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Typically on intact proteins
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Analysis performed on digested proteins
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Stable throughout subsequent work-up and analysis.
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Where X is C, H, N, O or S
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LM_AD_OmpF_1_040816 #558-616 RT: 23.60-25.39 AV: 59 NL: 1.41E6
T: FTMS + p NSI Full ms [400.00-2000.00]

LM_AD_OmpF_1_040816 #716-902 RT: 28.46-34.10 AV: 187 NL: 6.86E4
T: FTMS + p NSI Full ms [400.00-2000.00]
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23.60-25.39  AV: 59 T: 
FTMS + p NSI Full ms 
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6#705-941  RT: 
28.12-35.29  AV: 237 T: 
FTMS + p NSI Full ms 
[400.00-2000.00] 



 





https://github.com/jbellamycarter/pepfoot
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File import through .mz5 file format. Data from all major vendors can be converted to this using Proteowizard. 

(1) Wilhelm, M.; Kirchner, M.; Steen, J. A. J.; Steen, H. Mz5 : Space- and Time-Efficient Storage of Mass Spectrometry Data Sets . Mol. Cell. Proteomics 2011, 11 (1), O111.011379. https://doi.org/10.1074/mcp.o111.011379.
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With reliable chromatography the manual parameters can be batch processed across any number of data files for the same protein/peptide mix
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Showing the extent of modification, rather than statistical significance
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Interactive 3D molecular viewing provided by NGL Viewer. Labelling information is assigned to the b-factor field of PDB.

(1) Rose, A. S.; Hildebrand, P. W. NGL Viewer: A Web Application for Molecular Visualization. Nucleic Acids Res. 2015, 43 (W1), W576–W579. https://doi.org/10.1093/nar/gkv402.
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TDBA probe is partially sequestered into the membrane region, allowing labelling of membrane interacting residues. 

(1) Manzi, L.; Barrow, A. S.; Hopper, J. T. S.; Kaminska, R.; Kleanthous, C.; Robinson, C. V.; Moses, J. E.; Oldham, N. J. Carbene Footprinting Reveals Binding Interfaces of a Multimeric Membrane-Spanning Protein. Angew. Chemie - Int. Ed. 2017, 56 (47), 14873–14877. https://doi.org/10.1002/anie.201708254.
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Filtering is only needed for the manual verification step to make user interaction quicker.
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A result of combining a wider retention time range – lower signal to noise.
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Different probes can give complementary coverage of proteins.
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Combinations of several proteases can help, occasionally there is no suitable protease for a region.






