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Figure S1. Portion of the C4H6D potential energy surface (PES) following CD radical addition to the carbon-carbon double bond of 

propylene. Energies are given for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 

at most. 
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Figure S2. Portion of the C4H6D PES corresponding to CD radical insertion into the terminal C-H bond of propylene. Energies are given 

for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 
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Figure S3. Portion of the C4H6D PES corresponding to CD radical insertion into the middle C−H bond of propylene. Energies are given 

for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 
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Figure S4. Portion of the C4D6H PES following CH radical addition to the carbon-carbon double bond of propylene-d6. Energies are 

given for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 
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Figure S5. Portion of the C4D6H PES corresponding to CH radical insertion into the terminal C-D bond of propylene-d6. Energies are 

given for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 
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Figure S6. Portion of the C4D6H PES corresponding to CH radical insertion into the middle C−D bond of propylene-d6. Energies are 

given for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 
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Figure S7. Portion of the C4D4H3 PES following CD radical addition to the carbon-carbon double bond of propylene-3,3,3-d3. Energies 

are given for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 
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Figure S8. Portion of the C4D4H3 PES corresponding to CD radical insertion into the terminal C-H/C-D bond of propylene-3,3,3-d3. 

Energies are given for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 
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Figure S9. Portion of the C4D4H3 PES corresponding to CD radical insertion into the middle C−H bond of propylene-3,3,3-d3. Energies 

are given for the fully hydrogenated reactant; energies of the (partially) deuterated species differ by a few kJ mol-1 at most. 


