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Figure S1 Number of digits in the two-center Coulomb integrals in glycine dimer 1 (Gly1) 

reproduced using the analytical Exact Potential (aEP) method implemented in XDPROP relative to the 

numerical contour integration in Mathematica (WorkingPrecision → 90, AccuracyGoal → 

70) plotted as a function of the absolute integral value (Log-10 scale). 

 


