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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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¥ TIMTAM - Project: show - Mozilla Firefox [ =10l x|
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Result Summary

All targets | My targets
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Target ¥& | Construct i Lo Sequencing Ufi‘c'“ expression/purification | expression/purification | spectrometry | C stalllzatuon |determlnatlon
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5 TIMTAM - Experiment Types - Mozilla Firefox
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Experiment Types

Click on experiment types to edit them. You can also change their order (<), add new types (: j, or delete existing types (.

L]

X go Sequencing Large scale expression/purification Mass spectrometry Crystallization
—Experiment Type
Name ILarge scale expression/purification
Description
Parameters Name Unit Param Type
Yield mg/L numher Edit Delete Up Dowwn
Purity % numher Edit Delete Up Down
MW (SDS-PAGE) kDa numher Edit Delete Up Down
MW (SEC) kDa number Edit Delete Up Dowwn
Homogeneity (SEC) - number Edit Delete Up Down
Stability - text Edit Delete Up Down
SDS-PAGE image - image Edit Delete Up Down
IEC - image Edit Delete Up Down
SEC - image Edit Delete Up Dowwn
Create MNew
4| |
| Done
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Steps i Small Scale Exp & Purif H
Analyses / SDS-PAGE/Caliper *
Instruments
—Analysis [ Instrument
Mame PpCR/Caliper
Parameters Mame LInit Param Type
Size - integer Edit Delete
Concentration ngful float Edit Delete
Maolarity nmalfl float Edit Delete
Gel image/ipeg image vl
Update Cancel
Create New
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Construct List: person in charge Gautier =| construct type: | all || Filter List
|ex117m1| | Roih1 || Rozmi || Roami || Rosha || Rosmi || Roehi || Rozha || Rosmi || Roskl || Riok || R11m
RO1lrml ROZh2 RO3rm2 RO4hz ROSrnl ROGh2 RO7h2 ROSrnl R10ml R11hz
RO2rml RO3rm3 RO4h3 RO&ml ROSrm2 FR1lrml
FO2m2 FO4rml FO&m2 ROFrm2 ROSrm3 R1lrm2
Display: ® Molecular Component ~ Tube Description " Length ' Crystal Score ~ MW pl

Add/Remove molecular component from tubes

T lalmlmlolao |ad | > |

rozhl || ROshz || ROBh2
pMCSG7
Pt |—

RO4m1 B2 B3 B4 BS BE B7 BS B9 B10 B11 B12

pMCSGT
c1 c2 c3 c4 cs o c7 cs cs c10 c11 c1z2
D1 D2 D3 D4 DS D6 D7 DS D9 D10 D11 D12
E1 E2 E3 E4 ES EG E7 ES ES E10 E1l E1Z
F1 F2 F3 Fa F5 6 F7 Fa Fg F10 F11 F12
G1 G2 G3 G4 G5 G6 G7 Ga G9 G10 G11 G12
H1 H2 H3 H4 H5 HE H7 Hs Hg H10 H11 H12

copy | export as ¢sv | Empty entire well plate | Upload from CSV
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