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Public Compound Consortium (2013-2018)
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PCC: Physical chemical properties
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PCC: A closer look at three dimensionality
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PCC: PMI
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PCC: PBF

The Plane of Best Fit provides an
additional probe of the three-
dimensionality of libraries.

Here the PBF is arranged against
the sum of PMI values to fine
tune the thresholds to use in
library analysis on the two
planes.
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PCC: Internal similarity

Distribution of the tanimoto similarity coefficient of the 100 closest neigbors

PCC-self-overlap-ecfp4 distribution of 100-closest target similarities

* Diversity analysis based on ECFP4 fingerprint
ane 89%

*  89% of chemical series of 100 compounds are
highly dissimilar (coeff < 60%)

*  The majority of the PCC could be seen has
cluster of 100 compounds
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PCC: Comparative similarity

Distribution of the tanimoto similarity coefficient of the closest neighbors with public

databases

*  PCC show low similarity to very diverse ChEMBL database

*  >85% of the PCC is dissimilar to the very large e-molecules database (16M)

PCC-ChEMBL-overlap-ecfp4 distribution of closest target similarities
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2637 molecules

PCC: Scaffold diversity analysis ) )
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Conclusion

The Public Compound Collection (PCC) synthetised by SMEs from 2013-2018 contains ~200 000
novel molecules

PCC explore novel chemical spaces (High Fsp3, Saturated ring systems, novel cores) not
generally explored in standard HTS libraries, while still having attractive drug-like properties (rule of
5, low logP, high QED)

‘ The ELF compound collection allow exploration of diverse chemical
space and interpretable SAR in the screening output
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