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Table 2. Fitting parameters, Oop and Oy (kJ/mol), and
coefficients of determination, R*, for CBS(SC-DT).

MP2 CCSD CCSD(T)
Clap: 1.502 1.426 1.443
. -152.0 -376.0 -386.5
R 0.993 0.987 0.990
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Figure 1. Asymptotic behaviors of MP2 correlation energies

of H,O in CBS methods.

Table 3. MADs (kJ/mol) from CBS(3, 4).

HKKN HL Bakowies CBS(sDT) CBS(SC-DT)

MP2 73.8 421 21.8 7.7 7.5
CCSD 499 149.6 11.6 11.1 10.5
CCSD(T) 41.8 1263 10.1 10.8 8.5
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