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In the data used for fitting the N4 ground-state potential energy surface (PES),1 several CASPT2 calculations did not
converge to the correct ground state. We have corrected those data points, added 14 extra data points (bringing the number of
data up to 16 435), and redone the fit. The figures in the paper do not change by a noticeable amount; however, the mean errors
in Table I do improve somewhat at the higher energies, and they are provided in Table I of this erratum. The complete corrected
data set is contained in electronic supplementary material.2 The new N4 ground-state PES, called N4PES-GPIP-v2, has been
added to the POTLIB library.3, 4

TABLE I. The mean unsigned errors (MUEs) and root-mean-square errors (RMSEs) of the fitted potential en-
ergy surface with respect to CASPT2/maug-cc-pVTZ results for different energy ranges (in kcal/mol).

No. of points MUE RMSE

E < 100.0 693 1.2 1.7
100.0 ≤ E < 228.0 1941 2.3 4.1
228.0 ≤ E < 456.0 11 858 3.1 5.8
456.0 ≤ E < 1000.0 1610 10.9 14.6
E > 1000.0 333 21.7 30.9
All data 16 435 4.1 8.2
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preparation of the erratum. This work was sponsored by the Air Force Office of Scientific Research (AFOSR) under MURI
Grant No. FA9550-10-1-0563. The views and conclusions contained herein are those of the authors and should not be inter-
preted as necessarily representing the official policies or endorsements, either expressed or implied, of the AFOSR or the U. S.
Government.
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