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Fig. S1 Calculated IR spectra (scaled by a factor of 0.982) and vibrational assignments for the three lowest

energy isomers (W23, W89, and W67 in Fig. 1) of the monohydrated clusters of UA. Experimental IR

spectra reproduced from Fig. 3 are shown for comparison.

1750



C20-C80
(c) 678 C60
7 NH, 3NH,(CBO) - SNH,(CE0)
ring def. (MEL) (free) - C4C5
‘ ) SNH,(C60)
| e | o) avuceo
LCANG - C4C5 + 8NH,(C60) C80 + C20
N 1 1 I Il -
; e C20-C80
(b) 893| ; -n3ca
{ - BN3H SNH
i +C4N9 2 5
; 3NH,
i (N3H) (6")2
| | SNH,(CBO) €80 + C20
€20 - CB0
(a) 239 C60 + €20
: c8o
i 8NH,(C20) i
i SNHNOH) ~SNH,(NOH) |
| o 2 i 8NH,(C20)

1500

1550

1600 1650 1700 1750 1800 1850

-1
IR Wavenumber / cm
Fig. S2 Calculated IR spectra (scaled by a factor of 0.982) and vibrational assignments for the three lowest energy

isomers (structures 239, 893, and 678 in Fig. 1) of the UA-MEL complex. Experimental IR spectrum reproduced

from Fig. 6 is also shown for comparison.



