
	Compound
	CID
	Average Binding energy (kcal/mol)
	Theoretical Kd  (nM)*

	Bemcentinib (R428)
	46215462
	-12.74
	0.45 

	Adapalene
	60164
	-12.34
	0.88 

	Diosgenin
	99474
	-12.1
	1.3 

	ZINC36126889
	93172717
	-12.08
	1.4 

	Metagenin
	12312773
	-11.3
	5.1

	Proscillaridin
	5284613
	-11.16
	6.5

	CHEMS
	65082
	-10.52
	19

	CHAPS
	107670
	-9.5
	107

	CHAPSO
	122145
	-9.2
	178

	ACh
	187
	-4.04
	1.1 106

	GABA
	119
	-3.92
	1.3 106

	Glycine
	750
	-3.6
	2.3 106


* The dissociation constant, Kd, is calculated as Kd=exp(G/RT), where R=8.31 J/mol•K and T=298 K.

