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Scheme S1. Synthesis of 2-APy, 3-APy and 4-APy.
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'H and 3C NMR of 2-APy
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'H and 3C NMR of 3-APy
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'H and 3C NMR of 4-APy

|§mnl'nm
BP. 206.0(1652616-100%), spaT13xms 33B4min, Scan: 366, 0035005, RG: 53619
2060
o 166206
7|
| M9
068018
%] -
| 7.0
AFree
2% | _
1 2779
3216et8
%o
2818
I
1 pain 15248
| 128
o " A A I i Al L ; .\| PP d“” ‘
PP P 5 - am = s m

2-APy: m/z caled for C,,H 14N, (M + H): 306.12, found: 306.0



Spectum 1A
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3-APy: m/z calcd for Cp,H 4N, (M + H): 306.12, found: 306.0



Spectum 1A
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4-APy: m/z calcd for C,,H 14N, (M + H): 306.12, found: 306.0
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Fig. S1. Aggregation enhanced emission studies of 3-APy in THF/water mixture.
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Fig. S2. Solid state absorption spectra of 2-APy, 3-APy and 4-APy.



Table S1. Comparison of conformational twist using dihedral angle (t)in all four

structures.
NC Ne—
O LS
T1
/ \"/ \ />
T1(°) T2 (°)
2-APy 0.71 7.37
3-APy 3.70 18.43
4-APy 0.26 24.76
2-APy-PTSA 4.13 13.64

3-APy

Fig. S3. Molecular stacking in the crystal lattice of 2-APy, 3-APy and 4-APy. C (grey), H
(white) and N (blue).
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Fig. S4. Mechanofluoroshromism of (a) 2-APy and (b) 4-APy.
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Fig. S5. Halochromism of (a) 2-APy and (b) 4-APy.
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Fig. S6. Halochromism of 2-APy, 3-APy and 4-APy by treating with TFA
and triethylamine (TEA).
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