Electronic Supplementary Material (ESI) for Analyst.
This journal is © The Royal Society of Chemistry 2023

Supporting Information

ESIPT solvatochromic fluorescent and colorimetric probe for sensitive and

selective detection of copper ions in environmental samples and cell lines

Kondakamarla Imran ' #, Dheeraj Pandey ! #, Jasleen Kaur?, Saba Naqvi? and Abha

Sharmal> *

"Department of Medicinal Chemistry, National Institute of Pharmaceutical Education and

Research, Raebareli, Transit Campus Lucknow, UP, India

’Department of Pharmacology & Toxicology/Regulatory Toxicology, National Institute of
Pharmaceutical Education and Research, Raebareli, Transit Campus Lucknow, UP, India

*Email:abha.sharma@niperraebareli.edu.in; abha.sharma@niperrbl.ac.in

Table of Content

—

A e A o B

—_— = e
w NN = O

Characterization data of compounds: Fig. S1-S12

UV spectra of selectivity QHS (10 uM) against other analytes (100 uM): Fig. S13
Fluorescence spectra of selectivity QHS (10 pM) against other analytes: Fig S14
Various probes reported for the detection of Cu (II) ions: Table S1

EDX data of QHS alone and in combination with CuCl,: Fig S15

MTT assay results for 6 h: Fig S16

MTT assay results for 24 h: Fig S17

Cell lines assay for QHS alone: Fig S18

Cell lines assay for CuCl, alone: Fig S19

. Cell lines assay for QHS and CuCl,: Fig S20

. FTIR spectra of QHS alone: Fig S21

. FTIR spectra of QHS and CuCl,: Fig S22

. Mass spectra of QHS + Cu (II) complex: Figure S23



(«107_|+ESI Scan (rt: 0.157 min) Frag=120.0V AS-KI-BOMEQ.d

3.4

3.2
3.1
3 X
297 * 174.0893
2.8 N
2.7
2.6 O
2.5
2.4 Chemical Formula: C;;H;;NO
237 Exact Mass: 173.0841
2.2
2.1
.
1.9

7

1.7
1.6
1.5
1.49

1.29
1.19

1
0.9
0.8
0.7
0.6
0.5
0.4 159.p610
0.37
0.2

0.17 131.0714
o ’ " i F ) =|1 | 188.}_0_46 . 216.1336

274.2724

—r 7 T T r o r o r T T T
105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215 220 225 230 235 240 245 250 255 260 265 270 275 280 285 290 295 300
Counts vs. Mass-to-Charge (m/z)

Fig S1. HR-MS Spectra of 8-Methoxy-2-Methyl Quinoline.
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Fig S2. 'H Spectra of 8-Methoxy-2-Methyl Quinoline.
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Fig S3. 13C Spectra of 8-Methoxy-2-Methyl Quinoline.
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Fig S4. HR-MS Spectra of 8-methoxyquinoline-2-carbaldehyde.
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Fig S5. 'H Spectra of 8-methoxyquinoline-2-carbaldehyde.
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Fig S6. 13C Spectra of 8-methoxyquinoline-2-carbaldehyde.
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Fig S7. HR-MS spectra of 2-(hydrazineylidenemethyl)-8-methoxyquinoline.
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Fig S8. '"H NMR spectra of 2-(hydrazineylidenemethyl)-8-methoxyquinoline.
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Fig S9. 1BC spectra of (hydrazineylidenemethyl)-8-methoxyquinoline.
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Fig S10. HR-MS spectra of QHS compound.
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Fig S11. 'TH NMR spectra of QHS compound.
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Fig S12. 13C NMR spectra of QHS compound.
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Fig S13. UV spectra of selectivity QHS (10 uM) against other analytes (100 pM).
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Fig S14. Fluorescence spectra of selectivity QHS (10 uM) against other analytes (100 uM).



Table S1. Various probes reported for the detection of Cu (II) ions
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Fig S15. a) EDX data of QHS, b) EDX data of QHS in combination with CuCl,.
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Fig S16. Cell viability assay at 6h for QHS (C) and copper chloride and their combinations of
different concentrations denoted by uM respectively.
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Fig S17. Cell viability assay at 24h for QHS (C) and copper chloride and their combinations
of different concentrations denoted by uM respectively.
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Fig S18. Epifluorescence images of C6 cells: (a-e) represents the fluorescent images of cells
incubated with QHS only (5 uM) for 10min, 30min, 1, 3 and 6 hour respectively and excited
at Laser 448, (f-)) are the images taken on Laser 561 for the same treatment and (k-0) are there
merged 1images and (p-t) are 1images taken at 40X. Scale Bar: 50 um.
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Fig S19. Epifluorescence images of C6 cells: (a-¢) represents the fluorescent images of cells
incubated with CuCl, only (5 uM) for 10min, 30min, 1, 3 and 6 hour respectively and excited
at Laser 448, (f-j) are the images taken on Laser 561 for the same treatment and (k-0) are
there merged images and (p-t) are images taken at 40X. Scale Bar: 50 pm.
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Fig S20. Epifluorescence images of C6 cells: (a-e) represents the fluorescent images of cells
incubated with QHS and CuCl, combination (5 puM) for 10min, 30min, 1, 3 and 6 hour
respectively and excited at Laser 448, (f-)) are the images taken on Laser 561 for the same
treatment and (k-o0) are there merged images and (p-t) are images taken at 40X. Scale Bar: 50
pum.
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Fig S21. FTIR spectra of QHS.
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Fig S22. FTIR spectra of QHS in combination of Cu (II).
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Figure S23. Mass spectra of QHS + Cu (II) complex.
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