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The last column in Table 2 of the above paper contains typographical errors. The correct correlation functions are given in the
following table.

Table 2 Comparison of AF-QM/MM and experimental chemical shifts for the *H, *C,, *3C, and '°N atoms in GB3. (G.: gas phase; S.: in solution. The
exchangeable protons were excluded. The chemical shifts of carbonyl carbons are calculated using the B3LYP functional with the mixed (6-311++G**/4-31G*)
basis set, while all the other chemical shifts for atoms (excluding the carbonyl carbons) are computed at the B3LYP/6-31G** level)

RMSE MUE R? Correlation function
H G. 0.86 0.39 0.8558 0.959x — 0.074
S. 0.56 0.29 0.9687 1.054x — 0.253
B¢, G. 2.89 2.61 0.7363 0.905x + 4.094
S. 2.41 2.12 0.7899 0.936x + 2.382
Bc G. 3.35 2.39 0.9970 1.007x — 0.655
S. 3.33 2.22 0.9978 1.029x — 1.792
N G. 7.58 5.75 0.5274 1.219x — 23.61
S. 6.01 4.75 0.7122 1.053x — 12.71

This does not affect the other results presented in the paper.
We are grateful to Professor Jan Jensen for bringing this issue to our attention.
The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.

“State Key Laboratory of Precision Spectroscopy and Department of Physics, Institute of Theoretical and Computational Science, East China Normal University, Shanghai,
China 200062. E-mail: xiaohe@phy.ecnu.edu.cn
b Department of Chemistry, New York University, New York, NY 10003, USA

This journal is © the Owner Societies 2015 Phys. Chem. Chem. Phys., 2015, 17, 12367 | 12367


http://crossmark.crossref.org/dialog/?doi=10.1039/c5cp90063h&domain=pdf&date_stamp=2015-04-18
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
https://doi.org/10.1039/c5cp90063h
https://pubs.rsc.org/en/journals/journal/CP
https://pubs.rsc.org/en/journals/journal/CP?issueid=CP017018



