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MS2 libraries of suspect metabolites of 120 environmental chemicals in mouse urine (annotated Compound Discoverer 3.3)

Mice were administered chemical standards by gavage and 24-hour was collected as previously described (Nomasa et al 2021, PMID: 33779022). Mice urine samples were measured using Reversed-Phase and HILIC chromatographies in negative and positive ionization modes. Compound Discoverer 3.3 was used to generate predicted/expected metabolites for each chemical and data processing. MS2 spectra of suspect metabolites present in exposed mice urine, but not in control samples were exported to MS2 libraries (manuscript in preparation).
MS2 spectra can be browsed and MS2 libraries downloaded from MoNA (MassBank of North America). 
MS2 library names: CD_annotated_EnvCpd_suspect_metabolites_NCU_ HILIC_NEG/HILIC_POS/RP_NEG/RP_POS

Download MS2 library HILIC negative in NIST msp format (1691 MS2 spectra)
Download MS2 library HILIC positive in NIST msp format (1655 MS2 spectra)
Download MS2 library RP negative in NIST msp format (1261 MS2 spectra)
Download MS2 library RP positive in NIST msp format (1308 MS2 spectra)


MS2 libraries of suspect metabolites of 32 fungicides in mouse urine (R-scripts, MZmine 3)

Mice were administered chemical standards by gavage and 24-hour was collected as previously described (Nomasa et al 2021, PMID: 33779022). Mice urine samples were measured using Reversed-Phase and HILIC chromatographies in negative and positive ionization modes. Data was processed in MZmine 3, suspect metabolites were selected using ratios between the control and exposed mice urine samples, and MS2 spectra of selected suspect metabolites exported to MS2 libraries (manuscript under revision).
MS2 spectra can be browsed and MS2 libraries downloaded from MoNA (MassBank of North America)
MS2 library names: Fungicide_NCU_ HILIC_NEG/HILIC_POS/RP_NEG/RP_POS

Download MS2 library HILIC negative in NIST msp format (1603 MS2 spectra)
Download MS2 library HILIC positive in NIST msp format (1533 MS2 spectra)
Download MS2 library RP negative in NIST msp format (1705 MS2 spectra)
Download MS2 library RP positive in NIST msp format (2257 MS2 spectra)

Fungicide chemical standards
MS2 library names: Fungicide_NCU_ HILIC_NEG/HILIC_POS/RP_NEG/RP_POS

Download MS2 library HILIC negative in NIST msp format (36 MS2 spectra)
Download MS2 library HILIC positive in NIST msp format (91 MS2 spectra)
Download MS2 library RP negative in NIST msp format (12 MS2 spectra)
Download MS2 library RP positive in NIST msp format (22 MS2 spectra)

