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» Distinguishing Isomers: By examining the characterized product ions, >5,000

isomers were distinguished with MS?, MS3, MS* spectra in the library. For example,
10 out of 12 compounds with molecular formula C,,H,3NO,, were distinguished by

> Results: Major product ions (losses from precursors and fragments, observed

with >100 compounds with relative abundance >5%) were examined by using the
high resolution (HCD and FT-IT) mass spectra of authentic compounds in the library.

» Overview: Fragmentation paths for product ions were examined for
building a high quality and comprehensive reference tandem mass
spectral library.

These product ions associated with compounds are particularly useful for finding using their unique feature product ion peaks (__Jin Figure 5).
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» Please visit booth #616 for more info about
NIST MS libraries and related software

Figure 2. Procedure of Building the NIST Tandem Mass Spectral Library Figure 4. An example of product ions characterized in high resolution spectra




