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Thermal properties

Figure S1. TGA analysis of compounds TQ3-5.

Differential scanning calorimetry (DSC) measurement

Figure S2. DSC analysis of compounds TQ3-5.
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Photophysical spectra 

Figure S3. UV-Vis absorption spectra of compounds TQ3-TQ5 as film.

Quantum mechanical calculations
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Figure S4a. Theoretical* (black) and experimental** (red, cyclic voltammetry and UV-vis) 
energy levels for compounds TQ3-5.
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TQ3

max= 831 nm, OS= 0.16

TQ4

TQ5

max= 908 nm, OS= 0.17

max= 846 nm, OS= 0.16

Figure S4b. Theoretically derived (TD-DFT SCF 6-311g(d)) absorption patterns ( 

TQ3: HOMO 137 -> LUMO 138, Singlet-A, 1.4915 eV, 831.26 nm, f=0.1576;

TQ4: HOMO 139 -> LUMO 140, Singlet-A, 1.3649 eV, 908.39 nm, f=0.1654;

TQ5: HOMO 137 -> LUMO 138, Singlet-A, 1.4653 eV, 846.13 nm  f=0.1583).  
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NMR Analysis of the products
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Dinitro in CD2Cl2 at 250MHz

Compound 2 in CD2Cl2 at 62.5 MHz
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Compound 1 in CD2Cl2 at 250 MHz

Compound 1 in CD2Cl2 at 62.5 MHz
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Compound TQ3 in CDCl3 at 250 MHz

Compound TQ4 in CDCl3 at 62.5MHz



S8

Compound TQ4 in C2D2Cl4 at 500 MHz

Compound TQ4 inC2D2Cl4 at 125MHz
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Compound TQ5 in C2D2Cl4 at 500 MHz

Compound TQ5 in C2D2Cl4 at 125MHz



TOF MS ES+

Figure S5. TOF MS ES+ spectrum of compound dinitro derivative precursor.

Figure S6. TOF MS ES+ spectrum of compound 1.
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Figure S7. TOF MS ES+ spectrum of compound TQ5.

s / nm-1

1
0
0

2
0
0 1

2
0

3
0
0

Figure S8. Equatorial integration of the 2DWAXS pattern in Figure 6c of TQ5 and the 
assignment of the reflections by Miller indices. The intensity distributions are plotted as a 
function of the scattering vector s (defined as s = 2sin/, where 2 is the scattering angle). 
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