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Table S3  Hydrogen-bonds for MMTU [Å and deg.].

	D-H...A
	d(D-H)
	d(H...A)
	d(D...A)
	<(DHA)

	N1-H…Cl1 
	0.86
	2.324
	3.139
	158.16

	N3-H3…O13
	0.86
	1.952
	2.812
	178.79

	N10-H10…Cl2
	0.90
	2.210
	3.084
	163.39

	C6-H6…S7 
	0.96
	2.737
	3.617
	158.17

	N1'-H1'…O2
	0.86
	2.181
	2.997
	158.30

	N3'-H3'…O13'
	0.86
	1.995
	2.854
	177.80

	N10'-H10'…O1
	0.90
	2.109
	2.981
	162.93

	C6'-H6'…S7'
	0.93
	2.759
	3.644
	159.26

	C11-H11B-O8'
	0.97
	2.527
	3.228
	129.12

	C15'-H15…O8
	0.97
	2.531
	3.207
	126.73


