
Supporting Information for ”Vibronic relaxation

pathways in molecular spin qubit

Na9[Ho(W5O18)2]·35H2O under pressure”

Janice L. Musfeldt,∗,†,‡ Zhenxian Liu,¶ Diego López-Alcalá,§ Yan Duan,§
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Figure S1: Calculated infrared spectrum (blue solid line) and spin energy levels (vertical red
dashed lines) of Ho(W5O18)2]

9− without any applied strain.

Figure S2: Calculated infrared spectrum (clear blue solid line) and spin energy levels (vertical
red dashed lines) of Ho(W5O18)2]

9− under 0.5% compressive strain.
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Figure S3: Calculated infrared spectrum (green solid line) and spin energy levels (vertical
red dashed lines) of Ho(W5O18)2]

9− under 1% compressive strain.

Figure S4: Calculated infrared spectrum (orange solid line) and spin energy levels (vertical
red dashed lines) of Ho(W5O18)2]

9− under 1.5% compressive strain.
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Figure S5: Calculated infrared spectrum (red solid line) and spin energy levels (vertical red
dashed lines) of Ho(W5O18)2]

9− under 2% compressive strain.
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