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Research Association for Next-Generation Natural Products Chemistry)
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Invited Lecture
13:20 - 14:00 Chairperson: Fumiyoshi YAMASHITA

I-03 Development of a new QSAR analysis method to study drug-drug interactions of

human ABC transporters: Application to drug discovery and cancer therapy ----+- 8

“Toshihisa ISHIKAWA™, Hikaru SAITO", Hiroyuki HIRANO'
(*Tokyo Institute of Technology, NGO Personalized Medicine & Healthcare)

Special'Session

14:00 - 14:40 Chairperson: Miki AKAMATSU & Hiroshi TERADA
SL-01 Computer-aided molecular design: From QSAR to pharmacophore-based ligand
proﬁling --------------------------------------------------------------------------------------------- 3

“Thierry LANGER

(Department of Pharmaceutical Chemistry, University of Vienna, Althanstrasse 14, 1090
Vienna, Austria)

Poster Presentation

14:50 - 15:50 (Poster presentations with odd numbers)
15:50 - 16:50 (Poster presentations with even numbers)

Symposium on Structure-Activity Relationship

IKP-01 A qguest for novel chymase inhibitors by 3D pharmacophore-based virtual screening

...................................................................................................... 33
©Shin-ichiro OZAWA, Shoichi ISHIDA, Maho HABUKA, Shuichi HIRONO
(School of Pharmacy, Kitasato University)
KP-02 Energy-based analysis and prediction of peptide-HLA interactions
...................................................................................................... 35
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KP-03 Estimations of selectivities of opioid agonists using three 3D-QSAR models based

on each alignment of molecules docked into n, x, and 3-opioid receptors «-+-+-+:- 37

oNoriyuki YAMAOQOTSU, Shuichi HIRONO
(School of Pharmacy, Kitasato University)
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reSldue ............................................................................................. 39
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(*Faculty of Pharmacy, Meijo University, “Institute for Protein Research, Osaka University,
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Of Mycobacten'um CYPlZl ..................................................................... 45
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regress[on ....................................................................................... 47

“Tomoki YOSHIDA, Shuichi HIRONO
(School of Pharmacy, Kitasato University)

KP-08 Analyses of protein — ligand interaction of BACE1 and its ligands using fragment
molecular orbital method ..................................................................... 49

©Yuji HASHIMOTOQ?, Norihito KAWASHITA™ 2, Hirotomo MORIWAKT, Yu-Shi TIAN?,

Tatsuya TAKAGI"?
(*Graduate School of Pharmaceutical Science, “Research Institute for Microbial Diseases,
3Graduate School of Information Science and Technology, Osaka University)

KP-09 Insilico analyses of interactions between hexosaminidase A and its high potent

l[gands --------------------------------------------------------------------------------------------- 51
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(*Kitasato University, School of Pharmacy, “Department of Hospital Pharmacy, University
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©Akihiro HIRAMA, Hiroaki KATO
(Toyohashi University of Technology)
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(*National Institutes of Biomedical Innovation, Health and Nutrition, °National Institute of
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©Yoshiyuki SATO, Hiroaki KATO
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Plenary Lecture

17:00 - 18:00 Chairperson: Yoshiaki Nakagawa

PL-01 A structural view of allosteric control of transcription by steroid nuclear

receptors .......................................................................................... 1

Isabelle M.L. BILLAS, Bruno P. KLAHOLZ, Dino MORAS

(IGBMC, Centre National de la Recherche Scientifique (CNRS), UMR 7104, Institut National
de la Santé et de la Recherche Médicale (INSERM) U964, Université de Strasbourg, Illkirch,
67404, France)

Banquet
18:10 - 20:10 Kyoto University, Shiran Kaikan



Thursday, November 17

Oral Presentation

9:30 - 10:10 Chairperson: Shinji SUNADA
KO-03 An automated de novo ligand design framework utilizing open source software

©Ryuki KUDO, Tomoko ADACHI, Hiroyuki YAMASAKI, Yoshihiko NISHIBATA
(School of Pharmacy, Kitasato University)

KO-04 visualization of chemical space and protein space considering compound-protein
lnteractlon ....................................................................................... 25

©Ilwao MAEDA, Hiromasa KANEKO, Kimito FUNATSU
(School of Engineering, The University of Tokyo)

10:10 - 10:50 Chairperson: Mayuko TAKEDA-SHITAKA
KO-05 Sstructure similarity search using the hierarchy of its NTGs

“Tetsuo KATSURAGI, Yoshimasa TAKAHASHI
(Department of Computer Science and Engineering, Toyohashi University of Technology)

IKO-06 Constructing prediction models of adverse drug reactions using machine learning

...................................................................................................... 31
©Hiroaki MORIUCHTI", Yu-Shi TIAN?, Hirotomo MORIWAKT", Satoshi AOKE, Nobuki
TAKAYAMA?, Norihito KAWASHITA', Takayuki HIBI, Tatsuya TAKAGI**

(lGraduate School of Pharmaceutical Sciences, Osaka University, Graduate School of
Information Science and Technology, Osaka University, 3Graduate School of Science,
Kobe University, “Research Institute for Microbial Diseases, Osaka University)

Invited Lecture

11:00 - 11:40 Chairperson: Hirosato TAKIKAWA
1-04  Total synthesis of hatch stimulating agents of cyst nematodes

Keiji TANINO
(Faculty of Science, Hokkaido University)

Luncheon Seminar
OpenEye Japan Co., Ltd
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Invited Lecture
13:20 - 14:00 Chairperson: Hiromasa KIYOTA

I-05 Synthesis of azadirachtin, an insect antifeedant

“Naoki MORI, Hidenori WATANABE (Graduate School of Agricultural and Life Sciences,
The University of Tokyo)

14:00 - 14:40 Chairperson: Masahiro MIYASHITA

1-06 Protein-ligand interactions studied by molecular simulations

OTohru TERADA, Yoshitaka MORIWAKI, Tatsuki NEGAMI, Kentaro SHIMIZU
(Graduate School of Agricultural and Life Sciences, The University of Tokyo)

Invited Lecture
14:50 - 15:30 Chairperson: Masateru OHTA

1-07 Protein dynamics investigated by a combination of molecular dynamics

simulations and small-angle x-ray scattering experiments «-«-«-:-=«oxoeoeeereaeess 15

°Mitsunori IKEGUCHI
(Graduate School of Medical Life Science, Yokohama City University)

Awards Ceremony.
15:30 - 16:00

Closing Remarls
16:00 - 16:05
Yoshiaki NAKAGAWA
Associate Professor, Graduate School of Agriculture, Kyoto University
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