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Figure S1: *H NMR of compound 4 (CDCls, 400 MHz)

.j

N
(=]
e

sl



W <N O O\ <p N 0O 0 OO M S
O <r\OO 00 o ™M 0 O O 2] ™ \O 00 O (oo o 1)
--------------- o ) S OV LN o o @
™ w0 v} %) '~ J T . i
< < [SES S SRS ['2) = )N O O O o <t M o Oy
4 1 — o ~ s oo

<_
/
N
<

200.49
200.39
——188.38

210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 S50 40 30 20 ppm

Figure S2: **C NMR of compound 4 (CDCls, 100 MHz)
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Figure S3: HRMS of compound 4. (100 pmol/pL in MeCN (positive ion mode).
Chemical formula: C33H»7FeN303, Mol. Wt: 569.43 ; Observed m/z = 569.1190, [M], 570.1251 [M + H]".
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Figure S4: * H NMR of compound 5 (CDCl3, 400 MHz)
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Figure S5: **C NMR of compound 5 (CDCls, 100 MHz)
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Figure S6: HRMS of compound 5. (100 pmol/pL in MeCN (positive ion mode).
Chemical formula: CasHx7FeN3Os3, Mol. Wt: 569.43 ; Observed m/z = 569.1329 [M]", 570.1373 [M + H]" .
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Figure S7: ' H NMR of compound 6 (CDCls, 400 MHz)
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Figure S8: **C NMR of compound 6 (CDCls, 100 MHz)



Saiadeinielel Pk Foiniuiiidhiaied nfeiiliole i) Coieiaiuiaiti> (ol hehuinbnini! el i "vivhuinialebeiet ) fialniebuiniuinil el rflabaiaiaieied < )iiulaiatebuiaiede 7 iiinbabnia'a] [ ieleielein D! nidhiieisialel |
190 180 170 160 150 140 130 120 110 100 90 80 70 60 S0 40 30 20 ppm

Figure S9: DEPT-90 NMR of compound 6 (CDCl3, 100 MHz)
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Figure S10: DEPT-135 NMR of compound 6 (CDCl3, 100 MHz)
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Figure S11: HRMS of compound 6. (100 pmol/pL in MeCN (positive ion mode).
Chemical formula: Ca3H,7FeN303, Mol. Wt: 569.43 ; Observed m/z = 570.1470 [M + H]".
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Figure S12: UV-Visible Spectra of 4-6

1
700



- |IIQII|
|
4 I
B |I I|I
250 R _N
i II \ f’ \_
4 | ( ..
7 |II | \\
T T T I T T T T | T T T T | T T T | T T I T | T T T | T T T
15.0 17.5 20.0 225 250 27.5 30.0 325 35.0
min

PDA Chl 254nm
Peal#| Ret. Time | Area%
1 18.89 50.04
2 28.97 49.96
Total 100.00

Figure S13: Chiral HPLC of 6 showing 1R,3R and 1S,3S enantiomers



Figure S14 : Optimized geometry of 6 (- 48622.268518209 eV), 4 (- 48622.287660337 eV) and 5 (- 48622.207742644 eV)
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Figure S15: DPV and CV of 6 on gradual addition of Picric acid (PA)
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Figure S16: DPV of 6 on gradual addition of dinitrotoluene (DNT) and dinitrophenol (DNP)
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Figure S17: Calculation of LOD using DPV data [6.PA]
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Figure S18: Calculation of LOD using UV-Visible data of [6.PA]
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Figure S19: HOMO and LUMO for 6 and [6.PA]
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El AN Series wunn. C norm. C Atom. C Error (1 Sigma)

(wt.%] (wt.%] [at.%] (wt.%]
O 8 K-series 29.30 36.44 55.39 3.69
Fe 26 K-series 21.37 26.58 11.58 0.60
Al 13 K-series 8.92 11.10 10.00 0.46
Ti 22 K-series 7.73 9.62 4.89 0.25
Na 11 K-series 5.30 6.59 6.97 0.38
Si 14 K-series 3.38 4.21 3.64 0.18
C 6 K-series 2.39 2.97 6.01 0.01
Ca 20 K-series 2.01 2.50 1.52 0.09
Au 79 L-series 0.00 0.00 0.00 0.00

Figure S20 : EDS of Redmud used
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Figure S21: Benesis-Hildebrand plot (397 nm absorbance) of 6 assuming 1:2 stoichiometry for the association between 6 and

[PA].



