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Shigenobu Ogata and David Rodney
https://doi.org/10.1016/j.jeurceramsoc.2024.01.007



10.

11.

12.

Active machine learning model for the dynamic simulation and growth mechanisms of
carbon on metal surface
Nat. Commun., 15 (2024) Art.No.344
Di Zhang, Peiyun Yi, Xinmin Lai, Linfa Peng and Hao Li
https://doi.org/10.1038/s41467-023-44525-7

Changes in molecular conformation and electronic structure of DNA under '*C ions based
on first-principles calculations
Nucl. Instrum. Methods Phys. Res., Sect. B, 548 (2024) Art.No.165231
Takuya Sekikawa, Yusuke Matsuya, Beomju Hwang, Masato Ishizaka,
Hiroyuki Kawai, Yoshiaki Ono, Tatsuhiko Sato and Takeshi Kai
https://doi.org/10.1016/j.nimb.2023.165231

Screw dislocation core interaction with C or Nb in y-TiAl: A multiscale study
Acta Mater., 266 (2024) Art.No.119647
Jinkai Wang, Tianlun Tan, Junchao Li, Ying Chen and Hao Wang
https://doi.org/10.1016/j.actamat.2023.119647

Study on the Anharmonic Interaction in Negative Thermal Expansion Compounds Ag>O
and Cu20 by Three-Phonon Scattering
J. Phys. Chem. C, 128[3] (2024) pp.1534-1545
Lei Wang, Ya-Ning Sun, Ying Chen and Cong Wang
https://doi.org/10.1021/acs.jpcc.3c07694

Stability of Pd<Oy Particles Supported on Strontium Titanate Perovskite under Three-Way
Catalyst Operating Conditions: Implications for Sintering Resistance
ACS Catal., 14[3] (2024) pp.1443-1458
Thanh Ngoc Pham, Beatriz Andrea Choi Tan, Yuji Hamamoto, Kouji Inagaki,
Ikutaro Hamada and Yoshitada Morikawa
https://doi.org/10.1021/acscatal.3c05673
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14.

15.

16.

17.

Unraveling the pH-Dependent Oxygen Reduction Performance on Single-Atom
Catalysts: From Single- to Dual-Sabatier Optima
J. Am. Chem. Soc., 146[5] (2024) pp.3210-3219
Di Zhang, Zhuyu Wang, Fangzhou Liu, Peiyun Yi, Linfa Peng, Yuan Chen, Li Wei
and Hao Li
https://doi.org/10.1021/jacs.3c11246

Strain-modulated adsorption of gas molecule on graphene: First-principles calculations
Diamond Relat. Mater., 142 (2024) Art.No.110822
Meng Yin, Xiangyu Qiao, Lei Wang, Hideo Miura and Ken Suzuki
https://doi.org/10.1016/j.diamond.2024.110822

A Novel N-Type Molecular Dopant With a Closed-Shell Electronic Structure Applicable
to the Vacuum-Deposition Process
Adv. Mater., Early View (2024) Art.No.2311047
Takaya Matsuo, Kohsuke Kawabata and Kazuo Takimiya
https://doi.org/10.1002/adma.202311047

Kinetic Modeling of Erythritol Deoxydehydration and Consecutive Hydrogenation over
the ReOx-Pd/CeO:2 Catalyst
ACS Catal., 14[3] (2024) pp.1663-1677
Ji Cao, Savitri Larasati, Mizuho Yabushita, Yoshinao Nakagawa, Johan Wirna,
Dmitry Yu. Murzin, Daiki Asada, Akira Nakayama and Keiichi Tomishige
https://doi.org/10.1021/acscatal.3c04785

Precise coordination of high-loading Fe single atoms with sulfur boosts selective
generation of nonradicals
PNAS, 121[4] (2024) Art.No.e2309102121
Xunheng Jiang, Binghui Zhou, Weijie Yang, Jiayi Chen, Chen Miao,
Zhongyuan Guo, Hao Li, Yang Hou, Xinhua Xu, Lizhong Zhu, Daohui Lin and
Jiang Xu
https://doi.org/10.1073/pnas.2309102121
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19.

20.

21.

22.

23.

Atomic sizes of Cu and Au in Cu-Au solid solution and the lattice relaxation effects on
disorder-CusAu phase equilibria
Comput. Mater. Sci., 235 (2024) Art.No.112772
Tetsuo Mohri, Ying Chen and Toshiaki Horiuchi
https://doi.org/10.1016/j.commatsci.2023.112772

Catalytic ammonia synthesis on HY-zeolite-supported angstrom-size molybdenum cluster
Chem. Sci., 15[8] (2024) pp.2914-2922
Satoshi Kamiguchi, Kiyotaka Asakura, Tamaki Shibayama, Tomoko Yokaichiya,
Tatsushi Ikeda, Akira Nakayama, Ken-ichi Shimizu and Zhaomin Hou
https://doi.org/10.1039/D3SC05447K

Steering CO2 Electroreduction to Cz2+ Products via Enhancing Localized *CO Coverage
and Local Pressure in Conical Cavity
Adv. Mater., Early View (2024) Art.No.2312204
Congcong Li, Tingting Zhang, Heng Liu, Zhongyuan Guo, Zhongliang Liu,
Haojun Shi, Jialin Cui, Hao Li, Huihui Li and Chunzhong Li
https://doi.org/10.1002/adma.202312204

Formal description of the initial propagation of martensite and the martensitic spread
Mater. Sci. Technol., OnlineFirst (2024)
José Roberto C. Guimaraes, Paulo R. Rios and André Luiz M. Alves
https://doi.org/10.1177/02670836241228052

Deciphering Structure-Activity Relationship Towards CO2 Electroreduction over SnO:z by
A Standard Research Paradigm
Angew. Chem. Int. Ed., 63[12] (2024) Art.No0.e202319913
Zhongyuan Guo, Yihong Yu, Congcong Li, Egon Campos dos Santos, Tianyi Wang,
Huihui Li, Jiang Xu, Chuangwei Liu and Hao Li
https://doi.org/10.1002/anie.202319913

Multiscale simulations for polymer melt spinning process using Kremer—Grest CG model
and continuous fluid mechanics model
J. Non-Newtonian Fluid Mech., 325 (2024) Art.No.105195
Yan Xu, Yuji Hamada and Takashi Taniguchi
https://doi.org/10.1016/j.jnnfm.2024.105195



24.

25.

26.

27.

28.

Self-rectifying resistive switching in MAPbI3-based memristor device
Appl. Phys. Lett., 124[5] (2024) Art.No.051601
Phu-Quan Pham, Truc-Quyen Thi Vo, Duy Khanh Le, Chuong Thanh Huynh,
Tung Thanh Ngo, Phuong Tuyet Nguyen, Anh Tuan Thanh Pham, Nam Hoang Vu,
Thang Bach Phan, Yoshiyuki Kawazoe and Ngoc Kim Pham
https://doi.org/10.1063/5.0178032

Highly efficient and transferable interatomic potentials for a-iron and a-iron/hydrogen
binary systems using deep neural networks
Comput. Mater. Sci, 235 (2024) Art.No.112843
Shihao Zhang, Fanshun Meng, Rong Fu and Shigenobu Ogata
https://doi.org/10.1016/j.commatsci.2024.112843

Chain-Level Analysis of Reinforced Polyethylene through Stretch-Induced
Crystallization
ACS Macro Lett., 13[2] (2024) pp.247-251
Katsumi Hagita, Takashi Yamamoto, Hiromu Saito and Eiji Abe
https://doi.org/10.1021/acsmacrolett.3c00554

Electron-capture decay rate of "Be in cluster and crystal forms of beryllium: A first-
principles study
Phys. Rev. C, 109[2] (2024) Art.No0.024609
Riichi Kuwahara, Kaoru Ohno and Tsutomu Ohtsuki
https://doi.org/10.1103/PhysRevC.109.024609

Infrared laser deposition of high-quality CsBHa4 epitaxial thin films stable under
atmospheric conditions
Jpn. J. Appl. Phys., 63[2] (2024) Art.N0.020905
Hibiki Murakami, Kenichi Kaminaga, Rintaro Kimura, Shingo Maruyama and
Yuji Matsumoto
https://doi.org/10.35848/1347-4065/ad2623
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30.

31.

32.

33.

34.

Origin of electrocatalytic nitrogen reduction activity over transition metal disulfides:
critical role of in situ generation of S vacancy
J. Mater. Chem. A, 12[14] (2024) pp.8438-8446
Tianyi Wang, Zhongyuan Guo, Hirofumi Oka, Akichika Kumatani, Chuangwei Liu
and Hao Li
https://doi.org/10.1039/D4TA00307A

Quantitative diffraction imaging using attosecond pulses
J. Opt. Soc. Am. B: Opt. Phys., 41[6] (2024) pp.B14-B25
G. N. Tran, Katsumi Midorikawa and Eiji J. Takahashi
https://doi.org/10.1364/JOSAB.512362

Crystal-Structure Control of Molecular Semiconductors by Methylthiolation: Toward
Ultrahigh Mobility
Acc. Chem. Res., 57[6] (2024) pp.884-894
Kazuo Takimiya, Kirill Bulgarevich and Kohsuke Kawabata
https://doi.org/10.1021/acs.accounts.3c00756

Bain distortion of noble metal thin films that exhibit fcc, bet, and reoriented fce structures
Comput. Mater. Sci, 237 (2024) Art.No.112920
Shota Ono and Koharu Tamura
https://doi.org/10.1016/j.commatsci.2024.112920

Singlet Even-Frequency and Triplet Odd-Frequency Superconductivity in the Two-Band
Hubbard Model Based on the Dynamical Mean-Field Theory

J. Phys. Soc. Jpn., 93 (2024) Art.No.043701

Yusuke Inokuma and Yoshiaki Ono

https://doi.org/10.7566/JPSJ.93.043701

Effect of Impurities on the Formation of End-Group Clusters in Natural Rubber:
Phenylalanine Dipeptide as an Impurity Protein
Macromolecules, 57[6] (2024) pp.2588-2608
Mayank Dixit and Takashi Taniguchi
https://doi.org/10.1021/acs.macromol.3c01833
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36.

37.

38.

39.

Model Based on the River Meander Curve for Simulating the Adhesion of Cross-Linked
Polymers to Rough Surfaces
Macromolecules, in press (2024)
Katsumi Hagita, Takahiro Murashima, Tomohiro Miyata and Hiroshi Jinnai
https://doi.org/10.1021/acs.macromol.3c02660

Unraveling the mechanisms of thermal boundary conductance at the graphene-silicon
interface: Insights from ballistic, diffusive, and localized phonon transport regimes
Phys. Rev. B, 109[11] (2024) Art.No.115302
Jincheng Yue, Shigian Hu, Bin Xu, Rongkun Chen, Long Xiong, Rulei Guo,
Yuanzhe Li, Lei-Lei Nian, Junichiro Shiomi and Bo Zheng
https://doi.org/10.1103/PhysRevB.109.115302

Comment on “Sum-frequency vibrational spectroscopy of centrosymmetric molecule at
interfaces” [J. Chem. Phys. 158, 074701 (2023)]
J. Chem. Phys., 160[10] (2024) Art.No.107101
Tomonori Hirano, Koichi Kumagai, Tatsuya Ishiyama and Akihiro Morita
https://doi.org/10.1063/5.0167357

Crystal Structures and Superconducting Properties of Metallic Double-Chain Based
Cuprate Pr2BasCu7015-5
J. Phys. Soc. Jpn., 93 (2024) Art.No.044705
Masahide Hagawa, Michiaki Matsukawa, Kota Niinuma, Reiya Kudo,
Yuto Mizushima, Naohisa Kawarada, Hajime Yamamoto, Kazuhiro Sano,
Yoshiaki Ono and Takahiko Sasaki
https://doi.org/10.7566/JPSJ.93.044705

Securing cation vacancies to enable reversible Mg insertion/extraction in rocksalt oxides
J. Mater. Chem. A, 12[15] (2024) pp.9088-9101
Tomoya Kawaguchi, Masaya Yasuda, Natsumi Nemoto, Kohei Shimokawa,
Hongyi Li, Norihiko L. Okamoto and Tetsu Ichitsubo
https://doi.org/10.1039/D3TA07942B
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43.

44,

Benchmarking pH-field coupled microkinetic modeling against oxygen reduction in
large-scale Fe-azaphthalocyanine catalysts
Chem. Sci., 15[14] (2024) pp.5123-5132
Di Zhang, Yutaro Hirai, Koki Nakamura, Koju Ito, Yasutaka Matsuo,
Kosuke Ishibashi, Yusuke Hashimoto, Hiroshi Yabu and Hao Li
https://doi.org/10.1039/D4SC00473F

Effective redox reaction in a three-body smart photocatalyst through multi-interface
modulation of organic semiconductor junctioned with metal and inorganic semiconductor
Applied Catalysis B: Environment and Energy, 351 (2024) Art.No.123974
Farzin Nekouei, Tianyi Wang, Farzaneh Keshtpour, Yun Liu, Hao Li and
Shahram Nekouei
https://doi.org/10.1016/j.apcatb.2024.123974

Water and Salt Concentration-Dependent Electrochemical Performance of Hydrogel
Electrolytes in Zinc-Ion Batteries
ACS Appl. Mater. Interfaces, 16[13] (2024) pp.16175-16185
Di Zhu, Jing Li, Zhi Zheng, Songbo Ye, Yuqi Pan, Jiacheng Wu, Fangxin She,
Leo Lai, Zihan Zhou, Jiaxiang Chen, Hao Li, Li Wei and Yuan Chen
https://doi.org/10.1021/acsami.3c19112

New insights into stress corrosion cracking mechanism of Alloy 600 in boiling water
reactor (BWR) environment
Corros. Sci., 232 (2024) Art.No.112008
Pan Liu, Yunlong Wu, Xiangyu Zhong, Ken Oyama, Seiya Ogota, Jun Chai,
Yutaka Watanabe and Tetsuo Shoji
https://doi.org/10.1016/j.corsci.2024.112008

Reversible Hydrogen Electrode (RHE) Scale Dependent Surface Pourbaix Diagram at
Different pH
Langmuir, 40[14] (2024) pp.7632-7638
Heng Liu, Di Zhang, Yuan Wang and Hao Li
https://doi.org/10.1021/acs.langmuir.4c00298
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<Proceeding >

<2023 >

1. Control of the Adsorption Behavior of Gas Molecule on Graphene by Strain: First-

Principles Calculations for Development of Multi-Gas Selective Sensors

Proceedinngs of 2023 International Conference on Simulation of Semiconductor
Processes and Devices (SISPAD), (2023) pp.241-244
Meng Yin, Xiangyu Qiao, Ken Suzuki, Hideo Miura and Lei Wang
https://doi.org/10.23919/SISPAD57422.2023.10319538

<2024 >

1. Improvement of Sensitivity and Selectivity of Graphene-Based Gas Sensor by Strain
Proceedings of ASME 2023 International Mechanical Engineering Congress and
Exposition, Volume 4: Advanced Materials: Design, Processing, Characterization and
Applications; Advances in Aerospace Technology, 4 (2024) pp. IMECE2023-112231,
V004T04A006
Xiangyu Qiao, Meng Yin, Ken Suzuki and Hideo Miura
https://doi.org/10.1115/IMECE2023-112231



<2022 >

1. Partial spectrum descriptors of local magnetic environments
Aperiodic 2022 (10th International Conference on Aperiodic Crystals)
Hokkaido University, Sapporo, Hokkaido, Japan (2022.6.20-24) (Poster)
M.-T. Suzuki, E. V. Morooka, Y. Yanagi, T. Nomoto and H. Kusunose

2. Partial spectrum descriptors of local magnetic environments
GIMRT, REIMEI, IRN Aperiodic joint international workshop
Sendai, Japan (2022.11.30-12.2) (Invited)
Michi-To Suzuki

<2023 >

1. Computational lensless imaging using broadband attosecond pulses
International Conference on X-ray Optics and Applications (XOPT2023)
Yokohama, Japan (2023.4.18-20) No.9 (Poster)
G. N. Tran, Katsumi Midorikawa and Eiji J. Takahashi

2. Deoxydehydration Reaction by TiO2-Supported Monomeric and Dimeric Molybdenum
Oxide: A DFT Study
The 19th Korea-Japan Symposium on Catalysis (KJSC)
Seoul, Korea (2023.5.15-17) No.YP09 (Poster)
Daiki Asada

3. Cluster formations of terminal groups of polyisoprenes in natural rubbers: Molecular
dynamics simulation study
The 8th Pacific Rim Conference on Rheology (PRCR2023)
Vancouver, BC, Canada (2023.5.15-19) (Oral)
Mayank Dixit and Takashi Taniguchi

4. Machine learning molecular dynamics simulation of single-walled carbon nanotube
growth
The 23rd International Conference on the Science and Applications of Nanotubes and
Low-Dimensional Materials (NT'23)
Arcachon near Bordeaux, France (2023.6.4-9) No.P185 (Poster)
Ikuma Kohata, Ryo Yoshikawa, Kaoru Hisama and Shigeo Maruyama



10.

Boundary effects in SFG calculations and quadrupole contribution
2023 International Conference on “Nonlinear Optics at Interfaces”
Rome, Italy (2023.6.5-9) (Oral)

Akihiro Morita

Theoretical investigation of oxidation mechanism in Ti and its alloys
World Titanium Conference 2023 (Ti-2023)
Edinburgh (2023.6.12-16) (Oral)
Ryoji Sahara, Somesh Kumar Bhattacharya, Kanika Kohli, Prasenjit Ghosh,
Kyosuke Ueda and Takayuki Narushima

Stability of FeNiCoCrMnAlx and FeNiCoCrPdAlx: fully disordering vs. partially
disordering
CALPHAD L, 50th International Conference on Computer Coupling of Phase
Diagrams and Thermochemistry
Cambridge, MA, USA (2023.6.25-30) No.O50 (Oral)
Ying Chen and Nguyen-Dung Tran

First-principles Thermodynamic Database for the Al-Ni-Ti
CALPHAD L, 50th International Conference on Computer Coupling of Phase
Diagrams and Thermochemistry
Cambridge, MA, USA (2023.6.25-30) No.O64 (Oral)
Arkapol Saengdeejing, Ryoji Sahara and Yoshiaki Toda

First-principles investigation of intermetallics and element migration in a layered Cr-Zr-
X system
CALPHAD L, 50th International Conference on Computer Coupling of Phase
Diagrams and Thermochemistry
Cambridge, MA, USA (2023.6.25-30) No.P99 (Poster)
T. Davey and Y. Chen

Effects of Lateral Interactions on Surface Chemical Reactions Revealed by Kinetic
Monte Carlo Simulations with Neural Network Potentials

17th International Congress of Quantum Chemistry

Bratislava, Slovakia (2023.6.26-7.1) No.PC65 (Poster)

Tomoko Yokaichiya
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12.

13.

14.

15.

Be-bridged Flat Zigzag Silicene Nanoribbons and Their Extension to Nanowires
ITUMRS-International Conference on Advanced Materials & 11th International
Conference on Materials for Advanced Technologies (IUMRS-ICAM & ICMAT
2023)

Singapore (2023.6.26-30) No.A-0148 (Invited)
Masae Takahashi

Control of Crystal Structures of Molecular Semiconductors by Molecular Design
ITUMRS-International Conference on Advanced Materials & 11th International
Conference on Materials for Advanced Technologies (IUMRS-ICAM & ICMAT
2023)

Singapore (2023.6.26-30) No.A-1646 (Invited)

Kazuo Takimiya

Terahertz Frequency Shifts Due to Multiphonon Scattering
IUMRS-International Conference on Advanced Materials & 11th International
Conference on Materials for Advanced Technologies (IUMRS-ICAM & ICMAT
2023)
Singapore (2023.6.26-30) No.A-0149 (Oral)
Masae Takahashi

Neural Network-based Simulation Method to Examine Ion Behaviors Under External
Electric Fields: Application to Ion Migration in Amorphous LizPO4
IUMRS-International Conference on Advanced Materials & 11th International
Conference on Materials for Advanced Technologies (IUMRS-ICAM & ICMAT
2023)
Singapore (2023.6.26-30) No.A-0605 (Oral)
Koji Shimizu, Ryuji Otsuka and Satoshi Watanabe

Time Dependent G Simulation of Chemical Reactions
IUMRS-International Conference on Advanced Materials & 11th International
Conference on Materials for Advanced Technologies (IUMRS-ICAM & ICMAT
2023)
Singapore (2023.6.26-30) No.A-1384 (Oral)
Aaditya Manjanath, Ryoji Sahara, Kaoru Ohno and Yoshiyuki Kawazoe



16.

17.

18.

19.

20.

Effects of mechanically milled Ti on strengthening and sintering temperature reduction
for TiB-TiB2 composite
International Conference on Processing & Manufacturing of Advanced Materials
Processing, Fabrication, Properties, Applications (THERMEC’2023)
Vienna, Austria (2023.7.2-7) (Oral)
Yuki Jimba, Sosuke Kondo, Hao Yu, Yasuki Okuno, Shuhei Nogami and
Ryuta Kasada

First-principles Calculations of Piezomagnetic Coefficients in Antiferromagnets Mn3AN
(A=Ni, Cu, Zn, Ga, Ge) and Mn3X (X=Sn, Ge)
International Conference on Strongly Correlated Electron Systems 2023 (SCES2023)
Songdo ConvensiA, Incheon, Korea (2023.7.2-7) No.19-2057 (Oral)
Michi-To Suzuki

Carbon vacancy ordering in multi-principal component (high entropy) UHTC carbides
XVIIIth Conference of the European Ceramic Society (ECerS2023)
Lyon, France (2023.7.2-6) (Invited)
Theresa Davey and Ying Chen

Effects of Lateral Interactions on Surface Chemical Reactions Revealed by Kinetic
Monte Carlo Simulations with Neural Network Potentials
the satellite meeting “Intermolecular Interactions and Properties of Gases, Liquids
and Solids” of the International Congress of Quantum Chemistry (ICQC) 2023
University of Graz, Austria (2023.7.3-5) No.P24 (Poster)
Tomoko Yokaichiya

Theoretical study of gas storage and separation in clathrate hydrates: Role of guest-host
and guest-guest interactions

10th International Conference on Gas Hydrates (ICGH10)

Singapore (2023.7.9-14) No.431 (Oral)

Rodion V. Belosludov and Yoshiyuki Kawazoe



21. Investigation of Heat Transport Mechanism in Cuz2-8Se Using Molecular Dynamics
method and Machine Learning Potentials
10th US-Japan Joint Seminar on Nanoscale Transport Phenomena
San Diego, USA (2023.7.16-19) No.P-8 (Poster)

Tomu Hamakawa and Junichiro Shiomi

22. Observation of Coherent Phonon Dispersion Relations in a Superlattice
10th US-Japan Joint Seminar on Nanoscale Transport Phenomena
San Diego, USA (2023.7.16-19) No.P-18 (Poster)
Yuxuan Liao, Hiroshi Uchiyama, Naomi Nagai, Natalia Morais, Taiushun Manjo,
Rulei Guo, Harsh Chandra, Ryohei Nagahiro, Bin Xu, Hiroshi Fukui,

Yasuhiko Arakawa, Kaz Hirakawa and Junichiro Shiomi

23. Thermoelectric Clathrate Compound: From First-principles Calculations, Material
Synthesis, to Device Application
10th US-Japan Joint Seminar on Nanoscale Transport Phenomena
San Diego, USA (2023.7.16-19) No.P-24 (Poster)
Masato Ohnishi, S. Terashima, T. Yamamoto, K. Fujimura, H. Shimizu,

K. Yamamoto, H. Iwase and J. Shiomi

24. Analysis of suppressed thermal transport in graphite by intercalation
10th US-Japan Joint Seminar on Nanoscale Transport Phenomena
San Diego, USA (2023.7.16-19) No.P-34 (Poster)
Yijia Wu, Masato Ohnishi, Harsh Chandra, Jie Sun and Junichiro Shiomi

25. Microscopic Understanding of Interface at Liquid/Solid-Oxide and Molecular
Adsorption on the Surface by Neural Network Potentials
The 26th International Annual Symposium on Computational Science and
Engineering (ANSCSE26)
A-One the Royal Cruise Hotel Pattaya, Chonburi, Thailand (2023.7.20-22)
No.CHE-I6 (Invited)
Akira Nakayama



26.

27.

28.

29.

30.

31.

Relationship between the Water Distribution on Carbon Support Surface and Proton
Conduction Path: Large-scale Reactive Molecular Dynamics Simulations
The 26th International Annual Symposium on Computational Science and
Engineering (ANSCSE26)
A-One the Royal Cruise Hotel Pattaya, Chonburi, Thailand (2023.7.20-22)
No.CHE-O9 (Oral)

Tetsuya Nakamura, Yuta Asano, Yusuke Ootani, Nobuki Ozawa and Momoji Kubo

Rheology of polymer chains having end-groups associating with impurities under
uniaxial elongational flows

ICR2023 (19th International Congress on Rheology)

Athens, Greece (2023.7.29-8.4) (Oral)

Shoma Fujii, Yuto Ike, Mayank Dixit and Takashi Taniguchi

Challenges in training and retaining engineers for the mining and metallurgical sector - -
7° ABM Week
Sao Paulo, Brazil (2023.8.1-3) (Plenary)

Celso Luiz Moraes Alves

First-principles study of a new superconductor LaCoSi with the same structure as 111
family of iron-based superconductors

CCP2023 - 34th TUPAP Conference on Computational Physics

Kobe, Japan (2023.8.4-8) No.PS1-80 (Poster)

Hiroyuki Kawai, Kazuhiro Sano and Yoshiaki Ono

First-principles study of superconducting 2M and 3R-WS: under pressure
CCP2023 - 34th TUPAP Conference on Computational Physics
Kobe, Japan (2023.8.4-8) No.PS1-82 (Poster)
Wang Yu, Takuya Sekikawa, Kazuhiro Sano and Yoshiaki Ono

Doping dependence of superconducting transition temperature 7c of SrTiO3 in the over-
doped regime based on the first-principles calculations

CCP2023 - 34th TUPAP Conference on Computational Physics

Kobe, Japan (2023.8.4-8) No.PS2-12 (Poster)

Riku Ikaida, Kazuhiro Sano, Yoshimi Masuda, Takuya Sekikawa and Yoshiaki Ono



32.

33.

34.

35.

36.

Computational Analysis of Al Site-Directing Ability of Organic Structure-Directing
Agents in FER and CHA Zeolites

Gordon Research Seminar Nanoporous Materials and Their Applications

New Hampshire, United States (2023.8.5) (Poster)

Kota Oishi

First-principles study on stability of intermetallic phases in Cr-alloy coated Zr-alloy
cladding of nuclear fuel
21st International Conference on Environmental Degradation of Materials in Nuclear
Power Systems-Water Reactors (ENVDEG2023)
St. John’s, Newfoundland, Canada (2023.8.6-10) No.63 (Oral)
Ying Chen, Theresa Davey, Nguyen-Dung Tran and Hiroaki Abe

Computational Analysis of Al Site-Directing Ability of Organic Structure-Directing
Agents in FER and CHA Zeolites
Gordon Research Conference, Nanoporous Materials and Their Applications
New Hampshire, United States (2023.8.6-11) (Poster)
Kota Oishi

Universal Origin of Boson Peak Vibrational Anomalies in hexagonal and low density
amorphous ices
The 9th International Discussion Meeting on Relaxations in Complex Systems
(9IDMRCS)
Makuhari Messe, Chiba, Japan (2023.8.12-18) (Oral)
Rodion V. Belosludov, Kirill V. Gets, Ravil K. Zhdanov, Yulia Yu. Bozhko and
Vladimir R. Belosludov

Low-Temperature Sintering of TiB2 Assisted by Mechanically Alloyed Ti-B Eutectic
Aids
11th International Conference on High Temperature Ceramic Matrix Composites
(HT-CMC11)
Jeju, Korea (2023.8.27-31) No.13-0495 (Oral)
Yuki Jimba, Sosuke Kondo, Hao Yu, Yasuki Okuno and Ryuta Kasada



37.

38.

39.

40.

41.

42.

Low-temperature densification of TiB2 using Ti-based ball-milled additive
International Conference on Sintering 2023 (Sintering2023)
Gifu, Japan (2023.8.27-31) No.1P-41 (Poster)
Y. Jimba, S. Kondo, Okuno, H. Yu and R. Kasada

Core structure and Peierls stress of basal dislocations in a Ti3SiC2 MAX phase
determined by machine-learning interatomic potentials
JSME-KSME Joint Symposium on Computational Mechanics & CAE 2023
Soul, Korea (2023.8.29-31) (Invited)

Hajime Kimizuka and Rana Hossain

Detailed molecular conformational changes and electronic structure of DNA irradiated
with low-energy radiation based on first-principles calculations
21st International Conference on Radiation Effects in Insulators
Fukuoka, Japan (2023.9.3-8) No.PA58 (Poster)
Takuya Sekikawa, Y. Matsuya, T. Kai, H. Kawai, H. Beomju, M. Ishizaka, Y. Ono
and T. Sato

Reaction of Size-Selected Iron-Oxide Cluster Cations with Methane: A Model Study of
Chemical Processes in Mars’ Atmosphere
21th International Symposium on Small Particles and Inorganic Cluster
(ISSPICXXT)
Berlin, Germany (2023.9.3-8) No.HTS (Invited)
M. Arakawa, S. Kono, Y. Sekine and A. Terasaki

Development of MnOz-based Cathode Materials for Rechargeable Magnesium Batteries
74th Annual Meeting of the International Society of Electrochemistry
Lyon, France (2023.9.3-8) (Oral)
Xiatong Ye, Hongyi Li, Kohei Shimokawa, Takuya Hatakeyama and Tetsu Ichitsubo

Solvation Structure Modification in Dual-Cation Electrolytes for Dendrite-free Alkali
Metal Electrodeposition

74th Annual Meeting of the International Society of Electrochemistry

Lyon, France (2023.9.3-8) No0.S04-P-061 (Poster)

Hongyi Li, Masaki Murayama and Tetsu Ichitsubo



43.

44,

45.

46.

47.

Transport and Reactions at Liquid Interfaces
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.5C1-11 (Invited)
Akihiro Morita

Microscopic understanding of interface at liquid/solid-oxide and molecular adsorption on
the surface by neural network potentials
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.8C1-5I (Invited)
Akira Nakayama

Probing chemical reaction dynamics through excited-state time-dependent GV
simulations
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.5C2-3C (Oral)
Aaditya Manjanath, Ryoji Sahara, Kaoru Ohno and Yoshiyuki Kawazoe

Effects of lateral interactions on surface chemical reactions revealed by kinetic Monte
Carlo simulations with neural network potentials
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.8C1-4C (Oral)
Tomoko Yokaichiya

Deoxydehydration reaction by monomeric and dimeric molybdenum oxide catalysts
supported on TiO2: A density functional theory study
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.5Po-73* (Poster)
Daiki Asada



48.

49.

50.

51.

52.

Electronic State of Sumanene Derivative Bowl-Shaped Molecules
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-44* (Poster)

Yuika Baba, Hidenori Sakurai and Azusa Muraoka

Optical Properties and Defect Structures of Double Perovskite Cs2SnGels
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-56 (Poster)
Masanori Kaneko, Sana Kogure, Suzune Omori, Azusa Muraoka and

Koichi Yamashita

Long-Range Proton and Hydroxide Ion Transfer Dynamics at Water/CeOz Interface in
Nanosecond Regime: Molecular Dynamics Simulations with Neural Network Potential
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-65 (Poster)
Tatsushi Ikeda

Computational analysis of Al site-directing ability of organic structure-directing agents
in FER and CHA zeolites
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-66* (Poster)
Kota Oishi

Free energy analysis of nitrile hydration reaction using cerium oxide catalysts
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)

Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-67* (Poster)
Takaaki Endo



53.

54.

55.

56.

57.

Grand Canonical Monte Carlo Simulations for Hydrogen Adsorption on Metal Surfaces
with Neural Network Potentials
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-68* (Poster)

Tomoya Kanno

Theoretical study on reaction mechanism of water splitting process on Cobalt-Oxo
Cubane Clusters
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-70* (Poster)

Narumi Fujiwara, Koichi Yamashita and Azusa Muraoka,

Charge Separation Process in PTB7/BTAx Nonfullerene Organic Solar Cells
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)

Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-71 (Poster)

Sumire Tkeyama and Azusa Muraoka

Comparison of Charge Transfer Distance in PDCBT/BTA Non-Fullerene Organic Solar
Cells
The 5th conference of Theory and Applications of Computational Chemistry
(TACC2023)
Hokkaido University, Sapporo, Japan (2023.9.4-9) No.7Po-72* (Poster)

Yuzuka Minami, Sumire Ikeyama and Azusa Muraoka

Molecular insights into the formation of Natural Networking Structure in Natural
Rubber: A Molecular Dynamics Simulation Study

The 7th International Soft Matter Conference, ISMC2023

Osaka, Japan (2023.9.4-8) (Oral)

Mayank Dixit and Takashi Taniguchi



58.

59.

60.

61.

Effect of Strain Modulation on Gas Molecule Adsorption on Graphene using First-
Principles Calculations
2023 International Conference on Solid State Devices and Materials (SSDM 2023)
Nagoya, Japan (2023.9.5-8) No.SO-PS-08-04 (Poster)
Meng Yin, Xiangyu Qiao, Ken Suzuki, Lei Wang and Hideo Miura

Heteroatom-Bridge-Type Planar Triphenylboranes: Synthesis and Exploiting Lewis
Acid-Base Complexes and Photophysical Properties for Functions
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)
Sendai, Japan (2023.9.8-10) No.08A7 (Invited)
Yuichi Kitamoto

“Design and synthesis of organic semiconductors incorporating electron-deficient
quinoidal acenedichalcogenophenediones”
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)
Sendai, Japan (2023.9.8-10) No.08D1 (Invited)

Kohsuke Kawabata and Kazuo Takimiya

Microscopic Understanding of Interface at Liquid/Solid-Oxide and Molecular
Adsorption on the Surface by Neural Network Potentials
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)
Sendai, Japan (2023.9.8-10) No.10D11 (Invited)
Akira Nakayama



62. Reactive Molecular Dynamics Simulations Elucidating the Impact of Carbon Nanotube
(CNT) Defects on the Mechanical Properties of CNT/SiC Composites

International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)
Sendai, Japan (2023.9.8-10) No.10E2 (Invited)
Yixin Su, Shogo Fukushima, Yuta Asano, Yusuke Ootani, Nobuki Ozawa and
Momoji Kubo

63. Magnetization of compositionally-graded Ru-substituted LSMO epitaxial thin films
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)

Sendai, Japan (2023.9.8-10) No.1P011 (Poster))
Gaku Sato, Kenichi Kaminaga, Hiroshi Naganuma, Shingo Maruyama and
Yuji Matsumoto

64. Carbazole-embedded N, N-bridge-type triphenylboranes: Synthesis and evaluation of
delayed fluorescence
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)
Sendai, Japan (2023.9.8-10) No.1P118 (Poster)

Nana Sakaida, Yuichi Kitamoto and Tetsutaro Hattori

65. Bromine-substituted trithienosubporphyrazines
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)
Sendai, Japan (2023.9.8-10) No.2P107 (Poster)

Masashi Inoue, Kohsuke Kawabata and Kazuo Takimiya



66.

67.

68.

69.

70.

Synthesis and properties of naphthodithiophenediimide-based non-conjugated polymers
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)

Sendai, Japan (2023.9.8-10) No.2P158 (Poster)

Yo Hishinuma, Kohsuke Kawabata and Kazuo Takimiya

Synthesis and properties of donor-acceptor n-conjugated polymers incorporating
benzodifuran-2,6-dion
International Symposium for the 80th Anniversary of the Tohoku Branch of the
Chemical Society of Japan (2023 Joint Meeting of the Tohoku Area Chemistry
Societies)
Sendai, Japan (2023.9.8-10) No.2P160 (Poster)
Shohei Wada, Kohsuke Kawabata and Kazuo Takimiya

Strain Control of the Adsorption Behavior of NO2 Molecule on Graphene: First-
Principles Calculations for the Development of Selective Multi-Gas Sensors
33rd International Conference on Diamond and Carbon Materials
Mallorca, Spain (2023.9.10-14) (Poster)
Meng Yin, Xiangyu Qiao, Lei Wang, Ken Suzuki and Hideo Miura

Mapping of Kidney Stone by Far-Infrared Spectroscopy
48th International Conference on Infrared, Millimeter, and Terahertz Waves
(IRMMW-THz 2023)
Montreal, Quebec, Canada (2023.9.17-22) No.Tu-PM1-2-5 (Oral)
V. C. Agulto, W. Zhao, M. Maruyama, M. Takahashi, K. Kato, V. K. Mag-usara,
M. Ota, Y. Tanaka, Y. Mori, M. Yoshimura and M. Nakajima

Breaking of superlubricity of epitaxial graphene by mechanochemical activation
64th German Tribology Conference 2023
Gottingen, Germany (2023.9.25-27) (Invited)
Kuwahara T., Szczefanowicz B., Filleter T., Klemenz A., Mayrhofer L.,

Bennewitz R. and Moseler M.



71.

72.

73.

74.

75.

76.

Superlubricity of Silicon-based Ceramics Controlled by Interfacial Mechanochemistry
9th International Tribology Conference, Fukuoka 2023
Fukuoka International Congress Center, Fukuoka, Japan (2023.9.25-30)
No.27-A-10 (Invited)
Takuya Kuwahara, Yun Long, Jean Michel Martin, Maria-Isabel De Barros Bouchet,

Gianpietro Moras and Michael Moseler

Crystal structures of molecular semiconductors: control and prediction
Horizons symposium: Electronic & energy materials
Berlin, Germany (2023.9.25-26) (Invited)

Kazuo Takimiya

Control of the Adsorption Behavior of Gas Molecule on Graphene by Strain: First-
Principles Calculations for Development of Multi-Gas Selective Sensors
International Conference on Simulation of Semiconductor Processes and Devices
(SISPAD2023)
Kobe, Japan (2023.9.27-29) No.P-17 (Poster)
Meng Yin, Xiangyu Qiao, Ken Suzuki, Hideo Miura and Lei Wang

Vacancy Ordering in Substoichiometric Zirconium Carbide
Materials Science & Technology 2023 (MS&T23)
Columbus, OH, USA (2023.10.1-4) (Invited)

Theresa Davey and Ying Chen

Ordering in Multi-principal Component UHTC Carbides
Materials Science & Technology 2023 (MS&T23)
Columbus, OH, USA (2023.10.1-4) (Oral)

Theresa Davey and Ying Chen

Thermodynamics of Cr-alloy Coated Zr-alloy Cladding Systems
Materials Science & Technology 2023 (MS&T23)
Columbus, OH, USA (2023.10.1-4) (Oral)

Theresa Davey and Ying Chen



77.

78.

79.

80.

81.

Multidimensional Free Energy Analysis of Electron and Ion Transfer Reactions Through
Immiscible Liquid Interfaces

6th International Conference on Molecular Simulation (ICMS2023)

Taipei, Taiwan (2023.10.6-9) No.KG 1-1 (Keynote)

Akihiro Morita

Relationship between Surface States of Carbon Support and Electrode Reaction Activity
in Cathode Catalyst Layer Toward High Power Output of Polymer Electrolyte Fuel Cells
by Large-Scale Reactive Molecular Dynamics Simulations

244th ECS Meeting

Gothenburg, Sweden (2023.10.8-12) No.I01D-1996 (Oral)

T. Nakamura, Y. Asano, Y. Ootani, N. Ozawa and M. Kubo

First-principles analysis of anomalous transport phenomena and piezomagnetic effect in
antiferromagnets
Topology, spin-orbit interactions and superconductivity in strongly correlated
quantum materials under extreme conditions (H-Physics)
Grenoble, France (2023.10.9-12) (Invited)
Michi-To Suzuki

Microscopic mechanisms of ion transport and reactions at liquid-liquid interface
Exploration Conference "Interfaces and Mixing in Fluids, Plasmas, Materials", Kavli
Institute for Theoretical Physics (KITP)

Santa Barbara, USA (2023.10.23-26) (Invited)
Akihiro Morita

Microscopic Understanding of Interface at Liquid/Solid-Oxide and Molecular
Adsorption on the Surface by Neural Network Potentials
Structure and Dynamics of Chemical and Biomolecular Systems (SDCBS23)
Indian Institute of Technology Kanpur, Kanpur, India (2023.10.26-28) (Invited)
Akira Nakayama



82. Manipulation of Crystal Structures of Molecular Semiconductors: Rational Approach to
High-performance Materials by Molecular Design
The Tenth RIKEN-NYCU Symposium on Physical and Chemical Sciences
Wako, Saitama, Japan (2023.10.26-27) (Invited)

Kazuo Takimiya

83. Evaluation of the behavior of long-lived fission product compounds in molten fluoride
salts for the development of transmutation target
2023 Joint Symposium on Molten Salts
Kyoto, Japan (2023.11.12-16) No.P38 (Poster)
Hiroki Shishido and Hidetoshi Hashizume

84. First-principles calculations of DNA irradiated with a proton and a carbon ion beam
QUANTUM INNOVATIOM 2023, The International Symposium on Quantum
Science, Technology and Innovation
Tokyo, Japan (2023.11.15-17) No.PO-SE-45 (Poster)

Takuya Sekikawa, Yusuke Matsuya, Beomju Hwang, Masato Ishizaka,
Hiroyuki Kawai, Yoshiaki Ono, Tatsuhiko Sato and Takeshi Kai

85. Elastic moduli and toughness of B1-type (Mo, Ti)Cx in Mo-Ti-C ternary system
PRICM11 (The 11th Pacific Rim International Conference on Advanced Materials
and Processing)

Jeju, Korea (2023.11.19-23) No.O-C0717 (Oral)
Shuntaro Ida, Kotaro Yonemura, Kotaro Hosizaki, Xi Nan, Nobuaki Sekido and

Kyosuke Yoshimi

86. Non-dendritic Electrodeposition of Alkali-Metal Anodes by Solvation Structure
Modification in Dual-Cation Electrolytes
PRICM11 (The 11th Pacific Rim International Conference on Advanced Materials
and Processing)
Jeju, Korea (2023.11.19-23) No.O-G0960 (Oral)
Hongyi Li and Tetsu Ichitsubo



87.

88.

89.

90.

91.

Facilitating Multivalent Cation Diffusion in Cathode Materials by Concomitant
Intercalation in Dual-Cation Electrolytes
PRICM11 (The 11th Pacific Rim International Conference on Advanced Materials
and Processing)
Jeju, Korea (2023.11.19-23) No.O-G0975 (Oral)
Yue Qi, Hongyi Li and Tetsu Ichitsubo

Temperature dependent elastic properties of Mo-Ti BCC solid solutions by first
principles calculation
PRICM11 (The 11th Pacific Rim International Conference on Advanced Materials
and Processing)
Jeju, Korea (2023.11.19-23) No.P-N0234 (Poster)
Junfeng Du, Kyosuke Yoshimi and Nguyen-Dung Tran

Exploring Functional Antiferromagnetic Materials with Magnetic Structure Screening
and First-Principles Calculation
Summit of Materials Science 2023 and GIMRT User Meeting 2023 (SMS2023)
Institute for Materials Research, Tohoku University (2023.11.20-22)
No.B-4 (Invited)
Michi-To Suzuki

Atomistic configurations in alloying materials: Group-III nitrides and high-entropy
alloys

ACCMS Webinar

on-line (2023.11.28) No.#22 (Oral)

Hiroshi Mizuseki

The Cat-Universe: A “Data-Theory-Methodology-Experiment” Framework to Realize
Catalyst Design
International Symposium on Green Transformation of Carbon Dioxide (ISGTCO2)
Brisbane, Australia (2023.11.29-12.1) No.19.2 (Invited)
Hao Li



92.

93.

94.

95.

96.

97.

Molecular Adsorption and Conversion at the Liquid/Solid-Oxide Interface by
Computational Approach
Nano Thailand 2023, Special session 2: Symposium on Bio-Based Chemicals &
Fuels from Lignocellulose 2023 (Hub of Knowledge)
Dusit Thani Pattaya, Chonburi, Thailand (2023.11.29-12.1) No.12E-INV-01 (Invited)
Akira Nakayama

Crystal structures of molecular semiconductors: control and simulation
14th Japan-China Joint Symposium on Conduction and Photoconduction in Organic
Solids and Related Phenomena
Nagoya, Japan (2023.12.7-9) No.1A02 (Invited)

Kazuo Takimiya

A “Data-Theory-Methodology-Experiment” Framework to Design Effective Materials
for Hydrogen Generation and Utilization

MRM2023/ITUMRS-ICA2023

Kyoto, Japan (2023.12.11-16) No.B3-0301-01 (Invited)

Akihiro Morita

Possible Superconducting State in Ir-doped Perovskite Manganese Oxides
MRM?2023/ITUMRS-ICA2023
Kyoto, Japan (2023.12.11-16) No.D2-0402-05 (Invited)

Kenichi Kaminaga, Yuji Matsumoto and Shingo Maruyama

A Neural Network Simulation Method to Investigate lon Behavior under External
Electric Fields: Applications to Crystalline and Amorphous Li3PO4
MRM2023/ITUMRS-ICA2023
Kyoto, Japan (2023.12.11-16) No.A5-O101-04 (Oral)
Koji Shimizu, Ryuji Otsuka and Satoshi Watanabe

First-principles calculations of thermoelectric properties of metastable ST12 germanium
allotrope

MRM2023/ITUMRS-ICA2023

Kyoto, Japan (2023.12.11-16) No.B1-0502-02 (Oral)

Han Meng, Masato Ohnishi, Meng An and Junichiro Shiomi



98.

99.

100.

101.

102.

103.

Investigating Correlation Effects on Cationic Conduction in Hydrides: A Comprehensive
Study

MRM2023/ITUMRS-ICA2023

Kyoto, Japan (2023.12.11-16) No.B3-0401-02 (Oral)

Kartik Sau, Shigeyuki Takagi, Tamio Ikeshoji, Kazuaki Kisu, Ryuhei Sato and

Shin-ichi Orimo

Synthesis of Complex Transition Metal Hydrides Containing Polynuclear Hydride
Complexes with High Hydrogen Coordination

MRM2023/ITUMRS-ICA2023

Kyoto, Japan (2023.12.11-16) No.B3-0401-05 (Oral)

Shigeyuki Takagi, Takehiro Hashimoto, Kenjiro Otsuki, Reina Utsumi,

Yuki Nakahira, Hiroyuki Saitoh and Shin-ichi Orimo

Stability and structural properties of transition metal high entropy alloys: from First-
principles and machine learning

MRM2023/ITUMRS-ICA2023

Kyoto, Japan (2023.12.11-16) No.F1-0401-03 (Oral)

Ying Chen, Nguyen-Dung Tran, Chang Liu, Xinming Wang and Jun Ni

Prediction of density of states for multinary nanoalloys
MRM2023/ITUMRS-ICA2023
Kyoto, Japan (2023.12.11-16) No.A5-P501-11 (Poster)
Yusuke Nanba and Michihisa Koyama

Effect of off-stoichiometry on elastic moduli of B1-type M X ceramics
MRM2023/ITUMRS-ICA2023
Kyoto, Japan (2023.12.11-16) No.F1-P204-06 (Poster)

Hiromu Matsuura, Kotaro Hoshizaki, Shuntaro Ida and Kyosuke Yoshimi

Ti Substitution and Its Influence on the Elastic Properties of MosSiB2-T2 Phase: A First
Principles Study

MRM2023/ITUMRS-ICA2023

Kyoto, Japan (2023.12.11-16) No.F1-P204-12 (Poster)

Nguyen-Dung Tran and Kyosuke Yoshimi



104. Molecular dynamics analysis of structural fluctuation, complexation, and electron
transfer reaction at immiscible liquid interface
9th Asian Conference on Colloid and Interface Science 2023 (ACCIS 2023)
Hong Kong SAR, China (2023.12.12-15) (Invited)
Akihiro Morita

105. First-Principle Calculation of Piezoelectric Properties via Pr** Doping in Lii-xNaxNbO3
The 4th International Conference on Mechanoluminescence and Novel Structural
Health Diagnosis (ML-4)
Daegu, South Korea (2023.12.13-15) No.26 (Poster (Best Poster Award)
F. Guan, K. Hirata, T. Uchiyama, X.G. Zheng and C.N. Xu

<2024 >

1.  “Design and Synthesis” of Organic Semiconductor Crystals for Efficient Carrier Transport
CEMS International Symposium on Supramolecular Chemistry and Functional
Materials 2024 (CEMSupra 2024)
The University of Tokyo, Japan (2024.1.18-19) No.L-05 (Invited)

Kazuo Takimiya

2. Recent Fundamental Progress in Molecular Dynamics Simulation
The 22nd International Symposium on Eco-materials Processing and Design (ISEPD
2024)
Nakhon Ratchasima, Thailand (2024.1.21-24) No.KN-S6_0O7 (Invited)

Yoshiyuki Kawazoe

3. First-principles calculations of defect structures in Sn perovskite solar cell materials
The Asia-Pacific International Conference on Perovskite, Organic Photovoltaics and
Optoelectronics (IPEROP24)
Tokyo, Japan (2024.1.22-23) (Poster)
Mai Otake, Suzune Omori, Masanori Kaneko, Giacomo Giorgi, Koichi Yamashita

and Azusa Muraoka



Carbon vacancies in high-entropy UHTC carbides
48th International Conference and Exposition on Advanced Ceramics and
Composites (ICACC 2024)
Daytona Beach, FL, USA (2024.1.28-2.2) No.ICACC-S18-028-2024 (Invited)
T. Davey and Y. Chen

Neutron diffraction study on Co-based melilite compounds
The 46th Annual Condensed Matter and Materials Meeting
Wagga Wagga, Australia (2024.2.6-9) No.P6 (Poster Award) (Poster)
M. Kawamata, M. Avdeev and Y. Nambu

Calculation method for the coherence length at low temperatures
International Symposium on Quantum Electronics 2024
Ito International Research Center, The University of Tokyo (2024.2.13-16) (Poster)
H. Matsunaga, R. Oiwa, T. Nomoto and R. Arita

First-principles Alloy Design for Cr-alloy Coated Zr-alloy Cladding of Nuclear Fuel
6th Asian Zirconium Workshop
Tokyo, Japan (2024.2.20-22) No.O31 (Oral)
Ying Chen and Theresa Davey

Parameter-free and Predictable Molecular Dynamics Simulation
3rd International Conference on Materials Genome (ICMG-III)
SRM University-AP, India (2024.2.22-24) No.IL-25 (Invited)
Yoshiyuki Kawazoe

All-electron GW approach for light-element-doped anatase TiO2 using TOMBO
ACCMS Webinar
on-line (2024.2.28) No.#24 (Oral)
Ryoji Sahara



10.

11.

12.

13.

14.

15.

Nonlinear coupling mediated by multi-magnon interactions in synthetic
antiferromagnetic thin films
EIPBN, Women In Nanofabrication (WIN), WIN lecture series, WIN New Meeting
Series
Virtual Meeting (2024.3.1) (Invited)
A. Sud, K. Yamamoto, H. Kurebayashi and S. Mizukami

First-principles-based Thermodynamic Database the Cr-Zr-X System Towards Design of
Layered Accident Tolerant Nuclear Fuels

2024 TMS Annual Meeting & Exhibition

Orlando, Florida, USA (2024.3.3-7) (Oral)

Theresa Davey and Ying Chen

Reactive Molecular Dynamics Simulations Clarifying the Effect of Carbon Nanotube
(CNT) Defects on Mechanical Properties of CNT/SiC Composites
2024 TMS Annual Meeting & Exhibition
Orlando, Florida, USA (2024.3.3-7) No.J-17 (Poster)
Yixin Su, Shogo Fukushima, Yuta Asano, Yusuke Ootani, Nobuki Ozawa and
Momoji Kubo

Investigation of Mechanism for Heat Conduction Suppression in Si Thin-Films Due to
Surface Roughness
American Physical Society March Meeting (APS March Meeting 2024)
Minneapolis, USA (2024.3.3-8) No.A12.2 (Oral)

Michimasa Morita and Junichiro Shiomi

Time-dependent GW molecular dynamics for an accurate mechanistic description of the
dynamics of chemical reactions
American Physical Society March Meeting (APS March Meeting 2024)
Minneapolis, USA (2024.3.3-8) N0.S59.5 (Oral)
Aaditya Manjanath, Ryoji Sahara, Kaoru Ohno and Yoshiyuki Kawazoe

Memory-efficient incremental kernel ridge regression with a smart chunking strategy
American Physical Society March Meeting (APS March Meeting 2024)
Minneapolis, USA (2024.3.3-8) No0.J00.339 (Poster)

Erickson Fajiculay, Aaditya Manjanath, Ryoji Sahara and Chao-Ping Hsu



16. Computational and experimental studies in nanostructured carbon and metal hydride-
based hydrogen storage systems
European Hydrogen Energy Conference (EHEC2024)
Bilbao, Spain (2024.3.6-8) No.ID355 (Poster)
K. Iyakutti, V.J. Surya, K. Ajaijawahar, A. Karthigeyan and Y. Kawazoe



IV. THate

<2020 &>

1.

RER RO L & h AR v P — 3 A 2 - B R B S B O BF 52
(R ha =7 R Ze R LR~ U — 2 ) LA (Spin-RNJ)
2020 FFBE(R D 2 ) FIR IS S
Z T A > (2021.3.9) No.O-8 (Oral)
S STPN

<2021 &>

1.

2.

3.

Magnetic materials design by representation theory & first-principles calculation
FOURF I MERTFEpT B R & X T —
A7 A 2 (2021.7.9) (Invited)
STESEUN

ARG AR 51T B SRR & 28 BESUHEE OO £ U AT 72 AFSE
ARSI A 8=~ 7 U 7L 55 6 [ HIK Web 225
4> 7 A > (2021.7.13-15) (Oral)

A A

GRRFREDRII & AR O — 03 e g s B S
55 141 [ ALK e BB e ATl =
#2542 (2021.11.30-12.1) (Oral)

g A

<2022 >

1.

2.

a3 1T D RRIMETE B RS U O BFSE
ARSI A 8=~ 7 U 7L 5 8 [IHIK Web 225
A>T A > (2022.4.18-20) (Oral)
A A

SRFHBAEE 7R O F —JRBEHEIC BT 5 B AT v ¥ v L L BGE B 5 M ORFSE
H A2 2022 KBRS
HUR T2 RS ORI ¥ 73 R) (2022.9.12-15) No.14pPSC-51 (Poster)
gk A, BB KRR, G E



AR, AR ECE A TR =2 =T Ry NU =27 « BT ¥y )LD
5

%516 Bl PR ERER S
BEMEZE AR TR 3 v /%% (2022.9.19-22) No.4P073 (Poster)

ANPRORER, f FREAS, AR i, oy

b U o AT K D = kU LIKFIEOR D 2R ot B B = R L — AT
7516 B R Fitim e
BEMEZE AR TR 3 v /%% (2022.9.19-22) No.4P075 (Poster)
R AL, MHEBER, ATRATERE, ol

BT 2 AHERE V) 7T Ui A PO 72 R SR K SO OO B R AT 4T
%5 130 [EIfiA R 2
B IR TAR F v > 78R (2022.9.20-26) No.P04 (Poster)
I ORA, MHEEE, FREE, P)IEE, SEE—, Tl

R DRl & /N2 RHEIR O 53 R A F s B 52
v LR 522 o # —(ASRC) & 2 J—
PRI RARETAR HEAT (2022.10.5) (Invited)
157 SCIUN

BOGER S % 5 8, U T i SOSFRHT ~ D B Y F1 7
JUIN RS S8 E A A e el i
FJUIN R ZFLE % v > 78R (2022.11.18) (Invited)
HL#

Exploring the Role of Neutral Molecules in Closo-Type Metal Hydride Electrolytes by
Genetic Algorithm Optimization and First-Principle Dynamics
55 48 [RI[E KA A4 =7 AFfRe
F =27 %y FAR— A (6T REE) (2022.12.6-8) No.2C-4 (Oral)
Campos Dos Santos Egon and Li Hao
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1. First-principles Study on Strain-induced Change of Adsorption Behaviors of NO2
Molecules on Graphene
55 70 IS BR R 2 R AR T
FRERFENUNEF v N (4T A ) (2023.3.15-18)
No.15a-PA01-28 (Poster)
Meng Yin, Xiangyu Qiao, Lei Wang, Ken Suzuki and Hideo Miura

2. ZEBAL N U T U — VAR T D 72 B BUE AL IE H AR O B R
PR BRI EIRRE DT & & = /L T —ZBHF5E 7 L — 7
%10 [EIpF9EE (G 26 26 IR ARSI LR FF9Es)
il &7 (2023.4.6-7) (Invited)
EARKE—, /NS, Fa)HEd, B RE, Ao, ARERHORAR

3. B ROBFREELZ T A =272 L TiEBX 5 TDGW #HHEED % & 5
T FRE 21 RS
BRAE T B AE (2023.5.11-13) No.1001 (Oral)
Manjanath Aaditya, efiise ., KENEBD, JIEESE

4. BFEL GWEHHRIZ X 2ITHEIIN TiO, DFEIRIEFHE
T FRE 21 FIRE
BRAE T B AE (2023.5.11-13) No.P39 (Poster)
R fa)lISL, REF»E5, EEAI, lEme

5. Probing chemical reaction dynamics through excited-state time-dependent G
simulations
TR 21 IR
BRAE T B AE (2023.5.11-13) No.P42 (Poster)
Aaditya Manjanath, Ryoji Sahara, Kaoru Ohn and Yoshiyuki Kawazoe

6. AT INTF AT K D5 AKE b O & HIE
23-1 @it — o B ERD T O - ARG & HRE—
rh RS2 A S8 26 v o 28R (2023.5.12) (Invited)
=5



W A5 Fl U AR A AE R 2 BU Y 3A AU72 kinetic Monte Carlo > 2 = L—3 3 VFiEDR
K ma—INFy NT—TRT oy /LD A
£ 25 IR L F Rt =
R & A5 S/PARK 78— /V/ A>T A 2 (2023.5.16-19) No.1L05 (Oral)
AR, WHEEEE, FRarEE, Pl

o 25 A B L R

[iljii e~

WAt U o LIS K % = & U VKRS D %R IT B = R L — T

R T B S/PARK AR —/V/ 42T A 7 (2023.5.16-19) No.2P12 (Poster)
CERREN AL, MEFERS . AFRITERE, oL

480 15212 K B BiaTes-CsSnls S O #rs 8 34
55 60 Bl H AR(REL S VIR Y T A
& [t [E R 22355 (2023.5.25-27) No.D124 (Oral)
IRIELZ I, EEF. SRS, R, SUARE . ERETR
10. BBIKEVRE 7 » L F LT — L ZA~T o iEEICBIT AR AS 7 + 2 v O
55 60 Bl H AR(REL S VIR Y T A
i [ [EI R

I~ gk

1 (2023.5.25-27) No.D125 (Oral)

Wenyang Ding, Zhun-Yong Ong, Meng An, Brice Davier, Shiqgian Hu,
Masato Ohnishi and Junichiro Shiomi

11.

First-principles calculations of thermoelectric properties of metastable ST12
germanium allotrope

560 [0l H A BN AR A
£ o] B PR i

%5 (2023.5.25-27) No.D211 (Oral)
dall, ZH . RPIEA, MR —RD
12. Engineering two-dimensional patterned graphene/h-BN heterostructures for extreme
thermal conductivity by machine learning
25 60 [0] H AR NP T A
] FE PR 2 i

ik (2023.5.25-27) No.D231 (Oral)
Meng An and Junichiro Shiomi
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14.

15.

16.

17.

18.

MD study of nano wear behavior of Ti in dry sliding on HAp considering effect of
chemical reaction

H AR B8 72 WP IaR I =

2  IXEFESHY5(2023.5.28-30) No.O01 (Oral)

Pham Dinh Dat, KZFEFET, & N

BT T a7 M HED < BURIGE BT B2 B PACu &4 D 7K E L HURF
P D T REAM
B8 El~ILTF R — MBI VR T A
S < IFEBEESHEYS (2023.5.28) No.P12 (Poster)
RSN, R, B

WA Z B L=/ 580X ERERRE FIEORRS &
AARZ VB2 — 2055 2023 FEFFS
B TEERZ R L2 v > 78R (2023.6.1-2) No.1P06 (Poster)
(g0 N IRGY/N

=a—I WXy NI =7 ZHWEEGH TOA A U F8EIETFEORR « 7
ENT 7 AN Y F 7 AP TOA G ARE~D S

WA R In & e 2023 FEEF RS (5 131 BEEHKS)

FLRG R E R 355 (2023.6.6-8) No.2-4 (Invited)

TEKEER], REER, EER

AN B D F 72 D ERELAR A Cu 8 o O =R
AAG RS « AARSHMGS - BERFSIUNSERST I 5 F LA R 76
e
<FH ERREAWAE SV T (2023.6.10) No.D16 (Oral)
YN SN ITE=Y v N VL = A

=a—I WXy NT—=IRT Uy ML RBIERm Y I 21—y gk
AL E G 8 7 AT K D AT

WA FIFEF IS K D0 HEHR - B b ot4s 2023

HLIE K2 (2023.7.25-26) (Oral)

th FHFE S
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20.

21.

22.

23.

24.

W% A5 FEEAR AAER] 2 BUY 3A AU72 kinetic Monte Carlo ' 2 = L —3 3 » FiEDRH
K ma—INFy NT—TRT oy /LD A

WA FIFEH IS K D0 HEHR - B b ot4s 2023

U K2 (2023.7.25-26) (Oral)

J\H iR AR

Design and synthesis of molecular semiconductor solid: simple but impactful
methylthiolation

CEMS Topical Meeting on Chemistry of n-Conjugated Materials

Wako, Saitama (2023.7.31-8.1) (Invited)

R A0

Phonon-engineered extreme thermal conductivity of two-dimensional heterostructures
BB 4 ) V=T ) v TR
Mo RN g U ¥ — (2023.8.5-6) No.Sat-5 (Oral)

Meng An and Junichiro Shiomi

Suppression of phonon tunneling in van der Waals graphene-WS2 heterostructure with
ultralow thermal conductivity

EHIMT 4 ) v =T Y TS

Mo RN g U ¥ — (2023.8.5-6) No.Sat-6 (Oral)

Wenyang Ding, Zhun-Yong Ong, Meng An, Brice Davier, Shiqgian Hu,

Masato Ohnishi and Junichiro Shiomi

First-principles calculations of thermoelectric properties of metastable ST12
germanium allotrope

BRI T+ ) V=T Y TR

Mo N g U ¥ — (2023.8.5-6) No.Sat-7 (Oral)

Han Meng, Masato Ohnishi, Meng An and Junichiro Shiomi

DN FEERWEV ) 3y - )R =T AREICBT D T ki
Hr

WA T+ ) V=T S

Mo N g U ¥ — (2023.8.5-6) No.Sat-8 (Oral)

KPEIE AN, Yuxuan Liao., ¥& Ry —E}
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26.

27.

28.

29.

30.

31.

=y TNETENT 7 A54D 4D-STEM 2 = bL—3 3
&R 63 [] « SRENEE 66 A7 [E DU [E SGH# RS
HERFH =B % v /3% (2023.8.9-10) (Oral)
FRITFIEHE, RIS, FEFBY. ARER., LB, e,
KHICHE, S —&

TOMBO |2 & 5 &% 1 GW 1
ST — 2 a7 TEHERNT & AGHT 2 O T BB 38 0 i BA-2023
HALR & BT EHITFERT 2 BAHRE A (2023.8.23-24) (Invited)
KEFDF %

SGHER D EPERR 72 FER - OBFSE « B RS OG5 7258051
ST — 27 a7 TEHERNT &G 2 O TR BB 38 0 & BA-2023
HALR & BT EHITFERT 2 BAHRE A (2023.8.23-24) (Invited)
S STPN

A A2 R TTHE MnS, D8 — L
ST — 2 a7 TEHERNT &G 2 O T BB 38 0 i BA-2023
WAL K7 @ EHIFZEET 2 554 5£(2023.8.23-24) (Oral)
A

KIS BT TV A2IEH L 72 OSDA it K O D FiE DT
F30[EEAT A FEOFK
HRURFIL R EANEE < F—/ "7 X (2023.9.4-5) (Poster)
FHE B

PTB7/BTA 37 7 — L U R AR KIGEMIC I T 2 ERirHaRfE O =% o &
A FI T A

2023 LTRSS

JE S EI R 25555 (2023.9.5-7) No.1S14 (Invited)

il A

Near-infrared Absorbing Organic Semiconductors Based on Quinoidal
Acenedichalcogenophenediones
AL FE BRI R R Z2BE(GP-Chem) ¥ v 7 47 2 ViR P 7 4
FALR PR B E A ZEF} (2023.9.6-7) (Invited)
Kohsuke Kawabata
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34.

35.

36.

37.

MEARHA RS 29 %5 La K—7" LiCoO2 = B° % & ¥ v )LD R & B4y
PR

ARt I v 7 AHa 36 FKEFET R T T LA

U TS A 4 IR 3 v > 23 2 (2023.9.6-8) No.1U06 (Oral)

PR BE—, BRER, B, ZHARRER, FLILAff, A4 ]

B1 % TiX. ORI MIE T I L mgmtE o 2
ARt I v 7 A 36 FKEFET R T LA
FUHR TS A - IR 3 v > 73 2 (2023.9.6-8) No.2D20 (Oral)
PR EE . FEHBERRS, & R

FEE AT EREE A By - OBFER X OSRREGEHTICB 9 5 9 8 /1%
fiREAfT
ARt I v 7 AHe 36 FKEFES R T T LA
FUHR T2/ A0 4 I 3 v > 7 2 (2023.9.6-8) No.2R27 (Oral)
FOEEHE, ARIERT, BHMEIE, ERFR, 49)1152 K, Surblys Donatas

A Nb(O, N)T &° & % 3 /L I 0 BB Aok e MER AT
AAREZ I v 7 AHE H 36 EIES VARY T A
TR LSS RHE R A0 4 I 3 v > X & (2023.9.6-8) No.2PB01pm (Poster)
RRT, Mokfd—, LR, faAHiE]

M NbO B O REFDS & 72 b TRRE DR B
AAREZ I v 7 AHE H 36 EIES VARY T A
TR L SR R A0 4 I 3 v > XA (2023.9.6-8) No.2PB03pm (Poster)
ARFFERES, BT, MKE— JLLfP{H, A E]

JFFF i % BAR Lz @Al s e o AlH & SEE ) m Al s s b D IRIR
el BRI AT 72 AR — L S JLRLER Ti BhAl o0 5B 34

A ARJR T 11542 2023 HERK D K2

LR RFH L F v > 78R (2023.9.6-8) No.2A09 (Oral)

PG, BEFARAT, ITERAIT. AR, KBS, SHEKR



38.

39.

40.

41.

42.

43.

T — 2B L ORA I X DB EO RGO D=2 —F vy T
— RT3y L OERL

A ARJR T 11542 2023 SRk D K2

AR RFH I F v > 78R (2023.9.6-8) No.2C03 (Oral)

INEEREE] . BB =, AR, IR

Cr PR 7B F R O B R (5) 3 — IR BREHRUC K DA BRI Hds L OGRS
A AR )52 2023 KO R
LR RFH L F v > 78R (2023.9.6-8) No.3A05 (Oral)
BRI, Theressa Davey, [LFIERI, L3, @8R, BEHL

2R TSR D T OERRDLO LA & RE G R E R A L
AUV =T AOEBEIEIC LI — AR S T —
AARTHHE WS 58 71 BFFER KRS - THEEEHIE#RETS
JERSRFHUR B3 % o732 (2023.9.6-8) No.VS28 (Oral/ Gk 218
SFHRA

AHEEHERNES T4 bOT VI =0 AELE IS 2 5 RO RPN
EZ T A5 54 RIKERS
B R F B v > /8% (2023.9.11-13) No.F115 (Oral)
KRAZEKR, FHRTEEE, ol

BTA RFE7 T — L B B b5 BB O BB oy BERFR I 351 A HRFEM AAE
H
55 17 Bl F R ERRER S 2023 KBk
KPR ¢ 2 /X2 (2023.9.12-15) No.2A15 (Oral)
L3 Zedu, A REAE

Ge 7 1At Sn X2 7T A A FOILFME & RIS O R BEEHE
5517 B0y - FBERm e 2023 K
KPR ¢ /X2 (2023.9.12-15) No.2P027 (Poster)
e IERE, NER. REeene. ke, IF%—
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45.

46.

47.

48.

49.

BTARIET 7 — L GG RIGEMICR T o BHR X v U T AERA T =X
A
55 17 Bl F R ERRER S 2023 KBk
KPR KA ¢ 2 /X2 (2023.9.12-15) No.3P029 (Poster)
FAMIE, WL Adv, R R

Sn B 7 AT A N KGR K btk & O 5 — R B EA
5517 B0y 1B ERm e 2023 KR
KPR v /X2 (2023.9.12-15) No.3P031 (Poster)
KVTER, KRG, & EE, W FR—. FRE

[ A= VAV NE AN/ & R Nab =Yy Y o o el OB LY
5517 B0y 1B ERm e 2023 KR
KPR ¢ 2 /X2 (2023.9.12-15) No.3P033 (Poster)
PRI, U S—. MRk

FEMNEICRBIT 2 A~ 3 o RFEUROEHILN T3 2 HimrIbi 7
5517 B0y 1B ERm e 2023 K
KPR v 2 /X2 (2023.9.12-15) No.3P063 (Poster)
SEMEAL, BRI getE . AR

—a—I W%y N =7 ZHWCERIEDOIRFERT 2 v v & B ORI
TIEDRESL

55 17 By PR ERRR S 2023 KBk

KPR KR v /X2 (2023.9.12-15) No.4P073 (Poster)

I ORAE, MUEBES, ArRamEsE, ool

FERAEIE Y R 2 L— g T K DA RER S DR A
75 33 AR R LR e
[l =Ry g v #— (2023.9.12-14) No.2B07 (Oral)
WEEAN . Kirill Bulgarevich, HiPNIE &
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51.

52.

53.

54.

55.

BAEPERL A 2 2 W2 U F A -8 U BB OIS K 5 s & 4 TADF 1M
NN-ZEFEH N U 7 = =)L T EOE K
%5 33 BUEREA R R RS
fl =Ry g o #— (2023.9.12-14) No.3B08 (Oral)
AEARBE— /NNBAL, ), N —BE, S, dbilE, RS —.
AR TR AL

BB I X D2 kT ) BEOIREEE O
55132 [Pl TR
JEHEE R P2 v 7S R (2023.9.13-15) No.1J23 (Oral)
SER R, LA

BG5Sy 18 15305 % A T2 B R E 0 IR E L o 1 v — Ribit g 12561 5
A= NN i N R - 4
55132 [Pl TR e
JEHEE R FALIL 2 v 78 2 (2023.9.13-15) No.2J01 (Oral)
R, AR, BEAE. ARIED. EBEER, KAEN. BB,
IR E H]

ERHLAL La K —7 LiCoO2 & B ¥ & ¥ v )L K o> F5 A5 14 Al
55 32 RIS - FEREHIEE & BRBERE R AR T D A
BAL RZHF I LT v > /3% (2023.9.14-15) No.14TJ-4 (Oral)
PRI IE— . SORBEIR, By, ZHMORRR, LR, A H]

AL IEFL2Y § 72 59 DNA D45 i & B IRIEE L O % — R B A
H AR B2 5 78 [EAFE IR K=
HAERF (FHELF v 32 JIINF ¥ 2 732) (2023.9.16-19)
No.16aC205-3 (Oral)
B, 77y« R Ya, AREAN, REEE, L2, KEFE
T, OVEHREE ., LA

Polysilyne in two-dimensional flat sheet: A silicon-based Dirac material
H AW B2 5 78 BIFE RN
HAERF (FHELF v 32, JIINF ¥ - 732) (2023.9.16-19)
No.16pA106-4 (Oral)
M. Takahashi



56. FH—JFELFHEIC S HegTe DIES) FIZBTHET -« 74 / VIRRE L BRET
H AR B2 5 78 [EAFE IR K=
BAERT: (FEEIL X v o /X& ) JIINF ¥ 2 732) (2023.9.16-19)
No.17aA401-11 (Oral)
FRERI, NGl z, G, KB, EEfE

57. b 7R IARE S TaoNiSes D v U 7 N — 7 R OAFSE TV
H AR B2 5 78 [EAFE IR K=
AL RS (FEEIL X v )& JIINF ¥ 2 732) (2023.9.16-19)
No.18pA401-15 (Oral)
THBE, RS, B)IEA, REPFRE, BRIAE

58. /Kt PEG % v b U—27 MBRTHA DT R )L — M D 45 MD fi#AT
H AR B2 5 78 [EAFE IR K=
ALK (FEEIL X v /)& JIINF ¥ 2 732) (2023.9.16-19)
No.19aA101-4 (Oral)
M, FEMER, REWMAC, EHERE, (FEEE

59. EE xS —OFRM
H AW B2 5 78 [AIAR IR OR
ALK (FEEIL X v /)& JIINF ¥ 2 732) (2023.9.16-19)
No.19aC302-8 (Oral)
SFHIRE

60. FH—JREEIREIC L 2 EF F—7 47z SrTiOs DRk E &1 i St s B 1T
H7 % ) DY 7 MBS
A A B2 5 78 AR R OR 4
BAERT: (FEEIL X v /)& JIINF ¥ 2 732) (2023.9.16-19)
No.16pA404-15 (Poster)
riEmpE, B, KEpges, B, MEESE

61. FH—JRHFREICESSERRT /) VA YOAL ER
H AR B2 5 78 [EAFE IR K=
BAERT: (FEEIL X v )& JIINF ¥ 2 732) (2023.9.16-19)
No.17aPS-74 (Poster)
HATEITG, /NEFER



62. i — R FRE IREEFH Y 7 F OpenMX @ GPU |2 & % i3k & modified-DNA
~DtH
A A B2 5 78 IR R OR
AL RS (FEEIL X v o3&, JIINF ¥ 2 732) (2023.9.16-19)
No.17pPSA-56 (Poster)
JIEBLZ . B RIRZRE), HREZ, KEFEE

63. H—JFRELANA 7 U v RIS ER X OB B FERIC LS < FeSe ME IR
RE
H AW B2 5 78 [AIRIROR
BAERT: (FEEIL X v /)& JIINF ¥ 2 73%) (2023.9.16-19)
No.18aPS-39 (Poster)
FF, KidaA, IR, ARE, KRR

64. 5 JREGEIC L D Vi3SI DEF « 7 / VIREE & B RERRE IR O E S AF
PE
H AR B2 5 78 [EAFE IR K=
FAERE (FEILF v o2 JIIAF v 273 2) (2023.9.16-19)
No.18aPS-50 (Poster)
Kidadr, Lz, K=

65. BTG EERIC K D& - 1EFL 2 /30 RovoS— RERL O hiE 1% a2 35 L i
T+
H AW B2 5 78 [AIARIROR
ALK (FEEIL X v /)& JIINF ¥ 2 73X) (2023.9.16-19)
No.18aPS-73 (Poster)
HIERAIR, xRN, FEREMEE, KIFHRE

66. BT PIGEERIC L B 2 /3 K« "= RERIO ZA B —HBHIH & ZHEOM
(RE R 2RI
H AR B2 5 78 [EAFE IR K=
ALK (FEEIL X v /)& JIINF ¥ 2 732) (2023.9.16-19)
No.18pPSA-82 (Poster)
FEREMES, RIPR=



67. Ir BT T A B A b~ W VLI BT D @SR RE O AT REME
75 84 [BIIS I BRF KT AN R
REAHR 7R — /L (2023.9.19-23) No.23a-A307-1 (Invited)
PRI BE— . FUILARIE, AAAHA ]

68. =2 —F /) Fy T —27 W= EBHEINT TOA 4 o F#eH A TiEOR
B I OT ENL T 7 A LisPOs ~DJit A
75 84 [BIIS PR F KT AR
REAHR AR — /L (2023.9.19-23) No.19p-C601-1 (Oral)
KRR, REEEHE, EER

69. 53 FIPENEIR ORE SR E - HIE & TR
75 84 [MlI W B RK TR PN R T =
REA AR — /L (2023.9.19-23) No.21a-A303-5 (Oral)
BEE 1% . Kirill Brugalevich

70. In-silico crystallization (3): pitched n-f&J& & inclined brickwork f# & DOFALINE & 2
Sal—va v
75 84 [MlI W B RK TR PN R T =
REARI AR — /L (2023.9.19-23) No.22a-D903-5 (Oral)
Bulgarevich Dmitrievich Kirill, & f1%5

71. Analysis of coherent phonon transport in Graphite with FeCls intercalation
5 84 [H)S B 2K AR T =
RE A R — L (2023.9.19-23) No.22p-C501-2 (Oral)
Yijia WU, Masato Ohnishi, Chandra Harsh, Jie Sun and Junichiro Shiomi

2.V Ay e F ) R—F AEEICBIT D T+ ) ik
75 84 Ml W B RK TR PN R T =
REAIR A — /L (2023.9.19-23) No.22p-C501-10 (Oral)
KVEIE A, Yuxuan Liao, & FiE—E}

73. Magnon-magnon coupling in synthetic ferrimagnets
55 84 [BIS A B KT AR i =
REAIR 7 — /L (2023.9.19-23) No.23a-A201-9 (Oral)
Aakanksha Sud, Kei Yamamoto, Kazuya Suzuki, Shigemi Mizukami and

Hidekazu Kurebayashi
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76.

77.

78.

79.

A NbO EIZ 31T 28BN L 2 B8 DR
55 84 [l W B S KT PR S
REAIH 7R — L (2023.9.19-23) No.20a-P02-19 (Poster)
ARFPELRAR, ok fE—, FLiLfi{f, FaAH =]

Thermodynamic Database of the AI-Nb-Ni Ternary System from First-principles
Calculations

A ARG R 2023 FEPINER 173 [BREH AR

B IR FTLAR % v > 78R (2023.9.19-22) No.165 (Oral)

Arkapol Saengdeejing, Ryoji Sahara and Yoshiaki Toda

2EAL GWEHEIZ X 2BITF IR T VA TiO, OFE 1-IRREFHE
A A 8 72 2023 4FERKINES 173 Bl R
B ILRFTLAR % v > 78R (2023.9.19-22) No.J3 (Oral)
TR AL, KBS, ERFKI. ez

Mo %535 X U MoSiB B2 8412551 2 TiC WM fE 5 BEE R L Ot 21k
(B3 DTS
A AR 8 72 2023 4ERKINES 173 BIEEE K=
BRI F ¥ 73R (2023.9.19-22) No.S8.8 (Ui E 5% B #78) (Oral)
R KRR

BEIRT 12 X D IR B TiXe DA BH 1% T
A A 8 72 2023 4ERKINES 173 BIEEE RS
B IR TR ¥ v > 78R (2023.9.19-22) No.S8.11 (Oral)
PR EE . FEHBRRRS, & R

Investigation of iron-rich FeSi alloys by first-principles phase field and special
quasirandom structure methods
55 47 8] A ARG KU NGRS
KPR ¢ 2 /X2 (2023.9.27-29) No.27aA-3 (Invited)
Kaoru Ohno, Riichi Kuwahara, Ryoji Sahara, Yoshiyuki Kawazoe and
Keisuke Fujisaki



SEPEAR D PR 7 FRIR - DOBFIE « LU IE O KGRk
55 47 [0 B AR TR RS
KPR B % ¢ 782 (2023.9.27-29) No.29pE-6 (Oral)
#ARIE AN, AR, E. V. Morooka, WA, FiETH A

. BIREASEICBI KL EN AL O ERBREIZ BT 5 R iR a0 AT
H ARSI 72 M&M2023 M B 1% o 7 7 L o A

HUNR RZFHIE v > 78R (2023.9.27-29) No.MMO0320 (Oral)

B

. HREERIFTE 20 FE 2R 0 i~ T

LHBRT N T VAT —~T 4 TALFEMBMERER TR T 1 7 T A
GTR & X J—

Ay RS T4 (2023.10.13) (Invited)

TR T

. Effect of impurity in the formation of end-group clusters in natural rubber:
Phenylalanine dipeptide as an impurity protein

571 A LA e O —R R

SRR AN LT (2023.10.19-20) No.1B07 (Oral)

Mayank Dixit and Takashi Taniguchi

. CGMD analysis on the change of molecular state under elongation deformation of
end-associated polymer system

871 E LA u -

g AN 11T (2023.10.19-20) No.1B08 (Oral)

Shoma Fujii and Takashi Taniguchi

. DESENVOLVIMENTO DE MODELO ANALITICO PARA DETECTAR NAO
ALEATORIEDADE DE NUCLEOS NO PROCESSO DE NUCLEACAO DE
CRESCIMENTO
ENCONTRO REGIONAL DE MATEMATICA APLICADA
E COMPUTACIONAL (ERMAC-2023) & SIMPOSIO 1 DECADA DO
PPG-MCCT
Volta Redonda, Rio de Janeiro, Brazil (2023.10.30-11.1) No.706502 (Oral)
Izabelle Luize Siqueira Pinheiro, Weslley Luiz da Silva Assis and

Pedro Martins Menezes



86.

87.

88.

89.

90.

SEGMENTACAO DE IMAGENS DE RESSONANCIA MAGNETICA DE TUMOR
CEREBRAL UTILIZANDO MODELO 3D U-NET
ENCONTRO REGIONAL DE MATEMATICA APLICADA
E COMPUTACIONAL (ERMAC-2023) & SIMPOSIO 1 DECADA DO
PPG-MCCT
Volta Redonda, Rio de Janeiro, Brazil (2023.10.30-11.1) No.707924 (Oral)
Erika Rocha de Araujo, Vanessa da Silva Garcia and Weslley Luiz da Silva Assis

Estudo De Um Péndulo Paramétrico Com Mola Torcional De Liga Com Memoria De
Forma Para Colheita De Energia
ENCONTRO REGIONAL DE MATEMATICA APLICADA
E COMPUTACIONAL (ERMAC-2023) & SIMPOSIO 1 DECADA DO
PPG-MCCT
Volta Redonda, Rio de Janeiro, Brazil (2023.10.30-11.1) (Poster)
Matheus Abrahdo, Alberto Paiva and Weslley L. S. Assis

Neural network potential study of complex solid systems
2023 4F H AR R B 22 F 2 FINHRH S
4 R ERE S (2023.10.31-11.2) No.1Fa03 (Invited)
Koji Shimizu and Satoshi Watanabe

Magnetization of compositionally-graded Ru-substituted LSMO epitaxial thin films
2023 4 H AR B 22 PR PR S
4 B E R (2023.10.31-11.2) No.1Ga0l (Oral)
Gaku Sato, Kenichi Kaminaga, Hiroshi Naganuma, Shingo Maruyama and

Yuji Matsumoto

Compositionally-graded epitaxial thin films of La-doped LiCoO:z2 for lithium-ion
secondary batteries

2023 4 H AR H B2 F R ik H S

4 R ERR Y (2023.10.31-11.2) No.1Gp04 (Oral)

Kenichi Kaminaga, Kanta Suzuki, Daigo Nanasawa, Shintaro Yasui,

Shingo Maruyama and Yuji Matsumoto



91.

92.

93.

94.

95.

96.

97.

Electrical transport properties of rock-salt structured Nb(O, N) epitaxial thin films
2023 4= H AR A H 22 A=
4 R EBR A (2023.10.31-11.2) No.1P37 (Poster)
Yasumichi Cho, Kenichi Kaminaga, Shingo Maruyama and Yuji Matsumoto

FBGm & 5 — FHE RIS X D MR O W E R
KRS K Tt e R s 2 —
KIRZASE K (2023.11.2) (Invited)

157 SCIUN

BB T = — X7 ¢ —)L RIEIZ XL DT & &4 OGRS T
55 3 [E A ARTF & s RN (2023 4R )
Z>F A > (2023.11.2) No.7 (Oral)
=) 5E . T.N. Pham, S. Bhattacharyya, ZJFPE—, KE)NED

Vacancy effect on the twinnability of Cu alloys: DFT study
H ARS8 63 BIREH K&
AR /N ZE IR LS AE (2023.11.2-4) No.14 (Oral)
Eun-Ae Choi

Al-Cu &4 W OEANLIEENZ 6T 2 B & T O 52202 B 2 i f-am )i
Hr
% 33 [EA k7 +—F & TOKAI
4 R T2 K% (2023.11.6) (Poster)
SR, BINE, RFEZ, BRE

T TV RIRIZ T D Y o TR VT K IKF) O 4y RN
55 32 [A1(2023 4R E) A AR TS FEFE K=
A PE R 22HE 2 % o 2X & (2023.11.9-10) No.P-12 (Poster)
HERF, V. C. Agulto, MAEREIE, FLILEW T, @fFE S 2. HPHEKER,
B, EHBGE, PR

Fresnel Dispersion in Sum Frequency Generation Spectroscopy
%5 9 [A] SFG W54
HUR T3 RZ KM L3 v > 78R (2023.11.12-13) (Invited)
AR H 5L



98. TiB-TiB2 A& B O ARIRBERS | & BT R — /1 L Ti D 5%
%5 33 [A] H A MRS 4ER K2
R (2023.11.14-16) No.E-015-001 (Oral)
P B . REPRAT. SRR, A, KL, AR

99. T~ VEBEOSHTEE - SRR RN AR ORIE 1 ATHED
HEoirye RNAREZ 2023
T AR AR (2023.11.20) (Oral)
B, R, IUARNE ]

100. 37 7 — L RGBSR R B HLIZ 35 1T D 8THL NTz 5% 7 7 & 7 &2 — kB OFF:
(i
AR = B 2 — 2 b5 2023 K EFF2
L7 AR —)L & (2023.11.24-26) No.2P07 (Poster)
HEE, MINHEH, ZHME, FRRE

101. 55— JRERE R 2 V2 SnRmXu 7 20 o4 KB RO K Kaki s o fig bt
AR a2 — 2 bR 2023 FFRKEEFE S
L7 W LR — b, @k (2023.11.24-26) No.2P09 (Poster)
KVTEZ, Kitne. @ FEE, W FRE—, Aidke

102. - E T VEAWTIET 7 — L USRI E O 7 7 & 7 2 —H#
AR a2 — 2B E 2023 FFRKFEFE S
L7 W LdR— b, @k (2023.11.24-26) No.2P11 (Poster)
A, &R, FrHidke

103. Exploration of Cation Mixing in LiNixCoyMnix-yO2: Combination of Multicanonical
Sampling and Universal Neural Network Potential
AA = 2 — 205 2023 FERFAES
L7 LR — b, @k (2023.11.24-26) No.2P13 (Poster)
Tien Quang Nguyen and Michihisa Koyama



104 =2 —F L%y FNU—T RT3 ¥ L EERETIC L D EiE
[ H #hPRR
AAR D a2 — 2 bFE 2023 FFRKFEFE A
L7 LR — b, @k (2023.11.24-26) No.2P15 (Poster)
IEE, £)1180Z . Aspera Susan Menez, i [LIaE#/A

105. Li AT 7 & =7 G AU HEME I B 3 2 BilEa i 5t
AR a2 — 2 (bR 2023 FFRKFEFE S
L7 P LR —/L, @ (2023.11.24-26) No.2P20 (Poster)
Rl A FAR3E, FHRdRE, T %—

106. Toward a better understanding of the self-organized state of molecular
semiconductors
AIMR Workshop 2023
il 5 (2023.11.27) (Oral)
R A0

107. = F)v~ T ) F U LOFIERICHER & BHAHEIC G 2 5 A =
k7 B —%h 5 LiNio.sCo0.1Mno.102-xFx/EC-DMC & % S i DO AH A A 2 JEi A~
A % NS %
55 64 RIS
KIRE RS, KK (2023.11.28-30) No.3D03 (Oral)
JEEUEAT. A mEE, JTEEENE, Otal Eugenio H., Nguyen Quang,
Taboroshi Attila, Louvain Nicolas, & [LIa#/A

108. Enhancing structural stabilization and electrochemical performance of
NaNio 3Fe0.4Mno 302 by Yttrium doping
%5 04 [MIFE M2
KIRE RS, KK (2023.11.28-30) No.3F03 (Oral)
T. Chen, E. H. Otal, T. Q. Nguyen, M. Koyama and N. Zettsu

109. XAS and in-situ XAS study of NaixFeo4Mno.3Nio3YxO2 (FNM-Y) cathode material
for sodium ion batteries
5 64 IR R
KR EFR %55, KB (2023.11.28-30) No.3F 14 (Oral)
E. H. Otal, T. Chen, T. Q. Nguyen, M. Koyama and N. Zettsu



110. B1 % Ti(C, N, O)« D# EH 1 7iTT53F{K?%§%%ﬁ%
% 4 B EHERERIE D T — X7 7 F v it %E
@ﬁ%lﬁﬂﬂ%@ﬁ@%&&&ﬂ@ﬂ)
PR EE, FEHBERRS, & R

111. 77 v 7 ARG« fRZiE A LR LR BB Y v & 2 OB# ~/L e —ikE
T T L DR~
%5 52 Bl s R EN = (JCCG-52)
A7 HUH (2023.12.4-6) No.04a-A07 (Oral)
L, AR, BIESR RAETR, FIRRE

112. The Cat-Universe: A “Data-Theory-Methodology-Experiment” Framework to Realize
Catalyst Design
Seminar of The University of Adelaide
Australia (2023.12.5) (Invited)
Hao Li

13. LW —JREEHE L 72— X7 ¢ —)L RIEORZE
55 145 FIRALR 8 B A B SR T i =
B K4 B EHIFZERT (2023.12.6) No AF A 2542 (Invited)
KEFNE 5

u4%ﬁh¢ HEOR g A a7 47
55 145 FIRALR & B A B SR T g i
ALK e B EHIFSERT (2023.12.6) (Oral)
JINEPIEOR

115. ffh 27 7 7 BRI =a—F )V Fy 8T —7 Z W TR ZE LR R L%
—DOTFHI
55 145 [BHACR & @A R SR AT R
B K F4 Jm AT EHIFZERT (2023.12.6) No.P-06 (Poster)
TP, IEEE, REAK

116. Rt MoS2 DA BT~ 5 8 — I BLEH A
55 145 FIRALR 4 B A B SRR i =
B K F4 @A EHIFZERT (2023.12.6) No.P-18 (Poster)
EAGRC, EER, HRE, ERIK



117. 77 v 7 A% KISEEEFIH L7z L B —iE i OIIRALE R
FBITEIAART T v 7 AREMIERES
W& - BPEMIFZERERE (2023.12.7-8) No.2005 (Oral)
L, @R, BT, KRAETE. FIBESTR

118. Do's and Don'ts in Computational Catalysis
Seminar of The University of Sydney
Australia (2023.12.8) (Invited)

Hao Li

119. Fusing Theory and Experiments to Realize Materials Design
11th Early Career Researchers Ensemble Workshop
Tohoku University (2023.12.13) (Invited)
Hao Li

120. A& Co-Cr-Fe-Ni-Mo -2 5412 8317 2 F g K g = % L ¥ — DO FEEREY - FHHEH
BHEERFSE
2023 R AL KR B B R LR E Y — 27 23 v 7 HARAA A~
TV TNVESFIET vy 7 Zie
WAL KR4 B EHIFIE AT (2023.12.22) (Poster)
MR, REARBERE, FelRss . EHEASI. BRI

<2024 >

1. A new approach to spectroscopic microscopy using broadband illumination
Y BT T v 7Yy 77T A (Q-LEAP) F 6 [Hl2 IR Y T A
B R AP EE BRI 40 o & — (2024.2.8) (Poster)
G. N. Tran, Katsumi Midorikawa and Eiji J. Takahashi

2. The Cat-Universe: A “Data-Theory-Methodology-Experiment” Framework to Realize
Catalyst Design
Seminar of Department of Chemistry
Wayne State University, USA (2024.2.28) (Invited)
Hao Li



Simultaneous recovery of sample and diffraction imaging
B AR T L B 1] DERT T — RO R T4 m
\F T — (The 11th RAP Symposium)
Wako Campus, RIKEN (2024.2.29-3.1) (Poster)
G. N. Tran, Katsumi Midorikawa, and Eiji J. Takahashi

BIE—LAHEERICBIT 54 T 0 AE=8 Y L 717 4 — Ry 7 il
& BBV 7t AFREH S AT AR

5517 [ ARAEE 3 D SR ENE B S

B FEIRAEAS T (2024.3.8) No 2 1# (D (Oral)

HHMER

MD study of fretting wear behavior of oxidized Ti in contact with Hap
H A = AR E SR 2024 26 [FRETH =
B LR ST R K 26 % o 79 % (2024.3.8-9) No.S0904 (Oral)
Pham Dinh DAT, Yuichi Otsuka and Yukio Miyashita

IR DOFREYER T BB T A1 L B RS EROHER I 2 AN —
TERSCE B O B D 0B lEh i —

AARS R T2 2024 FHBICE 174 BB RS

HOTELRL RSB A 6 v o 78R (2024.3.12-15) No.5 (Oral)

SFHVRE

The role of vacancy on the formation of deformation twins in Cu alloys
H A8 72 2024 SR 174 BT ARS
BB RS v oA (2024.3.12-15) No.43 (Oral)
Choi Eun-Ae and Han Seung Zeon

W —F ¢ 7 OMmbE < BErER BICk 1M RN RO E — B A
ALY i)

A RS R T4 2024 FHBICE 174 B)IEBAS

BRS¢ oA (2024.3.12-15) No.70 (Oral)

ERER, WA, R, EFRA T



10.

11.

12.

13.

14.

15.

Thermodynamic and Mechanical Properties of fcc-PtRh Alloys from First-principles
Calculations

HAE 8 T2 2024 FFRII(EE 174 BT AS

B R RS EAG T v o2 8 A (2024.3.12-15) No.130 (Oral)

Arkapol Saengdeejing, Ryoji Sahara, Yoshiyuki Kawazoe and Kazuyuki Higashino

Thermodynamics of doped Cr-Zr systems for accident tolerant nuclear fuels
H A8 72 2024 FFR I 174 BT AS
B HRRSEE A v o284 (2024.3.12-15) No.131 (Oral)
Theresa Davey and Ying Chen

A AR Co-Cr-Fe-Ni-Mo 52 542351 BN TAE LR B O FHRAEFER - BRI
at

AARSE T2 2024 FHBICE 174 BB AS

B R RS A v o2& (2024.3.12-15) No.141 (Oral)

g, MRV, RSE . REHAST. e HZ

B EEHE 2 X D Pr-doped (Li,Na)NbOs3 O 1R RE & J1 2R O FEAM
A AR E 8 72 2024 FEFRWI(EE 174 [B)FEH KRS
B R RS AG T v o284 (2024.3.12-15) No.295 (Oral)
I &, BAE, IIANER. B0, ERAEDY. CEHEBF . SRR

FRBOAR D K IRHTRIC RT3 BB DR
H ARG B 52 2024 FFEMEE 174 B)iEHRS
HOHER R SE A v o284 (2024.3.12-15) No.303 (Oral)
YNEZ NI ¢y Nt VI =CIA

B1 ! Ti(CN,O): DM X9 5 I LS mmmsh
AARS R T2 2024 FHBICE 174 BB RS
B R RS E A  v o /YA (2024.3.12-15) No.P17 (Poster)
FATHREE, JEHBRRAR, 5 RE4h

TENT 7 AREDOERT o AD4D-STEM ¥ 2 2 L—3 3 >
A ARG R 72 2024 FEFRWI(EE 174 [B)FEH KRS
BRI R AG v o 28 A (2024.3.12-15) No.P109 (Poster)
FEHIEAE, RITAUE. FTEFH . ARE L HEE. KHEICAE,
P, i —



16.

17.

18.

19.

20.

21.

Mapping phase stability and vacancy ordering in high-entropy transition metal carbides
MCix (0.5=x<1)

AARET X v 7 Aa 2024 4R

REA K2R HREZ 0 v L /R R (2024.3.14-16) No.1A24 (Invited)

Davey Theresa and Chen Ying

TRIE MoSa DRI BE T 5 5 — R ELEH
HAEZ I v 7 Aha 2024 AR
REA K BLEZ2F v /XA (2024.3.14-16) No.3C09 (Oral)
EAGRD, X Vv, HEE, aalk

fEEn T T 7B 2 —T VTR 8T — 7 W B R ZE LT R L X —
DT

HAEZ X v 7 A e 2024 444

REA K BLEZ2F v /XA (2024.3.14-16) No.3C10 (Oral)

I TR0, 1R, BRI

o — JFER R A VO 72 Pr-doped (Li,Na)NbOs O 51§ & 1 B AR D Z A
HAEZ I v 7 Aha 2024 AR
REA R L8220 v L /% R (2024.3.14-16) No.3D10 (Oral)
I &, BAE, IIANER. B0, ERAEDY. CEHEBF . SRR

MgO H DEEAFT Y (ZB4 5 55— B
HAEZ I v 7 Aha 2024 AR
REA RS L8220 v L /% R (2024.3.14-16) No.3M21 (Oral)
TERIE, AEEC, K

BS53F BN FEIC K 2 R E 5 TR E ML IR SR D A HEFL OO K i
DERFERRAT
LT 89
KIRASERZFHE FBF ¥ o782 (2024.3.18-20) No.F222 (Oral)
PR, AR BEA . BRIAO. EREECR. KAEIr. R,
YNEEI



22.

23.

24.

25.

26.

27.

XA RBIR O alk ) 72 OF FRRE LD R —-T 7S H—R
U = —OE Ak & FH
A AL 5 104 FEFRES(2024)
H AR SR TG 25 v o 7S 2 (2024.3.18-21) No.C442-3am-06 (Oral)
FHRRE, A, W=

EEMERIERE AR T Q024G N Y 7 = =LK T > 1 3,19 (LD EHAEL A M
(2 K 2 A A B A D 1A |
AAMLFE 5 104 FBFRES(2024)
A AR H T 225G 5 v 7S A (2024.3.18-21) No.E1113-2pm-13 (Oral)
Fi) IRt ACAHE—, BEARS. BKIESL, EHME, dtil&E, KHH—.
ARSI RR

X /A NEEEL AT HBE LGS F O L IEH
A AL 5 104 FFRES(2024)
H AR EEFL T 220G =5 ¥ o 7SR (2024.3.18-21) No.E1113-3pm-05 (Oral)
RS IS, FEE S

Upward vibrational frequency shift due to electron-phonon polar-coupling interaction in
C12H17CIN4OS- HCI H20 crystals

HAAL 23 55 104 FFR423(2024)

H AR SR T2 G 25 v o 7% % (2024.3.18-21) No.E1122-4am (Oral)

Masae Takahashi, Hiroshi Matsui, Eunsang Kwon and Yuka Ikemoto

Electrolyte adsorption study on the different types of layered cathode surfaces of lithium-
ion batteries with computational chemistry methods
HAAL 23 55 104 FBFR423(2024)
A AR ZH T 225G 5 v 7S A (2024.3.18-21) No.H937-2pm-05 (Oral)
Attila Taborosi, Michihisa Koyama and Nobuyuki Zettsu

MWH=2—=FNVFy NU = RT oy v EAERET NV W @iErE e et
D SR ERSR
AL 5 104 FBFRES(2024)
H A R TG & v > 7SR (2024.3.18-21) No.H937-4pm (Oral)
IEE, 11802, Aspera Susan Menez, 7 [LIiE#/A



28. FAHRFEE EALS & 72 57 DNA 04y 1HifiE & & HIRIEZE (L O — R BREHH 1
A AW 2024 EFFT RS
F T4 2 (2024.3.18-21) No.18aA1-6 (Oral)
BAJII 4, Hwang Beomju, A3REEAN, BEIG, JIFGLZ, KREFFRE,
G SETEN Ee

29. i kR IRERYE TaNiSes DX+ U 7 R—7 RO V
A A 2024 EFFT RS
T A 2 (2024.3.18-21) No.18aH2-5 (Oral)
TR, RS, B, REPFEE, BRE

30. 7 vy 7 aRy v—0OFsBiEE A B REICIEAT 5 Kremer-Grest flf7 L MD
ETIVORRES
H AW RS 2024 FEHEFRS
2T A 2 (2024.3.18-21) No.18pM2-5 (Oral)
MHETE, FEMETS

3. =2—F /Ry hU—TRT ¥ W K BE G L LisPSs TOA A A
2B RAT
H AR ELSEE 2024 FEFRF RS
T A 2 (2024.3.18-21) No.20aJ1-13 (Oral)
THEKEER], JEaR

32. GPUIZ L A% — R BRE IRIEFHHE Y 7 b 7 =7 OpenMX O f&d L. OFRFE
HARMELSEES 2024 FEFRF RS
A7 A > (2024.3.18-21) No.18pPSL-13 (Poster)
NIz, RiRZRE), HFREZI, KEFRE

33, BIRPERSGBGRIC L D 2 N R« = RERIO 2 ¥ —HIH & = EHIEOBIA
R 2 T
A AW 2024 EFFT RS
AT A 2 (2024.3.18-21) No.20pPSH-15 (Poster)
FEREMLE, KIFR=



34.

35.

36.

37.

38.

BB I X A EF — 1IEFL 2 /32 R S— NI JphiEd sz 22 & bt
X T

H AR 2: 2024 FHRFRE

A7 A > (2024.3.18-21) No.20pPSH-16 (Poster)

AR, ex RIEEN, JERERAEG, KEFFRHE

The Cat-Universe: A “Data-Theory-Methodology-Experiment” Framework to Realize
Catalyst Design

Seminar of NIMS

ENZHFFERRFEVE NE - MPEMIFZERERE (NIMS) (2024.3.21) (Invited)

Hao Li

Anomalous thermal transport of two-dimensional materials in contact with substrate
CENANEINYIEEY b s s S S F RN
T RS v SR/ T A v (2024.3.22-25)
No.24a-12B-8 (Oral)

Sun Jie, Bin Xu, Rulei Guo and Junichiro Shiomi

AHEEER [ ILIE  BRSEAL T3 20 KiaiEf L
55 71 RS BRI =
T R A v VSR T A v (2024.3.22-25)
No.24a-22B-8 (Oral)
Bulgarevich Dmitrievich Kirill, %= F155

T —H BT L OREIZ L DREHF O FTRA(UO D=2 —F L%y NT—7
AT v LV OER

H AR - 715942 2024 SR DES

ITEE KPR ¥ 7% & (2024.3.26-28) No.2E02 (Oral)

ANEEREE], INEREZ. AR, R



V. HHEEE

<2021 4>

1. BEREIEIC K D @Rl 2 e S T I A DO BRIE LT R Eh
HAERF: 7L AU U —2X (2021.2.18)
http://www.tohoku.ac.jp/japanese/2021/02/press20210218-01-theory.html

<2023 >
1. SBEMIRIZBIT 5 bR VR — VB RO EFRIZ T —AIEROH L
A LFE L L Coig IR —
HALRF LAV U —2R (2023.4.21)
https://www.tohoku.ac.jp/japanese/2023/04/press20230421-02-topological.html

2. BERZRBE R — NN Z T H LR E 2 56 L
MERT 7L AT U —2R (2023.10.17)
https://www.kobe-u.ac.jp/ja/news/article/2023 10 17 01/

VI. MRS SRR LS

<2023 >

1. $i¥ 2 7 A B2 —DORUGHISE THE S FH T b Fimts
bR AT TMe%] 2023 4= 8 A5, 78[8](2023.7) pp.70-71
i) IVHE, <P
https://www.kagakudojin.co.jp/book/b630544.html

2. T 7 UTFNT =)L ASIDRA T = X LESF L~ TR
55— BRI & SPring-8 D E O TR ZEL RWMBIOMIE L 5T 5
SPring-8 NEWS, 114 5 (2023.12) pp.1-4
EfEE S &

http://www.spring8.or.jp/ja/sp8news



VIL AL

<fH+>
BBKFRESE B AREDIER SRR I R o — %
JERE B

2. Design, Synthesis, and Applications of n-Type Dopants Based on Pyranylidene Structure
(E7=U T UMEE e 32 n B F— 30 FOREH AR )
FAERZER P BEANFTERE (L2 B iR b o a i e
eSS

<fEt>
1. Desenvolvimento de modelo de inteligéncia artificial aplicado a day trading com
criptoativos baseado em Double Deep Q-Learning
Universidade Federal Fluminense

Douglas de Oliveira

2. Estudo de um péndulo paramétrico com mola torcional de liga com memoria de forma para
colheita de energia
Universidade Federal Fluminense
Matheus Abrahao

3. Simulac¢do computacional e descri¢ao analitica de nucleagado e crescimento de segunda fase
nas faces de rede elipsoidal
Universidade Federal Fluminense

Rafaella dos Santos Bonanni

4, A LB —HL—a Nk B 0T T 74 N OEBRERIE O T
WRKFRFERE TR0 R Mg T 55
WU Yijia

5. NbO D& iR &7 AR 5 oD i 5
WAL KFRFERE TEERE TSRS JR -« 501l 558
AFFEL AR



6. FERERROEHEMER BT 7B - & Cu IEO KM FEAM
REAR KK FRE B RBHREE T ML - ISAEFEIR WEME THHE 7 m
7T DR R
INFE RN

7. SEIRFRENE Ru F—7(La, St)MnO3s OEERHERL IR O fERL & FE 4
WAL KFRFRE TEERE TSRS R« 5y 1l 558
Ve R

8. MRALIRFEMIENIC & 2 50 Fil i OREEZARAL & FEREE S 8L
FRAERZERF e BEANFFER (LRI $H L2 FE =
TR

9. EHHAINDO,NNZBITHE JFHFHE L FOT X X v v /L EEO B SR
WAL R RFRE TR oAb 51« 51l o ai i
ERT

10. 25 FEHFEE AWl — 2T ) 7 5 A S— DB E AT
WK RERE THRMPER B T 55K
SR

1. 77 T A7 204 RLRDIEFBRR Y ~—DEK EUMERE
WAL R RFRE B eRE AL 55 S eIl b el i

2186

12. B1 A Ti(C,N,0)x OF BT % (b Eimah B
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