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Supplementary Material

Table S1. Initial and final structures of the water molecules in all samples studied in this work. mon is used to represent unbound water
molecules and W...W to indicate water molecules linked by a H-bond with O..H < 2.2 A. The O...H distance of the H-bond is quoted in A.

Initial Final

Structure (H-bond distance/A) Structure (H-bond distance/A)

large-matrix (from 32 CO matrix)

30C0O-2W-a mon,mon mon,mon

30C0O-2W-b mon,mon mon,mon

30C0-2W-c W...W (1.9) W...W (1.9)

29C0O-3W-a mon,W...W (2.0) mon,W...W (2.2)
29C0O-3W-b W..W..W (1.9,1.9) W...W..W (1.9,1.9)
28C0O-4W mon,mon,W...W (2.0) mon,W...W..W (2.1,2.1)

small-matrix (from 16 CO matrix)

14CO-2W-a W..W (2.1) W..W (1.9)

14C0O-2W-b mon,mon W..\W (1.9)

14C0O-2W-c mon,mon mon,mon

14CO-2W-d mon,mon mon,mon

13C0O-3W-a mon,W...W (1.9) mon,W...W (1.9)
13CO-3W-b mon,W...W (2.0) mon,W...W (1.9)
13C0O-3W-c mon,W...W (2.2) mon,W...W (2.0)
13C0O-3W-d mon,W..W (2.2) W..W..W (1.9,1.9)
12C0O-4W-a mon,mon,mon,mon mon,W...W..W (1.8,1.9)
12C0O-4W-b mon,mon,mon,mon mon,mon,mon,mon
12C0O-4W-c mon,mon,W...W (1.9) mon,mon,W...W (1.9)
12C0O-4W-d W..W,W..W (2.0,2.0) W..W..W..W (1.9,1.9,2.0)
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Fig. S1. Water clusters with 3 and 4 molecules. Optimized structures adopt quasi-linear and quasi-closed (angular) configurations.



