
Fig. S1. Typical TIC chromatogram of control and model urine at positive ESI mode (A). The 2D ion intensity map taking a 

detailed approach to alignment (B,C). The map (B) return to (C) after having generated the Alignment vectors automatically. 

The Alignment algorithm will generate ‘compound ions’ in the retention time direction (see C). The ‘compound ions’ will 

be highlighted in blue.
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