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1. Photophysical data of QKBF,

Table S1. Photophysical data of QKBF,

Solvent haps (NM) hem (M) () 13
THF 468 543 0.44
Methanol 464 574 0.03
Chloroform 476 541 0.67
Acetonitrile 463 598 0.03
Hexane 446, 474 489, 518 0.67
Solid 454, 495 566 0.56

2. DFT calculation

HOMO -528eV LUMO -231eV

Figure S1. HOMO and LUMO levels of QKBF;

Table S1. Atomic cartesian coordinates for DFT optimized ground state structure
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3. Concentration-dependent fluorescent spectra

A 1.0 4 2
—10
-3
— \ e 10_4
\ —10
b\ -5
\ —10
0.6
_ 10°
[TH = -7
04l 10
0.2+
0.0 T T T T 1 0.0
500 550 600 650 700 500 600 700
Wavelength (nm) Wavelength (nm)

Figure S2. Concentration-dependent fluorescent spectra in THF (A) and in acetonitrile (B)

4. Non-covalent interactions in C1

Figure S3. Non-covalent interactions of QKBF, with neighbouring molecules in C1

5. Mechanochromism of crystal C2
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Figure S4. Fluorescence changes of C2 upon grinding and heating
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6. Reversibility of mechanochromism
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Figure S5. Reversibility of QKBF, emissions by cycles of grinding and annealing.
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Figure S6. XRD patterns of QKBF, powder during mechanochromism.



8. DSC curves
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Figure S7. (A) DSC curves of the initial and grinded sample; (B) DSC curves of the three crystals



9. NMR spectra
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Figure S8. 'H NMR of the ligand QK-L (400 MHz, CDCly)
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Figure S9. *C NMR of the ligand QK-L (100 MHz, CDCl5)
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Figure S10. "H NMR of QKBF, (400 MHz, CDCl,)
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Figure S11. *C NMR of QKBF, (100 MHz, CDCl5)
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10. Ms spectra
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Figure S12. HRMs of QK-L
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Figure S13. HRMs of QKBF,
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11. Crystal data and structure refinements of the QKBF,; crystals

CCDC number
Empirical formula
Formula weight
Temperature, K
Wavelength, A
Crystal system
space group

a, A

b, A

c, A

alpha, deg

beta, deg
gamma,deg
volume, A?

VA

Mg/m®
Reflections collected
Unique Reflections
R(int)

GOF
R1[1>2sigma(l)]
wR2[I>2sigma(l)]
R1 (all data)
wR2(all data)

1039804
C29H21BF2N20O
462.29
293(2)
0.71073
Monoclinic
P21/a
15.823(17)
9.588(10)
17.462(19)
90
114.623(13)
90

2408(4)

4

1.275
24860
5519
0.2212
1.125
0.1377
0.1868
0.2985
0.2393

1052996
C29H21BF2N20O
462.29
293(2)
0.71073
Monoclinic
P21/c
17.149(14)
8.780(7)
17.692(14)
90
117.636(8)
90
2360(3)

4

1.301
24403
5418
0.1188
1.082
0.0880
0.1776
0.1784
0.2169

1044705
C29H21BF2N20O
462.29
293(2)
0.71073
Monoclinic
P2(1)/c
17.097(15)
8.764(7)
17.682(16)
90
117.686(9)
90
2346(4)

4

1.309
24315
5395
0.1079
1.088
0.0848
0.1616
0.1630
0.1950




