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KEFRFB TR, W - MORIFZeRERE. ¥ ST
SEDT)

Hiroki KASUGAT”, Tomoyuki TAMURA"?
Masayuki KARASUYAMA"  Kenta KANAMORI”,
Ryo KOBAYASHI", Shuji OGATA" (Y Nagoya
Institute of Technology, ? National Institute for
Materials Science, ¥ PRESTO, JST)

“FHi D EB
Morning Oral Session

AR HAY e (NIMS/BEUR 2/ BAL S~ WF 52T )
Chair : Ryo TAMURA (NIMS/The University of Tokyo/
RIKEN)

10:15-10:30 D2-019-003
F-RIEEEHAEBICEDVEERESESEDY
T Y4 NEEERE / First-principles calculations
assisted machine learning for predicting
transformation temperatures of martensitic
transformation in shape memory alloys

B Kb, A EFEL BN M. SR MR CRBRFF
KPR E TR 78R
Daichi MINAMI, Tokuteru UESUGI,

Yorinobu TAKIGAWA, Kenji HIGASHI (Graduate
School of Engineering, Osaka Prefecture University)

10:30-10:45 D2-019-004
BACMDFZEEET D LODBREZETIV/
Machine Learning Model for Predicting Dielectric
Constants of Oxides
A Y, Efs s, men &Y. K ) (Ve
TTERY: BBl ZERe 7 1 >~ 7 4 7 M RHIESE
it PH TR TTHRMEIIZE v v —)
Jun MIYAMOTO", Akira TAKAHASHI",
Yu KUMAGAT?, Fumiyasu OBA" (Y Laboratory for

Materials and Structures, Institute of Innovative
Research, Tokyo Institute of Technology, 2 Materials

i DER Research Center for Element Strategy, Tokyo
Morning Oral Session Institute of Technology)

FER T Ky R (REUILERS)

Chair : Fumiyasu OBA (Tokyo Institute of Technology)

9:30-10:00 Invited D2-119-001
BERHMZFEICIDIMHBZME -EFHBHEES K

U'Z 71 B9 ERth- / Materials science researches

by informatics techniques - atomic force-field
estimation and odor component analysis -

HA 52 (TWH - MRS ER ) 7 — %7

10:45-11:00 D2-019-005
BHEBICLDARBHATETIVROBRIRIILF—
FA / Prediction of local energies in large-scale
grain-boundary system: Machine-learning based
modeling of first-principles calculations
WA AEEY. Bl BEEMY R 58
P —BBYY (VAR TR TSR
DR - MRFZERERE, O ST S X%, VBT

Tomovuki TAMURA'? |

VAN 5t (SN § Ny =3 e 028 51 ) Masayuki KARASUYAMA'*  Ryo KOBAYASHI"?,

WFERE, Y ENERFFER R BULERRSERT R

Gt s 7 —)

Ryo TAMURA'" (Y International Center for
Materials Nanoarchitectonics, National Institute for
Materials Science, ? Graduate School of Frontier

Sciences, The University of Tokyo, ® Center for
Advanced Intelligence Project, RIKEN)

10:00-10:15 D2-019-002

Ichiro TAKEUCHT**" (Y Nagoya Institute of
Technology, ? National Institute for Materials Science,
Y PRESTO, JST, ¥ RIKEN Center for Advanced
Intelligence Project)

11:00 ~ 11:15 @

EHFEZRAVCERERELLTONMERNLRERE

##*3& / Efficient stable structure search of solid
electrolyte LLTO using machine learning



“FHi D
Morning Oral Session

JEER AT K (B TLERYS)
Chair : Tomoyuki TAMURA (Nagoya Institute of
Technology)
11:15-11:45 Invited D2-119-006
E-FEEHBEICEDHNADEFBEESIUHEDT
8l / First-principles calculations of grain boundary
structures and their properties

B EE, B B, Bk wiE (BEEKFERE
Be 24 ge R W e k=450
Tatsuya YOKOI, Atsutomo NAKAMURA,

Katsuyuki MATSUNAGA (Department of Materials
Physics, Nagoya University)

11:45-12:00 D2-019-007
PbTiO;D#ERNRICH T DPORADE—RIEEE /
Ab initio study of lead vacancy on grain boundary
of PbTiO,

A L A B Okkstarty a—, Y
BB SR AE e T20F5ERE)
Yuichi MOTOHASHI"™ | Takahiro YAMAMOTO?

(Y RICOH CO, LTD., ? Facility of Engineering, Tokyo
University of Science)

12:00-12:15 D2-019-008
FXHEVT—MIBITDINARERBERI R ILF—
NDE—FREETE / Study of Grain Boundary and
Defect Formation Energy in Yb,Si,O; and Yb,SiOg
Materials by First Principles Calculations

Ashim Kumar SAHA", Yusuke SUMI",

Masato YOSHIYA'™ | Masashi WADA?

Satoshi KITAOKA? (Y Graduate School of
Engineering, Osaka University, ¥ Nanostructures
Research Laboratory, Japan Fine Ceramics Center,
¥ Materials Research and Development Laboratory,
Japan Fine Ceramics Center)

12:15-12:30 D2-019-009
Characterization of 25 Grain Boundary of
Methyl-Ammonium Lead Triiodide Perovskite
using Density Function Theory
Abdullah Al ASAD, Kenji TSURUTA (Dept. of

Electrical and Electronic Engineering, Okayama
University)

128198 (k)
December 19 (Wed.)

FBHAKREERIE AIM 3F 31458 ZE (RS18)
West Japan General Exhibition Center AIM 3F Room 314

RO
Afternoon Oral Session

JER AR ER (B ERE)
Chair : Tatsuya YOKOI (Nagoya University)

14:30-14:45 D2-019-010
3dERBERBBEDbccHRRNDRN : E—RIEFFT
IIF—ICK D81 / Grain-Boundary
Segregation of 3d-Transition Metal Solutes in bcc
Fe: Ab Initio Local-Energy Approach

o s, HP B &L RS GESERARETTIERT)

Zhuo XU, Shingo TANAKA, Masanori KOHYAMA
(National Institute of Advanced Industrial Science and
Technology)

14:45-15:00 D2-019-011
F—RESFEEZRANV-WONFEREICSITDHe ISR
% DAY / First-principles investigation of
migration of clustering He near bcc-W grain
boundaries
MOIREY. R Y. Ak 3. BE B
MR TERFRERE TR Y WE - MR
B )
Takumi HAYASHI”, Tomoyuki TAMURA'?,
Ryo KOBAYASHI', Shuji OGATA"Y (Y Graduate
School of Engineering, Nagoya Institute of Technology,
? National Institute for Materials Science)

15:00-15:15 D2-019-012
YAVOARAEY O IT7I—XT 14—V REIZKD 7V
I 2O LADERASEBIEDEENT / Microscopic
Phase-field study on dislocation core structure in
aluminum

R OWE (EEBANEIIRY)
Hideki MORI (College of Industrial Technology)

PO
Afternoon Oral Session

FER T 1A AR CRBROM LK)
Chair : Tokuteru UESUGI (Osaka Prefecture University)

15:15-15:30 D2-019-013
Lif 7 EMOFHHREBSHICEITZE/ o5 FRE
SWCNTOX#REDFTL 2 2L —2 3 / Large-Scale
DFT Simulation of Quinones@SWCNT for Novel
Cathode of Li-ion Battery
e EE RE BEVVEEER O EEY MR 58
HAS A (VAR TR RFEE TR 2
B - MR ZERERE)
Takahiro TSUZUKI", Shuji OGATA",
Masayuki URANAGASE", Ryo KOBAYASHI"
Tomoyuki TAMURA™ (Y Graduate of Engineering,
Nagoya Institute of Technology, ? National Institute
for Materials Science)

15:30-15:45 D2-019-014
LAV D LZBEICEITDR—ILAR—30OVDE—R
IEEtE / First-Principles Study of Hole Polarons in
Ga,0; Polymorphs

BE A, ren &Y. KR R VHRETEKR
SR BRI ZE b 7 1 v 7 4 7 MEFgeET. PR
TERFICREIEITIE 2 >~ & —)

Tomoya GAKE", Yu KUMAGAT?, Fumiyasu OBAY
(Y Laboratory for Materials and Structures, Institute
of Innovative Research, Tokyo Institute of Technology,
Y Materials Research Center for Element Strategy,
Tokyo Institute of Technology)

15:45-16:00 D2-019-015
70 b AEEFLaScOsIC BT 2 R RIERE MR /
First-principles analysis of point defects in proton
conductor LaScO,

q wnisodwAg
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Craig A. J. FISHER" ("7 74 v &5 3v 7 At ¥ —
F 7 HETEWRZEIT. 2 W AR e R A & BB R B 5 -
TEHRIL AL M)

Avako TAGUCHI™, Takafumi OGAWAY

Akihide KUWABARA' | Craig A. J. FISHER"

(Y Nanostructures Research Laboratory, Japan Fine
Ceramics Center, ? MaDIS, National Institute for
Materials Science)

16:00 ~ 16:15 k@

PO
Afternoon Oral Session

FER R B OIHRRS)
Chair : Atsushi TOGO (Kyoto University)

16:15-16:45 Invited D2-119-016
BESIZHBITDIEFEEF T4/ VDBERIAF I
A / Ultrafast dynamics of nonequilibrium
electrons and phonons in solids

AP BOR (B R RE T AR T - AR

Shota ONO (Department of Electrical, Electronic and
Computer Engineering, Gifu University)

16:45-17:00 D2-019-017
BF -BFEHZEZHALLET 4/ VBEEDORAK
¥ E24T / Modal Analysis of Phonon Thermal
Transport by Combination of Molecular and
Lattice Dynamics

MEgE Y. e BEAMYY (VPR KRB TR

B 275408539 Rk yy— F 7 BEETIZEAT)
Susumu FUJITY, Masato YOSHIYA" (Y Graduate
School of Engineering, Osaka University,

? Nanostructures Research Laboratory, Japan Fine
Ceramics Center)

17:00-17:15 D2-019-018
F—FEHEICKD T UFROTRA DA FOESR
R—S—AZJVHHDFA / Strain-Induced Polar
Metal Phases in Antiperovskites from First
Principles
YH O FEEY, B Y. R . A Y
VR TR R AR R R 2e ke 7 1 > 7 1 7 M
WFZeT. Y B T RFICHEmMEIIZE L > 7 —, VIl
KRR L Fe e bS58 M)
Yasuhide MOCHIZUKI", Yu KUMAGAT”,
Hirofumi AKAMATSU? , Fumiyasu OBA"
(Y 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, Graduate School of Engineering,
Kyushu University)

PO
Afternoon Oral Session

ViR /NI BEOR (I R R 5)

Chair : Shota ONO (Gifu University)

17:15-17:30 D2-019-019
MIEE d—T « > IR OERE RS / Controlling
Thermal Expansion of Materials for Environmental
Barrier Coatings
WA RERERY. £ #yEEY. B V. FH& B
(VRBKRF: Kb TR, Y774 29392
At vy — F ) EERFZET)
Shotaro YAMAMOTOV, Yusuke SUMI",
Susumu FUJIIY, Masato YOSHIY A (Y Graduate
School of Engineering, Osaka University,
Y Nanostructures Research Laboratory, Japan Fine
Ceramics Center)

17:30-17:45 D2-019-020
B Z R EDA&AF & FEIKEBOERNME /
Geometry in Configuration Space and
Macroscopic Property in Thermodynamic
Equilibrium State
K {2z, 5Hl 28 USRS RE:RE TE7EEH
Shouno OHTA, Koretaka YUGE (Graduate School of
Materials Science and Engineering, University of
Kyoto)

17:45-18:00 D2-019-021
N5 TS5 71 —REDER— / Penta-graphene:
Recent Progress
R BESE GRIE RS R HAM L M 4 —)

Yoshivuki KAWAZOE (New Industry Creation
Hatchery Center, Tohoku University)

128208 (K)
December 20 (Thu.)

TEAMERZFEE 215EZEAB (EX15)

Kitakyushu International Conference Center Room 21A, B

‘FHi DS
Morning Oral Session

FEE : Craig A. J. FISHER(7 74 v &5 3I v 7 At v ¥ —)
Chair : Craig A. J. FISHER (JFCC)

8:30-9:00 Invited D2-120-001
HEW 1L —2 3 a8tk 5HhDT—-07
O—I 22 D% / Software development of
workflow engine to automate mixed computer
simulations
L L N L R C e R & Ry R ST
WERIFZEI0 . 2 BURR RS T2 R ZE AR R T2 )
Atsushi TOGO", Isao TANAKA" (" Elements
Strategy Initiative for Structural Materials, Kyoto
University, 2 Department of Materials Science and
Engineering, Kyoto University)



9:00-9:15 D2-020-002
B REICH T DBEERZILER EZAND T FRE
IRIVF—DEENBESESTE / Density Functional
Theory Calculations of Oxygen-Vacancy
Formation and Subsequent Molecule Adsorptions
on Oxide Surfaces

Hid . BRERE B L SEY 6y a0,
[ % NN | I ST | TR N

Wk W (OT RN Y —, Y -
BRI SRR I S T L - PRFZE LS, P kil
REFAIERL A2, Y BUER R Al - 8 it o 35 e 2.
RN 1R 5 e NI (731 b N oy N 3
WERHFRZER T IST S XA%F)

Yoyo HINUMA'" | Takashi TOYAO*,

Takashi KAMACHI*, Zen MAENO?

Satoru TAKAKUSAGI”, Shinya FURUKAWA®*" |
Ichigaku TAKIGAWA®” | Ken-ichi SHIMIZU*"

(Y Center for Frontier Science, Chiba University,

? Center for Materials Research by Information
Integration, Research and Services Division of
Materials Data and Integrated System, National
Institute for Materials Science, ¥ Institute for Catalysis,
Hokkaido University, ¥ Elements Strategy Initiative
for Catalysts and Batteries, Kyoto University,

¥ Department of Life, Environment and Materials
Science, Fukuoka Institute of Technology, ® Graduate
School of Information Science and Technology,
Hokkaido University, 7 PRESTO, Japan Science and
Technology Agency)

9:15-9:30 D2-020-003
FE—FEEHEEEEMNZILI) ALICKDEH—EE
N Ty R ORERFHE / The phase diagram
prediction of organic-inorganic hybrid materials
AR SNNC I NS TR S N I i
ORFvzy rbkRat 7709 —4 ) R— 3>
AER, PHRT TR FRERa AR Rk 7 a Y 7 41
7 M EHIFZERT)
Tomoyasu YOKOYAMA, Satoru oHucHr”,
Emiko IGAKI", Takako SASAGAWA? (Y Technology
Innovation Division, Panasonic Corporation, 2 Materials
and Structures Laboratory, Tokyo Institute of
Technology)

i D

Morning Oral Session

J# 5 : Hannes RAEBIGER (e [F 7. K%2)
Chair : Hannes RAEBIGER (Yokohama National
University)

9:30-10:00 Invited D2-120-004
RBUVSRT—BAFEXVREKZREASF D
£ / Chemistry of small carbon cluster anions and
carbon hydride anions
TH KR, & B (P ge B s - B TR 2
E)
Daisuke YOSHIDA, Kaito TAKAHASHI (Institute of
Atomic and Molecular Sciences, Academia Sinica)

10:00-10:15 D2-020-005
RENRSEIERICE DLV ERIFINY MVEE: #8720
SRY—BHEHMOSDIRF I — U BEEIESE / Quasi-
particle spectrum calculations based on wave-
function theory: One-particle Green’s function
from coupled-cluster singles and doubles
(GFCCSD)

BT MR8 CRETERY)

Yu-ichiro MATSUSHITA (Tokyo Institute of
Technology)

12H20H (K)
December 20 (Thu.)

EAMERZFHES 2153EZEAB (EX15)

Kitakyushu International Conference Center Room 21A, B

PO
Afternoon Oral Session

FER N AR (BIURE)
Chair : Takao KOTANI (Tottori University)
14:30-15:00 Invited D2-120-006
M DSE—RIEE F5& / First-principles electron
theory of magnetic materials
AW 2l UL TEREYE T A2 bE)
Yoshihiro GOHDA (Dept. Mater. Sci. Eng., Tokyo
Tech)

15:00-15:15 D2-020-007
EMEEARTHDCreE F—T L B-Ga,0;0:18 /
Calculation of ferromagnetic semiconductors Cr
doped B-Ga,0;4
TitE JEK. L—EH— Ny xR (RERES KRS
BB T 220 )
Kodai ICHIHASHI, Hannes RAEBIGER (Science and
Engineering, Yokohama National University)

15:15-15:30 D2-020-008
BiFEFM&E L 2In[EFHICHT D55 1/R7tRashba®h
RME—RIEETE / First-principles calculations of
a new 1D Rashba system: Bi-adsorbed In atomic
chains
Mo KB, GH 854 GRIT LIRS

Tomonori TANAKA, Yoshihiro GOHDA (Tokyo
Institute of Technology)

15:30 ~ 15:45 {4

D
Afternoon Oral Session

FER T A ek OREUIERY:)
Chair : Yoshihiro GOHDA (Tokyo Institute of
Technology)
15:45-16:00 D2-020-009
FEFEREICHRTFET DM, Cr,SbicslTBCrD @Y 1
;RN / Lack of Cr Site Preference in Mn,.
.LCr.Sb Dependig on Atomic Disorder

R BE. L—Yh— N A (BHEEN RSB

T 22)F)

q wnisodwAg
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Riku SHIROTA, Hannes RAEBIGER (Graduate School
of Engineering Science, Yokohama National
University)

16:00-16:15 D2-020-010
First-principles study of local structures of lithium
iron tri-fluoride and substitution effect / S§—[HIE
STBICE DL FeF:DEFIBE L BIRDTE
& AEBA. W UG GESEEANR AR

Masahiro MORI, Shingo TANAKA (National
Institution of Advanced Industrial Science and
Technology)

16:15-16:30 D2-020-011
F—RESHBICELDNIUDLFY VEEAYPDES
RIEDEEHT / First-Principles Study of Defects
Structures in BaTiO3 ,Ny,3

B A NI Y R R

Proa BBV, BRIl ¥V, gy MRS (VRBUREEE
ERERGEIT, Y77 A v kT I v s ARy Y —F
FERFEIT. TWE - AR SRR R A AR B S - 1
FEMETRE, VT RIERRTET, * RUER RS R S b TR
ZeRt)

Kazuki SHITARA'™ | Takafumi OGAWA? |

Akihide KUWABARA*? | Fumitaka TAKEIRI"
Hiroshi KAGEYAMA®', Hiroki MORIWAKE*

(Y Joining and Welding Research Institute, Osaka
University, 2 Nanostructures Research Laboratory,
Japan Fine Ceramics Center, * Research and Service
Division of Materials Data and Integrated System,
National Institute for Materials Science,  Institute for
Molecular Science, > Graduate School of Engineering,
Kyoto University)

128208 (K)
December 20 (Thu.)
SEAMERSEES AN K=

Kitakyushu International Conference Center Event Hall

RAZ—tyav

Poster Session

10:00-11:50 D2-P20-001
CPIZOLIEREBMUI- AR T/ Fa1—TDORE
ShERIZDUNT / Ab initio study on thermoelectric
effects of carbon nanotubes modified by
diazonium salt

A Y. A B ORI RFER R T
FRFGERE PR BRIk 2 — R g
HB)

Nayu ARAKI", Takahiro YAMAMOTO" ("Graduate
School of Engineering, Tokyo University of Science,

? Division of Nanocarbon Reserch, RIST, Tokyo
University of Science)

10:00-11:50 D2-P20-002
BESFENZEICKDSIRAICHITDF /X T—=)V
TO#EEXIRS / Nanoscale thermal transport
across Si interfaces by perturbed molecular
dynamics

P mA. OWEEOED. AE RV, xR A

VKRBT KREBRE TSR, Y774 0253 v
Ay — F ) HESEWFTEIT)

Naoki WATANABE", Susumu FUJIIY,

Kohei FUNAIY, Masato YOSHIYA™ (Y Graduate
School of Engineering, Osaka University,

Y Nanostructures Research Laboratory, Japan Fine
Ceramics Center)

10:00-11:50 D2-P20-003

PC/PCS U LBRFISTII DT A/ VEEE /
Phonon thermal transport in '?C/"*C graphene
random superlattices

BRI ANRES, AR B CGROEIRLR SRS BE 2T
ZERHER LI

Kotaro FUJISAKI, Takahiro YAMAMOTO

(Department of Electrical Engineering, Tokyo
University of Science)

10:00-11:50 D2-P20-004

F—FEEEEZRAV-RA R T —8Fe, VAIREZ 811
B DIETFEGEEEEMN / Lattice Thermal
Conductivity of Heusler-Type Fe,VAI
Thermoelectric Materials from First Principle
Calculation

I FHE N EY RN BHEY. = ik
P P (VbR TR T R TR, Y
SRR A WIZERT)

Hidewtoshi MIYAZAKI", Tomoyuki TAMURA",
Koji KIMURA", Masashi MIKAMI?,

Yoichi NISHINOV (¥ Department of Physical Science
and Engineering, Nagoya Institute of Technology,

? National Institute of Advanced Industrial Science
and Technology)

10:00-11:50 D2-P20-005

BRZR—TLEN—RF/F1—TDEFHE XD
I2L—23r:7#A/ VICKDBERRDHESL /
Computational study of electronic transport in a
nitrogen-doped carbon nanotube focusing on
disappearance of localization phenomena due to
phonon scattering

B ERU. R T e EY R Y
(VR RTBLR RS R b TR Ze R E R TR, P st
R R AR AT ZE B W-FST, ¥ Ut A K22 T2 88)
Keisuke ISHIZEKI", Kenji SASAOKA?,

Kengo TAKASHIMA? | Takahiro YAMAMOTO"?

& Department of Electrical Engineering, Tokyo
University of Science, 2 W-FST, RIST, Tokyo
University of Science, & Faculty of Engineering, Tokyo
University of Science)

10:00-11:50 D2-P20-006

Yi;Fes0,,MY—EIOIXLDLY R T MIBITS
CriixnmE:2 / Role of the Cr doping on the red
shift of thermochromism in Y;Fe;0,,

BEE OB, IR 2 (BRARHKES)

Kotaro SHIMAZU, Tomoyuki YAMAMOTO (Waseda
University)

10:00-11:50 D2-P20-007

TI—Z7 14— REICKDHRABEM R DHRBR
#RHIZEE / Order-Disorder Transition in
Thermoelectric Sulfides by Phase Field Modeling



R 2V e et B —a %# 1’%“\
P EAY (VKBRS j(%]%nl%ﬁff ﬂ

YRS Iy Ay — F SR YRR k
HBAFRHAIRIERT)

Hiroyuki NAKANO" , Takahito NAKANO"
Kazuki SHITARA* | Susumu FUJII",

Masato YOSHIYA"™ (Y Graduate School of
Engineering, Osaka University, 2 Nanostructures
Research Laboratory, Japan Fine Ceramics Center,
¥ Joining and Welding Research Institute, Osaka
University)

10:00-11:50 D2-P20-008
FTERFMEBSr-Al-0 : Mn“FREEEADRNLEE
?D[EE / Enhancement of Emission Intensity of
Sr-Al-O: Mn** Red Phosphor by Additional
Doping
WAL AR HZ. ISV T v
ANFy K A== (RARHKZEIEG T8

Hironori TAKI, Tomoyuki YAMAMOTO,
Brik G MIKHAIL, Subhoni MEKHRDOD (Faculty of
Science and Engineering, Waseda University)

10:00-11:50 D2-P20-009
E—REHEICKLDAUCUAI-XEE DR TR / Grain
boundary segregation in AuCuAl-X alloys from
first—principles calculations
B FE B f:a-zﬁﬁlk W Y. R OEA,
giifas) %"HZ\ WMWY, s Y (VRBORFIK
b TR 7 1) 7 b TA2500F, DR T
FRHF AN R SE )

Shuji ASHINO", Tokuteru UESUGI", Akira UMISE”
Masaki TAHARA? , Hideki HOSODA? ,

Yorinobu TAKIGAWA", Kenji HIGASHI"

(Y Department of Materials Science, Graduate School
of Engineering, Osaka Prefecture University,

? Tnstitute of Innovative Research, Tokyo Institute of
Technology)

10:00-11:50 D2-P20-010
B-)UEE=HILOLIZEITDFeDEBHES /
Substitution Mechanism of Fe lons in
B -Tricalcium Phosphate

SN B 1A iz (R R R B T F SR

Kensuke ARAKAWA, Tomoyuki YAMAMOTO
(Faculty of Science and Engineering, Waseda
University)

10:00-11:50 D2-P20-011
Pd/ZnOEMREDREFIEE L ESHME / Atomic
structure and bonding properties of polarized Pd/
ZnO interface

2 eV EmE Y. B OAEMY. IR FIRY.
ﬁ?ﬂi 7FIJAD BIE Y (VHIL R R i

JeHT. DVLER AR RN 5 TR, VBT
%]‘mI B Y S R AN ik A RN = e e g
By 9774 v 25397 Ay v —)

Hongping LI", Mitsuhiro SAITO", Chunlin CHEN"
Kazutoshi INOUE", Kazuto AKAGI",

Yuichi IKUHARA™ (Y Advanced Institute for
Materials Research, Tohoku University, ? Tnstitute for
Advanced Materials, School of Materials Science and
Engineering, Jiangsu University, * Institute of
Engineering Innovation, The University of Tokyo,

Y Institute of Metal Research, Chinese Academy of
Sciences, * Japan Fine Ceramics Center)

10:00-11:50 D2-P20-012
Inverse Temperature CrystallizationlZ &KW ER S
7=Rb,MAFA, , ,Pbl 58D 45T /
Characterlzatlon of Rb,MAFA,__,Pbl; Single
Crystals Synthesized by Inverse Temperature
Crystallization

e S N P NI AR Y i N o2 e M R 2 e )

Masanori ISHIDA, Tomoyuki YAMAMOTO (Faculty
of Science and Engineering, Waseda University)

10:00-11:50 D2-P20-013
FELXEMIERICEDIV RIVAT-KRy IN—BIREEE
W3EEE R DIRTEE / Search for Ruddlesden-Popper
layered oxide ferroelectrics by density functional
theory calculations

EUE DR, Ak 3 BAID L M mEEs O
PHRZER B TR )
Yuya SHIRAIL Hirofumi AKAMATSU,

George HASEGAWA, Katsuro HAYASHI (Kyushu
university)

10:00-11:50 D2-P20-014
F—REAEICKBROTRAA MELaScO;NHEERE
4 & 1RERFS #1E / First-principles calculations of
perovskite-structured LaScO5: Phase stabilities
and transition mechanisms
T4 vix— VA7, WO #F. /NI ER,
ZE WHE (774 08I Iv ALY I —)
Craig A. ]J. FISHER, Ayako TAGUCH]I,
Takafumi OGAWA, Akihide KUWABARA (Japan
Fine Ceramics Center)

10:00-11:50 D2-P20-015
Bads K U'MniESr,FeMoOs DL FIR141E /
Magnetization mechanism of Ba and Mn
incorporated Sr,FeMoOg

MR BEEY. 770 o=

ARZ ANV Ey MR mzb CRRRHAS Yy
VXA Y THFI—FTHAL TV R)
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