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59. Study of Electronic Structure and Thermoelectric Properties on Ba-Ga-Sn Clathrates
The Seventh General Meeting of Asian Consortium on Computational Materials Science -
Virtual Organization (7th ACCMS-VO)
Tohoku University, Sendai and Taikanso, Matsushima, Japan(2012.11.23-25)
No.PS-39 (Poster)
K. Akai, Y. Kono, K. Kishimoto, S. Yamamoto and S. Shimamura

60. First principles calculation of the enhanced conductivity of MnO; by Au-doping
The Seventh General Meeting of Asian Consortium on Computational Materials Science -
Virtual Organization (7th ACCMS-VO)
Tohoku University, Sendai and Taikanso, Matsushima, Japan(2012.11.23-25)
No.PS-40 (Poster)
L.J. Kang, J. L. Kang, M. W. Chen, H. Mizuseki and Y. Kawazoe

61. Theoretical and Computational Studies on Bi,Se; as a Topological Insulator
The Seventh General Meeting of Asian Consortium on Computational Materials Science -
Virtual Organization (7th ACCMS-VO)
Tohoku University, Sendai and Taikanso, Matsushima, Japan(2012.11.23-25)
No.PS-42 (Poster)
Ahmad Ranjbar, Hiroshi Mizuseki and Yoshiyuki Kawazoe

62. Theoretical Aspects of Gas Storage in Clathrate Hydrates for Realization
Sustainable Future
2012 MRS Fall Meeting
Hynes Convention Center, Boston, MA, USA(2012.11.25-30)
No.G8.05 (Oral)
Rodion Belosludov, Oleg Subbotin, Hiroshi Mizuseki, Vladimir Belosludov

and Yoshiyuki Kawazoe

63. Atomistic Level Description of Glass-transition Behavior of Zr-Cu-Al: Structural,
Dynamic and Thermodynamic Properties
2012 MRS Fall Meeting
Hynes Convention Center, Boston, MA, USA(2012.11.25-30)
No.NN5.07 (Oral)
Rodion Belosludov, Yoshiko Yokoyama, Dmitrii Louzguine-Luzgin,

Hiroshi Mizuseki, Yoshiyuki Kawazoe and Akihisa Inoue



64.

65.

66.

67.

68.

69.

Electronic Structures of Two-Dimensional Transition Metal Carbides and Nitrides: Mxenes
2012 MRS Fall Meeting
Hynes Convention Center, Boston, MA, USA(2012.11.25-30)
No.B12.30 (Poster)
Mohammad Khazaei, Masao Arai, Taizo Sasaki, Chan-Yeup Chung, Natarajan
S. Venkataramanan, Mehdi Estili, Yoshio Sakka and Yoshiyuki Kawazoe

Computational Materials Science for Hydrogen Storage
Summit of Materials Science (SMS2012)
Tohoku University, Sendai, Japan(2012.11.27-30) No.S10 (Oral)
H. Mizuseki

Molecular Level Description of Physical and Chemical Properties of Nanoporous Materials
with Applications to Energy Storage

2012 EMN Fall Meeting

Red Rock Casino Resort and Spa, Las Vegas, Nevada, USA(2012.11.29-2)

No.B31 (Invited)

Rodion Belosludov

First Principles Study of Hydrogen Storage in SWCNT Functionalized with MgH,
The 57th DAE Solid State Physics Symposium 2012
Indian Institute of Technology, Bombay, Mumbai, India(2012.12.3-7)
AIP Conference Proceedings, 1512 (2012) pp.344-345 (Proceedings)
R. Lavanya, K. Iyakutti, V. J. Surya, V. Vasu and Y. Kawazoe

Interaction of Carboplatin with SWCNT (10, 10): A First Principles Study
The 57th DAE Solid State Physics Symposium 2012
Indian Institute of Technology, Bombay, Mumbai, India(2012.12.3-7)
AIP Conference Proceedings, 1512 (2012) pp.406-407 (Proceedings)
V. J. Surya, K. Iyakutti, H. Mizuseki and Y. Kawazoe

Computational Approaches to Lithium lon Battery Materials
EHSRC Workshop 2012
Korea(2012.12.13) (Invited)
Sang Uck Lee



<2013 >
1. Present Status of Computational Materials Science
2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Invited)
Yoshiyuki Kawazoe

2. Introduction of TOMBO —~Development of Hydrogen Storage Materials~
2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Invited)
Ryoji Sahara, Hiroshi Mizuseki, Marcel H. F. Sluiter, Kaoru Ohno

and Yoshiyuki Kazwazoe

3. Theoretical Investigation of Graphene-M-Graphene (M=Cr,Fe) Intercalation
Nanostructures Using Density Functional Approach

2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Invited)
Hung M. Le. Yoshiyuki Kawazoe and Duc Nguyen-Manh

4. First-Principles Analysis of Hydrogen Storage Properties of Alkali-Doped
Organic Materials
2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Invited)

Hiroshi Mizuseki and Yoshiyuki Kawazoe



5. Ab Initio Design of Metal Catalysts and Compound Semiconductor Nanoparticles

for Energy Applications
2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Invited)
Vijay Kumar

6. Modulation of BN-C Hetero-Nanotubes by External Electric Fields :

A First-Principles Study
2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Poster)
Yunye Liang, Hiroshi Mizuseki and Yoshiyuki Kawazoe

7. First-Principles Study of Bi,Se; as a Topological Insulator
2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Poster)
Ahmad Ranjibar, Hiroshi Mizuseki and Y oshiyuki Kawazoe

8. Theoretical Prediction of Hydrogen Storage Materials for Sustainable Feature
2013 ACCMS-WGM Asia Consortium on Computational Materials Science - Working
Group Meeting on
"Computational Design of Materials for Energy Conversion and Storage"
National Taiwan University of Science and Technology, Taipei,
Taiwan(2013.1.16-18) (Poster)
N. S. Venkataramanan, H. Mizuseki and Y. Kawazoe



10.

11.

12.

13.

14.

First-principles Study of Mechanical Properties of Fe-based Alloys

The 1st Tsinghua Univ.-Tohoku Univ. Mini-Workshop in Tsinghua - International

Workshop on Energy Materials and Reliability
Tsinghua University, Beijing, China(2013.2.26-27)
Ying Chen, A. Seangdeejing, K. Suzuki and H. Miura

A First Principles Study of Electronic and Elastic Properties in Borides
MANA International Symposium 2013
Epochal Tsukuba, Tsukuba, Japan (2013.2.27-3.1) No.PM-7 (Poster)
R. Sahara, T. Shishido, A. Nomura, K. Kudou, S. Okada, V. Kumar

and Y. Kawazoe

Theoretical Study of Gas Storage Materials Based on Clathrate Hydrate
MANA International Symposium 2013
Epochal Tsukuba, Tsukuba, Japan (2013.2.27-3.1) No.PP-3 (Poster)
H. Mizuseki, R. V. Belosludov, O. S. Subbotin, V. R. Belosludov

and Y. Kawazoe

An Improved MCMC of Heisenberg-model as an Example of Reduced usage of FFT

MANA International Symposium 2013
Epochal Tsukuba, Tsukuba, Japan (2013.2.27-3.1) No.PS-10 (Poster)
Kazuhito Shida, Ryoji Sahara, Hiroshi Mizuseki and Yoshiyuki Kawazoe

Simulation Study of Gas Storage Materials Based on Clathrate Hydrates
The 3rd AICS International Symposium
RIKEN Advanced Institute for Computational Science, Kobe,
Japan(2013.2.28-1) No.3P (Poster)
H. Mizuseki, R. V. Belosludov, O. S. Subbotin, V. R. Belosludov

and Y. Kawazoe

Mesoscopic Modeling on Granular Magnetic Media
The 3rd AICS International Symposium
RIKEN Advanced Institute for Computational Science, Kobe,
Japan(2013.2.28-1) No.4P (Poster)
H. Mizuseki, K. Shida, R. Sahara and Y. Kawazoe



15. Water Solubility Difference from the Natures of (C,0H2sN303) Br
and (Cy0H23N303) NTT; Ionic Liquids.
The 3rd AICS International Symposium
RIKEN Advanced Institute for Computational Science, Kobe,
Japan(2013.2.28-1) No.61P (Poster)
O. Subbotin, R. Belosludov, R. Sahara, H. Mizuseki, V. Belosludov,
Y. Kawazoe and T. Nakamura
16. Atomistic Level Description of Molecular/Atom Nano-structures Deposited on
Si Surface
Japan-Russia CVD Seminar
Tohoku University, Sendai, Japan(2013.3.9) (Invited)
R. V. Belosludov and H. Mizuseki
17. Atomistic Level Description of Phase Diagram of Gas Clathrate Hydrates
with complex gas compositions
2013 APS march meeting
Baltimore, Maryland, USA(2013.3.18-22) No.C5.00004 (Oral)
R. Belosludov, H. Mizuseki, Y. Kawazoe, O. Subbotin and V. Belosludov
18. Ab-initio Study of Structural and Electronic Properties of thin Film and
Bulk Forms of Bi,Q; (Q=Se, Te) as Topological Insulators
2013 APS march meeting
Baltimore, Maryland, USA(2013.3.18-22) No.V1.00321 (Poster)
Ahmad Ranjbardizaj, Hiroshi Mizuseki and Yoshiyuki Kawazoe
V. fLE
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T =Nk 2 — HAgEERE, 25(2013.3) pp.47-53
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T =k 2 — HAgEERE, 25(2013.3) pp.55-60
HA-EME, —BR T, A)IE A —, BiaE
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<2011 £ >

I BB R FEREFESEH EWEIR O AEEHTT L
AAG @S2 2011 B 45 149 K&
Mo Ny g U Z—(2011.11.7-9) No.205 (Poster)
Ve, BTEsol =, & EKE, oK EH

<2012 4>
1. Fe-Si “Joaalli T 2% Si Akl o RHHIAE O R PR 1Bl 8 O
— A

A AL @4 2012 FH 55 150 k&
REIE[E SRS HAR S v v 73 4(2012.3.28-30) No.111 (Oral)
BHITHE, B

2. A==V a—T 4T VAT AOE
55 123 [ FALKRFe BRI ST S (2012 AERZ)
WALKRZ &R BRI AT(2012.5.23-24) No.37 (Poster)
FAEME, —BER T, BFEE2Ir, SJHESE, ERRRL, I\ —,
BRE, MAF—, A)IED, =HIER, KBS, JINKR3E

3. Adsorption of Ammonia Over CNT- a Mechanistic Study using 4b Inito Study.
T/ FEE 10 FIRE
KPR K5(2012.6.14-16) No.O-16 (Oral)
Abhijit Chatterjee, R. Venkataraman and Yoshiyuki Kawazoe



10.

A Nanometer-Scale Spectroscopy using Near-Filed Detection Through Nano-Holes
TR 10 [IRR
KPR AR (2012.6.14-16) No.0O-22 (Oral)
I, KBRS, JIAS RS

The Silicene Sheet and Silicene Nano Ribbons under the Electric Fields:
A First-Principles Study

T R 10 BIRE

KPR K5(2012.6.14-16) No.P1-28 (Poster)

Y. Liang, H. Mizuseki and Y. Kawazoe

Ab initio Calculation of Anticancer Drugs Encapsulated for Drug-Delivery
TR 10 BIRE
KPR (2012.6.14-16) No.P2-21 (Poster)
N. S. Venkataramanan, R4, /KEAE, JINE 3, MEHESEM, 2 HE,
KA EW

First-Principles Study on New Hydrogen Storage Nanomaterials
TR 10 BIRE
KPR (2012.6.14-16) No.P2-61 (Poster)
KB, 2R 5E ., V. Wang, N. S. Venkataramanan, G. Chen, JI[75E &

An Extended Version of Bootstrap Percolation Model.
T/ FEE 10 FIRE
KPR (2012.6.14-16) No.P2-63 (Poster)
SHRA, s, KBEEE, IR E

Theoretical Study of Electronic and Transport Properties of Atomic Nanowires
Deposited on Silicon Surface

TR 10 BIRE

KPR K5(2012.6.14-16) No.P2-65 (Poster)

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

Development of All-Electron Mixed-Basis 4b Initio Program TOMBO and
Application for Developing Hydrogen Storage Materials

TR 10 BIRR

KPR H2(2012.6.14-16) No.P2-66 (Poster)

e Jas =, KEATEER, Marcel Sluiter, KEF 2285, JIE &
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15.

16.

17.

JRFET NV E WU 3 SR R
KB BB OBAE & ARk -5 5 BRERSEFY—T v a v -
WAL KRZ &R EMFSERT(2012.7.30-2012.7.31) No.15 (Oral)
AKES1EE, A, Suvitha, S, IR

Theoretical Investigation of Grain Boundaries in Multicrystalline Silicon
KB BB OBIE L RK -5 5 BEEREFY—7 v a v -
WALKRZ &R EHFERT(2012.7.30-2012.7.31) No.76 (Poster)

Hiroshi Mizuseki, Ambigapathy Suvitha, Ryoji Sahara

and Yoshiyuki Kawazoe

B T VEBICEE DWW 2R R FLETEIC K D G E LAY ORF5E
TS - L—Y— B LORERMIET X D o T4 ek o 57 i B
o T RMFERESERT, 251(2012.7.30-31) (Oral)
/NI BT, N2

Light elements dissolved in a iron: A Density Functional Theory study
H ARG B Y42 2012 Fk391 25 151 K&
TR RF WAk F v > 78 2(2012.9.17-19) No.465 (Oral)
Souissi Maaouia, Chen Ying and Numakura Hiroshi

v U TOVEBR AT T A FELETEIZ X DB LA D4
55 6 [l TR ERm S
HRRZ AR v o278 2(2012.9.18-21) No.1P-093 (Poster)
/NI FETT, N2

e o oeFE- B —REFEIC L 205
AAaRRER 5172 ZB S 24 RIEES IS
WYER BT STAERE, B (2012.10.29-30) (Oral)

Souissi Maaouia, Chen Ying and Numakura Hiroshi

First-principles Calculation of the Mechanical Properties of Dilute Si in Fe-Si Alloy
AaREX % 172 ZB & 24 BIERS-RER
WE MBI IeREAE, 5194 (2012.10.29-30) (Proceed)
Ying CHEN, Arkapol SAENGDEEJING and Tetsuo MOHRI



18. First Principles Calculations of Positive Electrode Materials in Ni-MH Battery
2 53 [AIFEMRET S
BV R AR S — A — 7, f&f](2012.11.14-16) No.3E24 (Oral)
M RIRSR, KA, & T, 15

19. Impact of Surface Morphology on the Reaction Dynamics of Pt/water Interface
55 53 [ AR =
BV R AR S — A — 7, f&f](2012.11.14-16) (Oral)
Y. Qian, Y. Zhao, M. Otani, T. Ikeshoji

20. RERARKIEKE Y v 27T A TOMBO (2 X 5 /KFZERFHEAME D BR%E
%11 E AARESEFSHACHI RS
WAL RF R & < B3R —/1(2012.12.13) No.P-2 (Poster)
Ve s~ K BATE LR, Marcel Sluiter, KEF72>3 %

<2013 &>

1. A—X—NEZEMDFTIEEZHWEANA T Uy REFFIVI 2L — g
A—/N—a L Ba—FT—7 3 v 7 2013
HARBL AT IR = 7 7 Lo Ak v #Z—(2013.1.22-23) (Invited)
VAT

2. Theoretical Study of Light Elements Dissolved in Bee Iron
M ORI & BEREME S 133 TR R 5 216 MIER AR - HER
HORBERL R PE4243(2013.1.25) (Oral)

Souissi Maaouia, Chen Ying and Numakura Hiroshi

3. HREEEICKAMEITCETEBR LI —T A N ORS R ERE ORI
Fepk 24 Er“ TARFESFACSER HAft e £
HALKRZ JIINF v > 7$A(2013.3.9) No.V-29 (Oral)
R BTG, KB, JI1¥SE =2, Abhishek Kumar Singh

4, NATY v FEFHEBIECE DT AL AMBO AL F A r—Lv I al— gy
Wk 24 4R TR ZWiE & 45 HPCI v A7 AR SR PRS2
AL Ty LA H—, HH(2013.3.14-15) (Poster)
FAET], KEEM1-, W8 &



5. ZEMEFGVEE RO ZAK A S=1 A B~V SRR
HAM B2 5 68 HIMFER RS
JRE K BN ¥ v 73A(2013.3.26-29) No.27pXW-10 (Oral)
HEpE AL, RRECETS, YOEm

6. [EREMERLNE L EMKREDORmAEE U LiA 4 OBENCEET 5

BT R A B 5 — JFE MD

HAM B2 5 68 HIMFER RS
JR B K BN ¥ > 73A(2013.3.26-29) No.28pXZB-7 (Oral)
BIAE ], KEEM 7, W EA, /IMRsE, BRASE

7. ZBHXME G T 7 7 A MO LiJERIZEET 5

AT Yy FEFEHRI 2 b— g0
HAME 2 5 68 HIFER RS
JR B RS BN ¥ > 73A(2013.3.26-29) No.28pXZB-9 (Oral)
EF /A, BIAER], KREEM+, HARSE, IR

8. 77774 FHHEELIEBICETANA 7Y vy FEFHFRYI 2L —va
HAM B2 5 68 HIFER RS
JE B RS BN % > 73A(2013.3.26-29) No.28pXZB8 (Oral)
KEEMT, BIASE], WA, /s, BFRAE, LR H

he

NEAERIEICIAERY ) =tz o7 oERL
HAM B2 5 68 HIFER RS
JR B RS BN ¥ > 73A(2013.3.26-29) No.29aEP-5 (Oral)
g FEL{FR 7

10. First-Principles Study of Fe/TiC Interfaces:Local-Stress and
Local-Energy Distribution
H ARG R4 2013 FH 55 152 K&
HORHIARL RS Y v o 28 2(2013.3.27-29) No.S3 - 10 (Keynote)
Vikas Sharma, #FILIERE, HYPEE, HER B, AiGE ]

1. &R0 HBAT XX —FHRIZET 2B %:Fe-Si 2L LT
H ARG B 54 2013 B %65 152 kK&
HORUFRRL RS AT 26 v 02X 2(2013.3.27-29) No.262 (Oral)
B350, Arkapol Saengdeejing, $5ARMF, —JHioeA, EFIE 1



12.

13.

14.

15.

16.

17.

First-principles Study of Dilute Solution of Boron in o Iron
H ARG R4 2013 FH 55 152 K&
HORUFRRL RS AR 26 v o2 ¥ 2(2013.3.27-29) No.263 (Oral)
Souissi Maaouia, Chen Ying and Numakura Hiroshi

Ni-MH &M IEBOFH — R S v I ab—Ta v
HAG RS2 2013 F 4 152 K&
HORUPRRL RS T 26 v ¥ 2(2013.3.27-29) No.310 (Oral)
MEFIRR, KASE, 2 Fiuth, e, [BETR, 8 H &R,
PriE—

&AL~ 2 H o RIETTOA A RO FERFE O BRFR ST
55 60 ISR 2B PR
FRZS )1 T ALK (2013.3.27-30) No.27p-B7-5 (Oral)
B B, AR FIA

B EL A A — 712 K D %R dn Si RIS O BB RO & S Al
55 60 [RGB P S BRI S
FRZS )1 TR K 5(2013.3.27-30) No.30a-A4-9 (Oral)
BEMERE, ERE N, 5%, SLEEA, MRS, KEFHR,
TEARA AL, FHETERME, Kok —RR

7 Z A L— kY8R Ba-Ga-Sn D FAEE kT 5 Ge BHAZN I DEHE
55 60 [B1 L P B2  H
FRZ3)1 TRFK2(2013.3.27-30) No. 29a-PB4-4
IRHSETR, JFAE, Ek, NI, (LASE R

Solid-solution and Solid-solid Interface Structure and Electron Transfer Reaction:

the World from the First Principles Simulations
BRALFRAINLH 80 JEF LR =
HALKE IS v > 732 (2013.3.29-31) No.2D10 (Invited)
HUEEIIES
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<2012 4>
1. HAER&WHEHA N2> & x HEMG
TAEHTHE(2012.4.16)

2. WFFEBRA%E - kil ACCMS [HEBEHE (e T3 H Bk
PR PEFEFH(2012.10.31)

VII. #EEBHRMERTLE

<2012 4>

1. RHEMEFFORRLS
IMR = = —>A KINKEN, Vol.68 2012 Summer(2012.6)
JIRERSE

2. Atomistic Level Description of Phase Diagram of Clathrate Hydrates
IMR KINKEN Research Highlights 2012 (2012) pp.21-22

Hiroshi Mizuseki

3. Invention of New Materials by Supercomputer
IMR KINKEN Research Highlights 2012 (2012) pp.67-68
Ryoji Sahara

4. FKFEEFHA T 2 MEIO S — PR
T R, 10[2] pp.79-83
KB R, R 2, IR BaE

5. B—REFHEICLDOR T U EMAINULIC A —R T ) fEERD
KSR RE R A
KFET RN — AT A, 10[2] pp.324-327
R s, KB 1R, IR Bg



VIII. &£

<2012 &>

1. Structural Properties of Cement Clinker Compound by First Principles Calculations

Molecular Modeling for the Design of Novel Performance Chemicals
and Materials(2012) pp. 345 -357

Ryoji Sakurada, Abhishek Kumar Singh and Yoshiyuki Kawazoe

2. First Principles Modeling of the Atomic and Electronic Properties of

Palladium Clusters Adsorbed on TiO, Rutile (110) Surfaces

Molecular Modeling for the Design of Novel Performance Chemicals
and Materials(2012) pp. 359 -374

Palanichamy Murugan, Vijay Kumar and Yoshiyuki Kawazoe



