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Advanced Methods
tor Thermochemaistry

1. Thermodynamics from Gaussian data
2. Rate constants from Gaussian data

3. “High accuracy™ extrapolation methods
-G1,G2,G3,CBS-4M, CBS-Q, CBS-QB3
4. Condensed phase methods
- treatments of solvation



Thermodynamic quantities available
from a Gaussian FREQ calculation

A portion of the G0O3 output “ log™ file.
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Sum of electronic and thermnal Free Energies= -175.832881



