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The interest in using AI to super-charge drug discovery and specifically drug (re)Positioning is at an all-time high. It is because of AI contributions that we now understand that positioning a drug is a better way of thinking than drug repurposing/repositioning, which is assumed to be a later add-on. AI can now affect the positioning of any asset or even molecular disease target when first recognized, increasing their value significantly by virtue of how fast such positioning and experimental validation can happen. Today’s ML-based AI can address multiple gaps that will be reviewed. Also, ML-based AI has its own limits because of its inherent confirmation bias. These limits and next-generation AI doctrines that are different to ML and focus on true unknown-unknowns will be summarized, including case studies.

