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The preferred data were from official protocols

Data of high quality: if a model should be used                          
for regulatory purposes, data have to be carefully checked

poor data -> poor models

All models should ideally use high quality data

Some approachesare more robust, 
others very dependent on data quality

Check of data with other data sources

Particular attention tooutliers

Double check all chemical structures

CAESAR spent one year just checking data
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Still, we found errors there (acknowledged)
Errorsmay be:

wrong units (mg / ˃ g; mg/mmol; </>)
wrong connectivity
wrong isomers
mixture
degradation/hydrolysis in the media

Somedatabases/sourcesarevery good:
DSSTox(US EPA sources): less than 1% errors
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Many errors, unsuitable data may be more than 20% of 
the structuresin recent sources

This affects not only QSAR, but all REACH

Always check, not only for QSAR!

Attention to chemical structures usually
receives little attention
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After careful check of the chemical structure
we extracted CHEMICAL INFORMATION

[ŜǘΩǎ ǎŜŜ ǘƘŜ ǎƛƳǇƭŜ ŜȄŀƳǇƭŜ ƻŦ 9tL {ǳƛǘŜ ϰ

Tox =  1.32* LogP+ 0.23

Tox1  =  0.55*des1 + 0.36*des2 + 0.29*des3 +
0.64*des4 - 0.47*des5 -1.56*des6 -
0.53*des7 + 0.27*des8 + 0.55*des9 +
0.50*des10 + 0.23


