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Abstract

The eMinerals project has established an integrated compute and data minigrid
infrastructure together with a set of collaborative tools,. The infrastructure
is designed to support molecular simulation scientists working together as a
virtual organisation aiming to understand a number of strategic processes in
environmental science. The eMinerals virtual organisation is now working
towards applying this infrastructure to tackle a new generation of scientipc
problems. This paper describes the achievements of the eMinerals virtual
organisation to date, and describes ongoing applications of the virtual

organisation infrastructure.

Introduction: The vision of the
eMinerals project

The long-term vision of the eMinerals
project [1] is to create a new paradigm
for the way that project teams within
the computational sciences will be
able to carry out studies of increased
complexity. In many disciplines, it is
typical for studies to be carried out
by individuals who manage their own
computations, their own workyow, their

access to resources, and their data ples.
As computational power increases, it
becomes possible to run simulations of
ever greater complexity and with a higher
degree of realism. We have anticipated
that this will lead to the point where large
simulation studies will be performed by
collaborations of scientists working as
members of a virtual organisation (VO),
rather than by individual scientists, in the
same way that large-scale experiments






