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Figure S1. Color—filled maps of the ELF plotted around the C;, Cg, and C; atoms; and snapshots
of the ELF localization domains (#=0.8-0.81; Color code: black for core basins, gray for
protonated disynaptic basins, blue for disynaptic basins, red for monosynaptic basins of O atom,
and green for monosynaptic basins of C atom) for reactant and turning points separating the
SSDs along the decarbonylation of CHD.

Figure S2. Color—filled maps of the ELF plotted around the C;, C4, and Cs atoms; and snapshots
of the ELF localization domains (#=0.8-0.81; Color code: black for core basins, gray for
protonated disynaptic basins, blue for disynaptic basins, red for monosynaptic basins of O atom,
and green for monosynaptic basins of C atom) for reactant and turning points separating the
SSDs along the decarbonylation of CPE.

Figure S3. Color—filled maps of the ELF plotted around the C;, C4, and C; atoms; and snapshots
of the ELF localization domains (#=0.8-0.81; Color code: black for core basins, gray for
protonated disynaptic basins, blue for disynaptic basins, red for monosynaptic basins of O atom,
and green for monosynaptic basins of C atom) for reactant and turning points separating the
SSDs along the decarbonylation of BCH.

Figure S4. 2D NCI plots of the RDG, s (r), versus the electron density multiplied by the sign of
the second Hessian eigenvalue A, p (r); and 3D NCI plots (isosurfaces) of the RDG, s (r),
correspond to s = 0.5 a.u. and NCI color scale of —0.05 < p < 0.05 a.u. using SCF densities for
reactant and turning points separating the SSDs along the decarbonylation of CHD.

Figure S5. 2D NCI plots of the RDG, s (r), versus the electron density multiplied by the sign of
the second Hessian eigenvalue A, p (r); and 3D NCI plots (isosurfaces) of the RDG, s (r),
correspond to s = 0.5 a.u. and NCI color scale of —0.05 < p < 0.05 a.u. using SCF densities for
reactant and turning points separating the SSDs along the decarbonylation of CPE.

Figure S6. 2D NCI plots of the RDG, s (r), versus the electron density multiplied by the sign of
the second Hessian eigenvalue A, p (r); and 3D NCI plots (isosurfaces) of the RDG, s (r),
correspond to s = 0.5 a.u. and NCI color scale of —0.05 < p < 0.05 a.u. using SCF densities for
reactant and turning points separating the SSDs along the decarbonylation of BCH.
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