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Supporting information

Summary:
Part I: Interaction and adsorption energy for Al13-H20O structures
Part Il: Cartesian coordinates for the lowest energy structures



3.0

o} [0} c
© ad
© Eint
2.8
e
o
o 2.6
o
c
o
-
L_? 24 (o) (o)
O 0] (0]
©
2.2 |
(o) (o)
20 . 1 ) ] ; | A | 7
0.0 0.2 0.4 0.6 0.8 1.0
energy/eV

Figure S1: Cluster-oxygen distance as a function of adsorption and interaction energies for
different water adsorption sites on the Al; cluster. It is seen that the interaction energy fol-
lows a monotonic decrease, with the structure with shorter cluster-water length displaying the
highest energy, as expected. This structure shows an anomalous behavior for the adsorption
energy.



Cartesian coordinates for the lowest energy configurations
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