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Table S9: Net Atomic Charges and Dipole Contributions of MMTU

	Atom No
	Type
	Charge


	Atom electron density 
	Atom No
	Type
	Charge


	Atom electron density 

	1
	H
	.1479
	.8521
	15
	N
	-.0853
	5.0853

	2
	C
	-.0860
	4.0860
	16
	C
	-.1075
	4.1075

	3
	N
	.2082
	4.7918
	17
	H
	.0495
	.9505

	4
	H
	.1122
	.8878
	18
	H
	.0605
	.9395

	5
	C
	-.1494
	4.1494
	19
	C
	.0564
	3.9436

	6
	S
	-.2709
	6.2709
	20
	H
	.0596
	.9404

	7
	N
	.0879
	4.9121
	21
	H
	.0405
	.9595

	8
	H
	.1298
	.8702
	22
	O
	-.2567
	6.2567

	9
	C
	.2841
	3.7159
	23
	C
	.0566
	3.9434

	10
	O
	-.3402
	6.3402
	24
	H
	.0401
	.9599

	11
	C
	-.2269
	4.2269
	25
	H
	.0605
	.9395

	12
	C
	-.0115
	4.0115
	26
	C
	-.1122
	4.1122

	13
	H
	.0639
	.9361
	27
	H
	.0546
	.9454

	14
	H
	.0720
	.9280
	28
	H
	.0622
	.9378


