	Percentage of identical residues among communities from ATP-like rMD and aMD simulations (%)

	
	aMD-ATP like 

(α4 community)
	aMD-ATP like 

(loop7 community)
	aMD-ATP like 

(β6-β7 community)

	rMD1-ATP-like
	90
	72
	36

	rMD2-ATP-like
	60
	64
	80

	rMD3-ATP-like
	60
	81
	93

	rMD4-ATP-like
	76
	38
	55

	rMD5-ATP-like
	92
	45
	62

	rMD6-ATP-like
	82
	29
	73

	rMD7-ATP-like
	78
	59
	87

	rMD8-ATP-like
	80
	53
	49

	 Percentage of identical residues among communities from ADP-like rMD and aMD simulations (%)

	
	aMD-ADP like 

(α4 community)
	aMD-ADP like 

(loop7 community)
	aMD-ADP like 

(β6-β7 community)

	rMD1-ADP-like
	86
	78
	100

	rMD2-ADP-like
	70
	82
	65

	rMD3-ADP-like
	62
	44
	100

	rMD4-ADP-like
	92
	53
	52

	rMD5-ADP-like
	92
	42
	70

	rMD6-ADP-like
	92
	62
	100

	rMD7-ADP-like
	92
	53
	100

	rMD8-ADP-like
	62
	53
	49


