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3 Table 1. Total energies calculated by NOMO/HF and trf-NOMO/HF methods.
(Differences from the total energy of NOMO/HF are shown in brackets.)
5% D, T,
NOMO/HF -1.052371 ( 0.000000 ) -1.074233 ( 0.000000 ) -1.084308 ( 0.000000 )
trf-NOMO/HF _ -1.104090 ( -0.051719 ) -1.112184 ( -0.037951 ) -1.115902 ( -0.031594 )
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Table 2. Electron-nucleus correlation energies for H,, D,
and T, calculated by NOMO/MBPT2, tf-NOMO/MBPT2
and trf-NOMO/MBPT2 methods.
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< :\\ trf-NOMO/MBPT2  -0.006451  -0.004583  -0.003809
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