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2024 FXE|OMFERE
Excellent Presentation Award

Yuki Matsukiyo (Kyushu Institute of Technology)
Scaffold-retained molecule generation considering gene expression profiles
with deep learning

Shuya Nakata (Graduate School of System Informatics, Kobe University)
Exploring Synthetically Accessible Chemical Spaces with Product-of-Expert
Chemical Language Models

Piyatida Natsrita (Department of Biological Sciences, Osaka University)
Construction of Flavivirus database and therapeutic antibody discovery
using machine learning algorithm

Yiming Gong (Graduate School of Science, Kyoto University)
Physical Reservoir Computing Device Using Active Matter Composed of a
Swarm of Biomolecular Motors

Tatsunori Osone (Department of Regenerative Science, Okayama University)
SGCRNA: A Novel Tool for Gene Co-Expression Network Analysis Using
Spectral Clustering

Yuji Sakahashi (Omics Research Center, National Cerebral and
Cardiovascular Center)

Analysis of the usefulness of AlphaMissense score for predicting protein

function. -Evaluation by GLA, the causative gene of Fabry disease-

Casey J. Galvin (Elix, Inc.)
Optimization of Generator Reward Function Settings for Non-covalent KRAS

Inhibitors

Natsuki Kanazawa (Graduate School of Medicine, Kyoto University)
Large-Scale MD-Based CPI Prediction Using Supercomputer Fugaku
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2024 AR FRRAS—E
Best Poster Award

P07-29 Genki Kudo (Graduate School of Science and Technology,

P01-07

P02-13

P03-06

P04-04

P05-02

University of Tsukuba)
Automated Hit-to-Lead Optimization Using the SINCHO Protocol
and ChemTS

2024 FXERRASY—E
Excellent Poster Award

Takashi Yoshidome (Graduate School of Engineering, Tohoku University)
Deep-Learning model for Predicting the Replacement of Water Molecule
upon Ligand Binding

Ryosuke Kita (Department of Applied Chemistry, Kyushu University)
Prediction of quantum mechanical interactions between the ligand and
each amino acid residue in protein-ligand complexes

Takayuki Serizawa (Daiichi Sankyo Co., Ltd.)
Development of New data analysis platform for medicinal chemist in
Daiichi Sankyo

Katsuki Sato (Department of Chemistry, Tokyo University of Science)
Analysis of HS-AFM images of proteins combining MD simulation and
machine learning

Yuki Doi (Mitsubishi Tanabe Pharma Corporation)

Enhancing the Reliability of Machine Learning Predictions through
Quantitative Evaluation of the Applicability Domain: A Case Study of
Multi-Task Prediction Model of Unbound Fraction in Human, Mouse,
and Rat Plasma
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JUNSOO SONG (Institute for Protein Research, Osaka University)
A Novel Endometrial Cancer Patient Stratification Considering ARID1A
Protein Expression and Function with Effective Use of Multi-omics Data

Masami Sako (Tokyo Institute of Technology)
DiffInt: Integrating Explicit Hydrogen Bond Modeling into Diffusion Models
for Structure-Based Drug Design

Chung Wing Chan (Graduate School of Science, Kyoto University)
Anisotropic Swarming of DNA Modified Microtubules Under UV Light

Yunosuke Matsuda (Bathclin Corporation)
Decision-making model to enhance subjective well-being through
individualized lifestyle modifications based on counterfactual explanation

Hiromu Matsumoto (Graduate School of Engineering, Kyushu Unviersity)
Survival Analysis of Chronic Kidney Disease Using Multi-Regional Data
from the LIFE Study

CBI2024
Like! Poster Award

Shuhei Miyakawa (Graduate School of Pharmaceutical Sciences,

Osaka University)
Dynamical Interaction Energy Analysis of Elastase in Each Reaction State:
Insights from Molecular Dynamics and Fragment Molecular Orbital
Calculations

Kaho Akaki (School of computing, Institute of Science Tokyo)

Acquisition of Bias Information for Protein-Ligand Docking by Mixed-Solvent
Molecular Dynamics
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Klein, L.; Foong, A. Y. K.; Fjelde, T. E.; Mlodozeniec, B. K.; Brockschmidt, M.; Nowozin, S.; Noég,
F.; Tomioka, R. Timewarp: Transferable Acceleration of Molecular Dynamics by Learning Time-
Coarsened Dynamics. Advances in Neural Information Processing Systems, 2023, 36: 52863-
52883.

https://doi.org/10.48550/arXiv.2302.01170

DFEHFE (MD) (&, EED FROFEIREBOHN UGB ZIRRE T DL FERAEINZSZaL—
23>FETHD. EEFOMDSZaL—23>ZRBFEICEITIDEHCE. BERIAZT T AR
(1 fs=10" 5) DA—HF—(CREITDUENDD. —FH. I/INTBDITA—ILT 1 I IH RigE
IREEYYNEF N (CEBLBIEDZ < [FZTUX (1 ms=10"s) U EDRBRT —ILTRIS. TDIZoH.
CNSDBIEZEMD =L —>3>ICkoTHITULITBRICE. BERREEIX MY B. D
BIECHUTEESE. BFEEKRETI/ILZAWEZMD S ZaL—2 3> 0@ {bEFE [Timewarp] Z#H
FEUT.

Timewarp Tld. FRBEMREFTILDO—FETHSD Normalizing Flow ZEWT. 3 FROREFE DRI
BZBEN(CETIUELT D, BEANIC(E. BRIt (CBIFTDDFROETFERE X NSNS0 THE
DEMHAFEHERD 1(xsclx) ZIBRT—INSFB T 3. ETIULITIRMERORST t ME<LRB(EF
ERMERDEHCRDIN,. TDRZZaL—23> (CHEBRATYITHEAIRIT DI ENTE D, KA
RTIE 10°-10° RFwFD MD [CHZE I IRMFEE (1 =0.5-5x 107s) £#FBL. TILOTEHE
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DOEIRZE(CEDESFHMPDEVZRIA I DI LT, AN CMRIINILY Y > DS DB> T U >J%
EHRLUTWND, CNCFE. BASNTEY TILOBKREREZBS(CFHEiCcE 2 &U\S Normalizing Flow
OFFENEREIN TS,

FITEES(E TimewarpZ 7S Z2SRIFRICH U TEAL. TOYTUDJEENDERIEL
oo HEREUT, Timewarp (F2TOHERZTERELZTE UWVEEERTH>TU>T L. MDDSYFv >
RS>TOv hZEBVWEETBRIDICENTEZ, =5I(C. time-lagged independent component
analysis (TICA) ZRV\TRS SNIZELZTIREBORHEVEBBOY > U > IMKRE, EiEMdED
BT > FILE (effective sample size per second of wall-clock time, ESS/s) [CKDEEFHT LT
FEER. MD EHEE UL TH 7 Bom AR SNz,
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