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Experimental Section
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Figure S1a:'H-NMR spectrum (CD,Cl,) of 7.
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Figure S1b: BC{'H}-NMR spectrum (CD,Cl,) of 7.
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Figure Slc: 3'P{'H}-NMR spectrum (CD,Cl,) of 7.
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Figure S1d: '»Te{'H}-NMR spectrum (CD,Cl,) of 7.
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Figure S2b. BC{'H}-NMR spectrum (CD,Cl,) of 8.
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Figure S2¢: 3'P{'H}-NMR spectrum (CD,Cl,) of 8.
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Figure S2d: '»Te{'H}-NMR spectrum (CD,Cl,) of 8.
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Figure S3a. 'H-NMR spectrum (CD,Cl,) of 12.
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Figure S3b. 13C{'H}-NMR spectrum (CD,CL,) of 12.
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Figure S3c. 3'P{'H}-NMR spectrum (CD,Cl,) of 12.
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Figure S3d. '>Te{'H}-NMR spectrum (CD,Cl,) of 12.
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Figure S4. The molar conductivity of 12 in CH,Cl,




Table S1. Topological and integrated bond descriptors of relevant bonds of 6, 7, 8, 12'
and 13'

ditdy pP(Moep  VP(Moep Gy HP(Moep Ner Ve Ymax  Apu RII

bond [A] [eA?] [eAT] [a.u.] [a.u.] [e] [A3] [A]  [%]
6 Te-P2 3369 0.13 0.7 0.42 -0.04 2.09 135 2.46 LP 983
Te-P3 3.137 0.18 09 0.46 -0.09 2.04 13.1 231 LP 97.8
Te-C4 2.158 0.77 0.1 0.52 -0.50 204 54 1.71 0.142 749
Te-C28 2.143 0.79 -0.3 0.49 —0.51 194 50 168 0.031 71.8
7 Te-Cu 2.558 040 2.6 0.73 -0.27 2.18 104 1.33 0.804 793
LP(Te) - - - - - 249 19.5 1.88 LP -
Cu-Cl 2256 0.50 5.4 1.03 -0.27 043 0.6 1.49 0.009 88.7
Cu-P4 2215 0.60 4.0 0.84 -0.37 252 133 1.69 0.288 73.1
Cu-P5 2234 0.58 3.9 0.84 -0.36 240 11.0 1.73 0.348 77.1
Te-C6 2.124 0.82 -0.2 0.51 -0.53 203 56 1.69 0.138 71.8
Te-C30 2.144 0.79 -0.3 0.49 —0.52 1.98 55 1.68 0.067 71.1
8 Te-Ag 2.877 0.29 2.0 0.66 -0.17 217 11.9 1.41 LP 939
LP(Te) - ; ; - - 236 185 188 LP -

Ag-Cl 2463 043 4.4 0.93 -0.21 no ELI-D basin
Ag-P4 2462 049 3.2 0.76 -0.29 2.12 10.6 1.78 0.356 85.6
Ag-P5 2429 0.51 3.5 0.78 -0.31 2.13 103 1.74 0.330 84.9
Te-C6 2.146 0.79 -0.4 0.48 -0.51 1.97 53 1.68 0.087 70.8
Te-C30 2.125 0.82 —0.2 0.51 —0.52 201 53 1.68 0.131 71.1

12' Te-Cl 2619 041 1.3 0.49 -0.27 no ELI-D basin
Te-P3 2.654 048 -0.2 0.32 -0.35 201 79 191 0.158 76.1
Te-P4 3.186 0.17 0.8 0.40 -0.09 2.02 12.8 2.35 LP 976
Te-C9 2.145 0.82 -1.0 0.44 -0.53 215 59 1.66 0.130 64.0
Te-C31 2.157 0.80 -1.5 0.39 —0.52 209 57 1.65 0.053 57.7

13'  Te-Cl 2443 0.56 1.3 0.55 -0.39 no ELI-D basin
Te-N3 2442 041 1.9 0.56 -0.23 208 42 1.82 LP 951
Te-N4 2.799 0.22 1.4 0.52 -0.07 212 49 191 LP 99.6
Te-C9 2.141 0.83 -1.2 0.43 -0.54 216 59 1.67 0.057 63.1
Te-C19 2.146 0.82 -1.6 0.40 —0.53 218 6.2 1.66 0.038 584

For all bonds, d; and d, are the distances of the atoms to the bep, p(r)y, is the electron density
at the bond critical point, *2p(r)y., is the corresponding Laplacian, G/p(r)pe, and H/p(r)y, are
the kinetic and total energy density over p(r)y, ratios, Ngr; and Vg are the electron
population and volume of the ELI-D basin, Ymax is the ELI-D value at the attractor position,
Agp is the distance of the attractor position to the atom-.atom axis, RJI is the Raub-Jansen

Index. For labelling, see Figures S5 and S9.






Figure S5.  Labelling scheme for (a) 6, (b) 7, (c) 8.



Figure S6.  Labelling scheme for (a) 12', (b) 13'.



