	Atom name*
	Atom type
	Charge

	C1
	CT
	-0.327

	H1
	HC
	0.111

	H2
	HC
	0.111

	H3
	HC
	0.111

	C2
	C
	0.852

	O1
	O
	-0.579

	O2
	OS
	-0.493

	C6
	CT
	0.12

	H15
	H1
	0.087

	H16
	H1
	0.087

	C7
	CT
	-0.053

	H13
	HP
	0.12

	H14
	HP
	0.12

	N1
	N3
	0.043

	C4
	CT
	-0.129

	H7
	HP
	0.119

	H8
	HP
	0.119

	H9
	HP
	0.119

	C5
	CT
	-0.129

	H10
	HP
	0.119

	H11
	HP
	0.119

	H12
	HP
	0.119

	C3
	CT
	-0.129

	H4
	HP
	0.119

	H5
	HP
	0.119

	H6
	HP
	0.119


*See Figure S3 for atom names.
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