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Supplementary Figure S1. (A) Deferoxamine structure and its mass fragmentation. (B) MS/MS spectra 

of urinary deferoxamine (upper) and authentic deferoxamine (lower). The fragments and relative 

intensities of 16 urinary metabolites were compared with the fragmentation pattern of authentic 

deferoxamine.
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Supplementary Figure S2. The fragments of urinary C9:1 carnitine was compared with authentic C8:0 

carnitine. MS/MS spectra and each structure of C9:1 carnitine and C8:0 carnitine.
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Supplementary Figure S3. The fragments of urinary C12:1-OH carnitine was compared with authentic

C10:0 carnitine. MS/MS spectra and each structure of C12:1-OH carnitine and C10:0 carnitine.
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Supplementary Figure S4. Phenylacetylglutamine structure and MS/MS spectra of urinary PAGN,

[M−H]− adduct, [2M+Na−2H]− adduct, and authentic PAGN.
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