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The description of the N- and C-site frequency shift maps was unclear and the two maps were interchanged in the sup-
porting information.! To make this clear, the value of Awy(—180, —180) is 0.40 cm™! and the value of Awc(—180, —180) is
—13.41cm™! and the frequency of the N-site (defined in Figure 1) is, thus, lower than that of the C-site (defined in Figure 1)
for the choice of Ramachandran angles. Furthermore, the transition charges in Table I (column 3) all have the wrong sign in the
printed paper .

The charges used in the force field denoted GROMOS in the paper originate from the file ffG43al.rtp provided with
GROMACS.

The errors in the mappings pointed out above were only present in the paper and calculations performed and presented in
the paper and later publications based on these maps were all correct.

We are grateful to Yu-Shan Lin, Christian W. Miiller, Lu Wang, and Roman Gorbunov for spotting these mistakes.
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