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Table 1. Calculated values (in kcal/mol) of the barrier heights (AV*) and reaction energies
(AVyeaction) for the NOs radical hydrogen abstraction reactions of etheric compounds®

substrate reaction site AV AV eaction
CH3;0OCH3 4.34 -7.14
CH4CH,OCH,CHs a-gte 1.89 -7.94
B-site 7.87 -0.60
a-CH, site 2.29 -8.00
CH3CH,OCH3 a-CHjs site 3.80 -7.05
B-CH; site 8.00 -0.58
CFsCH,OCH a-CH, s!te 4.98 -6.95
a-CHj; site 5.57 -6.01

& Including the zero-point energies.

Table 2. Calculated values of the rate constants at 298 K and Arrhenius parameters for the NO; radical

hydrogen abstraction reactions of etheric compounds

calculated values

experimental values®

k (298 K)P A E/R® k (298 K)P
CH3OCHj 2.25E-16  6.83E-13 2386 (1.9 £ 0.8)E-16
CH3CH,OCH,CHs 5.76E-15  5.66E-13 1363 (2.80 + 0.23)E-15
CH4CH,OCH; 8.12E-16  2.31E-13 1680
CF5CH,OCH; 3.32E-18 5.33E-13 3578

S, Langer and E. Ljungstrom, Int. J. Chem. Kinet. 26, 367-380 (1994). °In cm® molecule s™. ¢ InK.

[1] P Y. Ayala H. B. Schlegel, J. Chem. Phys. 108, 2314 (1998).
[2] H. S. Johnston, J. Heicklen, J. Phys. Chem. 66, 532 (1962).

[3] N. Oyaro et a., J. Phys. Chem. A 109, 337 (2005).
[4] R. P. Wayne et al., Atmospheric Environ. 25A, 1 (1991).



