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Fig. S-1. B3LYP/6-311+G(d,p) optimized structures of the TMOS based 

clusters, including a schematic representation. 
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Fig. S-2. B3LYP/6-311+G(d,p) optimized structures of the MTMS based 

clusters, including a schematic representation. 
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Fig. S-3. B3LYP/6-311+G(d,p) optimized structures of the VTMS based 

clusters, including a schematic representation. 
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Table S-1: Calculated [B3LYP/IGLO-III] chemical shifts relative to TMS for all 

species considered in this study. 
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