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Tablel CPU time and accuracy tests for different error thresholdsin DFT calculation

Error threshold in Total energy ~ CPU time® (s) No. of (ij [Kl) pair
numerical integral (plus 492 a.u.) calculated by analytical integrals
1.0D-05 -0. 507 379 163 41 0.25x10°
1.0D-06 -0. 500 627 604 85 0.61x10°
1.0D-07 -0. 500 387 647 153 1.34x10°
1.0D-08 -0. 500 388 468 223 2.21x10°
Analytic -0. 500 393 827 784 19.90x10°

*  BLYP/cc-pVTZ calculation for (glycine),
** |BM RS6000 P260 1CPU

a Timingsfor the analytical integrals parts of the Coulomb matrix evaluation for 1 iteration

DFT

FFT p° p(=p-p°) P

Tablel

direct SCF
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