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Supplementary Figure S1. | Nano ESI MS spectra of ZrDFO™.

Supplementary Figure S2. | Nano ESI MS spectra of ZrH,DFO;Na™.

Supplementary Figure S3. | Nano ESI MS spectra of Zr,HsDFO3*".

Supplementary Figure S4. | Titration curves and speciation curves of DFO ([DFO]r = 1.0-5.0 mmol/L)

Supplementary Figure S5. | Figure S5. ITLC images of the competitive DFO titration of Zr (107" mol/L) versus Y
(10%-10" mol/L)
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Figure S1. Nano-ESI-MS spectra of ZrDFO". (a) Mass spectra in the range of m/z between 645 and 655.; (b)

Simulation results of isotope distribution of ZrDFO".
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Figure S2. Nano-ESI-MS spectra of ZrH,DFO,;Na". (a) Mass spectra in the range of m/z between 1228 and 1238.

(b) Simulation results of isotope distribution of ZrH,DFO,Na"
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(@) Mass spectra in the range of m/z between 618.5 and 620.5. Mass peaks originated from Zr,HsDFO3** were

detected in this m/z region.
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(b) Simulation results of isotope distribution of Zr,HsDFO3*".

Figure S3. Nano-ESI-MS spectra of Zr,HsDFO5>". (a) Mass spectra in the range of m/z between 1228 and 1238.
(b) Simulation results of isotope distribution of Zr,HsDFO3**
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Figure S4. Titration curves and speciation curves of DFO ([DFO]r = 1.0-5.0 mmol/L). Each circle in the titration
curve shows an experimental value. The solid red line shows the theoretical curve calculated from the stability

constants determined in the potentiometric titration. Speciation curves were generated from Equation (2).
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Figure S5. ITLC images of the competitive DFO titration of Zr (10”7 mol/L) versus Y (10®-10 mol/L). These

origin|—

experiments were performed in the presence of oxalate 0.1 mol/L, and 0.25 mol/L HEPES buffer (pH 7.0).



