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Note: energies in tables and figures are in kcal/mol and delocalization indices are in a.u.
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Figure SF1: Changes in the delocalization index (in a.u.) due of the 1,2-azaborine and
benzene rings with Na* calculated from the total density (p(otrinat) = Po + Pr + pnat) due
to the through-bond effects (inductive and resonance effects).
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Figure SF2: Atom-cation contributions to the changes for the IQA total Coulomb interaction
energy and its components for the case of ring atoms of the cyano-substituted 1,2-azaborines:

(a) 2-B(CN), (b) 2-C1(CN), (c) 2-C2(CN), (d) 2-C3(CN), (¢) 2-C4(CN), and (f) 2-N(CN).
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Figure SF3: Atom-cation contributions to the changes for the IQA total Coulomb interaction
energy and its components for the case of ring atoms of the amino-substituted 1,2-azaborines:
(a) 2-B(NHy), (b) 2-C1(NH,), (c¢) 2-C2(NHsy), (d) 2-C3(NH,), (e) 2-C4(NHy), and (f) 2-
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Figure SF4: Atom-cation contributions to the changes for the IQA total Coulomb interaction
energy and its components for the case of ring atoms of the nitro-substituted 1,2-azaborines:

(a) 2-B(NOy), (b) 2-C1(NOy), (c) 2-C2(NOy), (d) 2-C3(NOy), (e) 2-C4(NOy), and (f) 2-

N(NO,).
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Figure SF5: Atom-cation contributions to the changes for the IQA total Coulomb inter-
action energy and its components for the case of ring atoms of the hydroxy-substituted
1,2-azaborines: (a) 2-B(OH), (b) 2-C1(OH), (c¢) 2-C2(OH), (d) 2-C3(OH), (e) 2-C4(OH),

and (f) 2-N(OH).
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