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Supplementary Information
Comparison of n-Hole Tetrel Bonding with 6-Hole Halogen Bonds
in Complexes of XCN (X =F, Cl, Br, 1) and NH;
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Cartesian Coordinates of Optimized Heterodimers

n-hole XCN--NH;

F

6 0.000000000  0.937176225  0.000000000

7 -1.159571464 1.191976167  0.000000000
9 1.263709330  0.727888179  0.000000000

7 -0.250224146 -1.961764606  0.000000000
1 -0.140555849 -2.565736388  0.8153860062
1 -0.140555849 -2.565736388 -0.815386062
1 -1.223707227 -1.654060161  0.000000000
Cl

6 0.000000000  0.912699058  0.000000000

7  -1.038174931  1.495525399  0.000000000
17 1.446246294  0.126086014  0.000000000
7  -1.615202018 -1.794317418  0.000000000
1 -1.946996178 -2.311144238  0.815265877
1 -1.946996178 -2.311144238 -0.815265877
1 -2.118546460 -0.905827162  0.000000000
Br

6 0.000000000 -1.055925125  0.000000000

7 0.624853072  -2.070556430  0.000000000

35 -0.950619903  0.465064285  0.000000000
7 2.784341449  0.507631836  0.000000000

1 3.346701329  0.754999993  0.815228306

1 3.346701329  0.754999993  -0.815228306

1 2.713943407 -0.511213837  0.000000000



o-hole NCX:-NH;
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0.000031000

0.000455000
-0.000207000
0.000185000
-0.784460059



3.301705250
3.305663250

1.968385149
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-0.067534005
-2.919755221
-3.306380250
-3.306976250
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0.000232000
0.000682000
-0.00030100
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