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The public archive ChEMBL, which collects bioactive compounds and their associated targets from the
literature, has been used by many groups to build models predicting the possible targets of small
molecules to guide the experimental search for off-targets. In our group we have developed the
polypharmacology browsers (PPB and PPB2),12l which assign possible targets to a query molecule based
on molecular fingerprint similarities to ChEMBL molecules, and provided critical insights in several
practical case studies such as the identification of LPAATP as the actual target of a putative kinase inhibitor
(Figure).34
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However, our PPB and PPB2 models are mostly associated only a single target per ChEMBL molecule and
one protein type of targets which is a single protein. To better integrate the existing polypharmacology
information available in ChREMBL, we are updating our PPB to handle multi-target information for ChREMBL
molecules, using various machine learning models into account, and exploiting the latest version of the
database featuring a total of 1.9 million molecule-target associations.
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