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Open innovation contest for I'T drug discovery
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Many computer-aided drug discovery methods have been developed with a view to identifying potent compounds that inhibit
function of a target biomolecule. However, the performance of each method depends on a selected target biomolecule. In this
study, we aimed at investigating whether collective knowledge can help obtain potent compounds against a target biomolecule by
organizing a contest, where all the participants employ their own method to propose their compound IDs. Consequently, we
found that the collection of chemical space of the potent compounds proposed based on their methods was larger than that from a
single participant and the hit compounds were diverse, indicating the contest-based approach was effective to identify potent
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Table 1 ChEMBL IDs in which compounds eliminated from
compound library are shown.

ChEMBL ID KRRy ¥
CHEMBL4223 Tyrosine-prtein kinase FRK
CHEMBL3234 Tyrosine-protein kinase HCK
CHEMBL3905 Tyrosine-protein kinase Lyn
CHEMBL2250 Tyrosine-protein kinase BLK
CHEMBL258 Tyrosine-protein kinase LCK
CHEMBL4454 Tyrosine-protein kinase FGR
CHEMBL5703 Tyrosine-protein kinase Srms
CHEMBL1841 Tyrosine-protein kinase FYN
CHEMBL267 Tyrosine-protein kinase SRC
CHEMBL2073 Tyrosine-protein kinase YES
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Table 2 Definition of druglikeness
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Figure 1 Typical examples of dose-response curves. Hit
compound (Upper), compound without dose-response
relationship (Lower).
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Relationship between Log(ICso/1 M) vs inhibition
rate in secondary assay. Lines on 1Cso = 10pM and on inhibition

Figure 2

rate = 45% are shown.
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