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Additional functionality such as browse glycans by searching from taxonomy or structure search,
move/copy data from a database to another database, edit information of existing glycans etc. are
allowed. Figure 4 shows a typical SimGlycan web browser showing a list of searched glycans. In
Additional
functionality
browse glycans
by searching
from“Add”
taxonomy
or5)
structure
search,
order
to store
retention such
timesas
corresponding
to glycans,
just click
(Figure
and enter
move/copy data from a database to another database, edit information of existing glycans etc. are
(multiple) detailed information from LC-experiment/s (Figure 6).
allowed. Figure 4 shows a typical SimGlycan web browser showing a list of searched glycans. In
order to store retention times corresponding to glycans, just click “Add” (Figure 5) and enter
(multiple)5.detailed
information
from LC-experiment/s
6). SimGlycan software
FIGURE
A typical
SimGlycan
FIGURE(Figure
6. A typical
software web page displaying
interface to store detailed information from
searched glycans.
LC-Experiments.
FIGURE 5. A typical SimGlycan
FIGURE 6. A typical SimGlycan software
software web page displaying
interface to store detailed information from
searched glycans.
LC-Experiments.
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Once the database is constructed, users can restrict database search to custom database/s that
contains curated data, thereby increasing the confidence of identification (Figure 7).
FIGURE 7. A typical SimGlycan software
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LC MS and MS/MS Data Pre-processing
SimGlycan software simplifies the LC-MS data processing by completing it within a few clicks
of buttons. Just select the instrument series e.g., Orbitrap Fusion from the template name and
click OK (Figure 10). All the process will be completed within few minutes and a peaklist will be
LC MS and(Figure
MS/MS11).
Data
Pre-processing
generated
Figure
12 shows a typical SimGlycan software interface showing Search
SimGlycan dialog.
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The list of MS/MS scans with corrected precursor m/z values is shown in the dialog.
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results including glycan structures can be exported into Microsoft Excel file format facilitating
easy review of results as well as dynamic sharing of information for further post identification
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Portable Reports
Spreadsheet based reports facilitates easy reviewing of results for further verification,
downstream analysis and dynamic information sharing. One major challenge with spreadsheet
based report format is to save glycan structures into spreadsheet cells so that to information
such as retention time, precursor m/z, glycan ID etc. can be processed using spreadsheet
operations to further organize the results. SimGlycan software generates reports in Microsoft
Excel file format wherein glycan structures are also exported along with other structure
specific information (Figure 14).
FIGURE 14. Typical MS excel file containing results outputted by SimGlycan software
after performing MS/MS database search.

MS/MS Separated Using a Novel Mixed-Mode Stationary Phase.
7.

Application Note 20827: Structural Analysis of Native N-Glycans Released from Proteins
Using a Novel Mixed-Mode Column and a Hybrid Quadrupole-Orbitrap Mass
Spectrometer.
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Conclusion
• SimGlycan® 5.4 software provides informatics support for LC-MS and MS/MS data analysis
by enabling users to create LC-MS glycan templates.
• SimGlycan® 5.4 software facilitates analysis of 10000 MS/MS scans in a batch for structural
identification of glycans. Multiple batch searches can be triggered simultaneously. Finally,
results including glycan structures can be exported into Microsoft Excel file format facilitating
easy review of results as well as dynamic sharing of information for further post identification
data analysis.
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