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Pick Peaks

- Load raw spectra (ABI, Bruker, mzXML, mzData)
- Explore the spectrum, zoom, move

- Real-time check for matching fragments

- Select peaks and form a peak list

- Print the spectrum

Draw Structures

- Intuitive and fast visual editor of structures
- Automatic spatial placement of residues

- Complete list of saccharides, subsituents and markers
- Extendable support to CFG and Oxford notations C p t F g t
P e s ompute Fragments
- Copy and paste to document editors (ward, PowerPoin ..) - Compute muliple glycosidic cleavages

- Export to a variety of graphic file formats (ps,PF, VG PNG..) . - Compute cross-ring fragments

- Import structures from LINUCS format - Display fragments and copy them to the editor

- Print - Compute fragments masses

- Print the results

GlycoWorkbench

- Java application, run on Windows, Linux, Mac OS X
- Public download available
- Easy to install
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- Estimate compositions of structures and fragments
- Search structures in the Glycosciences.de database ?
- Select suitable structure models Y
- Export to LINUCS format -
- For a detailed discussion refer to Poster 21
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Annotate

- Automatic matching of fragments against selected peaks
- Display annotation accuracy in Dalton and ppm

- Review the annotation to remove false signals

- Order by mass, intensity, accuracy, size

- Print the results

Compare Models

- Compute measures of annotation quality: coverage,
number of annotated peaks, accuracy RMSD

- Compare structural models

- Discover the best matching model

- Print the results

Compare Annotations Calibrate

- Compare accuracies to m/z ratios
- Explore the graph, zoom, move
- Print the graph

- Display annotations for all models in the same panel
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- Order by mass, intensity, size - Pyridylamino-oligosaccharide fraction

- Print the results obtained from Batroxobin of Bothrops.
Moojeni venom

- First published in: G. Lochnit, R. Geyer,
Eur. J. Biochem. 228, 1995, 805-816.

- Sample spotied on a MALDI target, covered
with ATT and analysed with a Bruker
Ultraflex 1 in positive ion LIFT mode

- Data obtained at the University of Giessen

http://www.eurocarbdb.org/applications/ms-tools
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