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Analytical data 

Protected cyclized pentapeptide 8 

 

White solid (157 mg, 76% yield calculated from loading of 6 (0.7 mmol/g)). 

1H NMR (500 MHz, DMSO-d6): δ 8.36 – 8.30 (m, 2H), 8.07 (t, J = 7.8 Hz, 1H), 7.98 (d, J = 8.1 Hz, 1H), 7.05 

– 7.01 (m, 2H), 6.83 – 6.78 (m, 2H), 6.42 (br s, 1H), 4.61 – 4.56 (m, 1H), 4.41 – 4.37 (m, 1H), 4.12 – 4.09 (m, 

1H), 4.06 – 3.98 (m, 2H), 3.27 – 3.24 (m, 3H), 3.22 – 3.19 (dd, J = 15.2, 3.9 Hz, 2H), 3.00 – 2.95 (m, 3H), 

2.93 (s, 2H), 2.91 – 2.85 (m, 1H), 2.72 – 2.68 (m, 1H), 2.64 – 2.62 (m, 2H), 2.58 – 2.52 (m, 1H), 2.44 (s, 3H), 
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2.38 (s, 3H), 2.28 (dd, J = 15.5, 6.3 Hz, 1H), 1.97 (s, 3H), 1.90 – 1.87 (m, 2H), 1.77 (s, 2H), 1.71 – 1.68 (m, 

2H), 1.37 (s, 3H), 1.32 (s, 9H), 1.23 (s, 9H) ppm.  

13C NMR (126 MHz, DMSO-d6): δ 173.2, 171.8, 171.0, 170.4, 169.8, 169.3, 169.1, 157.4, 156.0, 153.3, 137.2, 

134.1, 132.1, 131.3, 129.5, 124.2, 123.3, 116.2, 86.2, 79.8, 77.5, 54.3, 54.1, 51.9, 48.8, 47.3, 47.3, 45.8, 45.8, 

43.2, 42.4, 36.7, 36.4, 30.9, 28.5, 28.2, 27.6, 27.7, 25.9, 25.8, 25.7, 25.6, 25.6, 22.2, 18.9, 17.5, 12.2 ppm.  

HRMS (ESI): m/z calcd for C48H74N11O9S1 [M+H]+ = 984.5220, found [M+H]+ = 984.5223. 

 

Final cRGD-deferoxamine conjugate 9 

 

Pale brown solid (6 mg, 30% yield). 

1H NMR (500 MHz, DMSO-d6): δ 9.64 – 9.62 (m, 3H), 9.38 (br s, 1H), 9.10 (br s, 1H), 8.30 – 8.28 (m, 1H), 

8.22 – 8.07 (m, 3H), 7.94 – 7.91 (m, 2H), 7.79 – 7.73 (m, 2H), 7.67 – 7.62 (m, 2H), 7.41 – 7.36 (m, 2H), 7.34 

– 7.28 (m, 2H), 7.07 – 7.04 (m, 1H), 6.96 – 6.92 (m, 2H), 6.63 – 6.57 (m, 2H), 4.56 – 4.51 (m, 1H), 4.48 – 

4.46 (m, 1H), 4.35 – 4.28 (m, 2H), 4.16 (dd, J = 16.3, 8.9 Hz, 1H), 3.52 – 3.40 (m, 11H), 3.11 – 3.07 (m, 2H), 

3.11 – 2.98 (m, 4H), 2.65 – 2.54 (m, 8H), 2.29 – 2.25 (m, 4H), 1.96 (s, 3H), 1.73 – 1.68 (m, 1H), 1.66 – 1.57 

(m, 4H), 1.56 – 1.42 (m, 13H), 1.40 – 1.35 (m, 4H), 1.29 – 1.17 (m, 9H) ppm.  

13C NMR (126 MHz, DMSO-d6): δ 172.0, 171.2, 170.6, 169.8, 156.6, 155.5, 154.7, 154.4, 129.8, 128.8, 127.6, 

123.0, 114.8, 54.9, 53.3, 51.1, 48.7, 47.0, 44.7, 44.3, 43.8, 43.3, 42.6, 38.3, 31.5, 29.8, 28.7, 28.2, 27.5, 27.1, 

26.5, 26.0, 23.4, 23.0, 21.0, 20.3 ppm.  

Due to low signal-to-noise ratio not all carbon signals were detected. 

HRMS (ESI): m/z calcd for C60H94N16O17S2 [M+H]+ = 1372.6500, found [M+H]+ = 1372.6500. 
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Spectral data 

UHPLC/UV traces of compounds 2–6 after cleavage from the resin 
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Protected cyclized pentapeptide 8 
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Final cRGD-deferoxamine conjugate 9 

 

 

 


