Probes & Drugs portal: an interactive, open data resource for chemical biology
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Chemical probes became indispensable tools in modern biology. These small molecules are used to study the gene function, validate molecular targets and dissect complex processes within the cells and organisms. Although, a probe ought to be a well-described, potent, selective tool, it has been shown that not all compounds developed/presented as probes possess these qualities. Unfortunately, not only probes, but many other bioactive tools with long disproved biological properties often still bear the old incorrect descriptions and still are the members of pre-picked commercial screening libraries. On top of that, these libraries, also together with many non-commercial ones, are often very hard to acquire in a computer-readable form which would enable to analyze them using standard cheminformatics tools. In order to make these available, to enable literally anyone to work with them and ask from simple to very complex, multi-conditional questions in the context of compounds commonly used in chemical biology, we present the Probes & Drugs (P&D) portal (https://www.probes-drugs.org). P&D portal is a tool for the exploration of bioactive compound space from various points of view through an intuitive and yet very powerful filtering system. This system, enhanced by the Boolean logic, and in a combination with integrated visualizations, ontologies and chemical intelligence makes it a unique discovery platform with practically an unlimited number of query possibilities. P&D portal is an up-to-date web resource that joins the worlds of commercial and public bioactive compound sets which, via its unparalleled filtering system, enables to resolve diverse logical queries unlike any similar resource.
