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Organizing and managing this huge collection of data and improving the chemical 7
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Issues and Problems

* Valence errors, incomplete and parsing issues with structure files
* No One to One Relationship between CAS, Structure and Name

* Missing/issues with chemical properties from different sources.
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YES YES

EPA DSSTox YES
EPA SRS NO YES YES
EPA HPV TSCA YES YES YES
PubChem YES NO* NO*
ChemSpider YES NO* NO*

... for all 1950 sources
* One to One relationship between CAS, Structure and Name does not exist
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* Build a QSAR ready version of all the compounds available in ACToR

* [dentify different structural relationships between compounds



