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for high-performance molecular orbital calculations:

Molecular Orbital calculation Engine(MOE)
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Moleculer Orbital calculations play an important role for the design of new materials. To-
day, the method is widely used also in Chemical industry. However, CPU time and Disk
space requirements increase proportionally to N* where N is the number of basis fanctions.
Therefore, it is quite diffiicult to carry out MO calculations for realistic molecules such as
proteins. In oder to reduce CPU time and Disk space requirements, we are developing a
special purpose computer for MO calculations: the MO calculation Engine (MOE), and new
program based MOE. In this paper, the design concept of the MOE is described along with

the algorithm of the calculation.
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