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Agenda

ÅBackground ïfrom lab to databank to e-library and back

ÅTIMTAM ïTarget Information Management and Tracking

ÅTARDIS ïFederated Repositories of Xray Diffraction 

Images

ÅPDB - Protein Data Bank

ÅeSpace ïUQ Institutional Repository

ÅAnnoCryst ïColllaborative Annotations for 3D Crystal 

Structures

ÅConclusions
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What is Protein Crystallography?

Drug

Design



Why is data management 

important?

ÅValidation and Verification ïprovenance

ÅReproducible

ÅDistributed teams 

ÅReduce duplication

ÅEnable re-use and re-analysis, comparison

ÅLong term access

ÅKnowledge extraction and layering
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Target Selection

Small-scale expression screening

Large-scale expression and purification

Crystallization

X-ray Diffraction

Structure Determination 3D Structure

Publication

Cloning

TIMTAM
Experimental 
Data capture

TARDIS 
Australian Archive of 
Diffraction Images

Protein Data Bank

ACS  Journal
Repository

AnnoCryst
Annotation
Server

Community discussing
structure and function

Data-Driven Protein Crystallography Experimentation
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TIMTAM

ÅSecure Web Interface to LIMS

Åhttp://maenad.itee.uq.edu.au/timtam/

ÅEnables UQSG team to track and share results 

of

ïTarget selection

ïProtein preparation

ïProtein analysis

ÅFlexible, simple to use, responsive

ÅRuby on Rails, MySQL

ÅPPDM Data Model (Pajon et al 2007)

http://maenad.itee.uq.edu.au/timtam/


Steps

1. Create Project ïdefine experiment types 

and workflow

2. Specify target protein and constructs and 

individual responsibilities

3. Specify microplate wells ïtargets and 

constructs, by drag and drop interface

4. Upload experimental results from desktop

5. Review and analyse results
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Features

ÅLinks to external databases 

ÅSupports annotation of results

ÅNotification when similar target/construct 

solved (E-value from PDB/ohPDB)

ÅBuilt-in analytical services 
ïcalculation of crystallizability scores;

ïBLAST sequence matching to proteins in public databases; 

ï in silico PCR; 

ïprotein-to-DNA translation
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