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Molecule No.1

Predicted Bioaccumulation factor for 1 from Consensus
method

Prediction results

Experimental value
CAS: 5707-44-8

o ] a
Endpoint SAR QSAR Environ Res, Predicted value
16, p. 531-554 (2005)
Bioaccumulation factor Log10 2,82 2,79
Bioaccumulation factor 667,00 621,70

*Note: the test chemical was present in the training set. The prediction does not represent
an external prediction.

Individual Predictions
Predicted value

Method Log10
Hierarchical clustering 2,60
Single model 2,68
Group contribution 2,85
FDA 2,86
Nearest neighbor 2,98

Predictions for the test chemical and for the most similar
chemicals in the external test set

Similarity Experimental value Predicted value
Coefficient Log10 Log10

1 g
(test chemical) 2,82 2,79

CAS Structure
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Details of the Nearest neighbor

Predicted Bioaccumulation factor for 1 for Nearest neighbor
method

Prediction is determined by averaging the toxicity values of the nearest neighbor

chemicals
Prediction results
Experimental value
. CAS: 5707-44-8 . a
Endpoint SAR QSAR Environ Res, Predicted value
16, p. 531-554 (2005)
Bioaccumulation factor Log10 2,82 2,98
Bioaccumulation factor 667,00 947,09

®Note: the test chemical was present in the training set. However, the
prediction does represent an external prediction.

Test chemical and chemicals from the training set used to
make the prediction

Experimental value
Logl0

1 (]
(test chemical) 2,82

CAS Structure Similarity Coefficient

5707-44-8 I 2,82 1,00
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Molecule No.2

Predicted Bioaccumulation factor for 2 from Consensus
method

Prediction results

Endpoint Experimental value Predicted value
Bioaccumulation factor Log10 N/A 1,75
Bioaccumulation factor N/A 56,68

Individual Predictions
Predicted value

Method Log10
Hierarchical clustering 1,56
Single model 1,94
Group contribution 1,69
FDA 1,25
Nearest neighbor 2,33

Predictions for the test chemical and for the most similar
chemicals in the external test set

Similarity Experimental value Predicted value

CAS Structure Coefficient Log10 Log10

2

(test chemical) N/A 175
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Details of the Nearest neighbor

Predicted Bioaccumulation factor for 2 for Nearest neighbor
method

Prediction is determined by averaging the toxicity values of the nearest neighbor

chemicals
Prediction results
Endpoint Experimental value Predicted value
Bioaccumulation factor Log10 N/A 2,33
Bioaccumulation factor N/A 215,87

Test chemical and chemicals from the training set used to
make the prediction

Experimental value

CAS Structure Log10 Similarity Coefficient
2
(test chemical) N/A
CH,
CH,
526-73-8 2,32 0,88
CH

Benfenati et al., ALTEX 30, 19-40, supplementary file 3



108-67-8

2,43

0,87

95-63-6

2,26

0,86

Benfenati et al., ALTEX 30, 19-40, supplementary file 3




Molecule No.3

Predicted Bioaccumulation factor for 3 from Consensus
method

Prediction results

Endpoint Experimental value Predicted value
Bioaccumulation factor Log10 N/A 2,18
Bioaccumulation factor N/A 151,34

Individual Predictions
Predicted value

Method Log10
Hierarchical clustering 2,77
Single model 2,26
Group contribution 2,82
FDA 0,75
Nearest neighbor 2,31

Predictions for the test chemical and for the most similar
chemicals in the external test set

Similarity Experimental value Predicted value

GRS SUTELTE Coefficient Log10 Logl10

3

(test chemical) N/A 2,18

Br
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Details of the Nearest neighbor

Predicted Bioaccumulation factor for 3 for Nearest neighbor
method

Prediction is determined by averaging the toxicity values of the nearest neighbor

chemicals
Prediction results
Endpoint Experimental value Predicted value
Bioaccumulation factor Log10 N/A 2,31
Bioaccumulation factor N/A 202,80

Test chemical and chemicals from the training set used to
make the prediction

Experimental value

CAS Structure Log10

Similarity Coefficient

3

(test chemical) N/A

2668-47-5 I 3,98 0,70
H.C CH,

CH: OH H3C
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