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Fig. 6 in the published version of the article was incorrect as it was a copy of Fig. 5. The correct figure is given below.
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Fig. 6 Potential of mean force (PMF) of ions and a protonated biotin sulfoxide macrocycle in two different conformations (o-conformer in (a and b), L-
conformer in (c) and (d)) with unmethylated side chains in water for two different force fields (Parsley in the first row, AMOEBA in the second row). Each
PMF here corresponds to the average of three data sets. The standard deviation of the three data sets is plotted as error bar. Chloride is depicted in yellow,
bromide in green and iodide in black.

The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.
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