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Table 1. CPU times (in seconds) for four steps and total SCF in the AE and FCP calculations for M, (M = Cu, Ag,

and

Au) molecules at the LUT-IODKH/LUT-IODKH level: one-electron integral (OEI), two-electron integral

(TELI), construction of Fock matrix (Const.), and diagonalization of Fock matrix (Diag.).

Molecule Step AE FCP Ratio
Cu, OElI 0.33 0.33 1.00
TEI 12.84 5.69 0.44
Const. 0.34 0.32 0.95
Diag. 0.04 0.02 0.50
SCF Total 13.55 6.36 0.47
Ag, OElI 1.05 1.04 0.99
TEI 83.93 18.55 0.22
Const. 0.99 0.51 0.52
Diag. 0.12 0.04 0.33
SCF Total 86.09 20.14 0.23
Au, OElI 5.72 5.70 1.00
TEI 1693.54 32.59 0.02
Const. 4.43 0.60 0.14
Diag. 0.11 0.04 0.36
SCF Total 1703.80 38.93 0.02
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