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Introduction

Environmental contaminants are capable of
producing a wide array of toxic effects
including skin sensitization

Various QSAR models have been developed
but most of them are based on compounds
eliciting skin sensitization by a particular
reaction mechanism

This study aims at developing a “global” q-
RASAR model built using diverse structures
irrespective of their reaction mechanisms
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Predictions generated by the model in different clusters – an 
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Comparison with the previous QSAR models



Java-based expert system
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Conclusion

 Simple, reproducible, transferable, robust

and predictive “global” PLS q-RASAR

model has been presented

 Quality of the PLS q-RASAR model

supersedes the corresponding developed

PLS QSAR model and previously reported

models by other research groups

 The Multilayer Perceptron q-RASAR

model showed the highest predictivity

(although marginal enhancement from the

PLS q-RASAR model)

 A Java-based expert system has been

developed for the quick and easy

prediction of skin sensitizing activity
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