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Introduction B

Under REACH, bioconcentration factor (BCF) value of a chemical is required for several regulatory purposes. It is required above 100 t/y for
registration and above 10 t/y for prioritisation (PBT/vPvB). A chemical is considerd B it BCF is above 2,000 I/kg, vB it it is above 5,000 |/
kg. Other two thresholds exist for BCF: 100 |/kg for chemical safety assessmet and 500 |/kg for classification and labelling, but for these two
purposes the use of BCF is not mandatory (log Kow can be used instead of it). BCF experimental tests are expensive in term of time, animals
and money. Thus several in silico models have been developed.

For the project ANTARES a list of these models has been completed. We checked the performance of many of them, considering a large set of
chemicals. Separate results are discussed considering it the chemicals are inside and outside the training set of each model, when this informao-
tion is available, and according to the applicability domain, when defined by the model itselt.

http:/ /www.antares-life.eu/software.php

Materials and Methods T D

Experimental data on 860 compounds have been taken from the literature [1,2,3,4,5].
Models have been evaluated on the basis of the predictions of continuous values, and as classitiers for the ditferent threshold:s.
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Figure 3. Model Scores based on a set of criteria to
reduce the dependence on the number of compounds

for each class.

This evaluation shows that some QSAR models tfor BCF have reasonably good performance and can be usetful for regulatory purposes.

However, the user should use his own experience to evaluate the reliability of the prediction, with a caretul consideration of the applicability
domain and of the information provided by the software. This need is even more important in case of classitication. Further studies about an
integrated view of the output given by the best software are in progress with the aim to reduce error rate.
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