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HPLC chromatogramms  
 

 
Figure S1. Representative UV/vis RP-HPLC chromatogram of 1. 
 

 
Figure S2. Representative UV/vis RP-HPLC chromatogram of 2. 
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Figure S3. Representative UV/vis RP-HPLC chromatogram of 3. 
 

 
Figure S4. Representative UV/vis RP-HPLC chromatogram of 4. 
 

00"00 05'00 10'00 15'00 20'00 25'00 30'00 min

UV_B

00"00 05'00 10'00 15'00 20'00 25'00 30'00 min
0,00

0,10

0,20

0,30

0,40

0,50

0,60

0,70

0,80

0,90

1,00

1,10

1,20

1,30

1,40 mAU *1000

1
0
'
4
7
,
 
R
e
g
 
#
1

00"00 05'00 10'00 15'00 20'00 25'00 30'00 min

UV_B

00"00 05'00 10'00 15'00 20'00 25'00 30'00 min

-150

-100

-50

0

50

100

150

200

mAU 

0
4
'
1
6
,
 
R
e
g
 
#
1



 6 

 
Figure S5. Representative UV/vis RP-HPLC chromatogram of 7. 
 

 
Figure S6. Representative UV/vis RP-HPLC chromatogram of 8. 
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 7 

 
Figure S7. Representative UV/vis RP-HPLC chromatogram of 9. 
 

 
Figure S8. Representative radio-RP-HPLC chromatogram of [68Ga]Ga-7. 
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Figure S9. Representative radio-RP-HPLC chromatogram of [68Ga]Ga-8. 
 

 
Figure S10. Representative radio-RP-HPLC chromatogram of [68Ga]Ga-9. 
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Figure S11. Representative UV/vis RP-HPLC chromatogram of natGa-7. 
 

 
Figure S12. Representative UV/vis RP-HPLC chromatogram of natGa-8. 
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Figure S13. Representative UV/vis RP-HPLC chromatogram of natGa-9. 
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NMR data 

 

Figure S14. 1H-NMR of compound 1 in CDCl3. 
 

 

Figure S15. 1H-NMR of compound 2 in d4-MeOD. 
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Figure S16. 1H-NMR of compound 3 in d4-MeOD. 
 

 
Figure S17. 1H-NMR of compound 4 in D2O. 
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Mass spectrometry data 
 

 
Figure S18. HR-ESI-MS of compound 1. 
 

 

Figure S19. HR-ESI-MS of compound 2. 
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Figure S20. HR-ESI-MS of compound 3. 
 
 

 

Figure S21. HR-ESI-MS of compound 7. 
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Figure S22. LR-ESI-MS of compound 7. 
 

 

Figure S23. HR-ESI-MS of compound 8. 

 

Figure S24. LR-ESI-MS of compound 8. 
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Figure S25. HR-ESI-MS of compound 9. 
 

 

Figure S26. LR-ESI-MS of compound 9. 
 

D:\data_2018\klind35s_hr06 4/3/2018 3:43:03 PM noti.tva.nai.tpsma

klind35s_hr06 #1 RT: 0.02 AV: 1 NL: 3.83E6
T: FTMS - p ESI Full lock ms [400.00-1200.10]

400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200
m/z

0

5

10

15

20

25

30

35

40

45

50

55

60

65

70

75

80

85

90

95

100

R
el

at
iv

e 
Ab

un
da

nc
e

528.0419
z=5

660.0543
z=4

660.5544
z=4

528.4416
z=5

880.4084
z=3

485.2831
z=1

881.0754
z=3529.0424

z=5 601.3229
z=1421.2267

z=1 441.2528
z=1 665.7999

z=4 881.7411
z=3486.2864

z=1
658.3058

z=?
676.2817

z=4
587.3071

z=1

602.3262
z=1

691.0024
z=3

532.2383
z=5

;M*BPN70�:"�
.����
.)��T(-�OB&1O;���1&B.FN271C�;7APN&BP*C�
.
(���
.�

�
�(%,%�%%�%%
%%,%78"5�"#0�P9;60�C&PR/
3;5�����6&R.�%�,3�

(

 )

 �

 +

 ,

 -

 %�


 %�%

 %��

 %�

 %�(

 %�)

 %��

 %�+

 %�,

 %�-


(��




�


(


�


,


%



51
P*

1O
-PS

� �
�

+,+��

)�)�(

�+�

(,��(

�
�
��/������������ 9&F*���2E��



 17 

 

Figure S27. HR-ESI-MS of natGa-7. 

 

Figure S28. HR-ESI-MS of natGa-8. 
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Figure S29. HR-ESI-MS of natGa-9. 
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