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DRUG DISCOVERY TOMORROW 

Therapeutic 

target  

Chemistry  

Check chemical 
feasibility  

Synthesize 
or buy  

Test 

Check 
ADME/Tox 

Report  

Analyze  
SAR 

Generate 
chemistry ideas  

In-house 

Knowledge 

survey  

ELN 

Known ligands  

DBs 

Journals & 

Patents  

ELN 

Flatfiles  

Docs 

Biology 

Federated 

search system 

Chemistry 

integrator  

Biology 

integrator  

Integrator for 

biomedical 

data 

Literature 

management 

tool  

Integrator for 

drug safety  

http://www.rcsb.org/pdb


TWO APPROACHES TO SOLVING THE CHALLENGE OF DATA ACCESS 
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EXAMPLE IMPLEMENTATION OF THE FEDERATED MODEL 
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CONTAINS ALL PUBLISHED AND HISTORICAL CHEMISTRY DATA 
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THE REAXYS DATA BASE 

ÅCompounds, substance property 

data, preparations, reactions, and 

bibliographic informationé 

éfrom 400 core chemistry journals 

éfrom relevant chemistry patents 

ÅManual extraction of all the data  

ÅCoverage of 500 property data fields, 

from basics like boiling point or 

melting point, via crystal data and 

magnetic properties, to spectra  

ÅAll together 750 million data points  

ÅHistorical chemistry dataé 

édating back to 1771   
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SUPPORTING MULTI-DISCIPLINARY RESEARCH 
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EXPANDED BIBLIOGRAPHIC CONTENT IN REAXYS 

ÅBibliographic data from 16.000 

periodicals covering chemistry and 

related sciences have been loaded 

into Reaxys 

ÅThis goes beyond journals and 

patents, it includes conference 

proceedings, business articles, 

reviews etc.  
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