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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
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•• 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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•• OptimizationOptimization--based methodsbased methods
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•• 3D pharmacophores3D pharmacophores
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The Next 25 Years?The Next 25 Years?
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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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Basic Principle of ForecastingBasic Principle of Forecasting

““Give them a number or give them a date,Give them a number or give them a date,
but never both.but never both.””

Edgar FiedlerEdgar Fiedler
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Technology Adoption CycleTechnology Adoption Cycle
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Information OverloadInformation Overload

•• 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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A Mobile CAS ServiceA Mobile CAS Service
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New Infrastructures, MiddlewareNew Infrastructures, Middleware

•• ee--ScienceScience
•• CyberinfrastructureCyberinfrastructure
•• eSciDoceSciDoc
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““Here we sit side by side with thoseHere we sit side by side with those
on whose shoulders we standon whose shoulders we stand””

Michael Lynch, 2002Michael Lynch, 2002


