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Figure S1. 3C NMR of HL in the absence and in the presence of calcium salts.
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Figure S2. Mass spectrum of HL
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Mass spectrum of CaL indicating 1:1 binding of HL with Ca?*
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Figure S3. Fluorescence intensity of HL (10 uM) and Ca®* (10 uM) mixture in the presence
of 1 mM Mg?*.
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Figure S4. Effect of Ca?" (10 uM) binding to HL (10 uM) in presence of EDTA? (5-equiv)
and L-cysteine (5-equiv), separately.

40! HL + Ca*
3.5 /-

3.0
25
2.0
1.5

HL + Ca”®* + L-Cysteine

2-

1.0+ 2

HL+Ca “*+EDTA

Fluorescence (a.u.)

0.5

|

(Y e ——————
530 540 550 560 570 580 590 600 610
Wavelength (nm)

S6



Figure S5. Effect of Cu?* (10 uM) binding to HL (10 uM) in presence of EDTA? (5-equiv)
and L-cysteine (5-equiv), separately.

HL + Cu®

/

HL + Cu® + EDTA?

HL+Cu™"+
L-Cysteine

Fluorescence (a.u.)

HL

\

N I ma s m e S S B e |
530 540 550 560 570 580 590 600 610

Wavelength (nm)

S7



Table S1. Toxicity results of HL studied with Artemia

No. of Artemia Control Sensor, HL (20 pM) Sensor, HL (60 pM)
50 50 50 48
50 50 50 48
50 50 50 48
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Table S2. Comparison of optical properties of HL with the organic and water-organic mixture soluble Ca?*-selective chemosensors.
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Receptor Kd LO (OF (O] D, Inter Solvent Bio- Excitation | Ref
(M) D (free) (bound) | Enhancement | ference | system | imaging Region
ratio system (nm)

9-AA-2 0.275 | NA ]0.00030 |0.0039 13 NA CH;CN | NA 362 4a
9-AA-3 0.176 | NA ]0.00026 | 0.0042 16 NA CH;CN | NA 362 4a
9-AA-4 0.152 | NA |0.00033 |0.014 42 NA CH;CN | NA 362 4a
Squaraine-bichromophoric NA | 0.008 NA NA CH;CN | NA 570 4c
podands 3a

Squaraine-bichromophoric 0.014 NA CH;CN | NA 570 4c
podands 3b

Squaraine-bichromophoric 0.023 NA CH;CN | NA 570 4c
podands 3¢

Squaraine-bichromophoric 0.06 NA CH;CN | NA 570 4c
podands 4a

Squaraine-Foldamer-1b 0.23 NA |[0.032 0.008 0.25 NA CH;CN | NA 580 4d
BODIPY -calixarene 0.019 | NA | NA NA NA CH;CN | NA 485 4h
DMDAP 0.1 NA [ NA NA NA NA CH;CN | NA 247 4e
Chemo sensor 1 0.176 | NA | NA NA NA NA CH;CN | NA 438 4f
Chemo sensor 2 0.161 | NA |NA NA NA NA CH;CN | NA 438 4f
acridinedione- 0.261 | NA |0.122 NA NA NA CH;CN | NA 381 4i
bichromophoric podand-1b

acridinedione- 0.207 | NA |[0.123 NA NA NA CH;CN | NA 381 4i

bichromophoric podand-1c
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