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Figure S1: Job’s plot between L; and Fe3* ions. Where Xj,.5; = the mole fraction of Ly and Al
is the change (I-1y) in the intensity of the emission spectra in presence of guest.
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Figure S2: Mass spectrum of L;-Fe complex.
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Figure S3: Bensei-Hildebrand plot obtained from the fluorescence emission (calculated at
Aem) Studies.
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Figure S4: Changes of the of fluorescence emission of compound L, (10 pM) observed upon
addition of 10 eqv. of Fe3* ions.
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Figure S6: Optimized proposed structures of L; and L;-Fe complex




Center | Atomic | Atomic | Coordinates | (Angstroms)

Number | Number | Type X Y | Z

1 6 0 -3.94656 0.720773 | -4.1E-05
2 6 0 -4.26671 -0.66523 | 0.000053
3 6 0 -5.58285 -1.13174 | 0.00014
4 6 0 -6.5881 -0.16937 | 0.000128
5 6 0 -6.29064 1.209949 | 0.000036
6 6 0 -4.97959 1.669673 | -4.6E-05
7 6 0 -2.0726 -0.3138 -8.3E-05
8 1 0 -5.81569 -2.19214 | 0.000212
9 1 0 -7.62619 -0.48772 | 0.000194
10 1 0 -7.10828 1.924401 | 0.000029
11 1 0 -4.7455 2.729038 | -0.00013
12 6 0 0.163272 0.188487 | -0.0001
13 1 0 -0.06494 1.257634 | -0.00014
14 6 0 1.587802 -0.16135 | -6.5E-05
15 6 0 2.016518 -1.52101 | -7.5E-05
16 6 0 3.76025 0.615636 | 0.000009
17 6 0 3.359969 -1.78914 | -4.2E-05
18 1 0 1.267398 -2.30379 | -0.00011
19 6 0 4.659107 1.716218 | 0.000063
20 6 0 4.290985 -0.71599 | 0.000003
21 1 0 3.726522 -2.8126 -4.2E-05
22 6 0 6.018967 1.504142 | 0.000097
23 1 0 4.233042 2.713918 | 0.000069
24 ) 0 5.696156 -0.90023 | 0.000038
25 6 0 6.542237 0.187224 | 0.000083
26 1 0 6.70068 2.349384 | 0.000132
27 1 0 6.094457 -1.9115 0.000031
28 1 0 7.61787 0.038469 | 0.000111
29 7 0 2.423765 0.87028 | -2.1E-05
30 7 0 -0.75155 -0.71853 | -9.6E-05
31 7 0 -2.57876 0.904484 | -0.00013
32 7 0 -3.04233 -1.29691 | 0.000017
33 1 0 -2.8465 -2.28576 | 0.000079

Rotational constants (GHZ): 1.505329 0.101277 0.094893

Figure S7: Coordinates for optimized geometry of L; at B3LYP/6-31G(d,p).



Center | Atomic | Atomic | Coordinates | (Angstroms)

Number | Number | Type X Y | Z

1 6 0 -4.15873 0.96518 | 0.058624
2 6 0 -4.04387 -0.2774 | -0.62417
3 6 0 -5.14743 -0.95835 | -1.12573
4 6 0 -6.38741 -0.35979 | -0.90749
5 6 0 -6.52185 0.864597 | -0.21098
6 6 0 -5.41918 1.54183 | 0.284585
7 6 0 -2.06922 0.548694 | -0.0468

8 1 0 -5.06158 -1.89875 | -1.65914
9 1 0 -7.28006 -0.85098 | -1.28042
10 1 0 -7.51399 1.279179 | -0.06941
11 1 0 -5.50995 2.483883 | 0.812994
12 6 0 -0.05761 1.74934 | 0.110683
13 1 0 -0.59263 2.695979 | 0.089735
14 6 0 1.384047 1.66554 | 0.110088
15 6 0 2.233869 2.785824 | 0.172073
16 6 0 3.176221 0.203706 | -0.34455
17 6 0 3.594758 2.588729 | 0.053589
18 1 0 1.812779 3.774741 | 0.315311
19 6 0 3.646756 -1.04959 | -0.81591
20 6 0 4.102871 1.300644 | -0.23385
21 1 0 4.280507 3.426766 | 0.134536
22 6 0 4.990783 -1.22873 | -1.07129
23 1 0 2.925221 -1.8003 | -1.12181
24 6 0 5.482954 1.063142 | -0.47188
25 6 0 5.922759 -0.18125 | -0.86094
26 1 0 5.339208 -2.17593 | -1.47089
27 1 0 6.179902 1.888831 | -0.36782
28 1 0 6.976091 -0.354 -1.05275
29 7 0 1.853277 0.400553 | -0.05177
30 7 0 -2.90799 1.44249 | 0.403666
31 1 0 -1.87089 -1.84777 | 0.677163
32 26 0 0.475353 -0.91925 | 0.375109
33 7 0 -0.69042 0.608062 | 0.051899
34 8 0 -1.01151 -2,05733 | 1.112838
35 1 0 -0.91034 -3.02223 | 1.139648
36 8 0 0.614449 -0.39574 | 2.390773
37 1 0 0.92487 0.462841 | 2.717628
38 1 0 -0.17004 -0.6339 | 2911741
39 8 0 1.634875 -2.45562 | 0.987627
40 1 0 2.510655 -2.55784 | 0.574844
41 1 0 1.791403 -2.43868 | 1.946752
42 8 0 0.286139 -1.51757 | -1.27376
43 1 0 0.351014 -2.48657 | -1.32608
44 7 0 -2.66958 -0.58337 | -0.62034
45 1 0 -2.2084 -1.04158 | -1.40522

Rotational constants (GHZ): 0.490834 0.103481 0.094098




Figure S8: Coordinates for optimized geometry of L; at B3LYP/6-31G(d,p)
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Figure S9: fluorescence emission (calculated at A.,,) of L; on addition of increasing
concentration of Fe3* in different protein environment.
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Figure S10: Mass spectrum of L;-Fe+Fluoride
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Figure S11: 'H NMR spectrum of L; in DMSO-ds solution.
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Figure S12: 'H NMR spectrum of L; in DMSO-dg solution (expanded aromatic part).
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Figure S13: 3C NMR spectrum of L; in DMSO-d¢ solution.
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Figure S14: Mass spectrum of L; (Mass spectrum obtained in positive mode).
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Figure S15: Changes in fluorescence intensity of Ly-Fe complex in present of different
amounts of proteins. A) metHb B) FBS C)HAS
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