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OverviewOverview
•• Literature analysisLiterature analysis
•• Hardware and infrastructureHardware and infrastructure
•• Web 2.0 Web 2.0 
•• The Semantic WebThe Semantic Web
•• Text miningText mining
•• CombichemCombichem
•• Evaluation of scientific methodsEvaluation of scientific methods
•• ConclusionsConclusions
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BibliometricBibliometric AnalysisAnalysis

Willett, P. Willett, P. A A bibliometricbibliometric analysisanalysis
of the literature of of the literature of chemoinformaticschemoinformatics. . 
AslibAslib Proc.Proc. 20082008, , 6060(1), 4(1), 4--17.17.
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Citation Analysis Citation Analysis -- CaveatCaveat

•• ““Must citesMust cites””
•• Reviews and perspectivesReviews and perspectives
•• Bias toward older papersBias toward older papers
•• Etc.Etc.
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Trend Toward ApplicationsTrend Toward Applications

Willett, P. A Willett, P. A bibliometricbibliometric
analysis of the analysis of the Journal of  Journal of  
Molecular Graphics and Molecular Graphics and 
ModellingModelling. J. Mol. Graphics . J. Mol. Graphics 
ModellModell.. 20072007,, 2626(3)(3),, 602602--
606.606.
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Highly CitedHighly Cited
1.1. KoradiKoradi et alet al. MOLMOL: a program for . MOLMOL: a program for 

display and analysis of display and analysis of ofof macromolecular macromolecular 
structures. structures. J. Mol. Graphics J. Mol. Graphics ModellModell.. 19961996,,
14,14, 5151--5555.. ((32983298 citations)citations)

10.10. Dunker Dunker et alet al. Intrinsically disordered protein.. Intrinsically disordered protein.
J. Mol. Graphics J. Mol. Graphics ModellModell.. 20012001,, 19,19, 2626--5959..
((242242))

11.11. GolbraikhGolbraikh, A.; , A.; TropshaTropsha, A. Beware of q, A. Beware of q22! ! J. J. 
Mol. Graphics Mol. Graphics ModellModell.. 20022002,, 20,20, 269269--276276..
((172172))
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JCIM

J. Chem. Inf. 
Comput. Sci.
(JCICS)
is now
J. Chem. Inf. 
Model. (JCIM) 
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Most Cited JCICSMost Cited JCICS--JCIM PaperJCIM Paper

Allen, F. H.; Davies, J. E.; Allen, F. H.; Davies, J. E.; GalloyGalloy, J. J.; , J. J.; 
Johnson, O.; Kennard, O.; Johnson, O.; Kennard, O.; MacraeMacrae, C. , C. 
F.; Mitchell, E. M.; Mitchell, G. F.; Smith, F.; Mitchell, E. M.; Mitchell, G. F.; Smith, 
J. M.; Watson, D. G. The development J. M.; Watson, D. G. The development 
of versions 3 and 4 of the Cambridge of versions 3 and 4 of the Cambridge 
Structural Database System. Structural Database System. J. Chem. J. Chem. 
Inf. Inf. ComputComput. . SciSci.. 19911991, , 31,31, 187187--204.204.
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Most Cited Most Cited JCICSJCICS--JCIMJCIM since 1996since 1996

(compare 2005 rank)(compare 2005 rank)

1.1. Fletcher, D. A.; Fletcher, D. A.; McMeekingMcMeeking, R. F.; , R. F.; ParkinParkin, D. The , D. The 
United Kingdom chemical database service. United Kingdom chemical database service. J. Chem. J. Chem. 
Inf. Inf. ComputComput. . SciSci. . 19961996, , 3636, 746, 746--749. 749. HIGHERHIGHER

2.2. Willett, P.; Barnard, J. M.; Downs, G. M. Chemical Willett, P.; Barnard, J. M.; Downs, G. M. Chemical 
similarity searching. similarity searching. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci.. 19981998, , 
3838, 983, 983--996. 996. HIGHERHIGHER

3.3. Brown, R. D.; Martin, Y. C. Use of structureBrown, R. D.; Martin, Y. C. Use of structure--activity activity 
data to compare structuredata to compare structure--based clustering methods based clustering methods 
and descriptors for use in compound selection. and descriptors for use in compound selection. J. J. 
Chem. Inf. Chem. Inf. ComputComput. . SciSci.. 19961996, , 3636, 572, 572--584.584.
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Most Cited Most Cited JCICSJCICS--JCIMJCIM May 2008 May 2008 
versusversus July 2005July 2005

4.4. OpreaOprea, T. I.; Davis, A. M.; Teague, S. J.; , T. I.; Davis, A. M.; Teague, S. J.; LeesonLeeson, P. , P. 
D. Is there a difference between leads and drugs? A D. Is there a difference between leads and drugs? A 
historical perspective. historical perspective. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci..
20012001, 41, 1308, 41, 1308--1315. 1315. HIGHERHIGHER

5.5. HannHann, M. M.; Leach, A. R.; Harper, G. Molecular , M. M.; Leach, A. R.; Harper, G. Molecular 
complexity and its impact on the probability of finding complexity and its impact on the probability of finding 
leads for drug discovery. leads for drug discovery. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci..
20012001,, 41,41, 856856--864. 864. HIGHERHIGHER

6.6. WesselWessel, M. D.; , M. D.; JursJurs, P. C.; , P. C.; TolanTolan, J. W.; , J. W.; MuskalMuskal, S. , S. 
M. Prediction of human intestinal absorption of drug M. Prediction of human intestinal absorption of drug 
compounds from molecular structure. compounds from molecular structure. J. Chem. Inf. J. Chem. Inf. 
ComputComput. . SciSci.. 19981998, , 3838, 726, 726--735. 735. HIGHERHIGHER
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Most Cited Most Cited JCICSJCICS--JCIMJCIM May 2008 May 2008 
versusversus July 2005July 2005

7.7. Brown, R. D.; Martin, Y. C. The information content of Brown, R. D.; Martin, Y. C. The information content of 
2D and 3D structural descriptors relevant to 2D and 3D structural descriptors relevant to ligandligand--
receptor binding. receptor binding. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci.. 19971997, , 
3737, 1, 1--9. 9. HIGHERHIGHER

8.8. PlattsPlatts, J. A.; , J. A.; ButinaButina, D.; Abraham, M. H.; , D.; Abraham, M. H.; HerseyHersey, A. , A. 
Estimation of Molecular Linear Free Energy Relation Estimation of Molecular Linear Free Energy Relation 
Descriptors Using a Group Contribution Approach. Descriptors Using a Group Contribution Approach. J. J. 
Chem. Inf. Chem. Inf. ComputComput. . SciSci.. 19991999; ; 3939, 835, 835--845.845. HIGHERHIGHER

9.9. Irwin, J. J.; Irwin, J. J.; ShoichetShoichet, B. K. ZINC , B. K. ZINC -- A free database of A free database of 
commercially available compounds for virtual commercially available compounds for virtual 
screening. screening. J. Chem. Inf. Model.J. Chem. Inf. Model. 20052005, , 4545, 177, 177--182. 182. 
NEWNEW
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Most Cited Most Cited JCICSJCICS--JCIMJCIM May 2008 May 2008 
versusversus July 2005July 2005

10.10. Pearlman, R. S.; Smith, K. M. Metric Validation and Pearlman, R. S.; Smith, K. M. Metric Validation and 
the receptorthe receptor--relevant subspace conceptrelevant subspace concept.. J. Chem. J. Chem. 
Inf. Inf. ComputComput. . SciSci. . 19991999, , 3939, 28, 28--35. 35. HIGHERHIGHER

11.11. Wildman, S. A.; Wildman, S. A.; CrippenCrippen, G. M. Prediction of , G. M. Prediction of 
physicochemical parameters by atomic physicochemical parameters by atomic 
contributions. contributions. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci.. 19991999, , 3939, , 
868868--873. 873. NEWNEW

12.12. KearsleyKearsley, S. K.; , S. K.; SallamackSallamack, S.; , S.; FluderFluder, E. M.; , E. M.; 
AndoseAndose, J. D.; Mosley, R. T.; Sheridan, R. P. , J. D.; Mosley, R. T.; Sheridan, R. P. 
Chemical similarity using physiochemical property Chemical similarity using physiochemical property 
descriptors. descriptors. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci. . 19961996, , 3636, , 
118118--127. 127. NEWNEW

13.13. Hawkins, D. M. The problem of Hawkins, D. M. The problem of overfittingoverfitting. . J. Chem. J. Chem. 
Inf. Inf. ComputComput. . SciSci.. 20042004, , 4444, 1, 1--12. 12. NEWNEW
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Most Cited Most Cited JCICSJCICS--JCIMJCIM May 2008 May 2008 
versusversus July 2005July 2005

14.14. RandicRandic, M.; , M.; VrackoVracko, M.; , M.; NandyNandy, A.; , A.; BasakBasak, S. C. On , S. C. On 
33--D graphical representation of DNA primary D graphical representation of DNA primary 
sequences and their numerical characterization. sequences and their numerical characterization. J. J. 
Chem. Inf. Chem. Inf. ComputComput. . SciSci.. 20002000, , 4040, 1235, 1235--1244. 1244. NEWNEW

15.15. KatritzkyKatritzky, A. R.; , A. R.; MaranMaran, U.; , U.; LobanovLobanov, V. S.; , V. S.; 
KarelsonKarelson, M. Structurally diverse quantitative , M. Structurally diverse quantitative 
structurestructure--property relationship correlations of property relationship correlations of 
technologically relevant physical properties. technologically relevant physical properties. J. J. 
Chem. Inf. Chem. Inf. ComputComput. . SciSci.. 20002000, , 4040, 1, 1--18. 18. NEWNEW

16.16. Wang, R.; Fu, Y.; Lai, L. A new atomWang, R.; Fu, Y.; Lai, L. A new atom--additive additive 
method for calculating partition coefficients. method for calculating partition coefficients. J. J. 
Chem. Inf. Chem. Inf. ComputComput. . SciSci.. 19971997, 37, 615, 37, 615--621. 621. NEWNEW
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Most Cited Most Cited JCICSJCICS--JCIMJCIM May 2008 May 2008 
versusversus July 2005July 2005

17.17. LewellLewell, X. Q.; Judd, D. B.; Watson, S. P.; , X. Q.; Judd, D. B.; Watson, S. P.; HannHann, M. , M. 
M. RECAPM. RECAP--retrosyntheticretrosynthetic combinatorial analysis combinatorial analysis 
procedure: a powerful new technique for identifying procedure: a powerful new technique for identifying 
privileged molecular fragments with useful privileged molecular fragments with useful 
applications in combinatorial chemistry. applications in combinatorial chemistry. J. Chem. Inf. J. Chem. Inf. 
ComputComput. . SciSci. . 19981998, , 3838, 511, 511--522. 522. NEWNEW

18.18. RusinkoRusinko, A., III; , A., III; FarmenFarmen, M. W.; Lambert, C. G.; , M. W.; Lambert, C. G.; 
Brown, P. L.; Young, S. S. Analysis of a large Brown, P. L.; Young, S. S. Analysis of a large 
structure/biological activity data set using recursive structure/biological activity data set using recursive 
partitioning. partitioning. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci.. 19991999, , 3939, , 
10171017--1026. 1026. NEWNEW
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Most Cited Most Cited JCICSJCICS--JCIMJCIM May 2008 May 2008 
versusversus July 2005July 2005

19.19. Tong, W.; Tong, W.; LowisLowis, D. R.; Perkins, R.; Chen, Y.; , D. R.; Perkins, R.; Chen, Y.; 
Welsh, W. J.; Welsh, W. J.; GoddetteGoddette, D. W.; Heritage, T. W.; , D. W.; Heritage, T. W.; 
Sheehan, D. M. Evaluation of quantitative structureSheehan, D. M. Evaluation of quantitative structure--
activity relationship methods for largeactivity relationship methods for large--scale scale 
prediction of chemicals binding to the estrogen prediction of chemicals binding to the estrogen 
receptor. receptor. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci.. 19981998, , 3838, 669, 669--
677. 677. NEWNEW

20.20. HuuskonenHuuskonen, J. Estimation of aqueous solubility for a , J. Estimation of aqueous solubility for a 
diverse set of organic compounds based on diverse set of organic compounds based on 
molecular topology. molecular topology. J. Chem. Inf. J. Chem. Inf. ComputComput. . SciSci..
20002000, 40, 773, 40, 773--777. 777. NEWNEW
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Fearless PredictionsFearless Predictions……

““Where a calculator on the Where a calculator on the EniacEniac is is 
equipped with 18,000 vacuum tubes and equipped with 18,000 vacuum tubes and 
weighs 30 tons, computers in the future weighs 30 tons, computers in the future 
may have only 1,000 vacuum tubes and may have only 1,000 vacuum tubes and 
perhaps weigh 1.5 tons.perhaps weigh 1.5 tons.””

Popular Mechanics, Popular Mechanics, MarchMarch 19491949
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1984 VAX 11/7501984 VAX 11/750

•• Clock speed 6 MHzClock speed 6 MHz
•• 2 Mb memory2 Mb memory
•• 134 Mb fixed disk134 Mb fixed disk
•• Two 67 Mb exchangeable disk drivesTwo 67 Mb exchangeable disk drives
•• Shared peripheralsShared peripherals
•• ££100,000 (1984 price)100,000 (1984 price)
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1992 PC1992 PC

•• IBMIBM--compatible, MScompatible, MS--DOS 2.1 or higher DOS 2.1 or higher 
machinemachine

•• 640K memory640K memory
•• a floppy drive (3.5a floppy drive (3.5--in. 1.44MB or 5.25 in.  in. 1.44MB or 5.25 in.  

1.2MB)1.2MB)
•• hard disk with at least 6MB availablehard disk with at least 6MB available
•• EGA or Hercules displayEGA or Hercules display

http://www.warr.com/15years.htmlhttp://www.warr.com/15years.html
Bretherick'sBretherick's Reactive Chemical Hazards Database Version 1.00Reactive Chemical Hazards Database Version 1.00



Wendy Warr & AssociatesWendy Warr & Associates

Infrastructure 2008Infrastructure 2008

•• Cyberinsfrastructure/eCyberinsfrastructure/e--sciencescience
•• Grid computing Grid computing 
•• Web 2.0Web 2.0
•• The Semantic WebThe Semantic Web
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A Mobile CAS ServiceA Mobile CAS Service
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SciTegic Pipeline PilotSciTegic Pipeline Pilot
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Workflow and PipeliningWorkflow and Pipelining

http://www.qsarworld.com/http://www.qsarworld.com/
qsarqsar--workflow1.phpworkflow1.php

•• KeplerKepler
•• TavernaTaverna
•• SOMASOMA
•• Pipeline PilotPipeline Pilot
•• InforSenseInforSense
•• KNIMEKNIME
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Data CartridgesData Cartridges
•• SymyxSymyx DirectDirect
•• AccelrysAccelrys Accord Chemistry CartridgeAccord Chemistry Cartridge
•• Daylight Daylight DayCartDayCart
•• ChemAxonChemAxon JChemJChem CartridgeCartridge
•• CambridgeSoftCambridgeSoft Oracle CartridgeOracle Cartridge
•• InfoChemInfoChem IC CartridgeIC Cartridge
•• TriposTripos AUSPYXAUSPYX
•• IDBS IDBS ChemXtraChemXtra
•• DotmaticsDotmatics PinpointPinpoint
•• Digital Chemistry Digital Chemistry TorusTorus

Source: Source: DeltaSoftDeltaSoft Inc.Inc.
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Social SoftwareSocial Software

•• Instant messagingInstant messaging
–– MSN Messenger, Yahoo Messenger, AOL Instant MSN Messenger, Yahoo Messenger, AOL Instant 

Messenger, Messenger, SkypeSkype
•• Text chatText chat

–– Internet Relay ChatInternet Relay Chat
•• Internet forumsInternet forums
•• BlogsBlogs
•• WikisWikis

–– WikipediaWikipedia
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Social SoftwareSocial Software

•• BlogBlog search enginessearch engines
–– GoogleGoogle blogsearchblogsearch, , TechnoratiTechnorati

•• Web feedsWeb feeds
–– RSSRSS

•• Rich Site Summary/Really Simple SyndicationRich Site Summary/Really Simple Syndication
–– AtomAtom

•• PodcastsPodcasts
–– Can be syndicated, subscribed to etc.Can be syndicated, subscribed to etc.
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Social SoftwareSocial Software

•• Social network servicesSocial network services
–– FacebookFacebook, , MySpaceMySpace, , FlickrFlickr, , YouTubeYouTube
–– LinkedInLinkedIn, , RyzeRyze, XING, XING

•• Social guidesSocial guides
–– WikiTravelWikiTravel, , TripAdvisorTripAdvisor

•• Social Social bookmarkingbookmarking
–– Tagging, tag clouds, Tagging, tag clouds, folksonomyfolksonomy

•• Social citationsSocial citations
–– CiteULikeCiteULike, , ConnoteaConnotea, , BibSonomyBibSonomy

•• Virtual worlds Virtual worlds 
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Most Popular Web SitesMost Popular Web Sites

1.1. YahooYahoo
2.2. GoogleGoogle
3.3. MSNMSN
4.4. YouTubeYouTube
5.5. LiveLive

6.6. MySpaceMySpace
7.7. OrkutOrkut
8.8. FacebookFacebook
9.9. WikipediaWikipedia
10.10. Hi5Hi5

English language sites, English language sites, AlexaAlexa, October 7, 2007, October 7, 2007
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RSC Project ProspectRSC Project Prospect
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RSC Project ProspectRSC Project Prospect
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InChIInChI GoalGoal

•• Provide a unique string representing a Provide a unique string representing a 
chemical substance of known structure chemical substance of known structure 
–– independent of specific depiction independent of specific depiction 
–– derived from conventional connection table derived from conventional connection table 
–– freely available freely available 
–– extensibleextensible
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InChIInChI ExampleExample

InChIInChI=1/C6H8O6/c7=1/C6H8O6/c7--11--2(8)52(8)5--3(9)4(10)6(11)123(9)4(10)6(11)12--5/h2,5,75/h2,5,7--10H,1H2/t210H,1H2/t2--,5+/m0/s1,5+/m0/s1

LL--ascorbic acidascorbic acid

http://en.wikipedia.org/wiki/Image:Ascorbic_acid.png
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InChIKeyInChIKey

InChIInChI=1/C17H19NO3/c1=1/C17H19NO3/c1--1818--77--66--1717--1010--33--55--13(20)16(17)2113(20)16(17)21--1515--12(19)412(19)4--22--9(14(15)17)89(14(15)17)8--

11(10)18/h211(10)18/h2--5,105,10--11,13,16,1911,13,16,19--20H,620H,6--8H2,1H3/t108H2,1H3/t10--,11,11--,13,13--,16,16--,17,17--/m0/s1/m0/s1

InChIKeyInChIKey = BQJCRHHNABKAKU= BQJCRHHNABKAKU--XKUOQXLYBYXKUOQXLYBY
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Words, words, wordsWords, words, words

•• The LordThe Lord’’s Prayer uses 56 wordss Prayer uses 56 words
•• The Ten Commandments, 297 wordsThe Ten Commandments, 297 words
•• The American Declaration of The American Declaration of 

Independence,  300 wordsIndependence,  300 words
•• The EEC Directive on the import of The EEC Directive on the import of 

caramel and caramel products uses caramel and caramel products uses 
26,911 words26,911 words
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Information Extraction Information Extraction 
Technologies in ChemistryTechnologies in Chemistry

http://www.infonortics.com/chemical/http://www.infonortics.com/chemical/
ch07/slides/hofmann.pdfch07/slides/hofmann.pdf

Martin HofmannMartin Hofmann--ApitiusApitius
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Chemical Named Entity Chemical Named Entity 
Recognition (NER)Recognition (NER)

•• TEMISTEMIS
•• InforSenseInforSense
•• SciTegicSciTegic
•• Open Source Chemical Analysis Open Source Chemical Analysis 

RoutinesRoutines (OSCAR)OSCAR)
•• IBM Chemical AnnotatorIBM Chemical Annotator
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Name to StructureName to Structure

•• CambridgeSoftCambridgeSoft Name=Name=StructStruct
•• ACD/Labs Name to StructureACD/Labs Name to Structure
•• OpenEyeOpenEye LexichemLexichem
•• InfoChemInfoChem ICICN2SN2S
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Structures from ImagesStructures from Images

•• KekulKekuléé ((JCICSJCICS 1992)1992)
•• CLiDECLiDE (Peter Johnson Key Module)(Peter Johnson Key Module)
•• OSRA (NIH Cactus)OSRA (NIH Cactus)
•• chemoCRchemoCR ((Fraunhofer/InfoChemFraunhofer/InfoChem))
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How Big is “Readily Accessible”
Chemistry Space?

diamindiamineR1 R2N N

6893468934 4145X X = 2.0x10= 2.0x101313

2.0x102.0x10 1313

= 40 million = 40 million pharmapharma ““decksdecks””

= 1,000,000 x compounds ever = 1,000,000 x compounds ever 
reported (Chemical Abstracts)reported (Chemical Abstracts)

= 60,000 years of screening @ = 60,000 years of screening @ 
rate of one million per dayrate of one million per day

R1 = R2 = R1 = R2 = acylatingacylating reagents, reagents, 
cleanly displaceable halides, cleanly displaceable halides, 
amines (to amines (to ureasureas via via ClCClC(=(=O)ClO)Cl), ), 
reductive reductive aminationamination substratessubstrates

CountsCounts refer to Available refer to Available 
Chemicals Directory (ACD)Chemicals Directory (ACD)

Source: Source: TriposTripos (as of 1995?)(as of 1995?)
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Library DesignLibrary Design

•• Random screening is too expensiveRandom screening is too expensive
•• Its hit rate is lowIts hit rate is low
•• False positives may be a problemFalse positives may be a problem
•• HTS consumes expensive compoundsHTS consumes expensive compounds
•• There are too many possible There are too many possible 

compoundscompounds
•• How to choose those most likely to be How to choose those most likely to be 

hits?hits?
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SelectionSelection

1010180180 possible drugs...10possible drugs...101818 likely drugs...likely drugs...
101077 known compounds...10known compounds...1066 commerciallycommercially
available...10available...106 6 in corporate databases...in corporate databases...
101044 in drug databases...10in drug databases...1033 commercial commercial 
drugs...drugs...

101022 profitable drugsprofitable drugs

Source: David Source: David WeiningerWeininger
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Instead of blockbusters andInstead of blockbusters and
““meme--toostoos”

•• Translational researchTranslational research
•• PharmacogenomicsPharmacogenomics
•• BiomarkersBiomarkers
•• Personalized medicinePersonalized medicine
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Generic StructureGeneric Structure

•• substituentsubstituent variationvariation
RR11 is methyl or ethylis methyl or ethyl

•• homology variationhomology variation
RR22 is alkylis alkyl

•• position variationposition variation
RR33 is aminois amino

•• frequency variationfrequency variation
n is 1n is 1--33

OH
R1

R2

(CH2)nCl

R3

Source: John BarnardSource: John Barnard
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Compound characterisationCompound characterisation
•• BarreiroBarreiro, G.; , G.; GuimaraesGuimaraes, C. R. W.; , C. R. W.; TubertTubert--BrohmanBrohman, I.; , I.; 

Lyons, T. M.; Lyons, T. M.; TiradoTirado--Rives, J.; Jorgensen, W. L. Rives, J.; Jorgensen, W. L. 
Search for nonSearch for non--nucleoside inhibitors of HIVnucleoside inhibitors of HIV--1 reverse 1 reverse 
transcriptase using chemical similarity, molecular transcriptase using chemical similarity, molecular 
docking, and MMdocking, and MM--GB/SA scoring. GB/SA scoring. J. Chem. Inf. Model.J. Chem. Inf. Model.
20072007, , 4747, 2416, 2416--2428.2428.

•• BarreiroBarreiro, G.; Kim, J. T.; , G.; Kim, J. T.; GuimaraesGuimaraes, C. R. W.; Bailey, , C. R. W.; Bailey, 
C. M.; C. M.; DomaoalDomaoal, R. A.; Wang, L.; Anderson, K. S.; , R. A.; Wang, L.; Anderson, K. S.; 
Jorgensen, W. L. From docking falseJorgensen, W. L. From docking false--positive to active positive to active 
antianti--HIV agent. HIV agent. J. Med. Chem.J. Med. Chem. 20072007, , 5050, 5324, 5324--5329.5329.
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Data Mining and VisualizationData Mining and Visualization
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Spiral View for SAR Spiral View for SAR 
InterpretationInterpretation

.

SmellieSmellie, A. General purpose , A. General purpose 
interactive interactive physicophysico--chemical chemical 
property exploration.  property exploration.  J. Chem. Inf. J. Chem. Inf. 
Model.Model. 20072007, , 4747, 1182, 1182--1187.1187.
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Evaluation of Computational Evaluation of Computational 
MethodsMethods

J. J. ComputComput..--Aided Mol. Des.Aided Mol. Des. 20082008,,
March/April special issueMarch/April special issue
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Open Data. Reusable ChemistryOpen Data. Reusable Chemistry

DUD
A Directory of Useful 
Decoys

http://www.collaborativedrug.com/
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EntrezEntrez Links Links 
and and 
NeighborsNeighbors

Protein 
Sequences

TermTerm
FrequencyFrequency
StatisticsStatistics

Protein
3D Structure

ActivityActivity
ProfileProfile
SimilaritySimilarity

PubChemPubChem
SmallSmall

MoleculesMolecules

PubMed
Literature

BioactivityBioactivity
ScreensScreens

VAST StructureVAST Structure
SimilaritySimilarity

ChemicalChemical
StructureStructure
SimilaritySimilarity

Source: Steve BryantSource: Steve Bryant
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Molecular Libraries RoadmapMolecular Libraries Roadmap
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