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A)

B) 

 

Figure S1. A) 1D proton and B) 2D COSY NMR spectrum of GaL1 at pH 3.0 (600 MHz, 20 
mM in D2O, 25 ºC). 
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Figure S2. A) 1D proton and B) 2D COSY NMR spectrum of GaL1 at pH 4.0 (600 MHz, 20 

mM in D2O, 25 ºC). 
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Figure S3. UV-Vis spectra for the free ligand L3 and for the GaL3 complex (1.0x10-5 M). 
 
 
 
 

 
 
Figure S4. Fluorescence spectra for ligand L3 in non-deoxygenated water over the 
concentration range 1x10-7 - 5x10-3 mol.dm-3 (λexc=345 nm). 
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Table S1. Computed LogP values for the GaL2 and GaL3 complexes after structure optimization 
with Mopac PM6 COSMO, water implicit solvent. 
 
 

 

 

 

 

Figure S5. Optimized structure of GaL3 (Mopac PM6 COSMO, water implicit solvent). 

 
Table S2. Biodistribution, stated as percentage of injected dose per gram of organ 
(%ID/g ±SD), of [67Ga]L3 in Wistar rats at 1 and 24 hours after i.v. injection. Results 
are the mean of 4 animals. 
 

 
Organ 

1h 
%ID 

24h 
%ID 

blood 0.10007 0.000406308 
liver 0.350711 0.019477613 

spleen 0.04807 0.010971577 
kidney 0.817741 0.033667745 
heart 0.028524 0.002091018 

brain + cerebellum 0.002673 0.000355646 
lung 0.101831 0.006952801 

s. intestine 0.064156 0.004023468 
l. intestine 0.04826 0.003821414 

bone 0.027221 0.000864891 
muscle 0.023675 0.000383012 

 

 Calculated logP 
GaL2 0.69 
GaL3 3.31 


