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The tetrea-ethyl ammonium di-iodo triiodide [C8H20N][I3](I2)2 is an organic polyiodide salt in which a progressive 
addition of the electrophilic iodine molecules to the nucleophilic triiodide anion occurs.1 Compression leads 
initially to mono-anionic heptaiodide units and eventually to the polymerization which forms a 3D anionic network. 
Although the structural changes appear to be continuous, the electrical conductivity changes dramatically above 
10 GPa, as the system displays a semiconductive behaviour, whereas at ambient pressure it is a dielectric. The 
electronic features of the “pre-reactive state” and the polymerized state are revealed by the computed electron 
and energy density distributions. The formation of the new bonds of course triggers the conductivity, however it is 
interesting that this occurs only when specific features of electron density and energy densities are observed. 
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