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Table. Geometrical parameters of RSi=SiR species.

symmetry Natom Si=Si(A) Si-Si-R(°) R-Si-Si-R(°) binding energy isomerization dimerization

[kcal/mol] [kcal/mol] [kcal/mol]
Ar* C2 85 2.136 129.0 171.2 37.9 38 82
Tbt C, 92 2.121 130.9 180.0 51.8 19 42
MegaSi C, 85 2.072 148.0 179.0 55.1 33 50
SiiPrDis2 Ci 67 2.072 136.0 180.0 72.3 30
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Optimized steructure of SiiPrDis,Si=SiSi/PrDis,



