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SYNTHESIS AND CHARACTERIZATION

General. NMR spectra were recorded at room temperature on a Bruker DPX 300 MHz. High
resolution mass spectrometry measurements were performed at the Unidad de Espectrometria de
Masas of Universidad Complutense de Madrid. Infrared spectrum was recorded on a Bruker
TENSOR FTIR. Column Chromatography was performed by Size Exclusion Chromatography,
SEC, (Bio-Rad Bio-Beads S-XI). UV-vis spectra were recorded in a Shimadzu UV-Vis-NIR
3200 spectrometer at a constant temperature of 25 °C in toluene solution. HPLC studies was

performed using a Buckyprep-M Waters (o 4.6 x 250 mm) column at room temperature.


http://www.ucm.es/info/vinvest/sic/cais/rmn/700.htm
http://www.ucm.es/pags.php?tp=Centros%20de%20Asistencia%20a%20la%20Investigaci%C3%B3n&a=centros&d=entidad-626.php
http://www.ucm.es/pags.php?tp=Centros%20de%20Asistencia%20a%20la%20Investigaci%C3%B3n&a=centros&d=entidad-626.php
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MASS SPECTROMETRY
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Figure S1: HRMS (MALDI-) of 4a.
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Figure S2: HRMS (MALDI-) of Sa.
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Figure S3: HRMS (MALDI+) of 4b.
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Figure S4: HRMS (MALDI+) of 5b.




18203532 1827.36%6

..
9\ u M"‘q'ih ’h'JEH'” (A u
n J\‘w\w WA LN J'; | 'J:y‘ ,iil?'f’} T
J‘Mﬁﬁ%ﬁ "Vskﬁﬂ;h} l\j Jn ﬂj Y \M !ILJ W \ﬁ M |,l|i"j|¥$ﬁ‘.ji’l 'ﬁ,ﬁllﬁléri l:fr '.{@i"ﬂ?
e ™ " ™ A
Figure S5. HRMS (MALDI+) of 4c.
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Figure S6: HRMS (MALDI+) of Sc.



HPLC

Figure S7: HPLC of compound 4a, peak at 11.02 min; toluene, 1 ml/min (top). UV-Vis of the
peak at 11.02 min (bottom).



Figure S8: HPLC of compound Sb, broad peak at 25.32 min; toluene, 1 ml/min (top). UV-Vis of
the peak at 25.32 min (bottom).
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Figure S9: HPLC of compound 4c, peaks at 10.32-10.98 min; toluene, 1 ml/min (top). UV-Vis
of the peak at 10.32 min (bottom).



Figure S10: HPLC of compound Se, peaks at 19.74-21.36 min; toluene, 1 ml/min (top). UV-Vis
of the peak at 19.74 min (bottom).



UV-Vis
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Figure S11: UV-vis spectra of compounds 4b (black) and 5b (red) recorded in toluene at 25 °C.
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Figure S12. UV-vis spectra of compounds 4¢ (black) and 5c¢ (red) recorded in toluene at 25 °C.



PHOTOVOLTAIC STUDIES
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Figure S13: J-V Curves of Organic Bulk Heterojunction Photovoltaic Devices, under
illumination.
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Figure S14: J-V Curves of Organic Bulk Heterojunction Photovoltaic Devices in dark.



ATOMIC FORCE MICROSCOPY

Figure S15: Atomic Force Microscopy Images of blends of 4a:P3HT.

Figure S16: Atomic Force Microscopy Images of blends of Sa:P3HT.

Figure S17: Atomic Force Microscopy Images of blends of Sb:P3HT.

Figure S18: Atomic Force Microscopy Images of blends of Sc:P3HT.

Figure S19: Atomic Force Microscopy Images of blends of 6:P3HT.
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Figure S20:Effect of thermal annealing over the PCE of compound Se.



