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(1) '"H NMR spectra of polymers and model compounds (Figure S1-S8)
(2) X-ray crystal structure of M1

(3) Absorption and fluorescence spectra of M2 in pyridine and chloroform
(4) Results of DFT calculations



(1) NMR Spectra ( X are due to solvent impurities)
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Figure S1.1H NMR of P1 in CDCls
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Figure S2. '"H NMR of P1 (top) and P2 (bottom) in pyridine-ds.
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Figure S3. "H NMR of P4 (top) and P5 (bottom) in pyridine-ds.
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Figure S3. "H NMR of M1 adding TFA before (red) and after (black) in CDCl,.



X

X

PPN

il

25

an

26

BRI

100

125

|

LD
oo
o

s

SE0F
PEF
8L
BI¥ L
CE¥L
ekl
a5 L
B L
LT
GE¥

BE¥ L
IS
5BG°L
WS
LGy
Q6% L
BES'L
E% L
569 L
DL
EEL L
CBE'R

Figure S4. '"H NMR of M2 in CDCl,.
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Figure S5. '"H NMR of M3 in CDCl,.



-—..-
204

2 [f
= I ililll ||
| {1 il
ILI ] a2
L W At -
X
3
T4 13 13 L mn
o ML no|
= ol T o i L I p
|| mnEsassss:
|
L |
PPN
] é ] ] ] I- ] ] ] .I‘. ] ] ] I ] ] ] II-.I
- & | -
Figure S6. '"H NMR of M4 in CDCl,.
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Figure S7. '"H NMR of M5 in CDCl,.



&
Wil 8 SR
Ferihd

- -

2-EESH

I
=

. 3

L o e
\
=
I
| i3
[ |
il
|
[ |l
|
] i |_!
e
T T T T T T T
2 i}

Figure S8. 'H NMR of M6 in CDCl.

(2) X-ray Crystal Structure of M1




(3) Absorption and fluorescence spectra of M2 in pyridine and chloroform
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(4) DFT Calculations
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Figure S9. DFT-based optimized structures of M1-M2 and dihedral angles between phenyl rings and imidazole

ring or phenyl rings and imidazolium ring.
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Figure S10. DFT-based optimized structures of M4-M35 and dihedral angles between phenyl rings and imidazole

ring or phenyl rings and imidazolium ring.

Table S1. Calculated UV-vis Absorption Wavelength and Oscillator Strength of Model Compounds and
Methylated Model Compounds with Counter Anion

Compounds UV-vis calcd. Oscillator
(hcatea-, nM) strength
M1 370 1.5770
M2 (Iodide) 317 1.0843
M4 361 0.9131

MS (Iodide) 393 1.4184




Full text of reference 15.
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