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Figure captions:

Fig. S1 Schematic representation showing the impact of fragments on the energy level regulation
of the dyes obtained from B3LYP/6-311G(d, p) level of theory.

Fig. S2 Mulliken charge population analysis of the dyes in the ground state.

Fig. S3 Electrostatic potential surface of the dyes.

Fig. S4 Optimized geometry, [sodensity surface and TDDFT of reference acceptor dye

Fig. S5 Geometrical coordinates of the dyes

Fig. S6 'H NMR spectrum of compound 1CFPzDP

Fig. S7 3C NMR spectrum of compound 1CFPzDP

Fig. S8§ MALDI-TOF Mass spectrum of compound 1CFPzDP
Fig. S9 'H NMR spectrum of compound 2CFPzDP

Fig. S10 13C NMR spectrum of compound 2CFPzDP

Fig. S11 MALDI-TOF Mass spectrum of compound 2CFPzDP
Fig. S12 '"H NMR spectrum of compound 3FPzDP

Fig. S13 3C NMR spectrum of compound 3FPzDP

Fig. S14 MALDI-TOF Mass spectrum of compound 3FPzDP
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Fig. S1 Schematic representation showing the impact of fragments on the energy level regulation

of the dyes obtained from B3LYP/6-311G(d, p) level of theory.
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Fig. S2 Mulliken charge population analysis of the dyes in the ground state.
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Fig. S3 Electrostatic potential surface of the dyes.
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Fig. S4 Optimized geometry, isodensity surfaces and TDDFT simulated absorption of the reference
acceptor (TfIF-4FIC) molecule.
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Cao-Ca 1.394 1.386 1.386
Cy1-Cas 1.405 1.402 1.402
Cr-Cas 1.403 1.404 1.404
Cas-Cau 1.386 1.384 1.384
Co0-Cau 1.140 1.141 1.141
Csr-Cas 1.481 1.481 1.481
Ca5-Cas 1.403 1.402 1.402
Cas-Ca 1.389 1.390 1.390
Cs7-Cas 1.394 1.394 1.394
Cas-Cao 1.395 1.391 1.391
Cas-Cao 1.388 1.393 1.393
Ca5-Cao 1.404 1.400 1.400
CaoCas 1.503 1.507 -
CarFar 1.351 1.351 1.350
CarFas 1.351 1.355 1.350
CasFus 1.350 1.351 1.350

Fig. S5 Geometrical coordinates of the dyes
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Fig. S6 'H NMR spectrum of compound 1CFPzDP
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Fig. S7 3C NMR spectrum of compound 1CFPzDP
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Fig. S§ MALDI-TOF Mass spectrum of compound 1CFPzDP
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Fig. S9 '"H NMR spectrum of compound 2CFPzDP
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Fig. S10 3C NMR spectrum of compound 2CFPzDP
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Fig. S11 MALDI-TOF Mass spectrum of compound 2CFPzDP

1180



%@Q

@{f@
= Dodecyl
r
| (
I |I
R
I L
|IIII|IIII|IIIIIIIII|IIII|IIII|IIIIIIIIIIIIIIIIIIIIIIIlIIII|I||||IIIIIIIII|IIII|IIII|IIII|
H 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 LD 05 00
Fig. S12 '"H NMR spectrum of compound 3FPzDP
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Fig. S13 3C NMR spectrum of compound 3FPzDP
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Fig. S14 MALDI-TOF Mass spectrum of compound 3FPzDP

Cartesian coordinates of the dyes:

1CFPzDP:
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