AnalysisXM L Development Wor kshop, 25-27 June 2007
A 3 day satellite workshop to develop AnalysisXMiLtlze EBI in Hinxton, Cambridge.

Attendees

Angel Pizarro (PSI-P1 Co-chair - University of Pegivania)
David Creasy (PSI-PI Co-chair - Matrix Science)
Jennifer Siepen (Manchester University)

Martin Eisenacher (Medizinisches Proteom Center)
Philip Jones (PSI-PI Secretary — EMBL-EBI)

Richard Cotée (EMBL-EBI)

Minutes/ Record of Activities
During the course of the workshop the following\aties were completed:

e A review of the object model, XML schema and avaganstance documents was

performed.

e Several iterations of development were completedhich problems or missing

functionality were identified, the UML model wasdgied, a new XML schema was
generated and instance documents were developiedalitate against the schema.

e Specific problems were documented and are beiegdchon the PSI case tracker system.

These issues include:

e The need to be able to annotate the ion seriesafdn identification. A compact,

usable format for this was developed during theksioop.

The relationship between protein and peptide ifieations was moved from the
'molecule’ description section to the 'analysistieg, to reflect the fact that this is an
analysis, not a statement of fact.

Considerable discussion of the scope of analysisXdék place. It was suggested
that analysisXML should handle any kind of moledidkentified from mass
spectrometry). This case was dismissed — the suiogealysisXML will remain
limited to polypeptide identification.

Where identification is completed against nuclaicl@equences, the need to handle
different translation tables for different specess flagged.

e By the end of the three day meeting, the followiwayk had been completed:

e The development of UML, XML schema and instanceudeents that are able to

represent (All items being new or significantly nfal in this workshop):
e search protocols
e the identifications of proteins, peptides and groteodifications

e the use of controlled vocabularies throughout treema was patrtially re-
modelled and made more robust / efficient.

e the model now allows a complete representationufipte analysis steps in
a single XML file, e.g. search engine -> proteitedmination algorithm.

e an explicit representation of quality measuremsimcluded.



e In addition, candidate structures were developeddpresenting:
e ion series matching

e Documentation was developed, including the temgtatéhe final specification
document. (Note — this is the specification offilvenat, not the requirements
document).

e Documentation was added to the UML model and XMhiesaa.
e The following commitments were agreed to by membéthe working group:

Complete UML / XML schema documentatidviartin Eisenacher

Complete specification documemhil Jones & Richard C6té

Further development of ontologavid Creasy & Zsuzsanna Bencsath-Makkai
Validation Tool (based upon MI-Check codeEBI (PRIDE team etc.)

e It became clear that a great deal more input igired from a range of domain experts to
expedite the development of a complete model ferticoding of quantitation information.



