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Table S1. Calculations of maximum Oz concentration in tert-amyl alcohol using equation-of-state-
calculations (Peng-Robinson model).

25°C 120°C 150 °C 180 °C

in solution in solution in solution in solution
10 bar [193.8 1475 112.6 425
25bar |474.8 411.9 391.7 347.9
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Figure S1. Fitting of Egn 3 to experimental data. Top: Applying a constraint of TOF, < ¢g,0y-Bottom:
relaxing the constraint of TOF resulted a reasonably good fit (R? = 0.976), but an unrealistic TOFo (5581,
which is >100% theoretical conversion).
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Figure S2. Two separate experiments recorded at 180 °C, 25 bar Oz (test of reproducibility).
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Figure S3

. Fit of Eqn 5 (left) and Eqn 6 (right) to experiment data collected at 180 °C, 25 bar Oo.
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Figure S4. Fit of Egn 5 to experiment data collected at 180 °C, 10 bar Oa.
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Figure S5. Fit of Egn 5 to experiment data collected at 120 °C, 10 bar Oa.
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Figure S6. Conversion graphs for the reaction at 180 (top), 150 (middle) and 120 (bottom) °C, 10 bar Os.
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Figure S7. Arrhenius plot (10 bar O2).





