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Part I 1H, 13C, Dept 135 and 2D NMR spectrum 
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1
H NMR (400MHz, CDCl3) spectrum of 2 
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13
C NMR (100MHz, CDCl3) spectrum of 2 
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1
H NMR (400MHz, CDCl3) spectrum of 3 
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13
C NMR (100MHz, CDCl3) spectrum of 3 

 

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 ppm

1
9

.5
0

1
9

.6
1

1
9

.6
3

1
9

.6
7

1
9

.8
3

1
9

.8
7

5
9

.8
3

6
0

.3
5

6
1

.3
3

6
5

.6
3

6
7

.8
7

6
8

.1
0

6
9

.6
9

6
9

.9
8

7
2

.8
7

7
5

.3
5

7
5

.6
5

7
6

.8
6

1
0

0
.0

7

1
6

8
.0

8
1

6
8

.8
7

1
6

9
.0

6
1

6
9

.1
5

1
6

9
.3

5
1

6
9

.4
1

1
6

9
.4

6



 

S7 
 

 
1
H NMR (400MHz, CDCl3) spectrum of 4 

 

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 ppm

1.
96

8
2.

04
6

2.
05

1
2.

05
3

2.
06

6
2.

11
5

2.
15

5
3.

03
0

3.
59

7
3.

60
2

3.
61

1
3.

61
5

3.
62

2
3.

62
7

3.
63

5
3.

64
0

3.
71

1
3.

72
0

3.
73

0
3.

73
6

3.
74

5
3.

75
7

3.
78

1
3.

80
5

3.
85

3
3.

86
9

3.
88

7
4.

05
5

4.
06

5
4.

07
4

4.
08

3
4.

09
6

4.
10

1
4.

10
9

4.
12

1
4.

13
6

4.
14

8
4.

16
4

4.
25

5
4.

26
5

4.
48

3
4.

50
3

4.
51

0
4.

51
4

4.
94

4
4.

94
7

4.
95

2
4.

97
1

4.
97

9
4.

99
6

5.
09

1
5.

11
1

5.
11

7
5.

13
7

5.
19

2
5.

21
5

5.
23

7
5.

34
9

5.
35

6

3.
03

3.
06

5.
99

3.
11

3.
05

3.
00

3.
05

1.
04

2.
08

1.
06

3.
17

2.
04

2.
06

2.
07

1.
04

1.
01

1.
05

3.84.04.24.44.64.85.05.25.45.6 ppm

 



 

S8 
 

13
C NMR (100MHz, CDCl3) spectrum of 4 
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1
H NMR (400MHz, CDCl3) spectrum of 5 
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13
C NMR (100MHz, CDCl3) spectrum of 5 
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1
H NMR (400MHz, CDCl3) spectrum of 6a
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1
H NMR (400MHz, CDCl3) spectrum of 6c  
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13
C NMR (100MHz, CDCl3) spectrum of 6c 
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1
H NMR (400MHz, CDCl3) spectrum of 7c 
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13
C NMR (100MHz, CDCl3) spectrum of 7c 
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1
H NMR (400MHz, D2O) spectrum of 8c 
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13
C NMR (100MHz, D2O) spectrum of 8c 
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1
H NMR (400MHz, D2O) spectrum of 8d 
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13
C NMR (100MHz, D2O) spectrum of 8d 
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H-H COSY (400MHz, CDCl3) spectrum of 8d 
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C NMR (100MHz, D2O) spectrum of 8a 
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13
C NMR (100MHz, CDCl3) spectrum of 7b 
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H NMR (400MHz, CDCl3) spectrum of 7d 
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The comparison of 
13

C NMR and DEPT135 (100MHz, CDCl3) spectrum of 7d 
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H-H COSY and HSQC (400MHz, CDCl3) spectrum of 7d 
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C NMR (100MHz, CDCl3) spectrum of 7f 
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13
C NMR (100MHz, D2O) spectrum of 8f 
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C NMR (100MHz, CDCl3) spectrum of 7g 
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H NMR (400MHz, D2O) spectrum of 8p 
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H NMR (400MHz, D2O, internal MeOH) spectrum of 8o 
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C NMR (100MHz, D2O, internal MeOH) spectrum of 8o 
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Part II Sensorgrams and corresponding kinetic/steady state analysis 
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Figure S1. Sensorgrams and steady state analysis of the binding between Lactose and Galectin-3 (KD = 342 μM; Chi
2
 = 0.0669 RU

2
) 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S2. Sensorgrams and steady state analysis of the binding between 8a and Galectin-3 (KD = 1970 μM; Chi
2
 = 0.137 RU

2
) 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S3. Sensorgrams and steady state analysis of the binding between 8h and Galectin-3 (KD = 239 μM; Chi
2
 = 0.421 RU

2
) 
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Figure S4. Sensorgrams and steady state analysis of the binding between 8e and Galectin-3 (KD = 176 μM; Chi
2
 = 0.039 RU

2
) 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S5. Sensorgrams and kinetic analysis of the binding between 8g and Galectin-3 (100μM, 200μM, 400μM, 800μM, 1.6mM and 

2.8mM) 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S6. Sensorgrams and kinetic analysis of the binding between 8f and Galectin-3 (25μM, 50μM, 100μM, 200μM, 400μM, 800μM 

and 1.6mM) 

 

 

Kinetic affinity 

 

Model: Langmuir 1:1 

kon = 12.8 (1/Ms) 

koff = 3.91×10
-3

(1/s) 

KD = 306μM 

Chi
2
 = 0.845 RU

2 

Kinetic affinity 

 

Model: Langmuir 1:1 

kon = 6.57 (1/Ms) 

koff = 4.57 (1/s) 

KD = 69.3 μM 

Chi
2
 = 14.6 RU
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Figure S7. Sensorgrams and state steady analysis of the binding between 8q and Galectin-3 (KD = 15.8 μM; Chi
2
 = 0.233 RU

2 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S8. Sensorgrams and state steady analysis of the binding between 8j and Galectin-3 (KD = 65.9 μM; Chi
2
 = 0.445 RU

2 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S9. Sensorgrams and kinetic analysis of the binding between 8i and Galectin-3 (12.5μM, 25μM, 50μM, 100μM, 

200μM) 

Kinetic affinity 

 

Model: Langmuir 1:1 

kon = 511 (1/Ms) 

koff = 0.0205 (1/s) 

KD = 40.2 μM 

Chi
2
 = 0.904 RU

2
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Figure S10. Sensorgrams and state steady analysis of the binding between 8o and Galectin-3 (KD = 38.5 μM; Chi
2
 = 0.386 RU

2
) 

 

 

 

 

 

 

 

 

 

 

 

Figure S11. Sensorgrams and state steady analysis of the binding between 8p and Galectin-3 (KD = 32.1μM; Chi
2
 = 0.413 RU

2
) 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S12. Sensorgrams and state steady analysis of the binding between 8l and Galectin-3 (KD = 28.0 μM; Chi
2
 = 0.497 RU

2
) 
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Figure S13. Sensorgrams and state steady analysis of the binding between 8m and Galectin-3 (KD = 41.3 μM; Chi
2
 = 0.689RU

2
) 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S14. Sensorgrams and state steady analysis of the binding between 8k and Galectin-3 (KD = 53.1 μM; Chi
2
 = 0.165 RU

2
) 
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