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NA R — b RZEIAETE D&M % 3R EAER OB LERET 2 HIEEZRE L.
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HAZEM LTz, ZORER, RAWKFE DL EILMAEEFIIMD TEZERTH Y | FrioT & 3%
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[1] T. Yagasaki, M. Matsumoto, H. Tanaka, “Molecular Dynamics Study of Kinetic Hydrate
Inhibitors: The Optimal Inhibitor Size and Effect of Guest Species”, J. Phys. Chem.
C 123, 1806-1816 (2018).
[2] H. Tanaka, T. Yagasaki, M. Matsumoto, “On the phase behaviors of hydrocarbon and
noble gas clathrate hydrates: Dissociation pressures, phase diagram, occupancies

and equilibrium with aqueous solution”, J. Chem. Phys. 149, 074502, 1-15 (2018).
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B L7z,

SRR E A RO B X NEA T L VIR O KB LZUG Y R 2 b— 3 Y L,
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(BART 7Y r— 3 v LRHHET L]

FURT 70— 3 v, S EIREIATRIC IES < KIS R4 T 0 ) 35 % wTHE & T 5 D0
DFTB-KC 5. BERGHALHI A 5 5 A 3 7 2 EOB AL, © 7 075 v OB S
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(W HIFHR D 515 & 3]
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Flo, AFRVHEHEOR MRy 7 LR DERAERETHZ LICLY, KREBEEIZHIT 5 A
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(b) BHERPUGHEZDETICE LI AXEAF I AV I 2 L— g U
DY 7Y 7 (walker) BURAFME, AHIFBARAIZ2 2 X = L — g RG]
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DC-DFTB3 direct

2,000 1,996,500 78.6 218.6 BWI/G

of nodes atoms
500 1,093,500 110.8 272.6
1,000 1,500,000 93.3 242.7

Number of atoms [millions]
'—l
(Ug] o
L]

0 A A
0 4000 8000 12000 16000

4,000 2,592,000 65.0 181.3
Number of Nodes

8,000 3,295,500 52.3 163.8

% 4-2-4-8. [H] BT DC-DFTB &I = L
—a v 1 AT v T ORE ZFIT AR MIK R
WCEENDIRFED ) — REURGFEDOHER L
(in—core) & AF VHIH T /LT Y X A (direct)
TOHHE

T X iR DN TZC0ALF R BN T, SEARPEER 2 R0 7 X U FRIFC047 B » IR I
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DA [T RV X —DEZhE A, 284 - Brk, FIH O Fr sl AR H 5 O B |
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H 2018 4£ 8 H 17 H (%) 16:00 ~ 18:00
BT TKP 4t/ —k o hZ U — 16F &=L
SN fig (. [, KAE. CSE FHH5/H
F= 1. A 73~T 47 AERHT—F% 0 T T IL—T5RNITHOWNT
2. IFEINEZEIZONT
3. Fofth
DY K12
DAL [ R VX —DENRRAI, B - BFE. RO BRI OBR%E |
011 T — s 9 v i
H g 2018 4= 10 A 10 H (k) 11:00 ~ 17:00
BT AF—grary 7y Ly A GHIE 406
e IIES 2Er, g, Bl MR, AR, BB, KRE. RA, CSE FHE R
EE 1. RISV T
2. Tt
kbR E K13
e V) [T RV —DEh=R A, 284 - Br, A OB AR O B % |
W12 MEEHEE Y — 7 g v SrREREE (B - ARl
H i 2018 4= 10 H 18 H (K) 15:00 ~ 17:00
il Xy UNATTWHRE FHEKFEVYT T4 MiEEE 66 - F SiE=)
EIIES JLREREE - B, IR, OKH
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3. Fofth
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13 EhEEHE Y — 9 v —Eh

H IHf 201943 H 1 H (%) 10:00 ~ 15:00

5T AF—grary 7y Ly A GHEE 303
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Db ms K15

DA [T RV X —DEZhE A, 284 - Brk, FIH O Fr L 2R H 5 O B |
& 1 B3 Fh58R<2 (CSE 1st Young Researcher Workshop)
B 2018 4-8 H 20 H(H) ~ 22 H (/K)
BT TKP L7 h—LEGEHEIL 7 7 L A — A
eIk 25 44
A=A

Dayl, August 20th

13:00 - 13:30

Zf}/Registration

13:30 - 14:00

BRI - 3% /Opening address and announcement

14:00 - 15:20

52355 (7 #2E B) /Oral Presentation(Branch B) Chair: Masato
Kobayashi

« Noriyuki Yoshii (Nagoya University), “Extensions of the Fast

Multipole Method”

« Taichi Inagaki (Nagoya University), “Constant potential MD
simulation method and its applications to electrochemical

interfaces

« Xichan Gao(National Institute for Materials Science ),
“Improved Polarizable Dipole-Dipole Interaction Model for

Hydrogen Bonding, Stacking, T-Shaped and X-H- -+ = Interactions

« Ashu Choudhary (National Institute for Materials Science),
“Revisiting Grignard Reagent Based Electrolytes in Magnesium—ion

Battery: A first principles study”

15:50 - 17:10

Wrae s (Y- 73R B) /Oral Presentation (Branch B) Chair:Takashi

Tsuchimochi

* Yoshimichi Ando (Institute for Molecular Science), “Performance

improvements of software MODYLAS for the post—K computer”

« Shota Tizuka(National Institute for Materials Science),

B 1-12




“van—der-Waals effects on organic liquids”

+ Jiachao Zhang (Nagoya University), “Consideration of
accelerating MODYLAS by utilizing single—precision SIMD on
Post-K”

* Yoshiyuki Yamamoto (The University of Tokyo), “First-principles
simulation of TiO2electrocatalyst for polymer electrolyte fuel

cell”

18:00 - 19:30

A # /Dinner

19:30 - 22:00

BHE - FERZHBE G M7+~ T 4 7 AFEHIZOWTY )
/Discussion with food and drink ( “HPC and materials

informatics” )

Day2, August 21st

9:30 -10:30

Wrges 3 (73R A) /Oral Presentation (Branch A) Chair:Shota

Iizuka

+ Keisuke Sawada (RIKEN Center for Computational Science),
“Development of large—scale ab initio quantum chemical code based

on massively-parallel sparse-matrix library”

« Motoyuki Uejima(Kobe University), “Massively parallel

implementation of model space quantum Monte Carlo method”

+ Takashi Tsuchimochi (Kobe University), “Development of
symmetry—projectionmethods targeting artificial

photocatalysts”

11:00 - 12:00

Wraez 3 (7318 A) /Oral Presentation (Branch A) Chair:Shusuke

Kasamatsu

« Noriyuki Minezawa (RIKEN Center for Computational Science),
“Trajectory surface hopping simulation toward understanding the

mechanisms of photovoltaic solar cells”

+ Enhua Xu(Kobe University), “A Full Coupled—Cluster Reduction

B 1-13




For Accurate Description Of Strong Electron Correlation”

« Takehiro Yonehara (RIKEN Center for Computational Science),
“Development of quantum dynamics methods for investigating a

light energy conversion”

12:00 - 14:00 | B#&. {RE/Lunch, Break

14:00 - 15:40 | #FZEHFK (F73EC) Oral Presentation (Branch C) Chair:Kazushi
Fujimoto
+ Kazuya Ishimura(Institute for Molecular Science), “Algorithm
development for massively parallel quantum chemistry calculations
« Masato Kobayashi (Hokkaido University), 7 Recent Trends on
Catalyst Informatics
* Yoshifumi Nishimura (Waseda University), “Recent developments
of divide—and-conquer density-functional tight-binding molecular
dynamics method”
+ Takuma Yagasaki (Okayama University), “Phase diagram of
TIP4P/2005 water
« Chien—Pin Chou(Waseda University), “Recent Development on
Density-Functional Tight-Binding Parameterization

16:10 - 17:10 | BFFe%%E (Y- 7#EB) Oral Presentation (Branch B) Chair:Keisuke
Sawada
+ Shusuke Kasamatsu(The University of Tokyo), “Direct coupling
of first-principles calculation with replica exchange Monte Carlo
sampling of ion disorder in solids
« Yan Lei (The University of Tokyo), “Hydrogen Adsorption on
Pt(111) Revisited from Random Phase Approximation”
+ Kazushi Fujimoto (Nagoya University), “Fracture Simulation of
a Glassy Polymer by all-atomistic Molecular Dynamics
Calculation”

18:00 - 19:30 | #&/Dinner
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19:30 - 22:00

BEL - [FHRHES (RE [HREATORR NEABRBHRBEN L)
/Discussion with food and drink ( “Open information of Post—K

Computer” )

Day3, August 22rd

9:30- 12:00 E£¥ B RAWML/Group exercise
12:00 - 13:30 B& Lunch
13:30 - 15:00 E£E . BRA#S/Group exercise

B 1-15
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EHE (UHERY) T EE v Ialb—3ia ]
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EIVG
10:40-12:10 2 EN GEIEKS) (TR NFEO I 2 — gy — 57 )L 31E -
fEHT |
12:15-12:30 S B TERE
DR K17
DAL TR B2l TIal—i gy (20184EE) EoHK ()
1 NET I ab— g VRS
H 2018 4E 9 H 12 H(K) ~ 14 H (4)
%P “EEYeART
SN 394 EAN 34 ARb424
DikBAfEE K18
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11:10-11:45 A I 2 L—# [0CTA] EMBFEHDIFT—
R Em— Y —AEH)
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12:50-13:25 | EIBEAEIBERE L BT SA ABRHOBEL L L TOFEI I 2L —V
a B
HE 5 U KRE)
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14:50-15: 10 R HARR N TR ~OBITHICRIT EEE LA HXZE
B B (B TS R R A A Ze %)

15:10-15:45 SPACIER : #Bts I = L—3 3 v LR FE oS
HH TE R EEEAF SRR
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[RA B R ~AF7EESREZ LMY I 2 b—2aroFETraY
N

15:55-17:00 RENVTF 4 AB v ay
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SRR Y A b EHW S GREHREFIEAT) /AR fEE CRBIOKS) /%
A BOERUVERAESH) / BE 5L GEE RS FersRE)

17:00-17:30 HPCI « 7 r— a VR MR, B (FEEDAL)

DEBEERE K20

DA TR ARA N TR EAES KA E L3-8 7 10 75 & SMASH #3584

H B 2018 4-12 A 6 H (K) 13:00 ~ 16:30

5AT E A E R R 2 — oF EE=

3 IE 64 WAI1KL BFFT4

SEBAERE K21

AR FENH (¥ Ial—r gy g—Rvw v IOV TERLHES

ENiS 2018 4212 F 10 H (H) 15:00 ~ 15:30

i EERSE 77 INTANTR [ A YT 2R

ZINE PEI - AR, TN A
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DRI (11 BH), 5 EARY R A AL H, 12 H)
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bt JeiFE RFE 7 v T 4 TALFEEMN L ¥ — 2F LI F v —Fh—/L (&
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S 1104 WEEI4

=S/ N

B2EER - EXLEOEKL RV T L [T —= ALFEZXAF—DFELFIA]
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tyvaril
R B FHa (L KRS B AR )
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st E CCREEA)
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VR AZ (EENF ERD
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BRI 54 (bR kgt
BHARE ATR)

13:45 - 14:05 | AR A b THT) B SAREE 5 2R

i i (rF0F 4K
B2 T)

e — |

14:05 - 14:55 | ¥AFFHE [HEIEOMR 2 5K CERZ1ED —F
FEAZNA RL— MTXDEERE~D

ik

B EE O\FmES
RAER)

5y BEREPERE |

14:55 - 15:45 | #B£FEER [CCS, CCU TR B A el iksE

NE ER S (E#ERHR
HBREE)

15:45 - 16:05 | {K#A

Ty g2
R Bk A (AEKBEE)

T

16:05 - 16:55 | FAfFakE [ AN TEE Rk & =Jofiilt FTo NO

e g GURBET)

16:55 - 17:45 | #8 #F % 1 [ Computational Chemistry:
Catalyst Industrial Perspective]

A

R & (Yary
VewukA Uy Y)

17:45 - 18:05 | B#EHAEH

BB

18:05 - 19:35 | [BEE] 77 LT 4 TR [ LAYy 2% 5000 HT7E
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() g 72 B0 #i7
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F TG SORR DR
10:10 - 10:40 | ¥ 7FUE B [E&JERE L UMRERR | 257 & CRRWIERT)
HOH—FE I 2 L— a3 )
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2 W E s oy 1B AE ORI 1A T
11:10 - 11:40 | Y738 B IMEMEBS L O miBfEO v I = | fF1L M ()
L— g VAT e — REFS LIS H )
kyvar3: RRE¥—EY Tz
11:40 - 12:40 | R Z—k v 5 @K-T A= (2F)
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RIS 1-22




W H O ZHHOMT (55 BAMHY RO Y L)

RIS 1-23



Db K23

DA RA N T EEES UA ¥ =27 —)b -Bt5
H i 2018 4F 12 A 17 H(A) ~ 19 H OK)

T M=o 77 Lo Ak 2 —

YIS 874 AN 94 AEF96 4

A/ AN

12A417H (A)

F2 L EEEE (D)
13:25 - 13:40 BAS: AHKERE

15:10  /PARIEAN e (AEHRE KR)
[Hartree—Fock (~Roothaan) }%=: BEGGHEE D LR, HER R £ <)

15:20 - 16:50 HRERE oA (HERFIR)
['EFFHEH & post-HF 4]

13:40

17:00 — 18:30 AR J4E (R KT)
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FZx /N (RARER)
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5 9 [a] NTChem V—727 > 3 v 7 (:4)

H HF
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BUIGH R B E o 2 —
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18:05-18:10
18:10-20:00

BAERE il A (BMLAWFSERT) ¢ Takahito Nakajima (RTKEN)
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