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* GAMESS has been integrated with NICAN middleware tool.
« The existing communication is via Sockets API. (Blocking communication)
« Non-blocking functionality is implemented. It eliminates the overhead of processing by NICAN.

* Threading is used to acheive the Non-blocking functionality. A thread spawned for each function call by

GAMESS is serviced by NICAN in parallel with other threads.
* For performance testing of GAMESS, wall clock times of several runs in different scenarios including both

Blocking and Non-blocking modes are recorded.
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contention.This is due to the
fact that GAMESS is not able Cores
to see the adaptation until next iteration unlike Blocking mode.
« GAMESS without NICAN took more than 1000 seconds (graph A).
* Non-blocking mode in graph (B) performs better as there is no need for
an adaptation, averting the overhead of processing by NICAN.
» Relative structure of the graph (B) does not change whatever time
NICAN takes for the processing of a request.
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