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From molecular spectroscopy to thermodynamics
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Calibration against NIST-JANAF
Noleeule Potential Vibrational =
u deviation deviation Molecule Deviation from NIST-JANAF
Br, 1.2266% 1.4933% BrCl entropy 0.0998%; Gibbs-energy function 0.1443%
SO entropy 0.3368%; Gibbs-energy function 0.2518%
Cl, 0.6461% 1.0259%
1C1 0.2457% 0.5743% Equilibrium-constant deviations in log,, K,
RbCs 2.5430% 1.6687% c BrCl S0
Mean absolute percentage deviations 8.5061% 6.1582% 7.7610%
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A | Limitations: low-temperature equilibrium discrepancies and centrifugal approximation; SO enthalpy difference —9.027 kJ mol™" at 6000 K. ]





