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Table S1. Computed WBI index of the studied complexes

Naz(B4N4Hg)2Ca2 Bond Calg-Bzz

WBI  0.0401
NaK(B4N4Hg) Ca, Bond Cag-By

WBI  0.0390
K,(B4N4Hg),Ca, Bond Ca;3-By

WBI  0.0386

Cajg-Nog  Cay7-Bos
0.0242 0.0402
Cajg-N3g  Cayr-Bog
0.0251 0.0396
Cajg-Nog  Caj7-Bos
0.0249 0.0385

Ca;7-Nyy
0.0242
Ca;7-Ns3
0.0240
Ca;7-Nyy
0.0248

Nazs-Bag
0.0114
Ki9-Bas
0.0144
Ki9-Bag
0.0145

Naz-Ny;  Nazs-Bos
0.0121 0.0113
Ki9-N3;  Nayp-Bys
0.0092 0.0114
Kio-Nag  K36-N32
0.0092 0.0092

Nazs5-Nss
0.0121
Nay-Ni3
0.0121
K36-Bas
0.0145

Table S2. Important geometrical parameters (A) of the optimized complexes at MN15functional

Molecules Bond length (A)
B-N B-H N-H Ca-Ca Na-B/Na-N Ca-B/ Ca-N
K-B/K-N
MN15/ 6-31+G(d,p)
Na,(B4N4Hg),Ca, 1.45 1.19 1.01 3.57 2.69/2.56 2.84/2.74
NaK(B4N4Hg) Ca, 1.45 1.19 1.01 3.57 2.69/2.56 2.85/2.74
2.98/2.89 2.84/2.72
K,(B4N,4Hg),Ca, 1.45 1.19 1.01 3.58 2.98/2.89 2.85/2.73
MN15/ def2-TZVPP
Na,(B4N4Hg),Ca, 1.45 1.19 1.01 3.62 2.71/2.57 2.74/2.66
NaK(B4;N4Hg) Ca, 1.45 1.19 1.01 3.62 2.71/2.57 2.74/2.66
2.99/2.88 2.74/2.64
K,(B4N4Hg),Ca, 1.45 1.19 1.01 3.62 2.99/2.88 2.74/2.65




Molecules B-N B-H N-H Ca-Ca Na-B/Na-N Ca-B/ Ca-N
K-B/K-N
Na,(B4N4Hg),Ca, 1.45 1.19 1.01 3.67 2.66/2.54 2.82/2.72
NaK(B4N,Hg) Ca, 1.45 1.19 1.01 3.68 2.66/2.54 2.82/2.72
2.96/2.86 2.96/2.86
K,(B4N4Hg),Ca, 1.45 1.19 1.01 3.68 2.96/2.86 2.86/2.70

Table S3. Important geometrical parameters (A) of the optimized complexes at M06-2X/6-31+G(d,p)

level

Table

S4 Computed aromaticity value of the complexes

Molecules values (1000*AV1245, as performed in Multiwfn )
Na,(B4N4H;),Ca, 243
NaK(B4;N,Hg) Ca, 2.05
K»(B4N4Hg),Ca, 1.52

Ad

Nay(B4N4Hs),Ca,




I NaK(B4N4H8)2C




Fig S1: Optimized structure with levels and numbering on atoms



