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Supporting information

The supporting information consists of partial charge decomposition of the N-heterocycles

and fatty acid amides derived from the single point DFT calculations. For further compu-

tational details, refer to Section 2.2 of the main article.

Partial charges of N-heterocycles and fatty acid amides

The original Charmm GenFF charges,1 as well as Hirshfeld,2 AIM,3 Merz-Singh-Kollman

(MK),4,5 and ChelpG6 charges of the studied nitrogen compounds are presented in Figures

1, 2, and 3. The mean, median, and standard deviation of the absolute error for each charge

partition scheme compared to Charmm GenFF charges are also presented.
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Figure 1: The Charmm GenFF partial charges and the DFT calculation based Hirshfeld,
AIM, Merz-Singh-Kollman (MK), and ChelpG charges of imidazole, pyrrole, pyridine, and
purine. The charge unit is elementary charge. The average, median, and standard deviation
(SD) of absolute error in comparison to Charmm GenFF charges are also presented.
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Figure 2: The Charmm GenFF partial charges and the DFT calculation based Hirshfeld,
AIM, Merz-Singh-Kollman (MK), and ChelpG charges of indole and quinoline. The charge
unit is elementary charge. The average, median, and standard deviation (SD) of absolute
error in comparison to Charmm GenFF charges are also presented.
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Figure 3: The Charmm GenFF partial charges and the DFT calculation based Hirshfeld,
AIM, Merz-Singh-Kollman (MK), and ChelpG charges of the studied fatty acid amides. The
charge unit is elementary charge. The average, median, and standard deviation (SD) of
absolute error in comparison to Charmm GenFF charges are also presented.
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