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Fig.2 Partial density states of (b) model.

Table.1 Calculated structural parameters of models.

X Model a B,y (°) Cell volume (A*)
L—3 g URERICOWT b HET 5,
3 - (a) 89.139,1.233,80.755  2057.22
P (b) 90.970,90.016,90.845  2024.64
1) Edoardo Mosconi et al., J. Phys.Chem. C, 2013, (c) 90.844,87.817,89.275 2098.99
117 1390213913, (d) 90.06589.958,90.215  2137.18
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