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Motivation

Ease of use
Command-line:

= [cygdrive/c/Inetpub/wwwroot/ISB/data/raft -

.tagz xinteract.shtml
.xml xinteract.xml
html xinteract.xsl
.tgz

.xml

raFtlBll tgz

$ xinteract -X -A-1DE-S raft@d20.xml raftl@dS2.xml raftl1@11.xml

vs. Point-and-Click:




PETUNIA Features

Client/Server architecture (remote login)
Familiar interface via web browser

Use of advanced web technologies to render
complex pages and notify user when jobs are
done

Remotely Browse/Copy/Delete files

Controlled access via username/password
— *NOT* secure. (Use https:// if needed)

IS, Apache Webservers. Firefox, IE browsers

It's Cool!



Configuration Options

Flexibility in Tools set-up:

2

Single server Search server Remote access

Search software, Search software on Search software on

data, TPP on a server (cluster?) server (cluster?)

gg}%le ltjgrer Data and TPP on Data and TPP on
puter. user workstation dedicated server

Remote access via
web browser (http)



Quick Tour: Login

3 SPCTools Ul: ISB/SPC Proteomics Tools - TPP Web Interface - Microsoft Internet Explorer flEl&l
Fle Edit View Favorites Tools Help R
GBack - e - \ﬂ @ ;‘, /'._\Js.ean:h ‘gl_-‘:(:-’Favurites & - k,; ) - _J E;; il @

Address | @] http:/flocalhost//tpp-bin/top_aui.pl "| Go | Links *
Y7 - 2| v || searchweb ~ fhUpgradetiow! ~ 2 B @~ @ | @wvail - @y vahoo! + EJanswers = »

| L] SPCTools UL I1SB/SPC Prc-te-:-mic...| & Add Tab (X ]

ISB/SPC Proteomics Tools - TPP Web Interface

User Mame: ||LIiS |

Password: |"""“ |

Systems @ e & £NHLBI

: PROTEOMICS
B 10 | Ogy Revolutionizing science. Enhancing life, il enter

:Ej % | ocal intranet




Quick Tour: Home

Sections

Tabs

2 SPCTools UI: ISB/SPC Proteomics Tools - TPP Web Interface - Microsoft Internet Explorer :”E|g|
File Edit View Favorites Tools Help :f
= a = )
- 1 5 J < JOFi L |+ & e
0 Back =>] \i'.l \ELI Ops Search 7. Favorites {} = _] @!'! ﬁ @
Address @hﬂp:.-".-"Iocalhost_-"q:up-bin_-"q:upjui.pl V| Go Links *
Y_’ - P | v || Search Web = fhUpgradeMow! ~ <° D= & - @ | =Ml ~ @My Yahoo! - Answers v Y Hotlobs ~ »
| |1 SPCToals UL: ISB/SPC Proteomic...| =k 4dd Tab m
~
ISB/SPC Proteomics Tools - TPP Web Interface
You are logged in as luis. Log Out
Home | Account | Analysis Pipeline (Sequest) | Tools
Home ACCOUNT AMNALY SIS PIPELINE TOOLS
[Show / Hide ]
« Welcome, luis.
Welcome
Welcome ta the Trans-Proteomic Pipeline (TPP) web interface. These tools and interfaces were developed at the [nstitute for Svstems Biology (ISB) under a grant from NHLEBL
Please visit www.proteomecenter.org and tools.proteomecenter.org for more information.
Please select analysis pipeling you want t§ use: Se I eCt P I pe| I n e Type I
Analysis Pipeline
Follow these steps to convert, search, and analyze your data;
1. RAW to mzXML Conversion
Convert original .[RAW files to the standard mzxML input format used by the tools
2. Peptide Database Search and Identification
This is a front-end to Sequest (runsearch)
3. Conversion to pepXML
Convert original search results to the pepXML input format used by xinteract
4, Diata Curation and {optional) Peptide validation and Quantification
Use Xinteract to filter, sort, group, and highlight data kased on various criteria. You can also validate peptide identifications using PeptideProphet andfor use
ASAPRatio or XPRESS to calculate the relative abundances of proteins and the corresponding confidence intervals from ICAT-type ESI-LC/IME data.
5. Protein Assignment and Validation 2
DratninDranbkat mravsida e A rtatictical mnadal farualidatinm af mantida idamtificatinne At thos meatoim Laond —

@ ‘ﬁ Local intranet

Log Out



Quick Tour: Navigation

Select Pipeline type:

(default can be re-set)

Mouse-over sections

to reveal

menus

hcome= | S C | oy R .
: XML __
Home i Datab Search PIPE
! pepXML T

Analyze Peptides :

Welcome | AnalyzeProteins . .

Tabs are context-sensitive:

Home | Account | Analysis Pipelin

e (Mascot) | Tools

Home mzXML Database Search pepXML Analyze Peptides Analyze Proteins
| Account | e (Mascol) | Tools
Home Browse Files Convert mzXML Files dta to mzXML QualScore SpectraST Libraries




Quick Tour: File Browser(I)

Found under TOOLS = Browse Files

Get directory listings: file size & modified date-
time

Navigate directory tree

View data files, old results, etc. (Launches
appropriate viewer, if known)

Edit text files (e.g. parameter files)
Create directories/folders

Delete unwanted files

Copy/move files (Clipboard)



Quick Tour: File Browser(2)

3 Panes:

Alpha
(ASCII)

SPCTools Ul: ISB/SPC Proteomics Tools - TPP Web Interface - Microsoft Internet Explorer =
Tools  Help :,r

File Edit View

eBack - e h \ﬂ |§| ;\J /'__\l Search ‘f\?Favorites {‘}

Favorites

e B Y @

Address g‘] http: flocalhost/tpp-bin/tpp_gui.pl? Action=display fpage =filebrowser V| Go Links ¥
Y! - £v| v|| Search Web v 4k Upgrade Maw! ~ &7 - -@- - @ = Mail - @My Yahoa! = Answers * ®Hotlobs ~ 24
|1 SPCTools LI: ISB/SPC Proteomic... | | ss Add Tab [X]

~

Home | Account | Analysis Pipeline (Mascot) | Tools

Home | Browse Files | Convert mzXML Files dta to mzXML QualScore SpectraST Libraries

Clipboard Contents [RELTEESEEY

Current Directory:

[ Set as Working Directory ] ‘

L netpub Lwwwroot L1SB L data | LUIS VMASCOT |

DIRECTORIES:

[ selectiUnselect All « Goupto: data

listing

e Goupto: |- LUIS
File Name View? Size Date Modified 1
¢ [ Wiew ] Mon Apr 10 14:23:24 2006 SUB-DIRECTORIES:

[CJFo01309.dat
|:|haIOIC.*\T2_30.cIat [Wiew] Tue Mar 21 10:58:08 2006 . 1 1

View 7691k Fri Jul 28 12:05:38 2006 e liestz
|:|haIOIC.*\T2_30.mgf [ilEw] e halolCATZ 30 1
|:| halolCAT2 30.mzXML [Pep30] 9561k Tue Mar 21 10:56:50 2006

e recory| |
[l halolcAT2_30.tgz = 5125k Tue Mar 21 11:18:05 2005 | | Create new directory:
-

DhaloICA\TQ 30.xml ’1,898 k Tue Mar 21 11:18:45 2006
D halobacterium_111401_plus_human.prot [View] 391298k Tue Mar 21 10:59:11 2008
[ Tinieracesnim [view] 0.182k Tue lar 21 11:58:45 2006
W [PepxlL] ) 3736k Tue Mar 21 11:59:05 2005

[ Wiew ] 43k Tue WMar 21 11:58:45 2008

) § [interact xsl

10 files found.

&) 4 Local intranet

Navigate
up tree

Subdirs



Quick Tour: File Copy

FILES:

[#] Select/Unselect 4l

File Hame View?

Size Date Modified
L J
7] xinteract shtml [ View 0176 k Thu Feb 23 11:59:12 2006
Se | eCt FI | eS 7] xinteractxm [PepXhiL ] 6,215 k Thu Feb 23 11:59:14 2006
g [ View ] 43k Thu Feb 23 11:59:14 2006
L 2
Jfiles found.

[ Delete Selected Files ]

CI I Ck here! | Copy Selected Files to Clipboard |

[ Faste Files (from Clipboard) into this Directory ]
Home Browse Files Convert mzXML Files dta to mzXML QualScore SpectraST Libraries
[ Show / Hide |
& Yourfiles have been added to the clipboard:
e zinteract shtml
e xinteractxml
o xinteractxsl

Clipboard Contents [EUlUARS




Quick Tour: File Paste

Check Clipboard contents first:

cilnetpubv

Clipboard Contents [RalEEIR

cllnetpubwwwrootlSBidata\LUISwinteract. shtml
cotiSBwata\LiISwinteractxml
cinetpubiwwwrootlSBWdata\ LIS xinteract xs!

oOoo

SelectUnselect All [

Remaove

Edit, If necessary

Navigate to desired directory

Click here!

+[ Paste Files (from Clipboard) into this Directory ]

Hide [-]

These files have heen copied into the current directory (oygdrive/cinetpubiwwwrootZB/dataiMascotMew Folder/):
icyadrivelcinetpubiwwwroot1 SB/data/LUISxinteract. shtml

Icygdrivelic/inetpubfavwwrootISBdataLLNSxinteract xmil

Icygdrivelciinetpubiwwwroot3B/datalL LS xinteract sl




PETUNIA: some tips & URL

Choose Files first, then options

OK to navigate while commands run; keep an eye
on the Command Status bar for updates:

Comman d Status e o Command Status  BEECEEEE > Command Status

Previous command output available until next
command Is run.

Open all results files using web browser
Use section menus for quick navigation
Got a suggestion? Let us know!

http://<HOST>/tpp-bin/tpp_gui.pl
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