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The MoSGrid (Molecular Simulation Grid, http://www.
mosgrid.de) project aims to provide remote computa-
tional chemistry services within the German Grid Initia-
tive (D-Grid).

Submission and monitoring of compute jobs, as well
as the retrieval of postprocessed results are realized
through a web based portal. The use of standardized
portlets and a generally modular approach allows for
the simultaneous and independent implementation of
frontends for different molecular simulation codes. To
date, functional prototypes of portlets for applications
from the quantum chemical and the molecular dynamics
domain are available, being represented by Gaussian and
Gromacs, respectively. The implementation of other
quantum chemical codes, as requested by the commu-
nity, and of codes for docking simulations is in
preparation.

MoSGrid will furthermore foster efficient and colla-
borative work by providing secure but shareable reposi-
tories for validated data, as well as for reusable recipes
and workflows [1-3].
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