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1. Solid-state "H MAS NMR spectra of S1-S3
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Figure 1. Solid-state '"H NMR spectrum of S1
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Figure 2. Solid-state '"H NMR spectrum of S2
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Figure 3. Solid-state "H NMR spectrum of $3

2. *C MAS NMR spectrum of S1
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Figure 4. Solid-state °*C NMR spectrum of S1
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3. Si MAS NMR spectrum of S1
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Figure 5. Solid-state ’Si NMR spectrum of S1

4. UV-vis spectra of S1-S3
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Figure 6. UV-vis spectrum of S1
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Figure 7. UV-vis spectrum of S2
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Figure 8. UV-vis spectrum of S3

S. FT-IR of S1-S3
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Figure 9. FT-IR spectrum of S1
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Figure 10. FT-IR spectrum of S2
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Figure 11. FT-IR spectrum of S3

6. Pore distribution of S1-S3
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Figure 12. Pore size distribution for S1.
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Figure 13. Pore size distribution for S2.
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7. Thermogravimetric curve of S1
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Figure 14. Thermogravimetric curve of S1

8. Full details and figures of the DFT calculations of titanocene derivatives 2 and 3

Energies and Cartesian Coordinates of Atom Positions of Calculated Molecules

8.1 Complex 2

Sum of electronic and zero-point Energies -3538.307668
Sum of electronic and thermal Energies -3538.262528
Sum of electronic and thermal Enthalpies -3538.261584

Sum of electronic and thermal Free Energies ~ -3538.397706

X y z
Ti -0.06844000 3.46930900 0.01207400
-0.87716500 4.50367100 2.03102600
0.54216300 4.64430200 2.03102400
-1.60148500 5.30422200 1.98417800
0.04261100 2.41462100 2.18835200

1.10617600 3.35800700 2.13356500

o O O =m O O

1.08956300 5.57432700 1.96822000
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Figure 15. DFT-calculated structure of 2
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8.2 Complex 3

Sum of electronic and zero-point Energies -3774.067518
Sum of electronic and thermal Energies -3774.014961
Sum of electronic and thermal Enthalpies -3774.014017

Sum of electronic and thermal Free Energies -3774.171982
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Figure 16. DFT-calculated structure of 3
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9. TEM images of S1, S2 and S3

200 nm

Figure 18. TEM image of S2 (hexagonal distribution of pores is clearly observed)
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Figure 19. TEM image of S3 (channels are clearly observed)
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