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[bookmark: _Hlk239944287]Supplementary Figure 1. LC–MS/MS characterization of Peaks 1 to 6. For each chromatographic peak, the upper panel shows the extracted ion chromatogram (EIC), the second panel displays the corresponding full-scan MS spectrum, and the lower panels present the MS/MS spectra of the selected precursor ions. Sequence-specific fragment ions were used to identify the peptide species and to localize oxidative modifications. Depending on the peak, mono-oxidized and/or di-oxidized tryptophan and tyrosine-containing peptide species were identified.


[bookmark: _Hlk239944304]Supplementary Table 1: Results of mass analysis of test synthesis without gallium-68
	Peak
	Found mass
	Calculated mass

	1
	736.65
	736.3 [M+H+Na]2+ -> DOTA-MGS5

	2
	757.03
	756.3 [M+2H]2+ -> Zn-DOTA-MGS5
756.0 [M+2H]2+ -> Cu-DOTA-MGS5 

	3
	752.41
	751.8 [M+2H]2+ -> Fe-DOTA-MGS5



[bookmark: _Hlk239944310]Supplementary Table 2: Results of mass analysis of test synthesis without lutetium-177
	Peak
	Found mass
	Calculated mass

	1
	726,63
	725,3 [M+2H]2+ -> DOTA-MGS5

	2
	
	

	3
	752,28
	751.8 [M+2H]2+ -> Fe-DOTA-MGS5
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MS/MS spectrum of the peptide containing mono-oxidized Tyr (precursor m/z 766.28)
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MS/MS spectrum of the peptide containing mono-oxidized Tyr (precursor m/z 766.28)

MS/MS spectrum of the peptide containing di-oxidized form (1×Tyr, 1×Trp) (precursor m/z 774.28)
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MS/MS spectrum of the peptide containing mono-oxidized Trp (precursor m/z 766.28

)

MS/MS spectrum of the peptide containing di-oxidized Trp (precursor m/z 774.28)
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MS/MS spectrum of the peptide containing mono-oxidized Trp (precursor m/z 766.28)


