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1. Optical properties
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Figure S1 UV absorption spectra of chromophore L1 in solvents
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Figure S2 UV absorption spectra of chromophore L2 in solvents
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Figure S3 UV absorption spectra of chromophore L3 in solvents



2. Theoretical calculations
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Figure S4. Hyperpolarizability in toluene, chloroform and tetrahydrofuran solution for

chromophores L1-L3 calculated by DFT (M062X/6-31+G(d))
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Figure S5. Chemical structure of monodonor chromophore L4

Table S1 Summary of DFT and EO coefficients of chromophores

Cmpd  AE(DFt) 83 Cam¢  Chl¢ Thfe  Tolf  max.rss
eV) (D) (pm/V)
L4 377 21.15 987 3077 2661 1911 173
2 calculated from DFT calculations. P the total dipole moment. ¢ First order

hyperpolarizability calculated in vacuum, Chloroform, Tetrahydrofuran and

Toluene, respectively.




3. 'H and 3C NMR spectra
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Figure S6. 'H NMR spectra of chromophore L1
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Figure S7. *C NMR spectra of chromophore L1
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Figure S8. 'H NMR spectra of chromophore L2
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Figure S9. '*C NMR spectra of chromophore L2

Intensity

Intensity



r1.10E+08
r1.00E+08
+9.00E+07
+8.00E+07
-7.00E+07
r6.00E+07
r5.00E+Q07
r4.00E+07
r3.00E+07
r2.00E+07
+1.00E+07
--1.00E+07
-6.0E+07
-5.0E+07
-4 .5E+07
-4.0E+07
-3.5E+07
-3.0E+07
-2.5E+07
-2.0E+07
-1.5E+07
-1.0E+07
5.0E+06
0.0E+00

@ —

@ ©

oo

LL— r0.00E+00
]
2

L0°L
L
651 . )
E.L

©
S
5
9 <+
oo
ool
o N
|

ezl s

e
-
(=]
[9Y]
3

mm.EJ
e an
L9'STH

€921

69'/Z1

vL LTI
11821

TSIl

Ug bcl

10°0EL]
26°0€L
TARAR
zozel
ov'EEL
oL'¥EL
¥ZHEL
PEFEL
Z8HEL
05'SEL
8/'GEL

gs'sel
-l

5
f1 (ppm)

4.

Figure S10. 'H NMR spectra of chromophore L3
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Figure S11. 3C NMR spectra of chromophore L3
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4. Poling and electro-optical coefficient parameters of chromophores
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Figure S12. The Number density, Poling efficiency and Maximum electro-optic coefficient of

chromophores L1-L3.



