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Figures
Fig. S1: Vibrational simulation of the 7/, state spectrum 2

Fig. S2: Vibrational simulation of the 8fm, state spectrum
Fig. S3: Rotational simulation of a vibrational band 3
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Figure S1: Vibrational simulation of o the 7/5, state spectrum using T = 40K, @ = 217 cm™! and
wexe= 0.5 cm!,
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Figure S2: Vibrational simulation of the 8/, state spectrum using T = 40K, @, = 238 cm™! and

wexe= 0.2 cm™!.
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Figure S3: Rotational simulation for the 8fm, (v’=2) spectral peak. Rotational constants used for
the simulation were B’=0.0378 cm™!, D’ =4.2x10° cm™!, B> = 0.03737 cm™ and D*’ = 4.4x10"°
with T =40 K. a) Shows the peak shape by using a Voigt band profile with a combination of
Gaussian width contribution of 8 cm™ and Lorentzian width contribution of 2 cm!. b) Shows
rotational lines as sticks.



