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”Discovery consists of seeing what everybody 

else has seen and thinking what nobody else 

has thought.”

Albert Szent-Györgyi (1893-1986)



What do I expect from in Silico Drug 

Discovery Solutions?

• decrease research costs

• enable better experiment design

• provide better access to data

• increase collaboration across groups 

• reduce duplication end redundancy in 
experiments

• Leverage work already done

• Increase operating effciency



What can I expect from a single vendor 

system?

• Theory: 

Reduces cost, simplifies interface, only 

one piece of code 

• Reality: 

– Price changes, long customization

– Revolver selling/ packaging

– Functionality /Best of breed

– Migration trap



35 Integrator Partners

• Analysis and reporting

• Biological Data 

Management

• ELN

• Scientific Publishing

• Data Mining

• Workflow/pipeline tools

• Online Education

• SAR

• Laboratory Information 

Management

• Analytical chemistry

• Chemical inventory

• Chemical registration

• Sample management

• Patent search

• Toxicity and 

metabolites prediction



Can ChemAxon satisfy all my 

cheminformatics needs?

• NO - not ChemAxon alone

• YES – having many options and the 

freedom of choice 



Applications integrating ChemAxon 

Target 

Identification

Hit 

Generation

Lead 

Generation

Lead 

Optimization

Knowledge database and 

management

ELN

Scientific Publishing

Data Mining/ Analysis/ Visulisation

Workflow/pipeline tools

LIMS

Chemical inventory

Chemical registration

Sample management

SAR analysis

Toxicity and metabolites prediction, 

ADMET



Use cases

• Celgene/ using SEURAT and DeltaSoft

Registration

• Abbott / using SEURAT and Pipeline Pilot

• Evotec/ using Contur ELN and KNIME 



Consultants

INFORMATICS
MATTERS

Informatics solutions for drug discovery



What’s hot

• .NET implementations

• JChem Web services programming interface

• JChem for Sharepoint 



Find out more

• ChemAxon’s Partners

www.chemaxon.com/partner.html

• Product descriptions & links

www.chemaxon.com/products.html

• Forum

www.chemaxon.com/forum

• Presentations and posters

www.chemaxon.com/conf

• Download

www.chemaxon.com/download.html
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