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Fumiyasu OBA (Tokyo Institute of Technology)
Tokuteru UESUGI (Osaka Prefecture University)
Yasushi SASAJIMA (Ibaraki University)

Takeo KOTANTI (Tottori University)

Masanori KOHYAMA (National Institute of Advanced Industrial Science

and Technology)
Tomoyuki TAMURA (Nagoya Institute of Technology)

PRI 1
Morning Oral Session Part 1

JEER AT K (AR TERYS)
Chair : Tomoyuki TAMURA (Nagoya Institute of
Technology)

9:30-10:10 Invited E2-18-001

*a%a?ﬁi_ﬁﬂﬁt:g’j< HEYHOERESH
REEVEMBIDERETIEST / Guiding principles for

developlng high-performance thermoelectric
materials by means of detailed analyses on
electronic structure

PN fE S (B TSR

Tsunehiro TAKEUCHI (Toyota Technological
Institute)

10:10-10:30 E2-08-002
FE—FEAEICKDAFRMDY T %) 18
Ti 0y, DEE AN DS ESEMH / Impacts of
Impurities Doped in Magnéli Phases Ti,0,,.; on

Daisuke KANAYAMAY, Susumu FUJIIV,

Tatsuya YOKOIV, Masato YOSHIY A!? (Y Department
of Adaptive Machine Systems, Osaka University,

2 Nanostructures Research Laboratory, Japan Fine
Ceramics Center)

10:30 ~ 10:40 Coffee Break

PRI 2
Morning Oral Session Part 2

BR: 749 3x—=2VbAT (77402 TIv 7 REV )

Chair : Craig FISHER (Japan Fine Ceramics Center)

10:40-11:20 Invited E2-18-003
EFEMBOE—RIEME I 1L —2 3> / First
principles thermoelectric simulation of 2D atomic
layered materials

AN T RO R A A AT JE )

Satoru KONABE (Research Institute for Science &
Technology, Tokyo University of Science)

11:20-11:40 E2-08-004
EEBRILDEE REZEEFDEZIA / Analysis of
Critical Factors in Thermal Expansion coefficient
of complex oxides

FRHKETY. D, BEF EXRV. R BEAW
(DR TSR aRE - BEAEAIRR T35,
D774 0TIV I ARy Y — - F ) HERERFSEHT)

Yusuke AKADAY, Susumu FUJIIV,

Tatsuya YOKOIY, Masato YOSHIY A'? (Y Department
of Adaptive Machine Systems, Osaka University,

2 Nanostructures Research Laboratory, Japan Fine
Ceramics Center)

PO 1
Afternoon Oral Session Part 1

FER Ry R REUTERF)

Chair : Fumiyasu OBA (Tokyo Institute of Technology)

15:20-16:00 Invited E2-18-005
MHBZRFICSITDIMETHIRMSFE / Statistical
Machine Learning for Materials Science
FHE ok, RE RAY. ' Y. BH BB
[CUT P = ZH%E)%j(%J‘-:T ¥ 7 RHAIFSERT
3 BURE K AR AE B s A R A Fe R

Motoki SHIGAY, Shunsuke MUTO? ,

Kazuyoshi TATSUMI?, Koji TSUDAS® (VFaculty of
Engineering, Gifu University, 2 EcoTopia Sience
Institute, Nagoya University, ¥ Graduate School of
Frontier Sciences, University of Tokyo)

16:00-16:20 E2-08-006
BHEEFRICHITDIYERETDHDE—RIEE
T IVEH / First-principles-derivation of effective
model for material design in strongly correlated
system

Thermoelectric Properties by ab initio Calculations
Al KAV, IR ED. BEIE EXRD, HER O BEAW
(VRBUREER B TR e R - BEREAIK T2 83,
D754 02T Iv s ARy — - F ) REIERIFEAT)

il gl (B IK AE A5ER)
Hirofumi SAKAKIBARA (Tottori university)




EHRDTE 2
Afternoon Oral Session Part 2

JEE T T GREURR)
Chair : Tetsuya TOHEI (The University of Tokyo)
16:20-16:40 E2-08-007
Derivation of phase field crystal model from the
first-principles
Swastibrata BHATTACHARYYAY, Kaoru OHNOV,
Ryoji SAHARA? (VDepartment of Physics, Yokohama

National University, ¥ National Institute for Materials
Science (NIMS))

16:40-17:00 E2-08-008
BEBET—IR—Z@FDINY FNZREE /

Automatic Band Diagram Path Determination for
Crystal Structure Databases

HE FERY. R Y bk 2. Hp gy
(D RRRR AR R TR T s T, 2 5Ok
WG RTRERBE T ZE AT, P 7 74 VT I v 7 Ak
v E—)

Yoyo HINUMAY, Atsushi TOGO?,

Hiroyuki HAYASHIV, Isao TANAKA!23
(VDepartment of Materials Science and Engineering,
Kyoto University, ? Elements Strategy Initiative for
Structural Materials, Kyoto University, ¥ Japan Fine
Ceramics Center)

17:00-17:20 E2-08-009
BV Y ORT OV IVICHITDZEEBEIER /
Many-body interaction of linear ridge potential
energy surface

G sev. it AL H DY (D ERR AR
B TAWFZE R, 2 RO R M S R o 3 B & I ZE 3L mi
VY77 A v ETFTIVv I ALY I —)

Akira TAKAHASHIV, Atsuto SEKO'?,
Isao TANAKA!23 (VGraduate School of Engineering,
Kyoto University, 2 ESISM, Kyoto University, ¥ JECC)

17:20 ~ 17:30 Coffee Break

FROH 3
Afternoon Oral Session Part 3

JER /e A CROCHRE R 42)
Chair : Satoru KONABE (Tokyo University of Science)

17:30-17:50 E2-08-010
BRBEMICBITDR) Y1 TOE—RIEEHE /
First-Principles Calculations of Layered Oxide
Polytypes
TAvIYx—=2VLA7 NI BB, FF #5,
By W (77A4 RS Iv s ARy Y — - F Mk
BFZERT)
Craig A.J. FISHER, Takafumi OGAWA,
Akihide KUWABARA, Hiroki MORIWAKE

(Nanostructures Research Laboratory, Japan Fine
Ceramics Center)

17:50-18:10 E2-08-011
PMT - QSGW EDICHBIES1EDEERE / Applicaitons
of PMT-QSGW method, and next steps

A A (R IOREE)

Takao KOTANTI (tottori university)

18:10-18:30 E2-08-012
ZEMRISEHINDFEEREODERNBEDEE
™ / Universality in configurational evolution from
complete disorder

HHl R OB R AR A BE T AT ZE R

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

12898 (k)
December 9 (Wed.)
BEmRAASLSSEE Room E

Yokohama Port Opening Plaza, Room E

PRI 1
Morning Oral Session Part 1

JER Sl R R

Chair : Koretaka YUGE (Kyoto University)

9:30-10:10 Invited E2-19-001
ENAIVKRICKDHMOR TR Y : 5—[FIE
£1& / Intergranular cracking of steel induced
by mobile hydrogen decohesion: first-principles
calculations
I OER), R . AR FeRE (AR JaT
JERTEEME > A 7 AT ER Y L 7 —)

Masatake YAMAGUCHI, Ken-ichi EBIHARA,
Mitsuhiro ITAKURA (Center for Computational
Science and e-Systems, Japan Atomic Energy Agency)

10:10-10:30 E2-09-002

E—FEHBICELDTi-VREEDKERE TR

/ First-principles calculations of the hydrogen

storage characteristics of Ti-V alloys

R KD FRE BHY, NI EBED,

WA WA, b S B BT 7 f
IV I ARy — - F R, PR

F;:I%ﬁ)f BRI, YIRS — R =2 —

bV - TV F — E BT

Noriko OTANIY, Akihide KUWABARAY,

Takafumi OGAWAY , Atsuto SEKO?,

Isao TANAKA? , Etsuo AKIBA® (Y Nanostructures
Research Laboratory, Japan Fine Ceramics Center,
2Department of Materials Science and Engineering,
Kyoto University, ¥ International Institute for Carbon-
Neutral Energy Research, Kyushu University)

10:30 ~ 10:40 Coffee Break

FRIOFE 2
Morning Oral Session Part 2

JEE I QR CH AR 70078 B JE A )
Chair : Masatake YAMAGUCHI (JAEA)

10:40-11:00 E2-09-003
MoESEDHNENREM AU EERMKFICEA
I DE—FIEETE / First-principles study on
thermodynamic stability for Mg-based alloys
revisited by short-range order



Hrp s5, 5H JE# OB RFRF b LR
B LER)

Ryohei TANAKA, Koretaka YUGE (Department of
Materials Science and Engineering, Kyoto university)

11:00-11:20 E2-09-004
BEICHITDREZEDINRDSEL / Fast
convergence of the density of states in alloys
TN S HE seth S R R AR
TAEFFERR R T B )
Kazuhito TAKEUCHI, Ryohei TANAKA,

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

11:20-11:40 E2-09-005
Y—BFHRICHI BBFH—

IVEEZ LT /

Electron-hole pair kinetics and exciton formation
in homogeneous electron gas

NS PN P E NS SN R A )

Shota ONO (Department of Physics, Graduate School
of Engineering, Yokohama National University)

FHDTE 1
Afternoon Oral Session Part 1

JER NS A (BHURS)
Chair : Takeo KOTANTI (Tottori University)

13:20-14:00 Invited E2-19-006
FLinEBERT/NA ARRICBITIDIEFRN I
L—ar#iimiER / Applications of atomistic
simulations to development of advanced
semiconductor devices
=R Y. Geoffrey Pourtois?. #& (R (VY =—
B &4, 2imec vzw, Belgium, ¥ RIS R P T4

7e8h)

Hideki MINARIV, Geoffrey POURTOIS? ,
Nobuya MORI? (Y Sony Corporation, ?imec vzw,

Belgium, ¥ Graduate School of Engineering, Osaka
University)

14:00-14:20 E2-09-008
How Small Changes in Shape Strongly Affect the

Light Confining Properties of Silver Nanocubes
and Give Rise to Exotic Optical Properties

Joel HENZIEY (VY National Institute for Materials
Science (NIMS) , ? International Center for Materials
Nanoarchitectonics (MANA))

14:20 ~ 14:30 Coffee Break

EHRDTE 2
Afternoon Oral Session Part 2

VER AT EE (B TR )
Chair : Tsunehiro TAKEUCHI (Toyota Techonological
Institute)

14:30-15:10 Invited E2-19-009
LSRR ESEMEICHITDRE TOLIILAIRRICE
9 BFE—REIEETE / First-Principles Calculations of
Li-lon Diffusion Phenomena at Interfaces of Li-
Excess Transition Metal Oxide Cathode Materials

f‘élﬁi WAEV. B ORY. KOmEY, AR SR,

Sem EEkRY. L f-2. A g, R M2
W77 40T Ivr Ry —F 7 HEENIZEEN 2 R
TR, YRR AIZET)

Akihide KUWABARAVY, Yeong-gi SO?, Haijun YU?,
Eita TOCHIGI?, Naoya SHIBATA?,

Tetsuichi KUDO?, Haoshen ZHOU? ,

Yuichi IKUHARA!? (Y Nanostructures Research
Laboratory, Japan Fine Ceramics Center, 2 The
University of Tokyo, ¥ National Institute of Advanced
Industrial Science and Technology)

15:10-15:30 E2-09-010
F—REBICEDSEBHPDRMEOSHEETFHR /
Accurate Predictions of Point Defect Energetics
in Semiconductors from First Principles
L AN U SR O e S e
Yty — PO TERFICH Y T X v 2 AWITERT)
Yu KUMAGAIY, Fumiyasu OBA'? (Y Materials
Research Center for Element Strategy, Tokyo

Institute of Technology, ¥ Materials and Structures
Laboratory, Tokyo Institute of Technology)

15:30-15:50 E2-09-011
GaFMZnONDFRMAERIEE M &ERAMICRIZTY
22 / Influence of F codoping on the electrical
conductivity and transparency of Ga doped ZnO
VEIL EETF A iz CFURR R 2 26 B AR 28R

Yoko NISHIYAMA, Tomoyuki YAMAMOTO
(Graduate School of Fundamental Science and
Engineering, Waseda University)

15:50 ~ 16:00 Coffee Break

PO 3
Afternoon Oral Session Part 3

iR hE 5 (SIURE)
Chair : Hirofumi SAKAKIBARA (Tottori University)

16:00-16:20 E2-09-012
Al-SIEEHRDOHESIZMME T DZRMDICHITDE
EtBiEMiE L / Crystal Structure Difference among
Impurities for Refinement of Eutectic Si in Al-Si
Alloys

AR A Bl TRY, HR FEAL,
EIT %Dﬂl“ ZH FHaEd (VKBRS RS R LA e
BHne - BREBAIR L2 ER, 2774 v I I v Rtk
Yy = F MEREITIEAT, Y RO R R A b L SE R
MR L2 E )

Yosuke SUZUKI-YAMAMOTOV, Ryota OZAKIV,
Masato YOSHIYA!? | Tomoya NAGIRAV,

Hideyuki YASUDA! (VDepartment of Adaptive
Machine Systems, Osaka University, 2 Nanostructures
Research Laboratory, Japan Fine Ceramics Center,

3 Department of Materials Science and Engineering,
Kyoto University)

16:20-16:40 E2-09-013
—EEREETOE—FREAEZAN=VILY 71 b
B RBERYODEFEEN  / First-Principles
Analysis of Ferroelectricity in Wurtzite Structured
ZnO Using the Fixed-D Method




/NS FETF B B8 Craig A. . Fisher. 5 #55, Tomokazu HIGUCHI, Tokuteru UESUGI,
Hy BR(TrAveTIv ARy Y — - F R Yorinobu TAKIGAWA, Kenji HIGASHI (Osaka
WFZERT) Prefecture University)

Ayako KONISHI, Takafumi OGAWA, Craig FISHER, 13:00-15:20 E2-P8-002

Akihide KUWABARA, Hiroki MORIWAKE MD> a2l —2avIl&BZrBEDERBH S ADER
(Nanostructures Research Laboratory, Japan Fine / Molecular Dynamics Analyses of Formation and
Ceramics Center) Deformation Mechanisms of Zr-based Metallic

Glasses
FROH 4 fee Ak, K SR B R R IR (4
Afternoon Oral Session Part 4 & TEARF)

ATO, Ryo KOBAYASHI, T ki TAMURA
BRI WE(TrA Y ET I s Ay F—) Sota SATO, Ryo KO SHI, Tomoyuki URA,

: . ) s Shuji OGATA (Nagoya Institute of Technology)
Chair : Akihide KUWABARA (Japan Fine Ceramics
Center) 13:00-15:20 E2-P8-003

16:40-17:00 E2-09-014 Ti-Nb-X. TI-MO-X@@‘:}5‘762%0?&&*5?%

Electronic model for resistive switching in
nanodevices

Hannes RAEBIGER!? |

Antonio CLAUDIO M. PADILHA?

Alexandre R. ROCHAY, Gustavo M. DALPIANY
(VCentro de Ciencias Naturais e Humanas,
Universidade Federal do ABC, 2 Department of
Physics, Yokohama National University, ¥ Instituto de
Fisica Teorica, Universidade Estadual Paulista)

17:00-17:20 E2-09-015

0 -ALO;ICH T BEHMREDH RN E—RIEFHE

/ First principles calculation of oxygen grain
boundary diffusion in a-Al,03

B Y, PEE MEAD, SEH EERD.

B HE—12 (VUK R b T RSB A I Je
W, 27740853y ALy T — - F RSN

Tetsuya TOHEIV, Yuito WATANABEY,
Naoya SHIBATAPY, Yuichi IKUHARA!? (Y The
University of Tokyo, # Nanostructures Research
Laboratory, Japan Fine Ceramics Center)

17:20-17:40 E2-09-016

Li€f 7> ZREMDIEE-BREEREOSE—FIEFE /
First-principles in-situ XAS simulation of chemical
reaction at cathode-electrolyte interface in Li-ion
batteries

HAY e Ak s RBIE BW (Rk R T3ERE)

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

1288H (X)
December 8 (Tue.)

EREHXtE 5 —

Yokohama Media & Communications Center

RAY—tyTav

Poster Session

13:00-15:20 E2-P8-001
F—RIEEEZRAVCAXEEDLEROFA /
Prediction of specific electrical resistance in Al-X
alloys from first-principles calculations

WELT A% bAoA fERL B MERE. S e ORBK
WL RS KA BE T 20 5ERE)

HDE—RIEETE / First-principles calculations of
transformation strain and phase stability in Ti-
Nb-X and Ti-Mo-X alloys.

MOKHL BAZ fERRL BN NERE. A MR ORBROFF
SR TSR

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

13:00-15:20 E2-P8-004

BRERROT A FRBEMICH T DXIFEBHD
$E{fi / Evaluation of X-ray Irradiation Effects on
the Electronic Structure of Organic-Inorganic
Perovskite Solar Cells

JEAR AL EEE YL MK K.

o PN & A NI T TR %HZ“\ B Az
(U FLAR RS2 SR T2 F 78Rt 2 il 22 i 78 b JE 4%
R iR AR, YA R jts’—k%l‘mI%ﬂ)

Keisuke MOTOKI", Yu MIYAZAWA?,

Daisuke KOBAYASHI? , Masashi IKEGAMI® ,
Tsutomu MIYASAKA?, Tomoyuki YAMAMOTOV,
Kazuyuki HIROSE? (Y Graduate School of
Fundamental Science and Engineering, Waseda
University, ?ISAS, JAXA, ¥ Graduate School of
Engineering, Toin University of Yokohama)

13: 00 15:20 E2-P8-005

)Y A RORMEERERZEDETHE / Systematic
Calculations of Thermal Expansion of Silicides

A Sehv. R #EV. FHR O EAY (OKRKFEKR
bR LR AR - BEREAIR TR H, 27 7 4 vk
SIv Iy ALYy — - F ) HIERZERT)

Ryosuke ISHIMURAY , Susumu FUJIIV,

Masato YOSHIY A'? (VDepartment of Adaptive
Machine Systems, Osaka University, 2 Nanostructures
Research Laboratory, Japan Fine Ceramics Center)

13:00-15:20 E2-P8-006

F—RIEEEICKBAI-Mg-Zn-CuR S EHERNFDE
5t / A Study on Grain Boundary of Al-Mg-Zn-Cu
Series Alloy by First-Principles Calculation

R BAY, AR EED. B A0,

AR HER? (VR A7 R APl R TA%EB, 2 R LI A2 R
2y NEATY)

Tadao FUKUTAVY, Kiyotaka OBUNAIV,

Koichi OZAKIY, Yudai NASU? (Y Department of
System Engineering, Okayama Prefectural University,
2 Graduate School of Systems Engineering, Okayama
Prefectural University)



13:00-15:20 E2-P8-007

I I FREEEANTICHITDRHAREA / Impurity
Segregation on Symmetric Tilt Grain Boundaries
in a-Al,04

S/ FERY RUE O ERY, FHR O OEAY (OKRRKY:
KFBE TAIeRH e - BRI TR, 27 74 ~
tI Iy s ALy — - F ) WENE)

Yoshihisa KANAMORIY, Tatsuya YOKOIV,

Masato YOSHIY A2 (VDepartment of Adaptive
Machine Systems, Osaka University, 2 Nanostructures
Research Laboratory, Japan Fine Ceramics Center)

13:00-15:20 E2-P8-008

Sb, Lais K U'NbRIMBaSNO;DE FiE&iEmE T /
Electronic structure analysis of Sb, La and Nb-
doped BaSnO;

FH Bk A Az (AR OR A 2R AR
Makoto HIRATA, Tomoyuki YAMAMOTO (Graduate

School of Fundamental Science and Engineering,
Waseda University)

13:00-15:20 E2-P8-009

BERNEZEENBRRERICLDIDFHHFEIaL—
<32 / Molecular dynamics simulation using
time-dependent density functional theory

Sdt Bl R s, KB Y,
ANEF UKD, KEF a5 50 (VBRI RS TR
Fle PN ZER TR A E - M RHFTERRRE . 9 KIST)

Nu PHAMY, Ryoji SAHARA? , Hiroshi MIZUSEKI? ,
Shota ONOV, Kaoru OHNOV (Y Graduate School of
Engineering, Yokohama National University, ¥ National
Insititute for Materials Science,  Korea Institute of
Science and Technology)

13:00-15:20 E2-P8-010

F—RESBICLD BERTI-XEZTDHREEM &3
MAFHICHITDEEEBTRDFE / Influence of
alloying transition elements on phase stability
and elastic property of B Ti-X alloys from first-
principles calculations

NS L Bk fEEEL B NERE. BRI OKR
SR NE YN TR v )

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

13:00-15:20 E2-P8-011

Density-Functional Tight-Binding Parameters for
Simulation of Zirconia

Aulia SUKMA HUTAMAY, Balint ARADI?,
Thomas FRAUENHEIM? , Stephan IRLEY
(VDepartment of Chemistry and Institute of
Transformative Bio-Molecules , Nagoya University,
2Bremen Centre for Computational Material Science,
Universitat Bremen)

13:00-15:20 E2-P8-012

CaTiO;HMnA # > DErrIRIEREMT / Local
Environment Analysis of Mn lons in CaTiO4

P S AN T NI el € 1 e s e 2 e )
Tomoya MURAI Tomoyuki YAMAMOTO (Graduate

School of Fundamental Science and Engineering,
Waseda University)

13:00-15:20 E2-P8-013

F—RENEET-IRNZDOERICKI DA MEH
%% / Combination of DFT-calculations and data-
science to study properties of grain boundaries

sl FE—. HR KE MK 3B B B (B0l

B TERY)

Ryuichi ARAKAWA, Tomoyuki TAMURA,
Ryo KOBAYASHI, Shuji OGATA (Nagoya Institute of
Technology)

13:00-15:20 E2-P8-014

ARINU =4 7 > D% & BaBiO D& RIBEDE R /
Relationship between Valence State of Doped
Rare-Earth lons and Crystal Structure of BaBiO;

SR BEAL AR JLZ (AR RS2 i B T2 iF e Rt

Akihisa KAMATA, Tomoyuki YAMAMOTO
(Graduate School of Fundamental Science and
Engineering, Waseda University)

13:00-15:20 E2-P8-015

BB BREZTIRMHOBRNZNREN /
Thermodynamic Stability of Layered Oxide
Thermoelectrics

pHEORBIY. Al KD, IR V. HR OHEAR
(”ﬁl‘)iﬁ%ﬁ%[‘mis&ﬁﬁ BHARE - BEREAIRE 122 H,
V774 kT IRy Y — - F ) REENIZET)

Daiki NAKAGAKIV, Daisuke KANAYAMAV,
Susumu FUJIIY, Masato YOSHIY A2 (Y Department
of Adaptive Machine Systems, Osaka University,

2 Nanostructures Research Laboratory, Japan Fine
Ceramics Center)

13:00-15:20 E2-P8-016

2H + CO — H,CO ME—REMEBICKDHFE / 2H
+ CO — H,CO studied by ab initio calculation

M ORI, NEF BOR. KEF BB (BRE RS
TR

Kazuaki KUWAHATA, Shota ONO, Kaoru OHNO

(Graduate School of Engineering, Yokohama National
University)

13:00-15:20 E2-P8-017

Mg, SimDSitiHBIND 7T —XT71—ILET 22

L —< 32 / Phase field simulation of precipitation
process of Si in Mg,Si

21D, IS 2P, il M2 (VKBRS AR
MR R FE L 2KWRY: L% =TI TV
T4F})

Bin LIUY, Yasushi SASAJIMA? , Teruyuki IKEDA?
(VGraduate School of Science and Engineering, Ibaraki
University, ? Department of Materials Science and
Engineering, Faculty of Engineering, Ibaraki
University)

13:00-15:20 E2-P8-018

#FHRBEFD van der Waals 1HEERDE—REET
& / A first-principles calculation of van der Waals
interaction between rare-gas atoms

IR Y. R OE—2 R ATRY,

KEF 228250 (VR E KRB LAk,
VEF ) — - AT A AR



Toru SHOJIV, Riichi KUWAHARA?, Shota ONOV,
Kaoru OHNOY (VDepartment of Physics Graduate
School of Engineering, Yokohama National University,
?Dassault Systemés Biovia K.K.)

13:00-15:20 E2-P8-019
ZILA 5T FRFIMREC0O; (RE = La, Pr, Nd)
DEFIREERRMT / Electronic structure analysis of
alkaline-earth-doped RECoO; (RE = La, Pr, Nd)

B S AR N (AR RS 2w B T 22 JE R

Koichi MASUDA, Tomoyuki YAMAMOTO (Graduate
School of Fundamental Science and Engineering,
Waseda University)

13:00-15:20 E2-P8-020
ﬁ—ﬁﬂg‘f%(:&5Ln23I20770)§?‘:7]$E"J§E1‘50393
#fr / ab initio calculations of thermodynamic phase
stability of Ln,Si,0,

O B B ERY, HR O BEAVOT7 A Vb
IV AT Y — - F T EIERTEAT, 2 RIORAERS
B T4 FSeRE e - BEREAIR L5380

Arata IOKIV, Tatsuya YOKOIV, Masato YOSHIY AV
(VNanostructures Research Laboratory, Japan Fine
Ceramics Center, 2 Department of Adaptive Machine
Systems, Osaka University)

13:00-15:20 E2-P8-021
F—EFEEFEZRAVV-2E®LA 7 U EMORADH
3% / First-principles study of interfaces in all solid
Li-ion battery
P ES BN KSR MR S8 B BRI (B
B T2ER)

Kyohei ITO, Tomoyuki TAMURA, Ryo KOBAYASHI,
Shuji OGATA (Nagoya Institute of Technology)

13:00-15:20 E2-P8-022
LaM, ,Fe,0; (M = Al, Ga, In) ICB|IDERBESHENR /
Crystal structure analysis of LaM,_Fe,0; (M = Ga,
Al, In)

FH 8. IR JiZ (AR RS B T2 e )

Yutaka OSADA, Tomoyuki YAMAMOTO (Graduate
School of Fundamental Science and Engineering,
Waseda University)



