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COMPUTATIONAL'MATERIALS DESIGN(CMD®) WORKSHOP
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41st Computational Materials Design(CMD®) Workshop
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Those who can prepare a PC and install Linux environment including X Window System by yourselves.

(The hands-on will be conducted using the PC cluster at INSD,Osaka University. Public key authentication must be required.)
Those who can access to the web conference system to participate the lectures and hands-on. (We mainly use Cisco Webex.)
Those who can access to-Slack (business communication tool)

The confirmed participants will be’invited to the Webex meeting and Slack workspace, so it is not necessary to create an account in advance
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ERAMAPE (APPLICATION DEADLINE): 2022878248 (B) (247 July, 2022
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AYEQAT—>33FN - ¥FTUPIK - TH514> (CMD®) DO—0>3v)

8428 A>E17—>3 I - IFUPMNKX - THAL> (CMD®) D—I>3v
42nd Computational Materials Design(CMD®) Workshop

AI-XRBLEQ TTEMEAEINERZI-TLICEBOPCOLY MY TN TEBTEELXALLET.

X W nGERUPCZRETERTESS (RBERAF /9 —-DPCOSRY—TIHVET. LRI A. )
2 COWebERI AT ATFILEATESS  (Cisco WebexZEBERETS. )

Fry bY—)LSlacklCP IR TESA

Webex{>SlackIEMBEEEZC SN SBH/VEULETOT, PRICTZHDY PS> TLEELSEBRIBOFTEA

CMDD—03 39T AS S > RRREeE -

who can prepare a PC and install Linux environment including X Window System by yourselves.
on will be conducted using the PC cluster at INSD,Osaka University. Public key authentication must be required.)
o0 can access to the web conference system to participate the lectures and hands-on. (We mainly use Cisco Webex.)
Those who can access to Slack (business communication tool).

The confirmed participants will be invited to the Webex meeting and Slack workspace, so it is not necessary to.create an account in advance.

28248 (2) (20" February - 24" February, 2023

8 P (VENUE): Online HZE
i3 8 (40 participants)

MAX PARTICIPANTS
BLRAHELRABICKIEZNBDET

(Participants will be considered based on the essay content written in the application form

SZFE=H (No registration fee)

EBAHAPE  (APPLICATION DEADLINE

57




EEpHmE K23

AT | 2 BIVE &I RRAIEINE T v 7T & BT iS GEE « RA X —%K)
%

H g F543H7HOGK 9:30 ~ 18:00. 8 H (/) 9:30 ~ 17:45

B | AT B

DAY1 03/07 (k) program DAY2 03/08(%) program

9:30~9:40 AT (ZERPE - TEIE) 9:30~9:35 | 054 | BHES
9:40~9:50 [10% | whim [B8) BEEYS3> Part2 - AMUEIFINE/ENEKTO I/0-
. =, = - . -
Al -F—9RPEYSI> Partl -MDEAI-F—9HF 9:35~9:40 | 059 | BESH: Fr7 GWELE 1 36 )

et e =
507955 | 058 | MNEE: Fx7 (MWRS WO AR5 9:40~12:10 | 1509 | (BR209x5%) +HHLE - 71 ANYS3> (509)
9:55~11:55 | 1204 (R0 9% 4%) +HEGE - T+ AHy>3> (409)

CHCRARY BNt E (MH)

- WEXY w0k s K (542)

- METSIREARAT  EE R K (HR) - IRLFHRA 2% R K (FERNF)
- RMEAKY W s K (M) - RERAY WL A K (FERNT)
- ENEOSH) NG SR (A8) CHRAY R FEE (50T3K0)

c BRBEXRT WK E K (517)

11:55~13:00 | 655 | BHA

RRS—EySa> <REAHRE> w05 |ans
13:0013:05[05% | miiem: 37 AL-F—SNPEYSI> Part2 -BHEAl- F—SHE-
13:05~13:10 | 0553 FOEOBA. H8

13:10~13:15 | 05% | MERMA: FI7 GERE ¥iT 08 )
13:15~14:45 | 904 | (WE209x3 %) +HE@ETE - T4 ANhy>3> (304)

13:10~14:10 | 605} AJIN—T (208) :D5v>ab=0, RRI-RK
14:10~15:10 | 605 BUN—T (198) :D5v>a b0, KRRY-RE
15:10~15:20 | 105> A8 - JaIR

(@8] BEEZYS3> Partl -Fi—=>2/PLIUXLOREL- R Tl B (503<0)

15:20~15:25 | 059 | MISIH: FI7 (MRS B8 HFE) - TR MR (i)

15:25~17:55 | 1509 | (M#20 5% 5%) +MAHGE - 74 ANw 3> (50%) - ERBAEATAN =€ K E (HH)
- SRAS Sl S & (FEART) 14:45~15:00 | 15% | 8
SVIAT NI AR TR, (54(7) AL F—SHPEYSA> Part3 -Rik-ARE AL F—SNE/FE - ATARE-
. 518 - kY
S ) 0¥ £ nt i) 15:00~15:05 | 059 | MESH: F17 GUELE B #0E)
e BUREE (519 05~17: 2| BR205x4%) +EETE - T4 ANYSa> 405)
it i R G 15:05~17:05 | 1204 | (BR209x4%) + FARNYSI>

17:55~18:00 | 055 | WHHRsE - WEXRE 7R K (507<D)

« KIRA% 8 B4 K (512)
- EFHRNREE P AES K (5080
IGENENA  SHEK (510)

17:05~17:15 | 105} | REAWRER RR. #5
17:15~17:35 | 205} | RWERR (109x2)
17:35~17:45 | 109 | J0->>0 (WleEHE)
Tr—NEA

58




TEEHRE K24

DA | TER I EMAE 5 21 [RIFHA 2

H B S5 3 H 22 HOK) 15:00 ~ 17:00

AT Web I —F 4 7

BME | #ELL U, MBS, B, 8 KR, A FHR

Es L T RO £ & DIc>n T
2. SCHBHEEFHIE L T ) v 7 BNV T
3. Tl

59



FRERREM

Motoyuki Shiga

[]] %Knn},\ ’*"Enlb\%( &(16 K*‘gﬁ
E|
IR "
) Rk LI :
Pod L7-fmsc (G8RER) HREH R4 L=
DALP %Plh‘j‘_]k:%) %
15 1
D
alll
Theoretical prediction of pH-dependent Carlos
electronic spectra in aqueous Bistafa,
Chem. Phys. Lett. 0
solution: A combinational application Yukichi
798, 139624 4 4
of QM/MM calculations and constant-pH Kitamura, AN
(2022). 4 H
simulations with configuration— Masataka
selection scheme Nagaoka
Bo Gao, Randy
Atomistic insight into the dopant J. Mater. Chem. 5N
Jalem,
impacts at the garnet Li;LasZr;0,2 solid A, 10, 10083 4 4
Yoshitaka A
electrolyte grain boundaries (2022). 4 A
Tateyama
Structures of liquid and aqueous water
Phys. Chem. Chem. | 437%n
isotopologues at ambient temperature Bo Thomsen,
Phys. 24, 10851 4 4
from ab initio path integral Motoyuki Shiga AN
(2022). 4 H
simulations
TV TN Gy
s | o . AFn
ARY)—=RICBIT 2 EEEICET 20 Fim | AKFERE, M | FIalb—ia e
HIFSE D B iy VIREEE) 24, e W
160-166 (2022).
Global diffusion of hydrogen molecules
in the heterogeneous structure of J. Chem. Phys. 45 i
Tetsuro Nagai,
polymer electrolytes for fuel cells: 157, 054502 4 B
Susumu Okazaki A
Dynamic Monte Carlo combined with (2022). 7 H
molecular dynamics calculations
All-atomistic molecular dynamics study 45
Zhiye Tang, Polymer, 254,
of the glass transition of amorphous 4 4
Susumu Okazaki | 125044 (2022). AN
polymers TH
Hajime
Artificial neural network—-based path it
Kimizuka, Bo | J. Phys. Energy
integral simulations of hydrogen 4 £
Thomsen, 4, 034004 (2022). AN
isotope diffusion in palladium 7 H
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Favorable Role of the Metal-Support
Fumiya Murase, | ACS Omega 7, A Fn
Perimeter Region in Electrochemical
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NHs; Synthesis: A Density Functional A
Tateyama, (2022). 7 H
Theory Study on Ru/BaCe0s
Junichiro
Otomo
Zizhen Zhou,
Dewei Chu, Bo
Tuning the Electronic, Ion Transport,
Gao, Toshiyuki | ACS Appl. Mater.
and Stability Properties of Li-rich AFn
Momma, Interfaces 14,
9 | Manganese—based Oxide Materials with 4 4
Yoshitaka 37009-37018 4
Oxide Perovskite Coatings: A First-— 8 A
Tateyama, (2022).
Principles Computational Study
Claudio
Cazorla
Path integral Brownian chain molecular 4 Fn
J Comput Chem 43,
10 | dynamics: A simple approximation of Motoyuki Shiga 4 B
1864-1879 (2022). 4
quantum vibrational dynamics 8 H
Shibghatullah
Effect of Nitrogen Doping and Oxygen Muhammady, Jun
J. Phys. Chem. C | 40
Vacancy on the Oxygen Reduction Haruyama,
11 126, 15662-15670 4 4
Reaction on the Tetragonal Zirconia Shusuke A
(2022). 9 H
(101) Surface Kasamatsu,

Osamu Sugino
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Hagiwara, Jun
Theoretical Consideration of Side Haruyama,
Electrochemistry SN
Reactions between the VS; Electrode Minoru Otani,
12 90, 107002 4 4
and Carbonate Solvents in Lithium- Yuki Uemura, AN
(2022). 9 H
metal Polysulfide Batteries Tomonari
Takeuchi,
Hikari Sakaebe
Seong—Hoon
High-Throughput Data—Driven Prediction Jang, Adv. Funct. 45 Fh
ES
13 | of Stable High-Performance Na—-Ion Yoshitaka Mater. 32, 4 a4
Sulfide Solid Electrolytes Tateyama, 2206036 (2022). 9H
Randy Jalem
Satoshi
Development of a dielectrically Hagiwara,
consistent reference interaction site Satomichi 4 Fn
Phys. Rev. Mater.
14 | model combined with the density Nishihara, 4 4
6, 093802 (2022). 4
functional theory for electrochemical Fumiaki 9 H
interface simulations Kuroda, Minoru
Otani
Nana Misawa,
(Pyridylamido)Hf (IV) -Catalyzed 1-
Kentaro
Octene Polymerization Reaction
Matsumoto,
Interwoven with the Structural J. Phys. Chem B, |
Yuichi Suzuki,
15 | Dynamics of the Ion—Pair—Active 127, 1209-1218 54
Soumen Saha, AN
Species: Bridging from Microscopic (2023). 1A

Simulation to Chemical Kinetics with

the Red Moon Method

Nobuaki Koga,
Masataka

Nagaoka
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