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BEEBXtEY Y- KSHE

Yokohama Media & Communications Center, Meeting Room L

P DO
Morning Oral Session

JER R H Ml (BT ERS)
Chair : Yuhki TSUKADA (Nagoya University)

10:00-10:40 Invited L-15-001
SimpEE M BIDEIREBE LB a2 —
23U, BLXOITFUPIVX - A2 TAITAY
O Z i DE) $ A4 & BRFF / Activities and
Expectations on Computational Simulations and
Materials Informatics Techniques for Creation of
Advanced Functional Materials

wH E-Y (”a‘ﬂﬁ"ﬁﬁlﬂﬂ%’ﬁiﬂﬁ 22N b
BHZEHANE IR G, Y BBIT PNV A ML I R—Y g~
Ty NI+ — A YCAMM T # — 5 A)

Shinichi HIGAT***? (Y Murata Manufacturing Co., Ltd.,
Y Research Association of High-Throughput Design

and Development for Advanced Functional Materials,
¥ AIMaP, ¥ CAMM Forum)

10:40-11:00 L-05-002
Material informatics: the current state and the
future vision form a software perspective

Abhijit CHATTER]JEE (DASSAULT SYSTEMES
BIOVIA)

i D

Morning Oral Session

JER M H 45— (R HEERT)

Chair : Shinichi HIGAI (Murata Manufacturing Co., Ltd.)

11:00-11:40 Invited L-15-003
BEtBRMZBICE DR T— Y8 : T— 5B
B RHRZEICEIT T / Statistical Machine Learning
for Grain-boundary: Toward Data-driven Materials
Discovery

Bl B (Ve R TERFEWTER TE -
MEHFTE 1‘%1‘% B AT - MRS, Y TST
&V

Masayuki KARASUYAMA' (Y Department of
Computer Science, Nagoya Institute of Technology,
Y Center for Materials Research by Information

Integration, National Institute for Materials Science,
¥ JST PRESTO)

11:40-12:00 L-05-004
WRREDBFRIAINF—DEENIDRAT—STIVE
FR: E—FEAEOHRWEEET Y / Fast and
scalable prediction of local energy at grain
boundaries: Machine-learning based modeling of
first-principles calculations

HAS  JEY. Bl B Mk 58P,

I wm—U MR R A Rt OzakR
TEEREFRFE TSR 2 W - R IFZE kRS, ¥ JST
SEHF, VEH TR, VB

Tomoyuki TAMURA'? |

Masayuki KARASUYAMA"™  Ryo KOBAYASHI"?
Ryuichi ARAKAWA", Yoshinori SHITHARA"

Ichiro TAKEUCHT'® (¥ Nagoya Institute of
Technology, ? National Institute for Materials Science,
Y PRESTO, JST, ¥ Toyota Technological Institute,

¥ RIKEN)

PO
Afternoon Oral Session

JEE D R R

Chair : Koretaka YUGE (Kyoto University)

15:40-16:00 L-05-005
Al-Mg-Si=ZxRE8ED=Z1—3) - %Y N T—2Hi5
/ A neural-network potential for Al-Mg-Si ternary
alloys

bk 35 Daniele GIOFREY, Till JUNGEY,
Michele CERIOTTIY, William a. CURTIN® (V4412
TEERFRFBE TR, 2 YRR R ek

¥ EPFL)

Ryo KOBAYASHI"”, Daniele GIOFRE?, Till JUNGE?,
Michele CERIOTTI?, William a. CURTIN® (Y Nagoya
Institute of Technology, » National Institute for
Materials Science, ® Ecole Polytechnique Federale de
Lausanne)

16:00-16:20 L-05-006
FEZ1—SNW3Y NI—ORTFIIvIVERWET
JU X hERRIEEDERHT / Investigation of compact
dislocation core structure in Aluminum by deep
neural network atomic potential.

W (EEBAIEIIRE)
Hideki MORI (College of Industrial Technology)
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PO
Afternoon Oral Session

R AR M (HARIE T T 72 B Ss e A )
Chair : Tomohito TSURU (Japan Atomic Energy
Agency)

16:20-17:00 Invited L-15-007
TI—ZX7 14—V RERIZKBDHBE ROV IVT 94
FZRES I 1L —2 32 / Simulation of martensitic
transformation in steels by the phase-field
method

BH RS, A BeEY. B MY QB
FRFBE TR, YRR PR, & X A0T)
Yuhki TSUKADA' |, Toshiyuki KOYAMA",

Yoshinori MURATAY (Y Graduate School of
Engineering, Nagoya University,  JST, PRESTO)

17:00-17:20 L-05-008
Phase-Fieldi&ICEBREMD -y Vv THERE(IC
H1T5y HRERKICEHT S EHKER | RBRFEAND
5B / Computational Experiments of 0 -y phase
nucleation upon 6 -y Massive like
Transformation in Carbon Steel by Phase Field
Modeling: A Possible Explanation for
Experimental Evidences

e Y, HE BAY, 2l HEY (VRS
KR T2ARF2eRE JIAE - BEREAIR T8k, P77 4 ~
73y s Aty y— (JFCC) F / HEEWFFET. * 58
R REBE LW 7eRE MR A28

Hiroki FUIIWARA", Masato YOSHIYA'?

Hideyuki YASUDA? (Y Department of Adaptive
Machine Systems, Osaka University, 2 Nanostructures
Research Laboratory, Japan Fine Ceramics Center
(JFCC) , ¥ Department of Materials Science and
Engineering, Kyoto University)

17:20 ~ 17:30 Break

PO
Afternoon Oral Session

WR: 749X =2 UbA 7 (T74 €TI0 7 Aty 5—)
Chair : Craig FISHER (Japan Fine Ceramics Center)

17:30-17:50 L-05-009
F—REHEICKDIMREI—T 1 VI RXTLMH
DT VEYT A VIV T TODERISHANDRE /
Evaluation of Thermal Materials Properties and
Their Influences upon Thermal Cycle of
Environmental Barrier Coatings by First-Principles
Calculations
a9 #EY. MR ERD. EHE EAY VKB
e THBRER ARk - BERRAIL TN, Y7 7 4
kI 3Iv s Akyy— (JFCC) F / ks gerT)
Yusuke SUMI", Tatsuya YOKOI",

Masato YOSHIYA" (Y Department of Adaptive
Machine Systems, Osaka University, ? Nanostructures

Research Laboratory, Japan Fine Ceramics Center
(JFCC))

17:50-18:10 L-05-010
MEBERBMHE L TFe;Ga &GaFeMERBREE—R

EE+E / New Thermoelectric Materials Fe;Ga and
GazFe: DFT Calculations and Experiments

Y vk, oy vk ¥z R GRilERY T
R ARERERE)
Yoshiki BANDO, Wilfried WUNDERLICH (Tokai

University, Faculty of Engineering, Material Science
Department)

18:10-18:30 L-05-011
F—EEFEICEDRMDARNTIS,DBNFNREM
R UEEM / Thermodynamic Stability and
Thermoelectric Properties of Impurities Doped
TiS, by ab initio Calculations

A Ak I Ty al EE BAY (VK
WOk Kb TmrZept JnE - MmeaR Taeding, 27 7
A5 3Iv 7 Xty — (JFCC) T/ fEsEmrEiT)
Kazushi FUTIMOTO", Susumu FUJII",

Ashim Kumar SAHA", Masato YOSHIY A"

v Departmgnt of Adaptive Machine Systems, Osaka
University, 2 Nanostructures Research Laboratory,
Japan Fine Ceramics Center (JFCC) , Nagoya, Aichi,
Japan,)

1286 H (k)
December 6 (Wed.)

BEBBXtE Y- RZHE

Yokohama Media & Communications Center, Meeting Room L

‘PR DFB
Morning Oral Session

JEE MBR SR (TR LR
Chair : Ryo KOBAYASHI (Nagoya Institute of
Technology)
9:30-10:10 Invited L-16-001
BFIaAL—23a 2 DHDOMBIT—5 6 /
Topological Data Analysis for the Molecular
Dynamics Simulation

R AL (AR ATRSET, Y JST S 459)

Takenobu NAKAMURA' (" National Institute of
Advanced Industrial Science and Technology,
¥ PRESTO, JST)

10:10-10:30 L-06-002
IS 7BHEMDZEERW=EASA MDD AFFH
$EDRIFMIERIT / Systematic analysis of cation
distributions in aluminosilicate frameworks using
graph theory and molecular dynamics
T4 Tx—= VAT NI BB fEek B (—
WMREANT 74 2T I v 7 Aty 5 —F 7 W&
ZEHT)
Craig A. ]J. FISHER, Takafumi OGAWA,
Yukichi SASAKI (Nanostructures Reseah Laboratory,
Japan Fine Ceramics Center)

10:30-10:50 L-06-003
EI3SFEhFEERWVSIHHEANRICHITDE
FEIRERDIKRIEEDEERR / Suppression of
Lattice Thermal Conductivity by Si Symmetric Tilt
Grain Boundaries by Perturbed Molecular
Dynamics

R TV R U ROE RV ER BEAY (UK
WK Kb TAEmF7eRt AnE - BEAERI L Topding, ¥ 7 7
4% F3Iv 7 Rk y— (JFCC) F /W& RFZeiT)
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Kohei FUNAI", Susumu FUJII", Tatsuya YOKOI",
Masato YOSHIYA'" (Y Department of Adaptive
Machine Systems, Osaka University, ? Nanostructures

Research Laboratory, Japan Fine Ceramics Center
(JFCC))

i D

Morning Oral Session

JER NS A (BHURES)
Chair : Takao KOTANT (Tottori University)

10:50-11:10 L-06-004
BZEEDO#EMENSEZDFEIREDRBEE
Potential Energy® %3 / Microscopic Geometry
Rules Structure/Potential-Energy Correspondence
in a Thermodynamic System

SHL R (RHRRSE KRB LA 7ERt MR Do)

Koretaka YUGE (Department of Materials Science
and Engineering, Kyoto University)

11:10-11:30 L-06-005
N ZN—Ty NE—RE T 7+ / V518 / High-
throughput first-principles phonon calculations

Wtk gV, mH 9 (VRERKSEESISM., YRR
R B LA FE R B 2 20)

Atsushi TOGO", Isao TANAKA" (" Elements
Strategy Initiative for Structural Materials, Kyoto
University, 2 Department of Materials Science and
Engineering, Kyoto University)

11:30-11:50 L-06-006
ZRREBEMDO I RIVF— EBEDITIRIERTN LK
77 / Energetics and structure of binary oxides
with various exchange-correlation functionals

Hif BB, B OMLZY, MBS . Eh 39,
Il Y O TR v 5 —, P -
FRIRERERE. SO AR, RO TR, O
IREERE, Y774 kT I v s ALYy —)

Yoyo HINUMA"™¥ | Hiroyuki HAYASHI”

Yu KUMAGAI* | Isao TANAKA**

Fumiyasu OBA*¥ (Y Center for Frontier Science,
Chiba University, ? National Institute for Materials
Science, ¥ Kyoto University, Y Tokyo Institute of
Technology, * Japan Science and Technology Agency,
6>]apan Fine Ceramics Center)

FiRDEB
Afternoon Oral Session

JERE AR R O SERUAN RS
Chair : Hideki MORI (College of Industrial Technology)

13:00-13:40 Invited L-16-007
BFREOE—RIBEICEDL BEMHEONZEE
Fl / Prediction of mechanical properties of
structural materials based on the first principles
calculation of lattice defects

Bl HEA EN )5 AR (VR - R Se R, YR

[TONCENI PR 8 R ST S 14Ut (9a)

Masato WAKEDA"Y, Shigenobu OGATA*® (Y National

Institute for Materials Science, ¥ Osaka University,
¥ Elements Strategy Initiative for Structural Materials
(ESISM) , Kyoto University)

_96_

13:40-14:00 L-06-008

F—FIESHEERRICEDOIMoSENFREBIEICET D
fft5E / First-principles and experimental study on
interfacial fracture in Mg alloys

B Y. i Y (VU (E) HARE T JIRFSe B %
HekE, P () WE - MOEFZEREHE)
Tomohito TSURUY, Hidetoshi SOMEKAWA? (VJapan

Atomic Energy Agency, ? National Institute for
Materials Science)

14:00-14:20 L-06-009

Ni;AIB X UNi;VORMTREREEDSE —[FIEEE /
Substitutional Behavior of Ternary Elements in
Nis;Al and NizV from First-Principles Calculations

B fEERL RRIE BE. WO OMERE. B AR CRBRUEF
4?(%#(%1‘71:1%5% )

Tokuteru UESUGI, Masaru INAGAKI,
Yorinobu TAKIGAWA, Kenji HIGASHI (Graduate
School of Engineering, Osaka Prefecture University)

14:20 ~ 14:40 Break

PR DR
Afternoon Oral Session

PR T HEE RS RARRE)
Chair : Atsushi TOGO (Kyoto University)
14:40-15:20 Invited

L-16-010
BRAROTZHA MBI DBBRRMNEEEERIC K
SHDEHEDHN / Theoretical and Experimental
Study of Inversion Symmetry Breaking by Oxygen
Octahedral Rotations in Layered Perovskites

R S (FUMNKRFR B L0278 k)

Hirofumi AKAMATSU (Graduate School of
Engineering, Kyushu University)

15:20-15:40 L-06-011

F—FRIEEEICLDMoS,-MoSe, ANTFORERBEICH
\THETF - IZHMMDIERBK7EM / First Principles
Calculations of Rotation Dependent Modifications
of the Electronic and Optical Properties of MoS,-
MoSe, Layered Heterostructure

B 7Y AV HR BEAY (VRIKS KT
JeRb Ak - BRBEADR THHK, Y7 74 v T Iy 2R
¥ % — (JFCC) ¥ / fhi&mt7emn)

Ashim Kumar SAHA", Masato YOSHIYA'?

(Y Department of Adaptive Machine Systems, Osaka
University, ¥ Nanostructures Research Laboratory,
Japan Fine Ceramics Center (JECC))

15:40-16:00 L-06-012

F—FIEEHEICKDLa;Ni,O,DEHERNESZEEEE
#8857 / Metal-Insulator Transition Induced by
Biaxial Compressive Strain in La;Ni,O;: A First-
Principles Study

YR D, R Em. Res Y. R Y
VR TR B AR e 7 0 v 7 4 7Rk
e, 2 MR TFseks 1o b= E M.
VR TR IR > & —)



Yasuhide MOCHIZUKI", Hirofumi AKAMATSU",
Yu KUMAGATY, Fumiyasu OBA" (Y Laboratory for
Materials and Structures, Institute of Innovative
Research, Tokyo Institute of Technology,

? Department of Applied Chemistry, Graduate School
of Engineering, Kyushu University, ¥ Materials
Research Center for Element Strategy, Tokyo
Institute of Technology)

16:00 ~ 16:10 Break

PO
Afternoon Oral Session

JER D BAS REEE CRBRFF S REF)

Chair : Tokuteru UESUGI (Osaka Prefecture University)

16:10-16:30 L-06-013

BEERICBITDF VU TPHERONY R¥+ v TEL
ERRMADE—RBETHE / First-Principles Study of
Carrier-Induced Band-Gap Variation and Point
Defects in Zn3N,

D0 RN = SN/ A 0" SN N S [

K 93!%‘” (”ﬁ}? TIERFR AP R 7E e 7 1

/74' THERZERT, YR LRI RIS e £ >
-)

Kou HARADA", Yu KUMAGAT?,

Hirofumi AKAMATSU", Kosuke MATSUZAKI”
Fumiyasu OBA" ¢ Laboratory for Materials and
Structures, Institute of Innovative Research, Tokyo
Institute of Technology, ¥ Materials Research Center
for Element Strategy, Tokyo Institute of Technology)

16:30-16:50 L-06-014

EFEEEMHLLTODNFREEIZ ST DLINLEIEEE) /
Li migration near solid-electrolyte LLTO grain
boundaries

Al HEREY, HA Y. MR 38 BB Y
(V&b R TR RF b TR, Y WE - MRS
HEAE)

Yuuki MOTOYAMA", Tomoyuki TAMURA',

Ryo KOBAYASHI", Shuji OGATA" (" Nagoya
Institute of Technology,  National Institute for
Materials Science)

16:50-17:10 L-06-015

F—REAHEICKDIFERORNERHRE F—EV IR
5 / Defect Formation and Doping Limits in
Semiconductors: A First-Principles Study

A EEY RH sV, En &Y. R s
Kby SEE? (VR TR R R EAN R RS b 7 1
T4 T RRFZET. PR LR T R IR g v
57— VUMK FRF B L FE b AL 3 M)
Nobuhiko NISHIYA", Kou HARADA",

Yu KUMAGAT?, Hirofumi AKAMATSU"
Fumiyasu OBA" @ Laboratory for Materials and
Structures, Institute of Innovative Research, Tokyo
Institute of Technology, ¥ Materials Research Center
for Element Strategy, Tokyo Institute of Technology,
¥ Department of Applied Chemistry, Kyushu
University)

17:10-17:30 L-06-016

FE-REHBICSOSHMEAN T EEBIL0;2RELS

BBERTHRFFE & REEXEER / Material Design of

Oxide-lon Conductor Er-Stabilized Bi,0; by

Selective Doping for Improved Long-Term

Stability at Moderate Temperatures

s B N L S SN YU

S NN/ I Vo N I T3 N

Rong HUANG” . Donglin HANY, #5 H?,

EEIFP D (VUPE - BRI ZERERE A R R S -
BRI, Y774 kT I v Ry y—, U

BOR KRB T 24056k, Y JST & &2%F. ¥ School of

Information Sciene & Technology, East China Normal

University)

Kazuki SHITARA"™ | Takafumi MORTASA®
Akifumi SUMITANI® , Atsuto SEKO"™"

Hiroyuki HAYASHI* , Yukinori KOYAMA"

Rong HUANG®, Donglin HAN?,

Hiroki MORIWAKE', Isao TANAKA'* (" Research
and Services Division of Materials Data and Integrated
System, National Institute for Materials Science,

? Nanostructures Research Laboratory, Japan Fine
Ceramics Center, ¥ Department of Materials Science
and Engineering, Kyoto University, ¥ JST PRESTO,

% School of Information Sciene & Technology, East
China Normal University)

12B5H (X)
December 5 (Tue.)

BREERXtE Y — BEXHR—

Yokohama Media & Communications Center, Hall

RAY—tyav

Poster Session

13:20-15:20 L-P5-001

Za—3I)b3xY FD—OBERICHITDICHIEDT
R / Effects of stress-matching on the quality of
neural-network potentials

B EAEY. MR sEY. mR kY. B BEY
VbR TR R TR, Y WE - MR
FEHE)

Hiroki NAKASHIMA" , Ryo KOBAYASHI"?,
Tomoyuki TAMURA', Shuji OGATA" (Y Nagoya
Institute of Technology, ? National Institute for
Materials Science)

13:20-15:20 L-P5-002

BREHOHAEIRIF—EEERDOBE /
Relationship between Threshold Energies of
Impact lonization and Recovery Rate

[N IR NIV DN RN TR NI | Py B | b
(VELRRHRY: B, Y ISAS/JAXA)

Kikou YAMAGUCHI"?, Daisuke KOBAYASHI?,
Tomoyuki YAMAMOTOV, Kazuyuki HIROSE'?

(Y Faculty of Science and Engineering, Waseda
University, 2 ISAS/JAXA)

13:20-15:20 L-P5-003

BE S NENAIDRRBERETDOETE#HEER / Crystal
Structure Analysis of Irradiated Ni;Al using
Molecular Dynamic Simulation

7 wnisodwAg
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ENTE FIF4 FoaAvE UV g 7l

(VFIERF R BB T e R, Xk FE 70 v 7 4
TR TR v 7 —)

Ahmad ehsan MOHD TAMIDI,

Yasushi SASAJIMA'? (Y Graduate School of Science
and Engineering, University of Ibaraki, ¥ Frontier
Research Center for Applied Atomic Sciences, Ibaraki
University)

13:20-15:20 L-P5-004

REHDYYTHWEREICEITS 0 BENISD y B
ERBFDICHENDEZEN / Quantitative Analysis
of Stress Relaxation during y -nucleation in o
-matrix Phase upon Massive-like Transformation
Carbon Steel

KHREY. R B, HR BEAY, W HEY
(VKBRS TR AR - BRERIR T

Hg, ”774 vtk53Iv 7 Rkyy— (JFCC) F
TERFZEA, YRR KRk TR AR TR )

Shoma YONEDA", Hiroki FUJTWARA"

Masato YOSHIYA' | Hideyuki YASUDA?

(Y Department of Adaptive Machine Systems, Osaka
University, 2 Nanostructures Research Laboratory,
Japan Fine Ceramics Center (JFCC) , ¥ Department of
Materials Science and Engineering, Kyoto University)

13:20-15:20 L-P5-005

Za1—=3I) -2y NIT—=DICLDBEEMA =S M
BOEREFREHS / Neural-network as a correction
to classical interatomic potential for Li-ion battery
materials

v—F FREAV. AR Y. HN REY

B BHY ORI RERE R TR, Y
B - AR FERRAE)

Tasbir ULLAHY, Ryo KOBAYASHI*?,

Tomoyuki TAMURA', Shuji OGATA" (Y Nagoya
Institute of Technology,  National Institute for
Materials Science)

13:20-15:20 L-P5-006

B3RO BIEEDIER / Origins of
Hierarchical Structures of Quasi-Ternary Sulfide

hEF Wb, AR UEEV. EE ED. HE EAY

(VKBRS Kb TEmr7e Rt JIhe - B Ae A1 T,

V7540853 v sy — (JFCC) + 7 Hr&HIZenT)
Takahito NAKANO", Kohei FUNATY,

Susumu FUJIIY, Masato YOSHIYA' (Y Department

of Adaptive Machine Systems, Osaka University,

? Nanostructures Research Laboratory, Japan Fine
Ceramics Center (JFCC))

13:20-15:20 L-P5-007

Res;Fes0,,DEFIAREEZHT / Electronic structure
analysis of Re;Fes0;,

G UKL AR Nz (AR EHORSE BT A e )

Kotaro SHIMAZU, Tomoyuki YAMAMOTO (Faculty
of Science and Engineering Waseda University)

13:20-15:20 L-P5-008

2 TRBEMPDOBEZILDOE—RESTE / First-
Principles Calculations of Oxygen Vacancies in
Binary Oxides

_98_

A BV, RS &Y. R A, B AR

Kby SHHE (VU TR AT gk 7 0
Y74 T HRHIRRERT, R TR T RS
s — TR

Masahiko ARAKI", Yu KUMAGAT”, Kou HARADA",

Yoyo HINUMA?, Fumiyasu OBA" v Laboratory for
Materials and Structures, Institute of Innovative
Research, Tokyo Institute of Technology, > Materials
Research Center for Element Strategy, Tokyo
Institute of Technology, ¥ Chiba University)

13:20-15:20 L-P5-009

Lag/s.LisTiO3IC 81T D ErrEE L LIREE DTERE /
Correlation between local structure and Li
diffusion in Lay/s,Lis TiO

HHIE Y HA kY s R Y
%%)EEI%#{%?(%I’EI%M 71=+ YW - MRS

Hiroki KASUGAI”, Tomoyuki TAMURA?,
Ryo KOBAYASHI"?, Shuji OGATAY (Y Nagoya
Institute of Technollogy, ? National Institute for
Materials Science)

13:20-15:20 L-P5-010

HAEHANUBEZEI IS5 BREMDONT - NEXRM - &
MMBEHRERLBEBIZRITTHE / Influence of
Grain Boundary, Intrinsic and Extrinsic Point
Defects and Their Boundary Segregations on
Thermal Conductivity of High Temperature Oxides
with Fluorite-related Structures

HR REGRV. IR BV RDE ERV.EE BEAY (UK
BORE: Kb T2ARFZe Rt 0k - BeREAI R Top s, ¥
L2533y 7 Aty — (JFCC) F / M 7e0T)
Masatoshi TANEMURA", Susumu FUJII",

Tatsuya YOKOI”, Masato YOSHIYA'? (YDepartment
of Adaptive Machine Systems, Osaka University,

? Nanostructures Research Laboratory, Japan Fine
Ceramics Center (JFCC))

13:20-15:20 L-P5-011

Er,Yb&FMCaMO; (M=Zr,Hf,Sn) DEFIAEE /
Electronic structure of Er and Yb co-doped
CaMO; (M = Zr, Hf and Sn)

AHE ki, A Gz (RRGHHRS: B LAk FE)
Hirotsugu AIDA, Tomoyuki YAMAMOTO (Faculty
of Science and Engineering, Waseda University)

13:20-15:20 L-P5-012

BERAAVOOLRDRRMBICETDE—RIBEE /
Defect Energetics in Scandium Nitride: A First-
Principles Study

fMH BB, RES &Y. K Y VR TEKR
SRR TSEE 7 1 v 7 4 T ARG, PR
TERFILERIEN e > & —)

Naoki TSUNODA", Yu KUMAGAT?,

Fumiyasu OBA' (V Laboratory for Materials and
Structures, Institute of Innovative Research, Tokyo
Institute of Technology, 2 Materials Research Center
for Element Strategy, Tokyo Institute of Technology)

13:20-15:20 L-P5-013

WHBHDOERFE T AEFOLBDOE—FEFE /
First-principles investigation of migration of
clustering noble gas atoms in bcc W



MOIREY. 1A EEY. A 2. B RV
VR TR R TR, Y - e
FEAE)

Takumi HAYASHIY, Tomoyuki TAMURA,

Ryo KOBAYASHI", Shuji OGATAY (Y Nagoya
Institute of Technology,  National Institute for
Materials Science)

13:20-15:20 L-P5-014
Sr,FeMoOsDiit K U'tEiE & Fe, Mo EFIKE & D
% / Relationship between magnetic and structural
properties and valence state of Fe and Mo ions in
Sr,FeMoOg
A BEE. AR AL (RO HORAE BTS2 Be)

Shingo OBUNALI Tomoyuki YAMAMOTO (Faculty
of Fundamental Science and Engineering, Waseda
University)

7 wnisodwAg

_99_





