT ARGARE . F& G & 1
FAEKR BRI FERT KBRS, IR R

BRHEHEICIABESENG T T —L U DE IR OMFZE. 135
77N AR S AR AR
WAL KR4 BRI AT IR E 52

TIRIT ARG NN RO E R KT AT T AR — T ar D

F R EEE M BRI IE AT I E B

AR ESGHI R DEAES Sl —3 /gl eseeesscecsccccctcccscccscnns 137
RBRIFSLRZE R LA R T R A
RBRIFALR R e LA FERECER T g s

HAR T W SERR A o 27 Dt Rt e 2 — BTHEZ
FALR BB EHIEET MLUE S
RBFSLRZER G LA IRR T B T A R

N TR B IR DR E R e eeereerercecetatttcecacannnns 140
RIIFSERZ RS TR R B T2 gk B
WACR & BmM e /DE %

H AR W ICRH S8 s AT DR R 22— WTHEE
RIBIFSERFR e L Rt B L5 alfn

B RE R NI — T DEE Sl — /gl seeesceescceccccccccccnns 144
KIRIFSE TR EHAPIRE LV AT L7 g &
RBFSLRFRF B LA eR B T gk B

Kinetics Driven Growth of Pentacengsscccscccccccccccccccccccnccss 145
IMR, Tohoku University A. Al-Mahboob, J. T. Sadowski, Y. Fujikawa and
T. Sakurai

TIRDOENLA-EL CORERED B RR AT F AL DIRG + e oo eveeeeenneees 147
FALK MR IEET  IIATIARE, 35 W 48, 361 CE



53. %

54.

55. %

56.

57.

58.

59.

—JREREHEICLD 2 0% CuZr &)@ T AD R A REE L2 oo e e e 150
WAL R4 mAr e seeT R EGE

Probing Deformation-Induced Microstructural Evolution and Its Influence on
Successive Deformation of Nanocrystalline Materials Using Multistep
Nanoindentation ............................................... 1 53

IFCAM, IMR, Tohoku University Deng Pan and Mingwei Chen

Dep. of Aeronautics and Space Engineering Tohoku University

Ahmed Elmarakbi and Ning Hu

—RHE R BTy /AL ER AR L ORE Fn OB AR TR LI
F‘ag—g—éﬁn .................................................. 159
AL KRR TP Learsesl fepg o0, IR P s &

HAL R BRI IERT R ) IHEsE

ARERIEIC LD NbsSn # A BHEEHO TR BB RO

/Jh\jﬁﬁﬂzﬁ— .................................................. 163
[ 1L 5 HARE SRR A HJ*% W H—2, & #HE, 5 A
HALRFE B e WK & /DRl WS oo, L RE

T8 =R — R AR A %nmrtﬁ

FRREFH1EE AW GaN/Y 7 7 A v ~T oA G 12 B 1T DFE R B TR I
E‘g‘g—éqjﬁﬁﬁ;z&%: .............................................. 169
WAL KPR R E R E S v & — % rE, & B, \EEC

TR AL DT RRPEIE R T S A eeeeeetcteentcccnnnccnns 171
FRALKRZ @ RMEWIILET M4, MRS, TAHM, afek
RICRFR B ER TR Pl —

=A TRV T T LR DA A ALK T Db b L E ) e e e e 172
RALRF BB EFZERT 31 B 0 ARAHE TS AR 57 B
o T



60. BRI =R ICIEE T Bkttt a5 B LT= CZ e A BT FIEOREEE -« 173
KRIRIFSER RSB T 9ef B M &R, Chengjun Jing
MNIATBOE NE R 7EE R BATE S
AR R T 22 — /a5
WAL R Fa R B gepT 25 P Fiii



1. R EGm

<2006 G >

1.

Clustering of Cr in GaN Nanotubes and the Onset of Ferrimagnetic

Phys. Rev. B, 73[20] (2006) pp.2053201-2053206
Q. Wang, Q. Sun, P. Jena and Y. Kawazoe

Electron Affinities and Ionization Potentials of 4d and 5d Transition Metal
Atoms by CCSD(T), MP2 and Density Functional Theory=® =+ sccc-- 183
Chem. Phys. Lett., 423 (2006) pp.81-86
Z.J. Wu and Y. Kawazoe

Bonding Nature and Magnetism in Small MoX2 (X = O and S) Clusters — A
Comparative Study by First Principles Calculations® s ccceccecces 189
Chem. Phys. Lett., 423 (2006) pp.202-207

P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

Alchemy at the Nanoscale: Magic Heteroatom Clusters and Assemblies**+ 195
Comput. Mater. Sci., 36 (2006) pp.1-11
Vijay Kumar

A First Principles Study of the Elastic Properties in Perovskite-Type RRh;B and
RRh3C Wlth R = SC, Y and La .................................... 206
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

Theoretical Study of Polarons and Self-Trapped Excited States in
One—Dimensional C60 Crystal .................................... 21 1
Comput. Mater. Sci., 36 (2006) pp.17-25

V. R. Belosludov, T. M. Inerbaev, R. V. Belosludov, Y. Kawazoe and J. Kudoh

Theoretical Proposal of Planar Silicon Oligomer and Silicon Benzene®*++ 220
Comput. Mater. Sci., 36 (2006) pp.30-35
Masae Takahashi and Yoshiyuki Kawazoe



10.

1.

12.

13.

14.

Dilute Magnetic I1I-V Semiconductor Spintronics Materials: A First-Principles
Approacheseeeeeeeeeeeeeeeeeeeteeeetteeeccctcccccccctcccccnes 226
Comput. Mater. Sci., 36 (2006) pp.84-90

G. P. Das, B. K. Rao, P. Jena and Y. Kawazoe

First-Principles Calculations of Optical Absorption Spectra of Atoms in the
Vacuum and Crystalge e ceeeeeeeceeeeeeeeeeeeeceeeccccccceccecees 233
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

Realization of Molecular Interconnection for Molecular Electronics: Theoretical
ASPECLS® s s s s seeeeeeeetttttttttttttttttttttttttttttittittnnnns 238
Comput. Mater. Sci., 36 (2006) pp.130-134

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

Dynamic Formation Process of Bi Line Structure on Si(100) Surface««--- 243
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

Cs Doping Effects on Electronics Structure of Thin Nanotubes®* <=« * - 247
Comput. Mater. Sci., 36 (2006) pp.152-158

Mohammad Khazaei, Amir A. Farajian, Hiroshi Mizuseki and

Yoshiyuki Kawazoe

First Principles Studies of Magnesium Oxide Clusters by Parallelized Tohoku
University Mixed-Basis Program TOMBO¢® s s cecceecccccccccccccse 254
Comput. Mater. Sci., 36 (2006) pp.171-175
Amit Jain, Vijay Kumar, Marcel Sluiter and Y oshiyuki Kawazoe

Dynamics and Equation of State of Hydrogen Clathrate Hydrate as a Function
of Cage Occupatione s+ ssssseeeeeeesecesssccsssscccsscccscnnnnns 259
Comput. Mater. Sci., 36 (2006) pp.229-233
Talgat M. Inerbaev, Vladimir R. Belosludov, Rodion V. Belosludov,
Marcel Sluiter and Yoshiyuki Kawazoe



15.

16.

17.

18.

19.

20.

21.

Modelling of the Structure and Vibrational Properties of LDA, HDA, and
VHDA Amorphous ICCS ........................................ 264
Comput. Mater. Sci., 36 (2006) pp.253-257

O. S. Subbotin, V. R. Belosludov, T. M. Inerbaev, R. V. Belosludov and

Y. Kawazoe

Ring Structures of Small ZnO Clusterse = scccccccccccccccccccccccncs 269
Comput. Mater. Sci., 36 (2006) pp.258-262
Amit Jain, Vijay Kumar and Yoshiyuki Kawazoe

Terahertz Vibrational Modes of Crystalline Salicylic Acid by Numerical Model
Using Periodic Density Functional Theorye s ceccceccccccccccees 274
Jpn. J. of Appl. Phys., 45[5A] (2006) pp.4170-4175
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi and
Y oshiyuki Kawazoe

Terahertz Phonon Modes of an Intermolecular Network of Hydrogen Bonds in
an Anhydrous B-D-Glucopyranose Crystalscescccccecccccccccccccccee 280
Chem. Phys. Lett., 423 (2006) pp.439-444

Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe

Theoretical Study of Conductance Properties of Metallocene® <<= 286
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

Activation Barriers of CO Oxidation on Pt-M (M=Ru, Sn) Alloys=®*****" 291
J. Jpn. Inst. Metals., 70[6] (2006) pp.495-499 (in Japanese)
Toshiaki Oka, Hiroshi Mizuseki and Yoshiyuki Kawazoe

The Influence of Correlation on the Interpretation of Hund's Multiplicity Rule:
A Quantum Monte Carlo Study ................................... 296
J. Chem. Phys., 125[1] (2006) pp.0141011-0141019

Takayuki Oyamada, Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara



22.

23.

24.

25.

26.

217.

28.

Two-Stage Rotation Mechanism for Group-V Precursor Dissociation on
() R R RN 305
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

First Excited State Properties and Static Hyperpolarizability of Ruthenium (II)
Ammine Complexes® e eeeeeeeeeeecccceeeeeeecccccccccccccnes 309
J. Chem Theory Comput., 2[5] (2006) pp.1325-1334

Talgat M. Inerbaev, Rodion V. Belosludov, Hiroshi Mizuseki,

Masae Takahashi and Yoshiyuki Kawazoe

Low-Frequency Vibrations of Crystalline a,a-Trehalose Dihydrates -« <« 319
Chem. Phys. Lett., 429 (2006) pp.371-377
Masae Takahashi, Yoshiyuki Kawazoe, Yoichi Ishikawa and Hiromasa Ito

Magneto-Optical Kerr Effects of Half-Metallic Ferromagnetic Transition Metal
Chalcogenides in Zinc-Blende and Wurtzite Structurese s ceeceeccee 326
Phys. Rev. B, 74[8] (2006) pp.852051-852056

Hongming Weng, Yoshiyuki Kawazoe and Jinming Dong

Self-Consistent Study of Single Molecular Transistor Modulated by Transverse
Fleld ........................................................ 332
J. Chem. Phys., 125 (2006) pp.847101-847106

F. Jiang, Y. X. Zhou, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

Transition between N- and Z-Shaped Current-Voltage Characteristics in
Semiconductor Multiple-Quantum-Well Structurese s ccccccceccccee 338
J. Appl. Phys., 100[3] (2006) pp.0337181-0337189
O.V. Pupysheva, A.V. Dmitriev, A.A. Farajian, H. Mizuseki and Y. Kawazoe

Mechanism of the Increase in Bulk Modulus of Perovskite ScRh;B, by
VacanCieS .................................................... 347
Phys. Rev. B, 73[18] (2006) pp.1841021-1841029
Ryoji Sahara, Toetsu Shishido, Akiko Nomura, Kunio Kudou, Shigeru Okada,
Vijay Kumar, Kazuo Nakajima and Y oshiyuki Kawazoe



29.

30.

31.

32.

33.

34.

35.

Effects of Morphology and Doping on the Electronic and Structural Properties
of Hydrogenated Silicon Nanowirese = eeeecceeeececcecccccccccns 356
Nano Letters, 6[5] (2006) pp.920-925

Abhishek Kumar Singh, Vijay Kumar, Ryunosuke Note and

Y oshiyuki Kawazoe

Effect of Au Coating on the Magnetic and Structural Properties of Fe
Nanoclusters for Use in Biomedical Applications: A Density-Functional Theory
Study e seceseeeseseesssssssstttttttttttttttttttttttstttttsns 362
Phys. Rev. B, 73[13] (2006) pp.1344091-1344096
Q. Sun, A.K. Kandalam, Q. Wang, P. Jena, Y. Kawazoe and M. Marquez

Defect Structure of Nonstoichiometric Plutonium Oxideesccecccceeeee 368
J. Phys. Soc. Jpn., 75 (2006) pp.143-145
K. Konashi, H. Matsui, Y. Kawazoe, M. Kato and S. Minamoto

The Electronic Structure of the Dizincocene Coreeecccccccecccccccecee 371
Chem. Phys., 327 (2006) pp.283-290
Michael R. Philpott and Yoshiyuki Kawazoe

Magnetic Circular Dichroism Spectra in a [I-VI Diluted Magnetic
Semiconductor Zn;,Cr,Te: First-Principles Calculations® =+ scccee- 379
Phys. Rev. B, 74[11] (2006) pp.1152011-1152015
Hongming Weng, Jinming Dong, Tomoteru Fukumura, Masashi Kawasaki
and Yoshiyuki Kawazoe

Charged and Magnetic Fullerenes of Silicon by Metal Encapsulation:
Predictions from ab initio Calculations® s ccecceccecceccccecces 384
Phys. Rev. B, 74[12] (2006) pp.1254111-1254115
Vijay Kumar, Abhishek Kumar Singh and Yoshiyuki Kawazoe

First Principles Calculation of Terahertz Vibrational Modes of a Disaccharide
Monohydrate Crystal of Lactoses e eccteeeeeeceeecccceecccnnnns 389
Jpn. J. Appl. Phys., 45[43] (2006) pp.L1156-L1158
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe



36.

37.

38.

39.

40.

41.

42.

Theoretical Investigation of Stable Structures of Ges Clusters with Various
NegatiVe Charges .............................................. 392
Mater. Trans., 47[11] (2006) pp.2624-2628
Hideki Kikuchi, Masae Takahashi and Yoshiyuki Kawazoe

All-Electron GW Calculation for Quasiparticle Energies in Cgp**c e 397
Mater. Trans., 47[11] (2006) pp.2620-2623

Hitoshi Adachi, Soh Ishii, Kaoru Ohno, Kyoko Ichinoseki and

Y oshiyuki Kawazoe

Boron Nonstoichiometry, Hardness and Oxidation Resistance of
Perovskite-Type CeRh;By(X=0-1) cecccccccccccccccccccccccecccnes 401
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

Structural and Magnetic Stabilities of Cubic and Orthorhombic Phases of

Appl. Phys. Lett., 89 (2006) pp.2225021-2225023
P. Murugan, Abhishek Kumar Singh, G. P. Das and Yoshiyuki Kawazoe

First-Principles Study of Phenyl Ethylene Oligomers as Current-Switch* ++ 408
Phys. Lett. A, 359 (2006) pp. 487-493
F. Jiang, Y. X. Zhou, H. Chen, R. Note, H. Mizuseki and Y. Kawazoe

Electronic Structure and Optical Properties of Layered Perovskites Sr,MOy4
(M=T1, V, Cr,and Mn ) : An ab initio Study= === ceececcccecccce 415
Phys. Rev. B, 74[20] (2006) pp. 2051121-2051129

Hongming Weng, Y. Kawazoe, Xiangang Wan and Jinming Dong

First-Principles Calculations of the Far-infrared Absorption Spectrum of
4'-Dimethylamino-N-Methyl-4-Stilbazolium Tosylates s ceeceeccee 424
Chem. Phys. Lett., 432[1-3] (2006) pp. 157-162
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe



43.

44.

45.

46.

47.

48.

49.

Excited State Properties and Quadratic Optical Nonlinearities in Charged
Organic Chromophores: Theoretical Analysise s cecceccccccceccs 430
J. Chem. Phys., 125 (2006) pp.2347021-2347028

Talgat M. Inerbaev, Shigeki Saito, Rodion V. Belosludov, Hiroshi Mizuseki,
Masae Takahashi, and Yoshiyuki Kawazoe

Vacancy Induced Structural and Magnetic Transition in MnCo_,Ge=®=*** - 438
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

Surface and Bulklike Phonon Modes of Si(100) Nanometer Thin Film=--++ 441
Chem. Phys. Lett., 433 (2006) pp.86-90

Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note, and Yoshiyuki Kawazoe

Diffusion Monte Carlo Study of Atomic Systems from Lito Nee+***+*-- 446
Mater. Trans., 47[11] (2006) pp.2612-2616

Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

Quantum Monte Carlo Study of Electron Correlation in Chromium-Doped
Silicon Cluster Cr@Sijps s st sscsseeeeereeeeeceeneneccccceccnnnnns 451
Mater. Trans., 47[11] (2006) pp.2617-2619

Kenta Hongo, Vijay Kumar, Yoshiyuki Kawazoe and Hiroshi Yasuhara

Geometries and Electronic Properties of Ta,, Ta,O and TaO, (n=1-3)

Clusters ..................................................... 454
J. Molecular Structure-THEOCHEM, 764[1-3] (2006) pp.123-132

Z.J. Wu, Yoshiyuki Kawazoe and J. Meng

Using First-Principles Results to Calculate Finite-Temperature Thermodynamic
Properties of the Nb-Ni 1 Phase in the Bragg-Williams Approximation* -+ 464
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



50.

51.

52.

53.

54.

55.

56.

Electronic Structure of Dimetallocene Molecules: Dizincocene
an(hS—CsMes)z ............................................... 475
J. Molecular Structure: THEOCHEM. 773 [1-3] (2006) pp.43-52

Michael R. Philpott and Yoshiyuki Kawazoe

Evolution of the Dizincocene Metal-Metal Bond in the Series Zn,L., where
L=H, CHs, F, h’- [0S PR R R R R R 485
J. Molecular Structure: THEOCHEM. 776 (2006) pp.113-123

Michael R. Philpott and Yoshiyuki Kawazoe

A d-dot As an Element of Superconducting Devices® s ccceccccce. 496
J. Korean Phys. Soc., 48[5] (2006) pp.1074-1079
Masaru Kato, Hisataka Suematsu, Masaki Hirayama, Tomio Koyama,
Masahiko Machida and Takekazu Ishida

Quasi-Particle Spectrum of the Nano-Scaled Anisotropic Superconducting

Physica C, 437-438 (2006) pp.132-135
Masaru Kato, Hisataka Suematsu, Masahiko Machida, Tomio Koyama
and Takekazu Ishida

The Interaction between Square d-dot'ss s eecceecceccceccceccccccocns 506
Physica C, 445-448 (2006) pp.264-269
M. Hirayama, M. Kato, M. Machida, T. Koyama and T. Ishida

Nano-Scaled Anisotropic Superconductorse s ccccccccccccsccce. 512
Physica C, 445-448 (2006) pp.270-273
Masaru Kato, Tomio Koyama, Masahiko Machida and Takekazu Ishida

Self-Consistent Solution of the Bogoliubov-de Gennes Equation for a Single
Vortex in f~wave Superconductors: Application to Sr,RuQye e eeeeeee 516
AIP Conference Proceedings (24th International Conference on Low
Temperature Physics), 850 (2006) pp.579-580

Masaru Kato, Hisataka Suematsu and Kazumi Maki



57. Physical Properties of Composite Structures of d- and s-wave Superconductors
( d_dot's) ..................................................... 5 1 8
AIP Conference Proceedings (24th International Conference on Low
Temperature Physics), 850 (2006) pp.781-782
Masaru Kato, Masaki Hirayama, Masahiko Machida, Tomio Koyama
and Takekazu Ishida

58. Field-Induced Transitions in a Single Crystal of ErZnyescecceecceccce. 520
J. Phys.: Conference Series, 51 (2006) pp.131-134
T. Kitai, H. Yoshida, S. Abe, T. Kawae, T. Kaneko and Y. Kawazoe

59. Study of the Mechanism of Crystallization Electromotive Force During Growth
of Congruent LiNbO; Using a Micro-Pulling-Down Method e 524
J. Cryst. Growth, 297 (2006) pp.247-258
Shinji Koh, Satoshi Uda, Masahiro Nishida and Xinming Huang

60. Effect of Frustration on Charge Dynamics for a Doped Two-Dimensional
Triangular Hubbard Lattice: Comparison with a Square Lattice®******* 536

Phys. Rev. B, 74 (2006) pp.1131081-1131084
T. Tohyama

<2007 >

1. Structural and Electronic Properties of Al;,X" (X=C, Si, Ge, Sn, and Pb)
Clusters ..................................................... 540
J. Chem. Phys., 126[1] (2007) pp.0147031-0147035
G. Chen, and Y. Kawazoe

2. Electronic Rule for Formation of Glassy Alloys® = s ceccceccceccccccces 545
Appl. Phys. Lett., 90 (2007) pp.0731141-0731143
Mikio Fukuhara, Masae Takahashi, Yoshiyuki Kawazoe and Akihisa Inoue

3. Calculations of Spin-induced Transport in Ferromagnetse =+ sccc-- 548
Phys. Rev. B, 75[5] (2007) pp.0544041-0544045
M. S. Bahramy, P. Murugan, G. P. Das and Y. Kawazoe



4. Interpreting STM Image and Tunneling-Current-Induced Rotation of
cis-2-butene on a Pd(110) Surface® =« eeeeeeecccccccccccccecennns 553
Chem. Phys. Lett., 435[1-3] (2007) pp.90-95
Sang Uck Lee, Young-Kyu Han, Hiroshi Mizuseki and Yoshiyuki Kawazoe

5. Diffusion Monte Carlo Study of Correlation in the Hydrogen Molecule-*+ 559
Int. J. Quantum Chem., 107[6] (2007) pp.1459-1467

Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

6. Ab Initio Study of the Change from 7 °—to 7 '—Coordination in Group 12
Dimetallocenes MM'(CsHs) , with M, M'=Zn, Cd, Hge s ccecceeccees 568
Chem. Phys., 333 (2007) pp.201-207
Michael R. Philpott and Yoshiyuki Kawazoe

7. Correct Interpretation of Hund's Rule and Chemical Bonding Based on the
Virial Theorem ................................................ 575
Mater. Trans., 48[4] (2007) pp.662-665
Kenta Hongo, Takayuki Oyamada, Youhei Maruyama, Yoshiyuki Kawazoe
and Hiroshi Yasuhara

8. Correct Interpretation of Hund's Multiplicity Rule for Atoms and
Molecules .................................................... 579
J. Magn. Magn, Mater., 310[2] (2007) pp.e560-e562
Kenta Hongo, Takayuki Oyamada, Youhei Maruyama, Y oshiyuki Kawazoe
and Hiroshi Yasuhara

9. Ferromagnetic to Ferrimagnetic Crossover in Cr-doped GaN Nanohole

Phys. Rev. B, 75 (2007) pp.0753121-0753127
Q. Wang, Q. Sun, P. Jena, and Y. Kawazoe

10. Ab-initio Study of Giant Moment Reduction of Fe Impurity in Dilute

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



1.

12.

13.

14.

15.

16.

17.

Neutron Diffraction Studies on Pseudobinary Compounds Cr;_Ru,Sb,
(Xx=0.05and 0.2) cccccccccccecccccctttttttttttttteetttcccennns 502
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

Magnetic Properties of RCu4Ag (R = Gd-Er) Single Crystalss e 595
J. Magn. Magn, Mater., 310[2] (2007) pp.e583-e585
T. Kitai, S. Abe, H. Yoshida, T. Kawae, Y. Kawazoe and T. Kaneko

Understanding the Structural Stability of Compound Mo-S Clusters at
SUb-Nanometer Level .......................................... 598
Mater. Trans., 48[4] (2007) pp.658-661

P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

Interstitial Oxygen and Dopant Atoms Arrangement in Tin-Doped Indium

Mater. Trans., 48[4] (2007) pp.666-669
Talgat M. Inerbaev, Ryoji Sahara, Hiroshi Mizuseki, Yoshiyuki Kawazoe
and Takashi Nakamura

Electronic Structure and Thermoelectric Properties of Noble Metal Clathrates:
BagMGeso(M = Cu, Ag, Au)eceeeeeeeecesescsscccccccccccccccccns 606
Mater. Trans., 48[4] (2007) pp.684-688

Koji Akai, Kenji Koga and Mitsuru Matsuura

Metal Sandwich Molecules: Planar Metal Atom Arrays between Aromatic
Hydrocarbonse s s eseeeeeeeeeeesiiiiiiiiiiiiiiinninennnns 611
Mater. Trans., 48[4] (2007) pp.693-699
Michael R Philpott and Yoshiyuki Kawazoe

Physical and Chemical Properties of Gas Hydrates: Theoretical Aspects of
Energy Storage Application®«««eeeceeeeecccccccccececncnncnnnns 618
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



18.

19.

20.

21.

Structure and Stability of the Frank-Kasper W(@Si,,, and Ti@S1i;5 and Ti@Si;
Clusters ..................................................... 625
Mater. Trans., 48[4] (2007) pp.745-747
Marian W. Radny and Y oshiyuki Kawazoe

Artificial Spin System Using Composite Structures of d- and s-wave
SUPEICONAUCLOTS® * ¢ ¢ ¢ eeeeeeeeeeeeccececcccccccccccccccccccees 628
J. Magn. Magn, Mater., 310[2] (2007) pp.495-497

Masaru Kato, Masaki Hirayama, Susumu Nakajima, Tomio Koyama,
Masahiko Machida and Takekazu Ishida

Effects of Cs Treatment on Field Emission Properties of Capped Carbon
Nanotubes ................................................... 63 1
Surface Sci., 601 (2007) pp.1501-1506
Mohammad Khazaei and Yoshiyuki Kawazoe

Electronic and Transport Properties of Bismuth Nanolines for Applications in
Molecular Electronics .......................................... 637
Phys. Rev. B, 75 (2007) pp.1134111-1134114
R. V. Belosludov, A. A. Farajian, H. Mizuseki, K. Miki and Y. Kawazoe



L. 735

<2006 4F >
1. Sign of Superexchange Interaction in TiO, (rutile) Doped With Impurity
Pairs ........................................................ 641

Institute of Advanced Studies @ NTU Workshop on Spintronics
Nanyang Technical University, Singapore (2006.5.8-12)
P. Murugan

2.  Ab initio Quantum Chemical Investigation of Several [somers of Anionic

XII"™ International Congress of Quantum Chemistry
Kyoto, Japan (2006.5.21-26) No. A005
Masae Takahashi and Yoshiyuki Kawazoe

3. The Mechanism of Photochemical 1,3-Silyl Migration of Allylsilane=® -« - 643
XII™ International Congress of Quantum Chemistry
Kyoto, Japan (2006.5.21-26) No. C049
Masae Takahashi

4. Electronic and Structural Properties of Novel CdSe-Based Quantum Dots for
Application in Nanomedicing® e+ttt seeeeeeeeececeecccnnneece. 644
3rd IUPAC-sponsored International Symposium on Macro- and
Supramolecular Architectures and Materials (MAM-06):
Practical Nano-Chemistry and Novel Approaches
Waseda, Tokyo, Japan (2006.5.28-6.1) No. Pb-022 (Poster)
R. V. Belosludov, V. Kumar, H. Mizuseki, A. Kasuya and Y. Kawazoe

5. First-Principles Calculations of Hyperfine Field and Magnetic Moment of Fe
Impurity in Dilute Pd-V Alloyse eccccececcceecccccccececcccceenns 645
Sixth Seeheim Workshop on Mdssbauer Spectroscopy
Seeheim, Germany (2006.6.7-11) No.P-32
M. S. Bahramy, G. P. Das and Y. Kawazoe



6.

10.

Transport Properties of Porphyrin and Phthalocyanine: a Theoretical
Approacheeceeeeeeeeeeeeeeeeteteeeetteetecctccccccccccccccces 646
4th International Conference on Porphyrins and Phthalocyanines (ICPP-4)
Rome, Italy (2006.7.2-7) p.773
Hiroshi Mizuseki, Rodion V. Belosludov, Amir A. Farajian and
Y oshiyuki Kawazoe

Modelling of the Vertical Excitation Energies in the Structural Isomers of
Pyridinoporphyrazines and Their Structural Analogues Using TDDFT,
PCM-TDDFT, ZINDO/S, and PM3 Methods® s s cccecceeccccccees 647
4th International Conference on Porphyrins and Phthalocyanines (ICPP-4)
Rome, Italy (2006.7.2-7) p.792

Victor N. Nemykin, Rodion V. Belosludov, Hiroshi Mizuseki, and

Y oshiyuki Kawazoe

Electronic and Structural Properties of Novel Quantum Dots for Application to
Early Cancer Diagnostics ....................................... 648
International Conference on Nanoscience and Nanotechnology (ICONNO06)
Brisbane, Queensland, Australia (2006.7.3-7) pp.138-139 (Oral)

Rodion Belosludov, Hiroshi Mizuseki, Vijay Kumar, Atsuo Kasuya,

Michael Philpott and Yoshiyuki Kawazoe

Theoretical Study of Transport in Nano-Scale Systems for Molecular Wire
Applicatione e eeeeeeeeeeeeeeeeeetttttttttttttttttttttteeeee 650
International Conference on Nanoscience and Nanotechnology (ICONNO6)
Brisbane, Queensland, Australia (2006.7.3-7) pp.343-344 (Oral)

Rodion Belosludov, Amir Farajian, Hiroshi Mizuseki and Yoshiyuki Kawazoe

Superconducting Symmetries and Vortex Structures of Nano-structured
Anisotropic SUperconductorse s+ sssseeeeeeeeeccccccccccccccccccces 652
Nanoscale Superconductivity and Magnetism - NSM2006

Lauven, Vaalbeek, Belgium (2006.7.6-8) No.P1-VnS09

Masaru Kato, Masahiko Machida, Tomio Koyama and Takekazu Ishida



1.

12.

13.

14.

15.

Vortex Structures of Nanostructured Anisotropic Superconductorse ===« 653
The 8th International Conference on Materials of Superconductivity and High
Temperature Superconductors (M2S-HTSC-VIII)

Dresden, Germany (2006.7.9-14) p.126 No.P-Mol-18
Masaru Kato, Masahiko Machida, Tomio Koyama and Takekazu Ishida

Infrared Photodissociation Spectroscopy of Ni, (CH30H),, Produced by the
Collision of Small Nickel Cluster lons with Methanols s ceecceceee 654
13th International Symposium on Small Particles and Inorganic Clusters
(ISSPIC XIII)
Goteborg, Sweden (2006.7.23-28)
Shinichi Hirabayashi, Ryuji Okawa, Masahiko Ichihashi and

Tamotsu Kondow
Photodissociation Spectroscopy of the Chromium Dimer and Trimer

13th International Symposium on Small Particles and Inorganic Clusters
(ISSPIC XIII)

Goteborg, Sweden (2006.7.23-28) Poster No.A-01-34

T. Majima, K. Tono, A. Terasaki and T. Kondow

Band Structure and Thermoelectric Properties of Na,CoO, e+ scececeeee 656
25th International Conference on Thermoelectrics (ICT-2006)

Vienna, Austria (2006.8.6-10) pp.611-613

G. J. Zhao, K. Akai and M. Matsuura

Band Structure and Thermoelectric Properties of Type-III Barium

Clathrates .................................................... 659
25th International Conference on Thermoelectrics (ICT-2006)

Vienna, Austria (2006.8.6-10) pp.614-617

K. Akai, K. Koga and M. Matsuura



16.

17.

18.

19.

20.

21.

First-Principles Investigation of CeMnNi4: A New Class of Soft Ferromagnetic
Intermetallic Compounds+ssssseeeeeessccssccscccesccccccccccnns 663
4th International Conference on Physics and Applications of Spin Related
Phenomena in Semiconductors (PASPS-1V) No.PB-41

Sendai, Japan (2006. 8.15-18)

P. Murugan, Abhishek Kumar Singh, Gour P. Das and Yoshiyuki Kawazoe

Control of Mixing Water Content and Durability of Concretes -+ 664
31st Conference on Our World in Concrete & Structures

Singapore (2006.8.16-17) pp.337-344

R. Sakurada and Y. Kawazoe

Bending Behavior of RC Beam Reinforced with Braided Aramid FRP

31st Conference on Our World in Concrete & Structures
Singapore (2006.8.16-17) pp.345-352
R. Sakurada, T. Shimomura, K. Maruyama and S. Matsubara

Correct Interpretation of Hund's Multiplicity Rule for Atoms and

Molecules .................................................... 680
International Conference on Magnetism (ICM2006)

Kyoto, Japan (2006.8.20-25)

K. Hongo, T. Oyamada, Y. Maruyama, Y. Kawazoe and H. Yasuhara

Three-directional FEM Analysis of Pre-bending Effects for Nb;Sn Composite
Wires ....................................................... 681
2006 Applied Superconductivity Conference (ASC2006)
Seattle, USA (2006.8.27-9.1) No. 4MKO03
S. Murase, K. Kiyama, N. Nanato, S. B. Kim, H. Oguro, G. Nishijima,
S. Awaji, K. Watanabe and M. Wake

Basic Properties and Applications of Composite Structures of d- and s-wave
Superconductors; d-dote e e ee e e ettt 682
International Workshop on Mesoscopic Superconductivity and Magnetism
(MesoSuperMag2006)

Chicago, USA (2006.8.28-9.1) p.82 (Oral)

Masaru Kato, Tomio Koyama, Masahiko Machida and Takekazu Ishida



22.

23.

24.

25.

26.

WYE T RS AR BRER A AR B ZOKRRM R E B I R B S ARG 2R v LLek
HHREETR | ~ B SR R A E B KRG R~ eeeee e 683
2006 & HEHL EikintE Ak (2006.9.5-6) No.13-1-13-15 (Invited talk)
JIR R g

Transport Properties of Nanoscale Systems for Molecular Electronics
Applicatione e e eeeeeeeeeeeeeeetettttttttttttttttttttttteteeae 699
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.Inv-8 (Invited talk)
Hiroshi Mizuseki, Tomoki Uehara, Rodion V. Belosludov, Sang Uck Lee,
Amir A. Farajian, and Yoshiyuki Kawazoe

Electronic Structures of Polar Oxide Heterointerfacess s+ ccecceeceeees 700
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.Inv-12 (Invited talk)

A. Ohtomo, P. Murugan, T. Nishimatsu, Y. Kawazoe and M. Kawasaki

Synthesis and Structures of Boron Nitride Nanotubes® s+ cceecceeee 701
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.Oral-4 (Oral)

Takeo Oku, Naruhiro Koi, Katsuaki Suganuma, Rodion V. Belosludov and

Y oshiyuki Kawazoe

Correct Interpretation of Hund's Rule and Chemical Bonding Based on the
Virial Theorem ................................................ 702
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.Oral-9 (Oral)
Kenta Hongo, Takayuki Oyamada, Youhei Maruyama, Y oshiyuki Kawazoe
and Hiroshi Yasuhara



217.

28.

29.

30.

31.

Quantum-Chemical Design of Covalent Linkages for Interconnecting Carbon
Nanotubes ................................................... 703
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.Oral-10 (Oral)

Fabio Pichierri, Mohammad Khazaei and Yoshiyuki Kawazoe

Induced Magnetization in Cobalt/Palladium Multilayer Thin Films® <« «* - 704
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.Oral-15 (Oral)

Susumu Imai, Norio Ota, P. Murugan and Yoshiyuki Kawazoe

Band Structure and Thermoelectric Properties of Nano-cage Lattice Systems:
Group_IV Based Clathrates ...................................... 705
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.Oral-18 (Oral)
K. Akai, K. Koga, H. Takagi and M. Matsuura

Stability of Open Structures of Transition Metal Clusterse e+ ceee- 706
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-4 (Poster)

Young-Cho Bae, Vijay Kumar, Masahiro Itoh, Hiroki Osanai and

Yoshiyuki Kawazoe

Electronic Structure and Thermoelectric Properties of Eu Substituted Clathrate
CompPOUNdS® ***ssseeeeeeeeeeeeeeeecececcsccscccccccccccccssns 707
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-13 (Poster)

K. Koga, T. Tanaka, K. Akai, T. Uemura, H. Takagi, H. Anno and

M. Matsuura



32.

33.

34.

35.

36.

Interpreting STM Image and Tunneling-Current-Induced Rotation of
CiS-z-Butene on a Pd(l 10) Surface ................................ 708
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-15 (Poster)

Sang Uck Lee and Young-Kyu-Han

First-Principle Analysis of Molecular Conduction: Lead-Molecule-Lead System
Controlled by The Gate Electric Fields s+ ceecceeccecccecccccceccccens 709
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-16 (Poster)

Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and

Y oshiyuki Kawazoe

First-Principles Studies on NiO Clusters® s cceccececcccccccccccss 710
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-22 (Poster)

Y. P. Feng, G. W. Peng, R. Q. Wu, J. Ding and Y. Kawazoe

A Vacancy in Sodium Nano-Clusterse s cecceeccecceccecceccens 711
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-24 (Poster)
Masahiro Itoh, Vijay Kumar and Yoshiyuki Kawazoe

First Principles Calculations of Surface and Bulk-Like Phonon Modes of
Silicon Nano-Thin Filine s = cccecsvossccsccsosssscsccccsscsssccacs 712
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-25 (Poster)

Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe



37.

38.

39.

40.

41.

Theoretical Study of Intermolecular Phonon Modes of a Disaccharide Hydrate
Crystal of Lactoses s ccccececcceceeececcececececcccccccccccccces 713
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-26 (Poster)

Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note, and Yoshiyuki Kawazoe

Role of Electron Correlation in The Correct Interpretation of Hund's
Multiplicity Rule for Atomse e «eeeceeeeeeeeeeeeeecceeecennnnnnes 714
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-27 (Poster)

Takayuki Oyamada, Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

Theoretical Investigation of Polymerization Reaction of Sil, by Laser
Ablation ..................................................... 7 1 5
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-28 (Poster)

H. Kikuchi, M. Takahashi, Y. Kawazoe, A. Watanabe, A. Dmitruk and

A. Kasuya

Theoretical Investigation of Stable Structures of Ges” (Z=0, 2-,4-,6-)
Clusters ..................................................... 7 1 6
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-29 (Poster)

Hideki Kikuchi, Masae Takahashi and Yoshiyuki Kawazoe

First-Principles Studies on Ga,,As, Clustersssecsccccceccccccccccccss 717
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-30 (Poster)

Y. P. Feng, T. B. Boon, H. H. Kwong, V. Kumar and Y. Kawazoe



42.

43.

44.

45.

Theoretical Study of Novel Quantum Dots for Application in
NanomediCine ................................................ 7 1 8
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-31 (Poster)
Rodion Belosludov, Vijay Kumar, Hiroshi Mizuseki, Atsuo Kasuya,
Michael Philpott and Yoshiyuki Kawazoe

About The Nature of Self-Preservation Effectesccccccccccccccccecesn 719
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-32 (Poster)

O. S. Subbotin, V. R. Belosludov, T. Ikeshoji, R. V. Belosludov and

Y. Kawazoe

Theoretical Design of Efficient Stilbazolium-Like Nonlinear Optical Cations
Using Thiophene and Thiazole Substituentse® s s cecccecceeccccccees 720
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-33 (Poster)
Talgat Inerbaev, Shigeki Saito, Rodion Belosludov, Hiroshi Mizuseki,
Masae Takahashi and Yoshiyuki Kawazoe

Effect of Defect Structure on Electronic Properties in Tin-Doped Indium

First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-34 (Poster)

T. M. Inerbaev, R. Sahara, K. Hirabayashi, H. Mizuseki, T. Nakamura and
Y. Kawazoe



46. Theoretical Study on Elastic Properties of Perovskite-Type Borides.* -« - 722
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-35 (Poster)
Hidenobu Kojima, Ryoji Sahara, Toetsu Shishido, Akiko Nomura,
Kunio Kudou, Shigeru Okada, Vijay Kumar, Kazuo Nakajima and
Y oshiyuki Kawazoe

47. Structural and Bonding Stabilities of Mo-S Clusters at Sub-Nanometer

First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-36 (Poster)

P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

48. Magnetic Circular Dichroism Spectra in a [I-VI Diluted Magnetic
Semiconductor Zn,Cr,Te: First-Principles Calculations® s cccce-- 724
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-37 (Poster)
Hongming Weng, Jinming Dong, T. Fukumura, M. Kawasaki and
Y. Kawazoe

49. Field Emission Spectroscopy as a New Tool for Considering The Electronic
Structure Of Nanotubes ......................................... 725
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-38 (Poster)
Mohammad Khazaei, Kenneth A. Dean, Amir A. Farajian and
Yoshiyuki Kawazoe

50. Understanding The Phase Stability and Magnetism in CeMnNi, Intermetalic
Compoundeseeeeeeeeeeeeeeeeeeeeccececccccccccccccccccccccces 726
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-39 (Poster)
M. S. Bahramy, P. Murugan, G. P. Das and Y. Kawazoe



51.

52.

53.

54.

55.

Correct Interpretation of Hund's Multiplicity Rule for The Methylene
Molecule .................................................... 727
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-40 (Poster)
Youhei Maruyama, Kenta Hongo, Masanori Tachikawa, Y oshiyuki Kawazoe
and Hiroshi Yasuhara

Effect of Atomic Vibrations in The Electronic Transport of a Carbon
Nanotube .................................................... 728
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-41 (Poster)

Narjes Gorjizadeh, Amir A. Farajian and Y oshiyuki Kawazoe

CO Ogxidation Process on Pt-M (111) Alloys (M=Ru, Sn): An ab initio

First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-42 (Poster)

Toshiaki Oka, Hiroshi Mizuseki and Y oshiyuki Kawazoe

Zno Nanotube Clusters ......................................... 730
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9) No.PS-43 (Poster)
Amit Jain, Vijay Kumar, Ryunosuke Note and Y oshiyuki Kawazoe

Electronic Mechanism of The Role of Boron and Carbon in The Mechanical
Properties in Perovskite-Type RRh;B,C o cccccecrccccccccccccccce. 731
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-48 (Poster)

Ryoji Sahara, Hidenobu Kojima, Toetsu Shishido, Akiko Nomura,

Kunio Kudou, Sigeru Okada, Vijay Kumar, Kazuo Nakajima and

Y oshiyuki Kawazoe



56.

57.

58.

59.

60.

A First-Principles Study on The Magnetic Properties of Nd,Fe 4B and
Nd; 7sDygasFeaBeeeeeeeeeeeeeeeeiieteteeeteceeeeeeeeees 732
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-49 (Poster)

Ryoji Sahara, Hiroshi Mizuseki and Y oshiyuki Kawazoe

Effects of Tin and Oxygen on Electronic Structures of Tin-Doped Indium Oxide
by Means of First Principles Calculationg® s cecceccccccccccceee 733
First Working Group Meeting on Clusters and Nanomaterials of

ACCMS (Asian Consortium for Computational Materials Science)

Sendai, Japan (2006.9.7-9) No.PS-50 (Poster)

Koichi Hirabayashi, Talgat M. Inerbaev, Ryoji Sahara, Hiroshi Mizuseki,
Takashi Nakamura and Yoshiyuki Kawazoe

Modeling of Radiative Heat Transfer in Crystal Growth of Oxide®=**=***-" 734
The 5th International Workshop on Modeling in Crystal Growth (IWMCG-5)
Bamberg, Germany (2006.9.10-13) pp.86-87
T. Tsukada, M. Kobayashi and C.J. Jing

Nanosized Silver Iodide Beads as New Contrast Media for Sentinel Lymph
Node Navigation Surgery««««tceeeeeeeceeecceeccetsnncccccccnns 736
The 25th Congress of the International Association for Breast
Cancer Research
Quebec, Canada (2006.9.15-18) pp.55-56 Poster No.SP30
Sakurai Y., Takeda M., Kawazoe Y., Kasuya A., Kobayashi Y., Kamei T.,
Nakajima M. and Ohuchi N.

Fundamental Understanding of Materials Properties based on the Exact Solution
of Many Body Coulombic System by Diffusion Quantum Monte Carlo
MethOd ...................................................... 737
The 20" International CODATA Conference

Beijing, China (2006.10.22-25) pp.106-107

Y oshiyuki Kawazoe



61.

62.

63.

64.

65.

Structural, Electronic and Transport Properties of Doped Carbon
Nanotube .................................................... 738
International Congress of Nanotechnology (ICNT 2006)
San Francisco, USA (2006.10.30-11.2) (Oral)
R. V. Belosludov, A. A. Farajian, H. Mizuseki, T. Takenobu, Y. Iwasa and
Y. Kawazoe

CdSe-Based Particles with Novel Structural and Electronic Properties:
Nanomedicine Applicatione«««eecceeeeeeeeeeeeeeeteeecennnneeen. 739
International Congress of Nanotechnology (ICNT 2006)
San Francisco, USA (2006.10.30-11.2) (Poster)
R. V. Belosludov, V. Kumar, H. Mizuseki, A. Kasuya, M. Philpott and
Y. Kawazoe

Anisotropic Superconductors in Nano-Structurese s cecccccccces 740
19th International Symposium on Superconductivity (ISS2006)

Nagoya, Japan (2006.10.30-31) No.VP-13

M. Kato, M. Hayashi, H. Ebisawa, T. Koyama, M. Machida and T. Ishida

Revival of Alchemy by ab initio Computer Simulation® e cccceeee 741
GRI Symposium I on Cluster Science: Breakthrough Advances in

Cluster Science

Nagoya, Japan (2006.11.7-9)

Yoshiyuki Kawazoe

Infrared Photodissociation Spectroscopy of Metal Cluster lons Adsorbed with
Methan()l .................................................... 743
GRI Symposium I on Cluster Science: Breakthrough Advances in

Cluster Science

Nagoya, Japan (2006.11.7-9)

Shinichi Hirabayashi, Ryuji Okawa, Masahiko Ichihashi and

Tamotsu Kondow



66.

67.

68.

69.

70.

Non-equilibrium Green's Function Methods for Electron Transport: Code
Developmentsssscceeeeeeccessccceaaenssssccccaaancccssccces 744
Accelrys User Meeting & Conference 2006
Baltimore, USA (2006.11.13-15) (Oral)
Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and
Y oshiyuki Kawazoe

Evaluation of Interface Strength between Metal and Ceramics to be Utilized for
Material Development in Innovative Nuclear Energy System« e« 746
The 2nd COE-INES International Symposium on Innovative Nuclear Energy

Systems, INES-2
Yokohama, Japan (2006.11.26-30) p.78 No.2C4#037
Manabu Satou, Akira Hasegawa and Katsunori Abe

CdSe-core Quantum Dots with Novel Structural and Electronic Properties* 747
2006 MRS Fall Meeting

Boston, USA (2006.11.27-12.1) No.M1.2 (Oral)

R. V. Belosludov, H. Mizuseki, A. Kasuya, M. Philpott and Y. Kawazoe

Organic Doped Carbon Nanotube: Structural, Electronic and Transport
Properties. ................................................... 748
2006 MRS Fall Meeting

Boston, USA (2006.11.27-12.1) No0.Q10.46 (Oral)

R. V. Belosludov, A. A. Farajian, S. U. Lee, H. Mizuseki, T. Takenobu,

Y. Iwasa and Y. Kawazoe

A First-Principles Study on Effects of Tin, Oxygen and Vacancy on Electronic
Structures in Indium Oxide.« = e+ v essvossceocssosssccaccscssssscaces 749
2006 MRS Fall Meeting

Boston, USA (2006.11.27-12.1) No.QQ®6.7 (Oral)

R. Sahara, K. Hirabayashi, H. Mizuseki, T. Nakamura and Y. Kawazoe



71.

72.

73.

74.

75.

Transport Properties through Organic Materials by Molecular Orbital
Analysis ..................................................... 750
2006 MRS Fall Meeting

Boston, USA (2006.11.27-12.1) No.S9.45 (Oral)

H. Mizuseki, R. V. Belosludov, A. A. Farajian, O.V. Pupysheva, C. Majumder,
J. Wang, H. Chen and Y. Kawazoe

Transport Properties of Nanoscale Materials for Molecular Devices
Applicatione e eeeeeeeeeeeeeeeetttettttttttttttttttttttteaeee 751
Proc. of International Symposium on Materials Chemistry (ISMC-06)
Mumbai, India (2006.12.4-8) p.50
Hiroshi Mizuseki and Yoshiyuki Kawazoe

Exact Solutions of Many Body Coulombic Systems by Diffusion Quantum
Monte Carlo Method Revealed Fundamental Misunderstanding of Hund's
Multiplicity Rule and Molecular Stabilitye= s cceceecccccccccccse. 752
The 2nd Tohoku-NUS Joint Symposium on the Future Nano-medicine and
Bioengineering in the East Asian Region as the 8th International Symposium
of Future Medical Engineering Based on Bio-nanotechnology Singapore
Singapore (2006.12.4-5) pp.11-12
Y. Kawazoe, K. Hongo, T. Oyamada, Y. Maruyama and H. Yasuhara

Microscopic Theory of Nano-Scaled Anisotropic Superconductors« ===+ - 754
2nd CREST Nano-Virtual-Labs Joint Workshop on Superconductivity
(NVLS2006)

Kyoto, Japan (2006.12.11-13) No.WEDO09 (Oral)
Masaru Kato, Tomio Koyama, Masahiko Machida, Masahiko Hayashi,
Hiromichi Ebisawa and Takekazu Ishida

First-principles Based Non-equilibrium Green's Function Approach Toward
Single-Molecular Conductivity s+« ceeeeeeeeeeeeeeeeeecececeeceeees 756
The 7th International Conference on Nano-Molecular Electronics
(ICNME2006)

Kobe, Japan (2006.12.13-15) pp.80-81 (Oral)

Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and

Yoshiyuki Kawazoe



76.

77.

78.

Molecular Doping Effect on Electronic and Transport Properties of Carbon
Nanotube .................................................... 75 8
The 7th International Conference on Nano-Molecular Electronics
(ICNME2006)
Kobe, Japan (2006.12.13-15) pp.46-47 (Oral)
R. V. Belosludov, S. U. Lee, H. Mizuseki, T. Takenobu, Y. Iwasa and
Y. Kawazoe

Size-Specific Reactivity of Metal Clusterse s cecccecceeccecccccccees 760
International Workshop on Clusters -A Bridge across Disciplines

Jekyll Island, Georgia, USA (2006.12.16-20)

M. Ichihashi, T. Hanmura, S. Hirabayashi, R. Okawa and T. Kondow

Transport Properties of Nanoscale Materials for Molecular Wires

Application .................................................. 76 1
International Congress on Nanoscience & Nanotechnology (ICNN2006)
Tehran, Iran (2006.12.18-20) pp.9-10

Hiroshi Mizuseki
<2007 4>
1. Novel Quantum Dots for Early Cancer Diagnostic Applications®==®=****-- 763

The 9th International Symposium on Future Medical Engineering Based on
Bio-nanotechnology (Tohoku University 21st Century COE Programme),
jointly organized with The 19th Bioengineering Conference, 2006 Annual
Meeting of BED/JSME

Sendai, Japan (2007.1.7-9) pp.120-121

Rodion Belosludov, Hiroshi Mizuseki, Vijay Kumar, Atsuo Kasuya and
Yoshiyuki Kawazoe



2. Accurate Prediction of Adsorption Spectra of Promising Photosensitizers for

PDF Applicatione s secceeeeecceccccececcccccccccccccccccccccns 765
The 9th International Symposium on Future Medical Engineering Based on
Bio-nanotechnology (Tohoku University 21st Century COE Programme),
jointly organized with The 19th Bioengineering Conference, 2006 Annual
Meeting of BED/JSME
Sendai, Japan (2007.1.7-9) pp.122-124
Rodion Belosludov, Hiroshi Mizuseki, Ryan G. Hadt, Victor Nemykin and
Y oshiyuki Kawazoe

Evaluation of Interface Strength between Metal and Ceramics to be Utilized for
Development of Nuclear Energy Componentse s« cecccecceeccccccees 768
Pusan-Tohoku "21COE" Joint Workshop on Mechanical Science based on
Nanotechnology

Pusan, Korea (2007.1.8) pp.54-55

M. Satou, A. Hasegawa, S. Nogami and K. Abe

Switching and Negative Differential Resistance in a Gated Single-Molecule
Transistor: Effects of Fixed and Shifting Statese s cccccecccccccess 770
APS March Meeting 2007

Denver, Colorado, USA (2007.3.5-9)

Amir Farajian, Rodion Belosludov, Hiroshi Mizuseki, Yoshiyuki Kawazoe,
Tomihiro Hashizume and Boris Yakobson

Transport Properties of Carbon Nanotubes: Doping Effect of Organic
Molecules .................................................... 771
International Symposium on Theories of Organic / Metal Interfaces
(ISTOMTI'07)

Osaka, Japan (2007.1.15-17) p.9, No.O9 (Oral)

R. V. Belosludov, S. U. Lee, H. Mizuseki, T. Takenobu, Y.Iwasa and

Y. Kawazoe



10.

Electron Transport through an Aromatic and Antiaromatic Organic
Molecules .................................................... 772
International Symposium on Theories of Organic / Metal Interfaces
(ISTOMI'07)
Osaka, Japan (2007.1.15-17) p.36, No.P6 (Poster)
Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and
Y oshiyuki Kawazoe

Inelastic Transport of a Carbon Nanotube Junction® e+ ceccccceee 773
International Symposium on Theories of Organic / Metal Interfaces
(ISTOMI'07)

Osaka, Japan (2007.1.15-17) p.39, No.P9 (Poster)
Narjes Gorjizadeh, Amir A. Farajian and Y oshiyuki Kawazoe

Two-Stage Rotation Mechanism for Group-V Precursor Dissociation on
Si(001) eeveeeeeeeeeeeeeeeeeeeeeeeeeeeececccccccccccccccccnes 774
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.Inv-1 (Invited talk)

Jian-Tao Wang, C.F. Chen, E.G. Wang, Ding-Sheng Wang, H. Mizuseki and
Y. Kawazoe

Structure Phase Transition in Amorphous Solid Ice under Pressure® =<+« 775
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.Inv-4 (Invited talk)
V. R. Belosludov

Electronic and Magnetic Properties of Mn- and Cr-Doped GaN Low
DimenSional Nanostructures ..................................... 776
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.Inv-7 (Invited talk)

Qian Wang, Qiang Sun, Puru Jena and Yoshiyuki Kawazoe



11. Bonding and Magnetism in Transition Metal Sandwich Molecules®® <« 777
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.Inv-10 (Invited talk)
Michael R. Philpott and Yoshiyuki Kawazoe

12. Theoretical Investigation of the Role of Carbon in the Mechanical Properties in

Perovskite-Type Rare Earth Rhodium Borides® s cccecceeccccccees 778

Foundation General Meeting of ACCMS-VO (Asian Consortium on

Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.Oral-4 (Oral)

Ryoji Sahara, Hidenobu Kojima, Toetsu Shishido, Akiko Nomura,

Kunio Kudou, Shigeru Okada, Vijay Kumar, Kazuo Nakajima and

Y oshiyuki Kawazoe

13. Crystal Structure Analysis of Dicalcium Silicates =+ ceccecccccccees 779
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-1 (Poster)
Ryoji Sakurada, Abhishek Kumar Singh, Masami Uzawa and
Yoshiyuki Kawazoe

14. Possibility of Hydrogen Adsorption on Rhodium Cubical Clusterse <=« - 780
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-2 (Poster)
Young-Cho Bae, Vijay Kumar, Hiroki Osanai and Yoshiyuki Kawazoe

15. Electron Transport through an Aromatic and Antiaromatic Organic
Molecules .................................................... 78 1
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)
Sendai, Matsushima, Japan (2007.2.26-28) No.PS-3 (Poster)
Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and
Yoshiyuki Kawazoe



16.

17.

18.

19.

20.

AlyLi, All-Metal Cluster: Does It have an Aromatic Duality? eescccee-- 782
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-4 (Poster)
Sang Uck Lee, Chiranjib Majumder, Rodion V. Belosludov, Hiroshi Mizuseki
and Yoshiyuki Kawazoe

From Clusters to Assembly of Molybdenum Sulfide Nanotubes=® << ** 783
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-5 (Poster)
P. Murugan, Vijay Kumar, Yoshiyuki Kawazoe and Norio Ota

First-Principles Calculations of the Far-Infrared Absorption Spectrum of
4'-Dimethylamino-N-Methyl-4-Stilbazolium Tosylate (DAST) e 784
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)
Sendai, Matsushima, Japan (2007.2.26-28) No.PS-6 (Poster)
Shigeki Saito, Talgat M. Inerbaev, Hiroshi Mizuseki, Nobuaki Igarashi,
Ryunosuke Note and Yoshiyuki Kawazoe

Interstitial Oxygen and Electronic Properties of Bulk Tin-Doped Indium

Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-7 (Poster)

T. M. Inerbaev, R. Sahara, H. Mizuseki, Y. Kawazoe and T. Nakamura

Transport Properties of Doped Single-Walled Carbon Nanotubes® <« 786
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-8 (Poster)
R.V. Belosludov, S.U. Lee, H. Mizuseki, T. Takenobu, Y. Iwasa and
Y. Kawazoe



21. Theoretical Investigation of Stable Structures of Ges Clusters with Various
Negative Charges® = eeeeeeeeececceeceerreetternnnnnns 787
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)
Sendai, Matsushima, Japan (2007.2.26-28) No.PS-9 (Poster)
Hideki Kikuchi, Masae Takahashi and Yoshiyuki Kawazoe

22. Influence of Boron Concentration on Elastic Properties of

RRh;By (R=Sc, Y, Ce,La) cccccccccccccecccccccccccccccccccnes 788
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-10 (Poster)

Hidenobu Kojima, Ryoji Sahara, Toetsu Shishido, Akiko Nomura,

Kunio Kudou, Shigeru Okada, Vijay Kumar, Kazuo Nakajima and

Y oshiyuki Kawazoe

23. Theoretical Study on Elastic Properties of Boron-Rich Compounds=® =« -«-" 789
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-11 (Poster)
Hidenobu Kojima, Ryoji Sahara, Toetsu Shishido, Akiko Nomura,
Kunio Kudou, Shigeru Okada, Vijay Kumar, Kazuo Nakajima and
Y oshiyuki Kawazoe

24. A First-Principles Study on Electronic and Magnetic Properties in Y,Fe4 4B
and Y2C014B ................................................. 790
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)
Sendai, Matsushima, Japan (2007.2.26-28) No.PS-12 (Poster)
Ryoji Sahara, Hiroshi Mizuseki and Y oshiyuki Kawazoe

25. Ab-Initio Study of the Spin-Dependent Transport, Phase Stability and
Magnetism in CeMnNi e s eeeeeeeeeecceecccccecececccccccccccces 791
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)
Sendai, Matsushima, Japan (2007.2.26-28) No.PS-13 (Poster)
M. S. Bahramy, P. Murugan, G. P. Das and Y. Kawazoe



26.

217.

28.

29.

30.

Correct Interpretation of Hund's Rule for Atoms Based on the Virial
Theorem ..................................................... 792
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-14 (Poster)

Takayuki Oyamada, Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

Analysis of Chemical Bonding in the Hydrogen Molecule® e cce- 793
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-15 (Poster)
Kenta Hongo, Yoshiyuki Kawazoe and Hiroshi Yasuhara

Effect of Diameter on e-ph Coupling and Conductance of Metallic Carbon
Nanotubes ................................................... 794
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-18 (Poster)

Narjes Gorjizadeh, Amir A. Farajian and Y oshiyuki Kawazoe

CO Ogxidation Process on Pt-M(111) Alloys (M=Ru, Sn): Theoretical

Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-22 (Poster)
Toshiaki Oka, Hiroshi Mizuseki and Y oshiyuki Kawazoe

Oscillatory Convection in Czochralski Crystal Growthes e+ eeceece. 796
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-23 (Poster)
Zhong Zeng, Hiroshi Mizuseki and Y oshiyuki Kawazoe



31.

32.

33.

34.

35.

Effect of Metal Element on Transport Properties through Porphyrin: Theoretical
Approacheeceeeeeeeeeeeeeeeeteteeeetteetecctccccccccccccccces 797
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-24 (Poster)

Hiroshi Mizuseki, Rodion V. Belosludov, Amir A. Farajian and

Y oshiyuki Kawazoe

Interconnection of Carbon Nanotubes Using Peptide Linkages: New Types of
Molecular DiOdeS .............................................. 798
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-25 (Poster)

Mohammad Khazaei, Fabio Pichierri and Yoshiyuki Kawazoe

Theoretical Study on the Mechanism of Dimerizations of
Phosphaallenese e ccceeeeeeeeeeeeeteeecnnnenneccccecccnnnnns 799
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-26 (Poster)

Daisuke Hirose, Masae Takahashi, Yoshiyuki Kawazoe and Shigekazu Ito

Large Scale Computer Simulation Environment on Distributed Supercomputers
Connected via Nanotechnology Research Network with ITBL System=*+-- 800
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-27 (Poster)

Yoshiyuki Kawazoe, Marcel Sluiter, Kyoko Ichinoseki, Ryoko Hayashi,
Yasushi Inoguchi, Hitoshi Adachi, Hiroshi Yamaguchi and Chinatsu Kitagawa

Magic Numbers and Incipience of Bulk Features in Na, Cu, and Ag
Clusters ..................................................... 80 1
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.PS-29 (Poster)

Masahiro Itoh, Vijay Kumar, Kenta Hongo, Tamio Ikeshoji and

Yoshiyuki Kawazoe



36.

37.

38.

39.

40.

41.

Guest Atom Effects on the Electronic Structure of Semiconducting Type-I
Clathrates .................................................... 802
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)

Sendai, Matsushima, Japan (2007.2.26-28) No.Oral-6 (Oral)

K. Akai, K. Koga, H. Takagi and M. Matsuura

Kinetics-Driven Growth Mechanism of Self-Organized Pentacene Thin

APS March Meeting 2007
Denver, Colorado, USA (2007.3.5-9) No.P42.00005
A. Al-Mahboob, J. T. Sadowski, Y. Fujikawa, K. Nakajima, and T. Sakurai

Theoretical Prediction of New Nanoscale Materials Saving Energy* <« -- 804
International Symposium on Sustainable Development in East Asia

Beijing, China (2007.3.8-9) Session 5. (Invited talk)

Y oshiyuki Kawazoe

Transport Properties through Molecular Clusters by First-Principles
Calculations .................................................. 805
The S3C — Symposium on Size Selected Clusters 2007

Brand, Austria (2007.3.12-16) p.7

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

Bonding in Transition Metal Sandwich Molecules®* s cecceecccccce. 806
Symposium in Honor of William A. Lester Jr.'s 70th Birthday
Berkeley, California, USA (2007.3.28-31)
Michael R. Philpott and Yoshiyuki Kawazoe

Exact Solution of Quantum Many Body Coulombic System and Theoretical
Prediction of New Materials for Nanotechnology s cecceecccecce. 807
The 45th Symposium on Basic Science of Ceramics and International
Symposium on Interdisciplinary Science of Nanomaterials
Sendai (2007.1.22-23) pp.32-33 (Invited talk)
Y oshiyuki Kawazoe



42. Transport Properties through Nanoscale Materials by First Principle
Calculations .................................................. 809
The 45th Symposium on Basic Science of Ceramics and International
Symposium on Interdisciplinary Science of Nanomaterials
Sendai (2007.1.22-23) pp.66-67 (Oral)
H. Mizuseki, T. Uehara, R. V. Belosludov, S. U. Lee, A. A. Farajian and
Y. Kawazoe

43. Electronic Mechanism of The Role of Vacancy and Carbon in The Mechanical
Properties in Perovskite-type Rare Earth Rhodium Borides® s« ee 811

The 45th Symposium on Basic Science of Ceramics and International
Symposium on Interdisciplinary Science of Nanomaterials
Sendai (2007.1.22-23) pp.68-69
Ryoji Sahara, Hidenobu Kojima, Toetsu Shishido, Akiko Nomura,
Kunio Kudou, Shigeru Okada, Vijay Kumar, Kazuo Nakajima and
Yoshiyuki Kawazoe

44. Dopant Atoms Arrangement in Tin-Doped Indium Oxide* e 813
The 45th Symposium on Basic Science of Ceramics and International
Symposium on Interdisciplinary Science of Nanomaterials
Sendai (2007.1.22-23) pp.70-71
T. M. Inerbaev, R. Sahara, H. Mizuseki, Y. Kawazoe and T. Nakamura



IV. fo2

<2006 4>
1. CXFSIZEASAN BREEDAESLceeeeeeceecsercsttccetccnsccnccnnns 815
VRl 17 4R BB S SER A BRI Its
& B BHIFFE T E AT ET I B 982 AR Vol.3 (2006.6) pp.73-76 No.2-6-2
2 ERAEIFEL (B 5 2006.3.2-3 BfE) L0
fHREARE, T ER, JITREE

2. HEHEEHRICIDM R YT AR K O BAL M ORE EEfEAT - -+ 819
Wk 17 4R ALK S4B A B ST AT
@B ITT ARG TE o Z — L [ER AR ER S & (2006.6) pp.182-183
ez = SRR, BPATE -, TR | M H %% Vijay Kumar,
S —E ., IR B g

3. Diffusion Monte Carlo Study on the Interpretation of Hund's Multiplicity

Materials Design and Characterization Laboratory Supercomputer Center
Activity Report 2005 (2006.6) pp.76-77
Ryo Maezono, Takayuki Oyamada, Kenta Hongo and Yoshiyuki Kawazoe

<2007 4>

1. CXFSIZXA SAN }% @1:%’“’“ ................................... 823
RAERZFZEBAETIEAT BN EAR T 78 s
%22 B (2007) pp.95-98
oA el A IER IR R

2. L BMBMIFIEIT ST —Z N —ZAKIND DU = —T JLeeeeesscecnns 827
WAL KR Fe R B gepT BRI sl B i 7o 2
%522 5 (2007) pp.123-130
AR, BH SO, GHEEUT, I EE, JITREE



B R L — L a G RIS DB R e e e eeeeeeeee 835
21 Al COE 7'ur o HAL KT AR - BB EBEAF 7R EE LA
2006 {HEIER SRS E (2007.3) pp.54-56

A N=S=

Development of a General-Purpose Approach for Calculating Field Emission
from NanoOStrUCHUTES® * ***cccceessssssssssccccsssssssssssscncnss 838
21 552 COE 7277 4 WAL R WE AR - M EHMEIEBRIF7EEE HLR
2006 {HBENE RS E (2007.3) pp.111-113
Mohammad Khazaei

Na 77 A2 — O Rl fRZEB) O S IR D BEGRAF FE e o o v e v eveveveees 841
21 Al COE 7ur 7 HAL KT WE AR - BH b EBEAF 7R 8E HL
2006 TEENACR SRS E (2007.3) p.132

R IEE

L BT T ADTERR DT D - FH e eeeeeeceeeeeececeeeccannns 842
SCEEN A AE IR EFEPnEEE R (B R T A - EER AR
P EA B AL AR

Wk 18 AR FEEHE T Y = 7 e R = (2007.3.31) No. P-13
BEER, mBESL, JIRESE, B



V. That

<2006 4>

1. L E BT N aiEICL D T O EMEET7 NI L B OIELN
PR ~7—a  ZRROARG LB R G ~ e e oo reeeeecannee 845
55 2 [ITEHERIPIC KD O R R - #EE - Al H
LI Ny N

FHER OIS LR R a B a—5 |
<X, KK (2006.4.4-5) pp.138-149
JIER R, AR, /ML EELT, 8k W, 2R 7

Electronic Mechanism of the Role of Vacancy and Carbon in the Elastic
Properties in Perovskite-type Rare Earth Rhodium Borides® e 857
Computational Science Workshop 2006 "Computational Materials
Science: Frontier of applications of DFT and beyond"
Tsukuba, Japan (2006.4.17-19)
R. Sahara, H. Kojima, T. Shishido, A. Nomura, K. Kudou, S. Okada,
Vijay Kumar, K. Nakajima and Y. Kawazoe

Origin of Hund's Multiplicity Rule and Molecular Stability by DQMC=* =+ -+ 858
The ICQC2006 Satellite Symposium in Sendai

Sendai, Matsushima, Japan (2006.5.16-19)

Y. Kawazoe, K. Hongo, T. Oyamada and H. Yasuhara

B B )R RICL D — L B R R D SE R e e e eeeeeennnn 859
TR 4 IR SHEE T RS

LR (2006.5.19-21) p.55 (FEFHER)

JIER R g, RESHER, /MU EELT, 2257 5%

Electronic and Transport Properties of Bi Atomic Wirgs =+ cccceceeee 860
TR 4 IR TR R

ALK (2006.5.19-21) p.107 No. PS1-19

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



10.

1.

SRS AR S OSSR MEAR RIS 2 (O MR L T R F I DU Tee e eeeeees 861
TR 4 IR SGEE TR

AR (2006.5.19-21) p.134 No. PS1-46

) A5, GBS, \EES, SR

5 IR FRIZ LD ReRhsB,C . (Re=Sc, Y)DFEARA FF LR Al -+« o+« « 862
TR 4 RS EE TR R

AR (2006.5.19-21) p.150 No. PS1-62

VelRse —, SR ke, BPATER -, TR, Mm%,

Vijay Kumar, FE—%1E, JIIA R3¢

55— RBEI R W a 7 A0 A MUA ey LAY EY) RERh;B,
(REZSC’ Y, La, Ce)@%ﬁlriﬁF%:l‘équﬁﬁ .............................. 863
TR 4 FIRESTHE TRk

AR (2006.5.19-21) p.151 No. PS1-63

/NE TR, FelREE T, SRE R, BRATER -, TR,

2%, Vijay Kumar, T0E—/, IR E 3

R E I LD Pt-M(M = Ru, Sn)& 4 ETo CO FfkicfE+%
£§§Fﬁ3m% .................................................... 864
PAVA == X ACIPNES S i

AR (2006.5.19-21) p.189 No. PS1-101

] FIEE, KBS, JIRE =2

A RICLL 7 2t U A — DB RGN Tl e e oo eveeee- 865
TR 4 IR SGEE TR

AR (2006.5.19-21) p.190 No. PS1-102

AR, F+ = H P, Rodion V. Belosludov, Amir A. Farajian,
KB, JIRERE

Theoretical Study of Solvent Effect on Nonlinear Optical Properties of
N-Methyl and N-Aryl Pyridinium Cationge s ceccecccccccccccns 866
PVA == K ACIP = 2 i
AR R (2006.5.19-21) p.191 No. PS1-103
Talgat Inerbaev, Rodion Belosludov, Hiroshi Mizuseki,
Masae Takahashi and Yoshiyuki Kawazoe



12.

13.

14.

15.

16.

17.

18.

Na, Cu, Ag 7/ 7T AL =D ARG DT A KARKAF e e e eeeeeececeee. 867
TR A BRI T RRLE
AR (2006.5.19-21) p.204 No. PS2-6
HIRIE S, Vijay Kumar, )R E 38

T =AM Sig RO E R R R R R R 868
TR 4 FIRESTHE TRk

AR (2006.5.19-21) p.205 No. PS2-7

EREESZ, JIRE3E

FERRBR A7 FBLEEIC LD Geg(z=0, 2-, 4-, 6-)7 T AA — DL TEREED

TR 4 RS EE TR R
AR (2006.5.19-21) p.206 No. PS2-8
SRR, mEESR, JITRE

BRI AL DT LDEAREITS T T BRBLIOEAL O .- 870
TR 4 IR EE TR R

AR (2006.5.19-21) p.257 No. PS2-59

WA —, R T, KBS, AT 52 JIIRE 3

4d %@é@,@ﬁFﬂﬁ%$ﬁﬁkﬁ‘4Xﬁiﬁ‘lﬁ ......................... 871
TR A BRI TR LR

AR (2006.5.19-21) p.260 No. PS2-62

F& &, BWILE, Vijay Kumar, )RR

Different Field Emission Patterns Induced by Different Confinements of the
Pentagon Rings Located on Capped Carbon Nanotubes’ Tips* =" 872
TR 4 IR G T AR A
AR (2006.5.19-21) p.269 No. PS2-71
Mohammad Khazaei, Amir A. Farajian and Yoshiyuki Kawazoe

Electron-Phonon Coupling in Transport through Carbon Nanotubes®«* - 873
TR 4 IR TR R

ALK S: (2006.5.19-21) p.270 No. PS2-72

Narjes Gorjizadeh, Amir A. Farajian and Yoshiyuki Kawazoe



19.

20.

21.

22.

23.

24.

IV GER— AT TG AL — D E fRE S LR e e eeveeeecenceeaneens 874
TR 4 IR TR R

AR (2006.5.19-21) p.141 No. PS1-53

AR, HEEG, AT T

5 — R EREH 1285 ReRh3B,C o, (Re=Sc, Y, La) DI ITIRFNE oo ee e 875
55111 BIEACR PR RIS (2006 FF&Z)

WAL KT B EHIFSERT (2006.5.25-26) p.52

Yelise —, SR REI, BT, TREER, M %,

Vijay Kumar, F5—%E, JIIA R3¢

FERRBRA Ay FHETEICLD Ge” (2=0, 2- 4- ,6-)7 T AH — DI EREE D

85111 BRI R B R R AR 2 (2006 F-H7F)
WAL KT B EHIFZERT (2006.5.25-26) p.53
SH IR, mAEESA, TR

Pt-M(M=Ru, Sn)& 4 = TO CO M bR HBRGRAN T o ooeeneeees 877
55111 [BIRAL R BRI SU TR 2 (2006 &)

WAL KT B EHIFZERT (2006.5.25-26) p.54

] FIAE, KBRS, JITRERE

B FHEH RIS 7 2n bt U — DO BRI E OB GRARAT o - - - 878
5111 [ HACKR & B AT B ZE PR 2 (2006 FFRE2R)

WAL KT B EHIFZERT (2006.5.25-26) p.55

AR, F+ = HIE, Rodion V. Belosludov, Amir A. Farajian,

KB, JISRE

Na, Cu, AgF /7T AL —DJFAFHNEFEAR D VA X YAFAM e oo eeeeeees 879
55111 BIEAL R B R SRR 2 (2006 F-H7F)

WAL KT B EHIFZERT (2006.5.25-26) p.56

(FPREIES,, Vijay Kumar, JI[¥s R 3¢



25.

26.

217.

28.

29.

30.

Theoretical Study of Solvent Effect on Nonlinear Optical Properties of

Substituted Stilbazolium Cationse s ccecccccccee

%111 [BRAL K4 B B TR AT RS (2006 H-H7F)

HAL KT B B 22T (2006.5.25-26) p.57

Talgat Inerbaev, Shigeki Saito, Hiroshi Mizuseki, Masae Takahashi and

Y oshiyuki Kawazoe

o — R 54 V72 RERhsBy (RE=Sc, Y, La, Ce)?D

*%%ﬁjﬁ H/] f%“"f{i;ﬂifﬁﬁ .................................

%111 [BRAL K4 B B TR AT RS (2006 F-H7F)

WAL KT B EHIFZERT (2006.5.25-26) p.58
INE TSR, FelREE T, SRE R, BRATER -, AR,
Vijay Kumar, FU5—Z%E, JITRE ¢

[ 2%,

Similarity and Differences in the Growth Behaviors of Na, Cu and Ag

Clusters oooooooooooooooooooooooooooooooooooooooo

882

Symposium on Progress and Prospects in Molecular Dynamics Simulation —

In Memory of Professor Shuichi Nose
BEISFREANRT, #4311 (2006.6.6-8)
Masabhiro Itoh, Vijay Kumar and Yoshiyuki Kawazoe

WE Dz EME LG DIRIF IR ST /T 7 /ey —~ DS ETee

5576 0] it E WEEE ST F AR
WAL R & B B 22T (2006.7.26-28) pp.33-55
AN NEE=

5y FA TN DRI TLARL T /R v eernennnenss

%5 2 @] REDEEM VU iR A BRSO — L&D )5
A ERE, R EaR v, i a2l — gy —

A (2006.8.12) pp.7-10
NN

Te FEHE 7T AL —h TegPGeso D P Ji B (& & 75 -1 1
5 30 A AR BNEE s e i o i SUEE

W AR (2006.8.22-8.23) pp.102-103

IRHSEIR, FARERE, N0 [, AR T

883



31. Ab initio Study about the Melting of Na Clusterse e cceccceccceccs 913
KINKEN-WAKATE 2006
3rd Materials Science School for Young Scientists
"Physics and Applications of Advanced Magnetic Materials"
Akiu, Sendai (2006.8.26-28) p.95
Masahiro Itoh, Vijay Kumar, Tamio Ikeshoji and Yoshiyuki Kawazoe

32. Different Field Emission Patterns Induced by Different Confinements of the
Pentagon Rings Located on Capped Carbon Nanotubes’ Tips® ==+ 914
KINKEN-WAKATE 2006
3rd Materials Science School for Young Scientists
"Physics and Applications of Advanced Magnetic Materials"
Akiu, Sendai (2006.8.26-28) p.101
Mohammad Khazaei, Kenneth A. Dean, Amir A. Farajian
and Yoshiyuki Kawazoe

33. Superexchange Interactions in Impurity Pair Doped TiO, e+ ccceece- 915
KINKEN-WAKATE 2006
3rd Materials Science School for Young Scientists
"Physics and Applications of Advanced Magnetic Materials"
Akiu, Sendai (2006.8.26-28) p.112
P. Murugan, R. V. Belosludov, H. Mizuseki, T. Nishimatsu,T. Fukumura,
M. Kawasaki and Y. Kawazoe

34. Magnetic Circular Dichroism Spectra in a II-VI Diluted Magnetic
Semiconductor Zn;_,Cr,Te: First-Principles Calculations® s ccee- 916
KINKEN-WAKATE 2006
3rd Materials Science School for Young Scientists
"Physics and Applications of Advanced Magnetic Materials"
Akiu, Sendai (2006.8.26-28) p.129
Hongming Weng, Jinming Dong, T. Fukumura, M. Kawasaki and

Y. Kawazoe
35. ﬁ*%%ﬁ%a%%ﬁﬁb\f:ﬁ@ﬁ%&ﬁ'ﬁ%?‘/yx& ....................... 917

5 67 [Blhs R T a i T o a e v TR 2
SEAAE KRS (2006.8.29-9.1) p.1236 No.1p-ZH-4
G, TTIERGR, Tanl—, SRR



36.

37.

38.

39.

40.

41.

LR N 0D — IR JEIERE 2 B B LT L) it s B R CZ JF oD
f@é?ﬁﬁg*ﬁ{f@%%\é .......................................... 918
5 67 [al s R T a b T s a e v T Rm 2

SEAAE K2 (2006.8.29-9.1) p.274 No.29p-ZF-12

W R, BEHPER, KPR, AL TIE, RIS

Fe-Mn-Si-Cr KGR G @ ICIB T DNV AT DO E e eeveeeenennns 919
H A48 522 2006 R K
BRI EF v /32 (2006.9.16-18) p.284 No.431
DA% #E, Susan Farjami, #2542 -, JIIRE 3

B R EIC LA LA LD B FIREEIC T 5T T BEBIO

%}L@%ﬁ%& .................................................. 920
H ARG &2 2006 FKIIGET KRS

Brig RFTIAEF v 7% (2006.9.16-18) p.445 No.914

WbkE—, Felse —, KB, A %, )RR SE

o — R EL 5 4 VO 2 RRhsBy (R = Sc, Y, La, Ce) DREMR A FFMESTEAT &

%@ﬂ?'ﬁ%/}%fﬁﬁkﬁ'[ﬁ ......................................... 0920
H ARG 8572 2006 AT RS

B RFLAEF v /32 (2006.9.16-18) p.445 No.915

/NETEAR, RS, SRR, BT, TEEAY, ME K,

Vijay Kumar, FE—%, JIIA R3¢

i HE T AR B L ORA L OB P E O 55— BT - - 920
H A4 B 522 2006 R K

AR AT Y73 (2006.9.16-18) p.446 No.918

VelRse —, SR ke, BPATER, TR, Mm%,

Vijay Kumar, FU5—%E, JIVRE ¢

GBI TAR— AT FANTRAE LT AL ) — IV DFFIN NSRBI Soe e v v e e s 921
oy PG A RERE 2006

F il (2006.9.20-23) No.2B18

AIE—, KINFER], TiEEE, TpE &



42.

43.

44.

45.

46.

47.

ﬁjﬁﬁﬁ—j*/%{ﬁ%ﬁg@%{ﬁ%*%ﬁ ............................... 023
H AR B2 2006 4T RS

THERZ (2006.9.23-26) p.500 No.25pZG-2

g W, DUES, BTHEZ, AR

T BRI I T DI AR B D UKL F A e v e e meveeeeenneenns 924
H AR B2 2006 FEKTF RS

TR (2006.9.23-26) p.535 No.24aXJ-11

RANAZE, g W5, BTMEZ, /NMUES, A |Rn

W E A LG G R T AT DFESEIRF I e e oo veeeveeeeneeeeeenns 925
H AR B2 2006 FEKTFE RS

TR (2006.9.23-26) p.705 No.26aYF-2

a4, VTIE R, Vrasili—, e Zs

L—P =TT —a 285 Silh OB SO BRI fRHT oo e e eeee- 926
H ARP B2 2006 EERKE RS

TR (2006.9.23-26) No.24aWD-6 (1 HHFEF)

o gesst, mtEES A, JIMESE, #5127 B, DMITRUK. Andriy,

A EA

55 8B R R AN 07 O NIRERIC IS AE F B D EH < - - - - 927
H AW B2 2006 LK RS

TR (2006.9.23-26) No.24aXD-8 ([ HEF )

/LT FETT, AR, NSRS, ZRE

ZIRE T ROFERREE B MD FHRICED T /77 ay — W E
A — B BB ek DT T L O MEW EEE A E R R I XD
7FEZI§[§I"jE%ﬁZ§— ................................................ 028
B Lkt MERGEH Y ) 2 — a3 —

1 (2006.9.26)

AN NEE=



48.

49.

50.

51.

L—P =TT —a10285 Sily OBEG S OB GG fRHT oo v e eee - 949
HARZ L 2—2 L5342 2006 FAZ4EL (SCCI2006)

v E ZE KPR EERL (2006.10.14-15) No.2P-06

Fomhest, s ES A, JIESE, #5127 B, DMITRUK. Andriy,

A IEA

FATAINT 2N A 72 NbsSn # A 8 B AR ORI e e oevveerreeceen. 950
gk 18 ARLE FEA - 1 W B s E SR A RS

] |LEERL KRS (2006.10.21) p.431

i 52, R BE, & 8AdE, B Ay, ik A, NERRE,

Va5 oo, RN

=R I TE R R 2 5 [ L T I L) HERS B R CZ P oD

{ﬁ%é?ﬂﬁ@jﬁﬁ .................................................. 951
55 36 [l kR E N =

KR (2006.11.1-11.3) No.01aC04

W R, BRHPESR, A ORRE, AL, AR IR

F— IR 2L — v al BHRICED 0 KOV RS hh D

%ﬁx\/l/\yﬂgib ............................................... 952
PRk 18 L H AR LT T~ WY ST AR T L

"T T o D i A" (FR AR R TE)

W (2006.11.2-3) No.I-6

JIERELSE, 7%=, Talgat. M. Inerbaev, Rodion V. Belosludov,
KBRS, Tt-Jel g, B Fmw.2 I

52. Nb;Sn #H S EEMRICIBIT D FRTHIT N RO BN v eeeeeeeccees 958

53.

%5 75 [B] 2006 KRR Ty - i E e

REARKZE (2006.11.20-22) p.266 No.3C-a06

WA, AR WE, & B, B Ay, R A, NESER,
VaiE o, EEDRIRE, FnsEdy

o) DR ENELBENEDOARITAV B — Z IR E RO R RIZLD
DERTET ILDFR ) DOFfE T — cvsoevseesseescaeccssccssccssccsscnns 959
5 20 [F15) 2R a b —tal it i i 5 5 2006 (A7)

iIE (2006.11.27-29) pp.16-17

NS R, ASRER, /MU EFETT, AL, ZIR 7



54.

55.

56.

57.

38.

59.

First-Principles based Non-Equilibrium Green's Function Approach Toward
Single-Molecular Conductivity s+ s eeeeeeecesscceeeeecccccsccccens 961
o5 112 [BIRACKR & @AM B FEFTaR = (2006 4ERKE)
WAL KT B EHIFZERT (2006.11.30-12.1) p.31
Sang Uck Lee, Rodion V. Belosludov, Hiroshi Mizuseki and
Y oshiyuki Kawazoe

T AN T R BT TAR— OREIE L ENEIZ B T R R

— XXV LGB DEMOROE B BERAT = A L—eeeees 962
5 112 BRI R BB TR TR (2006 k)

WAL KT B EHIFZERT (2006.11.30-12.1) p.79

s RS A, IR, @k, H EHA

L—P =TT —2alldD Sily OB RGO PR AI AT oo v eeeeee 963
75 112 [EHRALR & B BHIFZE IR 2 (2006 FEEKTR)

WAL R & BB ZEHT (2006.11.30-12.1) p.80

FH ISR, A ES R, IR, J12 ], DMITRUK Andriy,

R A

SVIWACRAZ 7TV DIRET 7TV 7 OB T 5B R A It + 964
55 112 B RAE RS2 BB R (2006 k)

HAL K7 BB ZERT (2006.11.30-12.1) p.81

AT —, EEESR, IR E, JHEZEMm

Theoretical Investigation of the Magnetic Properties in R;Fe;sB with R=Y,
Ndand Dy eeeccceceecceeceeeeeecceeccecceccccccccccccccccces 965
5 112 [BIRACKR & @AM B FEFTai = (2006 4ERKE)
WAL KT B EHIFZERT (2006.11.30-12.1) p.86
Ryoji Sahara, Hiroshi Mizuseki and Y oshiyuki Kawazoe

Interstitial Oxygen and Dopant Arrangement in Tin-Doped Indium Oxide* 966
5 112 [BIRACR & @A B FEFTai = (2006 4EEKER)

WAL R & BB 22T (2006.11.30-12.1) p.87

T.M. Inerbaev, R. Sahara, H. Mizuseki, T. Nakamura and Y. Kawazoe



60.

61.

62.

63.

AT 77 Lo D AU O BRI ST e e oo v verernerenenes 967
#5112 [FRAL R B AT EHFZE TR 2 (2006 4FEFKER)

WAL R & BB 22T (2006.11.30-12.1) p.88

EEWERE, s ESx, JIRE 3, BHIRER

o — B R A e NAT — R T AR (NaAlB 4, AIMgB,4, AILiB )7
3$:f$¢éjm[~$§47ﬁﬁ ................................................ 068
55112 FIH ALK A BRI AT RS (2006 FHKFE)

WAL R & BB ZEHT (2006.11.30-12.1) p.89

/INEFER, RS, SRR, AT, TR, Mm%,

Vijay Kumar, FU5—Z%E, JITRE ¢

INAT —RTAR(NaAlB,4, AIMgB 4, AILiB ) B MR VE AR <« 969
F 1A ART Ty 7 ARENIUR RS EE E 4

{ZIN K2 (2006.12.1) p.20 No.1010A

/NS, FelRSE T, SRE R, BPATER -, AR, Mm%,

Vijay Kumar, F5—%E, JITRE ¢

BT AHA MEF AT DA I L OBAIIN I DA
@fﬁ%ﬁﬁ@jﬂf .................................................. 970
FH1RIAART TV AREM AR RS EHEE S

&N K5 (2006.12.1) p.46 No.1P15

Vel —, /AN, RFHe, BRI, TR 55, i 2,

Vijay Kumar, FU5—%E, JIVRE ¢

<2007 >

1.

RATZ 7T L D A A O BRI IT o v e v veeevennnennns 971
INANT e AT 2 —T 4 T LR E R R RO

HPCS2007 i SCHE

<1 (2007.1.17-18) p.49 No.P1-1

JEWRAREE, miEESx, IREE, %R



UIACRATZ 7T N DRFE T 7V 7 RO Z B 2B EmaIr9E - - 972
INAIRT =V A =T g L T EFHE R R IR

HPCS2007 i SCEE

<}E (2007.1.17-18) p.50 No.P1-2

R —, FREER, miEESx, JIREE

Defect Structure and Electronic Properties of Tin-Doped Indium Oxide++ 973
INANRT = AL a—T 4 U T LR E R AR A

HPCS2007 i SCH

<X (2007.1.17-18) p.51 No.P1-3

T. M. Inerbaev, R. Sahara, H. Mizuseki, Y. Kawazoe and T. Nakamura

F— R R LD NAT — R T ARHVE AR e v eeeeeeeeeees 974
INAIRT =V AL 2 —T 4 T EHE R VIR T A

HPCS2007 7 CEE

-<IE (2007.1.17-18) p.53 No.P1-5

/N TS, PSS T, SR RENL, BRATE S, TRV, e,

Vijay Kumar, FH5—%E, JIVRE ¢

L =P =TT =912 8% Sily ODEE LSO PEGRHI AT o e o v eee e 975
AT =< AAE =T (T EFERB L IR A

HPCS2007 i X5

2<IE (2007.1.17-18) p.54 No.P1-6

Fotsesst, mfEESR, JIRE =, #12J B, Dmitruk Andriy,

IR IR A

P E T T VB LD 0 DR EVED R G R e e eeeeeeeees 976
SCEE A T S s m BRI L A — X —a U B o —Z DB 3
FIH)7ey =7 RS /G2 —ar Y7k

=7 OGS, 5 1 BIAY R T T A

[ (2007.3.5-6) pp.38-41

S



7. AT G HMEEREAM BE QR T VB F AR e eeeeeeeeeenene. 980
SCHR A T St s PR RE L A — /S — a3 B 2 — Z DBR %
MM 7ey=sh RERT /G2 —arY7h
U7 OWFFERRSE, # 1 [BIABY AR T A
IR (2007.3.5-6) pp.48-51
EIPLESRE

8. T IR LU UM AR OAE S e cceerceetttttttttcttccnncnns 084
SCHR A TSt s R RE L A — /S —a B o — Z DB S
FH 7y MR TF /G2 —Ta Y7k
U7 ORFFERFS, 51 EIABT AR YT A
[l (2007.3.5-6) pp.74-78
EIPLESRTE

9. d-dot W _pﬁﬂfi@?ﬁ%@‘\/ill/‘_“.‘/a\‘/ ......................... 089
A A2 2007 FEHEFRE
E:%/h.%j(% (2007.3.18-21) No.18aRC-1
s B R B, UE B, BTHEE 2, A B, F. Nori

10. Z2AL L OMAEIRE T L — P OBERDIEF ILe oo coveeceecnreecenes 990
H AL 2007 (RS
JEVE B KE: (2007.3.18-21) No.18aRD-2
Vepk &, g W

11. ﬁﬁﬁcﬂﬁ:’ﬁﬁ DA AN SY Y (b -t o R R R R R R R R R 991
H AL 2007 EREB RS
Fﬁm%jt% (2007.3.18-21) No.18aRD-8
DRg s, ek &, B

12. BV VEBICHDSIKIE 3T OILFRE R DM GE e eeeeeeeeeeen 992
H AL 2007 FEHREERE
HEIR B K% (2007.3.18-21) No.19pWB-5
AR, NNIRE 32, 2R ¥



13. Fundamental Progress in Computational Materials Science Achieved by
Accurate 4b Initio Method — Hund's Multiplicity Rule —+ s ceecceceee 993
21st COE PROGRAM, Tohoku Univ. Materials Research Center,
International Center of Research and Education for Materials,
Research & Education Review Meeting
WAL K7 BBt (2007.3.19) p.18
Y. Kawazoe, K. Hongo, T. Oyamada, Y. Maruyana and H. Yasuhara

14. Interconnecting Different Carbon Nanotubes by Using Peptide Linkages*+ 994
21st COE PROGRAM, Tohoku Univ. Materials Research Center,
International Center of Research and Education for Materials,

Research & Education Review Meeting

WAL K& B EHIFZERT (2007.3.19) p.27 (Poster)
Mohammad Khazaei, Fabio Pichierri and Yoshiyuki Kawazoe

15. Similarities and Differences in Na, Cu, and Ag Clusterse s cccceee 995
21st COE PROGRAM, Tohoku Univ. Materials Research Center,
International Center of Research and Education for Materials,

Research & Education Review Meeting

WAL K& B EHIFZERT (2007.3.19) p.40 (Poster)
Masahiro Itoh, Vijay Kumar, Kenta Hongo, Tamio Ikeshoji
and Yoshiyuki Kawazoe

16. 3R ILIETE B R it 2 5 8 L 7= iR {b A Bk fb CZ P O & BV -+ 996
b2 TR 12 £
AR (2007.3.19-20) No.G301
W ORE, FEIRERIT, B, PR, /R

17. RAZ 77V A O BERR IR ST e e oo v evmerrenennenees 997
H A LSR5 87 BZFEF(2007)
BT K% (2007.3.25-28) No.2 E4-43 (Oral)
B, mtR RS X, JIRESE, DHEREm

18. S UNMALRAT 7T IV DIRET 7V 7 OB T D BEEmaIF9E - - 998
H AL 25 87 HZFFL(2007)
BEVE K24 (2007.3.25-28) No.3 E4-11 (Oral)
AT, EEESZ, ERE, IR E =



19.

20.

21.

22.

23.

24.

T =AM TR BT TAE— DR BTEME~ T R LI AR

B =t N Al - RS i o B R R R R R R 999

H A LSR5 87 BZFEHF(2007)
BAVE K (2007.3.25-28) No.3 G3-35 (Oral)
i ESZ, IR, mEaed, H EIA

Interstitial Oxygen and the Electronic Properties of Tin-Doped Indium

A ARG B P T 2007 4EEM (55 140 [B) K&
T3 TR (2007.3.27-29) pp.103 (S2.13)
T. M. Inerbaev, R. Sahara, H. Mizuseki, Y. Kawazoe and T. Nakamura

Boron-rich compounds D F i) FEMERFHAEREAMT e« e oo evvveeooaeenns 1001
H A4 B 22 E e 2007 268 (65 140 [B]) K&
T3 TR (2007.3.27-29) pp.106 (S2.19)
NEF, PR, RPN, BT, TS, ME %,
Vijay Kumar, FE—%E, JIIARE

T =AM TR DTS — O 1E L EMEIC B OB RN - - 1002
H ARG B il 2007 -8 (56 140 [B) K&

T-HE T3 K5 (2007.3.27-29) pp.106 (S2.20)

miEESZ, JIE 3, IRk, H RBA

L—Y =TT —a02kD Sily, OEA LU OB G fRAT oo v ee e 1003
H A4 B 22 E e 2007 68 (55 140 [B]) K&

T T3 K (2007.3.27-29) pp.107 (S2.22)

FH ISR, A ESR, IR, Ji2 W], DMITRUK Andriy,

HAEA

LB ROBEH IO E L EEDIE LI e eeeeeeeeeees 1004
H A4 B 22 Ei e 2007 K8 (55 140 [B]) K&

T-H T K% (2007.3.27-29) pp.98 (S2.3) (FLFMaEH)

JIR RS2, AR, /INUEFETT, ST, 2R



25. FH— PRI RICED RyFesB (R=Y, Nd, Dy) DRGSR e e eeeeeeees
H A4 B 22 2007 68 (55 140 [0]) K&
T T3 K (2007.3.27-29) pp.98 (S2.4)
Ve)fse —, KB, JINRR ¢



VI. FriERe S

<2006 4>
1. [HRAEKRP AR ZIE AL R 7. 57770y A eeeeeeeeees 1007
H T T3E8TE (2006.12.12)

2. [ S R RiRE— A ST (R D A REM Je e evevececececaaeanann 1008
WAL KFAEFHE  (2006.12.20)
FHEAEFEARIEERT IR B 52

<2007 4>
1. [BROLI JAboF E AN AR AUIEE OG- 1010

FrALEE (2007.3.13)

VI MEGE S e R s e &

<2005 >

1. fﬂ‘/?/ﬁ\?}%ﬁﬂ?&%j .......................................... 1013
FITI IO A KT OV 2 N B A L T
Japan Nanonet Bulletin % 89 7 (2005.5.25)

<2006 4>
1. T% 17 BBt e B i i e S 3B S AV E LTz e e e oo 1016

el ==—A % 47 5 (2006.3.28) p.187 FHHILY

2. [ARarvaiEHU-E R E LA T A — A R e -« 1017
SEMI News Vol.22 No.3 (2006.5-6) pp.20-21
JIRE =2, KBIEE

3. Wﬁ/@%ﬂf:i@j ................................................ 1019
IMR ==—2A2 KINKEN 2006 SUMMER VOL.50 (2006.6) p.8

NS R



4. [Proceedings of the National Academy of Sciences of the United States of
America,ﬂ ................................................... 1020
Proc. of the National Academy of Sciences of the United States of America

FHEIE (2006)

5. TFE'D&EE@EJI ............................................. 1021
U527 (2006.8) pp.68-69
NINNEE=

6. [HALKR, FrgsEmE ARz AT RFRTE T /7T AZ— DR F 25 L%
g}ﬁfﬁﬁ‘ *’Cﬁﬁpjfﬁ—j ........................................ 1023
HftF /BT %A (2006.9.19)

7. [Preface of Series by the Editor-in-Chiefl]s«sssceeeeeeeccccacceennn 1025
Advances in Materials Research vol. 7
-Characterization of Corrosion Products on Steel Surfaces- (2006) Springer
Yoshiyuki Kawazoe

8. deSe @ﬁj\%ﬂﬁ’j‘/ﬁ[%j ..................................... 1026
IMR ==—>A KINKEN 2006 AUTUMN VOL.51
B -wtgeA 772 (2006.10)
A IRA

9. [HALK., §ERI 722 = E O A BaRFEfEIIZ T, Sily 77 AZ —TE e
DO ;ﬂ‘ _E\Zyjj .......................................... 1027
HfT /B %A (2006.10.19)

10. [HALK WO IIFIEE ”iéﬂ%@@?‘\ B3 E A IE O PR
— R IR, TR IR e eeevecececececcnaaasn 1030
HifkF /e %A (2006.1 1.17)

11. [ERFT /7 RA #FI AL~ A KBEOBE DT D [eeeeeeceass 1034
HfgF /e P2 BRI AL~<A No.59 "fREHDD" (2006.11.20)

12. [Simulation and Design of Half-metallic Ferromagnets /s« sssssceeee-- 1035
LB H T AR EMN T X —=2—2R Vol4(2006.11.22) p.4
Prof. Gour Prasad Das



13 T%ﬁ,ﬁ’c@:“j:ﬁ?(«lj ............................................. 1036
GBI T AR B X —=2—A Vol.4 (2006.11.22) p.6
mfEES X
14, [53 - BEARDOLEMIZEDIDIZHEIHSNLGN ? —ZEAFwICBITD
| s N i e R AR R R EE R RN 1037
TS 5% B 15 (2006) pp.3-7
JIHAS B3 AR /ML AT, ALILPEE, 7R T
15. Preface - Proceeding of The Second Conference of The Asian Consortium for
Computational Materials Sciences == cecceceececcecccccccccec. 1042
Comput. Mater. Sci., 36 (2006) pp.xi-xii
Vijay Kumar, Rodion V. Belosludov, Vladimir R. Belosludov and
Y oshiyuki Kawazoe
16. Special Issue on Advances in Computational Materials Science and Engineering
IV_Preface .................................................. 1 044
Mater. Trans., 47[11] (2006) p.2611
Yoshiyuki Kawazoe and Masanori Kohyama
17 Preface ..................................................... 1045
First Working Group Meeting on Clusters and Nanomaterials of
ACCMS (Asian Consortium for Computational Materials Science)
Sendai, Japan (2006.9.7-9)
Yoshiyuki Kawazoe
<2007 >
1. TJ?E}Z 18 Eﬁﬁt iﬁéﬁ&ﬁ/ﬁ%ﬁﬂk?& j ...................... 1046
sl ==—A %5 49 75 (2007.1.31) pp.3-4 REEKID
Tl AT
2. Special Issue on ACCMS Working Group Meeting on Clusters and

Nanomaterials _ Preface _e e e e e ceccccecec00000000000000000000000 1048
Mater. Trans., 48 [4] (2007) p.637

Jun-ichi Murakami, Yoshiyuki Kawazoe, G. P. Das, Hiroshi Mizuseki,

and Ryoji Sahara



3 . Preface .....................................................

1049
Foundation General Meeting of ACCMS-VO (Asian Consortium on
Computational Materials Science - Virtual Organization)
Sendai, Matsushima, Japan (2007.2.26-28)
Y oshiyuki Kawazoe
VIIL E 5
1. [Electron Transport in Nanostructured Systems - Ab Initio Study]« <<« 1051

Handbook of Theoretical and Computational Nanotechnology 10 (2006),
Chapter 3, pp.211-238

Y oshiyuki Kawazoe, Hiroshi Mizuseki, Rodion Belosludov and Amir Farajian

IX. RE-&5
1. TRMCAS CONCRETE AWARD 2006/

31st CONFERENCE ON OUR WORLD IN CONCRETE & STRUCTURES
Singapore (2006.8.16-17)



. FDih

B e et eeeeeeae e eeeeteae et eeeataneaeatetataaeaeeneaes
B K24 R B SE FTRE [ e v v vovoransnsnsesasansnsnens

A== B a—HF—FR L AT T[] eeeeeeecccercccnccccnnnnns




<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /None
  /Binding /Left
  /CalGrayProfile (Dot Gain 20%)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Error
  /CompatibilityLevel 1.4
  /CompressObjects /Tags
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends true
  /DetectCurves 0.0000
  /ColorConversionStrategy /CMYK
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedOpenType false
  /ParseICCProfilesInComments true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveDICMYKValues true
  /PreserveEPSInfo true
  /PreserveFlatness true
  /PreserveHalftoneInfo false
  /PreserveOPIComments true
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts true
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /CropColorImages true
  /ColorImageMinResolution 300
  /ColorImageMinResolutionPolicy /OK
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 300
  /ColorImageDepth -1
  /ColorImageMinDownsampleDepth 1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /ColorImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasGrayImages false
  /CropGrayImages true
  /GrayImageMinResolution 300
  /GrayImageMinResolutionPolicy /OK
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 300
  /GrayImageDepth -1
  /GrayImageMinDownsampleDepth 2
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /GrayImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasMonoImages false
  /CropMonoImages true
  /MonoImageMinResolution 1200
  /MonoImageMinResolutionPolicy /OK
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1200
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /CheckCompliance [
    /None
  ]
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile ()
  /PDFXOutputConditionIdentifier ()
  /PDFXOutputCondition ()
  /PDFXRegistryName ()
  /PDFXTrapped /False

  /CreateJDFFile false
  /Description <<

    /BGR <>
    /CHS <FEFF4f7f75288fd94e9b8bbe5b9a521b5efa7684002000410064006f006200650020005000440046002065876863900275284e8e9ad88d2891cf76845370524d53705237300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c676562535f00521b5efa768400200050004400460020658768633002>
    /CHT <FEFF4f7f752890194e9b8a2d7f6e5efa7acb7684002000410064006f006200650020005000440046002065874ef69069752865bc9ad854c18cea76845370524d5370523786557406300260a853ef4ee54f7f75280020004100630072006f0062006100740020548c002000410064006f00620065002000520065006100640065007200200035002e003000204ee553ca66f49ad87248672c4f86958b555f5df25efa7acb76840020005000440046002065874ef63002>
    /CZE <>
    /DAN <>
    /DEU <>
    /ESP <>
    /ETI <>
    /FRA <>
    /GRE <>

    /HRV (Za stvaranje Adobe PDF dokumenata najpogodnijih za visokokvalitetni ispis prije tiskanja koristite ove postavke.  Stvoreni PDF dokumenti mogu se otvoriti Acrobat i Adobe Reader 5.0 i kasnijim verzijama.)
    /HUN <>
    /ITA <>
    /JPN <FEFF9ad854c18cea306a30d730ea30d730ec30b951fa529b7528002000410064006f0062006500200050004400460020658766f8306e4f5c6210306b4f7f75283057307e305930023053306e8a2d5b9a30674f5c62103055308c305f0020005000440046002030d530a130a430eb306f3001004100630072006f0062006100740020304a30883073002000410064006f00620065002000520065006100640065007200200035002e003000204ee5964d3067958b304f30533068304c3067304d307e305930023053306e8a2d5b9a306b306f30d530a930f330c8306e57cb30818fbc307f304c5fc59808306730593002>
    /KOR <FEFFc7740020c124c815c7440020c0acc6a9d558c5ec0020ace0d488c9c80020c2dcd5d80020c778c1c4c5d00020ac00c7a50020c801d569d55c002000410064006f0062006500200050004400460020bb38c11cb97c0020c791c131d569b2c8b2e4002e0020c774b807ac8c0020c791c131b41c00200050004400460020bb38c11cb2940020004100630072006f0062006100740020bc0f002000410064006f00620065002000520065006100640065007200200035002e00300020c774c0c1c5d0c11c0020c5f40020c2180020c788c2b5b2c8b2e4002e>
    /LTH <>
    /LVI <>
    /NLD (Gebruik deze instellingen om Adobe PDF-documenten te maken die zijn geoptimaliseerd voor prepress-afdrukken van hoge kwaliteit. De gemaakte PDF-documenten kunnen worden geopend met Acrobat en Adobe Reader 5.0 en hoger.)
    /NOR <>
    /POL <>
    /PTB <>
    /RUM <>
    /RUS <>
    /SKY <>
    /SLV <>
    /SUO <>
    /SVE <>
    /TUR <>
    /UKR <>
    /ENU (Use these settings to create Adobe PDF documents best suited for high-quality prepress printing.  Created PDF documents can be opened with Acrobat and Adobe Reader 5.0 and later.)
  >>
  /Namespace [
    (Adobe)
    (Common)
    (1.0)
  ]
  /OtherNamespaces [
    <<
      /AsReaderSpreads false
      /CropImagesToFrames true
      /ErrorControl /WarnAndContinue
      /FlattenerIgnoreSpreadOverrides false
      /IncludeGuidesGrids false
      /IncludeNonPrinting false
      /IncludeSlug false
      /Namespace [
        (Adobe)
        (InDesign)
        (4.0)
      ]
      /OmitPlacedBitmaps false
      /OmitPlacedEPS false
      /OmitPlacedPDF false
      /SimulateOverprint /Legacy
    >>
    <<
      /AddBleedMarks false
      /AddColorBars false
      /AddCropMarks false
      /AddPageInfo false
      /AddRegMarks false
      /ConvertColors /ConvertToCMYK
      /DestinationProfileName ()
      /DestinationProfileSelector /DocumentCMYK
      /Downsample16BitImages true
      /FlattenerPreset <<
        /PresetSelector /MediumResolution
      >>
      /FormElements false
      /GenerateStructure false
      /IncludeBookmarks false
      /IncludeHyperlinks false
      /IncludeInteractive false
      /IncludeLayers false
      /IncludeProfiles false
      /MultimediaHandling /UseObjectSettings
      /Namespace [
        (Adobe)
        (CreativeSuite)
        (2.0)
      ]
      /PDFXOutputIntentProfileSelector /DocumentCMYK
      /PreserveEditing true
      /UntaggedCMYKHandling /LeaveUntagged
      /UntaggedRGBHandling /UseDocumentProfile
      /UseDocumentBleed false
    >>
  ]
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [612.000 792.000]
>> setpagedevice


