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For various lipid structures, theoretical libraries were constructed by
observing fragmentation patterns for each subclass. Their abbreviated names were consolidated with
the international LipidMaps project and typical product ions were identified. As examples, acylated
sphingomyelins and beta-hydroxylated ceramides became identifiable.

A method to create a spectral library by choosing highly correlated MS/MS peaks was developed. The
method was applied to complex MS/MS spectra of all-ions fragmentation, resulting in clean spectra

for small molecules.
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