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Online Structure Activity

GVK’ BlO Relationship Database

GVKBIO Online Small Molecule Databac
covering over 5.3 million compounds with 18 mil

GOSTAR (GVK BIO Online Structure Activity Relationship Databa:
scientific database product of GVK BIO. It integrates information
discovery & development stages as well as marketed drugs. Info
includes SAR, ADME, toxicity, preclinical, clinical and structural
compounds with 18 million SAR points.

Data Coverage Manual Curation with Monthly update

I Contains data from 308,847 Journals Trootml IN®.9,0f Compounds : 5.3 million
62,305 Patents from 1970, Product, leafhgisunds PR Development / Approve
documents, Websites, Posters and Co&ferences : :

| ompounds with Mechanism based To

Data Content

Chemical Data
I Smiles, Toxic Structures/Metabolites|jJ InChi, Lipinski Data,
CAS No., Compound Names & Synon s, Scaffolds,
Frame works, Ring Systems, Core grpppd, NRtural
products i

1,000,000

Biological Data
I Bindihmg-,vitlim-viVisssays (Proteins witt

Synonyms, eléhlss, cgdufffoeial Names,

Gene/Entrez ID, PDBID) |
i ADME (Species, Metabolite enzymes)

conversion, CYP enzymes)
I Toxicity(General & Organ specific tc
metabolites data)
Clinical Data (Adverse events, Drug
Study Design, ROA & ROE)

I Standard Ontology for Therapeutic #
Adverse events (MedDRA), Proteins '

|
QgOCBII)I InhibitMdh ActivifG0 ED50 MIC50

Bibliography Data M Binding-45,79,833 M Binding with Mutation
i Patents, Journals, Authors, PUBMED ID, DOl & Com

J | y . .
Names, Mergers and Acquisition data Functlonai/1’|4/,c97,f2aﬂ Funct!onaMtwoth
mutation-31,471

B FunctianaVi8m, 80,574

Database Utility

I Rapid Access to current knowledge

.\ Design Predictive Models (QSAR / PRRIAE: o kg accessed behind the cli
Ildeal fdedicinal Chemists, Biologists, Ch
'Rinformaticians, Market Researchers &

1 Hit lIldentification & Lead OptimizatF’oI
People .

i Virtual Screening



GOSTAR Search
GOSTAR search page allows

Interface

theStugeturtep Search using SDF,

test

i Try and

queries
of the databalsxport

in every ifidklvance search using

the data

logical

SMILES or SN

operators

in formats

like SDF,

RDF,

I Mine every aspect

Activities Display

GVK BIO Online Small Molecule Database
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GOSTAR List

GOSTAR List

Views

& Customized views help in analyzing the data. On selecting Sy

indicating the number of records belonging to selected list will appear.
Therapeutic Area #of GVKIDs Reference #of GVKIDs Target #of GVKIDs Assay Method #of GVKIDs # of Targets
CANCER 5061 1. Med. Chem., 2009, 52 (4), 964-975 294 EGFR 7070 ELISA 320 28
ATHEROSCLEROSIS 345 Nat. Chem. Biol., 2008, 4 (11), 691-699 214 ERBB2 1467 HTRE ASSAY 168 35
ARTHRITIS, RHEUMATOID 307 Chem. Rev., 2001, 101 (8), 2573-2600 212 C-SRC TYROSINE KINASE 1252 MTT COLORIMETRIC ASSAY 149 1
PSORIASIS 235 Bioorg. Med, Chem., 2004, 12 (9), 2409-2417 123 VEGFR2 1218 MTT ASSAY 106 1
INFLAMMATION 235 Eur. J. Med, Chem., 2008, 43 (4), 781-791 122 ABLL 702 SULFORHODAMINE B (SRB) ASSAY 72 0
RESTENOSIS 212 1. Nat, Prod., 1992, 55 (11), 1529-1560 118 PDGFR BETA 636 CELL-FREE ASSAY 67 8
OSTEQPETROSIS 182 Bioorg. Med. Chem., 2003, 11 (21), 4643-4653 94 IGFIR 431 IMMUNOAFFINITY CHROMATOGRAPHY. 65 1
NON-SMALL CELL LUNG CANCER 182 1. Med. Chem., 2002, 45 (18), 3865-3877 87 PDGFR 407 INTACT-CELL ASSAY 63 4
PULMONARY FIBROSIS 164 1. Med. Chem., 2005, 48 (4), 1107-1131 83 TYROSINE-PROTEIN KINASE LCK 381 SOLID-PHASE ELISA ASSAY 62 2
CARCINOMA, BREAST 162 1. Med. Chem., 1994, 37 (6), 845-859 72 PKA 375 CAM ASSAY 55 0
PROLIFERATIVE DISEASE 148 1. Med. Chem., 1989, 32 (10), 2344-2352 71 FGFR1 354 TIME-RESOLVED FLUOROMETRIC ASSAY 51 1
MALIGNANT DISEASE 135 ). Med. Chem., 1996, 39 (1), 267-276 69 INSULIN RECEPTOR 335 CELL PROLIFERATION ASSAY 44 1
DIABETES MELLITUS 125 Chem. Biol. Drug Des., 2008, 71 (5), 434-446 65 PKC 317 AUTOPHOSPHORYLATION ASSAY 43 10
NON MALIGNANT TUMORS 123 Bioorg. Med. Chem., 2003, 11 (23), 5117-5133 63 EPH RECEPTOR B4 305 DELFIA ASSAY 37 4
TUMOR 119 Mini. Rev. Med. Chem., 2002, 2 (3), 201-208 63 PKC ALPHA 271 SDS METHOD 30 0
CARCINOMA, OVARIAN 115 Eur. J. Med. Chem., 2007, 42 (1), 81-86 61 VEGFR1 267 LIQUID SCINTILLATION COUNTER 26 1
LUNG CARCINOMA 115 1. Med. Chem., 1994, 37 (14), 2129-2137 60 CDK1 252 ANGIOGENESIS METHOD 25 3
ANGIOGENESIS DISORDER 108 Chem. Rev., 2001, 101 (8), 2541-2571 58 TYROSINE-PROTEIN KINASE TEK 250 MTS ASSAY 25 1
CARCINOMA, COLON 106 1. Med, Chem., 1999, 42 (26), 5464-5474 56 MET PROTO-ONCOGENE TYROSINE KINASE 247 IMMUNOBLOT ASSAY 24 2
RETINOPATHY 104 Curr. Med. Chem. Anti-Canc. Agents., 2004, 4 (2), 173-197 55 TYROSINE-PROTEIN KINASE KIT 246 COLORIMETRIC ASSAY 13 1
ALZHEIMER'S DISEASE 97 HEMOPOIETIC CELL KINASE 245 INTACT CELL ASSAY 11 4

GOSTAR Data Presentation Tools

GOSTAR tools helps in understanding the results in various dimensions like P
sub structures with biological activity; finding the relationship by scatter pl
molecules on the normalized activity value with a specific source, analyze the

Results Overview Activity Analyzer

Heat Maps Molecular Pairs Chemistry View

Property Space Clustering -MCSS Scatter Plots

GOSTAR



Publications

Drug Discovery Today Vol. 1
Numbers 15/16 (August 2011)

Evolution of physicoghemical ANALYSISMoIecuIar clinical ¢

properties of marketed sdicugs: h gl ‘ h ) ir}telliqence: a systE 'Iﬁr
can history foretell tW&ViE{ture? The influence of the Ofgén'zlgr}ggﬁng clinically focused
Bernand 'Faller, Giorgio Ottaviani, factor .On compound quality 'gafety knowledge to early-stag:
Peter'Ertl, Giuliano Berellini and AfdH EoAjsEovery drug discovery the GSK expe

Novartis Institutes for BioMedical Resejarch, Basel Switzerland

Drug Discovery Today Vol. 1
Numbers 21/22 (November 201

2 D E. Vahd "> N Y ', Moh mad Al-Ah s |
Novartis Institutes for BioMedical Research, PaulbDidyessdhA, abd/Stephen A. St-Gallay* Darren V.S, Green. Stepnen Plokett, Gibvanni Vitullis duan 1. Lusng
Eheminformatics Letters 19 (2009) 69 43-6947

What Do Medicinal %@%ﬁmism Bioorga?ic & Medici.nal Chem tters

Actually Make? Chemistry Physicochemical pﬁ rty
drug discovery literature and patents: Ranking A 50-Year Retrospective profiles of marketethidirugs,
1654 human protein targets by assayed . . clinical candidates and
compounds and molecular scaffolds JWD n aptahl; Inc kR Ws\lltt:;: aiedrel\;Inayr kG rAe.e I:\A’u rcko bioactive com poun ds

Christopher Southan!, Kiran Bopanna’, Sarma ARP Jagarlapudi’ and Sorel Muresa

Christian Tyrchan, Niklas Blomberg,

Vertex Pharmaceuticals Inc., 130 Waverly Street, Cambridge Massaghsaeu%sngzkl\éIQ,SIUml-l;pISelglreys Kogej, Sorel Muresan

Me dl;:ln;ﬂ, J. Med. Chem. 2009, 52, 1953- 1962
., Chemistry Novel Chemical Space Exploration via

6752.J. Med Chem 2009, 52, 6752-6756 Aol Natural Product

DOI: 10.1021/jm901241e ChemistryCentral atural Froducts

. . t L
Escape from Flatland: Increasmg Saturation Joseph R0§cn, Johan Gottfnc§,* Sorel Muresan, Andres
. . .. . . Backlund," and Tudor I. Opera
as an Approach to improving Clinical Success Journal of Cheminformatics Department of Medicinal Chemistry, Division of Pharmacognosy, BMC,
- " - it L . . . Uppsala University, Box 574, $-751 23 Uppsala, Sweden, Pharmnovo Inc.,

Frank Lovering, " Jack Bikker," and Christine Humblet' Q of the exg F ity Sahlgrenska Science Park, S-413 46 Gothenburg, Sweden, Dees GLobal
Wyeth Research Chemical Sciences, ‘200 Cambridgepark Drive, Cambridge, between public and commercial datab of bi i pound COmpund Sciences, AstraZeneca R&D $-431 83 Molndal, Sweden Division of
Massachusetts 02140, 401 North Middletown Road, Pearl River, New York Christopher Southan!2, Péter Varkonyi? and Sorel Muresan*3 Biocomputing, MSC11 6145, University of New Mexico School of Medicine,
10965 and "' 865 Ridge Road Manmouth Junction, New Jersey 08543 Albuquerque, New Mexico 87131

GOSTAR Statistics Other Products

GOBIOM
Super Family N T Record Unique ; ; ;
LIPSt amaviiame NS ELICE | vy GVK BIO Online Biomarker Database (GOBIOM) is

a comprehensive collection of all the «clinically
GPCR 477 1,648,739 | 1,008,465 -

evaluated, exploratory and Yadnme siedrte maerk e r's
PEPTIDASE 44 el Il associated with different therapeutic areas
OXIDOREDUCTASE 890 253159 | 175980 reported in global clinical trials, published literatt
KINASE 824 822,352 517,674 GOBIOM has information on Biochemical, Genomic,
HYDROLASE 869 257,687 183,436 Scoring scales and Cellular markers for 16 differe
TRANSFERASE 571 170734 | 125941 reported wutilities Ilike diagnosis, prognosis, monii
ION-CHANNEL a7 319,487 208,843 tr_eatment response, surrogate, efflt?acy anq .toxu:lty

with respect to a marker's preclinical, clinical anc
TRANSPORTER 259 125,068 83,528 ) ) )

every data point hyperlinked to a valid reference.
NHR 61 167,374 | 110430
LYASE 129 oZEr || VAT Clinical Trial Outcome Databases
ISOMERASE 105 29274 | 21876 These are summary level safety and efficacy outce
PHOSPHATASE 112 39,565 26,333 available clinical literature. GVK BIO in collaboratio
INTEGRIN 31 10,361 8,448 these databases in selected disease areas.
LIGASE 90 9,957 8922 ) )

These databases assist companies to conduct comg
CYTOKINE 39 9,588 9,040 ) . S

analysis, correlate biomarkers to clinical outcome
ULAEGHIATOL [ZCUC: 4 A 2720 differentiation strategies. Further they are supporte
GROWTH FACTOR 12 3104 2,787 consulting services by GVK BIO and QS respectively
Others 982 172,131 139,140

GVK'BIO

Accelerating Research
GVK Biosciences (GVK BIO) is Asia's leading Cont
GVK BIO provides a broad spectrum of services,
across the R&D value chain.

ganization.

Analytical Services Biology Services " Chemig ology
" Clinical Research " Informatics " Process R For more information plea
Contazdinf@gvkbio.com viswww.gostardb.com _
Visitww.gvkbio.com or contawpgport.gostar@gvkbio.c



