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In order to have an initial molecular geometry simply and fast, we modified the
extended Hckel method and developed a geometry optimize method using only total
energy. The difference between calculated and observed values of small hydrocabon
molecules is less than about 10%.

Parallel processing of the extendeddhél is very efficient up to 8 PC-cluster system
because the efficiency for the extendedckiél calculation of DNA(115 atoms and 286
dimension) is bigger than 90%.

Keywords: Extended Hickel method, Molecular Geometry Optimization, Matrix
Diagonalization, Parallel Processing, PC Cluster
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