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1. TGA-DTA analysis
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Figure S1. TGA-DTA curves of 1-4 (A-D), heating rate: 10 °C/min. from 25 °C to 550 °C under nitrogen atmosphere.

2. Cyclic voltammograms of 2 and 4
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Figure S2. Cyclic voltammograms of 2 (left) and 4 (right) in CH,Cl, (1.0 x 10 M) at a scan rate of 100 mV-s?, with Pt
as the working and counter electrodes and Ag/AgCl electrode (saturated KCI) as the reference electrode, and n-BusNPFg
(0.1 M) as supporting electrolyte.

3. UV-Vis absorption spectra of 2 and 4
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Figure S3. Normalized absorption spectra of 2 (left) and 4 (right) in CH,Cl, and thin films.
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4. DFT calculation data of 2 and 4
Calculation method: B3LYP/6-31G (d, p) with Gaussian 09

Structure ¢ Structure -+

Figure S4. LUMO, HOMO orbitals and structures of compounds 2 (left) and 4 (right) obtained by DFT calculations; the
alkyl chains were replaced by methyl groups in the calculations.
Data for compound 1:

Coordinates

X Y z
1 C -2.037588 0.753648 -0.821000
2 c -1.936049 -0.676555 -0.884539
3 c -0.676501 -1.283583 -0.817182
4 c 0.495699 -0.526870 -0.536989
5 c 0.389792 0.892672 -0.493482
6 c -0.868513 1.516547 -0.704092
7 ¢ 1.741584 -1.171059 -0.301637
8 c 2.873830 -0.385604 -0.029517
9 c 2.746578 1.046161 0.003865
10 c 1.537357 1.680960 -0.226819
11 c 1.464676 3.152363 -0.179922
12 N 0.228034 3.720493 -0.480875
13 c -0.905880 2.993458 -0.853644

14 c -0.520386 -2.730272 -1.110914
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44 H -0.104209 -5.262986 -0.471801
45 H 7.181286 1.926112 0.952151
46 H 9.531487 0.838513 1.384855
47 H 9.414471 -1.790565 1.254465

total energy: -4172.52218358 Hartrees
Data for compound 2:

Coordinates

X Y z
1 c -2.016819 0.744195 -0.821597
2 c -1.937180 -0.688409 -0.876884
3 c -0.686576 -1.313182 -0.812659
4 c 0.498221 -0.572182 -0.542494
5 c 0.414405 0.849460 -0.505762
6 c -0.836413 1.490093 -0.715231
7 c 1.734977 -1.233412 -0.309171
8 c 2.877975 -0.462174 -0.043683
9 c 2.774810 0.970568 -0.016269
10 c 1.573611 1.622696 -0.247008
11 c 1.520955 3.095950 -0.207702
12 N 0.290989 3.679390 -0.509962
13 c -0.853526 2.966428 -0.874515
14 c -0.553262 -2.763608 -1.098222
15 N 0.635898 -3.382987 -0.743616
16 c 1.807242 -2.719545 -0.322174
17 0 -1.823282 3570714 -1.315807
18 0 2.798582 -3.358401 -0.019239
19 c 0.206550 5.143983 -0.595118
20 c 0.691427 -4.839041 -0.931775

21 o) 2.508206 3.774526 0.053684
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Data for compound 3:
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34 c -7.806983 -1.725662 -0.000798
35 c -6.438059 -1.484189 -0.000656
36 c 7.073290 -1.571314 -0.000196
37 N 7.592177 -2.614091 -0.000244
38 c 7.228138 0.870545 -0.000208
39 N 7.872724 1.840703 -0.000317
40 H 1.493824 5.386813 0.000648
41 H -0.059351 5.495641 -0.885278
42 H -0.059673 5.495493 0.886044
43 H -1.127414 -5.221113 -0.000121
44 H 0.429493 -5.291997 -0.884754
45 H 0.428569 -5.291945 0.886024
46 H -6.516026 1.933017 0.000697
47 H -8.938156 1.486395 0.000412
48 H -9.779132 -0.851092 -0.000547
49 H -8.172583 -2.747834 -0.001197
50 H -5.720978 -2.297535 -0.000911

total energy: -2804.80618111 Hartrees

5. Transfer, output characteristics and stability studies for OFET of 1-4
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Figure S5. Transfer and output characteristics for OFET of 2 (left) and 4 (right) after annealing at 180 °C; the channel
width (W) and length (L) were 1440 &m and 50 zm, respectively.
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Figure S6. Variation of electron mobilities (left) and on/off ratio (right) for OFET devices of 1-4 left in air for 10 days.
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6. XRD patterns and AFM images of thin films of 1-4
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Figure S7. XRD patterns of thin films of 2 (left) and 4 (right) after annealing at 120°C, 160 °C and 180 °C, respectively.
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Figure S8. AFM images of thin films of 2 (above) and 4 (below) after annealing at 120 °C, 160 °C and 180 °C,

respectively.
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Figure S9. AFM images of thin films of 1 (A) and 3 (B) (upper) and the respective cross-section analysis of the line
marked in upper AFM images for thin films of 1 (A) and 3 (B) (lower).
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7. '"H NMR and *C NMR spectra of 1-6
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Figure S11. **C NMR spectra of 5
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Figure S13. *C NMR spectra of 6
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S15



Electronic Supplementary Material (ESI) for New Journal of Chemistry

This journal is © The Royal Society of Chemistry and The Centre National de la Recherche Scientifique 2013

e} e e el s B
- S S - - e D= == =2
e = 5 e i
CacHzs
H\CBHW
O, N__.0O
__\/SlB S
<TI0
5Ty
07 "N” "0
CgHaz
CagHz
2

-
o0 < %

p.0s
B.16 -

—0.00

o
5 3 &
@ =+ o
T T T T T T T =T = — T
9 8 7 6 + 3 2 1 0
4 (ppm)
1
Figure S16. "H NMR spectra of 2
= (s S Woon 05w B ol =B Mo ol (Sl M= B 4
(=] o =R R - ] SV SO T meen = g Wi g e - s ] =
= ?_: el s R R I Rl ) t‘f T e L e S
S = S55Rn IEmasoasdaNNsy Efe $% FEEaax g
| A N | it —— ~3- S N i

A | |

T T T T T T
220 200 180 160 140 120 100 80 60
4 (ppm)

Figure S17. *C NMR spectra of 2
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Figure S21. *C NMR spectra of 4
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