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Degrees of Freedom Partition

Each particle has 3 degrees of freedom
Each molecule has 3N degrees of freedom; 3 translations, 3 rotations, 3N-6 vibrations

Sulfuric Acid (H2S04) has 7 atoms, i.e. 15 vibrations
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Vibrations — Which ones?
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The 1D Local Mode Model
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R. Mever, J. Chem. Phys. 52, 2053, 1970
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The 1D Local Mode Model
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3D LM Model
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3D LM Model
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1-Propanol Conformers (T = 298 K)
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Opt: CCSD(T)/aug-cc-pVTZ 4

Thermal: B3LYP/aug-cc-pVTZ O
Wallberg, et al. SAA 2019
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v=1, OH-Stretch 1-Propanol
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v=4, OH-stretch 1-Propanol
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