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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 (ρ(σ+π+Na+) = ρσ + ρπ + ρNa+) due
to the through-bond effects (inductive and resonance effects).

S4



−10

−8

−6

−4

−2

 0

 2

 4

 6

 8

 10

C1 C2 C3 C4 B N

(a) 2−B(CN)

E
n
e
r
g
y
 
[
k
c
a
l
/
m
o
l
]
 

 

−20

−15

−10

−5

 0

 5

 10

 15

 20

 25

 30

C1 C2 C3 C4 B N

(b) 2−C1−CN

E
n
e
r
g
y
 
[
k
c
a
l
/
m
o
l
]

 

∆ECoul(Total)
Atom...Na

+

∆Een+C(σ)
Atom...Na

+

∆Een+C(π)
Atom...Na

+

∆EC(σ/π)
Atom...Na

+

∆Een(CT)
Atom...Na

+

∆Ene+C(Na+)
Atom...Na

+

−10

−8

−6

−4

−2

 0

 2

 4

 6

 8

 10

 12

 14

 16

C1 C2 C3 C4 B N

(c) 2−C2(CN)

E
n
e
r
g
y
 
[
k
c
a
l
/
m
o
l
]

 

−10

−8

−6

−4

−2

 0

 2

 4

 6

 8

 10

 12

 14

 16

C1 C2 C3 C4 B N

(d) 2−C3(CN)

E
n
e
r
g
y
 
[
k
c
a
l
/
m
o
l
]

 

−10
−8
−6
−4
−2
 0
 2
 4
 6
 8
 10
 12
 14
 16
 18
 20
 22
 24
 26
 28
 30

C1 C2 C3 C4 B N

(e) 2−C4(CN)

E
n
e
r
g
y
 
[
k
c
a
l
/
m
o
l
]

−30
−28
−26
−24
−22
−20
−18
−16
−14
−12
−10
−8
−6
−4
−2
 0
 2
 4
 6
 8
 10
 12
 14
 16

C1 C2 C3 C4 B N

(f) 2−N(CN)

E
n
e
r
g
y
 
[
k
c
a
l
/
m
o
l
]

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), (e) 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(NH2), (b) 2-C1(NH2), (c) 2-C2(NH2), (d) 2-C3(NH2), (e) 2-C4(NH2), and (f) 2-
N(NH2).
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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(NO2), (b) 2-C1(NO2), (c) 2-C2(NO2), (d) 2-C3(NO2), (e) 2-C4(NO2), and (f) 2-
N(NO2).
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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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Figure SF6: Difference F-SAPT/jun-cc-pVDZ analysis for the considered systems – less
important contributions not included in the main text. Energies are in kcal/mol.
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