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Figure 1: Electron localization function (ELF) with an isosurface value of
0.5 of (a) DCNA-1, (b) DNCA-1, (c) DCNA-2, (d) DNCA-2, (e) DCNA-3,
(f) DNCA-3.

1

Supplementary Information (SI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2024



(a) (b)

(c) (d)

(e) (f)

Figure 2: Electron localization function (ELF) with an isosurface value of
0.8 of (a) DCNA-1, (b) DNCA-1, (c) DCNA-2, (d) DNCA-2, (e) DCNA-3,
(f) DNCA-3.
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Figure 3: Electron localization function (ELF) with an isosurface value of
0.8 of (a) DCNA-1, (b) DNCA-1, (c) DCNA-1 AC, (d) DNCA-1 AC, (e)
DCNA-1-H, (f) DNCA-1-H, (g) DCNA-1 AC-H, (h) DNCA-1 AC-H.
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