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Table S1. Molecular graph, electronic energy (Hartree) and geometry of the 1:1 complexes of 1-3
optimized at MP2/aug-cc-pVTZ computational level.
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Table S2. Molecular graph, electronic energy (Hartree) and geometry of the 1:2 complexes of 1-3
optimized at MP2/aug-cc-pVTZ computational level.
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Figure S1. Structures 1 and 2 obtained by MP2/aug-cc-pVTZ and B3LYP/6-31G(2df,p) geometry
optimizations, respectively. The latter is the one used by default in the G4 calculations. When these
two structures are optimized at the CCSD/aug-cc-pVTZ, structure 1 is found to be the most stable,
though the energy gap with respect to structure 2 is less than 2 kJ.mol!. Geometrical parameters within

parenthesis are those obtained at the CCSD level.

Figure S2. Molecular graphs of the most stable 1:3 complexes of 1-3
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Figure S3. Molecular graphs of the most stable 1:n (n = 4,5,6) complexes of 1-3
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