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Figure S1. NMR spectrum of compound 1. 
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Figure S2. NMR of compound 2. 
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Figure S3. NMR of compound 3. 
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Figure S4. NMR of compound 4. 

2. LRMS of Synthesized Compounds 
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Figure S5. LRMS of compound 1. 
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Figure S6. LRMS of compound 2. 



Biosensors 2022, 12, 134 8 of 10 
 

 

Figure S7. LRMS of compound 3. 

 

Figure S8. LRMS of compound 4. 
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Figure S9. LRMS of compound 5. 

3. RadioHPLC Traces of PET Co-Agents 

 

Figure S10. RadioHPLC trace of 64Cu PET co-agent when challenged in solution. The 64Cu PET co-agent 

(blue trace) was incubated in human serum (orange trace) and PBS (green trace) for one hour at 37ºC 

and showed complete stability with no presence of free 64Cu (red trace). The 64Cu PET co-agent was 

also incubated in the presence of the MRI co-agent in serum (purple trace) and PBS (dark blue trace) 

and showed complete stability. 
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Figure S11. Metabolism of the 64Cu PET co-agent. (a) A PET image from the dynamic PET/MRI scan using the 64Cu PET co-

agent showed poor tumor uptake and high liver uptake. (b) RadioHPLC of urine collected from the mouse after the dy-

namic PET/MRI scan (orange trace) showed the presence of only free 64Cu (red trace) rather than showing the intact 64Cu 

PET co-agent (blue trace), indicating in vivo de-chelation of the 64Cu PET co-agent. 

 


