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Abstract. Multiple Reaction Monitoring (MRM), also known as Selected Reac-
tion Monitoring (SRM), is a powerful targeted proteomics method. The ap-
proach is based on the generation of specific quantitative assays for each pro-
tein of interest and can be used to accurately quantitate large sets of proteins at
high throughput. One challenge in Multiple Reaction Monitoring Proteomics
analysis is however to select the most appropriate surrogate peptides to repre-
sent a target protein. Several features are required for a good surrogate peptide -
- it should be unique within the target proteome, efficiently liberated during en-
zymatic digestion, and free of post translational modifications.

We use established eScience practice to develop a software package to au-
tomatically generate the most appropriate surrogate peptides to represent target
proteins in an LC/MRM-MS analysis. Our method integrates information from
different online repositories about the proteins, their tryptic peptides and suita-
bility for MRM. The software is built using scientific workflows engine, i.e.
Taverna, it connects to multiple online repositories, from which the information
about proteins and peptides are retrieved and integrated. In comparison with
manual selection of peptides, our method enriched the selection, eliminated
human error and allowed faster generation of peptide selection lists.

Because the software was developed using scientific workflow, it allows da-
ta provenance, reproducibility of calculation and experiment, as well as sharing
the analysis method with other scientists. All are properties on which the e-
Science community worked for few years now to make them ready for use in
science.
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