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Calculated chemical shielding tensor components
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Modified Genetic Algorithm to Model
Crystal Structures

* Proved very effective for rigid molecules.

* It has been modified to use empirical potentials
for flexible molecules.

* Will be adapted to use experimental and
calculated NMR chemical shifts information in
the optimization method.




MGAC : Modified Genetic Algorithm
for Crystal and Cluster Structures
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Objectives of the Collaboration

* Leverage expertise and resources available 1n
Utah and Buenos Aires

* Develop robust computational techniques to
allow these compute intensive Chemical Physical
applications to take advantage of inter-
continental Grid resources.

* Develop an student training program in
computational chemical physics with emphasis in
Grid Computing.
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