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* Electrophilic metabolites
capable of interacting with
biomolecules

* Comprise over 40% of
reactive metabolites

* Formed by cytochrome P450
and peroxidase metabolism

Courtesy of Dr. Emily Scott, hitp.//scottlab.info,


http://scottlab.info/

All computational models shown can be found at:

https://swami.wustl.edu/xenosite/
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Goals:

Improve computational model outputs for
more accurate predictions of potentially toxic
lead molecules.

Identify potential toxifying or detoxifying drug
substituents.

Provide insights into enzymatic effects of
halogens on reactive metabolite formation.

Promote more personalized patient care.
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