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Chair : Tokuteru UESUGI (Osaka Prefecture University)

9:30-10:10 Invited D4-119-001
FEBMBPDRRMBICHT I DE—FIEETE / First-
principles investigation of point defects in non-
metallic materials

e A& CRRUTSERFITREMII7EL > ¥ —)

Yu KUMAGAI (Materials Research Center for
Element Strategy, Tokyo Institute of Technology)

10:10-10:30 D4-019-002
“RRBEMORE/NA RIV—T Y MEE/
Calculating binary oxide surface properties with a
high-throughput procedure
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Yoyo HINUMA'", Yu KUMAGAT,

Hiroyuki HAYASHI”, Fumiyasu OBA*?,

Isao TANAKA™® (VDepartment of Materials Science
and Engineering, Kyoto University, ?Center for
Materials Research by Information Integration,
National Institute for Materials Science, * Materials
Research Center for Element Strategy, Tokyo
Institute of Technology, "Materials and Structures
Laboratory, Tokyo Institute of Technology, *Elements
Strategy Initiative for Structural Materials, Kyoto
University, ®Japan Fine Ceramics Center)

10:30 ~ 10:40 Coffee Break

‘FHi D
Morning Oral Session

JER NS AR (SHURER)
Chair : Takeo KOTANI (Tottori University)

10:40-11:20 Invited D4-119-003
TEICBITDINT—F/INA ARFEETCADER. it #
NDEE / Development of Semiconductor Power
Devices and TCAD Utilization in Industries, the
Outlook toward Novel Materials

KA WO, EH % Bk & i = vk
AT L7 buazy A&

Katsumi EIKYU, Atsushi SAKAI Yutaka AKIYAMA,
Yasuo YAMAGUCHI (Renesas Electronics Corp.)

11:20-11:40 D4-019-004
NAOOYIRTAVI2 11— avVIlLDEE
MTIDERE7 > R bt RER / Micromagnetic
Simulation of Voltage-Assisted Unipolar Switching
in Perpendicular Magnetic Tunnel Junction

HH BT (F)
Chikako YOSHIDA (Fujitsu Ltd.)

11:40-12:00 D4-019-005
ENFESEBEEGWEICE DL InAs/GaSbi#B1gFD
/N2 F#8iE / Band structures for InAs/GaSb
superlattices based on the quasiparticle self-
consistent GW method

KIE AV, SR WYL M BED. BR g
AR (MERET. BB TR

Jun OTSUKA", Akitaka SAWAMURA",

Takashi KATOV, Hirofumi SAKAKIBARA?,
Takao KOTANI? (YSumitomo Electric Industries,
Ltd., ?Graduate School of Engineering, Tottori
University)

15:30 ~ 16:00 Coffee Break

DR
Afternoon Oral Session

JER e IR ORISR Y)

Chair : Yu KUMAGAI(Tokyo Institute of Technology)

16:00-16:20 D4-019-006
A - FEFRMMDE—FRET 7+ / VEEDIGH /
Applications of first-principles harmonic and
anharmonic phonon calculations
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Atsushi TOGO", Isao TANAKA" (YElements
Strategy Initiative for Structure Materials (ESISM),
Kyoto University, ?National Institute for Materials
Science, Y Department of Materials Science and
Engineering, Kyoto University)

16:20-16:40 D4-019-007
o x /) UEEE CEFREEMEEERWEZNTLT
MNEEEE / New Method of Phonon Calculation:
Direct Calculation using Effective Interaction
between Electrons
BBV RS AT fia Bk CRBRoRE
TEWRgeRE 2 BEUR S T 4w 2R

Yoshiki UEOKA", Takao KOTANI?,

Yoshinari KAMAKURAY (YGraduate School of
Engineering, Osaka University, ¥ Graduate School of
Engineering, Tottori University)

16:40-17:00 D4-019-008
F—EFEEERFENZRICEKD VT A FOBEIRESA
EF DRI BRI / Systematic Studies of the
Dominant Factors of Coefficient of Thermal
Expansion in Silicides by ab initio Lattice
Dynamics

Ak sEdhY. IR V. HR BEAY (VRBORER
FBE TR e R AR - BEREBIR L s, Y774 v k&
F3Iv ARy Sy — - HEENZERT)

Ryosuke ISHIMURA", Susumu FUJIIY,

Masato YOSHIY A (YDepartment of Adaptive
Machine Systems, Osaka University,  Nanostructures
Research Laboratory, Japan Fine Ceramics Center)

17:00-17:20 D4-019-009
Multi-scale simulation to rationale thermal
conductivity for soft materials in context to
material informatics

Abhijit CHATTER]JEE (DASSAULT SYSTEMES
BIOVIA)

17:20 ~ 17:30 Coffee Break

PO
Afternoon Oral Session

VR R R (U RR)
Chair : Atsushi TOGO (Kyoto University)
17:30-17:50 D4-019-010
Correlation of Segregation Energy for Ni and Fe
with other Element Data

Wilfried WUNDELRICH (Material Science
Department, Tokai University)

17:50-18:10 D4-019-011
NASICONEEHEREICHITIESEFNREMS X
OVFOLAF NEEUDERZHMRE /
Computational study of electrochemical stability
and lithium-ion conduction in NASICON-type
solid electrolyte
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Yusuke NODA", Koki NAKANO?,

Masanobu NAKAYAMA? (YMaterials Research by
Information Integration Initiative, National Institute
for Materials Science, 2)Department of Life Science
and Applied Chemistry, Nagoya Institute of
Technology, ¥ Global Research Center for Environment
and Energy based on Nanomaterials Science, National
Institute for Materials Science, VElements Strategy
Initiative for Catalysts and Batteries, Kyoto
University)

18:10-18:30 D4-019-012
Za1—SIxY FNI—OBRFRART IV IVIZEDT
U 2 RDEEAISEEERT / Analysis of dislocation
core structure in Aluminum by neural network
atomic potential

B S (ESEPAR R AR T8

Hideki MORI (Department of Mechanical Engineering,
College of Industrial Technology)
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Morning Oral Session
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Chair : Fumiyasu OBA (Tokyo Institute of Technology)

9:30-10:10 Invited D4-120-001
BFREGEER NI HOE—RIERRES / Ab initio
description of stress distribution in the vicinity of
lattice defects
MEJR UL (BT3RS Rbe TR

Yoshinori SHITHARA (Graduate School of
Engineering, Toyota Technological Institute)

10:10-10:30 D4-020-002
BNZENEEHREICS T DRBEEDERMAZ /
Theoretical study on liquid phase structure in
thermodynamically equilibrium state

HH G, SHl &R GUBRERERE LA ek 8
THHY)

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

10:30 ~ 10:40 Coffee Break
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Morning Oral Session
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Chair : Tomohito TSURU (Japan Atomic Energy Agency)

10:40-11:00 D4-020-003
FetiRDsprHRif : E—FEBAMIRXILF—IZED
f#1fr / Segregation of sp-Elements at Fe Grain
Boundaries: Ab Initio Local-Energy Analysis

Ny Fxs VAvaV FOE&Y, @k BEEY,
MEJE  pL? (“f‘%ﬁﬁr""\ﬁﬁn% 2 T3 R)

Somesh BHATTACHARYAY, Masanori KOHYAMAY,
Shingo TANAKAY, Yoshinori SHITHARA? (YNational
Institute of Advanced Industrial Science and
Technology, ? Toyota Technological Institute)

11:00-11:20 D4-020-004
TI—X714—)VRZEERWVE=REROEHLS y AN
DY THEREDMMMBERERNT / Micro-structure
Analysis of Massive-like transformation from &
phase to y phase in Carbon Steel by Using
Phase Field Simulation
BEE BARYARRT s dR AV EE B,
s e, o FHEY ORI TR
RHAGE - BEREAUR T% K, Y774 v 5397 2k
Yy — o F I HEREEEIT. YRR R b TSR
MR T 53 )
Hiroki FUJIWARA", Naoto KIMURA",
Naoto NAKAMURA", Masato YOSHIYA'?,
Tomoya NAGIRA", Hideyuki YASUDA?
(YDepartment of Adaptive Machine Systems, Osaka
University, ?Nanostructures Research Laboratory,
Japan Fine Ceramics Center, ¥ Department of
Materials Science and Engineering, Kyoto University)

11:20-11:40 D4-020-005
F—FREHEICLDERI—T 1 IMEBIEDEE
REDZEEFDEEHT / Analyses of the Critical
Factors in Coefficient of Thermal Expansion of
complex oxides for Thermal Barrier Coating by
First-Principles Calculations
ARHL KRV, BEE V. BOE XY, Hx EAY
(VRBUOREF R B AR e R RIRE - BEREAIR T2 55,
V7740 T3Iv 0 Ry — - F ) HEREGET)

Yusuke AKADAY, Susumu FUJIIY, Tatsuya YOKOIY,
Masato YOSHIYA'? (YDepartment of Adaptive
Machine Systems, Osaka University, ?Nanostructures
Research Laboratory, Japan Fine Ceramics Center)

11:40-12:00 D4-020-006
HSZARITHEMSNTIOFE—FEXANESEHE /
First-principles XANES simulation for Ti doped to
glass materials
HA RSE Wil . BB BE. BH BE (A
EEI%ﬁ%ﬁ%&I%ﬁ )

Tomoyuki TAMURA, Hirotaka MAEDA,
Shuji OGATA, Toshihiro KASUGA (Nagoya Institute
of Technology)

PO
Afternoon Oral Session

FER HHl R G RES)

Chair : Koretaka YUGE (Kyoto University)

13:00-13:40 Invited D4-120-007
BETRDER ERIENDEEICHT DE—RIEETE /
Effects of alloying elements on deformation and
fracture: First-principles approach to element
strategy
S L NG Y| TS T BT /N 9 = b
(” El NN AR i A e RS i RS

v VR R R T R SRS, T
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Tomohito TSURU"?, Hidetoshi SOMEKAWA?,
Masatake YAMAGUCHI”, Mitsuhiro ITAKURA®
(YNuclear Science and Engineering Center, Japan
Atomic Energy Agency, YElements Strategy Initiative
for Structural Materials, Kyoto University, Y Research
Center for Strategic Materials, National Institute for
Materials Science, ¥ Center for Computational Science
& e-Systems, Japan Atomic Energy Agency)

13:40-14:00 D4-020-008
ZRREEDOREREFEORRE LR / A new
automatical method to construct phase diagrams
for multicomponent alloys
N 2 H sE T SED RE (R RE
AR SRR R L R0
Kazuhito TAKEUCHI, Ryohei TANAKA,

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

14:00-14:20 D4-020-009
FPIVAUTABIBHS A I 2L—2a IlEBRYTS
FEFREEEERDEREFEDEST / Determination
Method of Interatomic Potential for Alkali Silicate
Glass Simulations
A g, SO B EAR B (EWLERYER
T 7E R
Yuya YAMAMOTO, Naoya SAWAGUCH]I,

Makoto SASAKI (Graduate School of Engineering,
Muroran Institute of Technology)

14:20 ~ 14:30 Coffee Break

PO
Afternoon Oral Session

JER L —E A — N R (BEEE K
Chair : Hannes RAEBIGER (Yokohama National
University)

14:30-15:10 Invited D4-120-010
BEStEREICHSITIE—RIEIaL—23 VDK%
IEDERE / Recent progress in the first-principles
simulation of electrochemical interfaces
KA E GEEBAMRREWIZERT)

Minoru OTANI (National Institute of Advanced
Industrial Science and Technology)



15:10-15:30 D4-020-011
DFTEHEICKBY,Ti,O @R PDRARFMDEHAZE / Defect
Chemistry in Pyrochlore-type Yttrium Titanate at
High Temperature

AL Y, FE OBEY, 7o v e— 21470,
Hor tﬁ-fa“ ;i @ V7 A veTIv ARy
¥ —F ) HirEGE, Y7 A vk T I v s Rk Y —
B AT FET)

Takafumi OGAWA", Akihide KUWABARA",

Craig A.J. FISHER", Hiroki MORIWAKE",

Satoshi KITAOKA? (YNanostructures Research
Laboratory, Japan Fine Ceramics Center, 2 Materials
Research and Development Laboratory, Japan Fine
Ceramics Center)

15:30-15:50 D4-020-012
ERBIEFBEEFESICE D BERUNF Y1 XDH
fil458t / Theoretical and experimental study on
the indicator for the control of Ru particle sizes
on supports

R KR S H R de B e ALY
M FHHEYY CHERTIERET O YT 4 TR
A, YRR TR EEMEIIZE L v 7 —)

Takuya NAKAO", Tomofumi TADA?,

Masaaki KITANO?, Masato SASASE'?,

Hideo HOSONO" (DLaboratory for Materials and
Structures, Tokyo Institute of Technology, ?Materials
Research Center for Element Strategy, Tokyo
Institute of Technology)

15:50 ~ 16:00 Coffee Break

D
Afternoon Oral Session

FER A RS (TR IIERY)
Chair : Tomoyuki TAMURA (Nagoya Institute of
Technology)

16:00-16:20 D4-020-013
SivS AL — b OEEIBENDIER / Si-clathrate for
Catalyst Support by First Principles Calculation
and Experimental Study
PR AU, TLOT EERED. A (Ukatatt
IHL. “HEKS)
Hidekazu TOMONO", Haruki EGUCHI”,
Kazuo TSUMUAYA? (PTHI Corporation, ?Meiji
University)

16:20-16:40 D4-020-014
ZEFRFICBIIDEERERELCDANZZL/
The mechanism of stabilization for covalent
bonding in diatomic molecules
HH KA, L—Ys— N A A (RHEEKFETE
)
Daisuke YOSHIDA, Hannes RAEBIGER (Graduate
School of Engineering, Yokohama National University)

16:40-17:00 D4-020-015
RIFEREE—FREBHEICEDVEPLTIOZIZEITS
180° HEE N A 1 EBENI/NADIRE / Exploration
of 180° Ferroelectric Domain Wall Motion
Pathways in PbTiO; Based on Representation
Theory and First-Principles Calculations

T B, Ty Y=Y TILT Y,

YR A4 X< 7Y, en K. KM Y,
Frryury¥L, ansy vzrh o< VK
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Hirofumi AKAMATSU", Brian VANLEEWEN?,
Ismaila DABO?, Yu KUMAGATIY, Fumiyasu OBA",
Long-qing CHEN?, Venkatraman GOPALAN?
(YLaboratory for Materials and Structures, Institute of
Innovative Research, Tokyo Institute of Technology,
2)Department of Materials Science and Engineering,
Pennsylvania State University, *’ Materials Research
Center for Element Strategy, Tokyo Institute of
Technology)

D
Afternoon Oral Session
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Chair : Craig A. J. FISHER (JFCC)
17:00-17:20 D4-020-016

FREBIIBEDOKREHEEBSORNZNREM /
Thermodynamic stability of a long-period stacking
ordered structure based on first-principles
HE . HER seE BEl R TERER SR L
FRFFERBR L5 )

Hisashi MIYAZONO, Ryohei TANAKA,

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

17:20-17:40 D4-020-017

BB 2B RFYMETH / Machine learning
based prediction of grain-boundary properties

s E— HF AGE Sil BsE MR g,
R ﬂi‘j (Bt R TSR R A BE T4 JE R

Ryuichi ARAKAWA, Tomoyuki TAMURA,
Masayuki KARASUYAMA, Ryo KOBAYASHI,
Syuji OGATA (Nagoya Institute of Technology)

17:40-18:00 D4-020-018

F—REHBICKDECHANOEERREREURHY
mRMEOERM / Native Point Defects and Impurities
in Copper Nitride: A First-Principles Study

B ALY, R &Y. R DhiEY. N kot
Ky sEE? (1)%R1%k%ﬂ%ﬁiﬁraﬂlﬂzﬁﬁnﬁm7 2
/7‘)4 VTR A N SN YN ST 4L i

Kou HARADA", Yu KUMAGAT?,

Kosuke MATSUZAKI?, Tomofumi SUSAKT?,
Fumiyasu OBA" (I)Laboratory for Materials and
Structures, Institute of Innovative Research, Tokyo
Institute of Technology, ?Materials Research Center
for Element Strategy, Tokyo Institute of Technology)
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13:00-15:30 D4-P19-001
Ux—/N\N—H[ES5 5L — FRE;Ta0,(RE=Y,La-
Nd,Sm-En) ICH T D ERIEBIE EHEEM / Structures
and Stabilities of Weberite-Type Tantalates
RE;TaO,; (RE =Y, La-Nd, Sm-Er)
T4 v yx— 2LA 70 NI Y,
ol 59— Ner—ua—xXxzV) Vrrq Y
tI3Iv Ak —, VT7F R, ) —VELRE)
Craig A.J. FISHER", Takafumi OGAWA",
Aurelie ROLLE?, Rose-noelle VANNIER? (" Japan
Fine Ceramics Center, ?Lille University I, Lille)

13:00-15:30 D4-P19-002
X#RBBSHZ K BCH;NHPbI; RO T2 A4 FDHERICES
9 BXPSH1 / XPS Analysis of degradation of
CH;NH;3Pbl; perovskite due to X-ray irradiation
JEAR BRI EKY. CEIR BV MR K
b 1 ﬂ];u CER YO UAR anel. B fiie
(VAR R ””‘Eﬁﬂ%’a’ﬁ%)ﬂﬁ 3>4‘HB'K1°,% LK)

Keisuke MOTOKI"?, Takahiro HARIE”),

Yu MIYAZAWA?, Daisuke KOBAYSAHI?,

Masashi IKEGAMTI®, Tsutomu MIYASAKA?,
Tomoyuki YAMAMOTOV, Kazuyuki HIROSE"”
("Waseda University, 2ZISAS/JAXA, 9Toin Yokohama
University)

13:00-15:30 D4-P19-003
BSETTODCuUFeS,DIEFIEE L ZDEFIRRE /
Electronic and Lattice Properties of CuFeS, under
High Pressure
AN o1 H””\ AR T%ﬂ]”) TH BAV MR EY
AR BTV D AU, A Y (VESIHER
SEAN %’E - *%ﬁ%'i%ﬁﬂ‘% VWA VHAELR
R ath)
Kazuaki KOBAYASHI", Hirokazu TAKAKI'?,
Masato SHIMONO", Nobuhiko KOBAYASHI?,
Kenji HIROSE”, Naohito TSUJII”, Takao MORI"
(YNational Institute for Materials Science, ¥ University
of Tsukuba, ?NEC Corporation)

13:00-15:30 D4-P19-004
F—EEBHEICKBBRROT R DA bLagNi,O,D1E
EARREM / Structural Instability in a Layered
Perovskite La;Ni,O;: a First Principles Study
YH WY, R Y. men &Y. Ry e
V5 TR HAR R Je ke 7 1 > 7 4 7R
Zeit. PR T REITCERIEITZE ~  —)
Yasuhide MOCHIZUKI", Hirofumi AKAMATSU",
Yu KUMAGAT?, Fumiyasu OBA' (YLaboratory for
Materials and Structures, Institute of Innovative
Research, Tokyo Institute of Technology, ? Materials
Research Center for Element Strategy, Tokyo
Institute of Technology)

13:00-15:30 D4-P19-005

ZIVIZOL(111).(110).(100) E@DEEREEIC K
IFTBREFRFOHXEDE—RIEETE / Effect of solute
elements on work function of Al (111), (110)
and (100) surfaces from first-principles
calculations

BT 45EE. Bk AEER. B ONERE. B fER] (KR
RN YN TR T v )
Tomokazu HIGUCHI, Tokuteru UESUGI,

Yorinobu TAKIGAWA, Kenji HIGASHI (Osaka
Prefecture University)

13:00-15:30 D4-P19-006

RE,Si,0/IC BT DHNENREMS S UL /

Analyses of thermal properties and

thermodynamic stability of RE,Si,0-,

e B, MR ERY. e EAY (pﬁl‘f&ﬁ?k

%FEI%ET FHARE - BRI T, 774 v k&
Iy Ak y— - F ) HEEFTET)

Arata IOKIY, Tatsuya YOKOI”, Masato YOSHIY A'?

(YDepartment of Adaptive Machine Systems, Osaka

University, Y Nanostructures Research Laboratory,
Japan Fine Ceramics Center)

13:00-15:30 D4-P19-007

DMDEIC L 2 EEDBFIEFREIE L BFERK & DG
DRt / Diffusive molecular dynamics study on
relation between local defective atomic structure
and composition in alloys

P HE RS OBAEY (TRBURSF R BT
SRFFERE, YRR SR b R SR I T e L)

Shuhei SHINZATO", Shigenobu OGATAY
(YGraduate School of Engineering Science, Osaka
University, ?Center for Element Strategy Initiative for
Structural Materials, Kyoto University)

13:00-15:30 D4-P19-008

EFEREMHLLTODH REICSIT BLiHER / Li
migration near solid-electrolyte LLTO (LisLays.
,.Ti03) grain boundaries

ARl HEIE. WA K. % R BE (B
EI%k%k%hI%ﬁnﬂ)

Yuuki MOTOYAMA, Tomoyuki TAMURA,
Ryo KOBAYASHI, Shuji OGATA (Nagoya Institute
of Technology)

13:00-15:30 D4-P19-009

CeO,MEEHIC K DHEIKKY AR A BIZDETEHEER /
Computer Simulation of Hemispherical-Object
Formation Process by Irradiation of CeO,

P CGRIKRS)
Ryuichi KAMINAGA (Ibaraki University)

13:00-15:30 D4-P19-010

O/ yHEANTOREBEDEFLANINZaL—23
v REMD O -y massive-likeZEANDZLE /
Atomistic simulations of d/y hetero-phase
boundary: Influences onto 0-y massive-like
phase transformation in carbon steel
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Naoto NAKAMURA", Hiroki FUJIWARA?,

Masato YOSHIYA'™ Tomoya NAGIRA”,

Hideyuki YASUDA" (" Division of Mechanical,
Materials and Manufacturing Science, Osaka
University, ?Department of Adaptive Machine
Systems, Osaka University, * Nanostructures Research
Laboratory, Japan Fine Ceramics Center,
YDepartment of Materials Science and Engineering,
Kyoto University)

13:00-15:30 D4-P19-011

KB T ING A NV VEBE=HIV 0 LEBHEANDCuA 7
> DEBHE / Substitution mechanism of Cu ions
in hydroxyapatite/ B -tricalcium phosphate
composite

I BRI Iz (FORR RSB BE)

Keita FUKUI Tomoyuki YAMAMOTO (Faculty of
Science and Engineering, Waseda University)

13:00-15:30 D4-P19-012

SRBEMICHSITINR - BIREBENBMEEEICRIT
82 / Influence of Grain Boundary and Point
Defects Segregation on Thermal Conductivity of

High Temperature Oxide

A REMRV. REE EZV. B Y. R &Y.
e BN (VRBRF RS TSR mee - BEhk
IR T, 2774 v 0TI v 2 ALy y—-F)
WIS IEZERT)

Masatoshi TANEMURA", Tatsuya YOKOI",

Susumu FUJII”, Yusuke AKADA",

Masato YOSHIYA' (VDepartment of Adaptive
Machine Systems, Osaka University, ? Nanostructures
Research Laboratory, Japan Fine Ceramics Center)

13:00-15:30 D4-P19-013

F—FREHBEZRAVWV-EBBIRERDHEE /
Estimation of Electrical Breakdown Field by First
Principles Calculations

[T R EGE ANV N RTE NI s B | el
(VRARH RS BT AR, YISAS/JAXA)

Kikou YAMAGUCHI"”, Daisuke KOBAYASH?,
Tomoyuk1 YAMAMOTO", Kazuyuki HIROSE"
(YFaculty of Science and Engineering, Waseda
University, 2ZISAS/JAXA)

13:00-15:30 D4-P19-014

FEERICHITER—EVIRBRDEBRMMARE /
Theoretical Study of Doping Limits in
Semiconductors

(LA A 0= B RN (-C S SN A 15" G
K 91)%12) (Vg I%ji%ﬂ%ﬁﬂ’mﬂﬁﬂﬂfnh7 2
/7‘)4 VAT AN S I YN TS a0
Nobuhiko NISHIYA", Kou HARADA",

Yu KUMAGAT?, Hirohumi AKAMATSU",
Fumiyasu OBA™ (YLaboratory for Materials and
Structures, Institute of Innovative Research, Tokyo
Institute of Technology, ?Materials Research Center
for Element Strategy, Tokyo Institute of Technology)

13:00-15:30 D4-P19-015

UUBAIVDLZRAVIN—MNHSZIND R—EVT
hER / Doping effects on formation of CaO-P,05
invert glass

g CHR. HAY K= B BRI MR sE (B
B TERFREBE TR

Sota SATO, Tomoyuki TAMURA, Shuji OGATA,

Ryo KOBAYASHI (Graduate School of Engineering,
Nagoya Institute of Technology)

13:00-15:30 D4-P19-016

BRARCMOBRNEZNREY RS /
Thermodynamic stability and thermoelectric
properties of layered sulfides

AR R ’ﬂlf“\ HE BN (VRBKF R T
FERHAIRERR AR AR L, Y774 v kT3 vy 2k
V= F / #%i%ﬁ)f%ﬁﬁ)

Kazushi FUTIMOTO", Masato YOSHIYA'?
(YDepartment of Adaptive Machine Systems, Osaka
University, ?Nanostructures Research Laboratory,
Japan Fine Ceramics Center)
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REMDE—FREETE / First-principles calculations
of lattice deformation strain and a'', B and w
phase stability in Ti-Nb-X shape memory alloys.
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Yorinobu TAKIGAWA, Kenji HIGASHI (Osaka
Prefecture University)
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Influences of Nanostructure on Thermal
Conduction at Si Grain Boundaries
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Research Laboratory, Japan Fine Ceramics Center)
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Computer experiment for improving the
performance of Si-based thermoelectric material
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Ryo EGUCHI (Graduate School of Science and
Engineering, Ibaraki University)



