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We correct an error in Table 1 of the Letter’ regarding
the reference data of B3LYP-D3 for S22 and S66. The
mean absolute errors (MAEs) in the Letter are 0.15 and 0.18
for S22 and S66, respectively, which are actually the MAEs of
B2PLYP-D3. The correct MAEs of B3LYP-D3 are 0.31 and
0.26 instead, which can be found in the Supporting
Information of ref 2. For clarity, we include the updated
table with the correct data (Table 1). This error does not
change any of our calculations or the conclusions of the Letter.

Table 1. MAE in kcal/mol of Different Methods for the S22,
CT7, DI6, S66, and L7 Datasets from the Existing

Literature”
set MP2 SPL SPL2 MPACE-1 B3LYP-D3
NGDS8 0.04 0.05 0.03 0.03 0.08
CT7 0.92 0.57 045 0.60 1.48
DI6 0.48 0.27 0.18 0.20 0.46
S22 0.88 0.38 0.15 0.19 0.31
S66 0.47 0.35 0.21 0.26 0.26
L7 8.74 3.83 0.89 2.32 1.78

“Best results are highlighted in bold. NGDS8 is a set of eight noble gas
dimers (Ar,, He,, Kr,, Ne,, ArKr, C¢H,—Ne, CH,Ne, and HeAr) that
we construct here.
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