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J. Mater. Chem. A, 13[5] (2024) pp.3619-3633
Hongyi Li, Daichi Shimizu, Rongkang Jin, Tongqing Zhang, Daisuke Horikawa,
Katsuhiko Nagaya, Hiroshi Tsubouchi, Hiroyuki Yamaguchi, Motoyoshi Okumura
and Tetsu I chitsubo
https://doi.org/10.1039/D4TAQ07531E



<2025 >
1. Stabilization of oxygen vacancy ordering and electrochemical -proton-insertion-and-
extraction-induced large resistance modulation in strontium iron cobalt oxides
Sr(Fe,Co)Oy
Nat. Commun., 16 (2025) Art.N0.56
Yosuke Isoda, Thanh Ngoc Pham, Ryotaro Aso, Shuri Nakamizo, Takuya Majima,
Saburo Hosokawa, Kiyofumi Nitta, Yoshitada Morikawa, Yuichi Shimakawa and
Daisuke Kan
https://doi.org/10.1038/s41467-024-55517-y

2. Interaction of toxic metals with penta variant functional groups decorated carbon
guantum dots: An in-silico investigation using density functional theory calculations
towards water remediation/quality monitoring applications

J. Environ. Chem. Eng., 13[1] (2025) Art.N0.115307

Chedharla Balgji Sarath Kumar, Sreeram Jayan, Rence Painappallil Reji,
Yuvarg Sivalingam, Yoshiyuki Kawazoe and Vel appa Jayaraman Surya
https://doi.org/10.1016/] .jece.2025.115307

3. Triphenylamine-porphyrin conjugates as antenna modular systems towards the detection
of 1-hexanol through surface photovoltage under UV and visible light illumination using
the scanning Kelvin probe

Sustainable Mater.Technol., 43 (2025) Art.N0.e01239

Prasanth Palanisamy, Mageshwari Anandan, Sheetha Sasi, Arbacheena Bora,
Rence P Rgji, Sarath Kumar Chedharla Balgji, Yoshiyuki Kawazoe,
Gurusamy Raman, Surya Velappa Jayaraman, Yuvarg Sivalingam and
Venkatramaiah Nutal apati

https://doi.org/10.1016/].susmat.2025.e01239

4. Well-Defined PtCo@Pt Core-Shell Nanodendrite Electrocatalyst for Highly Durable
Oxygen Reduction Reaction
Small, 21[8] (2025) Art.N0.2410080
ShixinYin, Yiting Song, Heng Liu, Jain Cui, Zhongliang Liu, Yu Li, Tianrui Xue,
Weizheng Tang, Di Zhang, Hao Li, Huihui Li and Chunzhong Li
https://doi.org/10.1002/smll.202410080



end-Methylthiolation on Acenes: Another Approach to Brickwork Crystal Structures
Cryst. Growth Des., 25[3] (2025) pp.687-693
Jisoo Shin, Kirill Bulgarevich and Kazuo Takimiya
https://doi.org/10.1021/acs.cgd.4c01481

Structural Stabilization and Superior Electrochemical Performance of Y ttrium-Doped O3-
NaFen.4Nio3Mno.302 Cathodes for Sodium-1on Batteries
Chem. Mater., 37[2] (2025) pp.709-723
Tingru Chen, Eugenio H. Otal, Tien Quang Nguyen, Shunsuke Narumi,
Michihisa Koyama and Nobuyuki Zettsu
https://doi.org/10.1021/acs.chemmater.4c02852

Understanding Mg-ion deposition behavior on MgBi aloy in solid-state form
Energy Mater., 5 (2025) Art.N0.500022
Qian Wang, Hao Li, Ting Xu, Yungui Chen and Yigang Yan
https://dx.doi.org/10.20517/energymater.2024.102

Importing Atomic Rare-Earth Sites to Activate L attice Oxygen of Spinel Oxides for
Electrocatal ytic Oxygen Evolution
Angew. Chem. Int. Ed., 64[3] (2025) Art.N0.e202415306
Xuan Wang, Jinrui Hu, Tingyu Lu, Huiyu Wang, Dongmei Sun, Yawen Tang, Hao Li
and Gengtao Fu
https://doi.org/10.1002/anie.202415306

Ultrahigh specific surface area mesoporous perovskite oxide nanosheets with rare-earth-
enhanced lattice oxygen participation for superior water oxidation

J. Mater. Sci. Technol., 227 (2025) pp.255-261

Biao Wang, Xiangrui Wu, Suyue Jia, Jiayi Tang, Hao Wu, Xuan Wang,

Shengyong Gao, Hao Li, Haijiao Lu, Gengtao Fu, Xiangkang Meng and

Shaochun Tang

https://doi.org/10.1016/].jmst.2024.11.069



10.

11.

12.

13.

14.

Tuning photoluminescence of graphene oxide quantum dots from yellow to cyan
J. Alloys Compd., 1014 (2025) Art.N0.178782
Mao Zhang, Longxu Cheng, Hongyi Luo, Hong Ouyang, Xuelin Wel, Fengzhen Lv,
Changming Zhu, Jun Liu, Wenjie Kong, Fuchi Liu, Yong Yang, Qiwel Zhang and
Yoshiyuki Kawazoe
https://doi.org/10.1016/}.jallcom.2025.178782

Neural network potential for molecular dynamics calculation of UO2
J. Nucl. Mater., 607 (2025) Art.N0.155660
Kenji Konashi, Nobuhiko Kato, Kazuki Mori and Ken Kurosaki
https://doi.org/10.1016/].jnucmat.2025.155660

Data-Driven Accelerated Discovery Coupled with Precise Synthesis of Single-Atom
Catalysts for Robust and Efficient Water Purification
Angew. Chem. Int. Ed., Early View (2025) Art.N0.e202500004
Keng-Qiang Zhong, Fu-Yun Yu, Di Zhang, Zheng-Hao Li, Dong-Hua Xie,
Ting-Ting Li, Yun Zhang, Li Yuan, Hao Li, Zhen-Yu Wu and Guo-Ping Sheng
https://doi.org/10.1002/anie.202500004

Discrete coordination nanochains based on photoluminescent dyes reveal intrachain
exciton migration dynamics
Nat. Commun., 16 (2025) Art.N0.1367
Ryojun Toyoda, Naoya Fukui, Haru Taniguchi, Hiroki Uratani, Joe Komeda,
Yuta Chiba, Hikaru Takaya, Hiroshi Nishihara and Ryota Sakamoto
https://doi.org/10.1038/s41467-025-56381-0

Continuous formation and remova mechanism of tribolayer on silicon carbide under
water lubricated conditions: A ReaxFF reactive molecular dynamics study
Tribol. Int., 206 (2025) Art.N0.110579
Masayuki Kawaura, Yusuke Ootani, Shogo Fukushima, Yixin Su, Nobuki Ozawa,
Koshi Adachi and Momoji Kubo
https://doi.org/10.1016/].triboint.2025.110579



15.

16.

17.

18.

19.

Why Do Weak-Binding M-N-C Single-Atom Catalysts Possess Anomalously High
Oxygen Reduction Activity?
J. Am. Chem. Soc., 147[7] (2025) pp.6076-6086
Di Zhang, Fangxin She, Jiaxiang Chen, Li Wel and Hao Li
https://doi.org/10.1021/jacs.4c16733

Anomalous chirality dependence of strain energy in gold nanotubes
Phys. Rev. B, 111 (2025) Art.N0.085414
Shota Ono and Hideo Yoshioka
https://doi.org/10.1103/PhysRevB.111.085414

Direct synthesis of a semiconductive double-helical phosphorus allotrope in a metal-
organic framework

Nat. Commun., 16 (2025) Art.N0.1578

Sergei A. Sapchenko, Rodion V. Belosludov, Inigo J. Vitoria-Irezabal, Ivan da Silva,

Xi Chen, George F. S. Whitehead, John Maddock, Louise S. Natragjan,

Meredydd Kippax-Jones, Dukula De Alwis Jayasinghe, Carlo Bawn,

Daniil M. Polyukhov, Yinlin Chen, Vladimir P. Fedin, Sihai Yang and

Martin Schroder

https://doi.org/10.1038/s41467-025-55999-4

Investigation of Homogeneous and Heterogeneous Cluster Formation in Mixtures of
Ester and Hydroxy-Terminated cis-1,4-Polyisoprene Chains in Oligomers of Natural
Rubber

ACSAppl. Eng. Mater., 3[2] (2025) pp.337-356

Mayank Dixit and Takashi Taniguchi

https://doi.org/10.1021/acsaenm.4c00679

The efficient method of |attice dynamics cal culation: Monte Carlo integration with
importance sampling

J. Phys.: Condens. Matter, 37[13] (2025) Art.N0.135902

Michimasa Morita and Junichiro Shiomi

https://doi.org/10.1088/1361-648X /adb231



20.

21.

22.

23.

24,

Atomistic simulation of Guinier-Preston zone nucleation kineticsin Al-Cu aloys: A
neural network-driven kinetic Monte Carlo approach
Comput. Mater. Sci., 251 (2025) Art.N0.113771
Heting Liao, Jun-Ping Du, Hajime Kimizuka and Shigenobu Ogata
https://doi.org/10.1016/j.commatsci.2025.113771

Gd-Induced Oxygen Vacancy Creation Activates L attice Oxygen Oxidation for Water
Electrolysis
Adv. Funct. Mater., Early View (2025) Art.N0.2500118
Yong Wang, Yadong Liu, SijiaLiu, Yunpu Qin, Janfang Liu, Xue Jia, Qiuling Jiang,
Xuan Wang, Yongzhi Zhao, Luan Liu, Hongru Liu, Hong Zhao, Yirui Jiang,
Dong Liang, Haoyang Wu, Baorui Jia, Xuanhui Qu, Hao Li and Mingli Qin
https://doi.org/10.1002/adfm.202500118

EFTGAN: Elemental features and transferring corrected data augmentation for the study
of high-entropy alloys

npj computational materials, 11 (2025) Art.No.54

Yibo Sun, Cong Hou, Nguyen-Dung Tran, Yuhang Lu, Zimo Li, Ying Chen and

Jun Ni

https://doi.org/10.1038/s41524-025-01548-y

Thermal and Photochemical Reactions of Organosilicon Compounds
Molecules, 30[5] (2025) Art.N0.1158
M asae Takahashi
https://doi.org/10.3390/mol ecul es30051158

Computational Insight into Selective Hydrogenolysis over Monomeric MoO.-Modified
Rh Catalysts in the Aqueous Phase

J. Phys. Chem. C, 129[11] (2025) pp.5361-5368

Kenshin Takel, Tatsushi Ikeda, Koki Muraoka, Yoshinao Nakagawa,

Keiichi Tomishige and Akira Nakayama

https://doi.org/10.1021/acs.jpcc.4c08142



25. |soelectronic substitution of a high-performance organic semiconductor with selenium
atoms: synthesis and characterization of methylthiolated
dibenzo[cd,gh][2,5]disel enapentalene
Asian J. Org. Chem., Accepted Articles (2025) Art.N0.e202500173
Kazuo Takimiya, Kamon Sahara, Masashi 1noue, Kirill Bulgarevich and
Kohsuke Kawabata
https://doi.org/10.1002/gj0c.202500173

26. Suppression of H202 Formation and Durability of Various Hydrogen Anode Catalysts for
Long-Life Fuel Cells
J. Electrochem. Soc., 172[3] (2025) Art.N0.034505
Muhammad Imran, Muhammad Farooq, Wataru Sugimoto, Mitsuharu Chisaka,
Waka Nagano, Tatsuya Takeguchi, Nobuki Ozawa, Momoji Kubo, Hanako Nishino
and Hiroyuki Uchida
https://doi.org/10.1149/1945-7111/adbb24

27. AbInitio Calculations of Longitudinal Electrical Conductivity Using a Wannier-based
Coherent Potential Approximation
J. Phys. Soc. Jpn., 94[4] (2025) Art.N0.044703
Shota Namerikawa and Takashi Koretsune
https://doi.org/10.7566/JPSJ.94.044703

28. Hydrogen Binding Energy Is Insufficient for Describing Hydrogen Evolution on Single-
Atom Catalysts
Angew. Chem. Int. Ed., Early View (2025) Art.N0.e202425402
Songbo Ye, Fangzhou Liu, Fangxin She, Jiaxiang Chen, Di Zhang,
Akichika Kumatani, Hitoshi Shiku, Li Wei and Hao Li
https://doi.org/10.1002/anie.202425402

29. Physical Significance of Descriptorsto Predict the Band Center of High-Entropy
Nanoalloys
J. Comput. Chem., 46[8] (2025) Art.N0.e70086
Yusuke Nanba and Michihisa Koyama
https://doi.org/10.1002/jcc.70086



30. Topological constraint of ring fillers on the lamellar forming ABA-type tri-block
copolymers using coarse-grained molecular dynamics simulations
Polymer, 326 (2025) Art.N0.128334
Katsumi Hagita and Takahiro Murashima
https://doi.org/10.1016/].polymer.2025.128334



IIL. [EFRE R X

<Proceeding 2024 4>

1. ONLINE MEASUREMENT OF SILICON IN HOT METAL IN BLAST FURNACE
ABM WEEK 8th edition - 2024, 52nd Seminar on Ore Reduction and Raw
Materials, Sdo Paulo, Brasil, 2024, 52[52] (2024) pp.173-183
QUEIROZ ERICA VALERIO DE, ZANDOMENEGHI MATEUS VIEIRA,
VIEIRA ALAN ALVES, CIPRIANI FERNANDO DORNAS and
ALVES CELSO LUIZ MORAES
https://doi.org/10.5151/2594-357X -40782

2. STUDY OF THE EXTENSION OF STEEL MIXING IN THE CONTINUOUS
CASTING

ABM WEEK 8th edition - 2024, 53rd Seminar on Steelmaking, Casting and Non-
Ferrous Metallurgy, S&o Paulo, Brasil, 2024, 53[53] (2024) pp.376-385
FERREIRA MATHEUS LOPES, ALVES CELSO LUIZ MORAES,
PEREIRA LUIS GUSTAVO GOMES and
SANTOS RAFAELA PACHECO MALVAO DOS
https://doi.org/10.5151/2594-5300-40942

3. Theoretical investigation of oxidation mechanismin Ti and its alloys
Proceedings of the 15th World Conference on Titanium (Ti-2023)
Chapter 12: Environmental Applications (2024) pp.91-93
Ryoji Sahara, Somesh Kr. Bhattacharya, Kanika Kohli, Prasenjit Ghosh,
Kyosuke Ueda and Takayuki Narushima
https://doi.org/10.7490/f1000research.1119895.1

<Proceeding 2025 5>
1. Electron-Phonon Interactionsin Crystals Revealed by THz Spectroscopy: Polar Coupling
and Multi-phonon Scattering

2024 49th International Conference on Infrared, Millimeter, and Terahertz Waves
(IRMMW-THz)
1/2 (2024) Art.No.122
Masae Takahashi, Hiroshi Matsui, Eunsang Kwon and Yuka Ikemoto
https://doi.org/10.1109/IRMMW-THz60956.2024



<2023 >

1. Data-Science and Al for Energy Materials Exploration
The 7th Symposium for the Core Research Clusters for Materials Science and
Spintronics and the 6th Symposium on International Joint Graduate Program in
Materials Science and Spintronics
Tohoku University, Sendai, Japan/Online (2023.11.28-12.1) No.PM5 (Poster)
Xue Jia

<2024 &>

1. First principles study of electronic structures and stability in structural materials
Seminar at Indian Institute of Science Education and Research (11SER) Pune
Pune, India (2024.3.5) (Invited)
Ryoji Sahara

2. Playing with elements: Focus on Stability of High Entropy Alloys
Materias Department Seminar of University of Oxford
Hume-Rothery Lecture Theatre, Oxford, UK (2024.3.14) (Invied Seminar)
Ying Chen

3. Terahertz Spectroscopy for Distinguishing Calcium Oxalate Hydrates
The 13th Advanced Lasers and Photon Sources Conference (ALPS2024)-Optics &
Photonics International Congress 2024 (OPIC2024)
PACIFICO Yokohama, Japan (2024.4.22-26) No.ALPS14-03 (Oral)
Wangxuan Zhao, Verdad C. Agulto, Haruto Kobashi, Kosaku Kato,
Mihoko Maruyama, Masae Takahashi, Yutaro Tanaka, Yusuke Mori,
Masashi Yoshimura and Makoto Nakgima

4. First-principles Alloy Design for Cr-alloy Coated Zr-alloy Cladding of Nuclear Fuel
Depaertment of Materials Science, Chengdu University
Chengdu University, China (2024.5.13) (Invited Seminar)
Ying Chen



10.

Crystal-Structure Control Of Molecular Semiconductors By Methylthiolation: Toward
Ultrahigh Mobility
the International Union of Materials Research Societies—18th International
Conference on Electronic Materials 2024 (IUMRS-ICEM 2024)
Hong Kong (2024.5.16-20) No.SK1-K2 (Keynote)
Kazuo Takimiya

Development of anharmonic phonon property database using first-principles calculations
The International Symposium on Multiscale Simulations of Thermophysics (MSTP)-
2024
Beljing, China (2024.5.24-26) (Invited)

Masato Ohnishi

Effects of alloying element additions on shape-controlled single crystal growth of Ru
alloys by the dewetting p-PD method

HTC2024, 11th International Conference on High Temperature Capillarity

Sweden (2024.5.26-30) No.34 (Oral)

Rikito Murakami, Katsunari Oikawa, Kei Kamada, Shiika Itoi and AkiraYoshikawa

Ordering regimes in zirconium carbide
Calphad 2024
Mannheim, Germany (2024.5.26-31) (Poster)
Theresa Davey and Ying Chen

First-principles and machine learning prediction of stability and structural properties of
transition metal HEAs

Calphad 2024

Mannheim, Germany (2024.5.26-31) (Poster)

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

Non-adiabatic excited-state time-dependent G molecular dynamics for an accurate
description of chemical reactions

39th Symposium on Chemical Kinetics and Dynamics

Shizuoka City Culture Hall, Japan (2024.6.12-14) No.3P15 (Poster)

Aaditya Manjanath, Ryoji Sahara, Kaoru Ohno and Yoshiyuki Kawazoe



11.

12.

13.

14.

15.

16.

Molecular Insight into the Adsorption and Conversion at the Liquid/Solid-Oxide
Interface

Taiwan International Conference on Catalysis (T1CC2024)

Taiwan (2024.6.19-21) (Keynote)

Akira Nakayama

Microstructure Prediction of High Temperature Alloys by a First-principles Phase Field
Method

CIMTEC 2024

Montecatini Terme, Italy (2024.6.20-24) No.A-4:1L01 (Invited)

Ryoji Sahara, T. N. Pham, Saswata Bhattacharyya, Riichi Kuwahara and Kaoru Ohno

First-principles Study on Alloy Phase Equilibriawith Lattice Strain Relaxation
CIMTEC 2024
Montecatini Terme, Italy (2024.6.20-24) No.B-3:1L09 (Invited)
Ying Chen, Tetsuo Mohri and Toshiaki Horiuchi

In Situ Formation of Superlubricious Surfaces by Mechano-Chemical Decomposition of
Organic Friction Modifiers

CIMTEC 2024

Montecatini Terme, Italy (2024.6.20-24) No.E-1:1L07 (Oral)

Takuya Kuwahara

Control of Crystal Structures of Molecular Semiconductors by Molecular Design
International Conference on Science and Technology of Synthetic Electronic
Materials (ICSM2024)

Dresden, Germany (2024.6.23-28) (Invited)
Kazuo Takimiya

A Bond-order-based machine learning interatomic potential for carbon allotropes
NT24
Boston, USA (2024.6.23-28) (Poster)
Ikuma Kohata, Ryo Yoshikawa, Kaoru Hisama, Keigo Otsuka and Shigeo Maruyama



17.

18.

19.

20.

21.

22.

Novel Single Crystal Alloy Resistive Heating Wires for Highly Efficient Organic EL
Film Deposition
CGCT-9, The 9th Asian Conference on Crystal Growth and Crystal Technology
Jgju, Korea (2024.6.24-26) (Invited)
Rikito Murakami

Large Language model assistant for designing organic structure-directing agents for
zeolites
International Symposium on Zeolites and Micro Porous Crystals 2024 (ZMPC2024)
Knowledge Capital Congres Convention Center, Osaka, Japan (2024.7.21-25)
No.RRR1-11 (Poster)
Shusuke Ito, Koki Muraoka and Akira Nakayama

Data-Driven Investigation of Diffusion Behaviorsin Small-Pore Zeolites
International Symposium on Zeolites and Micro Porous Crystals 2024 (ZMPC2024)
Knowledge Capital Congres Convention Center, Osaka, Japan (2024.7.21-25)
No.RRR2-01 (Poster)
Jing Ping, Koki Muraoka, Zhendong Liu and Akira Nakayama

High-throughput computational investigation of zeolite intergrowths
International Symposium on Zeolites and Micro Porous Crystals 2024 (ZMPC2024)
Knowledge Capital Congres Convention Center, Osaka, Japan (2024.7.21-25)
No.RRR2-08 (Poster)
Kota Oishi, Koki Muraoka and Akira Nakayama

Small polaron formations in chemical doping of MoS: revealed from first principles
Defects from Fundamental Properties to Designed Functionalities
Newry, Maine, United States (2024.8.4-9) (Poster)
Soungmin Bae

Accelerated Discovery of Cathode Materials for Li-ion Batteries using General-Purpose
Neural Network Potentials
Materias Informatics: Accelerating Materials Research and Design with Artificia
Intelligence
Vietnam (2024.8.23-25) No.INV 20 (Invited)
Tien Quang Nguyen and Michihisa Koyama



23.

24,

25.

26.

27.

28.

Mineral-Cluster Chemistry in Space: Planet-Forming Regions and Planetary
Atmospheres
International Congress on Pure & Applied Chemistry (ICPAC Mongolia 2024)
Ulaanbaatar, Mongolia (2024.8.28-9.1) (Invited)
Masashi Arakawa

Density functional theory analysis of strain-induced NO2 adsorption on defected
graphene
34th International Conference on Diamond and Carbon Materials (ICDCM2024)
Dresden, Germany (2024.9.1-5) (Oral)
Meng Yin, Xiang Yu Qiao, Ying Chen, Lei Wang, Hideo Miura and Ken Suzuki

Electron-Phonon Interactions in Crystals Revealed by THz Spectroscopy: Polar Coupling
and Multi-phonon Scattering
The 49th International Conference on Infrared, Millimeter and Terahertz Waves
(IRMMW-THz 2024)
University of South Australia, Perth, Australia (2024.9.1-6) (Keynote)
Masae Takahashi, Hiroshi Matsui, Eunsang Kwon and Yuka Ikemoto

Atomistic Configurationsin Mixed Crystals: Mixed Group-111 Nitrides & High-entropy
Alloys

Seminar in Institute of Physics (10P)

Chinese Academy of Sciences (CAS), China (2024.9.4) (Invited)

Hiroshi Mizuseki

Large-scale MD simulations of spontaneous crystallization of stretched polymers
International Discussion Meeting on Polymer Crystallization 2024
Yonezawa, Yamagata, Japan (2024.9.17-20) No.15 (Invited)

Katsumi Hagita

Effect of phenylalanine dipeptide as an impurity protein on the formation of end-group
clustersin natural rubber
The 11th international workshop on advanced materials science and nanotechnol ogy
(IWAMSN 2024)
Furama Resort, Danang, Vietnam (2024.9.22-25) No.AEM-16 (Invited)
Mayank Dixit and Takashi Taniguchi



29.

30.

31.

32.

33.

34.

Structural Transition in Grain Boundary: The Effect of Impurities
The 11th International Conference on Multiscale Materials Modeling
Prague Congress Center, Czech Republic (2024.9.22-27) N0.3159 (Oral)
Qian Chen, Mitsuhiro Saito, Kazuaki Kawahara, Kazutoshi Inoue,
Atsutomo Nakamura and Yuichi Ikuhara

A neural network interatomic potential study of a-Fe-C binary system
The 11th International Conference on Multiscale Materials Modeling
Prague Congress Center, Czech Republic (2024.9.22-27) N0.3404 (Oral)
Fan-Shun Meng, Jun-Ping Du, Shuhei Shinzato, Kazuki Matsubara and
Shigenobu Ogata

“Design and Synthesis’ of organic semiconductor crystals for efficient carrier transport

The 15th International Symposium on Crystalline Organic Metals, Superconductors,

and Magnets (ISCOM)
Anchorage, Alaska, USA (2024.9.22-27) (Invited)
Kazuo Takimiya and Kirill Bulgarevich

Accelerating Experimental Determination of Multicomponent Transition Metal Carbide
Phase Diagrams Using Uncertainty Quantification

MS&T24

Pittsburgh, Pennsylvania, USA (2024.10.6-9) (Invited)

Theresa Davey, William Rosenberg, Ying Chen and Scott McCormack

Electrocatalytic Activity and Structural Insights of Cu, Fe and N-Doped Mesoporous
Carbon for the Oxygen Reduction Reaction

PRIME2024

Honolulu, Hawaii (2024.10.6-11) N0.Z202-4816 (Invited)

Masaru Kato, Hiroyuki Asakuraand Ichizo Yagi

Crystal Morphologic Design of Na-Layered Oxide Crystals by Automated High-
Throughput Flux Method Experiments

PRIME2024

Honolulu, Hawaii (2024.10.6-11) No.A03-0403 (Oral)

Y. Shimizu, T. Yamada, K. Yanagisawa, M. Tipplook, F. Hayashi and K. Teshima



35.

36.

37.

38.

39.

Multivalent Cation Additives for Building Dendrite-Free and Stable Electrode-Electrolyte
Interface on Lithium-Metal Anodes

PRIME2024

Honolulu, Hawaii (2024.10.6-11) No.AQ7-0769 (Oral)

Hongyi Li and Tetsu Ichitsubo

Development of a Cr-Zr-X thermodynamic database for the design of new accident
tolerant fuel systems

NuMat 2024: The Nuclear Materials Conference

Singapore, Singapore (2024.10.14-17) No.FT1.30 (Oral)

Theresa Davey and Ying Chen

Coarse-grained MD Simulations for Al/Machine-Learning based Analysis on Polymer
Networks Adhering to Patterned-Surface
The 10th International Symposium on Surface Science (1SSS-10)
Kitakyushu International Conference Center, Kitakyushu, Japan (2024.10.20-24)
No0.4A02 (Invited)
Katsumi Hagita

Structure-property relationship of nanoporous materials: Theoretical aspects
The 10th International Symposium on Surface Science (1SSS-10)
Kitakyushu International Conference Center, Kitakyushu, Japan (2024.10.20-24)
N0.3C08 (Oral)
Rodion V. Belosludov

Fabrication of layered organic-inorganic hybrid perovskite thin films by post-annealing
of vacuum-deposited CH3(CHz2)11:NHsl/Snl2 bilayers
The 10th International Symposium on Surface Science (1SSS-10)
Kitakyushu International Conference Center, Kitakyushu, Japan (2024.10.20-24)
No.5B02 (Oral)
Ren Abe, Shingo Maruyama, Kenichi Kaminaga and Yuji Matsumoto



40.

41.

42.

43.

45.

Non-adiabatic excited-state time-dependent G molecular dynamics (TDGW) satisfying
extended Koopmans' theorem: An accurate description of methane photolysis
The 2nd International Workshop of NIMS-TU Delft MOU (Jointly with International
Center for Young Scientists (ICYS))
Tsukuba, Ibaraki, Japan (2024.10.24-25) (Invited)
Aaditya Mangath, Ryoji Sahara, Kaoru Ohno and Yoshiyuki Kawazoe

First-principles thermodynamic modeling for the Ni-Al-X ternary systems (X=Ti, Nb)
The 2nd International Workshop of NIMS-TU Delft MOU (Jointly with International
Center for Young Scientists (ICYS))

Tsukuba, Ibaraki, Japan (2024.10.24-25) (Oral)
Arkapol Saengjdegjing, Ryoji Sahara and Yoshiaki Toda

Small polaron formations in chemical doping of MoS: revealed from first principles
The 25th Asian Workshop on First-Principles Electronic Structure Calcul ations
(ASIAN-25)

University of Ulsan, Ulsan, South Korea (2024.10.28-30) No.54 (Poster)
Soungmin Bae

A multiscale simulation without empirical parameter for designing structural materials
15th Annual Symposium of Indian Scientists Association in Japan (ISAJ)
Embassy of India, Tokyo, Japan (2024.10.29) No.PL-4 (Invited)

Ryoji Sahara

Time-dependent G molecular dynamics for an accurate mechanistic description of the
dynamics of chemical reactions

15th Annual Symposium of Indian Scientists Association in Japan (ISAJ)

Embassy of India, Tokyo, Japan (2024.10.29) (Poster)

Aaditya Mangath, Ryoji Sahara, Kaoru Ohno and Yoshiyuki Kawazoe

MD Simulations of Spontaneous Crystallization and Scattering Images of Semicrystalline
Polymers
Cutting-Edge in Soft Matter Science 2024 (CeSM S2024)
Kitakyushu International Conference Center, Kitakyushu, Japan (2024.10.30-31)
(Invited)
Katsumi Hagita



46.

47.

48.

49,

50.

Molecular Insight into the Adsorption and Conversion at the Liquid/Solid-Oxide
Interface
5th International Conference on Emerging Advanced Nanomaterials (ICEAN 2024)
Newcastle, Australia (2024.11.4-8) No.3E-IL-2 (Invited)
Akira Nakayama

Approach to catalytic chemistry by Artificial Intelligence and Ab-Initio calculation
Symposium on Materials Theory, driven by Aphrodite, ab initio Computations, and
Artificial Intelligence (A13-2024)

Paphos, Cyprus (2024.11.5-9) (Keynote)
Ray Miyazaki

Thermodynamic stability and trapping activity in Ge-based perovskites
The 35th International Photovoltaic Science and Engineering Conference (PV SEC-
35)
Numazu, Japan (2024.11.10-15) No.Th1-P51-58 (Oral)
Qing Wang and Satoshi likubo

Approachesin Material Sciences: Accelerating Discovery and Innovation. GenAl and the
Future of Research
Trilateral Al Conference 2024—Generative Al: Pathways to Democratization,
Transparency and Sustainability—
Tokyo, Japan (2024.11.12-13) (Invited)
J.-C. Crivello

Identifying Materials Genes Describing Catalytic CO2 Hydrogenation: an Al Approach
with Theoretical and Experimental Data

FHI-ICAT joint symposium

Berlin, Germany (2024.11.18-19) (Poster)

Ray Miyazaki, Kendra Belthle, Harun Tlysliz, L ucas Foppa and Matthias Scheffler



51. Universal polaron formations in chemically-doped MoS: revealed from first principles
The 8th Symposium for the Core Research Clusters for Materials Science and
Spintronics and the 7th Symposium on International Joint Graduate Programsin
Materials Science and Spintronics (CRCGP-M SSP2024)

Tohoku University, Sendai, Japan (2024.11.18-21) No.PM-45 (Poster)
Soungmin Bae, Ibuki Miyamoto, Shin Kiyohara and Yu Kumagai

52. First-Principles Study on Hydrogen Behaviorsin Si Grain Boundaries
The 8th Symposium for the Core Research Clusters for Materials Science and
Spintronics and the 7th Symposium on International Joint Graduate Programsin
Materials Science and Spintronics (CRCGP-M SSP2024)
Tohoku University, Sendai, Japan (2024.11.18-21) No.PM-48 (Poster)
Ibuki Miyamoto, Shin Kiyohara, Soungmin Bae and Yu Kumagai

53. The effect of impurities on the atomic structure of MgO grain boundaries in tunneling
magnetoresistive devices

The 8th Symposium for the Core Research Clusters for Materials Science and
Spintronics and the 7th Symposium on International Joint Graduate Programsin
Materials Science and Spintronics (CRCGP-M SSP2024)
Tohoku University, Sendai, Japan (2024.11.18-21) No.PM-53 (Poster)
Qian Chen, Mitsuhiro Saito, Kazuaki Kawahara, Kazutoshi Inoue,
Atsutomo Nakamura and Yuichi Ikuhara

54. Looking Back on 20 Years of Organic Semiconductor Research (A 1 =B (AMF7E 20 4E
R DI~ Q)
UM R F R =
Kyushu University, Fukuoka, Japan (2024.11.21) (Invited)
Kazuo Takimiya

55. First-Principles Study on Hydrogen Behaviorsin Si Grain Boundaries
ENGE2024
Jgju Shinhwa World, Jgu, Korea (2024.11.24-27) N0.12-0451 (Oral)
Ibuki Miyamoto, Shin Kiyohara, Soungmin Bae and Yu Kumagai



56.

S7.

58.

59.

60.

Universal Small Polaron Formation in Chemical Doping of Mo, from First Principles
ENGE2024
Jgju Shinhwa World, Jgju, Korea (2024.11.24-27) N0.12-1132 (Oral)
Soungmin Bae, Ibuki Miyamoto, Shin Kiyohara and Yu Kumagai

Non-adiabatic Excited-state Time-dependent G Molecular Dynamics (TDGW)
Simulation for Photolysis of Methane

UM Globa Academic Symposium 2024

University of Macau, Macao SAR, China (2024.12.1-3) (Invited)

Ryoji Sahara, Aaditya Manjanath, Kaoru Ohno and Yoshiyuki Kawazoe

Theoretical Study of Functionalized Carbon-Based Nanomaterials Including Defects and
Dopants

2024 MRS Fall Meeting & Exhibit

Boston, Massachusetts, USA (2024.12.1-6) No.NM01.11.33 (Poster)

Rodion Belosludov and Victor Nemykin

Exploring New Materials through Material Informatics
Datadriven materials R& D activities A bilateral dialogue: France-Japan
Embassy of France in Japan, Tokyo, Japan (2024.12.5) (Invited)
J.-C. Crivello

Design and Synthesis of Molecular Semiconductor Crystals for High Mobility
CEM Supra Workshop 2024
Tsumagoi Mura, Gumma, Japan (2024.12.14-17) No.CEMSS Lecture9 (Invited)
Kazuo Takimiya and Kirill Bulgarevich

<2025 >

1

Machine Learning And High-Throughput Simulation Methods To Design Organic
Structure-Directing Agents For Zeolites

6th Euro-Asia Zeolite Conference (EAZC-2025)

Alicante, Spain (2025.1.19-22) No.P070 (Poster)

Koki Muraoka, Kota Oishi, Shusuke Ito and Akira Nakayama



Analysis of Wear Behavior of Cross-linked Polymer Brush via Coarse-grained Molecular
Dynamics Simulations
49th International Conference and Expo on Advanced Ceramics and Composites
(ICACC2025)
Daytona Beach, Florida, USA (2025.1.26-31) No.ICACC-S10-019-2025 (Oral)
Yukihi Hara, Chihiro Suzuki, Yixin Su, Shogo Fukushima, Yusuke Ootani,
Nobuki Ozawa and Momoji Kubo

Microscopic Understanding of Interface at Liquid/Solid-Oxide and Molecular Adsorption
on the Surface by Neural Network Potentials

Pure and Applied Chemistry International Conference 2025 (PACCON 2025)

Khao Yai, Thailand (2025.2.13-15) No.PT-1-09 (Invited)

Akira Nakayama

Coarse-grained MD Simulations for Adhesive Polymer Networks Interlocking with
Patterned-Surface

APS Global Physics Summit 2025

Anaheim, CA, USA and virtual (2025.3.16-21) (Oral)

Katsumi Hagita, Takahiro Murashima, Tomohiro Miyata and Hiroshi Jinnai

Abinitio calculations of longitudinal electrical conductivity using a Wannier-based
coherent potential approximation
DPG Spring Meeting of the Condensed Matter Section (SKM) 2025
University of Regensburg, Germany (2025.3.16-21) (Poster)
Shota Namerikawa and Takashi Koretsune

Angle-resolved calculation of magnetocrystalline anisotropy using symmetry-adapted
Wannier functions

DPG Spring Meeting of the Condensed Matter Section (SKM) 2025

University of Regensburg, Germany (2025.3.16-21) (Poster)

Hiroto Saito and Takashi Koretsune

Alloy Design for Cr-Alloy Coated Zr-Alloy Cladding of Nuclear Fuel
TMS 2025 Annua Meeting & Exhibition
Las Vegas, Nevada, USA (2025.3.23-27) (Invited)
Ying Chen, Theresa Davey, Bo Li and Hiroaki Abe



8. Uncertainty-Guided Determination of a Thermodynamic Database for Compositionally
Complex UHTC Transition Metal Carbides
TMS 2025 Annua Meeting & Exhibition
Las Vegas, Nevada, USA (2025.3.23-27) (Invited)
Theresa Davey, William Rosenberg, Ying Chen and Scott McCormack

9. Design and Synthesis of Molecular Semiconductor Crystals for High Carrier Mobility
International Conference on Condensed Conjugation
Kyoto, Japan (2025.3.24-25) (Oral)
Kazuo Takimiya
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FORE R A S v v 2SR A v T A L (2024.3.22-25)
No0.25a-P01-16 (Poster)
FINE, &R, PR, =2 T3, Foggiatto Alexandre,
Varadwaj Arpita, &R, /M E A



BT = — X7 ¢ — )b RIEIZ X 2 B0 RR -3
H ARSI 2 TUPN 38R B AN Ji S U SR e 2024 - /R RS

T A 2 (2024.4.19) No.2 (Invited)
52— T.N. Pham, S. Bhattacharyya, ZJ5E—, KEFNE5

Development of n-type molecular dopants based on dipyranylidene derivatives

Mini-Symposium on 7 -Conjugated Materials
the Chinese University of Hong Kong (2024.5.16) (Invited)

Kazuo Takimiya

FEFFN T + ) VRO BEIEHR & T — & N — RS
WemE T+ ) V=T RS
TR I B (2024.5.17-18) No.Fri-14 (Oral)
KUEEN, HERE—RR

AR N-E R B A F81h) L 7= 3,5-bis(methylthio)phenyl K% A4 2 EHZ B HFIEILEW

DE R & it hi A IS
FIBEAAMEY R T L HKAZRI =2 R T L

il & (2024.5.17) (Oral)
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13.

14.

15.
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£ 26 AR (LT =

B RSP R2E (2024.5.21-23) No.1L 10 (Oral)
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Materials Genes D [F] iE
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HL R F RS2 (2024.5.21-23) No.2L02 (Oral)

RAOEST, LRESERER, fEEA T, R, ALRE A
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55 26 IR LR
FU KF KSR (2024.5.21-23) No.P216 (Poster)
Yingka Wu, Yuta Tsuji, Toshiyuki Matsunaga and Yoshiharu Uchimoto

A AN—T 8T Ty 7 ZEHBVFERIC X D @R DR B R R
H AR BB 24 2024 4 B 22 i RS
FRGH K FBAGH S v > 78 (2024.5.22-23) N0.01 (Oral)
EARBEVE, ILm¥3E ., BiEFnE. Mongkol Tipplook, AR3CHE, FHMERETR
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17.

18.

19.

20.

21.

B O R R & RS 2 TR B 72 O 55 — B FLE O BR % & It
T PR 22 RS
BAL RZHF LT F v /3% (2024.5.22-24) No.O-39 (Oral)
Manjanath Aaditya, &7, KBEEE, KB5S, MBS,
IV NEE=

Thermodynamic Database Modeling from First-principles Calculations
T FRE 22 AR
HAL RZHE LT F v o 73X (2024.5.22-24) No.P-86 (Poster)
Arkapol Saengjdegjing, Ryoji Sahara, Yoshiaki Toda, Yoshiyuki Kawazoe and
Kazuyuki Higashino

Non-adiabatic excited-state time-dependent G molecular dynamics for an accurate
description of chemical reactions

T R 2R R

HAL RZHFE LT F v v /3% (2024.5.22-24) No.P-87 (Poster)

Aaditya Manjanath, Ryoji Sahara, Kaoru Ohno and Yoshiyuki Kawazoe

Molecular dynamics simulation for temperature dependency in stress-assisted diffusion
wear behavior at the interface between Ti with Hap

A AR BN 73 WISE i s

HE A v B REIR (2024.5.24-26) No.718 (Oral)

Pham Dinh Dat, KZFKETT, = N30

Al-Cu &4 EE - fritssfboFBRICET 2R Ialb—vay
HAMBIERE Q< LT R — VBB 15 VIR Y T A
H & A & RIRF (2024.5.24) No.P10 (Poster)
SR, BHE

BN E AR B A~ DS R T o —F
5% 13 ElE Rk RS
B ERESE % — (2024.6.5-7) No.3A18IL (Invited)
HEf S



22.

23.

24,

25.

26.

FEEATHIARET L2 WG R Y ~— %y MU — 7 OBEHBEFE > R o
L—3

5% 73 ElE RIS

B ERS % — (2024.6.5-7) N0.3Pb036 (Poster)

PO, MRS, = HImEK, FNGE

% LRI OB R L EBLEIRSR O 726D 0 Wang-Landau 7 /L = X L 0 54k
LT Be~DIGH
HAR a2 — L5 2024 FFRFER

237408 T NGV

Investigation of Formation Process of Organic-inorganic Hybrid Materials from Vacuum-
Deposited Bilayer Thin Films of CH3(CHz2)112NHsl and Snl2 by Post-Annealing
Chemistry Summer School 2024
Tohoku University (2024.7.19-20) No.P-28 (Poster)
Ren Abe, Shingo Maruyama, Kenichi Kaminaga and Yuji Matsumoto

DLCO FTIART I AR — I al—a 0l kb AD= X LR & EEE
SERRE

2024 R 10l N T A AR I A Y —ifER

47 A v (2024.8.26) No.(D (Oral)

Sk

ONLINE MEASUREMENT OF SILICON IN HOT METAL IN BLAST FURNACE
8° ABM Week - 52° Seminé&rio de Reducdo de Minérios e Matérias-Primas
S&o Paulo, Brazil (2024.9.3-5) (Oral)
QUEIROZ ERICA VALERIO DE, ZANDOMENEGHI MATEUS VIEIRA,
VIEIRA ALAN ALVES, CIPRIANI FERNANDO DORNAS and
ALVES CELSO LUIZ MORAES



27. STUDY OF THE EXTENSION OF STEEL MIXING IN THE CONTINUOUS
CASTING
8°ABM Week - 53° Semin&rio de Aciaria, Fundicdo e Metalurgia de N&o-Ferrosos
S&o Paulo, Brazil (2024.9.3-5) (Oral)
FERREIRA MATHEUS LOPES, ALVES CELSO LUIZ MORAES,
PEREIRA LUIS GUSTAVO GOMES and
SANTOS RAFAELA PACHECO MALVAO DOS

28. AARDOFHEWE LS « B A OB RKE A OF AN IE — IE OB L5 - #%
IR DT — BB O A B R OB —
T2 [EERKE - THHEMIEH#EEES
FUIN KPR 2% v 78R (2024.9.4-6) No.1E05 (Oral)
SFHVE

29. 9 JRERAY 5 1B B KD BRI ST
2024 FFFE LA S s TEEER OBl - T b — 7 —m UHIE# 2 T
TSR PR B A SE T 8 Y = v 7 Ik — )L (2024.9.5-6) (Oral)
Sk

30. KSR EARE AR & - OBRMER X O E RS RIE T/ A —L
T 1 D B
b T2 5 55 Ik RS
JEHEE R FALIE 2 ¢ 7R R (2024.9.11-13) No.H201 (Oral)
TREEHE, ARIERT, BHEMEIE, ER#R, 25)1152 K, Surblys Donatas,
R ]

31. Electronic structures of non-fullerene acceptors terminated with 3-
(dicyanomethylene)benzothiophenes
T 6 EE LR RAL RS
KHKFEFEF v 78R (2024.9.14-15) (Poster)
SeiatEsT. IR, R AR



32.

33.

34.

35.

36.

Synthesis and electronic structure of a D-A-D triad having naphthodipyrrolidone and
oligothiophenes
T 6 EE LR ARAL RS
HKFEFEx v 782 (2024.9.14-15) (Poster)
SEHBRZIT, NI, S

Fine-structure constant representing the coupling strength of electron-phonon interaction
inacrysta

H A B2 5 79 [BIAEIR R 22 (2024 4F)

JbimE R (LI % v > ¢ R) (2024.9.16-19) No.16aE317-10 (Oral)

mEiEE S X
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FLAR L MD st

H AR B2 55 79 [BI4E IR K23 (2024 1)
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R, AR
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%5 85 [Eliis ¥ B P KR AN R T =
KEA vBHEaL XL g ok Z— (2024.9.16-20)
No.17a-A24-5 (Invited)
W= RS

Exploration of New Superhard Carbon Allotropes by a Bond-Order-Based Machine-
Learning Interatomic Potential

55 85 [l A B kT AR i =

KEA vBHEaL XL g ok Z— (2024.9.16-20)

No0.16p-A31-11 (Oral)

Ikuma Kohata, Kaoru Hisama, Keigo Otsuka and Shigeo Maruyama



37. Identification of calcium oxalate hydrates by terahertz spectroscopy

38.

39.

40.

41.

5 85 [mli W B K TR AN R T

KEA vBHEaL XU g ok Z— (2024.9.16-20)
No0.18p-B2-7 (Ord)

Wangxuan Zhao, Haruto Kobashi, Verdad C. Agulto, Kosaku Kato,
Mihoko Maruyama, Masae Takahashi, Yutaro Tanaka, Yusuke Mori,
Masashi Yoshimura and Makoto Nakgima

T DA FIOVTF AL &SRS : herringbone 7> & n-stack SR~

5 85 [Eli W B K TR AN R T

KEA vBHEaL XL g ok Z— (2024.9.16-20)
No0.18a-B6-5 (Oral)

Bulgarevich Dmitrievich Kirill, Shin Jisoo, A, T Fil

Ru-Mo-W Hijfi it #44 > Dewetting ~ A 7 72 5| & FIFIEICB T S RiTrsEl L O
HERHPTER O RUK AT

5 85 [BlIS ) B KT A T

KEA vBHEaL XL g ok Z— (2024.9.16-20)

No0.20p-D62-1 (Oral)
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KBRS, Peliise —, AEBHFR

iy

43. TiHfNIPd OFEZEEICBIT H A = b a B —{bD B
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Electronic structures of non-fullerene acceptors terminated with 3-
(dicyanomethylene)benzothiophenes
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