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Skin Sensitization CHES R

A Skinsensitizationis the term usedto refer to a human risk
calledAllergicContactDermatitis(ACD)}hat canbe causedby
skincontactwith awide rangeof chemicals

A Experimental testsir§ vivo:

I OECD 429 The Local Lymph Node Assay (LLNA)
I OECD 406 The Magnusson Kligman Guinea Pig Maximisation Test (GPMT)
I OECD 406 Buehler test

A Cost in the range of 30,000 euros/ compound
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; 4 Skin Sensitization: Dataset C4ES IR

A Extracted from Gerberick et al. (2005)

A Tests carried out according to official guidelines (LLNA assay)

A 211 compounds with EC3 values and activity classes (binary and 5 classe
A Data toxicity and structures quality check remaining 209 compounds

- Checking Names, structures, CAS leyoonline databases:
ChemFinder (http://chemfinder.cambridgesoft.com ),
ChemlIDPlus (http://chem.sis.nlm.nih.gov/chemidplus/);

- Searching duplicate chemicals and isomers
- Removing ions and neutralizing molecules;

- Crosscheckingoy at least 2 different partners.
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http://chemfinder.cambridgesoft.com/
http://chem.sis.nlm.nih.gov/chemidplus/

L CABSARIMadeling for

Skiin Ssensitization

A Descriptors

I 2D desc.: DRAGON, CODESSA,
ACD, PALLAS, MDL

A Individual classification models

I AFP (Adaptive Fuzzy Partition)
I MLP (MultiLayer Perceptron)

CAES AR

I GMDH (Selbrganising networks of active Neurons based

on the Group Method of data Handling)

A Combined classification modetsion)

A Mechanisms of actioftad across approach)
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EC3 (%) LLNA Binary class | Total compounds
Class

NC NC Z 42
= Non sensitizerg
010 Weak 66
1-10 Moderate 68
0.1-1 Strong Sensitizers 21
<0.1 Extreme 12
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' 4 Classification Ranges <ESdR

EC3 (%) Official LLNA Class LLNA Binary class
NC | Classl [."NC “J. 42 [~ Classl Y,
O 1( Class2 | Weak |2 66 }YINon sensitizers = ECETOC
O 1| Class3 |Moderatg 68 N E:I_a-égz—
O 0. Class4 | Strong 21 S 101
<0.1 Class5 | Extreme 12

Weak sensitizers in the non sensitizers class

EC3 (%) Official LLNA Class Binary class
NC | Classi [~ NC 15 42 Clzest 42
Y - - Non sensitizers
O 1( Class2 | -WeaR~| 66 CAESAR ranaes
O 1| Class3 /|Moderatd+ 68 Class2 o g
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