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Details about the DFTB parameters used in this work and in the previous
ones (1; 2; 3; 4; 5) are given below.

1 Gold parameters

The gold parameters consist in a very slight modification of the parameters
published by Fihey et al. (auorg set from www.dftb.org website) (6), namely a
shift of the p orbital energy from -0.02786 to -0.00001 Ha.

2 Silver parameters

The silver parameters is a modification of the hyb-0-1 set parameter from
www.dftb.org website) (7). The modifications consist in :

e a shift of the p orbital energy from -0.02814 to -0.00800 Ha.

e a shift of Hamiltonian and overlap matrices by 0.38 Bohr toward shorter
distances and a multiplication of the Hamiltonian matrix elements by 0.9.

e the use of a polynomial repulsive potential following the classical expres-

sion
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with the polynomial coefficients equal in atomic units to 0.00473661, 1.62067e-
05, 0.0121596, -0.0352701, 0.0233099 and 7y to 5.48.
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