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NMR Spectra:
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Figure S1: '"H NMR (300 MHz) of TAT-Br in CDCl; at 20 °C.
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'H NMR (300 MHz) (top) and '*C NMR (76MHz) (bottom) of TAT-T in CDCl; at 20 °C.
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'H NMR (300 MHz) of TAT-T-CHO in CDCl; at 20 °C.
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'H NMR (300 MHz) (top) and '*C NMR (76MHz) (bottom) of TAT-6-N3 in CDCl; at 20 °C.
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[ Mass Spectrum ]

Data : kArL-Triazal-T-S1FAB+002 Date : 09-Jan-2017 15:54
RT : 0.16 min Scani# : (20,105)

Elements : C 60/0, H 70/0, N 8/0, O 3/0, 5 1/0

Mass Tolerance : 1000ppm, 2mmu if m/z > 2

Unsaturation (U.S5.) : -0.5 - 100.0
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Figure S5 : HRMS of TAT-0-Nj3



Chem?, 2018, 2-3

1.0

1.5

2.0

2.5

3.5

4.0

T
5.5

ppm

9€'T
55T

€972 opr
EE T
twoe  Trer

0’92
1592

—_—
§5'9C e

W80 —
98'6C
00°0€
87°0€
L1E
85'TE
19°1€
SLEE
S0'vE

ES9TT
Z8'81T
S0°02T

ET0CT
SLTCT
90°ceT
LVETT

ov°€0T
9£°807 .
SL0TT 96—

56'9ST ——4

Sb'E9T ———4

80°€LT —————

240 230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

250

ppm

'"H NMR (300 MHz) (top) and *C NMR (76MHz) (bottom) of TAT-6-Cg in CDCl; at 20 °C.
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Figure S6

[ Mass Spectrum ]

Date : 09-Jan-2017 15:21

Data : kArl-Triazal-T-S1-CE60FAB+005

Scan# : (1436,1944)

Elements : C 134/0, H 80/0, N 8/0, O 5/0, 5 1/0

RT : 6.20 min

: 1000ppm, 2mmu if m/z > 2

Unsaturation (US) : =0.5 = 200.0

Mass Tolerance
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Computational Chemistry

Optimally Tuned Range Separated Hybrid
wBY7-XD // 6-31G(d.p)

Gas-phase calculations

HOMO LUMO

Optimally Tuned Range Separated ITybrid
wB97-XD // 6-31G(d,p)
Calculations in CH,Cl,

HOMO LUMO
-5.00 eV -235eV

Figure S8: TAT-0-N3 HOMO and LUMO and their corresponding energies calculated in vacuum (top) and
including dichloromethane molecules as a polarizable continuum (bottom).
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Figure S9: PC&;BM HOMO and LUMO and their corresponding energies calculated in vacuum (top) and
including dichloromethane molecules as a polarizable continuum (bottom).




Electrochemical data:
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Figure $10. Cyclic voltammogtams of TAT-6-N3 (ted), TAT-0-Ceo (purple), and the PCeBM (blue) in 0.1 M
BusNPF/CH2Cl, scan rate 100 mV s~1, Pt working and counter electrode

Photovoltaic data:

Table S1. Photovoltaic data obtained from active layers processed with different solvents

Processing Voc Jsc FF PCE
solvent \)) (mA.cm) (%) (%)
CB 0.41 1.77 313 0.22

CF 0.81 1.80 28.6 0.41
MeTHF 0.04 1.40 24.5 0.01
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Figure S11. J—V characteristics measured under AM 1.5 simulated solar light under illumination (100 mW.cm-2)
of the best devices processed with CB (bleu), CF (black) and McTHF (red)

Atomic Force Microscopy:

Chlorobenzene (CB) processed active layers: RMS = 0.65 nm
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Chloroform (CB) processed active layers: RMS = 0.65 nm
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2-methyltetrahydrofuran (MeTHF) processed active layers: RMS = 21 nm
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Figure S12. 2D and 3D sutface topography images of the different active layers probed by atomic force
microscopy
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