
Switching Functions Defined in VCHFIT

In the following, τ(Q) represents a general parameter τ of the vibronic cou-

pling Hamiltonian (κ
(i)
α , λ

(i,j)
α , etc.) that is taken as a function of the coor-

dinate Q via the use of a switching function that is in turn parameterised
by a number of coefficients ki. τ(Q0) here corresponds to the value of the
parameter τ at the reference value of Q.

Function label Definition
tanh τ(Q) = τ(Q0) + α tanh(βQ) with

α = k1
β = k2

dtanh τ(Q) = τ(Q0) [1 − tanh(αQ)] with
α = k1

cdtanh τ(Q) = τ(Q0)
2

[
1 − tanh

(
Q−α
β

)]
with

α = k1
β = k2

adtanh τ(Q) = τ(Q0) [1 − tanh(αQ)] + (βQ+ γQ2) exp(−δQ) with
α = k1
β = k2
γ = k1
δ = k2
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