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14!30 01-10 Nazim Medzhidov (Elix, Inc.) Construction in Pharmacokinetic Models" database analysis"
" | "Predicting inhibitors for SARS-CoV-2 RNA- dependent |02-11 Tetsuo Kitamura (Nonclinical Research 03-10 Naoko Kasahara (Department of Informatics
RNA polymerase using machine learning" Center, LSI Medience Corporation) for Genomic Medicine, Tohoku Medical Megabank
01-11 Mohini Yadav (Department of Engineering, Chiba "Analysis of monkey pose estimation using Organization, Tohoku University)
Institute of Technology) deep learning.” "Integrated Database “dbTMM” with family
10 "Theoretical insights into the molecular mechanism of linkage for stratification of cohort participants
A NA-I117V-Mediated Oseltamivir Resistance in H5N1 toward drug development”
30 Avian Influenza Virus" 03-11 Tsuyoshi Esaki (Shiga University)
=] "Estimation of relationships between chemical
(&) substructures and gene expression antibiotic-

resistance of bacteria: Adapting canonical
correlation analysis for small sample data by
gathered features using consensus clustering"

14:45

16:15

<OEEFEFR10>

[EHEEE (DFEE) )
ER: Al &% (BEEXF)
01-12 Kentaro Takai (Fujitsu Ltd.)
"Advanced methods to predict properties of cyclic
peptides: conformation analysis of peptides cyclized by
non-amide bonds"
01-13 Kei Moritsugu (Yokohama City University)
"Enhanced conformational sampling of cyclic peptide
Cyclorasin by coupled Nosé-Hoover equation”
01-14 Yuji Mochizuki (Department of Chemistry & Research
Center for Smart Molecules, Faculty of Science, Rikkyo University &
Institute of Industrial Science, University of Tokyo)
"Development status of ABINIT-MP program in 2020"
01-15 Koji Okuwaki (Faculty of Science, Rikkyo University)
"Development of multiscale FMO-DPD simulations for
molecular design"

<OmEFgEXR11>
[F—HYA IR/ {&EIRRET]
R : #8R Bk (BFAERIKT) . =H &XEp
(BW-r>>U3a7—%)
02-12 Haris Hasic (Department of Computer Science,
School of Computing, Tokyo Institute of Technology)
"Single-step Retrosynthesis Prediction based
on the Identification of Potential Disconnection
Sites"
02-13 Tomohiro Sato (Center for Biosystems
Dynamics Research, RIKEN)
"Deep neural network models to predict ion
channel inhibitors with pre-learning of activity
information of analogous proteins"
02-14 Ryota Jin (Laboratory of Clinical Pharmacology
and Pharmacometrics, Graduate School of Pharmaceutical
Sciences, Chiba University)
"Statistically estimating life-long progression of
chronic disease from the information of short
clinical trials"
02-15 Yasunari Matsuzaka (Department of Medical
Molecular Informatics, Meiji Pharmaceutical University)
"Prediction models of peroxisome proliferator-
activated receptor-gamma through a deep
learning-based QSAR analysis, DeepSnap"

<[OgEFER12>

[IAAALSTARTAYIR]
BE :BKHE (BERZKAF)
03-12 Satoshi Mizuno (Tohoku Medical Megabank
Organization, Tohoku University)
"Development of machine learning based
prediction model for hypertensive disorders of
pregnancy (HDP)"
03-13 Kota Fujisawa (Graduate school of Engineering
and Science, University of the Ryukyus)
"Selecting the genes related to COVID-19 with
PCA-based unsupervised feature extraction"

16:15

16:30
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Academic Association

<HE> <Cooperated by>

A RS 7 The Japanese Pharmacological Society (JPS)
HAA PRS2 The Physiological Society of Japan (PSJ)
o Thedopan Sy b vl ond, |
AR 1AW The Molecular Biology Society of Japan (MBSJ)
ERNEELY/L7/bE e The Biophysical Society of Japan

TE AL s Information Processing Society of Japan (IPS)

HARNSA A A T +~T 47 A%% Japanese Society for Bioinformatics (JSBi)
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< Sponsored Session >

Amazon Web Services Japan K.K.
OpenEye Japan Co., Ltd.

Fujitsu Limited

National Institutes of Biomedical
Innovation, Health and Nutrition
/ Life Intelligence Consortium

< Symposium >

Research activities for supporting drug
discovery by 1n-silico unit of BINDS
(AMED)

Japan Aerospace Exploration Agency

Al-Based Substance Hazard Integrated
Prediction System (AI-SHIPS) Project
(The Ministry of Economy, Trade and
Industry, Research and Development)

Development of in vitro human body/tissue-
mimicking model using high functional cell
devices - Consideration for
pharmacokinetic-oriented applications -

Japan Agency for Medical Research and
Development

RIKEN

< Enterprise Session >

Amazon Web Services Japan K.K.
INFOCOM CORPORATION

Elix, Inc.

KISHIDA CHEMICAL Co., Ltd.
G-Search Limited

Dassault Systemes K.K.

DKSH Japan K.K.

Dotmatics Ltd.

Patcore, Inc.
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MRSt — L R 72—V g v World Fusion Co., LTD.

< IKEEE> <Advertisement>

=R St MITSUI KNOWLEDGE INDUSTRY CO., LTD.
BASthy—o—v— CAC Corporation

< IRARSP—> <Logo Sponsor>

I TN RY vF Dy XU RIEHE Sigma-Aldrich Japan G.K.
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<Conference Chairperson>
Toru Natsume AIST

<Organizing Committee>

Chairperson:  Tsukasa Ishihara AIST
Kazuyoshi Tkeda RIKEN/Keio University
Seiichi Ishida Sojo University
Midori Kamimura Teijin Pharma Limited
Shinichi Katakura Keio University
Akihiko Konagaya Keisen University/

Molecular Robotics Research Institute, Ltd.
Takatsugu Hirokawa  AIST

Kaori Fukuzawa Hoshi University
Teruki Honma RIKEN
Kaoru Mogushi Fujitsu Limited

<Planning Committee>
Toutai Mitsuyama AIST
Koichi Takahashi RIKEN

Yusuke Yamada High Energy Accelerator Research Organization, KEK

<Program Committee>

Chairperson:  Hisashi Nakashima ExaWizards Inc.
VieChaiperson Tomohiro Shimada DAIICHI SANKYO COMPANY, LIMITED

Kazuyoshi Tkeda RIKEN/Keio University

Takeshi Ishikawa Kagoshima University

Toshihisa Ishikawa NGO Personalized Medicine & Healthcare
Seiichi Ishida Sojo University

Tsukasa Ishihara AIST

Yoshihiro Uesawa Meiji Pharmaceutical University
Tsuyoshi Esaki Shiga University

Akitoshi Okada Japan Tobacco Inc.

Soichi Ogishima Tohoku Medical Megabank Organization, Tohoku University
Shinichi Katakura Keio University

Koichiro Kato Kyushu University

Midori Kamimura Teijin Pharma Limited

Takatoshi Kawai Keio University

Ibuki Kawamata Tohoku University
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Keiko Kumazawa
Akihiko Konagaya

Ken Komiya

Yusuke Sato
Tomohiro Sato

Yugo Shimizu
Masakazu Sekijima
Yuji Takaoka
Kazutoshi Takahashi
Seisuke Takimoto
Yukio Tada

Hisashi Tadakuma
Shigenori Tanaka
Hirohisa Nagahori
Mitsuhiro Nakamura

Yayoi Natsume

Takatsugu Hirokawa
Kaori Fukuzawa
Naoya Fujita

Teruki Honma
Tomohide Masuda
Kenji Mizuguchi

Takashi Mizuma
Shigeki Mitaku
Kaoru Mogushi
Kenji Yamagishi

Kazuki Yamamoto

Kotaro Yuta
Hirofumi Watanabe

Reiko Watanabe

Teijin Pharma Limited

Keisen University/
Molecular Robotics Research Institute, Ltd.

Tokyo Institute of Technology

Tohoku University

RIKEN

Keio University

Tokyo Institute of Technology

Dassault Systemes K.K.

Ajinomoto Co., Inc.

Japan Tobacco Inc.

The Chem-Bio Informatics Society
ShanghaiTech University/The University of Tokyo
Kobe University

SUMITOMO CHEMICAL COMPANY, LIMITED
Gifu Pharmaceutical University

National Institutes of Biomedical Innovation,
Health and Nutrition

AIST

Hoshi University

TATHO PHARMACEUTICAL CO., LTD.
RIKEN

TORAY INDUSTRIES INC

National Institutes of Biomedical Innovation,
Health and Nutrition

Teikyo Heisei University

Emeritus Professor, Nagoya University
Fujitsu Limited

Nihon University

SHaL.X Inc./
Isotope Science Center, The University of Tokyo

In Silico Data, Ltd.
WithMetis Co., Ltd.

National Institutes of Biomedical Innovation,
Health and Nutrition
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MKI-DryLab

RELHEREZIRELET,

NAFAVTHRT 147 RIC
@ MKI-DryLab :: Platform

BEKROEBEBEC . —XITA-T-tx 27 TT7AR— FREBIFEEA 2 57 K _E(Microsoft

Azure) ICHEEE L. RSO HADOIENT, [ - B b - BHiEAE] AEHEAIE - o f
AV TART AT ABITRIRZEMH LT
A) Startup ——[§]mKiDryLab FF>
SHEREIRE, BLUNNMF A

: . L Y R R—— .
7ANT A 7 ARATEIRE sﬁﬂﬁwwﬁﬂy-myr R (e mfniBand

Microsoft Azure EICHEEE L £ 9,
B) Migration to Cloud
BEOA Y7L I REIECHEES
NTWEBEKROBITREZ 7 7
T RE~ABITLET, £/, HPC
HE#M I S A ADA— R —Y
YL & A RBERBROIEIRE '
EFEELET, =
@ MKI-DryLab :: Consulting
HFHILICh > TES =M FH A4 T X Dknowledge® 4 & 12, PERDBECZEE A X
Ry YUZMILBarvYLTa v TR TELET,

4 AQ*eNA

%R R 3R n D ZEM BN RE Al m H T I IS B 1T 3 BB ORIE - 2D
BirfERZzBEt, RE - - MRARICHETIEROEBNRILEREALET,

RSSO f—4y b HET— 25 £—4y MEBERS
et ] RRREET ) B 55 =4y MEBORE FES DA
BBBES 175 YL KA/ AT D e — 7 o Treat/control Lt&%>
\ FRERIA75V0 )| ®ilzamcegs ) | FEEEME ) FarH)a-savE

BN

SR A —H— - FT—RT7r—<v b
« Thermo Fisher Scientific (.RAW)

BENETT DS

- Waters (.RAW) =BT D
+ Sciex (WIFF) < BERET7ILIY XL .
sl l@ -\ [Ariadne] =
+ Bruker (D - .
+ Shimadzu (LCD) \ _ ‘“Ji%IEﬁEi{ _ ‘
« MzML (.mzML) 777 A2 A VE ”ﬁh
B - B TR T =% D 8

BHOMIGHKIRIC2EE L TE, BHEAVAEDELLZET W,

MITSUI =HERER 1T
. mK KN Vé/ EHDGE https://www.mki.co.jp/solution/bio.html

E-mail : sales-dg@mbki.co.jp
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