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Figure S1. MS1 selected ions from MS2 precursor ions and the corresponding peaks found in MS1 full scan for positive mode.The upper panel shows the peaks from MS1 full scan and the lower panel show the precursor peaks collected in PMDDA/CAMERA/RAMClustR in the left and the linked peaks with MS 1 full scan in the right within m/z shift of 5 ppm and retention time shift of 5s.
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Figure S2. MS1 selected ions from MS2 precursor ions and the corresponding peaks found in MS1 full scan for negative mode.The upper panel shows the peaks from MS1 full scan and the lower panel show the precursor peaks collected in PMDDA/CAMERA/RAMClustR in the left and the linked peaks with MS 1 full scan in the right within m/z shift of 5 ppm and retention time shift of 5s.
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Figure S3. UpSet plot of annotated compounds found from CAMERA selected ions, RAMClustR selected ions, PMDDA selected ions, and iterative DDA (iDDA). The left panel is positive mode data and the right panel is negative mode data. The set of ‘iDDA’ means iterative DDA with PMDDA selected precursor ions as the preferred list.
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Figure S4. high frequency paired mass distances within pseudo spectra in positive mode and their distribution across MS1 data.
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Figure S5. high frequency paired mass distances within pseudo spectra and their distribution across MS1 data in negative mode.
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Figure S6. Boxplot (left for positive and right for negative) for the full scan peaks intensity of unique precursor ions found in each MS2 spectra from different methods on log scale.
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