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TABLE S1

Optimal parameters of the extended-Rydberg functions for the analytical 2A’ PES.

Molecule
De / eV
Re / Å
a1 / Å-1
a2 / Å-2
a3 / Å-3
a4 / Å-4
a5 / Å-5

HCl (X1+) ClF (X1+)

HF (X1+)
4.6174

2.6658

6.1228
1.2687

1.6300

0.9094
3.6277

5.1315

5.3543
2.9268

7.0679

9.5049
1.0314

1.7102

11.1670
- 0.8193

1.9197

- 0.1423
1.6984

17.1055

-     

