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Figure S1. Profiles of the computed structures of the M(9eG),* complexes computed using B3LYP/6-
31+G(d,p) with Def2SVPD on the metal centres. The calculations are also empirically corrected for
dispersion.
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Figure S2a) Comparison of computed IR spectra for three isomers of Na(9eG),* with the experimental

IRMPD spectra.
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Figure S2b) Comparison of computed IR spectra for three isomers of Li(9eG),* with the experimental
IRMPD spectra.

n

=

2
\

Computed intensity

1000 1200 1400 1800 1800

wavenumber / cm™

Aau=iag 3 addl

Li

10000

5000 1

Computed intensity

0.0

T
300

T
3200 3400

wavenumber / cm-1

T
3800

Aauaay g gdid



Figure S2c) Comparison of computed IR spectra for three isomers of K(9eG),* with the experimental

IRMPD spectra.
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Figure S3. Energy resolved intensity profiles for SORI-CID of the M(9-eG),* complexes.
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Figure S4. Energy-resolved G-tetrad intensity profiles for the SORI-CID of M(9eG),* with a) a reservoir
pressure of 5 mbar and b) a reservoir pressure of 15 mbar with Ar.
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