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Supplementary Materials for Transition-State Dynamics of the 

F + HOCH3 → HF + OCH3 Reaction

Table S1. HF product vibrational population distributions. Populations determined by fitting ETOT spectrum 
with Gaussians centered over each shelf like peak (see Figure 4).

Energetic Pathway Energetic Range (eV) Fraction
HF(ν=0) + OCH3 + e¯ 1.48 – 1.01 16 %
HF(ν=1) + OCH3 + e¯ 1.01 – 0.55 33%
HF(ν=2) + OCH3 + e¯ 0.55 – 0.12 37%
HF(ν=3) + OCH3 + e¯ 0.12 – 0.00 14%
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Figures S1. Optimized geometries, frequencies and complete basis set extrapolated energetics for the 
FHOCH3¯ anion, neutral stationary points and fragments. As supported in literature, the methoxy radical has 
a CS symmetry as expected from Jahn-Teller effects.(1)
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