
Supporting Information

Singlet

E+ZPVE = -336.8296

Erel = +1.21 eV

Singlet

E+ZPVE = -336.8030

Erel = +1.93 eV

Triplet

E+ZPVE = -336.8512

Erel = + 0.62 eV

Triplet

E+ZPVE = -336.8408

Erel = + 0.91 eV

Triplet

E+ZPVE = -336.8465

Erel = +0.75 eV

Singlet

E+ZPVE = -336.8440

Erel = +0.82 eV

Singlet

E+ZPVE = -336.7441

Erel = +3.54 eV

Singlet

E+ZPVE = -336.8741

Erel = 0.00 eV

Singlet

E+ZPVE = -336.8467

Erel = +0.75 eV

Singlet

E+ZPVE = -336.8439

Erel = +0.82 eV

S2:  Structures and relative energies for different structural isomers of [V, O3, CH2]
–
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