S8 Table Partial charges of (ATP-Mg)2- group

	atom name
	partial charge
	
	atom name
	partial charge

	PA
	0.79
	
	HO'2
	0.51

	O1A
	-0.66
	
	H2'1
	-0.02

	O2A
	-0.66
	
	H3'
	-0.08

	O3A
	-0.39
	
	H4'
	0.13

	PB
	1.22
	
	O4'
	-0.58

	O1B
	-0.77
	
	C1'
	0.49

	O2B
	-0.77
	
	H1'
	0.07

	O3B
	-0.48
	
	N9
	-0.28

	PG
	1.27
	
	C8
	0.26

	O1G
	-0.82
	
	H8
	0.17

	O2G
	-0.82
	
	N7
	-0.62

	O3G
	-0.82
	
	C5
	-0.04

	O5'
	-0.40
	
	C6
	0.77

	C5'
	0.25
	
	N6
	-0.94

	H5'1
	0.03
	
	H61
	0.40

	H5'2
	0.03
	
	H62
	0.40

	C4'
	0.00
	
	N1
	-0.84

	C3'
	0.33
	
	C2
	0.63

	O3'
	-0.83
	
	H2
	0.04

	HO'3
	0.55
	
	N3
	-0.80

	C2'
	0.33
	
	C4
	0.55

	O2'
	-0.80
	
	MG
	1.20


