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* Different workflow concepts
* Different workflow languages
* Different workflow constructs
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* Different technologies (workbenches, web-based)
 Different look-and-feel

Canvas | | Options ~ | |
PDBDownload 3 -4
ProteinProtonator
Graph of the workflow to be configured o (pdb) - .
ot 1MEDock ®
db]
© (pdt) receptor pdb-file
PDBCutter -4 reference-ligand
E— ot iy
input pdb-file
B e compounds to be
rec (pdb) docked
lig (pdb) GridBuilder n ScoreGrid file
receptor pdb-file © (mol2/sdt/drf)
e referance-ligand
) Input dataset 3¢ configuration file
output qrd (grd.g2)
] DockResultMerger 5
] input files 1 > input
[ — 8 > (molzisdfrerh
| Hdshdap Getohston T
I = losist e
. -
u - MolDepict B
.
Tt o input file
S #
= — r—a
: 0k - Ugtheck x
i  E—— (2 ] = input molecule file
- =
= peap— S N o (mol2/sdf/drf)
—— - — o
— (T} o
= - o
e o - .
.
N ——
.~ ————s e ——
- @ 2 | .
-
L ) =
- =
= &
=

-
] F
B

Sandra Gesing Multi-Workflow Systems and Editors



(OO~ edinburgh

Heterogeneous Communities - Staintenshve

(O~ research

* Diverse research areas
* Diverse workflow engines and editors established

Logical workflows are often the same inside a
community
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e Diverse research areas

—~ e 1 r . . 1 1e 0
Workflow Canvas | PreparationProtein | Options -) c
~
PDBDownload | B 8
. ProteinProtonator
o {(pdb) I
pnpucfile IMGDock 2
o {(pdb) |

receptor pdb-file
reference-ligand 1

configuration file

PDBCutter =
input pdb-file

S compounds to be
rec (pdb) docked

lig {(pdb) I dﬂ}m;‘"d’e’r' i % g .-flEETeGrid file
| o (mol2/sdf/drf)

receptor pdb-file

reference-ligand

| LI L 8 | configuration file

output grd (grd.gz)

DockResultMerger 33

input files 1 > input
files

o (molz/sdf/art)

=7
Ligand3DGenerator

MolDepict ®

input file

o (pdf) =Y > 0

Lig&he:k ®

input molecule file

o {mol2/sdf/drf)

Sandra Gesing Multi-Workflow Systems and Editors



(OO~ edinburgh

Heterogeneous Communities - ainensive

O—-O—~O research

e Diverse research areas
* Diverse workflow engines established

Logical workflows are often the same inside a
community

= Re-usability of workflows needed for communities

= Workflow Interoperability
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Workflow Engine-based Approach

Coarse-grained workflow interoperability
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Coarse-grained workflow interoperability
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Fine-grained workflow interoperability
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 SHIWA based on gUSE
supporting ,e.g., Triana, Taverna, Kepler, MOTEUR
e Tavaxy based on Galaxy
supporting Galaxy and Taverna
* MoSGrid based on gUSE
supporting Galaxy to gUSE, UNICORE in gUSE
Excellent solutions but can be extended...
What happens if a workflow changes?
= Coarse-grained: users need access to the origin

workflow editor
= Fine-grained: users needs to change the workflow in
the origin and in the targeted workflow editor
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GeWWE (Generic Web-based Workflow Editor)

Goal

* One editor for diverse workflow languages

* Visual representation of workflows is the same as in
the origin workflow editor

* Easy integration of new workflow languages

= Same look-and-feel for editing diverse workflows

= One platform for the whole life cycle of editing
workflows
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Life Cycle of Editing Workflows

Ready-to-process workflow
uk.ac.bgs.example
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View

GeWWE
Following the Model-View-Controller (MVC) concept
Model

lcon library

Process Process

Connection Connection

Connector Connector

Text Text

Registry

Controller

Features for the model
and the view
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Visualisation of workflows
Selection of workflow language
Support of meta nodes
Selection of processes, connections, and connectors
Parameterisation of processes
Annotation
Registry for internal and external resources
* processes
e compute and data resources
Import and export text
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