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Figure SI1.  HPLC data for Galacto-RGD2.       
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Figure SI2.  ESI-MS data for Galacto-RGD2.       
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Figure SI3. Atomic labels and DQF-COSY spectrum of Galacto-RGD2 (500 MHz, DMSO-d6/TFA, at= 0.49s, sw=sw1= 4766.4 

Hz, ni= 480, nt= 16).   
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Figure SI4. Atomic labels and NOESY spectrum of Galacto-RGD2 (500 MHz, DMSO-d6/TFA mix= 0.35, at= 0.248 s,sw=sw1= 

4766.4 Hz, ni= 360, nt= 16). 
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Figure SI5. Atomic labels and ROESY spectrum of Galacto-RGD2 (500 MHz, DMSO-d6/TFA, mix= 0.3 s, at= 0.248 s, sw=sw1= 

4766.4 Hz, ni= 360 nt= 16). 
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Figure SI6. Atomic labels and TOSCY NMR data for Galacto-RGD2 (500 MHz, DMSO-d6/TFA, mix= 0.11 s, at= 0.248 s, 

sw=sw1= 4766.4 Hz, ni= 360, nt= 16).     
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Figure SI7. Atomic labels and gHSQC spectrum of Galacto-RGD2 (500 MHz, DMSO-d6/TFA, at= 0.201 s, sw= 4766.4 Hz, sw1= 

18750 Hz, ni= 187, nt= 36).       
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Figure SI8. Atomic labels and gHMBC spectrum of Galacto-RGD2 (500 MHz, DMSO-d6/TFA, at= 0.222, sw= 4766.4 Hz, sw1= 

23252.6 Hz, ni= 230, nt= 192). 
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Table SI1.  1H NMR data of Galacto-RGD2. All spectra were recorded on a Varian Unity 500 plus spectrometer at room 

temperature in DMSO-d6/TFA solution. Chemical shifts were referenced to solvent signals (H= 2.50 ppm). 

 

Loc. No. Group  [ppm] Loc. No. Group  [ppm]

E 

E2 CH 3.79 

K 

25 CH2 1.02 

E2a NH3(+) 8.19 26 CH2 1.41, 1.56 

E3 CH2 1.95 27 CH 3.93 

E4 CH2 2.22 41 NH 8.10 

tr
ia

zo
le

 1/1’ NH 8.94/8.48 

R 

29 NH 7.68 

2/2’ CH2 (4.34, 4.43)/4,29 30 CH 4.16 

4/4’ CH 7.97/7.91 42 CH2 1.47, 1.71 

P
EG

 

6 CH2 4.50/4.49 43 CH2 1,37 

7 CH2 3.80 44 CH2 3.08 

9,10 2xCH2 3.55 45 NH 7.56 

12 CH2 3.87 47,48 2xNH2(+) 6.87, 7.29 

SA
A

 

14 NH 7.86 
G 

32 NH 8.40 

15 CH2 3.14, 3.72 33 CH2 3.24, 4.04 

16 CH 3.09 

D 

35 NH 8.14 

17 CH 3.28 36 CH 4.63 

18 CH 3.35 49 CH2 2.37, 2.72 

19 CH 3.95 

F 

38 NH 8.00 

20 CH 3.79 39 CH 4.44 

K 

22 NH 7.58 51 CH2 2.81, 2.91 

23 CH2 3.00  C6H5 7.15, 7.18, 7.26 

24 CH2 1.31     
 



11 
 

Table SI2.  13C NMR data of Galacto-RGD2. All spectra were recorded on a Varian Unity 500 plus spectrometer at room 

temperature in DMSO-d6/TFA solution. Chemical shifts were referenced to solvent signals (C= 39.5 ppm). 

 

Loc. No. Group  [ppm] Loc. No. Group  [ppm]

E 

E1 C=O 168.1 

K 

24 CH2 28.6 

E2 CH 51.9 25 CH2 22.6 

E3 CH2 26.9 26 CH2 30.8 

E4 CH2 30.3 27 CH 54.4 

E5 C=O 170.8 28 C=O 172.0 

tr
ia

zo
le

 2/2’ CH2 34.1/34.0 

R 

30 CH 51.6 

3/3’ C=C 143.4/144.4 31 C=O 171.1 

4/4’ CH 123.3/123.1 42 CH2 28.4 

P
EG

 

6 CH2 49.1 43 CH2 24.9 

7 CH2 68.5 44 CH2 40.2 

9,10 2xCH2 69.4; 70.0 46 C=N 156.5 

12 CH2 69.8 
G 

33 CH2 43.0 

13 C=O 169.4 34 C=O 169.5 

SA
A

 

15 CH2 39.8 

D 

36 CH 48.6 

16 CH 78.3 37 C=O 170.0 

17 CH 68.2 49 CH2 34.8 

18 CH 73.6 50 C=O 171.6 

19 CH 69.1 

F 

39 CH 54.2 

20 CH 77.5 40 C=O 170.5 

21 C=O 168.5 51 CH2 37.1 

K 23 CH2 37.8  C6H5 137.2; 128.9; 127.9; 126.2 

 


