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SpectrumLook
• Purpose:

– Browse MS/MS spectra and accompanying Sequest IDs

• Labels b and y ions, plus several neutral loss masses

• Also supports ETD data (c and z ions)

– Distribute app with data files when submitting articles to journals



SpectrumLook

• Windows-only program (VB6)

– SpectrumLook.exe

– MZDataFileReaderDLL.dll

– MZXmlFileReaderDLL.dll

• History:

– Written by Eric Strittmatter in 2005 to provide a browsing tool to 

the Phosphoproteomics researchers

– Updated by Matthew Monroe in 2006

• Improved user interface, adding many new features

• Added support for mzXML and mzData files

– Since 2006, have added support for:

• ETD data (c and z ions)

• Additional neutral losses

• Additional mod symbols

• Annotation of fragment ions up to charge state 50+



SpectrumLook

• Input files required

– MS Data file; supports:

• Finnigan .Raw files (binary file)

• mzXML files

• mzData files

– Tab-delimited MS/MS search result files

• Sequest synopsis file ( _syn.txt, PNNL-specific format)

– Described at http://omics.pnl.gov/software/SynopsisAndFirstHitsFiles.php

– Example at
http://omics.pnl.gov/software/PHRP_Pages/ExampleXTandemData_xt.txt

• X!Tandem synopsis file (_xt.txt, PNNL-specific format)

– Example at 
http://omics.pnl.gov/software/PeptideFileExtractor_Pages/ExampleData_syn.txt 

– If available, will load a Settings file (.Ini file)



MS XML files

• Example mzXml file: text file in XML format



MS XML files

Example mzData file: text file in XML format



Synopsis Files

• Tab-delimited text file of Sequest or X!Tandem results

– At PNNL, produced when DMS analyzes datasets by Sequest

• Example:

See also 

http://omics.pnl.gov/software/SynopsisAndFirstHitsFiles.php



SpectrumLook
• Loading data:

– File->Select Input Files

– Choose a .Raw file or .mzXml file

– Choose the corresponding _syn.txt file

• Does not yet support X!Tandem files, but will be easy to add



SpectrumLook
• Grid shows peptide IDs

– Can change sort order

– Changing rows updates plot

– Can mark data as valid/invalid by double-clicking Valid column

– Can save a new Synopsis file using only the Valid data

– Can edit peptide sequences to adjust the residue containing a 
modification symbol



SpectrumLook

• Spectrum shows MS/MS data with black bars and 

matched data with red bars



SpectrumLook

• Can update the match settings, neutral losses to find, 

and masses associated with modification symbols



SpectrumLook

• Includes fragmentation ladder masses

• Can save picture to disk as .WMF file (cannot presently 

save the ladder as text)



SpectrumLook

• Able to provide some support and bug fixes, but no 

major updates

• Need to add support for mzML files

• Would like to migrate program to VB.NET (or even 

Java), but it is not an active development project


