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Motivation MoSGrid in a Nutshell
e Sophisticated tools and algorithms available

MoSGrid-Portal

DI Workflow Ressourcen Results

e Lack of graphical user interfaces N
e Complexity of computing infrastructures Grid Workflow
e Many end users lack computer science
background
= Need of self-explanatory and intuitive user —
interfaces
= Portals as ideal tool
MOSGRID-PORTAL: b
WS-PGRADE
HTTP://WWW.MOSGRID.DE
e Framework for integrating information and
applications
e Single point of entry
e Provide each user with a repository of _ C
personal information Object Metadata & /
e Possibility to customize views and tools Storage  Recipe catalogue = o Grid Resources
e No installation of software on the end-user Devices - | UNICORE
side XtreemFS — -
e No firewall issues e Result
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e Definition of atomic workflows 5 ‘ QM code ‘ QM code

e Combination to meta-workflows via WS-
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e Parsing out data (energies, frequencies) _P W _S W
e Automatic transformation to fchks 7 Naverength tnmy . o
Domains and Codes How to access MoSGrid
In General: You need a Grid-certificate! ;::.;,.,..-...,,.",mw | , ,
Quantum Chemistry: 1 [Request = ~ Registration
¥ Gaussian09 Via http://www.mosgrid.de you will find: gf:jf?mf:: t
v NWChem > Your registration authority — w

| » A concise guide on how to get a

"\/”OIEC“/W Dynamics: certificate and access MoSGrid Registration

Cromacs 4.5.5 Identification Authority
v’ eSBMTools

. MoSGrid consortium:
Docking: 3 Approval
: EBERHARD KARLS TECHNISCHE

v’ CADDSuite UNIVERSITAT © UNIVERSITAT
v" AutoDockVina TUBINGEN DRESDEN
v’ FlexX 4 | Import of Certificate

For expert users:

v Workflow building in a specific portlet
possible!

v' Domain-mixing possible
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