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Route Network Osaka Metropolitan University 

P006 Teppei Yamada Development of a secondary structure dependent protein backbone model for SPICA coarse-
grained force field Okayama University 

P007 Yi-Chen Tsai Integration of Structure-based Network Potentials with a Physics-based CG Model for Protein 
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jointly identify FDA-approved drugs that modulate SARS-CoV2 -1PRF and suppress its replication National Tsing Hua University 

P030 Chih-Hui Lin Using alternative conformations from MD simulations to develop new drugs targeting Omicron 
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using coarse-grained molecular dynamics Keio University 



  

Poster No. Name Title Organization/ University 

P035 Meng-Chi Hsieh The Possibility of Linker Rotation Induced CO2RR in MOF-253 Materials: The Comprehensive 
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Surface for CO Electrochemical Reduction 

National Taiwan Normal 
University 

P037 Vy Thuy Nguyen Interfacial Architectures Derived by Additives for High Yield Lithium Redox-Mediated Nitrogen 
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in Water Using Coarse-Grained Molecular Dynamics Simulations 

Indian Institute of Technology 
Kanpur India 

P043 SUDESHNA MADHUAL Insights on Oxide Ion Transport In Yttria Doped Ceria from Molecular Dynamics Simulations IIT Guwahati 
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bond lifetime analysis Osaka University 
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Solid-Electrolyte Interface: A Theoretical Study 
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Science and Technology 
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First-Principles Calculations 

National Taiwan University of 
Science and Technology 
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Novianto Structural Stability of Zeolitic Ices Augmented by the Inclusion of Hydrogen Molecules Brawijaya University 

P088 Satoki Ishiai Unsupervised learning method using graph neural network for ice interface molecular dynamics 
simulation Keio University 

P089 Grzegorz Lazarski Tool assisted development of glycosaminoglycan (GAG) parameters for the SPICA forcefield Jagiellonian University / 
Okayama University 
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P090 Varad Jayant Daoo Screening of Metal Organic Frameworks for paraffin/olefin separation synergizing molecular 
simulation, machine learning, and active learning 

Indian Institute of Technology 
Kanpur India 

P091 yano kentaro Graph neural networks for structural classification of glass-forming liquids: Unveiling the 
prediction framework osaka university 

P092 Kai-Yuan Kuan Predictions of Selectivity and Kinetic Isotope Effects for Reactions with Nonclassical Dynamics 
from Trajectories with Machine-Learned Forces Academia Sinica 

P093 Takeo Sudo Quantitative classification of self-assembly of amphiphilic molecules by combining molecular 
simulation and machine learning Keio University 

P094 Jerwin Collado Quirante In Silico Design and AI-Guided Synthesis of Cytidine Derivatives as Potential Inhibitor of SARS-CoV-
2 RNA-Dependent RNA polymerase (RdRp) 
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P095 Venkata Siva Krishna 
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University 
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saccharides National Tsing Hua University 
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and Technology (POSTECH) 

P102 ĐỒNG CAO HIEU Exploring energy landscape of neutral and protonated di-, tri- and tetra-glycine with assistance of 
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of Education 
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University 
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dynamics study 

Indian Institute of Technology 
Guwahati 

P106 Masaki Hiratsuka Vibrational Spectra of Water Molecules in Clathrate Hydrates with Machine Learning Force Field Kogakuin University 
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P107 Taichi Inagaki Hybrid Monte Carlo Method with Potential Scaling for Canonical Multimodal Distributions and 
Relaxation Processes Keio University 

P108 Yuya Matsubara Development of a solution statistical mechanics theory describing the molecular permeation 
through lipid membrane Osaka University 

P109 Kazuya Okita Diffusion theory of molecular liquids based on the energy representation solution theory and 
application to solvation dynamics Osaka University 

P110 Yun-Chu Chou A generic rotamer model to explain the temperature dependence of BSA protein fluorescence Tamkang University 
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National Chung Cheng 
University 
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Processes Waseda University 
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Science and Technology 
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