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2A13H(A) / Feb.13(Mon.) ¥BR70J5 L8 T#% / alumni of PCOMS program

10:00-10:10 F—F =4 7KL R / Opening address

10:00-10:10 BEE#iS HILKFE /IS TF ER-FIF¥E (FEiEY) Motoko KOTANI [Executive Vice President for Research, Tohoku University]
ijtj(_? %Ejﬂ'*_{.ﬁ)}ggﬁﬁ Ejg fg mE Tadashi FURUHARA [Director, Institute for Materials Research, Tohoku University]

EBERE XEMHEE HERM- 2 RER AMBEER AMBREEE

Office of Human Resources Development for Science and Technology, Science and Technology Policy Bureau, Ministry of Education, Culture, Sports, Science and Technology (MEXT)

10:10-11:50 PCoMS;EBEI#R{E v 3> / PCoMS activity summary session

10:10-10:35 FIEMEMBARERIL V- T LOETHEEERERPRETRES

HARSHFASA—TATHOZHEEOHIEFFHREXIBEOSRICAITT AR B [RIEXF]

Activity overview of PCoMS and Next—generation researcher development program

: Towards the future of diverse supporting young researchers based on research field communities Momoji KUBO [Tohoku University]
10:35-10:50 PCoMSA/AR—La Bl AMERER . BEEZEADIAMOBERO-HOBRENBEHXIE JIB 3% [(FALKE]

PCoMS Innovative professional development program: Supporting young researchers with pioneering innovation in academic and industrial fields
Toshihiro KAWAKATSU [Tohoku University]

10:50-11:10 PCoMSIRABMRDERRE : 1AM =——X(ER S5 AMERL IS EIE RRAF]
Annual Report of Activities of PCoMS UTokyo: Human resources development meeting social demands Naoki KAWASHIMA [The University of Tokyo]
11:10-11:30 S FHPREMICEH1THPCoMSDEEILSHE : FFIaL—2av B KUEFIRERI—ILIZKDARERK Ehk BE (5 FRERER]

Activities and Future of PCoMS at IMS: Human resource development through molecular simulation and quantum chemistry schools
Shinji SAITO [Institute for Molecular Science]

11:30-11:50 AMRAFTOHPCoMSEBIHE 2015-2022L 5 HRIZOWT: FHHE#RTUZ LTV AV EHPCRIiDHE - E R FI BB [KRAF]
PCoMS activity at Osaka University 2015-2022 + Future perspective: Education and dissemination of Computational Materials Design and HPC techniques
Yoshitada MORIKAWA [Osaka University]

11:50-13:00 B{K% / Lunch break

13:00-13:50 IBFEEEEYa1 / invited talk session 1

13:00-13:50 FEBRMEFDORRMEERFRELL-BREITHDOER A & B RF SRAHRR %3
Advances in Theoretical Calculations for Point Defects in Nonmetallic Materials Yu KUMAGAI [Professor, Institute for Materials Research, Tohoku University]

13:50-14:50 RiRBRE Y31 / NPD session 1
13:50-14:10 Towards Materials Discovery using Universal Neural Network Potential and Ab=Initio Calculations Nguyen Tien QUANG*
[present: Shinshu University / former: Osaka University]
14:10-14:30 #E—RFTHFUHEBETMEFRICE T E2RFMNE—REFDHEBIE SO -EFREORT ER — B+ [(RRAF]
Analysis of electronic properties of quasi—one dimensional molecular conductor TM salts on the basis of ab-initio effective models Kazuyoshi YOSHIMI* [The University of Tokyo]
14:30-14:50 SF2al—2avIc&dERPFIL U OBERRY (TSI EH R £—* [59FHFHRH]
Elucidating dynamics of biomolecular machines in function by molecular simulation Kei-ichi OKAZAKI* [Institute for Molecular Science]

14:50-15:05 fKR%E / break

15:05-16:05 XRit{X#HZEEL Y322 / NPD session 2

15:05-15:25 J)—EBOFOEAWFROCHLRKEBO TR =F BB+ (R LREFEESHEHER., T mRAF]
Visualization of topological states using zeros of Green functions
Takahiro MISAWA* [present: Beijing Academy of Quantum Information Sciences / former: The University of Tokyo]

15:25-15:45 ABEBRBEOEFF1FIVAELRE B BE BB [ ETHZRMHRARRE. T 5 THEHER]
Quantum Dynamics and Time—Resolved Spectroscopy of Charge Photogeneration Processes
Takatoshi FUJITA* [present: The National Institutes for Quantum Science and Technology / former:Institute for Molecular Science]

15:45-16:05 F—REHHEZAV=-FHAURBEMBORR BE &t (B TR XP, T ARKF]
First—principles materials design of disordered magnetic materials Tetsuya FUKUSHIMA* [present: The University of Tokyo / former: Osaka University]

16:05-16:20 fKEE / break

16:20-17:20 RitHKBEE Y323 / NPD session 3

16:20-16:40 HIRMBAZEADOBIENT IO—F — 3al—avhbT—2BEEEA Z EA B ERKE. T RILXE]
Numerical Approaches to Glassy relaxation dynamics — from simulation to data—driven computing
Hayato SHIBA* [present: The University of Tokyo / former: Tohoku University]

16:40-17:00 X#R:EEBRINAHEICLDXBALZER L OERMEREBHHELT Wi B+ (3 BELEHRER. T RALKF]
Toward realtime tracking of x—ray photochemistry via transient x—ray absorption spectroscopy Kaoru YAMAZAKI* [present: RIKEN / former: Tohoku University]
17:00-17:20 Thermodynamic modeling of liquid metal dealloying Pierre-Antoine GESLIN* [present: MATEIS Laboratory, INSA-Lyon / former: Tohoku University]

2A14H(k) / Feb.14(Tue.)
10:00-11:15 A/R—a BB A BEREAEE LY 3> / IPD session

10:00-10:25 PGCoMS Program Experiences and the Computational Thermodynamic of Solid—state Materials Arkapol SAENGDEEJING*
[present: National Institute for Materials Science (NIMS) / former: Tohoku University]
10:25-10:50 IPD PCoMSTREEI X UICH A FIaL—avHMRITOVT RE ER (R EERMREHER. i RRAZF]

Activity in IPD PCoMS Program and Simulation Research on Polymers.
Yusuke YASUDA* [present: National Institute of Advanced Industrial Science and Technology (AIST) / former: The University of Tokyo]

10:50-11:15 Elucidation of reaction mechanisms in NO, purification catalysts using knowledge gained from activity in PCoMS IPD Program
Thanh Ngoc PHAM#* [Osaka University]

11:15-12:05 $BFEEEYI 322 /invited talk session 2

11:15-12:05 HHEIAVE1—4FRAWEHBBEREEFIVE1—4FRAWEMHEER WT E—B [(RERIEXE VE - FREBHER HEARE
Difference between materials exploration using a classical computer and a quantum computer / HR L Quemix {£K]

Yu-ichiro MATSUSHITA [Specially Appointed Associate Professor, Tokyo Tech Academy for Convergence of Materials and Informatics, Tokyo Institute of Technology

/ CEO, Quemix Inc.]

12:05-12:10 PCoMSMEEN R Pty av I HElRT
12:05-12:10 &% §F WA FH [JST REFMAMEROILY -7 LOBESE TOTSLEE / FERPAELE
Keiji YAMAMOTO [Program Officer, Japan Science and Technology Agency (JST) / Emeritus Professor, Chiba University]

12:10-13:10 B4K% / Lunch break

13:10-13:25 HEPERPER—N—aVE1—45EREX FEHEL Y 3> / SCCMS activity summary session

13:10-13:25 HEMBERER—/IR—arE1—2#4RAEXERE IS EE (RRAF]
Annual Report of Activities of Supercomputing Consortium for Computational Materials Science Naoki KAWASHIMA [The University of Tokyol]

13:25-14:05 EHHEMENPR—/—arE1—4+BAEE Y321 / SCCMS session 1

13:25-13:45 FE—REHHELBWP T ECLIMERERRERGIERT F BE KRR

Elucidation of atomic structures and reactivities of heterogeneous catalysts using first—principles simulations combined with machine learning techniques
Yoshitada MORIKAWA [Osaka University]

13:45-14:05 FERAROTRDAFHARIEY,Ti,05S,I123 1T B RFED FE—RIEMEHT |0 fE [F KE]

First-principles analysis of defects in layered perovskite photocatalyst Y,Ti,05S, Kazutaka NISHIGUCHI [Kobe University]

14:05-14:20 fK% / break

14:20-15:40 EtEMERFER—/A—aLF1—4*FAEE Y322 / SCCMS session 2

14:20-14:40 TBA wk T [RRIERFEFR]
TBA Susumu SAITO [Tokyo Institute of Technology]
14:40-15:00 EEWTITVXLIZEIBRIEENOER B FE (mRAE]
Exploration of magnetic compounds by evolutionary algorithm Takahiro ISHIKAWA [The University of Tokyo]
15:00-15:20 TFUTZ LKAV TAIT4IRE AW MERHBEAR~ORYAH RIE WA (5B ERHZRTAZRAF]
Approaches to development of photocatalytic materials using materials informatics Yosuke HARASHIMA [Nara Institute of Science and Technology]
15:20-15:40 ZRFETINERAVEAFEARIIaL—2avIickdBmAFILURABREFRAFEOMSE WA —i [KRAZ]
Chain-Increment Approach to the Mutual Miscibility of Polymers with All-Atom Molecular Simulation and a Solvation Theory Kazuo YAMADA [Osaka University]

15:40-15:50 HO—U U5 PRL R / Closing address

Next Generation Professional Development (NPD) program: supporting the young researchers who lead the future global academic community
Innovative Professional Development (IPD) program: supporting the DC students, posdocs and fixed—term assistant professors who are pioneering innovation on diverse academic and industrial fields
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