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FIG. 1

(57) Abstract: A system and method of training a machine learning model to predict glycopeptide fragmentation patterns and retention
times. Spectral data for a plurality of fragments of a glycopeptide structure is received. Glycan fragment composition data is generated
using the spectral data. The glycan fragment composition data identifies a plurality of composition codes and a plurality of total inten-
sities for a plurality of glycan fragments identified from the plurality of fragments using the spectral data. A linear glycan sequence is
created using the glycan fragment composition data. A training input is formed for a machine learning model using the linear glycan
sequence. The machine learning model is trained using the training input to predict a fragmentation pattern and a retention time for
the glycopeptide structure.
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