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cceHUB Data Explorer

Add New Search Tab

* Problem: Lots of data

B cceHUB Data cxplorer _ | O x|
» Samples, new tool results, etc. Qusearch | +
» Very large datasets, MBs or GBs. . Ko sl R
. / Recently Viewed Button
» How to easily select data/results of /'
i n te reSt - ] Calen Cansar Sty Sarmple MiH-3 Ras Data [ Cutpalin Canenr Sty Snmphs s Dt

Back/Forward

* Browser-like data explorer

» Search metadata via keywords
(tags) and free text.

» Leverages metadata and keyword

N

Search bar

processors.
* Two different applications
» Data selector from inside tool She/EEmERRE (e SRR

(analysis, visualization, etc).
» Generalized data browser.

— . Click on Box to Bring up Recently Viewed Page
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cceHUB Data Explorer

/ Query matches keyword and text

* Google-like search mechanism e

» Can be context free: “GCxGC-MS” LhAearch i
vs. “AnalysisType:GCxGC-MS” b ELd b

[ 1 Colon Cancer Study Sample MH-3 Raw Daia

ec 032007 . Study: AdarmecCC, Saraple Id: AdamecCC116186, Aliguot:

» CheCk bOXGS to SeleCt datasets_ AdarmecCC116186-3.2, Laboratory: LABORATORYD] -adamec, Instrument;

[INSTRULENTO1- leco, Warkflowr: WORKFLOWO1-PCLA, Analysis:
ONICANATO0001-metabolormics, Analysis Type: GUxGC-IE, Analysis Format:

GCxGC-WS netCDF, Size: 274524280 1
° S ea rCh reS u |tS a re ra n ked Checkbox Eaywords: S?sjily, Sa.mI]i:Id, Alieuot, L£§fatory, Instruraent, Workflow, Snalysis, Analysis

Type, Analysis Format

» Keyword, full/partial match, etc. O (et e P
Ot 03@00E - Stu_dy: RafteryCureline, Saraple Id: RafteryCurelineSample16, Sliguot:
» Results also scored by user/group e e B PG, Iy trument

. ONEC AN ATO0001-metabolormics, Analysis Type: GCxGC-IWE, Analysis Format:
popu la rlty . GGTMS netCDF, Size: 896790984 bites .
[] Another Eniry 2.

words: Stady, Sample Id, Aliquot, Laboratory, Instrument, Workflow, Bnalysis, Analysis
. . . e, Bnalysis Format
* Efficiently queries database
Lpr 8, 2009 . Ilorhi aliquam rdsl eu massa. Ilaecenas ut diam egestas massa adipiscing
» Retu rn S I DS Of match es , SO rted by attis. Invitae rabh. Etiara ut erat at nune blandit lacinia. Iaurs trstique. Etiam faucibus

dicturn nisi. Etiarm fancibus, metus non seraper lobortis, lignla poaris egestas necue, et tristique
roagna miut magna, FCxGC-IS

SCO re . Eaywords: Fred, Wilrna, Bamey, Betty, Dino, &nalyis Format
[ Another Eniry #3.
» F U I I d ata CO nte nt req u eSted O n Lpr & 2009 . Munc gquis sern. Donec vehicula. Donec libero metus, consequat vitae, nltricies
g1, posuere quis, odio. Mune ac rd. Nullara nec welit. Cara sociis natooue penatibus et magnis
d e m a n d . dis parturient montes, nascetur ridiculus rmus. GCR3C-IS

Eeywords: Fred, Wilma, Bamer, Betty, Dino, &nalyis Format
Previous1 2 3456 78 9 10 Next

Clicking on title displays content page. /‘

PURDUE IT-P View page worth of entries at a time. ::é’gm @
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° Entry page Contains B cceHUB Data Explorer

» Description of dataset. Qusearch |+
@ B [GCaGC-MS E ll P pah
» CheCk bOX tO SeleCt entry' O Colon Cancer Study Sample MH-3 Raw Data Y

Study: AdamecCC

But aISO. .. Check box Sample: AdamecCC116185
Aliuot: AdamecCC116186-3.2
. Laboratory: LABORATORYD]-adamec
» Links to Category pages. Instrumont: R THINES R l_hm‘\__ | Links to

" ” Worl:ﬂ!rw: WOREFLOWDI-PCA .
example: “Instrument”. e more
. Amnalysis Format: GCxGC-MS netCDF content.

» Links to tools. Uploaied: C120008
Restricted: jila}

» Images (graphs) from tool results. Keywonis: damec. Colom Cances Stuly, Calon Cances Callection, Vet
abolomics, LECO, TOF, Time of Flight, mass speciromeiry, M5, gas chromatograph

. v, 2-dimensional GC, GCxGC, mass charge, intensity, TIC, CDF, OMIC, dataset
* Keyword links perform search. . L
L

tr Ipsrn dolor sit atnet, conspotetur adipiscing elit. Cras elit eros,
ultricies wel, auctor nec, faculis intprdura, lectus, Viratous loremn diara,

Leverage Rappture to provide
easy connection with tools. e o oo s o o i

turpis. In comgne pede adipiscing nisl. Vestibulur pretinm pubinar
enitn. Dionec malesuada. Integer quik odio et moolla wernenatis ultrices. Tauns
COngle, enitn sit arnet congue so , hieque erat vestiulum sapien, a bibendum

K d link tibh felis at orcl. Ilothi aliquarn nisBen mazsa. Mlaecenas ut diatn egestas
eyword links massa adipiscing mattis. Invitas nibl. Etiar ut erat at nunc blandit
lacinia. Iaun s tristigue. Etiam fackns dictam nisi. Etiatn favedus, metus i

Link to tool screenshot.
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cceHUB Data Explorer

Bl cceHUB Data Explorer 1 Of x|

* Content pages
» Display more general information. Qsearch | +
@ | M e

» Describe how data was I e
collected/processed. Mame: LECO Fegus D GCHIC.TOF

Model: Lugilent 200
L . k . . I Location: LOco0001-PURDUEHORTICULTURERIILDING
d Contact: CONTACTOO003b; 1 purdug eds
» Link to similar datasets. St TN by

)) S i m p I e H T M L (g e n e rated by ?;:E?E%MSC)(GC TOF instrarnent canbe operated as either a GCMS or a GCxGCMVS.

When used in GCx3C mode, it is possible to separate and detection hundreds-to-thousands
ba Cke N d p ro CeSS ) . of cormpounds in a single saraple. This would not be possible by corventional GCMS,
Separatinns, which previously resulted in dozens or handreds of peaks, now yisld thousands
of individnal coraponents frora coraplex ixbares. The powerful, easy-to-use
ChroraTOFA® software simplifies cormponent identification by employing integrated NIST
database searches. Other unigue processing capabilities (such as sample cormparisons) allow
for autorated runing of corplex GCRGC data sets to extract previously wodentifiable
sitnilatities and differences. Ionization iz performed using electron impact (EI). The upper
tasg livait for this instrwent iz 1,000 daltons. Different derfvitization schetnes are routinely
eraploved to asssit in sarapls wolatility. Two such instraraents arve available to the WIPF.

Datasets:
Colon Cancer Study Sample MH-3 Raw Data

%?gvcrv @ :
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cceHUB Data Explorer

* Google Model
» Ranked results (web2.0).
» Unstructured data searches.

* Structured data vs. unstructured data

» Structured search: query reflects knowledge of database schema.
v" Good for programs. Range searches. When you know what you want.

» Unstructured search: structure imposed on-the-fly as searched.
v When you don't know exactly what you are searching for.

» Most important point is how easy to find/access your data.
* Data explorer uses both methods.
» Displays a table of search results.

» Table entries can be sorted and narrowed.

» Good for range searches. “Show entries where the peak retention time is
between...”
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cceHUB Data Explorer

* Future plans.
» Implement table range searches.
» Be able to invoke tools from within data explorer.
» Connect to cceHUB database.
» Connect to keyword and metadata processors.
» Score pages by popularity.
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