Table S4. Ligands for the CDK2 system
	Ligand
	PDB code
	ΔGexp (kcal∙mol−1)
	Net charge
	Ref.

	L25
	1ke5
	−8.58
	0.0
	1

	L26
	1ke6
	*−11.32
	0.0
	1

	L27
	1ke7
	−11.05
	0.0
	1

	L28
	1ke8
	−8.24
	0.0
	1

	L29
	1ke9
	-8.48
	0.0
	1

	L30
	1fvt
	-9.91
	0.0
	1

	L31
	Model†
	−9.50
	0.0
	1


*The reference ΔG for calculating ΔΔGCDK2
†The model structure is built by replacing from Br to H in L30 (see Figure S4).
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