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Figure S1: Optimized structure of Cs-I pair adsorption on the TiO; surface. The red, blue,
grey and yellow color spheres represent oxygen, titanium, iodine and caesium atoms,
respectively.



Supplementary Material for PCCP

This journal is © The Owner Societies 2010

Figure S2: The second most stable structure for iodide adsorption on the TiO, (110)
surface. The representation is as of Figure S1.
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Figure S3: The density of states plot for clean (dotted line) and iodide with Cs counter ion
adsorbed TiO; (red solid line).
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Figure S4: Optimized structures for (a) pyridine-iodide (b) pyridine-iodine molecule and
(c) pyridine-triiodide using MP2. The green, blue, purple and grey color balls represent
C, N, H and I atoms, respectively.
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