Supplementary TableS4. Prediction of ligands name and binding sites.
	Type
	PDB Hit
	Ligand name
	Ligand Binding Site Residues
	C-score

	WT
	3mvhA
	WFE (N-{[(3S)-3-amino-1-
(5-ethyl-7H-pyrrolo[2,3-d] pyrimidin-4-yl) pyrrolidin-3-yl] methyl}-2,4- difluorobenzamide)
	488,489,490,494,496,516,518,520,549,565,566,567,568,572,634,644,645
	0.6

	
	4f7lA
	0SO (tert-butyl [3-({[3-tert-butyl-1-
(4-methylphenyl)-1H-pyrazol-5-yl] carbamoyl} amino) propyl] carbamate)
	488,493,496,516,531,535,539,549,565,625,634,643,644,645
	0.16

	
	3c4wB
	MG (Magnesium ion)
	632,645
	0.04

	
	3qc9A
	MG (Magnesium ion)
	645,647
	0.01

	
	3c51B
	MG (Magnesium ion)
	518,535,645
	0.01

	c.2241G>C
	1oecA
	AA2 (4-ARYL-2-PHENYLAMINO PYRIMIDINE)
	488,490,491,516,565,566,567,568,634,645
	0.39

	
	4gv1A
	0XZ (4-amino-N-[(1S)-1-(4-
chlorophenyl)-3-hydroxypropyl]-1-(7H-pyrrolo[2,3-d] pyrimidin-4-yl)
piperidine-4-carboxamide)
	488,489,490,491,494,495,496,516,518,520,549,565,566,567,568,572,631,634,645
	0.25

	
	4f7lA
	0SO
	488,493,496,516,531,535,539,549,565,625,634,643,644,645
	0.04

	
	1ad5A
	CA (Calcium ion)
	632,645
	0.03

	
	3cblA
	STU (Staurosporine)
	501,511,513,550,551,552
	0.01



