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Table | Total energy of one-electron atomic systems calculated by the EC-NOMO/HF, TF-NOMO/HF, and MO/HF
methods. Differences from the exact total energy are shown in parentheses.

EC-NOMO/HF TF-NOMO/HF MO/HF e
H 0499722 ( 0006 ) 0499321 ( 0407 ) 0499995 ( 0005 ) 0499728  -0.500000
He* 1999691 ( 0.035 )  -1.999286 ( 0440 )  -1999965 ( 0035 )  -1999726  -2.000000
LiZ* 4499436 ( 0213 )  -4.498008 ( 0.741)  -4499788 ( 0212 )  -4499649  -4.500000
Be™ 7999465 ( 0050 ) 7998729 ( 0786 ) 7999951 ( 0049 )  -7.999515  -8.000000
B* 12499230 ( 0150 )  -12498228 ( 1152 ) -12499853 ( 0.147 ) -12.499380  -12.500000
c -17.999042 ( 0139 )  -17.997804 ( 1377 ) -17.999865 ( 0.135 ) -17.999181  -18.000000
N 24498915 ( 0130 )  -24497525 ( 1520 ) -24499875 ( 0.25) -24.499045  -24.500000
o™ -31.998744 ( 0165 ) -31997101 ( 1808 ) -31999842 ( 0.158 ) -31.998909  -32.000000
P 40498663 ( 0175 )  -40496818 ( 2020 ) -40499811 ( 0.189 )  -40.498838  -40.500000

Ne®™* -49.998433 ( 0.205 ) -49.996220 ( 2418 )  -49.999800 ( 0.200 )  -49.998638  -50.000000

Basis sets: cc-pV5Z (electrons), 9s (nuclei in the TF-NOMO/HF calculation), 1s (nuclei in the EC-NOMO/HF
calculation).
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mhartree TH V) . BB FMHENITKEIKT 5, MO/MMF £ & free-ICl {5 & DR T R )L X —3E L [FFRE
Th 5 EIFHBEEV, — 5, ADEFEITE 102 mhartree & 72> TH 0 . AFEIC L HERIC
non-BO # % WAEND Z L b o7z,

Table Il Total energy of two-electron atomic systems calculated by the EC-NOMO/HF, MO/HF, and free-ICI*
methods. Differences between the non-BO and BO energies are shown as 4 (in mhatree). Differences from the total
energy and 4 calculated by the free-ICl method are shown in parentheses (in mhartree).

EC-NOMO/HF MO/HF A Free-ICI*
Non-BO BO A
H 0481481 ( 45965 ) 0481762 ( 45980 ) 0282 (-0023 )  -0527446 0527751  0.305
He 2861235 ( 42070 )  -2.861627 ( 42097 ) 0392 (-0028 )  -2.903305  -2.903724  0.420
Li* 7235846 ( 43476 )  -7.236411 ( 43502 ) 0566 (-0026 )  -7.279322  -7.279913  0.592
Be?  -13.610464 ( 44245 ) -13611293 ( 44273 ) 0829 (-0.028 ) -13.654709 -13.655566  0.857
B* 21985125 ( 44721 ) 21986221 ( 44751 ) 1096 (-0.030 ) -22.029846  -22.030972  1.126
c* 32350603 ( 45041 ) -32.361173 ( 45074 ) 1480 (0033 ) -32.404733  -32.406247 1513
N** 44734382 ( 45276 ) -44736135 ( 45310 ) 1753 (-0.034 ) -44.779658  -44.781445 1787
0% 50100075 ( 45458 ) -50.111103 ( 45492 )  2.028 ( -0.034 ) -50.154533  -59.156505  2.062
F'* 75483807 ( 45603 ) -75.486077 ( 45635 ) 2180 (-0.033 ) -75520500 -75531712 2213
Ne®*  -93.858476 ( 45720 ) -93.861052 ( 45755 ) 2576 (-0.035 ) -93.904196  -93.906807  2.611

Basis sets : cc-pV5Z (electrons), 1s (nuclei).
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