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‘An introduction to computer aided drug design’

ABSTRACT
During the time of COVID-19 when lockdown regulations were at their worst, the use
of computational methods were imperative to speed up the development of COVID-19
vaccinations. Were it not for computational methods, conventional vaccine
development would take up to 10 years and the world would not have had a vaccination
for COVID-19, let alone the booster shots that are currently available.
In this course we will look at the various methods that can be used during the computeraided drug design process and conduct hands-on exercises such as protein-ligand
preparation, grid generation, setting up virtual screening, setting up molecular
dynamics of possible hit ligands and running some of these workflows in a highperformance computing environment. This will all be done with the aid of the software
package, Schrödinger.
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the University of KwaZulu-Natal, Durban
University of Technology, University of Fort Hare,
University of Cape Town, Cape Peninsular
University of Technology, University of Ghana
and University of Sri Jayewardenepura.

CLICK TO REGISTER
https://ukzn.zoom.us/w

Or register at: https://bit.ly/3DidBLs
Join us online afterwards to meet the speaker: https://www.kumospace.com/nithecs_social

For more events, visit www.nithecs.ac.za

