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Interaction Analysis of FABP4 Inhibitors by X-ray Crystallography and Fragment
Molecular Orbital Analysis
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Apo— and antagonist—binding structures of vitamin D receptor ligand—binding domain in
solution studied by MD and SAXS hybrid approach
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P2-16 FSal—iarZRLViz CYP1A2 IZxd AEEF TG TR
Prediction of sites of metabolism of compounds for CYP1A2 by combined molecular
simulations

Bk KB SAITO, Hiroaki

ELFEMIAT RIKEN

AWFETIIN T Ry X T ST I 2 b—a U EHOCTERREEEE e
2\ P450:CYP1A2) THRH S A AN OB TR ZITH, S DICHEANREFORISHEL B
LT LWRAaTEELERL, &FEE QKRB TH Z1T 5.

K% (30 43)

Bl £ 2+tvyi32(16:00-17:30) HE

16:00-16:10

P2-04 Exploring Structural Diversity and Ligand Binding Property Consensus from
Protein Structure Database

OKADA, Akitoshi Ryoka Systems Inc.

16:10-16:20

P2-06 Molecular dynamic approach to identify significant PTP1B inhibitors to combat
diabetes

BIBI, Shabana Maebashi Institute of Technology

16:20-16:30

P2-08 Predicting inhibitory and activatory effects of drug candidate compounds from
chemically—induced transcriptome data by a multitask learning with gene perturbation
similarity

SAWADA, Ryusuke Kyushu University

16:30-16:40

P2-10 Efficient Similarity Search Using Multiple Reference Molecules on PG—Strom
architecture

KAIGAI Kohei NEC Business Creation Division

16:40-16:50

P2-12 Application of deep learning for large scale data with standard performance
workstation(s)

KITAJIMA, Tetsuro Research Institute of Systems Planning Inc.

16:50-17:00

P2-14 Human insight in drug discovery: docking pose selection in protein—ligand docking
and hit—-compounds selection in structure—based virtual screening

YAMAMOTO, Kazuki The University of Tokyo

17:00-17:10
P2-21 GPCR/Membrane Model Builder for Molecular Dynamics Simulation
WADA Mitsuhito Next Generation Natural Products Chemistry

17:10-17:20

P2-25 Discovery of Novel LPA-1 Antagonists — Computational Analysis for Molecular
Design -

EGASHIRA, Hiromu Ono Pharmaceutical Co., Ltd.

17:20-17:30
P2-28 An Application of Deep Learning for Classifying Chemical Structures
WAKABAYASH]I, Yoshinori BY-HEX LLP



