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Table 1. Standard enthalpies (AH®), Gibbs energies (A¢G°) of formation, and absolute entropies (S°)
calculated by IGM and HSM (CCSD(T)/cc-pV5Z//MP2/cc-pVDZ) (25°C, 1 atm).”

AHO (KI/mol)  S° (I/mol/K) AG® (kJ/mol)

IGM -278.4 (7.4) 188.9 (118.9)  -265.2 (-28.1)
water HSM -283.3 (2.5) 72.5 (2.5) -235.4 (1.7)
Exptl. -285.8 70.0 -237.1
IGM 2243 (149)  2375(110.7)  -187.7 (-21.1)
methanol HSM 228.3(10.9)  123.4(-3.4) -157.7 (8.9)
Exptl. -239.2 126.8 -166.6
IGM 2614 (16.2)  269.7(109.0)  -196.5 (-21.7)
ethanol HSM 265.4 (12.2)  1475(-132)  -163.7 (11.1)
Exptl. 2776 160.7 -174.8

*Deviations from experimental results are shown in parentheses.
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Figure 1. Temperature dependence of Gibbs energy for gaseous and liquid H,O.
CCSD(T)/cc-pV6Z//IMP2/cc-pVTZ was used for electronic structure calculation.



