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Virtual high throughput screening in anticancer drug discovery

Using docking algorithms to generate hits and leads is now a viable alternative to the classical high throughput
approach. An obvious advantage is the much lower cost of running a virtual screen. Until now | have managed three
virtual screening campaigns, which all were successful in generating hit compounds. The GOLD1 software was used
in conjunction with the ZINC compound collection2 and the QikProp3 prediction package. As much as 30% of the
acquired compounds showed activity in biochemical and cell-based assays. However, much room is left for
improvement of the methodology employed and these improvements will be discussed as well as the possible
pitfalls in the execution of virtual high throughput screening.
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