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Fig. 1: A) Purified reference standards were used to generate TIMS-CCS values for 3-NPH derivatives on a timsTOF Pro2. Combining these CCS values and likely structures with established retention times from the Mx Quant method
enabled construction of a 4D Target List covering 100 3-NPH-derivatized metabolites. B) This list supports confident compound annotation in complex biological extracts using five orthogonal confidence criteria (RT, CCS, accurate

o
IntrOd UCtlcn mass, isotopic pattern, MS/MS). C) The workflow enables high-confidence annotation of key primary metabolites involved in central carbon metabolism, including glycolysis and the TCA cycle.
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