Program tor Joint Molecular Simulation Workshop between Institute ot Science Tokyo and Keio University
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July 14 (Mon) Time Name Affiliation Title Chair
14:30 Doors Open / %
15:00|Kenji Yasuoka (% B88) Dept. of Mechanical Engineeing, Keio University Opening Remarks / Bi& D%
PI1 15:05|Akio Kitao (At ¥EA) School of Life Science and Technology, Institute of Science Tokyo Introduction to Kitao Laboratory / b E#F 50 E FFMEN Kenji Yasuoka
Oral 1 15:15|Zhen Bai (1 %) School of Life Science and Technology (D3), Institute of Science Tokyo Conformational Cycle of Sir2 in NAD*-Dependent Deacetylation of p53-ALY382
Introduction to Yamamoto Laboratory + Analysis of Heterogeneous Fields and Particle Behavior
Oral 2| 15:35|Yusuke Takagi (B &) Graduate School of Science and Technology (M2), Keio University via Mesoscale Simulation
IWAFFRE IR + XV RT =Ly I 2L —a VD& B3R —I5 L M FEB ORI Akio Kitao
X i L . . o Unveiling the Dynamics of Membrane-bound Protein AKT on Lipid Bilayers
Oral 3 15:52|Yuki Nakagaki (18 &%) Graduate School of Science and Technology (M2), Keio University RS LI 51 B A & < 5 BAKT DA A & 2 5 % ORRHS
16:05 (Break)
P13| 16:20|Noriyoshi Arai G #5t) Dept. of Mechanical Engineeing, Keio University Introduction to Arai Laboratory / 5 E RBEN
Study on Improving Adhesion at Phase-Separated Interfaces in Thermoplastic Starch/Biodegradable Kenji Yasuoka
Oral 4 16:30|Akihiro Yamaguchi (1L %) Graduate School of Science and Technology (D3), Keio University Polyester Composites
BAIBUT > TV /ERBIER Y TR T IVEEHMRICE I 2 ESBERE OB AR L ICET 2R
Pl 4| 16:50|Kenji Yasuoka (Z[@ 58;48) Dept. of Mechanical Engineeing, Keio University Introduction to Yasuoka Laboratory / ZRFABIZLE BN
An unsupervised deep learning method to identify characteristic amino acid residues from molecular
Oral 5| 17:00|Sosuke Asano GZE #) Graduate School of Science and Technology (M1), Keio University 2;;;;2;5;;;3;;ﬁfyzcjtpi?g;lj;gthy;f;m;5@%@@7 B O S L Noriyoshi Arai
Fi&
Poster| 17:30 (Poster presentation)
19:30|Akio Kitao (At ¥EA) School of Life Science and Technology, Institute of Science Tokyo Closing Remarks / BA& DR

Poster Presentation List / X & —F&KY X }
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Meng Fan (& JL)

Graduate School of Science and Technology (D1), Keio University

Molecular Dynamics Simulation of Molecular Adsorption Behavior on FePt Metal Electrodes
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Naoya Osato (KE Eth)

Graduate School of Science and Technology (M2), Keio University

Reverse Mapping from DPD Model to All-Atom MD Model of Star Polymer Self-Assembly Structures
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Toshiki Mori (7% &)

Graduate School of Gifu University (D3, Visiting Student in Yamamoto Lab)

Regulation Mechanisms of K-Ras Signal Transduction by Lipid Domains as Revealed
by High-Speed Super-Resolution Microscopy

Youtaro Takeda(EH BAER)

Graduate School of Science and Technology (M2), Keio University

Vibrational and Diffusion Dynamics of Water Molecules in FUS Protein Condensates: Molecular
Interpretation

Duy Phuoc Tran (f& 48 ™)

School of Life Science and Technology (Assisgtant Professor), Institute of
Science Tokyo

G Protein Coupling Selectivity of the Adenosine A2A receptor

Soichiro Kijima (A& {+—#8)

School of Life Science and Technology (D2), Institute of Science Tokyo

Nucleic acid-binding mechanisms in concert with intrinsically disordered region revealed by molecular
dynamics simulations of FUS protein
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7|Lu Wenbo (FE xX1%) School of Life Science and Technology (D1), Institute of Science Tokyo Investigating the Binding Characteristics between Glutathione S-Transferase and Anthocyanins
8|Vi Toan Lam School of Life Science and Technology (M2), Institute of Science Tokyo In silico study of transmembrane allosteric effect of CBD on CB1 receptor
9|Koki Yano (=8 5212) Graduate School of Science and Technology (M2), Keio University Investigating the Allosteric Inhibition Mechanism of PTP1B by Molecular Dynamics Simulation

DFHHFEY T2 —2avICLBPTPIBOTART Y v VBHEXA H =X LR

=

0

Naonobu Kuribayashi(EME(E)

Graduate School of Science and Technology (D2), Keio University

DFEHNFEICL ZAQPAMERR TN EEBT 2 KD FOP L E ICET 28R
Investigation of Water Fluctuations through the AQP4 Tetramer Pore Using Molecular Dynamics
Simulations




