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S1. H+KPGG Conformer Relative Energies 

 

 

 

 

 

 

 

 

 

 

Table S1. Relative Properties of H+KPGG Conformersa 

a Collision cross sections in square Angstroms, thermochemical properties relative 
to K-trans-1, kcal/mol, temperature 298.15 K, V(r) summed over all hydrogen 
bonds and relative to K-trans-1 in a.u. 
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S2. Further Plots with Hydrogen Bonding Strength 

These plots are included to highlight the lack of correlation between relative energies and 

relative hydrogen bonding strengths. Linear fit correlates better than exponential fit in both 

cases. 

Figure S1. Relative zero-point corrected energy, ΔE0, vs relative potential energy 

density, ΔV(r), of all verified hydrogen bonds, summed. Plotted for 14 of the lowest-

energy conformers/tautomers of H+KPGG. Linear fit in red with displayed R2.  
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Figure S2. Relative Gibbs free energy, ΔG, vs relative potential energy density, 

ΔV(r), of all verified hydrogen bonds, summed. Plotted for 14 of the lowest-energy 

conformers/tautomers of H+KPGG. Linear fit in red with displayed R2.  
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S3. All Discussed H+KPGG Conformers 

Distances displayed in Angstroms for each hydrogen bond, with the bold number denoting 

the associated identification number of each bond, ordered by strength. 
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S4. QTAIM Data for H+KPGG and Methylated Analogues 

Hydrogen bonds numbered by strength and labeled in main text or section S3. All 

quantities in atomic units. 
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