Electronic Supplementary Material (ESI) for Journal of Materials Chemistry C
This journal is © The Royal Society of Chemistry 2013

Effect of 2,3,5,6-Tetrafluoro-7,7,8,8-
tetracyanoquinodimethane Charge Transfer Dopants on the
Conformation and Aggregation of Poly(3-hexylthiophene)

Jian Gao,' John D. Roehling,” Yongle Li,' Hua Guo," Adam J. Moulé,” John K. Grey'
'Department of Chemistry and Chemical Biology, University of New Mexico,
Albuquerque, NM 87131; *Department of Chemical Engineering and Materials Science,
University of California, Davis, CA 95616

SUPPORTING INFORMATION

—— (Thiophene),
F4-TCNQ

—— Complex |

—— Complex Il

Ll

| - | | |
1000 1500 20100 2500
Raman shift (cm ')

Fig. S1. Raman spectra for (thiophene),, F,~-TCNQ, Complex I and Complex II calculated from DFT.
The isolated molecules and complex I are calculated at B3LYP/6-311++G*, complex II are calculated
at the BBLYP/6-31+G* level.
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Raman spectra of an oligothiophene surrogate for P3HT and F,-TCNQ are simulated

from DFT (model described in main text).
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Fig. S2. Absorption and emission spectra for P3HT nanofiber (NF) made from A, C) anisole and B, D)
toluene solvents. Black lines are the spectra from pristine NF. Grey lines are the spectra from NF with
F,-TCNQ doping. Absorption spectra A, B) are normalized by 0-0 peaks. Emission spectra C, D) were
taken from the samples with same O. D. values.
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Fig. S3. STEM/EELS images of P3HT/PCBM films without (top panels) and with 5% F,-TCNQ
doping. Left; relative carbon/sulfur signal, right; sulfur signal.



