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Boosting the Enzymatic Activity of CxxC Motif-Containing PDI Family Members
Tsubura Kuramochi, Yukino Yamashita, Kenta Arai, Shingo Kanemura, Takahiro Muraoka,
Masaki Okumura

Chem. Commun. 2024, 60, 6134-6137.

ROS-Responsive Methionine-Containing Amphiphilic Peptides Impart Enzyme-Triggered
Phase Transition and Antioxidant Cell Protection

Yoshika Hara, Ken Yoshizawa, Atsuya Yaguchi, Hirotsugu Hiramatsu, Noriyuki Uchida,
Takahiro Muraoka

Biomacromolecules 2024, 25, 3499-3506.

Enzymatic and Synthetic Regulation of Polypeptide Folding
Takahiro Muraoka, Masaki Okumura, Tomohide Saio

Chem. Sci. 2024, 15, 2282-2299.

Rapid Synthesis of Chiral Figure-Eight Macrocycles Using a Preorganized Natural Product-
Based Scaffold

Tasuku Honda, Daiji Ogata, Makoto Tsurui, Satoshi Yoshida, Sota Sato, Takahiro Muraoka,
Yuichi Kitagawa, Yasuchika Hasegawa, Junpei Yuasa, Hiroki Oguri

Angew. Chem. Int. Ed. 2024, 63, €202318548.

Self-assembling Materials Functionalizing Bio-interfaces of Phospholipid Membranes and
Extracellular Matrices

Noriyuki Uchida and Takahiro Muraoka*

Chem. Commun. 2023, 59, 9687-9697.
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Semi-Enzymatic Acceleration of Oxidative Protein Folding by N-Methylated
Heteroaromatic Thiols

Shunsuke Okada, Yosuke Matsumoto, Rikana Takahashi, Kenta Arai, Shingo Kanemura,
Masaki Okumura* and Takahiro Muraoka*

Chem. Sci. 2023, 14, 7630-7636.

Endocytosis-Like Vesicle Fission Mediated by a Membrane-Expanding Molecular Machine
Enables Virus Encapsulation for In Vivo Delivery

Noriyuki Uchida, Yunosuke Ryu, Yuichiro Takagi, Ken Yoshizawa, Kotono Suzuki,
Yasutaka Anraku, Itsuki Ajioka, Naofumi Shimokawa, Masahiro Takagi, Norihisa Hoshino,
Tomoyuki Akutagawa, Teruhiko Matsubara, Toshinori Sato, Yuji Higuchi, Hiroaki Ito,
Masamune Morita and Takahiro Muraoka

J. Am. Chem. Soc. 2023, 145, 6210-6220.

ROS-Triggered Gel-Sol Transition and Kinetics-Controlled Cargo Release by Methionine-
Containing Peptides

Yoshika Hara, Atsuya Yaguchi, Hirotsugu Hiramatsu and Takahiro Muraoka
ChemBioChem 2023, 24, €202200798.

Oxidative Protein Folding Promotion by Imidazoyl-Conjugated Thiol
Shunsuke Okada,T Yosuke Matsumoto,} Masaki Okumura and Takahiro Muraoka
Chem. Lett. 2023, 52, 202-205.

Coacervate Formation of Elastin-like Polypeptides in Explicit Aqueous Solution Using
Coarse-Grained Molecular Dynamics Simulations

Takuya Mabuchi, Junko Kijima, Yukino Yamashita, Erika Miura and Takahiro Muraoka
Macromolecules 2023, 56, 794-805.

Amphiphilic Peptide-tagged N-Cadherin Forms Radial Glial-like Fibers that Enhance
Neuronal Migration in Injured Brain and Promote Sensorimotor Recovery

Yuya Ohno, Chikako Nakajima, Itsuki Ajioka, Takahiro Muraoka, Atsuya Yaguchi, Teppei
Fujioka, Saori Akimoto, Misaki Matsuo, Ahmed Lotfy, Sayuri Nakamura, Vicente Herranz-
Pérez, Jos¢ Manuel Garcia-Verdugo, Noriyuki Matsukawa, Naoko Kaneko and Kazunobu

Sawamoto
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Biomaterials 2023, 294, 122003.

Cysteine-Based Protein Folding Modulators for Trapping Intermediates and Misfolded
Forms

Hayato Nishino, Mai Kitamura, Shunsuke Okada, Ryosuke Miyake, Masaki Okumura and
Takahiro Muraoka

RSC Adv. 2022, 12,26658-26664.

Biophysical Elucidation of Neural Network and Chemical Regeneration of Neural Tissue
Takahiro Muraoka,* Tomohide Saio and Masaki Okumura

Biophys. Physicobiol. 2022, 19, ¢190024.

Self-Assembling Molecular Medicine for the Subacute Phase of Ischemic Stroke
Takahiro Muraoka* and Itsuki Ajioka*
Neurochem. Res. 2022, 47, 2488-2498.

Stabilization of Bicelles Using Metal-Binding Peptide for Extended Blood Circulation
Yuichiro Takagi, Noriyuki Uchida, Yasutaka Anraku and Takahiro Muraoka
Chem. Commun. 2022, 58, 5164-5167.

Efficient Protein Incorporation and Release by a Jigsaw-Shaped Self-Assembling Peptide
Hydrogel for Injured Brain Regeneration

Atsuya Yaguchi, Mio Oshikawa, Go Watanabe, Hirotsugu Hiramatsu, Noriyuki Uchida,
Chikako Hara, Naoko Kaneko, Kazunobu Sawamoto, Takahiro Muraoka* and Itsuki
Ajioka*

Nature Commun. 2021, 12, 6623.

1,2,3-Triazolium vs 1,2,4-Triazolium quaternized Poly (2, 6-dimethyl-1, 4-Phenylene
Oxide) (PPO) Anion Exchange Membranes (AEMs): A Molecular Dynamics (MD)
comparison study

T. T. Letsau, T. Mabuchi*, and P. F. Msomi*

International Journal of Hydrogen Energy 2024, 67, 626—633.

Reactive Force Field Molecular Dynamics Studies of the Initial Growth of Boron Nitride
Using BCI3 and NH3 by Atomic Layer Deposition

N. Uene*, T. Mabuchi, M. Zaitsu, S. Yasuhara, A.C.T. van Duin, and T. Tokumasu
Journal of Physical Chemistry C 2024, 128, 1075-1086.

The role of the drying process and the Pt/C structure on the ionomer morphology of the
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catalyst layer
Y. Guo, T. Mabuchi*, G. Li*, and T. Tokumasu
Surfaces and Interfaces 2024, 44, 103731.
Synthesis and Characterization of Ionic Li+@C70 Endohedral Fullerene
H. Ueno*, D. Kitabatake, T. Mabuchi, S. Aoyagi, T. Itoh, T. Deng, and F. Misaizu*
Chemistry—A European Journal 2024, 30, €202303908.
Molecular Dynamics Study on the Effect of Cyclic Conducting Moieties on Poly(2,6-
dimethyl-1,4-phenylene oxide) Anion Exchange Membranes
T. T. Letsau, T. Mabuchi*, and P. F. Msomi*
ACS Omega 2023, 8, 48711-48718.
Analysis of structural and water diffusional properties of ionomer thin film by coarse-
grained molecular dynamics simulation
Y. Guo, S. F. Huang*, T. Mabuchi*, and T. Tokumasu
Journal of Molecular Liquids 2023, 391, 123190.
A molecular dynamic study on the prediction of novel 2D nanoadditive performance in Palm
Oil Methyl Ester (POME) based lubricant
I. H. Putra, F. Yulia, I. A. Zulkarnain, R. Ruliandini, A. Zulys, T. Mabuchi, W. Gongalves,
and Nasruddin*
Journal of Bio- and Tribo-Corrosion 2023, 9, 84.
DNA Nanopore-Tethered Gold Needle Electrodes for Channel Current Recording
S. Ikarashi, H. Akai, H. Koiwa, Y. Izawa, J. Takahashi, T. Mabuchi, and K. Shoji*
ACS Nano 2023, 17, 10598-10607.
Reactive Force Field Molecular Dynamics Study of the Effects of Gaseous Species on the
Composition and Crystallinity of Silicon—Germanium Thin Films
N. Uene*, T. Mabuchi, M. Zaitsu, S. Yasuhara, and T. Tokumasu
Crystal Growth & Design 2023, 23, 4990-5000.
Switching Type I/Type II Reactions by Turning a Photoredox Catalyst into a Photo-Driven
Artificial Metalloenzyme
Y. Okamoto*, T. Mabuchi, K. Nakane, A. Ueno, and S. Sato*
ACS Catalysis 2023, 13,4134-4141.
Coacervate Formation of Elastin-like Polypeptides in Explicit Aqueous Solution Using
Coarse-Grained Molecular Dynamics Simulations
T. Mabuchi*, J. Kijima, Y. Yamashita, E. Miura, and T. Muraoka*
Macromolecules 2023, 56, 794-805.
Deep Learning to Reveal the Distribution and Diffusion of Water Molecules in Fuel Cell
Catalyst Layers
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G. Li, Y. Zhu, Y. Guo*, T. Mabuchi, D. Li, S. F. Huang, S. Wang, H. Sun, and T. Tokumasu
ACS Applied Materials & Interfaces 2023, 15, 5099-5108.

Prediction of water transport properties on an anisotropic wetting surface via deep learning
Y. Guo, H. Sun, M. An, T. Mabuchi, Y. Zhao, and G. Li*

Nanoscale 2023, 15, 12737-12747.

Growth mechanism study of boron nitride atomic layer deposition by experiment and
density functional theory

N. Uene*, T. Mabuchi, M. Zaitsu, Y. Jin, S. Yasuhara, and T. Tokumasu

Computational Materials Science 2023, 217, 111919.

Heat-Induced Conformational Transition Mechanism of Heat Shock Factor 1 Investigated
by Tryptophan Probe

S. Kawagoe, M. Kumashiro, T. Mabuchi, H. Kumeta, K. Ishimori*, and T. Saio*
Biochemistry 2022, 61, 2897-2908.

Morphology Evolution and Adsorption Behavior of lonomers from Solution to Pt/C
Substrates

Y. Guo*, T. Mabuchi, G. Li, and T. Tokumasu

Macromolecules 2022, 55, 4245-4255.

Molecular Simulation Study of CO2 Adsorption on Lanthanum-Based Metal Organic
Framework

I. H. Putra, F. Yulia, I. A. Zulkarnain, R. Ruliandini, A. Zulys, T. Mabuchi, W. Gongalves,
and Nasruddin*

Russian Journal of Physical Chemistry A 2022, 96, 3007-3014.

Revealing the anticorrelation behavior mechanism between the Grotthuss and vehicular
diffusions for proton transport in concentrated acid solutions

T. Mabuchi*

Journal of Physical Chemistry B 2022, 126, 3319-3326.

Bio-Metal-Organic Framework-based Cobalt Glutamate for CO2/N2 Separation:
Experimental and multi-objective Optimization with a Neural Network

F. Yulia, A. Zulys, B. B. Saha, T. Mabuchi, W. Gongalves, and Nasruddin*

Process Safety and Environmental Protection 2022, 162, 998-1014.

Reactive force-field molecular dynamics simulation for the surface reaction of SiH (x = 2—
4) species on Si(1 0 0)-(2 x 1):H surfaces in chemical vapor deposition processes

N. Uene*, T. Mabuchi, M. Zaitsu, S. Yasuhara, and T. Tokumasu

Computational Materials Science 2022, 204, 111193.

Prediction of the Adsorption Properties of Liquid at Solid Surfaces With Molecular Scale

Surface Roughness via Encoding-Decoding Convolutional Neural Networks
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G. Li, Y. Guo*, T. Mabuchi, D. Surblys, T. Ohara, and T. Tokumasu

Journal of Molecular Liquids 2022, 349, 118489.

Prediction of Nanoscale Thermal Transport and Adsorption of Liquid Containing Surfactant
at Solid-Liquid Interface via Deep Learning

Y. Guo, G. Li*, T. Mabuchi, D. Surblys, T. Ohara, and T. Tokumasu

Journal of Colloid and Interface Science 2022, 613, 587-596.

Atypical heat shock transcription factor HSFS is critical for male meiotic prophase under
non-stress conditions

Saori Yoshimura, Ryuki Shimada, Koji Kikuchi, Soichiro Kawagoe, Hironori Abe, Sakie
lisaka, Sayoko Fujimura, Kei-ichiro Yasunaga, Shingo Usuki, Naoki Tani, Takashi Ohba,
Eiji Kondo, Tomohide Saio, Kimi Araki, and *Kei-ichiro Ishiguro

Nat. Commun. 2024, 14, 3330.

Conformational Distribution of a Multidomain Protein Measured by Single-Pair Small-
Angle X-ray Scattering

Honoka Kawamukai, Shumpei Takishita, Kazumi Shimizu, Daisuke Kohda, *Koichiro
Ishimori, and *Tomohide Saio

J. Phys. Chem. Lett. 2024, 15, 744-750.

Identification of a-Tocopherol succinate as an RFFL-substrate interaction inhibitor inducing
peripheral CFTR stabilization and apoptosis

Sachiho Taniguchi, Yuji Ono, Yukako Doi, Shogo Taniguchi, Yuta Matsuura, Ayuka Iwasaki,
Noriaki Hirata, Ryosuke Fukuda, Keitaro Inoue, Miho Yamaguchi, Anju Tashiro, Daichi
Egami, Shunsuke Aoki, Yasumitsu Kondoh, Kaori Honda, Hiroyuki Osada, Hiroyuki
Kumeta, Tomohide Saio, *Tsukasa Okiyoneda

Biochem. Pharmacol. 2023, 215, 115730.

Structural and Kinetic Views of Molecular Chaperones in Multidomain Protein Folding
Soichiro Kawagoe, *Koichiro Ishimori, *Tomohide Saio,

Int. J. Mol. Sci. 2022, 23, 2485.

Identification of an endoplasmic reticulum proteostasis modulator that enhances insulin
production in pancreatic 3 cells

*Masato Miyake, Mitsuaki Sobajima, Kiyoe Kurahashi, Akira Shigenaga, Masaya Denda,
Akira Otaka, Tomohide Saio, Naoki Sakane, Hidetaka Kosako, *Seiichi Oyadomari

Cell Chem. Biol. 2022, 29, 996-1009.¢9.

Functional Interplay between P5 and PDI/ERp72 to Drive Protein Folding

Motonori Matsusaki, Rina Okada, Yuya Tanikawa, Shingo Kanemura, Dai Ito, Yuxi Lin,
Mai Watabe, Hiroshi Yamaguchi, Tomohide Saio, Young-Ho Lee, Kenji Inaba, Masaki

Okumura
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Biology 2021, 10, 1112.

Zinc-Dependent Oligomerization of Thermus thermophilus Trigger Factor Chaperone
Haojie Zhu, Motonori Matsusaki, Taiga Sugawara, *Koichiro Ishimori, *Tomohide Saio
Biology 2021, 10, 1106.

Diselenide-bond replacement of the external disulfide bond of insulin increases its
oligomerization leading to sustained activity

Kenta Arai,* Masaki Okumura, Young-Ho Lee, Hidekazu Katayama, Kenji Mizutani, Yuxi
Lin, Sam-Yong Park, Kaichiro Sawada, Masao Toyoda, Hironobu Hojo, Kenji Inaba, Michio
Iwaoka M.*

Communications Chemistry 2023, 6, 258.

A unique leucine-valine adhesive motif supports structure and function of protein disulfide
isomerase P5 via dimerization

Masaki Okumura,* Shingo Kanemura, Motonori Matsusaki, Misaki Kinoshita, Tomohide
Saio, Dai Ito, Chihiro Hirayama, Hiroyuki Kumeta, Mai Watabe, Yuta Amagai, Young-Ho
Lee, Shuji Akiyama, Kenji Inaba.*

Structure 2021, 29, 1357.

Ca’* regulates ERp57-calnexin complex formation

Yuya Tanikawa, Shingo Kanemura, Dai Ito, Yuxi Lin, Motonori Matsusaki, Kimiko Kuroki,
Hiroshi Yamaguchi, Katsumi Maenaka, Young-Ho Lee, Kenji Inaba, Masaki Okumura.*

Molecules 2021, 26, 2853.
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Understanding the proteostasis network in the endoplasmic reticulum
Masaki Okumura

Korea-Japan Joint Workshop on Biofunctional Chemistry 2022
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Structural insights into the protein control system mechanism by PDI family, the

endoplasmic reticulum-resident chaperone/enzyme

Masaki Okumura

Protein Folding, Aggregation, Misfolding Disease, and Disease Crosstalk 2022
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Protein Disulfide Isomerase family; their molecular actions and functions
Masaki Okumura

Redox Week in Sendai 2022
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Understanding the mechanism by which Protein Disulfide Isomerase (PDI) family guide
proper oxidative folding

Masaki Okumura

Zoominar "Amyloid Symposium"
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Endoplasmic reticulum-resident enzyme/chaperone PDI family phase separation
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7th Chemical Proteostasis Seminar AMED-CREST
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Elucidating the enzymatic reductive unfolding mechanism of spike/envelope proteins to
guide anti-virus activities

Shingo Kanemura, Rina Hashimoto, Motonori Matsusaki, Takuya Mabuchi, Mai Watabe,
Tomohide Saio, Kazuo Takayama, Young-Ho Lee, Masaki Okumura
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Discovery of a transient reaction field in the endoplasmic reticulum

Masaki Okumura

International Cross-disciplinary Symposium
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Understanding the protein quality control mechanism in the endoplasmic reticulum by
combining structural biology methods
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Structural insights into the proteostasis mechanism in the endoplasmic reticulum
Masaki Okumura

27th Korean Peptide and Protein Society (KPPS) Annual Symposium
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Understanding the stress granule formation mechanism
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Masaki Okumura

2nd-International Cross-disciplinary Symposium
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Molecular Dynamics Study of lon Transport Through Membrane-Spanning DNA
Nanopores

%6l B HAREYPH AR FELR Y VKT T A

2023 4

K sk

DY viab—vaviEHukAEREnT L alEma FIicBEs 25

2022 FFEER 2 MIFFER - MEE - E - 77 X~H T s

2022 4

K ik

PRELE M A~ 2 or
X EHALRENE RS I T4
2022 4

Kk
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6th International Joint Conference on Science and Technology (IJCST) 2022, Indonesia
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Takuya Mabuchi
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Phase Separation Behavior of lonomers in Fuel Cell Catalyst Layers

Webinar Lecture Series JSPS/DGHE Joint Research Projects: Advanced Material for Energy
Technology Applications, Indonesia
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Takuya Mabuchi

Molecular Dynamics Study of lonomer Self-Assembly for Polymer Electrolyte Fuel Cells
A Virtual Conference on Material Science and Beyond, South Africa
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Takuya Mabuchi
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Endocytosis-like Vesicle Fission by Membrane Expanding Molecular Machine

Noriyuki Uchida, Yunosuke Ryu, Teruhiko Matsubara, Toshinori Sato, Yasutaka Anraku,
Takahiro Muraoka
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Endocytosis-like Vesicle Fission by Membrane Expanding Molecular Machine Enabling
Efficient Encapsulation of Huge Biomacromolecules

Noriyuki Uchida, Ryu Yunosuke, Teruhiko Matsubara, Toshinori Sato, Yasutaka Anraku,
and Takahiro Muraoka
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Photoresponsive Membrane Deformation for Highly Efficient Encapsulation of

Biomacromolecules and Its Application to in vivo Phage Display Method
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Photoresponsive Membrane Deformation for Highly Efficient Encapsulation of
Biomacromolecules and Applications to in vivo Phage Display Method
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Design of Phospholibid Membrane Supramolecular Nanosheets and Their Applications to
Blood Administration

Noriyuki Uchida, Yuichiro Takagi, Takahiro Muraoka
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Molecular Dynamics Simulation Study on the Self-assembly Structures of Amphiphilic
Peptides

Daiki MIURA, Noriyuki UCHIDA, Takahiro MURAOKA, Go WATANABE

11th International Conference on Materials for Advanced Technologies (ICMAT2023)
2023 4
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Oxidative Protein Folding Driven by Disulfide Compounds Containing Cyclic Polyamine
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Development of an Oxidative Folding Promoter by Controlling Protein Recognition
Properties

Noriyuki Uchida, Ryu Ishizaka, Anju Kawakita, Masaki Okumura, Takahiro Muraoka
IUPAB 2024
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Visualizing conformational changes of a multidomain protein enzyme using paramagnetic
probes

Tomohide Saio
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2023 4

RYNRTET VT F—=NT 4 VT RED ¥ v u VIEERORERT
A WG, I JE—BK, JOKH iz, AR B, e B

2 62 [0 NMR §lafiss

2023 4

HHE N 8 R 2> ik oD Bl HEfid A

PR IR

RIFEDY%; FHFE A

2021 4

AT F =N RRYATEB LN AT 4 FEEGEHKFR 7 IRE1 O & AIREEH]
RIETTHS, SrEE, HUEF, AT, MR, WA
HARZLF2 2021 SFERA

2021 4

HRE I 351 2 BEREHIE UGS DT bR & B REFR IR o Bk
BT IE A8t

A B DEERIEE S bd) Fy 7470 vRY T A
2021 4

INIEIRR b L R v 3 — DREIREES R % A L 72 OB Tl B D i T
A, #ILERE, REEE, SrES, HpET. HERAT. HRE%E, i
A, R IR

HAR R4 2022 SEEE RS

2022 4

PDI 7 7 3 Y — X "\—PDIA6 DH MM & HAE
BT TE A

5515 [l NEAR b L AR

2022 4

INKEARNRERITE R A F1 = R 2 D PR i

= A, BKIERT

AMED CREST M7 I AT u 742K R

2024 4

AV RY) v O—AICTE T B E G FERE O B

BTk, BRSS!

AMED CREST ¥E&i% 7 I A7 uaTd R4 R 2024 4F
Boosting the enzymatic activity of Protein Disulfide Isomerase family
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Masaki Okumura

Joint Conference - Korean Society for Protein Science (KSPS) & Protein Science Society
of Japan (PSSJ)
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Effects of ROS/RNS on the droplet formation

Mai Watabe, Shingo Kanemura, Kotono Suzuki, Kazunori Ban, Shinichi Sato, Motonori
Matsusaki, Kenji Inaba, Takakazu Nakabayashi, Yong-Ho Lee, Tomohide Saio, Masaki
Okumura

Joint Conference - Korean Society for Protein Science (KSPS) & Protein Science Society
of Japan (PSSJ)
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Molecular Simulations for Artificial Biomolecular Systems

T. Mabuchi

Interdisciplinary Exchange Workshop for Future of Korea and Japan (IEWF-KJ)
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Synthesis and Crystal Structure of lonic Na+@C60 Endohedral Fullerene

H. Ueno, H. Okada, K. Hiramoto, T. Mabuchi, K. Utsugi, E. Kwon, F. Misaizu
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Permeability of CO, Gases through DPPC Lipid Membranes using Molecular Dynamics
Simulation

F. Yulia, F. P. Nasution, T. Mabuchi

Nasruddin,20th International Conference on Flow Dynamics (ICFD2023)
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Atomic Scale Investigation of the Electric Field Dependence of Carbon Diffusion in Fe
R. Onozuka, T. Mabuchi, P. Chantrenne, T. Tokumasu

20th International Conference on Flow Dynamics (ICFD2023)
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2023 4F
Analysis of Cerium lon Transport in Anode Side Catalyst Layer for Improving Polymer
Electrolyte Membrane Durability of Polymer Electrolyte Fuel Cells
H. Suzuki, T. Mabuchi, T. Tokumasu
244th Electrochemical Society Meeting
2023 4F
Reactive Force Field Molecular Dynamics Simulations of Hydrogen-Bond Structure in
Polymer Electrolyte Membrane below Freezing Temperature
H. Nishizawa, T. Mabuchi, N. Uene, T. Tokumasu
244th Electrochemical Society Meeting
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Multi-Scale Simulations of Gas-Phase Particles Generated in Plasma Enhanced Atomic
Layer Deposition Processes
Y. Kosaki, N. Uene, S.F. Huang T. Mabuchi, T. Tokumasu
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Molecular Dynamics Simulations of Ion Transport Through Membrane-Spanning DNA
Nanopores
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29th International Conference on DNA Computing and Molecular Programming (DNA29)
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A Molecular Dynamic Study on Prediction of Novel 2D Nano Additive Performance in Palm
Oil Methyl Ester (POME) Based Lubricant
R. Ruliandini, W. Gongalves, T. Mabuchi, S. Rahman, T. Tokumasu, Nasruddin
The 7th International Conference on Polygeneration 2023 (ICP 2023)
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Deep Learning-Assisted Analysis of the Water Management in the Catalyst Layer of Fuel
Cells
G. L1, T. Mabuchi, Y. Guo, T. Tokumasu
EFCF 2023: Low Temperature Fuel Cells, Electrolysers & Hz Processing
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Effects of Solution Composition and Pt Particles on Ionomer Morphology and Adsorption
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Y. Guo, T. Mabuchi, G. Li, T. Tokumasu

EFCF 2023: Low Temperature Fuel Cells, Electrolysers & H> Processing
2023 4F

Synthesis of lon-Endohedral Fullerenes by Plasma Implantation

H. Ueno, D. Kitabatake, K. Utsugi, T. Mabuchi, S. Aoyagi, F. Misaizu
243rd Electrochemical Society Meeting
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A Coarse-Grained Molecular Dynamics Study on the Aggregation and Adsorption Behavior

of Ionomer from Solution onto Pt/C Substrate"

Y. Guo, T. Mabuchi, G. Li, T. Tokumasu
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242nd Electrochemical Society Meeting
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Molecular Dynamics Study on the Microscopic Mechanism of Mechanical Properties of
Nafion Membrane

H. Wang, T. Mabuchi, J. Ji, S. F. Huang, T. Tokumasu

242nd Electrochemical Society Meeting
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Reactive Force-field Molecular Dynamics and DFT Simulations for the Thin Film Growth
by CVD and ALD Techniques

T. Tokumasu, N. Uene, T. Mabuchi, M. Zaitsu, S. Yasuhara

9th International Symposium on Control of Semiconductor Interfaces (ISCSI-IX)
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Role of Gluex the Ton Exchange Mechanism of CLCY F/H* Antiporter
A. Nakamura, T. Tokumasu, T. Mabuchi
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International Conference on Computational & Experimental Engineering and Sciences
(ICCES 2022), Dubai
2022 4



RA R —FFR

XGRS L7 A 2 IS 28T H CRE M~ 7 F F DRFE & o
R, FARGART, BRI, AR &

5511 18] CSI AL E 7 = 2 & 2021

2021

RYNTEBAKI 7 + =N T 4 v T RREST B F A —MEEM DT BEEIIR
f SR, ARIRTTAC, RRZERR, B IERS, AR

5511 18] CSI AL E 7 = 2 & 2021

2021 4

Y VIEEEE E O FEEICK > THEEI NS T 2 — TIRATVHE
AL, RS2, AR E

%511 8] CSI AL E 7 = 2 % 2021

2021 4

HICERET 2R L 72X 7 v OflG

EAREE—ER, WHRCZ, R E

%511 8] CSI AL E 7 = 2 & 2021

2021 4

TSRS O HERAER T T FORF L 7B E

&R, PRS2, A

%511 8] CSI AL E 7 = 2 & 2021

2021 4

TR % BREN 3 5 ML 70+ D BAFE

R LR, MRS 2, AR

2511 8] CSIALAE 7 = 2 %2021

2021 4

Membrane Deformation Induced by Self-assembly of Synthetic Lipids on Phospholipid
Bilayer

Anju Kawakita, Noriyuki Uchida, Takahiro Muraoka

Pacifichem 2021
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Effects of redox-active compounds with aromatic units for promotion of oxidative protein
folding

Yosuke Matsumoto, Motonori Matsusaki, Masaki Okumura, Kenji Inaba, Takahiro Muraoka
Pacifichem 2021
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Redox-active Synthetic Molecules for Promotion of Oxidative Protein Folding
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Shunsuke Okada, Motonori Matsusaki, Kenji Inaba, Masaki Okumura, Takahiro Muraoka
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Development of synthetic amphiphilic peptides with bio-functions and stimuli-responses
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Supramolecular Nanotechnology: Advanced Design of Self-Assembled Functional
Materials
Editors: Omar Azzaroni, Martin Conda-Sheridan, Wiley-VCH, 2023.
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L ENZRIEE NEIRR S, g I R AR B E SE AR i HE RS
FEIRA 2023-192464

2023/11/10

TFNGREEN R T 2 WA T F ¥

WRREA, AR B, JEder, RO

7 AEANZATBOE NSRS EZE AR AT FE AT, BN K EHE AR R IER R RER
-

FEIRH 2023-192489

2023/11/10

MRS LAY, ) vIRERERER, XY vIREREERORIE S L
WHIfC.Z. M, AIREE

EZREEAF R R

FEIRE 2024-28328

2024/2/28

Y VIEERE R ORI s L O VIEEREE R

WHIfC.Z. M, AIREE

EZREE AR R TR

FEIRE 2024-28329

2024/2/28

Ry NFEEMHLEY RO Off

Fhd B, NH fdz. BiEE

7T SE BrFE 2 AR A R IR S

FFF 2024-081283

2024/5/17

AP ORI T 5. BERYIomRINITE. LOAEEYOREICHC37z00% v b
K S, WNH iz

B IN T - A

F§lE 2024-100713

2024/6/21

Far D FHME LCHRET 2720 1c, 7 I/ BREAKL L TR INTHER v 37
HiZrv BEn, BREEPOPREERE 7 v M & F/ A7 — Vv CREICKREF I
NG 2 H50 [ RANNE ] 2TEM S 5, MERITEINOREIC XY, BB v 7 H
DIFEDRIE S, L7z ALE 2 EOFRIC K Y 2 v o378 OREE T HIREL 37+

SRR

ICECTEELZ, Lo L, BXMEEoRERE, 774bb folding W2 IC DOV TlIZ



E A EBED A TR, X o827 E folding 13, T I JBBEAIO AL LT, vy _u v
2 EDETFIC X o CTHEREICHIHl S 523, Z O A 1 =X LIZRBHTH 5, v ¥ <0
VIZHA & v EOREZ I L 72255 folding ZHHBI L. & v ~=uo VLI RIARRESE
ICEFECTE R WHTEX VN H IS, v X RB VIOV T O TR IE, v <m v
DFGREEPHE X v X7 H L OEERIREEIC X o T L2, Z2hTh [ v
Y ED X 5T folding AR Z M L . RAMEK Z AIREIC S 2 D 2] L\ 5 RERY 72
WIZOWTIEREIHDEETH 5,

A0l R b DEOEDIFZEIC & o Ty & v <1 v OKBEREIEDS, JE &2 v o828 L & v
By ORO/EF AT 4 7 ZEMBEST N BHLRICRY ODH B, Y r<ay
X, X v o7 EH D folding % iEiET % foldase it ¥ 7213 folding Z il LEEE % v X278
& ZVEIRREIC R FF 4 % holdase itk 2, CHE TOMFEICK 5T, v v < vORHE £
YR L OREEREDE N Y v 2w v E 1 SEFIC B TEL holdase JEPEAYIE < FEHE X
N5, VI EPPALLICEINT WS, TDXHIT, ¥ v~=u YD holdase iEMED A H =X
LATDOWTI, w7 BB HEA TV S, LAL, vy u vy R v EO folding
ZfEEd 5 foldase JEMED X AH = X LD WTIIRMEIHCTH - 7z, Foldase & L THERES 2
Bric, v ~<m v folding B LOIE % v o3 7 HE KL, Z odEMEOERICHE Y
H2232FE20N50, 20 X5 mi@ENREICO W CoOERITIIREECH Y, 2T L
LT O IR E T C & 7z,

AL Cld, ko TN EHR] 0 TREFRGER ] ~OZFEICk T, vyr2r Vi
K22y =& folding DEERIEH A A =X L% fEHT 2 2 L ZHIET ., Fric,
folding i@ LD X v o 7 H & & v~ m viC X o TR E N2 @8HER 2 EERICDO W T ORE
TERE 2 =000, @IS NMR % o 7= BRE AT ICH Y M, ARBFFEIE. iR
%% o T folding BIERIH A 7 = XL ZFAT 2 L), TNETICHRVWEREZD 27D
DTHb, /T, ¥y vORREELEGF AT 4 7 2ALH] tvwi, AL ERLDZ
NE TOMFERRICITZIL 723 EH OS2 5 2 1 = X AEHICE Y T e, ARifFFE o sk
HE23H 5,

KRWFFEIE, ERICBT 20T LNV F ) AT =L TOREERTH % & v 8 7 B =R
1% folding IC B 1F 2 [WEIEHIH ] DO X H =X LfFIHZHIEL 720 BERRICIE, v r_mvo
WREZ T D A S = X LD W TR Y fHA 72, ¥ v _m v IZEROLER- GV A + %
HWTEE 2 v 7 OEROMHEBE 70 I A RHET 5 [ R-0-% 5] offiakk
BROD, MIRAREFELD INE TOMRICI > T, ¥y Ru VRS EEEZEKT 5 2 & T,
FEEATA P EES L, B2 E 2 T3 2 ERBEIN T\, T OREICHE:D
¥, HEEY yRu v ERNRE LG, BEEMITICEY HA 2,

Mz T, ¥ v~<uvic X3 folding D A 71 = X LEIICHLY $HA 72, BARIICIZ, &
YR YREDXHICLT foldase & LTHREL, HH X v 7 H D folding % et 2 D
D, ZFDA N =X LDOfREIHICELY fA 72, FE X v o827 E LT MBP XU PhoA #H



v, NMR i X 2 HEERENT, X O CO1LHE Ble odiiick 2 MDY Ial—v g v
WCHUY fHA 72, & 6, folding B EOIE £ v o 7E L vy =u v e OEJER i A1EH
% FBRD DFHMi 3 5 7z 00, EEHERINC D EY MA, . HONAET —XICDWnT,
BT AR ERH I 21T > 72,

ARWFFE TR, X v X2 EOREEIK (folding) 1Tl 2 T, & v ¥ 7 EHEAROREIER LA
=X LDFERZ B L 7-FIC I fHA 72, & 2 CIFRIC, W-itHZBEIC X - THRE
TRV EENRE L, W-BH MR TS 2880 & v o 7 BRI EAEH O fidhr .
WA DB OB R LI X o T, D TFERADA D =X LA EIL XV THL2ICT S
TexHEMELR, T Tk, COL ¥ Athd, KL BO1 ¥E Bakf & odEdfic X oC, AL4)
T B BEMEEBIR A Y O, HiAERLIY AN HEEL 72,

2021 FEIX, Fricr ¥y v YOS BEEBKE N L ZEREZH O X 7 = X LfEH%EZ Bi5 L
=W Ic Y #lA 72, BARRICIiZ, PO A —7 72 %2 — (TF) ¥+ ~<=u vicxtd 3 fEbric
YA, HEfA A vick o CHEBERHIE NS 2 & 228 5T/ Thermus
thermophilus 2k ® TF (TtTF) €2 T, HFHic X 23RO 2 =X L o—hi%H L
I L7z, TNE T, TTEICHER A L. ZOMEESGH I NS 2 L iddmE I nTwi
D, ZDANZXLIAHTH o 72, KWL TIE, A A v 23 TITF OfEELREICE 2
LRGEEMNTI LI T A, In A A vofiEic X o T, TITF 2EE L. % REEHKL
I N2 2 LS IR - 72, FFIFRREE O O fTiFEIc X - T, KBE TF (EcTF)
DL BEEGRICK o THEZ VN LDRiEF AT 4 7 A %ZHF L, 2wt ECTF O
HEHEL T2 ERHL I I N T 528, TITF ZfighiE&ic L - T 8L T2 ¢
Eh o, FARD AN =X LT K o THREEZFZAIREICL TW A T EBRBI N, TNHD
e IC D W T, G FHE % 1T o 72 (Zhu et al. Biology (Basel), 2021),

2022 fEFEIZ, FIC v vy 2 m v o foldase iEPED A 7 = X LEIHICHL Y fHA 72, ECTF ¥+
v ENRE L, HE X V7B folding 125 2 2 58 % WS4 RS, 225 RRER b
S>TiHliL7z, T30, FE X v X7 ED folding % FFE I3~ 2 SEHRR ZHEEE L 72,
HE 2 v R L, SREOEEA A S ¢ BICHIRL, ZEAlORE S T 7%
[E1% 72> 5 D folding (refolding) ##IHI L 7z, Folding DB#fICiZ, A+ vy 7 b 7u—FX W
~A 7 uiEEHWZIEZ{TRo7ze ALy 77—t OoWnWTliE, TiRDOZEE LW
H T O IRFEHE TR WRETH o 7243, = A4 7 a fEgHE IC D2 W» Tt RGN R L&D
Mtz ER, 2V N 7EOREZIZ - FERREZWEL o, ~ 4 7 v ik o KR OfERIC
LoT, 7r—twrERHORA e a3 R REIC I o 7z, HIER 7 b v, CD A2
Pz E%EHAIL . folding FRMAIC O W T OREBEMAIET 2L LI, TF vy v v
75 folding IR DIRAEIC 5 2 2B R FHM L 7z, X ST, YEFEEITIZ, A=A+ TV 7T
EV2 K% Prof. Gottfried Otting & O H:[RIFFE 2 & & L folding BLAIIC 351F 2 HAfrhHFE i
DWTHF L7z, BHEEIE, folding OWFFEZ T Tl R, X v N 7V EEAEROREIEZK
DA H =R LREHICHEY A, B, AN O 2 b L AR ZE S Hsfl 2 v 52 HD%



ARG D A 77 = X LEIICHLY A 72, 53 06aHIT° NMR 2 w72 gt 3 X U° Col Bt
Bl oRFAFRICL 2> I 2L —v 3 VI X 2FFIIC X 5T, Hsfl 258 ERICIGE L
THESEZL L, HEERDPOLBERICBITT 22 E2HLIC L7z, 2OREICONT, X
¥FK %1177 - 7= (Kawagoe et al. Biochemistry, 2021),

2023 R FIC, W@PESYEEE 7z folding Ol &, > ¥ = wv v folding IC5- % %
R OFMICH Y A 72, BRIz, A by 7 7 e —lIEIC L > T v 7 EOEER
R RN 3 2 EERARAMEL, 72203 L7z APy T r7a =T TldR, w472
o iig e vz 7 v —HERICOWT O - Rk L. HEA~7 bt X BUNEELEL.
CD OHlIFET — 2 Z#HUS L 72, NMR % V722 % =0 v -FE & v o8 28 O R H AR FENT I
DWTHHED 7z, HEDOFERFZ» LR ONIEHRT — 22 iE T 27201, F¥lET 2
W N R T 0 720 X VNV EEEROREEIZI A /1 = X LREIRIC O Wit RIZEMETH
W R O EBOEREER v 3 2 BT W T OERIZK D A 71 = X L fFEIRICHLY FHA 72, NMR
AT RS 2 513 O 5, 7 3 7 BIREE L ~ L O EE#R % thuoic, oeshil
2 HiFH N5 ZRIEECEARBICO W COIEH, PAMEREIZIC X 2 WG, >~ I 21—
vavick Pl AL R OIGEER L. SANRIREZT R o7, Ebic, RARE
VE& v o8 2 DW-WA B 2 HIH 3 2 & v = a v ic oW b 3 L - skl 3
J2y oy OlEHETCHEEENERICOWTHHL 2T L 72,

HHEOMUIEEZKIL., BRI E T 2 RIS FHEAILRIGTH 5, HBADKY
_R7FVEBAM VB LD, BRICERI NS TRIE, SR L b5, ZoEKICE T 558
7 a2 2D RIGHEE L, EPFICBE T RFEHTH 5, dBRENICE T 2 EH R ) =7
F P LR IC T, RS EIE I KBTI 5, 2% ) Z oEfei, ko

(FER-FHE 101 RG] oME BT 2 L8 TcE T, ZoMHICIIBERKSDOES
BEGT DMEND D,

PURBGE K DR AL, HEFED K ) ~ 7' F VO JFTRMECH 2, TORICTOWTEA
. MRS CIZRK X L 2 3AH 0 B droplet 23, PURBGERE R Y = 75 VA2 &R IC
T B L RFER L, REEEEGARED — I E2 WS 21 Lz, T 5 DPNEDOL Ry
7 ABREEIC X0 MRAEETE L folding 2SR I TV 2 Z L 2R I, IR D &
assembly, folding @ —#H D VIR ETZHOEIED TERFHICEDE 205 5, KifFEICH T
% PURMGE T BOBEFE O FEll 7 B ARRH 13 . N TIREE COPURMEEZ K., & b ITIZIERAR ST
THOMURE G Z flREic 3 2 N LERSHEEOEZY) v h <,

AL I, [FERIC X 2 WiAH 8t droplet] &\ 5 M@ o BN RICH ICE B L, AR
WK ME folding DI A 77 = X L% i3 %, FFic, droplet WICH U <=7 F P
I X AL, BIERIEENC X o THURMEETER Il E N2 A A = X L% 57T L < TH L A
I3 %, BARIICIE, Bfi2 5 folding, assembly ICE % —#H D EHHE O PYRIEEZK 7 7
 AEMIAL, £ ZICEE N 2 BEGYHN ., ALENGIHRK 2R EST 2 2 L2 HIWE T 5,



Fric, BO1 BRI 2SEaFe b L 72 UGS E OB IC B 1T 2 L F v 7 ZEAEHIEH2, folding
& assembly ZZNEANICHED 2HICTH 5 L FEZHNZDHT LV TOMEEL HEET,
AW DO & 72 % THIENEERIC X % droplet G % [Droplet KIGHICE T 5 5
THiE L folding FIE] 1%, B0l WA OMfsEZ @ L TR I W TH 2, 2D L)
I, TNE CTOWFEREIC I L [droplet KIS IC B 1) % & HE YRGS BOEE O 5T 4
fEiH | 2 B3 ic, AR OMEANEDRH 2, T 510, BERIC K S droplet 1k, FERFICE
FOMERARE LIFD D TH 5, EF, MINITIEK TS droplet X, ¥ 7 F AV RiE R
& DI NERE 2 GELRIC T 5 . Ao EECEXEN 3 2 0 FikiEs & L CIEH S . B4 7
EHED O S droplet B¥REIN TS, et L, BO1 BAfIC X 23 droplet @
KT, BRPIEKT 2910 T droplet TH Y| [FERKRICY | & LT droplet Dk
REZTRET 5, COXHIC, MEROBRKICD TFER-FEE 101 KIE] oftaz [BERK
JG5-FE D% 5310 -2 RG] ~EE T B RIS, AT ORIE N & RIBER D 5,

AL, DIEFIRIC B T, IS FERAERDO R P L7 v TR ZAREICT 5 [ A Y
R — VG C O AREIERIH > 2 7 L DRI Z HIE St L L TEDS T 65, %
DEIRIZ. FERNFR~T v FEEERO N THEEE % 12 U CTHlREIC T 5 N LA K FE D HAig
YHZREMT 5, B0l B IC X o Cd TR T T droplet] % BARIITFFENS &
U, RS % BIE S 2 BER O #17- 72 SOGTERE [ BER IS E-HE D “% 5y F-- W -% 5017 RG] D
Tz Al T2, 2oy LEELZ DT LXATHIHL, EAE DR & folding,
assembly 1C % 2 KfFIAOMALNE A E YRS HOBR 2 Kk T2, REHR@mIC L L%
ST Bt L, B3R droplet 20 TAMFHIFEIC L VERESEL, 4 0EHED
hR - BEREZ E RIS, RZH2 T,

2021 EREIE, /NEEP AR SOCS DTEA 7 = X L 2O 2ICT 5720, 7 14E
VBRI XL OB ) A — L 2R 2 L 72, BRI, SR L A2 i il SO
BOR T %2 R L CTH b, 2021 FE IS ARS8 O TE L3 X THK A 7
ZXALEHL I 5720, A0 BiEFRE & i L. NMR HIEIC X 2 Viffkld - X4 F 2
7 AR AT o T2 % ORGSR MNP L ERIANEESOGE DT KR F OS2 L 222 6 2 &
I L 72 E 72, 2021 FREIX. MR LA ARG o a2 Bs L. EirE %2 i
HL7zhku b7 7 4 —BEAMBEZKE L, invitro TOLFAAEICE DK & HK D
ARSI L 72e & D iC, AMEERIEESOGIG ICEL D JA £ 1 2 IR % BfE 2 [FE L. AR
SN DJETHROZALZIB S T L BR[RE L Tr o 72, & DAGRIIAI FR IR SOS S 1 H#
i L 72 SR F 2 BUATAER & consistent TH 0, ALAAUIE SIS O NER D packing
REE D FEAM %7 I HE & L 72 (Matsusaki et al. Biology, 2021, Tanikawa et al. Molecules, 2021,
Okumura et al. Structure, 2021, Hirayama et al. iScience, 2021, Okumura et al. Current
Opinion in Structural Biology, 2021, Okada et al. Molecules, 2021),

2022 EREIE. ML ERIRBE RIS DTER A 71 = X L2 H OIS 2720 3 TFHEY
W FEIC K VB SC F A — L e 2R 2t L7z, 2021 4REED o Al ie AL 2R il



BRICHORIA T2 R L TE D, 2021 FEL2 5[ E 2022 FEE. MIZPILTH
f R SOCS DI ES L MHRA =X L2/ O 20T 5720, A0L BEgFRE & /1 L. NMR
HIE IS X 2 ViR GG - X4 F 27 AT (T o 720 % ORfGHR. ML ERIAREES)GY DTG
BMRTFDOT I /BT A AV b EREX 22T ThEEERA S Z LT LT, &
ST, AL AR S G5 IS A R R RSO R EIC R o 72, T D IC, HIFEE2L L5 Ehi & M
NP LRt OGS ot z BYfe L. BT %2iE» Lt b €27 7 4 —BME %
& L 72 (Park & Nat. Photonics 2018), # OfEHE. X0y v<o v R, HH. K
DFALEYI DK O RHRILICEEN L, IBMEIC B0 28R 2R3 2 & 3k 7z, & O ICHTAE
JE D T H - 7 MIIENREEIC 35T, U20S Mifigx v <, SEikEE % v CRREE L
7ot M foci ZMERES 5 C L o3Hk7z, 72, CO1 BERTRA & 1770 U, JROGEE A | £
D RS DAL EHIEI A FIREIC 72 5 L E 2 b b, Rl O LETTLEY) & B L &
L T¥3 L 7z (Kuramochi et al. Peptide Science, 2023, Okumura et al. bioRxiv, 2023, Okada
et al. Chem. Lett., 2023, Nishino et al. RSC Adv., 2022, HA&AE 5 F4E, Biophysics and
Physicobiology).

2023 R, WAL ERIRBE R G DTER A 71 = X L2 O IS 2 720 HEEY)
o ALE, AN TFEOMAEIC XL Y . Z OB )N — & T s R T
52 BHIEL 720 FFE L 72K+ D A BAERBRRE D BEAR & | AR AL Rl S35 o Al
L ZAT o 7o MTEPL AR IS LGS D HERE D BRfig 1 B L <. SBRE N D BRI B TRIL
PGS DSIRACI 7 + — VT 4 v T ffilid 2 A——2 v v P — L LTOLE
b SOGSCd 5 2 & 252 % 1R 72, KIT, Ml L AERI AR SOGHS 1S e & 1 2 (R %
BEDBIRICBIL €. TR IS 2 2 & T, A—rS— T v v — & L C Ol 5
DIFEIEED X SICTTEI NS 2 &b o 7o, MIIENAL E R AR G © rI AL IC B0
T, MR ARIE SOCE D K F % ZEIC IR & & 7= U20S Mg Z/EK L. foci DI DA
EHER LR Z T2, WTE. s EHEL w3, £72, CO1 BERIR & 77 L. RIGE
IERE D S G5 DALAAFIEI S A[REIC 72 2 L B 2 Db Rl OFEALETTL &Y % BrlFE
LiiX e LCHR L7z, 512 DbEWIL. /INEERN O %D H DR OIEETTIEIC b %7
S>TW5hbZ e %Zp L7 (Okada et al. Chem. Sci., 2023, Kuramochi et al. Chem. Commun.
2024, Arai, Okumura, et al. Communications Chemistry, 2023, Saio et al. bioRxiv, 2024,
Muraoka et al. Chem. Sci. 2024)

AL s, B i, AT A 70 aF 0T CoEMBE T, IENEE T R b
LT v THNCHEE L T2, Z 0GR, HHEICEAZHESHRESMEY HE ., SRA4
MERERTICE o T 5, —J7. EFEDES L OFRIE L, RABHDOFTHA 515
BGIROREREEAIREL U7z, BANEZ AR CRLE L 72 /K B AG A 5 AL 0 BUALAS A A o S 1c X
> T, WP TIRTOG T =Y B—RNIC, BRFICANZNRZEME~ERL, %
AR THEIE 7 & ORI - BRI ICE A 7P R AREE SRR E N D, & OIFRE & 4



32T, BRA RS LAY 2 HRIICEE - BE S5 2 & T, MWIERECE
T A A VLR EOMEER ST 5 Z L A AREE L, HEEEEIC IS B b RlE
Tothwezbwx 3, Lo L, ERSF. AR S 02 I %2 . B0k
FrHMBEE L TR MAT y TRERT 2 2 L IO THEECH 2, 2D L id, AR

DS WIS EPHRRICHEET 2 2L 2 BEWRT 5, kit B 221
X, XU AERIGECEECEIN 2R - R G T 2 RO Ico kB s TH A I,
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