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Figure S1: Results of EDA for reaction 1la.

Reaction Path: 1(b)
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Figure S2: Results of EDA for reaction 1b.
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Reaction Path: 1(c)
100 = AE(total) = AE(orb) = AE(cls) + AE(ex)
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Figure S3: Results of EDA for reaction lc.

Reaction Path: 2(a)
80 B AE(total) ® AE(orb) = AE(els) + AE(ex)
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Figure S4: Results of EDA for reaction 2a.

Reaction Path: 2(b)
® AE(total) ®u AE(orb) m AE(els) + AE(ex)
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Figure S5: Results of EDA for reaction 2b.

Reaction Path: 3(a)
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Figure S6: Results of EDA for reaction 3a.

Reaction Path: 3(b)
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Figure S7: Results of EDA for reaction 3b.
Reaction Path: 4(a)
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Figure S8: Results of EDA for reaction 4a.

Reaction Path: 4(b)
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Figure S9: Results of EDA for reaction 4b.

Reaction Path: 4(c)
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Figure S10: Results of EDA for reaction 4c.
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Reaction Path: 5

B AE(total) B AE(orb) = AE(els) + AE(ex)

-0.514  -0.4112 -0.3084 -0.2056 -0.1028 0 0.1028 0.2056 0.3084 0.4112 0514

Electric Field (V/A)
Figure S11: Results of EDA for reaction 5.



