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Table S1. Using the data provided in the supplementary tables, answer the following questions for the formation of products 2 and 3 from the starting reactant, 1.

[image: ]

Using the energy in either eV or kcal/mol, make a graph of the reaction. You will have to estimate the transition states in making products 2 and 3. 

Look at figure 3A for the transition states formed with making product 2, and figure 3B to make product 3. (Hint: the rate-determining step has a positive value for the energy).

The two reactions for making products 2 and 3 occur as follows:
1 → Int1 → Int2 → 2
1 → tInt1 → Int3 → tInt2 → 3

For each reaction answer:

1. What is the activation energy of the reaction in the diagram?

2. What is the enthalpy change for this reaction?

3. Is this reaction endothermic or exothermic?
4. What would be the activation energy of the reverse reaction?

5. What would the reaction look like if the sample was not placed on a silver surface, which helps to stabilize the formation of the intermediate? 

6. Why was heating required for this reaction?




Modified Table S1: Energy in eV and kcal/mol and charge in e of each molecular structure considered.


	Structure 
	Energy (eV)
	Energy (kcal/mol) 
	Charge [e]

	1
	0
	0
	-0.48

	Int1
	-2.64
	-60.8
	-0.70

	Int2
	-5.37
	-123.9
	-0.79

	2
	-9.47
	-218.4
	-0.62

	tInt1
	-2.63
	-60.7
	-0.68

	Int3
	-3.25
	-74.9
	-0.77

	tInt2
	-3.08
	-71.0
	-0.66

	3
	-6.36
	-146.7
	-0.58
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