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Figure 2. (a) Re(bpy)(CO);Cl and (b) schematic
image of the Re complex formed on the pore-wall
for Re-BPy-PMO.

Figure 1. Schematic image of BPy-PMO.
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Figure 4. Models of Re(5,5’-R,bpy)(CO);Cl
interacting with solvent molecules. Solvent
molecules are represented by circles.
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Table 1. Calculated MLCT excitation energies of
Re(5,5°-Robpy)(CO)Cl in eV (values shown in

parentheses are wavelengths)
R gas CH;CN
H 2.30(539.0) 3.11(398.6)
SiH; 2.14(579.3) 293 (423.1)
Si(OH), 2.20(563.5) 294 (421.7)
Si(OMe); 2.26 (548.6) 293 (423.1)

Table 2. Dielectric constants (g) of solvent,
calculated and experimental MLCT excitation
energies (eV) of Re(bpy)(CO);Cl (values shown in
parentheses are wavelengths)

R & Enier
calc. exptl.
gas 1.00 2.30(539.0)
toluene 247 2.70(459.2)  (403)
chloroform 471 2.89(429.0)
CH,Cl, 8.93 299 (4146)  (387)
acetonitrile 35.7 3.11(398.6)  (370)

Table 3. Calculated and experimental MLCT

excitation energies (eV) (values shown in
parentheses are wavelengths).
system Eyvicr
Re(bpy)(CO);Cl1 2.30(539.0)
1 2.53 (490.0)
2 273 (454.1)
3 2.87(432.0)
4 3.01(411.9)
PCM (CH;CN) 3.11(398.6)
Exptl. (CH;CN) (370)

[1] (a) Inagaki, S.; Guan, S.; Fukushima, Y.; Ohsuna, T.; Terasaki, O. J. Am. Chem. Soc. 1999, 121, 9611. (b)
Inagaki, S.; Guan, S.; Ohsuna, T.; Terasaki, O. Nature 2002, 416, 304.

[2] Waki, M. et al. J. Am. Chem. Soc. 2014, 136, 4003.
[3] Vicek, A; Zalis, S. J. Phys. Chem, A 2005, 109, 2991.

[4] Heydova, R.; Gindensperger, E.; Romano, R.; Sykora, J.; VI¢ek, Jr., A.; Zali§, S.; Daniel, C. J. Phys. Chem. A

2012, 116, 11319.



