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1. Solid-state 1H MAS NMR spectra of S1–S3

Figure 1. Solid-state 1H NMR spectrum of S1
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Figure 2. Solid-state 1H NMR spectrum of S2

Figure 3. Solid-state 1H NMR spectrum of S3

2. 13C MAS NMR spectrum of S1

Figure 4. Solid-state 13C NMR spectrum of S1
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3. 29Si MAS NMR spectrum of S1

Figure 5. Solid-state 29Si NMR spectrum of S1

4. UV-vis spectra of S1–S3

Figure 6. UV-vis spectrum of S1

Figure 7. UV-vis spectrum of S2

25 0 -25 -50 -75 -100 -125 -150 -175 -200

 (ppm)

Q4a)

200 300 400 500 600 700 800 900

0,0

0,1

0,2

0,3

0,4

0,5

0,6

0,7

A
bs

or
ba

nc
e

 (nm)

200 300 400 500 600 700 800 900

0,0

0,2

0,4

A
bs

or
ba

nc
e

 (nm)

Electronic Supplementary Information for Dalton Transactions
This journal is © The Royal Society of Chemistry 2010



PRIVILEGED DOCUMENT FOR REVIEW PURPOSES ONLY

Figure 8. UV-vis spectrum of S3

5. FT-IR of S1–S3

Figure 9. FT-IR spectrum of S1

Figure 10. FT-IR spectrum of S2
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Figure 11. FT-IR spectrum of S3

6. Pore distribution of S1–S3

Figure 12. Pore size distribution for S1.

Figure 13. Pore size distribution for S2.
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7. Thermogravimetric curve of S1

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

C                 -0.87716500    4.50367100    2.03102600

C                  0.54216300    4.64430200    2.03102400

H                 -1.60148500    5.30422200    1.98417800

C                  0.04261100    2.41462100    2.18835200

C                  1.10617600    3.35800700    2.13356500

H                  1.08956300    5.57432700    1.96822000
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H                  0.14805500    1.34309300    2.26471900

H                  2.16192300    3.13133800    2.14295500

C                 -0.45249500    4.13145400   -2.31028500

C                 -1.31236000    4.91454300   -1.49156800

C                  0.88129400    4.47503400   -1.99517400

H                 -0.76287200    3.38397600   -3.02482900

C                 -0.50299100    5.74116000   -0.67779600

H                 -2.39237500    4.87593800   -1.48864300

C                  0.85593700    5.45480900   -0.97067300

H                 -0.85837000    6.46620200    0.03983500

H                  1.72236200    5.91567300   -0.51676500

H                  1.76755200    4.04936400   -2.44170700

H                 -2.17081600    2.70761900    2.17950400

C                 -1.17813700    3.13029600    2.15305800

S                  1.77124000    2.06195300   -0.68097600

S                 -1.90573800    2.06504900   -0.69413800

C                  2.15125500    0.65260400    0.45152400

H                  2.50278300    1.03075500    1.41825800

H                  1.24177600    0.07052400    0.63031300

C                  3.22437300   -0.25192600   -0.16676200

H                  2.87864300   -0.60451300   -1.14435800

H                  4.13207100    0.33377000   -0.34884000

C                  3.55218700   -1.45949300    0.73617500

H                  3.90732800   -1.10955800    1.71560700

H                  2.64118200   -2.04163800    0.93138200

C                 -1.99859200    0.48616700    0.25334400

H                 -1.07064100   -0.07057200    0.08540400
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H                 -2.07851100    0.68451000    1.32799800

C                 -3.19765200   -0.35224400   -0.20670100

H                 -3.12380500   -0.52588600   -1.28565100

H                 -4.12085000    0.21478800   -0.04402600

C                 -3.27713700   -1.70409300    0.53244200

H                 -2.35236400   -2.27503700    0.37297500

H                 -3.34901900   -1.53408900    1.61610300

Si                 4.82291900   -2.62997500    0.02855400

Si                -4.70654400   -2.78638300    0.01091200

O                 -4.62718100   -3.06904300   -1.61122800

O                 -6.08567900   -1.97018700    0.43852300

O                 -4.67988200   -4.29064600    0.72118300

O                  5.01611800   -4.01200700    0.93435800

O                  6.24964400   -1.78700400   -0.04449900

O                  4.32564300   -3.14852400   -1.45530000

C                 -4.97601800   -4.26030200   -2.30236700

H                 -4.37077600   -4.31916400   -3.21224900

H                 -4.79111500   -5.15044700   -1.69240700

H                 -6.03427800   -4.24539800   -2.59339000

C                 -4.82225600   -4.50660900    2.11711100

H                 -5.68648700   -3.96903500    2.52739300

H                 -4.96603300   -5.57786800    2.28736700

H                 -3.92416400   -4.18986800    2.66397100

C                 -7.38555800   -2.29400500   -0.03436600

H                 -7.45540600   -2.16899600   -1.12203200

H                 -7.66638400   -3.32520400    0.21806600

H                 -8.10120100   -1.61589900    0.43979200

Electronic Supplementary Information for Dalton Transactions
This journal is © The Royal Society of Chemistry 2010



PRIVILEGED DOCUMENT FOR REVIEW PURPOSES ONLY

C                  4.55058000   -4.42168500   -2.04438500

H                  4.51767400   -5.22322700   -1.29913700

H                  3.76944400   -4.59592000   -2.79058000

H                  5.52375800   -4.45246800   -2.55133200

C                  5.55197000   -4.02614500    2.24916700

H                  6.47815800   -3.44181400    2.31855200

H                  4.83345600   -3.62673200    2.97736100

H                  5.77289100   -5.06291300    2.52050000

C                  7.38044300   -2.19510400   -0.80165100

H                  8.18609600   -1.47555400   -0.62866600

H                  7.73538000   -3.19020000   -0.50186800

H                  7.15415800   -2.21298000   -1.87492400

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

                 x     y           z

Ti                  0.05625100    4.00240300   -0.05257400

C                  0.86053600    5.05057400   -2.06625400

C                 -0.56034800    5.17531200   -2.07046500

H                  1.57567700    5.85905100   -2.01454500

C                 -0.03538000    2.95175100   -2.23179900

C                 -1.10946800    3.88300100   -2.17882200

H                 -1.11838700    6.09896100   -2.00681900

H                 -0.12855300    1.87923000   -2.31047000

H                 -2.16257600    3.64459400   -2.19270200

C                  0.43459400    4.66219100    2.27146500

C                  1.28497600    5.45697300    1.45424300

C                 -0.90321600    4.99183400    1.95840800

H                  0.75375600    3.91625100    2.98373600

C                  0.46571900    6.27689400    0.64347200

H                  2.36535100    5.43041400    1.45045500

C                 -0.88963500    5.97482500    0.93679000

H                  0.81237800    7.00792100   -0.07232700

H                 -1.76147500    6.42713000    0.48460100

H                 -1.78432500    4.55503100    2.40439200

H                  2.17475300    3.26973100   -2.21442100
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C                  1.17727800    3.68105600   -2.19033200

S                 -1.77810600    2.58233700    0.62938400

S                  1.90006500    2.60796900    0.65498700

C                 -2.13480300    1.16530700   -0.50130500

H                 -2.47330200    1.53596000   -1.47553000

H                 -1.21987000    0.58663600   -0.66283900

C                 -3.21279100    0.25940400    0.10636700

H                 -2.88265000   -0.08148100    1.09339300

H                 -4.12704300    0.84146100    0.26671800

C                 -3.51741700   -0.95960200   -0.78911800

H                 -3.85478400   -0.62288400   -1.77938300

H                 -2.60012900   -1.53971600   -0.95943900

C                  2.01234700    1.03635200   -0.30281800

H                  1.08336800    0.47587200   -0.15449400

H                  2.10936500    1.24318000   -1.37445200

C                  3.20555000    0.19671400    0.16996500

H                  3.11790500    0.01915000    1.24719700

H                  4.13065800    0.76464300    0.02130200

C                  3.29459100   -1.15269100   -0.57220300

H                  2.36841900   -1.72453100   -0.42393400

H                  3.37782400   -0.98014200   -1.65461100

Si                -4.79825300   -2.12582600   -0.09041100

Si                 4.71932400   -2.23598300   -0.03711600

O                  4.63060900   -2.49579400    1.58926500

O                  6.10361100   -1.43061200   -0.47087800

O                  4.68269900   -3.74790600   -0.73140300

O                 -4.94570300   -3.53339100   -0.96565800
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O                 -6.23559400   -1.29642900   -0.08194900

O                 -4.33457000   -2.59500700    1.42162300

C                  4.99086300   -3.67295900    2.31413600

H                  4.80425800   -4.56262500    1.70156600

H                  6.06647100   -3.64366700    2.53948400

C                  4.81828500   -3.99206200   -2.13080700

H                  5.67991500   -3.43961100   -2.53060700

H                  3.92352200   -3.63128600   -2.65868400

C                  7.41292100   -1.75331400   -0.00109000

H                  7.45036700   -1.64456900    1.09148000

H                  7.65214200   -2.80042700   -0.23707200

C                 -4.60084000   -3.84083300    2.06868700

H                 -4.57333100   -4.65667700    1.33687700

H                 -5.61124800   -3.81706900    2.50132500

C                 -5.44456600   -3.60260400   -2.30100400

H                 -6.37904000   -3.03111800   -2.38648800

H                 -4.71873700   -3.15008400   -2.99236800

C                 -7.39177800   -1.67881100    0.66388800

H                 -7.69531400   -2.70132800    0.39584400

H                 -7.15589700   -1.67517600    1.73680400

C                  8.42079700   -0.82334200   -0.65810100

H                  8.19156000    0.21890700   -0.41755300

H                  9.43440900   -1.04649800   -0.30831900

H                  8.39627200   -0.93630700   -1.74619700

C                  4.18909800   -3.72845000    3.60535200

H                  4.46996200   -4.60989000    4.19210400

H                  4.37253200   -2.83567900    4.21048000
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H                  3.11754200   -3.78098600    3.39078200

C                  4.99324700   -5.48484600   -2.36267300

H                  4.13414900   -6.03634400   -1.96930500

H                  5.08402000   -5.69965900   -3.43275500

H                  5.89315900   -5.84915800  -1.85796400

C                 -3.56946600   -4.06308000    3.16387600

H                 -3.76867400   -5.00215000    3.69157700

H                 -2.56221100   -4.11009400    2.73935400

H                 -3.59619200   -3.24463900    3.88934300

C                 -8.51983500   -0.70273500    0.36887600

H                 -9.41737400   -0.96986800    0.93685900

H                 -8.22525300    0.31467400    0.64228500

H                 -8.76779900   -0.71198900   -0.69684100

C                 -5.67787000   -5.05891000   -2.67201100

H                 -6.04463500   -5.13944700   -3.70082800

H                 -4.74730900   -5.62827000   -2.58944700

H                 -6.41622500   -5.51247200   -2.00384900

Figure 16. DFT-calculated structure of 3
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9. TEM images of S1, S2 and S3

Figure 17. TEM image of S1 (channels are clearly observed)

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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