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Figure S1. A) Synthetic scheme of OPEA ligand and B) "H NMR spectra of OPEA in dmso-
&
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Figure S2. Energy dispersive X-ray analysis (EDAX) of NCP-1.
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Figure S3. FTIR spectra of OPEA (blue) and NCP-1 (black).
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Figure S4. TGA curve of NCP-1 in the temperature range of 30-800 °C with a heating rate

of 5 °C/min.
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Figure S5. PXRD patterns of assynthesized NCP-1 (blue) and dehydrated NCP-1 (green)

showing the stability of compound on removal of guest molecules.
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Figure S6. Solid state absorbance spectra of NCP-1.

A) 600 -
e OPEA/PBS
500 4 s NCP-1/PBS Apax =473 nm A, =453 nm
« = OPEA solid state
NCP-1 in solid state|
400 4
2 :
g 300 4 '
E ;
= [
= 2004 M
]
[
]
100 j
0 y OPEA/PBS NCP-1/PBS

400 450 500 550 600 650 700
Wavelength (nm)

Figure S7. A) Fluorescence spectra; OPEA in solid state (dark yellow), OPEA in PBS
(black), NCP-1 in solid state (orange) and NCP-1 in PBS buffer (violet). Excitation

wavelength is 390 nm in all cases. B) Images of OPEA and NCP-1 dispersed in PBS buffer

under UV light.
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Figure S8. Powder X-ray diffraction pattern of assynthesized NCP-1 (blue) and NCP-1

incubated in PBS (green).
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E1l AN Series unn. C norm. C Atom. C Error

[wt.%] [wt.%] [at.%] [wt.%]
Si 14 K-series 55.31 61.41 58.14 2.8
Cl 17 K-series 14.70 16.32 12.24 1.0
Na 11 K-series 10.04 11.15 12.90 1.1
O 8 K-series 8.14 9.04 15.03 5.9
P 15 K-series 1.37 1.53 1.31 0.3
K 19 K-series 0.50 0.56 0.38 0.2
Gd 64 L-series 0.00 0.00 0.00 0.0

Figure S9. EDAX analysis of decant obtained from NCP-1 incubated in PBS showing no
leaching of Gd™ ions into the solution suggesting stability of NCP-1 under physiological

conditions.
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Figure S10. Fluorescence behaviour of NCP-1 in presence of A) nitromethane (1x107

M), B) o-nitrophenol (3x10°M), C) nitrobenzene (1x10™*M) and D) toluene. Black curves

represent fluorescence intensity of NCP-1 before analyte addition.



