In silico toxicology predictions for regulatory
purposes: introduction to (Q)SAR and read-across

@ i’rotoQSAR

Monday, October 23

15:00-16:00
16:00-16:30

16:30-17:00

17:00-18:00
18:00-19:00

Module 1: Introduction to computational methods in requlatory chemistry

1.1 Overview of computational methods
1.2 Application of in silico methods in regulations (REACH, CLP, BPR, etc)

Break

Module 2: Analogs identification and read-across with QSAR Toolbox

2.1 Analogs identification and categorization
2.2 Read-across

Tuesday, October 24

15:00-16:30

16:30-17:00

17:00-18:00
18:00-19:00

Module 3: QSAR with different in silico platforms

3.1 Overview of QSAR predictions tools: OPERA, VEGA,EPISUITE, etc.

Break

3.2 QSAR predictions in QSAR Toolbox
3.3 QSAR predictions with ProtoPRED for regulatory purposes
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