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Fig. 1. Scheme of DC-SCF and DC-nofermi method
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Table 1. Basis-set dependence of the total energies for (FH),o

Basis-set DC-nofermi-HF (diff.) DC-HF (diff.) Conv.
[hartree] [mhartree] [hartree] [mhartree] [hartree]
6-31G -1999.974958 (+0.001) -1999.974958 (+0.001) -1999.974959
6-31G** -2000.487735 (+0.000) -2000.487735 (+0.000) -2000.487735
6-31++G** -2000.667559 (+0.069) -2000.667427 (+0.201) -2000.667627
6-311G -2000.715097 (+0.167) Not conv. - -2000.715264
6-311G** -2001.152997 (+0.115) -2001.153126 (-0.015) -2001.153111
6-311++G** -2001.241676 (-1.567) -2001.242648 (-2.540) -2001.240108
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Table 2. Totd energles of Hem;, (H2)10001 (FH)20 and (H20)125

DC-nofermi-HF (diff.) DC-HF (diff.) Conv.
[hartree] [mhartree] [hartree] [mhartreg] [hartree]
Hexs -616.714914 (0.000) -616.714914 (0.000) -616.714914
(H2)1000 -1125.423726 (-0.241) -1125.423652 (-0.315) -1125.423967
(FH) 2 -1999.974958 (+0.001) -1999.974958 (+0.001) -1999.974959
(H20)125 -9364.889363 (-1.442) -9364.889432 (-1.311) -9364.888131
Table 3. CPU time and SCF iteration of Heys, (Ha)1000, (FH)20 and (H20) 105
DC-nofermi-HF DC-HF Conv.
cPU .t' M€ iteration CPU .t' M€ iteration CPU .t' M€ iteration
[min] [min] [min]
Hesie 0.6 3 0.6 3 0.6 3
(H2)1000 112.9 4 128.0 4 149.4 4
(FH)2 0.1 9 0.2 10 0.2 10
(H20)125 26.5 11 44.5 18 288.5 23
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