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1. Use combined pharmacophore models, molecular docking and QSAR analysis approach to differentiate between <2 A
the different GST subtypes. £ g piial
2. Employ the approaches as a screening filter to virtually screen large database such as NCI and Maybridge
databases.
3. Select, evaluate, and characterize the compounds that have the highest selectivity and binding affinity towards
GSTm.
4. Evaluate the selective cytotoxicity for the GSTm of the selected compounds via in-silico and in-vitro methods.
5. Understand the mechanism of Binding using Molecular Dynamics simulation technique.
6. Study the Pharmacokinetic properties of the lead compounds using In-Silico tools.
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Cancer treatments’ limitations and side effects due to non-selectivity have fueled research into more effective
approaches. Alterations in mitochondrial physiology within cancer cells have shown promise. Targeting cellular and
mitochondrial thiols, including GST enzymes, is of great interest. Among GSTs, cGSTs are complex and disease-linked.
GSTn, prominent in tumor cells and mitochondria, contributes to carcinogenesis, tumor formation, and drug
resistance. GSTW and GSTa are typically found in normal cells. Thus, selectively targeting GSTr offers potential for
cancer cell-specific cytotoxicity, holding promise for improved therapies. Emphasizing the critical role of GSTxn
selectivity could revolutionize cancer treatment paradigms. Achieving targeted cytotoxic effects while sparing normal
cells would mark a significant advancement.

Prof. Brian Bandy profile: https://pharmacy-nutrition.usask.ca/profiles/brian-bandy.php
University of Saskatchewan QS Ranking: https://www.topuniversities.com/universities/university-saskatchewan
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