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Data Management in the OECD QSAR Toolbox:

• Import of a database 
• Import of an inventory
• Profiling of a database
• Data gathering from other database present in the TB
• Applying a QSAR to fill a data gap
• Trend analysis to retrieve an endpoint value 
• Save result as a QSAR model
• Data matrix report and export in Excel



Export as a CSV file

WaterTop database https://fsbi-db.de/waterTop/

https://fsbi-db.de/waterTop/


Importance of chemical identifiers: SMILES and CAS number 

WaterTop database https://fsbi-db.de/waterTop/

https://fsbi-db.de/waterTop/


Curation process of CSV data in MS Excel

Retrieval of CAS 
number from the 
Synonyms field 



Curation process of CSV data in MS Excel

Retrieval of CAS number from 
the Synonyms field.
Adding manually SMILES for the 
substances with no CAS 
number available



Curation process of CSV data in MS Excel: data matrix is now ready to 
be imported as a custom user database in OECD QSAR Toolbox



Import of the Excel database in the Toolbox



Import of the Excel database in the Toolbox: mapping of the data fields to the Toolbox metadata



Data Input: 
Select the custom WaterTop Database now visible in the database tree



Visualisation of the WaterTop Database (SMILES and chemical formulas 
have been added automatically during import)



Profiling: visualisation of possible toxicological alerts



Data gathering from other Toolbox databases including the imported WaterTop database



Data analysis: a detailed data matrix is  available for each data point



Example of filing data gap using QSAR



Example of filing data gap using QSAR: a vapour pressure value example



Trend analysis illustration



Trend analysis illustration



Save as a user defined QSAR model



Export in Excel as a data matrix



Export in Excel/CSV  as a data matrix



Export in Excel/CSV  as a data matrix



Import of degradation data of Geosmin and MIB as a custom inventory



Import of degradation data of Geosmin and MIB as a custom inventory



Geosmin and its degradation products: profiling results



Geosmin and its degradation products: data collection results



Thank you very much!
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