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Table 1. Dispersion coefficients of rare-gas dintdrined by the LRD method.
The LC-BOP functional and aug-cc-pVQZ basis seiewesed.

Ces(a.u.) Cg(a.u.) Cpo(a.u)
LRD Ref. LRD Ref. LRD Ref.
conventional present conventional present
He, 1.558 1.461 31.82 16.77 14.11 594.1 155.8 183.6
Ne, 6.336 6.383 174.93 100.85 90.34 4388 1355 1536
Ar, 61.21 64.30 3063 1931 1623 134676 49780 49060
Kr, 119.2 129.6 7436 4771 4187 401372 154672 155500
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Figure 1. Percentage differences from the refer@meeaction energies of the
S22 set. The 6-311++G(2d,2p) basis set was usabldddFT calculations.
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