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(a)

refined Baule model

HD-NNP

HD-NNP ν = 2, j = 1→ ν = 1, j = 5

HD-NNP ν = 2, j = 1→ ν = 2, j = 5
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(b)

Baule limit

SRP32-vdW-DF1 (ν = 1, J = 1)

HD-NNP ν = 2, j = 1→ ν = 1, j = 5

HD-NNP ν = 2, j = 1→ ν = 2, j = 5

Exp. ν = 2, j = 1→ ν = 1, j = 5

Exp. ν = 2, j = 1→ ν = 2, j = 5


