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Figure S-1:'"H NMR spectra of 1 recorded in DMSO-dg solvent (500MHz).
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Figure S-2:'"H NMR spectra of 2 recorded in DMSO-dg solvent (500MHz).
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Figure S-3:'"H NMR spectra of 3 recorded in DMSO-dg4 solvent (500MHz).
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Figure S-4: HR-MS spectra of 1
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Figure S-5: HR-MS spectra of 2
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Figure S-6: HR-MS spectra of 3
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Figure S-7: PXRD spectra of 2 and 3.
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Figure S-8-: Solution phase Absorption spectra of 1-3 in MeOH (10°M conc.).
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Figure S-9: Tauc plots of 1-3 depicting the band gaps.
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Figure S-10: Luminescence spectra of 3 displaying changes in luminescence upon heating.
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Figure S-11: Emission spectra of thin films of 1.
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Figure S-12: Emission spectra of thin films of 2.
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Figure S-13: Emission spectra of thin films of 3
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Figure S-14: Emission spectra of crystal, powder and thin film of 1.
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Figure S-15: Emission spectra of crystal, powder and thin film of 2.
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Figure S-16: Emission spectra of crystal, powder and thin film of 3.

Figure S-17: Crystal morphologies of thin films 1- 3.
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Figure S-18: Pxrd of thin film in EtOH of 1.
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Figure S-19: Pxrd of thin film in EtOH of 2.
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Figure S-20: Pxrd of thin film in EtOH of 3.
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Figure S-21: PXRD of thin films in ETOH, MeOH, ACN, acetic acid and Hexane of 1.
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Figure S-22: Fluorescence spectra obtained by titration of different concentrations of
methanolic solution of zn (II) ions against 10-*M methanolic solution of 2 and its linear fit
for calculation of binding constant.
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Figure S-23: Job (continuous variation) plot by mixing equimolar total concentrations of compound
2 and Zn(Il) while varying the mole fraction of Zn(II) and 2 and keeping the total concentration

constant, for determing the stichometry of metal ligand complex.

Figure S-25:d,,,:,, Shape-index, and Curvedness surface of molecular solid 1.
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Figure S-28:Columb energy, dispersion energy, and total energy calculations of 1.

Figure S-29:Columb energy, dispersion energy, and total energy calculations of 2.



Figure S-30:Columb energy, dispersion energy, and total energy calculations of 3.
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Figure S-31: Mechanism of Keto-Enol tautomerism.
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Figure S-32: FTIR of 3 and 3H.
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Figure S-33: TGA of 3 and 3H.
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Figure S-34: Thermochromic photoghaphs under different conditions in 3H.

Table S-1: Crystallographic Table of 1-3

Reaction SF-12 (3)
code/Compound | Al-322(1) Al-318(2)

S

CCDC No. 2444241 2444242 2444243
Empirical formula C17H14 AsN O4 C17H14AsNO4 | 2(C17 H13 N 04 S), H3 0,2(H2 0)
Fw 371.21 371.21 708.73

Temp [K] 150 149 150
Crystal system Monoclinic Monoclinic Monoclinic
Space group P21/n P21/c P21/c
a, [A] 11.5840(11) 15.570(13) 6.6530(8)
b, [A] 9.4113(9) 7.045(5) 17.223(2)
c, [A] 14.1627(13) 27.48(2) 27.491(4)
o, [ 90 90 90

B, [°] 105.590(3) 99.94(2) 93.369(3)




v, [] 90 90 90
Vv, [A-"] 1487.2(2) 2969(4) 3144.6(7)
z 4 8 4
D(calcd) [Mg/cms] 1.658 1.661 1.497
i [mm’] 2.306 2310 0.238
0 range [] 28.346 24.988 28.458
Reflns collected 3719 5167 7880
Indep. Reflns 3242 3524 3387
GOF 0.986 1.140 0.948
R1(1>20(1 ) 0.0258 0.1026 0.0678
wR2(all data) 0.0584 0.2796 0.1894
Table S-2: The calculated energy levels for 1-3
E(HOMO)/eV E(LUMO)/eV AE/eV Eg/eV

1 -5.27 -3.55 1.72 2.21

2 -5.22 -3.29 1.93 2.27

3 -4.94 -3.19 1.75 2.23

AE is the bandgap obtained from cyclic voltammetry. Eg is the optical band gap calculated
UV-vis absorption spectroscopy.

Table S-3: LODs values of some selective zinc sensors.

shiff base (2)

Salen-based probe

(quinolin-8-yl)acetamide)

Benzothiazole-based (BIPP)

2-(quinolin-2-yl)quinazolin-4(3H)-one
Pyrene-malonohydrazide derivative

zinc sensor based on quinoline

0.29 x 10°M

2.36x108M

2.18x10°M

4.9x10°M

8.82x107'M.

5.1x 10°M

0.63x10° M

(2-((3-morpholinopropyl)amino)-N-

This work




Table S-4: Interaction and lattice energy calculation of 1.

N Symop R | Electron Density [ E ele |E pol|E dis|E rep| E tot
I 1 -X, -y, -Z 10.89| HF/3-21G  |-205.2|-78.4|-24.8|177.7|-138.4
2 |-x+1/2, y+1/2, -z+1/2| 7.73 HF/3-21G  [-109.5(-36.4 [-23.6 | 95.9 | -78.7
1 X, -y, -Z 5.89 HF/3-21G -25.1 | -5.9 |-86.0| 35.0 | -78.6
0 -X, -y, -Z 5.87 HF/3-21G -31.9 [ -12.1|-47.3 | 24.6 | -63.1
1| x+1/2, -y+1/2, z+1/2 [11.21 HF/3-21G 0.6 | -2.1 -39 02 [ 4.1
2| x+1/2, -y+1/2,z+1/2 | 9.04 HF/3-21G 14 | -1.6 | -53] 0.6 [ -39
2| x+1/2, -y+1/2, z+1/2 | 9.28 HF/3-21G 2.1 | -1.6 [-119] 52 | -9.7
1| x+1/2, -y+1/2, z+1/2 |11.41 HF/3-21G -1.4 | -1.1 [-16.1] 7.7 | -10.4
0 -X, -y, -Z 11.30| HF/3-21G 1.4 | -3.0 |-52.6| 25.0 | -27.6
2 |-x+1/2, y+1/2, -z+1/2| 9.31 HF/3-21G 1.0 | -2.1 |-149| 7.0 | -8.0
2 |-x+1/2,y+1/2, -z+1/2|12.25 HF/3-21G -1.0 | -05 [ -25] 0.0 | -3.6
1 X, Y, Z 14.93 HF/3-21G -13.6 | -2.4 |-15.0] 0.0 | -28.9

Table S-5: Interaction and lattice energy calculation of 2.
N Symop R |Electron Density |E ele|E pol|E dis|E rep|E tot

I 0 - 13.76| HF/3-21G 0.0 |-10.7] 0.0 | 0.0 | -7.0
0 - 8.11 HF/3-21G -4.6 |-19.9(-25.4] 16.6 [-27.0
0 -X, -y, -Z 6.36 HF/3-21G -35.8(-20.2 [-96.5| 48.6 |-97.2
0] x,-y+1/2,z+1/2 [13.74| HF/3-21G 00 |-25]00 1] 00 |-1.6
0 -X, -y, -Z 6.52 HF/3-21G -34.6(-25.0 [-75.4] 36.2 |-90.1
0|-x, y+1/2,-z+1/2(11.04| HF/3-21G -13.7] -1.5 | -8.6 | 1.5 [-21.3
0 - 8.43 HF/3-21G -37.1|-11.7(-23.2] 7.0 [-60.6
1 - 9.01 HF/3-21G 65.2 [-29.5(-17.2| 29.1 [ 553
0 - 9.13 HF/3-21G -45.61-20.3 [-22.5] 12.5 [-69.9
0 - 11.54 HF/3-21G 1811 -3.0 [ -9.5] 4.1 [11.2
0 - 8.16 HF/3-21G -4741-212(-27.7| 11.4 [-77.8
0 - 9.36 HF/3-21G 52.1|-214(-17.8] 27.0 | 45.0

Table S-6: Interaction and lattice energy calculation of 3.




N Symop R [ Electron Density | E ele |E pol [E dis|E rep| E tot
2 X,V,Z 14.23 HF/3-21G -19.1 | -11.9 | -11.1| 0.0 | -37.2
2 [ x+1/2, -y+1/2, -z| 9.64 HF/3-21G 212 82 | -94 | 1.0 | -34.6
2| x+1/2,y+1/2,z | 8.69 HF/3-21G -19.8 1 -20.1 | -64.0| 31.7 | -65.2
1 -X, -y, -Z 12.48 HF/3-21G -6.4 | -2.8 |-15.3] 0.0 | -22.2
2 |-x,y+1/2, -z+1/2| 9.49 HF/3-21G -43.9 | -37.1 | -38.5 | 18.7 | -88.3
2 [ x+1/2,y+1/2,z | 11.04 HF/3-21G -10.1 | -28.1 [ -123 | 7.4 | -33.7
1 -X, -y, -Z 6.85 HF/3-21G -167.6| -87.0 | -96.7 | 86.5 |-244.4
2 | x+1/2, -y+1/2, -z | 13.65 HF/3-21G -90.5 | -45.2 | -13.4| 0.0 |-133.7
2| x+1/2,y,-z+1/2 | 9.03 HF/3-21G 328 | -7.2 [-39.5] 20.1 | 9.5
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