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For rapid identification of glycans, we have developed web
based software modules to facilitate construction of

~ custom databases wherein researcher can easily store

- ] o - glycan structures, and other related information such as
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AminoxyTMT reagents enable relative quantitation of glycans in a MS/MS spectrum. However, there are no bioinformatics tools to
automate the qualitative/quantitative analysis. We have implemented features within SimGlycan® software that enables identification,
guantitation of glycans and differential analysis across biological samples from complex mixture.
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GSC.: Glycan spectral count i.e., number of MS/MS spectra in which the glycan is identified. ( )
Avg. Score/Avg. Rank: Average of the scores/ranks the glycan received across spectra. Conclusion
<Total/Average/Median> lon Intensity: Each sub-column displays the Total/Average/Median intensity observed for the corresponding We have investigated the effectiveness of the recently introduced aminoxyTMT Reagents, which enable efficient relative quantitation of
reporter ion across MS/MS spectra. In case of multiple replicates, it is the average of the Total/Average/Median intensity observed in carbohydrates, improved labeled-glycan ionization efficiency and increased analytical throughput, for quantitative analysis of native N-
each replicate. In case of more than one experiment, it is the average across experiments. glycans by LC coupled ESI-MS. Labeled glycans were analyzed using Velos Pro mass spectrometer (Thermo Scientific™) in the

positive ion mode to acquire trap-HCD MS/MS fragmentation.
Normalized <Total/Average/Median> lon Intensity: The Total/Average/Median intensity for each reporter ion is calculated based on

the average of Total/Average/Median intensity values across observed glycans. Large data was generated in the process of analyzing labeled-glycoforms derived from complex mixtures in mass spectrometry
workflow. SimGlycan is redesigned to address problems faced by glycomics researchers due to the lack of informatics tools to automate

Log2 (TMT lon/ <Control Reporter lon>): It is calculated as follows: the mass spectrometry based qualitative and quantitative analysis protocols. The fragmentation patterns of the identified glycans in

Log2 [(Total/Average/Median Intensity of the reporter lon)/Intensity of the Control lon] MS/MS spectra, ion species of the product ions etc. are interpreted using SimGlycan. Glycans present in each TMT reporter ion channel

are then quantified. Various features such as bar chart, cluster dot plot, heat map etc. facilitate comparative and differential analysis of

.. : : : : : lycans present in different TMT reporter ion channels.
Additional information such as class, link to other databases, reaction, pathways and enzymes, can also be viewed at the lower left pane 9y P P

of the glycan view. The 'Filter Results' pane provides filters to refine glycans for quantitative analysis while the columns to be displayed
can be selected using the lower right pane. References
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