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Figure S1. HRMS of 3.
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Figure S2. HRMS of 3 (zoom).
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Figure S3. >C NMR of 3 in CD;CN.
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Figure S4. "H NMR of 3 in CD5CN.
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Figure S5. Analytical HPLC of 3, R; = 18.5 min.

Project Name: Peptidy_3_2012
Date Printed:

7/11/2012

1:06:22 PM Europe/Prague



Brunsveld et al. Supporting informations

Synthesis of cRGD-maleimide 4 and cRAD-maleimide 5
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Synthesis of NHS-maleimide linker 10 was carried out following previously described protocol, with a
final yield of 43 % after purification.

Synthesis of cRGDfK 4’ and cRADfK 5’ was performed following previously described protocol.?

1 eq of 10 was dissolved together with 1 eq of DIPEA and 1 eq of 4’ or 5’ in DMF:PBS 1:1, pH was
adjusted to 7 and reaction was stirred at room temperature for 1 h. Solvents were evaporated and LCMS
confirmed the product formation. Product was purified on reverse-phase HPLC equipped with UV
detection with a gradient of 10 to 25 % in 20 min, yielding 4 and 5 in respectively 25 and 28 % yield.
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Figure S6. LCMS of cRGD-maleimide 4 after purification.
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1ethod D:\methods\Wencke\peptides2-70_3min.meth

inj. vol. 2.000000

RT: 0.00 - 4.28

i
N W A O N ® © O
S ©o © © o o o o o
v Dl T D T T T T T

i
o

005 031 047 071 102 120 142 166 184 200 220

2.35

257
35233 149,00 149,00 149.00 148.92 149.00 14892 149.08 149.00

2.82
516.58

3.40

3.53

516.92 516.58

4.04
352.33 352.33

NL:
8.85E5
TIC MS
PN101-
run2-fc8

4.17

1468.33 148.92 148.92 516.92
T T T T T T

0.0 0.2 0.4 0.6 0.8 1.0 12 14 16 18 2.0 22
Time (min)

o

24

2.6

(I B B B
3.4 3.6

T
3.8

T T T
4.0

4.2

PN101-run2-fc8 #126-134 RT: 2.77-2.87 AV: 9 NL: 1.78E4
T: ITMS + p ESI Full ms [100.00-2000.00]

517.00
100

©
o

©
S

~
o

)
=}

1032.67

N oW A @
S © o© o
vl T D D T T B Do T 1

i
o

1216.75 1276.42

1460.83

1586.00

1697.67

1849.17 1928.08

e e e e
100 200 300 400 500 600 700 800 900 1000
m'z

Figure S7. LCMS of carborane-cRGD 6 after purification.
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Figure S8. LCMS of carborane-cRAD 7 after purification.
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