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2-(2,3,4,5,6-Pentafluorophenyl)-1H-benzo[d]imidazole, A Fluorine-Rich
Building Block for the Preparation of Conjugated Polymer Donors for
Organic Solar Cells Applications
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SUPPORTING INFORMATION
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Figure S1. 'H NMR of Brominated PFBZ (2) in DMSO-dg
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Figure S2. "H NMR of TPFBZT (3) in CDCl;.
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Figure S3. '"H NMR of Br-TPFBZT (4) in CDCl.
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Figure S4. '"H NMR of polymer PFTPFBZT in CDCl,
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Figure S5. Size exclusion chromatogram of polymer PFTPFBZT.
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Figure S6. Normalized emmision spectra of the pristine PFTPFBZT in solid state (-l—), pristine PCBM (dashed line) and the
polymer fullerene blend (solid line). Excitation wavelength is at 450 nm.



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

Computational Parameters
Table S1. Computational output parameters for 2-(2,3,4,5,6-pentafluorophenyl)-1H-benz[d]imidazole (1, PFBZ).

s NI\GINC-CHEMS53\FOpt\RB3LYP\6-31G(d)\C13HSF5N2\GAUSSIAN\14-Sep-2011\0\
\# opt rb3lyp/6-31g(d) geom=connectivity\\opt\\0,1\C,0.0506363758,-0.5
383951115,0.2470287928\C,0.108588539,0.4211961275,1.2814910444\C,1.319
7326885,0.9285812341,1.7406425044\C,2.4757294816,0.4397800558,1.125964
9783\C,2.4371909782,-0.5225045763,0.0866981367\C,1.2034107909,-1.01970

10 76651,-0.3596436699\H,-0.9191757442,-0.9048131537,-0.0773686097\H,-0.8
163186601,0.7724037372,1.730354228\H,1.3587575128,1.6666822956,2.53659
80034\H,1.1676258145,-1.7572908359,-1.1551591684\N,3.8165483838,0.7007
984742,1.3088943498\N,3.7144907125,-0.8264078512,-0.3378762186\C,4.513
8916736,-0.0854148612,0.4044819077\H,4.2286494745,1.3454746752,1.96444

15 88811\C,5.9779594665,-0.0741592391,0.3091558965\C,6.7844775896,0.79193
03859,1.0682272478\C,6.6692679066,-0.9421940352,-0.5615293342\C,8.1707
44392,0.8113340233,0.9832646019\C,8.0590947457,-0.9342588269,-0.659461
2279\C,8.8176869353,-0.0585240186,0.1111592871\F,6.025027166,-1.815789
3134,-1.3306176036\F,8.6699405985,-1.7764507473,-1.4980840188\F,10.148

20 0878315,-0.0527838894,0.0169366012\F,8.8780685659,1.6621406349,1.73398
72572\F,6.2276881413,1.6680116716,1.9372207205\\Version=AM64L-G03RevD.
02\State=1-A\HF=-1107.0570928\RMSD=9.539¢-09\RMSF=2.373¢-06\Thermal=0.
\Dipole=-0.3176325,0.7295027,0.8190932\PG=CO01 [X(C13HSF5N2)|\@
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