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reconstruction. M Nakano, O Miyashita, F Tama, Structural Dynamics 10 (2), 2023

Presentations (Invited)

) Tama F, “Hybrid modeling approaches to study structures and dynamics of biological
systems” Computational Advances in Structural Biology Conference, King Abdullah
University of Science and Technology’s, Saudi Arabia, |- 3 May 2023

2) Tama F, “Hybrid modeling approaches to study structures and dynamics of biological
systems” CCP2023 - 34th IUPAP Conference on Computational Physics, Kobe, 4-8 Aug 2023

3) Tama F, “Hybrid modeling approaches to study structures and dynamics of biological
systems” Institute of Genetics and Molecular and Cellular Biology, University of
Strasbourg, France, 13th Oct 2023

4) Tama F, “Hybrid modeling approaches to study structures and dynamics of biological
systems” Sorbonne University, Paris, [9th Dec 2023

5) Tama F, “Hybrid modeling approaches to study structures and dynamics of biological
systems” Telluride Workshop: The Role of Fluctuations and Dynamics in Biomolecular
Function, Telluride, USA, 8-12 Jan 2024

6) Miyashita 0, “Integrative/Hybrid Modeling Approaches for Dynamic Structural Biology” ,
“Molecular Movies” International Symposium 2023, November 2023, XREEHELERLEHIE

7) Miyashita 0, “Integrative/Hybrid Modeling Approaches for Dynamic Structural Biology”,
Multi-scale Molecular Dynamics Simulation and Machine Learning of Biomolecular Systems,




RIKEN Wako, August 2023
8) Miyashita 0,
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3) Raghavan, Miyashita O,

17-19 Apr 2023

“BEEMFEADNAT )y R77a—F:v3al—Ya rERT—INE
Presentations (Other Oral)

, The 23rd Annual Meeting of the Protein Science Society of Japan,

Nagoya,
Italy,

July
) Tama F, “Integrative Modeling to Characterize Structure and Dynamics of (Bio)molecules
14-19 May 2023

from Single-Molecule Experiments”, LEAPS Meets Life Sciences Conference, Elba Island,
2) Nakano M, Miyashita 0, Tama F, “Molecular size dependence on the resolution of XFEL-
SPA”, 34th IUPAP Conference on Computational Physics, Kobe, 4-8 Aug 2023

“Automated density extraction of
and occupancy estimation for conformer fitting“, Time-resolved spectroscopy meets time-

resolved crystallography, The future of dynamic photobiology — EMBO workshop, online,

isomorphous difference map
and occupancy estimation for conformer fitting”,
Symposium, Awaji, 30th Nov — Ist Dec 2023
Outreach

Bekker,

4) Raghavan S, Miyashita, 0, “Automated density extraction of isomorphous difference map

RIKEN Open Day 2023, Opened Promotion Booth, November 3, 2023.

Presentation for the Masason Foundation at R-CCS, December 2023
Presentation for UK Government Chief Scientific Advisor,
October 2023

EEEO6 | WX

Kanada, R., Tokuhisa, A., Nagasaka, Y., Okuno,
G.,

Molecular

Movies International

Kamiya, N.,

Professor Dame Angela MclLean,
Kato,

K., and Okuno,

Medical

Oyama, Y.,

& Tokuhisa,
Inference of Protein Three-Dimensional

Computing (pp.

#2R%5

S., Amemiya, K., Chiba,
Y. , 2023.
Molecular Dynamics Simulation with a Smoothed Hybrid Potential Using a Neural Network
Model”. Journal of Chemical Theory and Computation.

Yamazaki, K., Wada, Y., Tokuhisa, A., Wada, M., Katoh, T., Umeda, Y., Okuno, Y., and
Automatically Computing the Conformational

Images via Theoretically Guaranteed Isometric Latent Space,

Springer Nature Switzerland.

Nakagawa, A. (2023, October). “An Auto-Encoder to Reconstruct Structure with Cryo-EM
Image Computing and Computer-Assisted

Tabuchi,

1-9).

S., Gert-Jan
“Enhanced Coarse-Grained

and Its Application for
Pathway.” In International Conference on
Intervention (pp. 394-404). Cham:

A., A. (2023, August).
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[1] C.Y.Chen, K. Nakajima, A Cascadic Parareal Method for Parallel-in-Time Simulation of
Compressible Supersonic Flow, IPSJ Transactions on Advanced Computing Systems (ACS),
2024 (in press)

Bt = EES®E

[2] M. Kawai, A. Ida, T. Hanawa, K. Nakajima, Masatoshi Kawai, Akihiro Ida, Toshihiro
Hanawa, Kengo Nakajima, Dynamic Core Binding for Load Balancing of Applications
Parallelized with MPI/OpenMP, Proceedings of ICCS 2023 (23rd International Conference on
Computational Science), Lecture Notes in Computer Science 14075, 378-394, 2023

(3] S. Sumimoto, T. Hanawa, K. Nakajima, MPI-Adapter2: An Automatic ABI Translation
Library Builder for MPI Application Binary Portability, IXPUG Workshop in conjunction
with HPC Asia 2024, 2024

(4] Daichi Mukunoki, Satoshi Kawai, Toshiyuki Imamura, Sparse Matrix-Vector
Multiplication with Reduced-Precision Memory Accessor, 2023 IEEE I[6th International
Symposium on Embedded Multicore/Many-core Systems—on-Chip (MCSoC), Singapore, Singapore,
I8-21 December 2023 (Best Paper Award)

BRFEE

[5] Nakajima, K., Furumura, T., Tsuruoka, H., Yashiro, H., Sumimoto, S., Arakawa, T.,
Integration of 3D simulation of long-period strong ground motion and real-time data
assimilation on the Wisteria/BDEC-0! system with h3-Open-BDEC, HPC Workshop for Nuclear
Explosion Monitoring 2023, CTBTO (Preparatory Commission for the Comprehensive Nuclear-
Test-Ban Treaty Organization), Vienna, Austria, 2023 [Keynote Talk]

(6] #EBHE, "3HE - T—9 - 2F, MEIYYIRCEHFHR—/X—a>Ea—F714>7, BR
IR EES 2023 £AS, FIE, 2023

[7] Nakajima, K., Innovative Supercomputing by Integration of Simulation/Data/Learning
at the Information Technology Center, The University of Tokyo, The 6th International
Workshop on Nonhydrostatic Models (NHM-WS 2023), Sapporo, 2023

[8] Nokajima, K., Long but “ Straight ” Road towards Integrations of
Simulations/Data/Learning on Oakforest-PACS II, Open Accelerated Computing Summit 2023
(0ACS), 2023 [Keynote Talk]

(9] $BHE, WETLSEFLVRNICOER, BRIV VT L, EERMREHE
P, 2023

[10] Nakajima, K., Innovative Supercomputing by Integrations of Simulations/Data/Learning
on Oakforest-PACS II, |4th Workshop on Latest Advances in Scalable Algorithms for Large-
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Scale Heterogeneous Systems (ScalAH23) in conjunction with SC23, Denver, CO, USA,
November 13, 2023

[I1] Nokajima, K., Innovative Supercomputing in the Exascale Era by Integration of
Simulation/Data/Learning, Northeast Asia Symposium 2023 (The International Conference of
New Generation Database and Data-Empowering Technologies), Guangzhou, China, November
21-22, 2023

[12] Nakajima, K., Integration of 3D Earthquake Simulation & Real-time Data Assimilation,
EU-ASEAN High-Performance Computing (HPC) School 2023, Research Organization for
Electronics and Informatics (BRIN), Indonesia, December |I-15, 2023

OEERERE

(13] IR, 1ETEE], /N, TEHE, h3-0pen-UTIL/MP A2 7S5 % A\ /= NICAM 7 >+ > 7
IVERKETE, BAMIKREES 2023 £, T, 2023

[14] Arakawa, T., Sumimoto, S., Yashiro, H., Nakajima, K., Development of a Heterogeneous
Coupling Library h3-Open-UTIL/MP, 20th Annual Meeting of Asia Oceania Geosciences Society
(A0GS2023), Singapore, 2023

[15] Nakajima, K., Innovative Supercomputing in the Exascale Era by Integration of
Simulation/Data/Learning, 10th International Congress on Industrial and Applied
Mathematics (ICIAM 2023), Tokyo, 2023

[16] Arakawa, T., Sumimoto, S., Yashiro, H., Nakajima, K., h3-Open-UTIL/MP: A coupling
library for heterogeneous computing, [0th International Congress on Industrial and
Applied Mathematics (ICIAM 2023), Tokyo, 2023

(17] wBE, GtE-7—9 - 28) BEICL2FHNWRA— /-2 E2—T4 27 ZDkIC
H31b0, EI5E AFF 22— IRMOBRERAICEAT 2 >R Y74 (ATTA2023), 2023

[1] Isita Talukdar, Amarjit Singh, Robert Underwood, Kento Sato, Weikuan Yu, “Integrating
TEZIP into LibPressio: A Case Study of Integrating a Dynamic Application into a
Static C Environment”, In Proceedings of the International Conference on High
Performance Computing, Networking, Storage and Analysis 2023 (SC23), Research Poster,
Denver, USA, Nov, 2023 (Poster).

[2] Amarjit Singh and Kento Sato, “TEZip Integration in LibPressio: Bridging Dynamic
Application Capabilities with a Static C Environment”, the 6th R-CCS International
Symposium (RCCS-IS6), Kobe, Japan, Feb. 2024 (Poster)

[3] Satoru Homomoto, Masaki Oura, Atsuomi Shundo, Daisuke Kawaguchi, SatoruYamamoto,
Hidekazu Takano, Masayuki Uesugi, Akihisa Takeuchi, TokahiroIwai, Yasuo Seto,
Yasumasa Joti, Kento Sato, Keiji Tanaka & Takaki Hatsui (2023) Demonstration of
efficient transfer learning in segmentation problem in synchrotron radiation X-ray
CT data for epoxy resin, Science and Technology of Advanced Materials: Methods, DOI:
10. 1080/27660400. 2023. 2270529, 2023 (Selected as Editor’s Choice Collection)

Daigo Umemoto, Maiko Kikuchi, Ayako Terui, Koutarou Abe, Nanako Doi, Miki Kobayashi,
Nobuyasu Ito and Itsuki Noda, “Urban scale pedestrian evacuation scenario in Kobe
City center” , 29th International Symposium on Artificial Life and Robotics(AROB 28th
2024), 9th International Symposium on BioComplexity(ISBCY), and 7th International
Symposium on Swarm Behavior and Bio-Inspired Robotics(SWARM7) (Beppu, Japan, January
24-26, 2024) (GS1-3)

- HEAKE, HOERKT, BAELTF, REFKW, LEX~TF, IWMEZF, FikkR, HEAL+
Bt TP R SHRICEITA2ESBRBEYIaL—Yar, EERBRY ACERFHFENY >
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RYwn (Q023F 1218, #>54>) (—/% 1-1)

- MAKIE, FERKRTF, BALTF, IWWMEF, tER~ATF, RHEAR, PR, FEAL T
B THETHSHICBIARERHEE IaL—Yar, BAYEFELSE 78 BERKE
(RIERZNAF v >/, WLEH. 2023 F 9 A 16 B-20 B)

(17pC206-1)

- Daigo Umemoto, Maiko Kikuchi, Ayoko Terui, Koutarou Abe, Ryuushi Shimizu, Katsuki
Hirashige, Nobuyasu Ito and Itsuki Noda, “Urban scale pedestrian simulation and
analysis around Kobe City center” , 10th International Congress on Industrial and
Applied Mathematics(ICIAM2023 Tokyo) (23/8/20-25, Tokyo) (01202 4E, 23/8/24)

- Daigo Umemoto, Maiko Kikuchi, Ayoko Terui, Koutarou Abe, Ryuushi Shimizu, Katsuki
Hirashige, Nobuyasu Ito and Itsuki Noda, “Urban scale pedestrian simulation in Kobe
City center based on mobile phone data”, 34th IUPAP Conference ofn Computational
Physics(CCP2023) (23/8/4-8, Kobe) (C07-1-05)

(2022 £ /&)
mem g HERREOREZEK
m@EE D | WP AR Y OEERE

I, &R, KRFIT, PIBFEA, BFaB,” Keggin BRI A F VI T X7 — bOERREICET
%EF%”, Journal of Computer Chemistry, Japan #KEE 4L 2022 ¥RHXEES (HRFE).

2.8 LR, KIRFIT, PUBRRA, ZFE,” Keggin R A XV I ITRT— FDERBBICEAT
LR, BRI E2—91F4S 2022 FMEFE, REF, 2022F 11 A 26 8.

3.EmEf, KRFIT, HIRFEA, HF0B,” FHAOWEE W) RIUAFVILITRT— FDEK
RBICET ZHE", FBRKR—50757 1 —BLUBERDITLENRS, WA, 2022 F ||
BI10B. RATRDFOEERL)

FEFRERZE L DEERE
4. TOKM, NIEHAE, PIBREA, EHEE,” KX 71 REAI 7529 —DBEEF Y7
TA+IJRIBTIEMFAHE", 2022 EXLFEHmS, RH, 2022£9A8 14 8.

AERKF & DEHERNER

5.K. Miyagawa, M. Shoji, H. Isobe, T. Kowaokami, T. Nakajima, K. Yamaguchi, “Relative
energies among S3 intermediates in the photosystem II revealed by DLPNO coupled cluster
and hybrid DFT calculations. Possible pathways of water insertion in the S2 to S3
transition”, Chem. Phys. Lett. 793, 139439 (2022). 10.1016/j.cplett.2022. 139439

6.K. Miyagawa, M. Shoji, H. Isobe, T. Kawakami, T. Nokajima, K. Yamaguchi, “Relative
energies among proton-shifted S2 isomers in the photosystem II revealed by DLPNO
coupled cluster and hybrid DFT calculations. Proton transfer coupled spin transitions
of the CaMn40x cluster in OEC of PSII”, Chem. Phys. Lett. 790, 139357 (2022).
10.1016/j.cplett.2022. 139357

7.0%, BNR—, EEXAB, MEBE, I LEE, PIREA, “ULERRICET SEHFENEN
NIEH(12): KERKIPBRISPEAENFES 7 529 — (DLPNO Coupled-Cluster(CC)SD(TO))
SHE” , BEEFEHRE, 75, 107-128 (2022).

REBRZF . DEHEKE
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8. K. Hirao, T. Nakajima, B. Chan, H. Lee, "The core ionization energies calculated by
delta SCF and Slater’s transition state theory”, J. Chem. Phys. 158, 064112 (2023).
10.1063/5.0140032 8, 4,

q9.T. Nokajima, K. Hirao, B. Chan, “Higher-order transition state approximation”, J. Chem.
Phys. 156, 114112 (2022). 10.1063/5.0086173

RIGKF L DEHEKER

[0.B. Chan, W. Dawson, T. Nokajima, “Searching for a reliable density functional for
molecule—environment interactions, Found B97M-V/def2-mTZVP”?, J. Phys. Chem. A 126,
2397-2406 (2022). 10.1021/acs. jpca. 2c02032

[1.B. Chan, W. Dawson, T. Nakajima, “Modeling the conformational preference of the
lignocellulose interface and its interaction with weak acids”, J. Phys. Chem. A 126,
2119-2126 (2022). 10.1021/acs. jpca.2c00308

EZPRFAF L DEEKR

12.Z. Zhang, Q. Sun, T. Nakajima, H. Ban, Z. Liu, H. Yu, Y. Wang, Z. Xiao, Y. Shen, M.
Wang, “Achieving efficient and stable inorganic CsSnI3 mesoporous perovskite solar
cells via galvanic displacement reaction”, J, Mat. Chem. A 10, 23204-23211 (2022).
10. 1039/d2ta07017k

[3.H. Ban, T. Nakajima, Z. Liu, H. Yu, Q. Sun, L. Dai, Y. Shen, X. L. Zhang, J. Zhu, P.
Chen, M. Wang, “Over 8% efficient CsSnI3-based mesoporous perovskite solar cells enabled
by two-step thermal annealing and surface cationic coordination dual treatment” , J.
Mat. Chem. A 10, 3642-3649 (2022). 10.1039/DITA098!1J

Z Ofts (B COE HHEEITN> TV BRRENH)

*14.N.  Inoue, T. Nakajima, “Douglas-Kroll and infinite order two-component
transformations of Dirac-Fock operators, J. Chem. Phys. 10.1063/5.0131926

*15.N. Inoue, T. Nakajima, “Realistic nuclear charge distribution model function for
analytic nuclear attraction integrals in Gaussiaon basis functions”, J. Comput. Chem.
in press. 10.1002/jcc.27072

*16.T. Nakajima, “Materials design with materials informatics and simulation”, EU-Japan
virtual Workshop on High Performance Computing, online, 25 Jan. 2023.

|17, RIBFRA,” > 32l —va>lA Y7497 47 RL BHM¥ERET - BK”, "5 & EXPANDS
~ T REME T HLRT 5 ~, R®R, 2023 | A 24 B.

%18 PUBFEA,” BFMFYIal—YareRA 27 +r7T 4 7R, ESRBREARS,
P, 20224 10 A 15 A.

¥19, PUBPEA,” 32l —va> A >74%T 47 ADBMEFRICL 2HARERE", X —/%—
IYEa—FT 1 YIRMEECANEZS S5 BERSHBEIF—, £>54>, 2022588 29
H.

%20, PUBFRA,” ¥ Ial—Ya>¥rA 274237147 AL K%, EEE~T ) 7ILX -
1>742<747RBE= (F8E), 20224 8A 19 8.

*21 PUBREA,” W T ) TILZ - A2 729747 AL BRATIAAA b KGERD EFLEHEA
R, RAMBZSA > 74374 7 ARAMES ES5EARS TABAREN > 747 T
1Ry, o4, 2022%F 6 A 158.

%22, PURFEA,” R/ TEE) ICL 2HMMRE - 5FKR”, B I10E B/ R—Ya>e3if
—, *>54>, 2022%F 48 13 8.
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*23. PUBFEA,” TEE) 25EMA LA EMOH T ILF —ZIRAHORR”, PCOMS ¥ > FY I L&
HEMEMFR /-2 P -9 HRABERESR, #5714, 2022F 2R 158.

*¥24, PIBFEA,” TEE, 2FA LA EFHFOAIXALF —THEHABOER", EB3EHHEZ7T—7Y
av/, #>54>, 2022% 289 8.

*25.T. Nakajima, “Realization of Innovative Light Energy Conversion Materials utilizing
the Supercomputer Fugoku”, 4th R-CCS International Symposium, 7 Feb. 2022.

*26. PUBFEAN,” EFALFEY Ial—Ya tMHBA 2712974 727, REREWRBZERMKNER
RE T—9HA T REFRHER, +>74>, 20234% | A 30A.

*¥27. PUBFEA,” 32l —2a> A>T 23747 AL 2HHHERE - FR, BMERE &
B SRR StEMRNZESELI - EFHRE2Y )X, 054 >,2022 &
IMA28H, Il A29H, Il A308H.

*28. PUBFEA,” B FIRREIE M KRR - $4R4ML7, ERILES ERLEZELI7F v+ —32 ) — 42,
54>, 2022% 6 A 238, 6 A308H.

EmERE
Sueki, K., S. Nishizawa, T. Yamaura, and H. Tomita (2022): Precision and convergence
speed of the ensemble Kalman filter-based parameter estimation: setting parameter
uncertainty for reliable and efficient estimation. Progress in Earth and Planetary
Science, 9, 47.

* Yamanoi, K., Oishi, S., Kawaike, K. (2022): Prediction of spatial distribution of
debris-flow hit probability considering the source-location uncertainty.
arXiv:2211.06837

% Yomanoi, K., Oishi, S., Kawaike, K., & Nakagawa, H. (2022): Predictive simulation of
concurrent debris flows: How slope failure locations affect predicted damage. Journal of
Flood Risk Management, 15( 2), el2776. https://doi.org/10.1111/jfr3.12776

* Kawai, Y. & Tomita, H. (2023): Numerical Accuracy Necessary for Large-Eddy Simulation
of Planetary Boundary Layer Turbulence Using the Discontinuous Galerkin Method. Monthly
Weather Review, 151(6), 1479-1508. (https://doi.org/10.1175/MNR-D-22-0245. |)

OFoHE
RKAEKR, ®BINEE, BIUFEHE, TEEX, KA B (2022): FwAALIE 500m BRIEE D H30.7 %
M7 >H>TILFRER. BRARRFS 2022 FEEAZKRE, 754>, 20224% 58 20 H, Oral

AAEEK (2022): ZERBEFDLERRRT 14 Y THEIZBWTFETILOBERMNIE THBDOREKED
4 L 5BBENKRET. BAREZES 2022 FEEZKRE, #>54 >, 2022% 58 17 H, Poster

Sueki, K., Y. Kajikawa, S. Adachi, H. Tomita, S. Oishi (2022): An Ensemble Prediction

Experiment for the Extreme Rainfall Event in July 2018 with 500-m Resolution Throughout

Western Japan. BARMKKERFES 2022 K&, TE, 2022F5H228-6 538, OBERX
CPE D

Yamanoi, K., Oishi, S., Kawaike, K. (2023): Development of probabilistic debris—flow
hazard map considering the uncertainty of initiation points. 9th International Conference
on Flood Management (ICFM9), —>< £, 2023/2/19-20, OEEHFE
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Adachi, S. A., (2022): Dynamical Downscaling Methods for Regional Climate Studies. Asian
Conference on Meteorology 2022, Online. Nov. 24, 2022 ($BEFVE)

FEER, EEEX, (2022): FEHEAT—F U ETRAVERRTI—YITA¥Ial—Yar:
BUERZ T 2HEE0EY, BARERF S 2022 FEAFKS, 2022 £5 R 18 B

SEER, BEEX, (2022): KRAaT—VITA4VIal—YarvIilBisREENI—F 2%
DEEZRZNHEICEAT 2%, BAMKRENFES 2022 K4, 2022 £5 A 23 B

FEER, BEEX, (2022): TEHA T —FUETRAVERRIET /LOMSE: DHEBENEA,
BARRFR 2022 FEKERS, 2022 £ 10 A 26 B

Kawai, Yuta and Hirofumi Tomita, (2023): A study on Numerical Accuracy of Dynamical Core
Necessary for Large-Eddy Simulation of Planetary Boundary Layer Turbulence, AMS 103rd
Annual Meeting, 9th January, 2023.

Kong, K., Amemiya, A., Sueki, K., Tomita, H. (2022): Sensitive experiments of data
assimilation localization scales for the pre-preparation of cumulus parameter estimation.
Meteorology Society of Japan 2022 Fall Meeting, Sapporo.

e

(] (RFEESMEICTA)

*|.K. Seki, Y. Otsuka, and S. Yunoki, “Gutzwiller wave function on a quantum computer
using a discrete Hubbard-Stratonovich transformation”, Phys. Rev. B 105, 155119 (2022).

*%¥2.T. Shirakawa and S. Yunoki, “Local multiplet formation around a single vacancy in
graphene: An effective Anderson model analysis based on the block-Lanczos DMRG method”,
Phys. Rev. B 105, 184110 (2022).

*3.K. Seki and S. Yunoki, “Spatial, spin, and charge symmetry projections for a Fermi-
Hubbard model on a quantum computer”, Phys. Rev. A 105, 032419 (2022).

4.T. Sakai, R. Nakanishi, T. Yamada, R. Furuchi, H. Nakano, H. Kaneyasu, K. Okamoto and
T. Tonegawa: Field-induced spin nematic Tomonaga-Luttinger liquid of the S=1/2 spin
ladder system with anisotropic ferromagnetic rung interaction, Phys. Rev. B 106,
064433/1-9 (2022).

5.K. Shinjo, S. Sota, T. Tohyama, “Glassy dynamics of the one-dimensional Mott insulator
excited by a strong terahertz pulse”, Physical Review Research 4, L032019 (2022).

*6.K. Seki and S. Yunoki, “Energy-filtered random-phase states as microcanonical thermal
pure quantum states”, Phys. Rev. B 106, 155111 (2022).

*7.Q. Xie, K. Seki, and S. Yunoki, “Variational counterdiabatic driving of the Hubbard
model for ground-state preparation”, Phys. Rev. B 106, 155153 (2022).

*8.H. Ueda, S. Yunoki, and T. Shimokawa, “Quantum spin solver near saturation: QS3”,
Comput. Phys. Commun. 277, 108369 (2022).
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