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111 Activities /1111
2013
2013
GPCR
PDB ChEMBL/PubChem
SBDD
6
Thierry Langer
ABINIT-MP/BioStation FMO
3D-RISM

How to achieve a great track record in drug research services
Thierry Langer Prestwick Chemicals

116

2014
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M1 Activities ///1]
41
25 11 7 8
11 6
15:50
16:00
1 1m 7
10:30 - 10:35
10:35 - 11:15

KOO01 Chemical structure mining characteristic of adverse drug reactions

( o y y
KOO02 Correlational analysis of mutation and activation for DOI synthase mutants
DOI
O 1 y 1 1 1
11:15 - 11:55

KO03 Automatic homology modeling in consideration of non-natural amino acids

(0]

KO04 Computational de novo design of functionalized proteins with ideal structure

o , , - , David Baker

13:30 - 14:30
K101 Large-scale prediction of drug targets and drug side-effects with machine learning

14:40 - 16:40
14:40 - 15:40 15:40 - 16:40

16:50 - 18:00
KS01 The “K computer” project ~ The state of art technology and the best in class people ~

18:10 -
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11 7  14:40-16:40
Structure-activity relationship of 2-phenyliminochromene derivatives as potent inhibitors of the
tumor maker, AKR1B10

2-Phenyliminochromene AKR1B10
1 2 3 o 1 1 1 2
2 2 2 3 3

Calculation and measurement of binding free energy of 7-azaindole derivatives with glycogen
synthase kinase-34
Glycogen Synthase Kinase-33  7-Azaindole

1 , 2 o 1 1

2
Prediction of a ligand bound in the ATP binding site of human CK2a during the preparation
process of an apo form enzyme
CK2a

(0]

2 2 2 1

LERE-QSAR analysis of binding affinity of azole compounds with human cytochrome P450 2B6
CYP2B6
LERE-QSAR
O L L L

Development of a ligand-based virtual screening method for preliminary compound selection
(part 3): Validation and tuning of the method using DUD-E data set

L y y O
Predicting bioactivity of compound-drug target protein pairs by support vector regression
models using ligand efficiency-based training data

Ligand Efficiency Support Vector Regression

o

Toxicity prediction of chemical substances by active sampling: Neighbor search methods and
model selection

O 1

Relationship between the structure and the toxicity toward Bacillus subtilis subsp. subtilis as
bacteria of halogenated anilines
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Influences of three dimensional structures of peptides on stereoinversions of aspartic acid
residues

1

Evaluation of predicted structure of complex between CYP2B6 and artemether by molecular
simulations
CYP2B6 artemether

1 2 3 3 4,5

QSARs toward interspecies sensitivity assessment for amines and phenols
QSAR

o

QSAR on ecotoxicity to fish using chemical compounds’ classification

1 2 o 1 1 1,2 1,2

New development and improvement of two-class classification KY-methods that targets drug
safety prediction

o
Ligand-based drug design using the diacylglycerol acyltransferase 1 inhibitors
-1 Ligand-Based Drug Design

1 2 3 o 1 2 3

3 3 1

Computational study on the binding mode of [ -glucocerebrosidase inhibitor, calystegine B2
B -glucocerebrosidase calystegine B2

1 2 o 1 2 1 2 1

Clustering for protein structures composed of main chain and side-chains focussing on
ligand-binding site
O 3 L

Stationarity of 3-dimentional structure between the local structure of query protein and that of
predicted query model around ligand binding sites

e}

ASEDock2013: A novel method to place water molecules into putative water bridging sites
ASEDock2013: -

e}

Novel model quality assessment method based on a residue-residue distance map prediction

-27-



KP20

KP21

KP22

KP23

KP24

KP25

KP26

KP27

KP28

SAR News No0.25 (Oct. 2013)

Generation of drug-like molecules using the 3D conformation of a known ligand molecule

1 2 o 1 1 2

Development of compound clustering method for evaluation of in silico screening efficiency
In silico

CLST o , ,
Management status of hazard evaluation support system integrated platform (HESS)
HESS
1N|TE, 2 o 1, 1, 1, 1’ 1’ 2

Structure profiling of drug molecule using eigenvector of molecular matrix

e}

Diversity of chemical compounds and fragments using StarDrop
StarDrop
1 2 o 1 2

Development of the 3D structural feature analysis system for proteins based on the neighborhood
fragment representation

O 1

Development of the phylogenetic tree analysis system for proteins based on 3D spatial
arrangements of amino acid residues

(0]

Chemical space analysis of natural and commercial compounds

o
LERE-QSAR analysis of hydroxamic acid MMP inhibitors
MMP LERE-QSAR
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2 11 8

10:00 - 10:40
KOO05 In silico methods for drug repositioning

1 2 1 1 1,2

KOO06 Molecular recognition and 3D-RISM theory; Calcium binding affinity to calbindin DK
; D9k

11:00 - 12:00
KOO07 LERE-QSAR of inhibitors differences in the absolute configuration: Inhibition of pyrrolidine
compounds against influenza virus neuraminidase

LERE-QSAR
] y y ] y y
KOO08 Refinement and validation of LERE-QSAR procedure
LERE-QSAR
1 2 o 1 1 1 1
1 , 2 1 ’ ’ ’ ’

KO09 LERE-QSAR analysis on catalytic reaction of serine protease: Trypsin-series of substituted
phenyl hippurates complex
LERE-QSAR

13:30 - 14:10
KO10 SDOVS: A solvent dipole ordering-based method for virtual screening

(0]

KO11 Structure-activity relationships of nove/ a-glucosidase inhibitors derived from salacinol

G -
O 1 1 1 ) 1
14:30 - 15:30
K102 Thermodynamics of biomolecular interactions for drug design and screening: SITE
SITE
15:30 - 15:35
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http://bukai.pharm.or.jp/bukai_kozo/index.html

SAR News 25

SAR News

SAR News No.25 25 10 1

-30-

Perspective/Retrospective

Cutting Edge

SAR News

MEDALS



	SAR News No.25 (Oct. 2013)
	目次

	SAR News No.25 (Oct. 2013) Perspective/Retrospective 
	経産省ライフサイエンスデータベースポータルサイトMEDALSとデータベース統合への課題
	1. はじめに
	2. 産業技術総合研究所の統合データベースについて
	3. 経産省の統合データベースプロジェクトとポータルサイトMEDALS
	4. 日本の統合データベースプロジェクト～現状と将来～
	参考文献



	SAR News No.25 (Oct. 2013) Cutting Edge
	エピジェネティクスを標的とした医薬品開発
	1. はじめに
	2. FDA承認を受けたエピジェネティクス制御薬
	2.1. DNAメチル基転移酵素の阻害剤
	2.2. ヒストン脱アセチル化酵素の阻害剤

	3. 現在開発が進められているエピジェネティクス制御化合物
	3.1. ヒストンメチル基転移酵素の阻害剤
	3.2. ヒストン脱メチル化酵素の阻害剤
	3.3. アセチルリジン認識因子の阻害剤
	3.4. メチルリジン認識因子の阻害剤

	4. おわりに
	参考文献



	SAR News No.25 (Oct. 2013) Cutting Edge

	次世代エピジェネティックドラッグを目指したヒストン脱メチル化酵素阻害薬の創製研究
	1. はじめに
	2. LSD1選択的阻害薬の創製
	3. おわりに
	参考文献


	Activities

	構造活性フォーラム2013開催報告 「タンパク質－リガンド間相互作用解析と構造インフォマティクス」

	Activities 
	＜会告＞ 第41回構造活性相関シンポジウム





