Table S1. Hydrogen bonding geometry for 1 and 2.
	D─H···A
	D─H (Å)
	H···A (Å)
	D···A (Å)
	D─H···A (°)

	1
	
	
	
	

	O5─H5···O1i
	0.82
	1.95
	2.7701(15)
	178

	O2─H2···O3ii
	0.82
	1.71
	2.5308(14)
	177

	N1─H1···O4
	0.86
	1.79
	2.6501(14)
	175

	C8─H8···O4iii
	0.93
	2.53
	3.3836(17)
	154

	C10─H10···O5iv
	0.93
	2.49
	3.290(2)
	144

	N1─H1···O3
	0.86
	2.50
	3.0898(16)
	126

	C9─H9···O3
	0.93
	2.56
	3.1341(17)
	120

	2
	
	
	
	

	O5─H5···O1v
	0.82
	1.97
	2.768(4)
	165

	O2─H2A···O3vi
	0.82
	1.67
	2.473(4)
	165

	N1─H1···O4
	0.86
	1.88
	2.716(4)
	163

	C8─H8···O5vii
	0.93
	2.39
	3.201(6)
	146

	N1─H1···O3
	0.86
	2.42
	3.094(5)
	136

	C2─H2···O3vi
	0.93
	2.57
	3.207(5)
	126

	C3─H3···O2viii
	0.93
	2.59
	3.215(5)
	125


Symmetry codes: i −x+2, y+1/2, −z+1/2; ii x−1, −y+1/2, z+1/2; iii −x+1, −y+1, −z+1; iv −x+3, −y+1, −z; 
v x−1, y−1, z+1; vi x, y+1, z; vii x+1, y+1, z; viii x, y−1, z.
















Table S2. Hydrogen bonding geometry for 3.
	D─H···A
	D─H (Å)
	H···A (Å)
	D···A (Å)
	D─H···A (°)

	N1─H1···O4
	0.86
	1.84
	2.695(3)
	175

	O1─H1A···O4i
	0.82
	1.74
	2.556(3)
	173

	C6─H6···O3ii
	0.93
	2.42
	3.321(4)
	163

	N2─H2A···O3iii
	0.86
	1.94
	2.713(3)
	149

	C5─H5···O2iv
	0.93
	2.36
	3.156(4)
	143

	C8─H8A···O2v
	0.97
	2.58
	3.237(5)
	125


Symmetry codes: i x+1, y, z; ii −x+1/2, y+1/2, z+1/2; iii −x, −y+1, z+1/2; iv x−1/2, −y+3/2, z; v x−1, y, z.

























Table S3. Hydrogen bonding geometry for 4.
	D─H···A
	D─H (Å)
	H···A (Å)
	D···A (Å)
	D─H···A (°)

	O4─H4A···O2
	0.85(3)
	2.02(3)
	2.8725(18)
	177(2)

	N1─H1A···O1
	0.86
	2.00
	2.8615(16)
	176

	O3─H3A···O1ii
	0.88(2)
	1.93(2)
	2.8010(15)
	173.0(18)

	N2─H2···O2
	0.86
	1.85
	2.7020(14)
	172

	N1─H1B···O3iii
	0.86
	2.10
	2.9565(16)
	171

	O3─H3B···O4
	0.87(2)
	1.91(2)
	2.7722(18)
	169(2)

	O4─H4B···O3iv
	0.95(3)
	1.95(3)
	2.8826(19)
	167(2)

	C5─H5···O1v
	0.93
	2.56
	3.3106(19)
	138


Symmetry codes: ii −x+1, y−1/2, −z+1/2; iii x−1, −y+3/2, z−1/2; iv x, −y+3/2, z−1/2; v −x, y−1/2, −z+1/2.
























Table S4. Hydrogen bonding geometry for 5.
	D─H···A
	D─H (Å)
	H···A (Å)
	D···A (Å)
	D─H···A (°)

	O1─H1···N1
	0.82
	1.88
	2.703(3)
	176

	C4─H4···O3ii
	0.93
	2.60
	3.374(4)
	142

	C3─H3···O2
	0.93
	2.54
	3.240(4)
	132


Symmetry codes: ii −x+1, y−1/2, −z+1/2.



























Table S5. Experimental and theoretical 1H and 13C NMR chemical shifts δ (ppm) for 1(2).
	Atom
	Experimental 
	Calculated
	Atom
	Experimental 
	Calculated

	H1N 
	-
	10.21
	C1
	166.52
	174.92

	H2 

	6.57
	6.38
	C2
	134.48
	130.89

	H2O
	-
	6.47
	C3
	134.48
	159.60













	H3
	6.57
	6.84
	C4
	166.52
	175.70

	H5O
	-
	5.52
	C5
	61.90
	70.84

	H5
	4.48
	5.03
	C6
	152.23
	184.53




	H7
	7.27
	7.73
	C7
	121.59
	131.80

	H8
	8.43
	8.27
	C8
	149.55
	148.46

	H9
	8.43
	8.36
	C9
	149.55
	148.46


	H10
	7.27
	8.36
	C10
	121.59
	130.62


Note: The atom numbering according to Fig. 1 used in the assignment of chemical shift






















Table S6. Experimental and theoretical 1H and 13C NMR chemical shifts δ (ppm) for 3.
	Atom
	Experimental 
	Calculated
	Atom
	Experimental 
	Calculated

	H1N
	10.69
	13.95
	C1
	167.90
	183.86

	H1O 

	10.69
	6.75
	C2
	135.23
	117.23

	H2
	6.57
	6.13
	C3
	135.23
	167.45













	H2N
	-
	9.01
	C4
	167.90
	173.13

	H3
	6.57
	7.96
	C5
	120.69
	126.57

	H5
	7.03
	7.11
	C6
	120.69
	125.17

	H6
	7.03
	7.27
	C7
	149.20
	161.63



	H8
	2.71
	5.09
	C8
	20.89
	24.99

	H9
	1.22
	1.42
	C9
	12.86
	9.97


Note: The atom numbering according to Fig. 2 used in the assignment of chemical shift






















Table S7. Experimental and theoretical 1H and 13C NMR chemical shifts δ (ppm) for 4.
	Atom
	Experimental 
	Calculated
	Atom
	Experimental 
	Calculated

	H1N
	-
	9.03

	C1
	168.92
	184.29
 1











	H2N 

	-
	17.75
	C2
	135.45
	145.70

	H2
	6.59
	6.78
	C3
	158.37
	163.54

	H3O 
	-
	3.27


	C4
	107.20
	114.70



	H4
	6.41
	6.59




	C5
	140.09
	150.62

	H4O
	-
	4.07
	C6
	111.31
	117.10

	H5
	7.41
	7.71
	C7
	153.12
	162.06

	H6
	6.41
	6.59
	C8
	22.16
	21.95

	H8
	2.28
	3.06 
	
	
	


Note: The atom numbering according to Fig. 3 used in the assignment of chemical shift






















Table S8. Experimental and theoretical 1H and 13C NMR chemical shifts δ (ppm) for 5.
	Atom
	Experimental 
	Calculated
	Atom
	Experimental 
	Calculated

	H1O
	[bookmark: _GoBack]13.10
	14.04
	C2
	134.42
	146.98


	H2 

	6.64
	7.07
	C3
	151.15
	156.84

	H3 
	8.79
	9.95
	C4
	122.92
	136.23

	H4
	7.81
	8.01
	C5
	122.92
	146.55

	H5
	7.81
	8.32
	C6
	151.15
	133.70

	H6
	8.79
	8.68
	C7
	137.47
	154.10

	H9
	4.34
	4.46 
	C8
	165.05
	174.14

	H10
	1.32
	1.68
	C9
	62.01
	69.18

	C1
	166.43
	175.65
1










	C10
	14.39
	16.35


Note: The atom numbering according to Fig. 4 used in the assignment of chemical shift






















