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Figure S1. 'H-NMR of Probe 2
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Figure S2. 3C NMR of Probe 2
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Figure S3. HR-MS spectrum of Probe 2
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Figure S4. Optimized structures of probe 2 in ground and excited States
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Figure S5. Optimized structure of probe 2 as dimer get insight of aggregation with (a) side and

(b) front view.

$ (&) 14 (b)
! 12
6
10
5 bs
4 g
3 g ¢
2 4
: | ‘ 2 ||‘ il
0 a1ll “I 0 J || ||| 1
i -l MLy L G B (L O G O T O T = NN %A S WS N ;e @
[~ | I . . B T — T — B — ] . . . 7w
< 2 AER==awTr T I I I S8 dgrf23¥FrETETEES
= EREER = ERERRERRER
=8t 23 “TRLT 23
- - e W & R s B )
Hydrodynamic diameter (nm) Hydrodynamic diameter (nm)

Figure S6. DLS histogram for hydrodynamic diameter of Probe 2 in (a) THF; (b) 90% H,O-THF



Figure S7. Plot for determination of binding constant of Probe 2 (Benesi Hildebrand plot)

140

120

100

80

IrL (a.w)

20

0.025

¥ =1.0253x-0.0085

0.02 R2=0.9738 -
°.
.
°
= 0015 «®
(=)
=
- 0.01
0.005 "
0
0.01 0.015 0.025
L/[AF] (uM)!

¥ =2.9958x - 60.716

R2=0.9944 L ad
Pl
‘,.

)

i

.
oo’
¥
30 40 60
[AP] pM

Figure S8. The linear response of probe 2 for AI** ions
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Table S1. A comparison of literature reported Al** selective receptors

Group Detection Emission Response Mechanism Ref.
limit

Gui ez al. 21.6 nM “Turn-on” AIE 1
Misra et al. 8.6 nM “Turn-on” PET-AIE 2
Tang et al. 21.7 uM “Turn-on” ESIPT 3
Lee et al. 24 nM “Turn-on” ESIPT 4
Luxami et | 0.27 uM “Turn-on” AIE+ESIPT 5
al

Pang et al. 0.5 nM “Turn-on” ESIPT 6
Chenetal. 2.2 uM “Turn-on” AIE-ESIPT 7
Present 10 nM “turn-on” AIE+ESIPT
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