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The compound 1-iodo-ortho-carborane 1-I-1,2-C2B10H11 crystallizes in the orthorhombic Pnma space group. One molecule of 1-I-1,2-C2B10H11 occupies a special position on the mirror plane. The C2 and B4 atoms are disordered over two positions due to the mirror plane (Figure S1). At the same time, lowering of symmetry does not lead to disappearing of the disorder and results in a decrease in quality of crystallographic data. A general view of 1-I-1,2-C2B10H11 is provided in Figure S2.
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[bookmark: _Hlk67950408]Figure S1. Asymmetric part of 1-I-1,2-C2B10H11 molecule showing numbering scheme and the disorder of the C2/B4 atoms.
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[bookmark: _Hlk67950512]Figure S2. General view of 1-I-1,2-C2B10H11. Thermal ellipsoids are given at 50% probability level.
The main structure-forming interaction in the crystal of 1-I-C2B10H11 is the B8-H8⋯I1 hydride–halogen bond, which is formed by the σ-hole of the halogen atom and electron density accumulated onto the H8 atom due to the donation from carborane (H…I, 2.97Å, <B-H⋯I, 132°, <C-I⋯H, 167°) and can be considered as a true type II halogen bond, taking into account geometrical characteristics of this bond (Figure S3).
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[bookmark: _Hlk67950587]Figure S3. Halogen bonded dimer of 1-I-1,2-C2B10H11.
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