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An acvlation mechanism involving mucleophilic attack at the carbonyvl (or sulfiny]) has been suggested as being
responsible for the activity of these chemicals (Enoch er al . 2009, Gemer er al., 2004, Hulzebos et al., 2005,
Roberts er al,, 2007).

0
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1\ Figure 1: Acylation mechanism for acyl halides (INu = biological nucleophile e g cysteine or lysine)
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https://www.oecd.org/chemicalsafety/risk-assessment/oecd-gsar-
toolbox.htm

« QSAR TOOlbOXd)g'ﬁ‘/ The OECD QSAR Toolbox
A—F

- Guidance Documents
a n d T r a i n i n g M a t er i a I s Download the Toolbox — Guidance Documents and Training Matedals  \Webinar

Help Desk  Public Discussion Forum

'QSAR Toolbox Website

—

o webinar WHAT'S NEW?

15 April 2020 - An updated version of the QSAR Toolbox 4.4.1 was released.

° Hel p Desk The QSAR Toolbax 441 includes the following updates:

» The metadata from ECHA REACH studies included in the reports (after installing the plug-in from the repository) has been
expanded and aligned to the content of the REACH study resulis downloadable from the IUCLID website.

» Some bugs identified in version 4.4 have been fixed.

] ] ]
° P u b I Ic D I sc u ss I 0 n F or u m The new installation can override the exiting QSAR Toolbox version 4.4 in your computer or can be installed as a new product

in your computer where the version 4 4 is not installed. For the complete list of changes please see the release notes
efe.

LRBHPICEWNTA— Y= a7 I A VAL Z a7 ILEOMRZ L6

(https://www.nite.go.ip/chem/dsar/toolbox.html)
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