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Figure S1. IR spectrum of alkyne 2
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Figure S2. *H NMR spectrum of alkyne 2
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Figure S3. 3C NMR spectrum of alkyne 2
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Figure S4. IR spectrum of 1-(azidomethyl)naphthalene
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Figure S5.H NMR spectrum of 1-(azidomethyl)naphthalene
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Figure S6.C NMR spectrum of 1-(azidomethyl)naphthalene
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Figure S7. IR spectrum of probe GT
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Figure S8. *H NMR spectrum of probe GT
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Figure S10. Mass spectrum of probe GT
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Figure S11. UV-Vis spectrum of probe GT (0.05 mM) in DMSO depicting absorption

maxima at Amax = 274 nm, 284 nm, and 294 nm
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Figure S12. UV-Vis spectra of probe GT (0.05 mM) in DMSO signifying the recognition of

(a) Cu(ll) among various metal ions in the absence of Pb(I1); (b) Pb(Il) among various metal
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ions in the absence of Cu(ll); and (c) recognition of Pb(Il) among various metal ions present

in equimolar concentration including Cu(ll)
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Figure S13. Time dependent absorption spectra of GT-metal complex solution displaying the
trend in the absorption intensity with the passage of time: (a) GT-Cu(ll) (b) GT-Pb(Il)
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Figure S14. Temperature dependent absorption spectra of GT-metal complex solution
demonstrating the trend in the absorption intensity over varying temperature range: (a) GT-
Cu(ll) (b) GT-Pb(Il)
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Figure S16. IR spectrum of GT-metal complex

S11




Symbol

o

I o T O T T T I T I T I T T O O O OO O OO OO OO O OoOZ2Z20

X
-0.27147
0.693632
-1.56982
1.476497
-2.11573
2.058398
-1.49171
1.694236
-3.39646
3.127117
-2.14973
2.382002
-4.03457
3.787694
-3.40807
3.412676
-0.32596
0.214365
-3.87025
3.416137
-1.68524
2.117222
-5.01563
4.597888
-3.89454
3.925763

0.38426
-0.50474
0.342447

-0.3237
0.414224
1.319141

Y
3.832481
-1.49338
2.428389
0.995838
3.573179

-0.2159
4.288605
-1.48379
3.965526

-0.149
5.371582
-2.62631
5.065719
-1.29389
5.765715
-2.53223
2.354683
1.103573
3.386272
0.831518

5.91947
-3.59498
5.363706

-1.2165
6.618284
-3.43365
3.172931
0.305614
4.412461
4.353163

-2.6971
-3.08414

S12

z
-0.24321
1.770921
1.819619
2.820901
1.219712
3.223658
0.163628
2.697926
1.624624
4.124242
-0.42206
3.109759
1.060604
4556716
0.034437
4.045125
2.11395
2.634318
2.408621
4.484149
-1.23094
2.707918
1.410643
5.271707
-0.42517
4.359722
1.985087
2.823317
-1.39301
-2.26088
1.050814
0.57239



Z Z2 Z2 O O T T T T T OO O O T T O O o o o o T T T OoOZ2 2 2 T 0o 0

-0.5935
-1.62568
0.032659
-0.59541

-1.5694
-2.20125
-3.32308
-3.01383
-3.45502
-1.96836
-4.59234
-5.35833
-5.02426
-6.56199

-6.2121
-4.44222

-6.9624
-6.52216
-7.87579
-4.98367
-7.33377
-5.75718
-6.94312
-5.45167
-7.54162
-4.07273
-8.24361
0.561497
1.601698
2.330688
2.238593
3.318876
3.388935

-2.37391
-1.46135
-3.4577
-3.0232
-2.56249
-1.61072
-0.86888
0.17024
-1.30262
-0.74058
-0.92375
-2.12955
0.219882
-2.11095
0.233714
1.131791
-0.90762
1.150839
-0.90695
-3.34598
-3.29669
-4.47666
-4.45531
-5.39379
-5.35453
-3.39433
-3.27132
5.470982
3.658665
2.794307
3.798127
3.071177
2.45336

S13

-0.00297
-0.00276
1.743565
-1.19918
-1.93336
-1.21982
-1.81199
-1.9408
-2.80412
0.719623
-0.99095
-0.88355
-0.3545
-0.10609
0.41132
-0.43924
0.532863
0.898472
1.118511
-1.51593
0.004612
-1.38861
-0.62186
-1.87943
-0.52948
-2.09892
0.595311
-1.20485
-1.6748
-0.89022
-2.87023
-2.86589
-1.67068



I T T T OO O IT OIT T O O I OOOhOoO T ITO

4.499013
5.315685
4.806129
4.205128
2.996019
5.231055
2.735886
2.221859
4.965912
3.69847
1.767008
3.503395
6.51095
6.747297
5.978702
7.471168
7.204839
5.766599
7.969629
8.440488
2.187707

1.556692
1.877698
1.745767
0.079905
-0.36104
-0.86857
-1.73935
0.353115
-2.26307
-2.66907
-2.05613
-3.7269
-0.49242
0.55366
-3.20896
-1.43583
-2.80926
-4.26215
-3.54348
-1.12307
2.404748

Table S1. Cartesian co-ordinates of probe GT
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0.006952
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-2.107885
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1.661572
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Table S2: Cartesian co-ordinates of GT-metal complex
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