Be Aware of Aggregators in the Search for Potential
Human ecto-5"-nucleotidase Inhibitors

As described in the manuscript, 49 known ecto-5-NT inhibitors (here named LIT-01 to LIT-
49) were grouped in three clusters, according to Aggregator Advisor tool [1] results:

- Cluster 1 (Table S1): compounds that (i) were not found to be similar to any previously
reported aggregator and (ii) have calculated LogP values lower than 3.

- Cluster 2 (Table S2): compounds that (i) were found to be similar to one previously

reported aggregator and (ii) have calculated LogP values lower than 3.

- Cluster 3 (Table S3): compounds that (i) were not found to be similar to any previously
reported aggregator and (ii) have calculated LogP values higher than 3.

Table S1. Chemical structures of compounds grouped as Cluster 1 (LIT-01 to LIT-12).
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Values calculated using Aggregator Advisor Tool (online available at http://advisor.bkslab.org/) [1].

?Bez: benzyl group

Table S2. Chemical structures of compounds grouped as Cluster 2 (LIT-13 to LIT-44), chemical
structures of some previously reported aggregators, and the corresponding Tanimoto similarity index

values (%), obtained using Aggregator Advisor tool.
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Values calculated using Aggregator Advisor Tool (online available at http://advisor.bkslab.org/) [1].

2Phe: phenyl group

3Bez: benzyl group
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Table S3. Chemical structures of compounds grouped as Cluster 3 (LIT-45 to LIT-49), and their
corresponding calculated LogP values, obtained using Aggregator Advisor tool.
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