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The tetraphenyphosphonium squarate salt crystallises with a 

hydrogen bonded dimeric squarate anion in space group P21/n with Z 
= 4. X-ray data were collected on a Saturn 70 with Mo-Kα radiation to 
2θ(max) = 76o at –153oC.  The multipole refinement was performed 
with XD [1] and all the topological interactions were then 
investigated.  Currently of the 20 unique C-H hydrogen atoms, all but 
two form significant interactions either to the squarate ion (C-H…O 
interactions) or among the phenyl groups C-H….H-C, or C-H…π(Ph). 
The two remaining ‘non-interacting’ (C)H atoms are adjacent ortho 
hydrogen atoms, that look as though there ought to be an 
intramolecular H…H interaction though this has not yet been fully 
characterized. The remaining interactions satisfy all the eight of Koch 
& Popelier’s criteria [2] for a weak interaction.The O-H…O classical 
hydrogen bond of the squarate is found to have weakened in the 
crystal when compared with the theoretically calculated values for an 
isolated dimeric anion 
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