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(Fig.S1) "H NMR spectrum of compound 4a
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(Fig.S2) '"H NMR spectrum of compound 4b
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(Fig.S3) '"H NMR spectrum of compound 4¢
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(Fig.S4) 'H NMR spectrum of compound 5a
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(Fig.S6) 'H NMR spectrum of compound 5¢
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(Fig.S8) 3C NMR spectrum of compound 4b
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(Fig.S9) 3C NMR spectrum of compound 4c
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(Fig.S10) '3C NMR spectrum of compound 5a
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(Fig.S11) 13C NMR spectrum of compound 5b
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(Fig.S12) 13C NMR spectrum of compound 5¢



SAIF,PANJAB UNIVERSITY CHANDIGARH

273.1623,

SYNAPT-XS#DBA064

10-Jan-2022
16:05:07

1: TOF MS ES+
5177

1007 51700688 |
= 2741623
124187036
1450653
12568694
3252007
211208 s
8084131
7658345
1140917
6508836
186.0901
4028173 326.2319
235.1450 455.2337
2689635 4132478
2720446 4131873 2860018
‘ Haters 2021677
S R VU PO 1 Y O G,
75100 125 150 175 200 225 250 275 300 325 350 375 400 425 450 475 500 525 550 575 600 625 650 675 700 725 750 775 00 G625 850 875 90 925 950 975 1000

(Fig.S13) Mass spectrum of compound 4c¢
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(Fig.S14) Mass spectrum of compound 4b



WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

ANITANH2_SB_ET 22 (0.335) Sm (SG, 2x3.00); Cm (1:23) TOF MS ES+
100+ 316.3087_ 1.32e4
13168
<
4835573%" fé%gm
317.3499 4341
4004
481.5548 663?3712189
113.1468 3334312 3492
3335
521.6021
242.3967 2221 670.7384
1998 ; 1854
4415075 6311622705
1502
18191'17352 5225933
831 693.7444
540 834.9300
470
RO | .
0 Y f i ' 1 U T T T T T m/z
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400

WATERS,Q-TOF MICROMASS (ESI-MS)

(Fig.S15) Mass spectrum of compound 4c

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

ANITA P_OH_O_TRI 53 (0.807) Sm (SG, 2x3.00); Cm (34:53) TOF MS ES+
100- 520.3727_ 1.55¢4
15549
521.3962
9339
<
115.0089
3042 27215%?9 3054464 5222;;%07
2526
518.4064
4394726 1980
233.5741 1475 802.6693
1303 560.4585 800 65‘:1349
399.4521 929 693.5245 . " 965.6609
- { M h 35245 00 1g 803,639,672 o
0 M‘u‘x h‘llu‘.. {“ m\“w M‘th‘ﬂ “hkl‘ H‘ ll‘L J‘L..Au.ux‘ N ‘ui ‘l ‘ ‘l . ‘ . , ; miz
100 200 300 400 500 600 700 800 200 1000 1100 1200 1300 1400

(Fig.S16) Mass spectrum of compound 5a

10



WATERS,Q-TOF MICROMASS (ESI-MS)

SAIF/CIL,PANJAB UNIVERSITY,CHANDIGARH

ANITA VAN_O_TRI 3 (0.046) Sm (SG, 2x3.00); Cm (1:16) TOF MS ES+
100- 550.3148_ 1.3504
13548
551.3444
9008
<
590.3923
3649
325.4154 o1 4253
1929 :
114.9990 378 3cus 1539
1414 1319308 730.5275
1087 477.4360 997 858.5848
637 k Fm 5202487 466 10231,57522
0 { R I l‘lL.U.uL‘l b bk bbb b L‘ILH I : ‘ : .
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400

(Fig.S17) Mass spectrum of compound 5b
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(Fig.S20) Linear regression plot (S20a-S20b) and Benesi—Hildebrand plot (S20c-S20d) of

receptor 5a with Zn>" and Hg?*, using UV-Visible titration data, respectively.
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(Fig.S22) '"H NMR spectrum of compound 5a and Zn?" complex
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(Fig.S23) 'H NMR spectrum of compound 5a and Hg?" complex
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