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Starting models execution.

Initializing melecular descriptors engine...
Running models...

Models execution completed.

Generating Multiple PDF Documents...
Report generation completed.
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VEGA Mutagenicity (Ames test) model (CAESAR) 2.1.13 page 1
. I
I
Prediction for compound Molecule 0
. A i
B Prediction: @ Reliability: 4 4 W
Prediction is Mutagenic, but the result shows some critical aspects,
which require to be checked:
- similar molecules found in the training set have experimental values
that disagree with the predicted value
Compound: Molecule 0
Compound SMILES: FelceiccelC)e2cecec2
Experimental value: -
Predicted Mutagen activity: Mutagenic
Structural alerts: -
Reliability: the predicted compound could be out of the Applicability Domain of the model
Remarks:
none
M Confidential and Property of ©2012 Molecular Modelirg Section
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(. ) and here our report...

SR 3.1 Applicability Domain:
similar Compounds, with Predicted and Experimental Values

CAS: 321-60-8

Dataset id: 1502 (Test set)
SMILES: Felcceee1c2eceec2
Similarity: 0.936

Experimental value: NON-Mutagenic
Predicted value: NON-Mutagenic

.)O
5
CAS: 96563-11-0
Dataset id: 405 (Test set)
SMILES: Fe2cee3eiceece1C(e3(c2))C
. Similarity: 0.868
Bl

Experimental value: Mutagenic
Predicted value: Mutagenic

CAS: 92-66-0

Dataset id: 845 (Training set)
SMILES: ¢1cee(ec1)c2cec(ce2)Br
Similarity: 0.86

Experimental value: NON-Mutagenic
Predicted value: NON-Mutagenic

CHs

CAS: 2052-07-5

Dataset id: 577 (Training set)
SMILES: c¢icce(cc1)c2eccec2Br
Similarity: 0.858

Experimental value: NON-Mutagenic
Predicted value: NON-Mutagenic

CAS: 2113-57-7

Dataset id: 2319 (Training set)
= SMILES: c1cce(cet)c2ceee(c2)Br
© Similarity: 0.858
Experimental value: NON-Mutagenic

Predicted value: NON-Mutagenic

CAS: 448-97-5
Dataset id: 2515 (Training set)

© SMILES: Fcicci{ceel (N))c2cce{N)c(F)c2
Similarity: 0.829

&

Experimental value: Mutagenic
Predicted value: Mutagenic
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and here our report...

3.2 Applicability Domain: ‘i
Measured Applicability Domain Scores Q&

Global AD Index
4\ | ADindex = 0.709
Explanation: the predicted compound could be out of the Applicability Domain of the model.

_ Similar molecules with known experimental value
<7 Similarity index = 0.883
Explanation: strongly similar compounds with known experimental value in the training set have been found.

Accuracy of prediction for similar molecules
o Accuracy index = 1
Explanation: accuracy of prediction for similar molecules found in the training set is good.

Concordance for similar molecules

%& Concordance index = 0.325
Explanation: similar molecules found in the training set have experimental values that disagree with the
predicted value.

Model's descriptors range check

o Descriptors range check = True
Explanation: descriptors for this compound have values inside the descriptor range of the compounds of the
training set.

Atom Centered Fragments similarity check

> | ACF index = 1
Explanation: all atom centered fragment of the compound have been found in the compounds of the training
setl.
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‘-; Ecotox Environ Phys-Chem

-.-'T
LE @ [X Fish Acute (LC50) Toxicity classification (SarPy/IREMN) - v. 1.0.2
(®) (X Fish Acute {(L.C50) Toxicity model (KNN/Read-Across) - v. 1.0.0

(@ [ Fathead Minnow LC50 96h (EPA) - v. 1.0.7
@ [[] Daphnia Magna LC50 48h (EPA) - v. 1.0.7
@ [] Daphnia Magna LE50 48h (DEMETRA) - v. 1.0.4

[] all models
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...again:

VEG Fish Acute (LC50) Toxicity classification (SarPy/IRFMN) 1.0.2 page 1

VEGA

Fish Acute (LC50) Toxicity model (KNN/Read-Across) 1.0.0 page 1

Prediction for compound Molecule 0

F Prediction: '« Reliability: 4 b 14

Prediction is Toxic-2 (between 1 and 10 mg/l), the result appears
reliable. Anyhow, you should check it through the evaluation of the
information given in the following sections. Anyway some issues
could be not optimal:

- only mod ly similar comp ds with known experimental value
in the training set have been found

The following relevant fragments have been found: Toxicity class 2

alert no. 16; Toxicity class 3 alert no. 4; Toxicity class 3 alert no. 24

Compound: Molecule 0
Compound SMILES: Fclcc(cce1C)e2cccec2
Experimental value: -
Predicted toxicity class: Toxic-2 (between 1 and 10 mg/l)
Structural alerts: Toxicity class 2 alert no. 16; Toxicity class 3 alert no. 4; Toxicity class 3 alert no. 24
Reliability: the predicted compound is into the Applicability Domain of the model
Remarks:
none

Prediction for compound Molecule 0

£ Prediction: Reliability: ¢ W4

Prediction is 3.77 mg/L, the result appears reliable. Anyhow, you
should check it through the evaluation of the information given in the
following sections.

Compound: Molecule 0
Compound SMILES: Felec({coe1 C)e2cceee2
Experimental value [-log(mg/L}]: -
Predicted toxicity [-log(mg/L)]: -0.58
Predicted toxicity [mg/L]: 3.77
Molecules used for prediction: 4
Experimental value [mg/l]: -
Reliability: the predicted compound is into the Applicability Domain of the model
Remarks:
nnna

Category: Acute I Acute toxicity
96 hr LC5 (for fish)

L(E)Cs¢<0.1 mg/L.

48 hr ECx (for crustacea)
72 or 96hr ErCsp (for algae or other aquatic plants) <1 mg/L.
Category: Acute I may be subdivided for some regulatory systems to include a lower band at

<1 mg/L and/or
<1 mg/L and/or

Category: Acute IT
96 hr LCs; (for fish)

>1-<10 mg/L and/or

48 hr ECsp (for crustacea) >1-<10 mg/L and/or
72 or 96hr ErCy; (for algae or other aquatic plants) >1 - <10 mg/L.

Category: Acute ITI

96 hr LCsp (for fish) >10 - <100 mg/L, and/or
48 hr ECyp (for crustacea) >10 - <100 mg/LL and/or
72 or 96hr ErCsp (for algae or other aquatic plants) =10 - <100 mg/L.
Some regulatory systems may extend this range beyond an L(E)Csy of 100 mg/L through the
introduction of another class.
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'Enjoy your predictions... but cum

Sl granum salis !
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