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Cooperativity between H-Bonds and Tetrel Bonds.

Transformation of a Noncovalent C:-*N Tetrel Bond to a Covalent Bond

Xin Wang, Qingzhong Li, Steve Scheiner
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Fig. S1 NCI diagram of binary complexes. Blue, red, and green regions denote strong
attractive, strong repulsion, and weak attractive interactions, respectively
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Fig. S2 NOCYV density contour map and orbital energy (E, kJ/mol) of binary complexes.
Blue is giving electrons, while green is taking electrons.
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Fig.S3 AIM diagrams of the ternary complexes. Yellow and red dots indicate the
locations of ring and bond critical points, respectively. all in a.u.

Table S1 The binding distances of tetrel bond (Rrg) and hydrogen bond (Ryg) in the

ternary complexes as well as their difference (AR) with respect to the binary analogues,
all in A

Rrp AR g Rup ARyp

F,CO-2IM-DTB 2.731 0.166

F,SiO-2IM-DTB 1.997 0.124
F,CO-2IM-TB-HB-1 2.501 -0.064 1.868 -0.024
F,CO-2IM-TB-HB-2 1.616 -0.949 1.773 -0.119
F,SiO-2IM-TB-HB 1.859 -0.014 1.754 -0.138
F,CO-2IM-HB-TB-n-1 2.518 -0.047 2.012 -0.086
F,CO-2IM-HB-TB-n-2 1.605 -0.960 1.826 -0.272

F,Si0-2IM-HB-TB-n 1.857 -0.016 1.641 -0.228
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