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What Is Protein Crystallography?
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Why Is data management
Important?

A Validation and Verification i provenance

A Reproducible

A Distributed teams

A Reduce duplication

A Enable re-use and re-analysis, comparison
A Long term access

A Knowledge extraction and layering
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Data-Driven Protein Crystallography Experimentation
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UQOSG workflow 2007
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TIMTAM

A Secure Web Interface to LIMS
A http://maenad.itee.uq.edu.au/timtam/

A Enables UQSG team to track and share results
of

| Target selection

I Protein preparation

I Protein analysis
A Flexible, simple to use, responsive
A Ruby on Rails, MySQL

A PPDM Data Model (Pajon et al 2007)
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http://maenad.itee.uq.edu.au/timtam/

Steps

. Create Project 1 define experiment types
and workflow

. Specify target protein and constructs and
iIndividual responsibilities

. Specify microplate wells i targets and
constructs, by drag and drop interface

. Upload experimental results from desktop
. Review and analyse results
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Features

A Links to external databases
A Supports annotation of results

A Notification when similar target/construct
solved (E-value from PDB/ohPDB)

A Built-in analytical services

calculation of crystallizability scores;

I BLAST sequence matching to proteins in public databases;
.
i protein-to-DNA translation

In silico PCR;
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