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S1. IR and Raman Spectra

We have simulated the IR and Raman for all reactants, intermediates and final products. Our
studies show that the number of doped Pd atoms hardly influence the vibrational spectra. All obtained
IR and Raman spectra are provided herein.
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Figure S1. IR (a) and Raman (b) spectra of the intermediate product 1-propyl.
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Figure S2. IR (a) and Raman (b) spectra of the intermediate product 1-propyl-diff.
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Figure S3. IR (a) and Raman (b) spectra of the final product 1-propylene.
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Figure S4. IR (a) and Raman (b) spectra of the intermediate product 2-propyl.
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Figure S5. IR (a) and Raman (b) spectra of the intermediate product 2-propyl-diff.
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Figure S6. IR (a) and Raman (b) spectra of the final product 2-propylene.
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