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1.1 Crystal packing of CyBsQ[5] 7H20 (1)

Figure S1. LHS CyBsQ[5] crystal packing viewed through the portals showing the
formation of corrugated sheets. The free H,O has been omitted which lies between the
sheets. RHS is the side view of the CyBsQ[5] aligned in columns but out of register with
their neighbouring column (x-y face) H.O omitted.
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Figure S2. Crystal structure of CyBsQ[5]+7H20 : (a) Asymmetric unit, (b) 3-D stacking
with water channels blue discs (~6.1 A), (c) H-bonding interactions with free H,0 and
1-D supramolecular chain of (CyBsQ[5]«7H20)n.



1.2 Crystal packing of CyBeQ[6] 2CI- 2(H30") 14H20 (2)

y-z face

Figure S3. All free water has been included and all carbonyl O and chloride atoms have
been omitted for clarity. (Top) x-z face gives a side view of the CyBsQ[6] cages free water
location. (Bottom) y-z face a slightly tilted portal view showing free water locations.



1.3 Crystal packing of CyB7Q[7] 12H20 (3)

Figure S4. All free water has been included and all carbonyl O atoms have been omitted for
clarity. (Top) Portal view
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Figure S5. Showing the H-bonding network



1.4 CyBsQ[8] {ZnCls H20) H30* 10H20 (4)
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Figure S6. All free water has been included and all carbonyl O atoms have been omitted
for clarity.



Table S1. The water H-bond parameters of complexes 1-4.

bond bond length/A bond angle/®
complexes
X—H...Y X—H H...Y X..Y X—H...Y
1 O2W—H2WA...O1 0.850 2.246 2.874 130.68
O2W—H2WB...03 0.850 2.546 2.898 106.01
O2W—H2WB...04 0.850 2.061 2.885 163.07
O2W—H2WA...O5 0.850 2.211 2.888 136.47
O1IW—HIWA...06 0.850 2.140 2.900 148.67
O1W—HIWB...07 0.849 2.049 2.848 156.69
O1lW—HIWB...08 0.849 2.540 2.975 112.92
OIW—HIWA...O010 0.850 2.459 2.809 105.56
O3W—H3WA...O2W 0.849 2.578 2.804 96.50
O3W—H3WB...08 0.850 2.533 2.956 111.79
O5W—H3WA...04W 0.850 1.967 2.778 158.94
O5W—H3WB...05 0.850 1.992 2.837 172.91
O7TW—H7WA...06 0.849 2.481 2.733 98.05
2 O1IW—HIWA...04 0.850 2.352 2.984 131.51
OIW—HIWB...O5W 0.851 1.933 2.758 163.13
O6W—H6WB...01 0.850 2.492 2.802 102.47
O2W—H2WA...O5 0.850 2.149 2.896 146.62
O3W—H3WA...O2W 0.849 2.006 2.651 132.11
O4W—H4WA...O3W 0.851 2.145 2.816 135.52
O6W—H6WA...04W 0.850 2.137 2.736 127.13
O7W—H7WB...03 0.849 2.117 2.807 138.16
O8W—HS8WB...O1 0.849 2.125 2.784 134.12
0O4W—H4WB...Cll 0.849 2.403 2.903 118.18
O3W—H3WB...Cll 0.851 2.784 2.960 93.44
O5SW—H5WB...Cl1 0.850 2.460 3.223 149.62
3 0O2W—H2WB...02 0.849 1.979 2.739 148.39
O2W—H2WA...0O3 0.851 1.879 2.689 158.68
O1W—HIWA...06 0.851 2.342 2.844 118.15
O7W—H7WA...O8W 0.850 1.989 2.743 147.37
O4W—H4WA...O3W 0.848 2.057 2.775 142.10
O8W—HS8WA...O8 0.850 2.047 2.897 178.05
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