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What is a workflow?
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Pieces of process

Momtor the formation of an aromatic inmne by HMR
and CMR in CDC13

1. Make up separate 1 mL of 1M solutions of
piperonal and 3-methylfurfurylamine m CDCI3.
Take HMRs and CMRs of the aldehyde and amine.
Use 5 sec relaxation time and acquire for about 15
muns for the CMR. This should be good enough
based on James' results at 1M mn methanol.

3. Combine the two solutions into a 1 dram vial and
shake vigorously then transter to an NMR tube.
Take HMR at 5, 10 and 20 munutes after mixing,
Take CMR at 25 nun after nuxing.

Take HMR at 40 mun after mixing

Take CMR at 45 nun after nuxing.

Take HMR at 80 muns after nuxing.

Take CMR at 85 nuns after mixing.

Continue to take NMRs after interval doubling
until no more change 1s observed.
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Workflow Entry: FLOSS Communication Centralization Plot, Unit Weighted

Created at: 07/03/08 @ 02:00:42

Last updated: 07/02/09 @ 18:49:48

License | Credits (3) | Attributions {0) | Tags (8) | Featured in Pades {0) | Ratings (0) | Attributed By {0) | Faveourited By {0)

Citations {0) | Wersion History | Reviews (0) | Comments {0)

@ Version 2 (latest) (of 2)

View version: | 2 (latest] |»

Taverna 1 workflow

Version created on: 07/02/08 @ 18:42:47 by: Andrea Wiggins | Revision comments

Title: FLOSS Communication Centralization Plot, Unit Weighted
Type: Taverna 1

@ Preview
[Clidk on the image to get the full size)
wmm R EEEEEEEE
| step | | End_Date |[ Start_Datle || sliding_window |[ Projed_list |A

[ CHculaie_Cenitrall zation |

Centralizaion_Plot
v Y

() Original Uploader

B Andrea
Wiggins

(@ License

All wersions of this Waorkflow
are licensed under the
Creative Commons
Attribution-5hare Alike 3.0
License.

@ Credits (3)

{Pecple/Groups)

& Andrea Wiggins
& Crowston

E James Howison

@ Attributions (0)
[Workflows/Files)

[}
MNon

| VWorkflow v|

& My Profile [ =dit]

[ 1y Messages (1)
25 My Memberships (1)
(=) My History

& Wy News

1 new message
(] RE: crediting a wor...

@ 1 new group request

== From Mike Chelen

{for Group: myGrid)

My Stuff

22 Friends | 8 Groups

Friends

@ Tags (8)

|:| Criginal Upleader tags

centralization |
communication netwoaork: |
floss | open source
software | 0ss | sna | social

F T S SR T S |

& Allyson Lister

&' Anders Lanzen

& Antocn Goderis

&' Bertram Ludaescher
& David De Rours

& David Withars

Iy Favourites
0 favourites




== User: Marco Roos

Name: Marco Roos

Joined: Saturday 21 July 2007 @ 10:43:23 (BST)
Last seen: Friday 15 May 2009 @ 15:50:51 (BST)
Email (public): roos [at] science uva_nl

Website: http://home. medewerker. uva.nl/m.roos1

Location: Amsterdam, Netherlands

44 Friends
10 Groups (admin)
7 Groups (member)
2 Blogs
7 Packs
2 Files
26 Workflows
0 Favourites

Marco Roos has been
credited 28 times

Marco Roos has an
average rating of:

3.8/5

(6 ratings in total)
for their items

My role as a biologist and bioinformatician in e-science is to help increase the usefulness of emerging information technologies
for biology, while experimenting with new ways to increase insight into mechanisms related to structure and function of DNA in
the cell. | experiment with technologies such as workflow, knowledge extraction from text, semantic web and virtual research

environments such as myExpernment.

More information on the blog below (originally uploaded as an example for the 'NBIC on workflows' workshop in Lunteren, the

Metherlands, March 2008).
http:/fwww.myexperiment.org/blogs/15




Groups in myExperiment

Administrator:

& OndexServer

Unique name: OndexServer Created: Friday 27 February 2009 @ 15:42:55 (GMT)

This group iz set up for the SABR Ondex-Taverna integration http:/hwww . ondex.org

55 shared items | 0 announcements

Members (9):

MOLE A

Paul Paul David
Fisher Dobson Withers

Dmiytro
Andriychenko

Tags:

data integration | ondex | ovtk | o

w, View

A ™

- Simon Katy
Cjr... Roxane Jan Cockell  Waolstencroft
legaie Taubert
Administrator:

2= Stian
Soiland-Reyes

g4 Taverna 2 beta tester programme

Unique name: tZbeta Created: Tuesday 05 August 2008 @ 10:51:32 (BST)
Members of this groups are the participants of the Taverna 2 beta tester programme. Mote that the beta
tester programme is now closed, as Taverna 2.0 has been publicly released. Thanks to all beta testers,
follows the myGrid website and the taverna-users mailing list for more updates on Taverna 2.

12 shared items | 2 announcements

Sam... Jin... Ahe...

Members [(43):

Yuwei
Stian ik Lin Marco
Soiland- Chelen
Reyes
o
Nic.. = &
Mahmaoud Joan Jerzyo htt... Kas... htt. Michael
El-Gayyar Gerlich

T 22 A BE 2 2

4, View




Workflow types in myExperiment

* Not all workflows are stored in XML
— Many are stored in XML
— Some are XML but wrapped in other containers, e.g. ZIP
— Some are just plain text files

 Many types of workflows out there

— We cannot hope to provide specialised support for all!

— XML makes it easier, but thumbnail generation is the
common sticking point



About | Mailing List | Publications @] Login | A Register | &’

nyiexperiment™”

Home Users Groups Workflows Files Packs

Home » Workflows £ BOOKMARK of 700 &7

| 587 Taverna 1 workflows | 28 Taverna 2 beta workflows | 24 GWorkflowDL workflows | 12 Chemistry Plan workflows |
6 Trident (Package) workflows | 3 Trident (XOML) workflows | 3 WSVLAM workflows | 2 Nimrod Parameter Sweep
workflows | 2 Excel 2007 Macro-Enabled Workbook workflows | 2 Kepler workflows | 2 SimileXMLv3 workflows | 1
Stella workflow | 1 Pipeline Pilot workflow | 1 Makefile workflow | 1 Manual Web Service workflow |

ﬁ} Upload New Workflow g View All Workflows

Top 50 tags for Workflows [See All Tags]

affymetrix | AIDA | alignment | benchmarks | bio2rdf | BioAID | bicassist_nl | bioinformatics | biomaby | biorange_ni | BLAST | cdk-tavera | d-
grid | data integration | demo | design pattern | disease | e-science | ebi | example | gene | genatype | graph | gwes | gworkflowd! | kegg | Kegg
Pathways | localworker | microarray | muttiple sequence alignment | mygrld | ondex | pathway | pathway-driven | pathways | phenotype | protein |
protein annotation | pubmed | sequence | sequence similarity search | shim | social sciences | faverna | test | text mining | text_mining | uniprot | VL-e |

workflow pattern

" [ Latest | Last Updated | Most Viewed | Most Downloaded | Most Favourited |



“Just enough” user controlled sharing

Enter custom metadata

© Tags

© Credit and Attribution

Defaults: you are the only person who gets credit; no attributions.

@ Sharing

Defaults: anyone can view and download; no one is allowed to update;

@ License/Rights

Upload Workflow

® Attempt to infer metadata (and possibly generate preview images) from the workflow file/script @)

Browse...

Share with my Groups:

[] UsefulChem | view and Download anly w

[] Taverna 2 beta tester programime | Wiew and Download anly

[] Social Scientific Land | view and Download only W
[] Mark's Project | wiew and Download only W
D GRL | view and Download only W

[] myExperiment

Wiew and Download only W

[] Musicworkflows | view and Download only w

bl

Default: people are allowed to build on this Workflow, but must give author(s) credit and give attribution to this Workflow. They must also share
under the same conditions. (Creative Commons Attribution-Share Alike 3.0 License)

The most important aspect of myExperiment

Designed by scientists




Packs

* Simple aggregation of resources
e Started as a “just enough” piece for scientists
* Maps onto ORE



Paul Fisher

Logs

Genes and

Analysis Protocol for C

produces

Results

Workflow 16

Tath:mma02060
path:mmu00870
path:mmu00240
pathimm03010
path:mmu04080
path:mmu04210
path:mmu05220
I I d d path:mmu04612
nC u e path:mmu00271

L pechimmu04912
in pathimmu04330

path:mmu04640
path:mmu00561
path:mmu04110
pathimm04530
path:mu02010

Cytokinecytokine receptor interaction - Mus musculus (mouse)
Aminoacyl-tRNA biosynthesis - Mus musculus (mouse)

Pyrimidine metabolism - Mus musculus (mouse)

Ribosome - Mus musculus (mouse)

Neuroactive ligand-receptor interaction - Mus muosculus (mouse)
Apoptosis - Mus musculus (mouse)

Chronic myeloid leukemia - Mus musculus (mouse)

Antigen processing and presentation - Mus musculus (mouse)
Methionine metabolism - Mus musculus (mouse)

GoRE signaling pathway - Mus musculus (mouse)

Notch signaling pathway - Mus musculus (mouse)

Hematopoietic cell lineage - Mus musculus (mouse)
Glycerolipid metabolism - Mus musculus (mouse)

Cell cycle - Mus musculus (mouse)

Tight junction - Mus musculus (mouse)

ABC transporters - General - Mus musculus (mouse)

produces

Feeds into

Included in

QTL

E ==

\ 1 /]

Included i

ATl spprex ntethe
Largge - o dmabesi of Benaype
Pharstyps <ormelations
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Metadata

@ Tags (19)
[] Creator tags

affymetrix | african
trypanosomiasis | cattle

data-driven | disease | entrez
genotype | Kegg
Pathways | KegglD

link-integration | MiCroarray
mouse pathway
pathway-driven
phenotype | sleeping

sickness | swissprot | uniprot

web services

[ edit]

Add Tags 3

Workflow [nputs

complete.ppt

| microarray_pathways || qtl_pathways ‘A

commeon_pathways

kegg_pathw:

Slides

Worlflow Cutputs
¥

intersecting_pathways |7

produces

Primer Name Left Flank Nucleotide sequence Right Flank Nucleotide sequence
DAXX 1274 1812 CAGGAGGAATGGCGAGTG AGCTTAGTCCTTCCCAAGCC
DAXX 140754 456 1070 CTTGTAGGATTGGGACTGGG TCTCCTCCTCTICCTCCTCC
DAXX 2270 2720 TGGGCAGGAGAGATGGTTC ATGGTTCAAGGGAAGGGAAA
CO m m O n p a t h Wa yS DAXX 2644 3187 TGTGTGATTGGCTGGTIGTT GCAAATACGAGGAGTCTGGG
DAXX_exon$ TCCTCCTCCTACCAATCAAA  AGCAGAACTAACACCACAAGG
Daxx Upst 479 1104 CAGGCTTCCTCATCAACACC TGTCTCTATGGCTGTGCAGG

Workflow
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Published in
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| Taverna1.7.1 starter pack

Created: 17/07/02 & 21:06:12 | Last updated: 20/07/08 & 15:46:51

Everything to get started with Taverna 1.7 .1 Pa C kS

16
Comi

Tags

EXAIT]

| Towards Genotype-Phenotype Correlations

Created: 02/04/09 & 13:14:54 | Last updated: 02/04/09 @0 13:16:23

Itis increasingly common to combine Microarray and Quantitative Trait Loci data to aid the search for
candidate genes responsible for phenotpic variation. Workflowes provide a means of systermatically

proces
declarg
rmanua
phe...

19 iten

Commel
Tags:
affyrnetri

KegalD
SwiSSpr

) myExperiment paper for Concurrency Practice and Experience
eScience 2008 Special Issue

Created: 10/04/09 @ 13:41:56 | Last updated: 14/04/09 @& 05:34:12

This pack contains the materials used in the paper De Roure, 0., Gohle, C., Aleksejevs, 5.,
Bechhofer, 5., Bhagat, J., Cruickshank, D, Fisher, P., Hull, D, Michaelides, D., Mewman, 0., Procter,

R. L
con
issu
The

8 ity
Comn

Tags:

curati

) Workflow discovery benchmarks
Created: 12/07/08 i@ 11:20:23 | Last updated: 091 0/08 @& 16:29:50

This pack containg benchmarks that measure how bioinformaticians discover Taverna workflows.
Several subpacks are available: Collection of workflows by Paul Fisher, used in benchmarks PR2 and
CAZ Collection of workflows by Peter Li, used in henchmarks PR2 and CAZ

7 itel .
| Carole's Keynotes
Coming
Created: 27/09/08 @ 19:52:17 | Last updated: 1510008 & 035546
Tags:
henchi Carole Goble's 2008 keyhote talks that feature ryExperiment, in PowerPoint 87-2003 format. All

myExperiment presentation can bhe found on the wiki an httpibeiki myexperiment. orafindex php
fPresentations

4 items in this pack

Comments: 0 | Viewed iiternally: 60 times | Downloaded imternally: 4 times




Exporting packs
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Developer resources

REST API

— Import and export
SPARQL query engine
— Export only

ORE
— Export only

Documentation on the wiki (in progress)
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myExperiment Workflow Gadget

exper'ment

|[ Search ]

|Sear|:h myExperiment..

Latest Workflows

Using CQL to query protein sequence
data

Wei Tan

Tags: protein, cabig, cagrid, cabio, cpas, gridpir,
— = drid service, dlobus, cancer research
r 1

Created: 05 December 2008 22:03:03
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O ¢ xaw

[ oo cog - ot b b

experiment ™"

Horre

¥ MyExperiment

F 4, Marco roos all

Advanced Search

Search result for keyword: marco roos

workfiowszn) [T |aroups(io)
Page 1

Website: bttp:/fhome. medewerker uva
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Franck Tanoh

Saeedeh

Sirisha Gollapudi

George

Fong Chun Chan

& Paul Fisher

&5 metabolomics

£ kegalD to Kegg pathways with BioMoby services

4} Mouse Pathways and Gene annotations for QTL Phenotype

4 Pathway to PubMed

4 KEGG pathways common to both QTL and microarray based investigations

£ DataBiNS - Data Mining Workflow for Biological Pathways and Non-Synonymous SNP

& kegg_gene_to_swissprot_identifier

£ casimir_paper

4} Entrez Gene to KEGG Pathway

43 MOUSE Pathways from Diff Expressed Genes
.

19 items found

® Th periment Team




Authentication

* OpenlD for single sign-on
e Oauth for secure mashups

— User keys
— System keys

e Username/password for HTTP access



Windows 7 Desktop Integration

e This is still in development

e Uses the OpenSearch protocol as offered by
Amazon

 Does not use any proprietary extensions from
Microsoft (yet)



Organize = £ Open Save search EE -
) | Fnyiogeny Bootstrap Analysis Authors: Carol Lushbough
0 Favorites - You can now Download this Workflow and import it into BioBxtract  Size: 466 KB
Bl Desktop Server at bioextract.org. Bootstrapped sequences algorithm descri..  Date modified: 09/02/2009 23:16
& Downloads http://localhost:3500/workflowsB46 Tags: nucleotide; bootstrapp; bioextract; p...

‘=l Recent Places - Nucleotide InterProScan for the BioExtract Server Authors: Carol Lushbough

L& myExperiment beta search —— This workflow can be downloaded and imported into the Biobxdract  Size:3.45 KB
Server at bioextract.org. This workflow is a BioExtract Server proce..  Date modified; 15/04/2009 23:15

http://lecalhost:3500 workflows/624 Tags: BLAST; ebi; bicinformatics; blastp; in..

= Libraries
"i| Documents | Liliopsida Protein Alignment Authors: Carol Lushbough
,Eﬂ Downloads —!  ¥ou can now Download this Workflow and import it into BioExtract Size: 331 KB

J‘ Music Server at bioextract.org. This workflow retrieves Liliopsida chlorop... Date modified: 08/01/2009 23:16
http://localhost:3500 worldflows/550 Tags: nuclectide; sequence alignment; mu...

|| Pictures

B videos n Carole Goble

Twork on myExperiment.

. Ceirputer Date modified: 23/07/2007 07:11

http://localhost: 3500/ users/25
&L, Local Disk (C)

. Carol Lushbough

Carol Lushbough is an Assistant Professor of Computer Science at
the University of South Dakota. nbsp; Her primary teaching areas ... Date modified: 22/10/2008 23:15
http://localhost: 3500/ users/ 1369

f! Metwork

Liliopsida Protein Alignment Size: 3,31 KB
http://localhost:3500 workflows/550
Summary: You can now Downloa...

Authors: Carol Lushbough




Organize = E Open Save search

i Favorites === | hlastxml
= Desktop L‘
i Downloads
“El Recent Places

| myExperiment beta search -.._| DDEJ_BLAST xmi

http://localhost3500 workflows/330

4 Libraries
=|_'='f| Documents
1| Downloads =z=| BLAST using DDBJ service

http://localhost: 3500 workflows/331

J, Music = | Performa sequence similarity search using the BLAST algorithm

through the DDBJ web service

Pict
B/ Factitees http://localhost:2500 /workflows/23

B videos

-_-_,—"i blast_test

L Computer —
s Local Disk (C) http://localhost:3500/workflows/179

-t..-*-| blast_simplifierxml

[t B |

blastxml
http://localhost3500 /workflows/330
Authors: Antoon Goderis
Size: 970 bytes

Authors: Antoon Goderis

Size: 970 bytes

Date modified: 12/07 /2008 06:10
Tags: benchmarks

Authors: Antoon Goderis

Size: 874 bytes

Date modified: 12,/07 /2008 06:10
Tags: benchmarks

Authors: Paul Fisher

Size:112 KB

Date modified: 03,/10/2007 02:18

Tags: similarity: sequence: ddbj: BLAST: bi...

Authors: Tan
5ize:1.39 KB
Date modified: 14,/04/2008 23:15

Authors: Antoon Goderis
Size: 885 bytes
Date maodified: 12,/07/2008 05:09




|l » Search Results in myExperiment beta search » Antoon Goderis » - | blast

Organize « Save search == = [l 9

o oo MName Date modified Authors  + 5Size Folder Search ranking

Bl Desktop £ blastxml 12/07/2008 06:10 Antoon G| (O [l 281238088 000
& Downloads £ | DDBJ_BLAST.xm| 12/07,/2008 06:10 Antoon G ||l Antoon Goderis ag
4| Recent Places £ blast_simplifierxm|  12/07/2008 05:09 Antoon G - Celia D96
\ & myExperiment beta search | BLASTP with simpli... 03/10/2007 02:13 Antoon G| [ ._'|'|_J Geurts e o1
=— ,‘_:|l| lan
5 Libraries HBRH St 1 Lainusb
Dot —jLibraries (M Computer | F'Custom.. @ Internet [ Paul Fisher
i Downloads 1 || Unspecified
J‘F Music
[E=] Pictures
B videos

i Ll Computer
£, Local Disk (C)

'ﬁ"! Metwork




{ » dgc » Searches » Antoon Goderis »

Organize = Save search Burn

4 LF Favorites -_-'| blastxml
Bl Desktop —
& Downloads

%] Recent Places http://localhost: 3500 /workflows/330

&/ myExperiment beta search ?| DDBJ_BLAST.xmI
|4 Antoon Goderis | =)

http://localhost: 3500 /workflows/331

4 Libraries
b %] Documents -..-| blast_simplifierxml
e

B @ Downloads

P J! Music

b [=| Pictures

- B Videos -',:-'*| BLASTP with simplified results returned

Perform a blastp search on protein sequence and extract

http:/flocalhost:3500 workflows/259

> 1% Computer hitp://localhost:3500  workflows/48

I ﬁ Metwork

information based on the user input, e.g. a list of Gl numbers, M.E. ...

Authors: Antoon Goderis

Size: 970 bytes

Date modified: 12/07,/2008 06:10
Tags benchmarks

Authors: Antoon Goderis

Size: 874 bytes

Date modified: 12/07,/2008 06:10
Tags benchmarks

Authors: Antoon Goderis

Size: 885 bytes

Date modified: 12/07,/2008 05:09
Tags: benchrarks

Authors: Antoon Goderis
Size: 223 KB
Date modified: 03/10/2007 02:18
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Phase 2

e|prints

Notifications

Taverna 2 support « ®
Support for expert curators |* R ARCeERCommons:
Controlled vocabularies

. v Kepler
Faceted browsing h
New contribution types (Scripts, .

Meandre, Kepler, e-books)
Biocatalogue integration
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Indexing of packs e —
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Recommendations BioCatalogue
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More information

e The main site: www.myexperiment.org

e For more information, see the wiki at
wiki.myexperiment.org



http://www.myexperiment.org/
http://wiki.myexperiment.org/
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