Electronic Supplementary Material (ESI) for Chemical Science
This journal is © The Royal Society of Chemistry 2012

Supplementary Material (ESI) for Chemical Science
This journal is (c) The Royal Society of Chemistry 2011

Supporting Information

Immobilizing NIR Absorbing Azulenocyanines onto Single
Wall Carbon Nanotubes - From Charge Transfer to
Photovoltaics

Mine Ince,® Juergen Bartelmess,” Daniel Kiessling,” Konstantin Dirian,” M.

Victoria Martinez-Diaz,2 Tomas Torres,** and Dirk M. Guldi*°

 Organic Chemistry Department, University Autonoma of Madrid, Cantoblanco,
28049-Madrid, Spain

® Department of Chemistry and Pharmacy and Interdisciplinary Center for Molecular
Materials (ICMM), Friedrich-Alexander-University Erlangen-Nuremberg,
Egerlandstr. 3, 91058 Erlangen, Germany

‘IMDEA Nanociencia, C/ Faraday, 9, Campus de Cantoblanco, 28049 Madrid, Spain



Electronic Supplementary Material (ESI) for Chemical Science
This journal is © The Royal Society of Chemistry 2012

Supplementary Material (ESI) for Chemical Science
This journal is (c) The Royal Society of Chemistry 2011

—11.13
—11.02
—9.50
—8.90
—8.28
—8.07

N

T T T T T T T T T T T T T T T
120 115 11.0 105 10 80 75 70 65 60 55 50 45 40 35 ppm

b ) ﬁf &ISWEF

Figure S1. '"H-NMR (dg-THF)spectrum for Zn(l1)azulenocyanine 1

4
Muestra M166 Ensayo MALDI (ULTRAFLEX Ii1)
Matriz DCTB D:\Data\Placas MALDNU-019U22- M166 DCTBAO_I22\1
T x104
8
o ©
; 1.50 %
= o~ a——
- Mosra M Enmaye MALDE (UL TRAFLEX
[ Bataiacas MALDRU 911523, M1GA DSTING_ G711
o @ Wes DCTRe_ 2R
1.25
|
1.00
1200
i
075
0
o0
s
0.50
0
0.25
o ~
3
= - &
=
a
3
I.LL“L_ by L
Y — 2 s - e o s I
1000 1500 2000 2500 3000
miz

Figure S2. MS spectrum for Zn(ll)azulenocyanine 1
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Figure S3. HRMS spectrum for Zn(ll)azulenocyanine 1
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Figure S4. 'H-NMR (dg-THF) spectrum for Zn(11) azulenocyanine-pyrene 2
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Figure S5. MS spectrum for Zn(I1)azulenocyanine-pyrene 2
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Figure S6. HRMS spectrum for Zn(ll)azulenocyanine-pyrene 2
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Figure S7. 'H-NMR (dg-THF) spectrum for Zn(l1)azulenocyanine-hydroxymethyl 3
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Figure S8. MS spectrum for Zn(ll)azulenocyanine-hydroxymethyl 3
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Figure S9. HRMS spectrum for Zn(l1)azulenocyanine-hydroxymethyl 3
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Figure S10: Room temperature absorption spectrum of 1 (black spectrum) (10° M) in 25% THF / 75%
DMF and differential absorption spectra (from gray to magenta) of suspended SWNTS titrated with
increasing amounts of 1 illustrating the shift of absorption bands upon addition of 1. The differential
absorption spectra were calculated by subtracting the initial SWNT spectrum from the spectra recorded
after addition of 1 — see Figure 4.
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Figure S11: Room temperature fluorescence spectra of 1 (black spectrum) in 25% THF / 75% DMF
titrated with increasing amounts of SWNTs (gray and brown spectra) — see text for details on the
procedure. Fluorescence spectra recorded upon photoexcitation at 910 nm and 120 s integration time.
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Figure S12: Room temperature fluorescence spectra of 2 (black spectrum) in 25% THF / 75% DMF
titrated with increasing amounts of SWNTs (gray and brown spectra) — see text for details on the
procedure. Fluorescence spectra recorded upon photoexcitation at 910 nm and 120 s integration time.
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Figure S13: Room temperature fluorescence spectra of SWNT / 1 (black spectrum) and SWNT / 2 (red

spectrum) upon photoexcitation at 730 nm.
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Figure S14: Room temperature absorption spectra of SWNT / 1 (black spectrum) and SWNT / 2 (red
spectrum) films.



