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Coordinates of the lowest energy structures of 0>*.(H20).. Note n=1 is a doublet

state and n=2-5 correspond to quartet states.
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Figure S1: Minimum energy structure of the quartet state of O2*.(H20).

n:?‘q‘ | .

_ agb g
0 .4
»® €

“ ¢

¥ Q;J —_— 9w <,
» A P A

n=5

Figure S2: Initial and final structures of the AIMD MP2/6-311++G** simulations of
NO*.(H20)4 and NO*.(H20)s with thermal initial velocities.



