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Building of Quantum Chemistry GRID/Gaussian Portal

TAKESHI NISHIKAWA *f UMPEI NAGASHIMA™
and SATOSHI SEKIGUCHI*#

Gaussian (http://www.gaussian.com/) is a code widely used in computational chemistry re-
search by quantum and non-quantum chemists. So, Gaussian jobs are the majority of the num-
ber of queued, but some are queued inadequate computational resources, queues or machines
for the job at almost supercomputer center. Since consuming CPU cycles of Gaussian jobs
vary significantly depending on the input parameter, it is difficult for users to chose the most
adequate computational resources from local computing enviroment. By deploying grid tech-
nology on a top of high speed network environment, "Quantum Chemistry GRID/Gaussian
Portal” attempt efficiently to utilize costly computational resources without knowing the
specifications of each system environment. ”Quantum Chemistry GRID/Gaussian Portal”
consists of Web interface, Meta-schduler, computational resources, archival resources, and
Grid Infrawares.
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