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Materials & Methods

We checked a new QSAR modélbased on:
BCF data473 compounds produced only according to official guideliags
Chemical structures & descriptostructures checked by two persons (10% of the structures prumadiinensionachemical descriptors (from Dragon and MDL) have been used.
CAESAR QSAR mo@ambined model including 8 descriptors (combination of 2 individual models comprising 5 descriptors each). The largeerué ogP
Validation:to further check the QSAR model we used the European database developed within[BlUR&der data oh.ogPvariability has been obtained using the database developed

by Arnotet al.[4].

Results& Discussions

Regression model
CAESARodelfor BCRalreadyproducedvery goodresultsin the predictionof atest setof compounds(R =0.80) [1] - seeFig 1. Herewe further checkedts predictivity with a new data set Results

areshownin Fig 2. Alsoin this caseCAESABhowedgoodresultsin the prediction
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The CAESARI0delis of generalapplicability,but somerestrictionsapply We identified a seriesof chemicalclassesvhich are associatedo a higheruncertainty Theirlist is givenin Tablel. Sucha
behavioris not unusual Forinstance fluorinatedcompoundsare knownto be difficult onesfor predictions[5]. In additionwe eliminatedpesticidesdbecauseout of REACH

Classifier

We evaluatedthe useof CAESARI0odel as a classifierWhile in regressiommodelsa confidenceinterval canbe used,in this casewe addedan uncertaintyvalueof 0.4 log unit, to keepinto account
experimentaland modeluncertainty Table2 showsthe predictedandexperimentalclasses

Theresultsshowsthat CAESARan be usedfor classificationwith good performances We notice that the few wrong assignmentsare due to relatively small errors in absolutevalues We also
comparedthe resultsobtainedapplyingsimplethresholdsbasedon logP,asindicatedin someregulations,includingREACHG]. Table3 showsthe resultsusingLogP= 3 and LogP=4.5 asthresholds
LogP= 3 avoidsfalsenegativeswhichare somehowpresentwith the thresholdof LogP=4.5. Howeverthe numberof falsepositivesis huge,andthis reducesthe accuracyof the approach
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Furthermore, we notice that experimental data do have a relevant variability/uncertainty, which is about 0,75
according taDimitrov|[2], 0.41 for Arnot dataset[4] (only reliable data for the fishes suggested by OECLige8 or 0.30.4 log units according to EURAS. The uncertainty of the CAESAR model|is

within this range.The variablility/uncertainty of experimental data may limit the distinction between Bvahd

Conclusions

CAESARiodelfor BCHs a powerful predictivetool, both asa classifierandto getreliablecontinuousvalues Furthercheckwith a secondtest set, usinghigh quality data, confirmedpreviousresultsof
regressiommodels Asa classifielCAESAR muchmore accuratethan the simpleuseof logPasathreshold
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