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Thermogravimetric analysis
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Fig. S1 Thermogravimetric analysis of 3a and 3b, measured at a heating rate of 10 *C/ min

under nitrogen atmosphere.
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Photophysical properties:

Table S1. Photophysical properties of the 3a and 3b in different solvents.

Compounds | Solvents Aabs.(NM) | Aem (NM) Stokes @
Shift(cm™)

Cyclohexane 404 509 5106 0.345
Toluene 403 527 5838 0.289

3a Chloroform 403 565 7114 0.238
Dichloromethane | 399 579 7791 0.234
Acetonitrile 391 614 9289 0.137
Cyclohexane 410 523 5270 0.317
Toluene 408 545 6161 0.273

3b Chloroform 408 590 7560 0.220
Dichloromethane | 401 610 8544 0.233
Acetonitrile 392 649 10102 0.106

®The fluorescence quantum yields using Quinine sulfate as a standard in 0.5 M H,SOj, solution.
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Fig. S2 Absorption spectra of 3a and 3b recorded in tetrahydrofuran.
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Equation y=a+b*
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Fig. S3 Stokes Shift (Av) of 3a as a function of the solvent polarity parameter (Af).

Equation y=a+bx
Weight No Weighting "]
10000 7] Residual Sum  310080.62247
of Squares
1 Pearson's r 0.98934
Adj. R-Square 0.97173
Value Standard Error
FI' 9000 173 Intercept 5547.93974 221.27288
173 Slope 14240.72133 1210.03782
E 4
o
£ 8000
>
4 i
4
=
= 7000 +
w
(7]
5 4
Y4
2 6000 -
(2]
|}
5000
T T T T T T T T T T T T T T 1
0.00 0.05 0.10 0.15 0.20 0.25 0.30 0.35
Af

Fig. S4 Stokes Shift (Av) of 3b as a function of the solvent polarity parameter (Af).
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Fig. S5 Fluorescence spectra of 3a in THF-Water mixtures with different water fractions.

Fig. S6 Fluorescence pictures of 3a solutions with different water fractions under UV (365 nm) light.
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Mechanochromism
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Fig. S7 Absorption spectra of 3a (A) and 3b (B) as Original and Grinded solids.
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Fig. S8 The photographs taken under day light of 3a (left) and 3b (right).
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Fig. S9 Repeated switching of the solid-state fluorescence of 3b by repeated grinding and fuming cycles.
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DFT calculation data of 3a, and 3b:

Calculation method: B3LYP/6-31+G(d) with Gaussian 09
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Coordinates
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Total Energy (HF) =- 1971.3872002 Hartree

Data for 3b:

Standard orientation:
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66 1 0 -9.435850 1.078113 1.134566
67 6 0 -10.726839 -1.142847 0.368923
68 7 0 -11.872885 -1.335940 0.427508

Total Energy (HF) =- 2063.6309771 Hartree
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