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Noememe Methodology. Similarity and molecular docking.

Inhibitor Type Il as an example.

Nilotinib

N selective Bcr-Abl kinase inhibitor

Hinge binding ~
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Linker More rigid sp3-rich Allosteric pocket
. spiro linker binding motif

\ /7 . WX
Docking results for SA49-0236 into ABL kinase (PDB 3CS9).
Cyan — Nilotinib. Green - SA49-0236.

SA49-0236
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WO 2014137719
(Merck)
LRRK2
Neurodegenerative

WO 2018156901
(Gilead Sciences)
BTK
Cancer
Autoimmune diseases
Cardiovascular Disorders
Inflammation
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Baricitinib
(Lilly)
JAK1,2

Inflammatory
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Diversity 0.78

Clusters (Tanimoto, similarity 860
threshold = 0.5,
min cmpds per cluster = 5)

Singletones 1163

Avr structures in clusters 36.9
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