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Mass spectrometry introduction
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Isotopes

Relative
Abundance

shows sample contained species with this
mass (aseuming the ion hag a charge of [+)

two peaks close together are due
to isotopes within the sample

>

m/z magg to charge ratio refers to mass of the ion

being detected compared to its charge, most
iong hitting the detector have a charge of [+,
making the m/z value the same ag its mass



Isotopes
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MS vs MS/MS
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An example spectrum of a peptide
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MSGF+/MSFragger/Comet
(targeted search)

Database search tools developed to identify
peptides by matching tandem mass
spectrometry (MS/MS) data to a database of
known protein sequences.

Comet is open source and based on
SEQUEST.
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IsoSpec (an infinite resolution of a spectrum)
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PRIDE database
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NetMHCPan (and targeted vs non-targeted searches)

‘Improved predictions of MHC antigen Peptide + MHC sequence
presentation by concurrent motif
deconvolution and integration of MS
MHC eluted ligand data’
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SysteMHCAtlas v2.0
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