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口頭発表演題 （１演題 10 分：発表 7 分、質疑応答 3 分） 

 

1.  [P1-22] A binding free energy calculation method along a modified 

thermodynamic path which avoids exhaustive enumeration of multiple  

protein-ligand poses 

Yoshitake Sakae 

Research Organization for Information Science and Technology 

 

2. [P1-28] Advanced methods to predict the property of cyclic peptides: exhaustive 

and efficient conformation search 

Kentaro Takai 

Fujitsu Ltd. 

 

3. [P1-29] Conformational Changes and Interactions of Calcium Ion Signal Transfer 

Protein Calmodulin and Calmodulin-binding Domain by Multi-scale and Docking 

Simulation 

Hiromitsu Shimoyama 

Kitasato University 

 

4. [P1-30] Autoencoder-based Analyses of Dynamic Allostery on Proteins by 



 

 

Regulator Binding 

Yuko Tsuchiya 

AIRC, AIST 

 

5. [P1-33] Computational approaches to drug-receptor binding kinetics 

Osamu Ichihara 

Schrödinger K.K. 

 

6. [P1-39] Thermodynamic, kinetic and computational analyses of the recognition 

mechanism of a flexible protein antigen by an antibody 

Ikuho Kaneda 

The University of Tokyo 

 

7. [P1-40] Ligand Binding Mechanism of an Enzyme Studied by Binding Free Energy 

Analyses for Mutants of the Protein 

Yoshiharu Mori 

Kitasato University 

 

8. [P1-47] Interaction Analysis between HEL and HyHEL10 by Fragment Orbital 

Method 

Norihito Kawashita 

Kindai University 


