
CONTINUOUS VALUES

0.6 0.6 0.5

-0.4

-0.3

-0.2

-0.1

0

0.1

0.2

0.3

0.4

A B C

U
N

C
E

R
T
A

IN
T

Y

METHODS

CATEGORY VALUES

85% 83%

0%

10%

20%

30%

40%

50%

60%

70%

80%

90%

100%

A B

R
E

P
R

O
D

U
C

IB
IL

IT
Y

 
C

O
N

C
O

N
D

A
R

C
E

METHODS

Figure1

For continuous values (BCF endpoint) three
methods are compared in their performances
relativelyto the measureduncertainty: A (in vivo
model), B (in silico EPISuite model), C (in silico
CAESARmodel). If the uncertainty is similar the
methodsaresimilar(seeMaterials& Methods).

Figure2

Forcategoricalmethods(Mutagenicityendpoint)
the reproducibility as concordanceis compared:
A (in vitro test), B (in silico CAESARmodel). If
these values are similar, the two methods are
similar. If oneof the method is an in-silicomodel,
its accuracycanbe usedto be comparedwith the
concordanceof the others.

Figure3

The result window of CAESARmodel
for BCFshowsat the top all molecules
submitted (as SMILES) with the
predictedpropertyvalue(s).

The presenceof eventual remark for
critical compoundsis indicated, giving
the user a warning about the
uncertainty of the prediction on the
selectedcompound.

Figure4

In addition to the prediction of the
endpoint property, the server
automaticallyretrievesthe mostsimilar
moleculesto the moleculesubmitted,
found in the whole dataset used for
the modelbuildingandtesting.
Theexperimentaland predictedvalues
are shown, allowing measurementsof
the error for relatedcompounds.�‡
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