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Table S1: Change in the diatomic terms (in kJ mol™!) arising from the IQA scheme for the verti-
cal electronic excitation process (Figure 4a). In the core attraction matrix, AV,.(«, ), columns

represent the nuclei () and rows the basins (€2). The data correspond to the CASSCF(4,3) /cc-

pVTZ level of calculation.
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Table S2: Change in the diatomic terms (in kJ mol™!) arising from the IQA scheme for the C—O
elongation process (Figure 4b). In the core attraction matrix, AV,.(«, §2), columns represent

the nuclei (o) and rows the basins (£2). The data correspond to the CASSCF(4,3)/cc-pVTZ

level of calculation.
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Table S3: Change in the diatomic terms (in kJ mol™') arising from the IQA scheme for the

C pyramidalization process (Figure 4c). In the core attraction matrix, AV,.(a, ), columns

represent the nuclei (o) and rows the basins (€2). The data correspond to the CASSCF(4,3)/cc-

pVTZ level of calculation.
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Table S4: Changes in the intra-atomic net energies and the inter-atomic interaction energies

(kJ mol™1) for the processes (a to ¢) considered in Figure 4. However, instead of the singlet S;

state, the triplet Ty is considered (planarT, and minT; in place of planarS; and minS;). The

data correspond to the CASSCF (4,3)/cc-pVTZ level of calculation.

@ M) ()
AFEn(C) -629.3 -264.1  81.9
AE,(0) -201.9 -374.8 374
AE,(H) 402 -11.3  -11.1
AV, (C,0) 11105 621.7 -116.9
AV (C, H) 446  -36.7  -1.0
AV, (O,H)  -50.7 312 106
AVi(H,H') 180  -1.5  -7.2




Table S5: Difference in the intra-atomic net energies and the inter-atomic interaction energies
(kJ mol™) between T; and S; (both in planarS; geometry). The data correspond to the
CASSCF(4,3)/cc-pVTZ level of calculation.

T, — S
AE,4(C) -18.1
AE,.(0) 2.8
AE,..(H1) 1.2
AV;i(C,0) -5.0
AV, (C, H1) 1.7
AV, (O, H1) 2.3
AV (H1, H2) 0.9

Table S6: Change in the atomic kinetic energies (kJ mol™!) for the processes (a to ¢) considered

in Figure 4. The data correspond to the CASSCF(4,3)/cc-pVTZ level of calculation.

(a) (b) ()
AT(C) 6931  86.6 -87.1
AT(O) 3385 -1039.5 40.9
AT(H) -1395 239 415




