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Toolkits and desktop 
applications for 

cheminformatics



AurSCOPE
Unified Knowledge Database  Model

AurSTORE: 
Bioassay  Protocol Based 

Registration Platform

AurQUEST
Web based search  & view Interface

DDI Predict

AurPROFILER

AurPASS
Analysis/Display and decision support 

applications

Generating & Organizing Data into Knowledge



10 years Of High Quality Development

Aureus Global Pharmacology Space

63 897 Publications

3 208 102 Biological Activities

795 908 Chemical Ligands

2 248 Unique Targets

1 626 Human Targets

115 Therapeutic Classes



Make The Right Decision With Data You Can Trust

AurQUEST
Data mining

AurPROFILER
Data analysis & Navigation

Medicinal Chemistry Space

AurPASS
Predict Biological

Activities SpectraDDI Predict

C:/Documents and Settings/Administrateur/Bureau/Japan/Japan_2010/QSAR_AurQUEST.pptx
Drug Repurposing_AurPROFILER_Pierre Fabre_2010_10_06.pptx
AurPass_presentation.pptx
AurSCOPE ADME-DDI.pptx


Aureus Products 

and 

Solutions



Pharmacological Space Target Profiling & Alerting

New insights into target selectivity

Learn off-target effects

Target associated chemical space

Cell cytoxicity profiles

AurPROFILER



Integrating ChemAxon® Technolgy in AurPROFILER

• Chemical Similarity

• Pharmacophoric Similarity 

• Descriptors Based Similarity 

Calculator

Screen

JChem Base



AurPROFILER – Chemical Similarity Search

SI 1.0

SI 0.75



AurPROFILER – Pharmacophoric Similarity Search



Deliver Additional Knowledge Databases In An Extended 

Pharmacological Space

Deliver Additional Drug Safety Databases and Systems

Develop New Decision Making Applications Improving 

Access to Data, Profiling and Risk Assessment

Leverage European Funded Projects Involving our 

Partners and pharma Players

Aureus Future Directions
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Thank you for your 

attention

174, Quai de Jemmapes 

75010 Paris, FRANCE

www.aureus-pharma.com


