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APCF UNITE — a new way of launching and viewing pro¢omic search
Introduction Raw instrument file conversion using UNITE

The Achilles' heel of current proteomic analysethés processing and validation of the vast voluofes . . ) . L
MS/MS spectra obtained from current mass spectmymiestrumentation. The construction of the Users can automatically convert raw instrumentsfif'om within UNITE. Users can use their existing
Australian Proteomics Computational Facility (AP@FRO07 is both a hardware and a software solutiofommercial software, or use Open-Source packages.APCF adheres to the standard mzML format as
that enables rapid, high volume proteomics masstspaetry data analysis at a single online internefi€veloped by the Protein Standards Initiative, witicontinually support new developments as thegw.

site. This shared national resource strategy aseseshe needs of large scale automated mass
spectrometry data analysis by allowing access ttipteiindustry-standard algorithms installed on an
advanced high-performance multi-processor computinster.

UNITE currently supports
«Extract_msn (Thermo .RAW to .dta)
*ReAdw (Thermo .RAW to mzXML)

“UNITE” is a world's-first tool that allows Proteons researchers to seamlessly access multiple iyelust *MassWolf (Waters format to mzXML)
standard MS/MS databases and searching algoritamstely and simultaneously at the facilities of the *mzWiff (Analyst .wiff to mzXML)

APCF. It provides single-click access to Mascot!Tghdem and OMSSA. It allows proteomics «CompassXport (Bruker format to mzXML)
researchers to harness the power of the APCF clinsta their desktop, as well as providing easyse- smsconvert (Thermo RAW to mzXML)
automation tools such as raw file conversion, &iednass download of result files. *MzXML2Search (MzXML/mzML to .mgf)

UNified userInTErface (UNITE)

The APCF has created a unique unified graphicelfiate to allow researchers using the APCF a singl
easy to use, common interface for their proteormicsk-flow. This interface, which we have called
UNITE, is a Windows-based tool, allows all userstioé system to run and view the result of mas
spectrometry search requests. It provides searotgssection to the APCF high-performance compute [~
cluster. It provides a consistent look-and-feeintass spectrometry searches. Users of the todiocais
on solving their biological problems, and not wastee learning new and confusing interfaces.

Users can set the command
line parameters for the

instrument file conversion,
which is then remembered b -
UNITE.

Raw file conversion is
automatically performed
when jobs are submitted.
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APCF UNITE provides seamless integration Results are JUSt a click away
to the APCF 128 node cluster which features Results can
X!ITands M OMSSA i i i i : . ;
[ xurandem | | asw | multiple re;undant_:lle;r in computatlonlal STy Users can view resuiiesults are viewed in your favourite
power, node availa ility power supply, date, month 4-/from other people in Web browser ( or OMSSA program)
R ethe.rnf-:‘t swnghmg and storage capabilities to or by Task their user group.
——— maximize uptime! Name.
Benefits
« Single interface to Mascot, X!'Tandem and OMSSAckea. Multiple files can be searched with -
multiple algorithms, all with a single click. Results are clearly set
. . X X Tasks and__, out, with single-click
« Easy access to all data, including search paransetgpectrum files and output files. jobs can be access to results and
+ The “MEDIC” download tool can automate the downloathumerous result files automatically. ‘g’]ilz":f: ata ST TS
« Continual updates to proteomic-centric search dat#s.
« Automatically converts raw instrument files witrerxprovided routines.
13 ”
« Enhanced security— all data transfers are encrypt&dyroup security system allows users to share MEDIC - denload the reSUItS yOU need'
results. The MassExtractionDownloadlnformationCentre allows users to automate the download oframyber of

their search results to their PC.

H H You can also specify to download
U ser f”e n d Iy | nte rfaces «—only the results of certain algorithms.
With UNITE, it is possible to launch searches ofitipie files to several algorithms simultaneoussing

X . " N N . Select the tasks or jobs
either ‘drag-and-drop’ or via a menu. Jobs can aged immediately, or at some time in the future. l

whose results you want <+—Select the download directory
download.

€ Progress reports
<« Users specify their search parameters for muléifgerithms.

4= Users can add a task name, or a specify a stagt tim 0 g

Viewing the queue
UNITE users can track the progress of their jolsugh the APCF system. Easy-to-use interfaces thiele
complexity of the back-end systems from them.

= Users can convert raw instrument file formats

/ Multiple files can be searched simultaneously

Databases
APCF provides up-to-date access to numerous prdeabases. These include:
+LudwigNR —a non-identical database that includessSwrot, IPI, TTEMBLE and many new Ensembl

ants

genome databases sorted and concatenated. UNITE — keepmg your results safe
«IPI (http://www.ebi.ac.uk/IPl/IPlhelp.html) M d d ity feat built into URIThcluding th £ 128 bit SSL T
~SwissProt (http:/iwww,ebi.ac.uk/swissprot) any advanced security features are built into hcluding the use of i encryption to

protect your data. However users can easily i@ with collaborators within their own group.

Consistent parameter entry UNITE — built for proteomics!
UNITE has redesigned parameter entry for all ttadgmrithms to provide a consistent look and feel.

Commonly used options are presented to the useiduanced options, unique to each algorithm, a®PCF UNITE can be downloaded fromitps://beta.apcf.edu.au/unit®here is on-line help, a WIKI, and
still available. Flash video demos on how to use it. If you areanaser of APCF, email the address below to ampjgin.

APCF Mascot APCF X!'Tandem APCF OMSSA

APCF UNITE will be constantly upgraded with newtiees, including the post-processing of results,
ensuring that you will stay at the leading edg@wfteomics software developments. All featuresaare
result of the users’ requests and your participatigiti benefit all users. We look forward to interag with

(@e]g)=I6 MIBLEI 1[I Email: apcf@ludwig.edu.au, phoneyo,l&PCF +61-3-9341-3155, Web: www.apcf.edu.au




