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Fig. S1

IR Spectrum of Complex 1.




67+
56 e, '
| /| 1.'|‘ef
64+ | sl o ] i |t : |I l Iﬂ-’“ 1
i et ')11'|l||| ! “aﬁr { i'.
- \ /,__, BN | : t| _IJ#J ]I,f f *:
i ;". I ']Ill‘ i illl !
] " Igrg i i | '
. | \,/ ’ 1 1 If
= I‘ f L £t f
R 56 "I A 1863 s8em 1, 5733%1 l /[ |||
: £ g
54 2010.61em-1, 58.69%T 1448 300mer_STIRT ; ; i
: / 12259&:1:-1 &1, "I|i$E.l4'em—1_ﬂ. §19.23cm-1, 56.45%T
521 mawrn 55.20%T 1607.93cm-1. s7.05%T° 1251.00cmA, 62 70%T
3383.726me1, 54.72%T
50 ; 1048.16cm-1, 54.580T
48 - 1568 B6cm-1, 53.45%T
A7 = ; = : " TB3 O4cme1, 48 27%T
3500 3000 2500 cm 2000 1500 1000 500400
Fig. S2 IR Spectrum of Complex 2.
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Fig. S3 IR Spectrum of Complex 3.
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Fig. S4 IR Spectrum of Complex 4.

Fig. S5 'HNMR Spectrum of ligand L.
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Fig. S7 3C ‘NMR Spectrum of Complex 2.
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Fig. S8§ DEPT-135 Spectrum of Complex 2.
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Fig. S9 'H- NMR Spectrum of Complex 4.
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Fig.S10 '3C- NMR Spectrum of Complex 4.
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Fig. S11

DEPT-135 Spectrum of Complex 4.
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Fig. S12 Mass Spectrum of Complex 1.
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Fig.S13 Mass Spectrum of Complex 2.




100 523 .2466 2.52e7
ES
|
150.1364
_‘ -
‘ 524.2526
1008,0626
1010.0566
525.2503
166.6022 429.2467 1 6311143 701.4047 1004.0678ll1012.0526
) 3
112.9025 a17.1207  H09-2778 557.0067 6321111 | 705.1208 N1014.0808
203.‘9359 £ ] |430.2471 562.4859 TT9. 1481 z
I H\ | ! ] |5 k
" e (T L
o , . ’ A el H |- ; o o " miz
100 200 300 400 500 600 700 800 900 1000 1100

Fig. S14 Mass Spectrum of Complex 3.
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Fig. S15 Mass Spectra of Complex 4.
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Fig. S16 Wavelength scan for the hydrolysis of 4-NPP in the absence and presence of complex
2(substrate: catalyst =20:1) in 97.5% DMF recorded at 25 °C at an interval of 5 min for 2 h.
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Fig. S17 Wavelength scan for the hydrolysis of 4-NPP in the absence and presence of complex
3(substrate: catalyst =20:1) in 97.5% DMF recorded at 25 °C at an interval of 5 min for 2 h.
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Fig. S 18 Wavelength scan for the hydrolysis of 4-NPP in the absence and presence of complex
4(substrate: catalyst =20:1) in 97.5% DMF recorded at 25 °C at an interval of 5 min for 2 h.
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Fig. S19 Lineweaver—Burk plot of Complex 1.



80
ZnCl, Complex
70 4
£
E 60 Equatio y =a + b*x
:S_L\ Adj. R- 095
& Valu Standar
= #0q B Interc 21.1 3.85532
- B Slope 0.02 0.00301
40
30 — 71—
600 800 1000 1200 1400 1600 1800 2000 2200
1/(substrate)(M)-1
Fig. S20 Lineweaver—Burk plot of Complex 2.
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Fig. S21 Lineweaver—Burk plot of Complex 3.
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Fig. S22 Lineweaver—Burk plot Complex 4.
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Fig. S23 Plot of Enzymatic Kinetics for Complex 1.
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Fig.S24  Plot of Enzymatic Kinetics for Complex 2
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Fig. S25 Plot of Enzymatic Kinetics for Complex 3
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Fig. S26 Plot of Enzymatic Kinetics for Complex 4.
Table.S27 kinetic data of Time vs log Aoo/(Aw-At) of complex 1at PNPP Concentration
0.001.
Time(t) Abs at 430 Abs at (Aco-At) Aco/(Aco-At) log Aco/(Ace-At)
nm(At) infinity(Aeo)
5 0.089 3.478 3.389 1.02626 0.1125
10 0.136 3.342 1.040694 0.0173
15 0.208 3.27 1.063608 0.0267
20 0.277 3.201 1.086535 0.036029
25 0.341 3.137 1.108702 0.04481
30 0.401 3.077 1.13032 0.0532
35 0.462 3.016 1.15318 0.06189
40 0.52 2.958 1.17579 0.07032
45 0.574 2.904 1.197658 0.07833
50 0.624 2.854 1.2186405 0.08586
55 0.671 2.807 1.239045 0.093087
60 0.718 2.76 1.2601449 0.1004204




Table.S28  kinetic data of Time vs log Aoo/(Ax-At) of complex 2 at PNPP Concentration
0.001.

Time(t) Abs at Abs at (Ace-At) Aco/(Aco-At) Log Aco/(Ace-At)
430nm(At) infinity(Aoo)

5 0.928 3.522 2.594 1.35774 0.1328166
10 1.762 1.762 1.9988649 0.30078
15 2.092 1.43 2.462937 0.3914
20 2.235 1.287 2.73659 0.4372097
25 2.315 1.207 2.91797 0.46508
30 2.361 1.161 3.03359 0.481956
35 2.346 1.176 2.994897 0.476381
40 2.349 1.173 3.002557 0.47749126
45 2.357 1.165 3.023175 0.48046
50 2.415 1.107 3.1815 0.502631
55 2.452 1.07 3.2915 0.5173938
60 2.525 0.997 3.5325 0.548082

Table.S29 kinetic data of Time vs log Acw/(Ac-At) of complex 3 at PNPP Concentration
0.001.

Time(min) Abs at Abs at infinity | (Ace-At) Aco/((Aco-at) log Aco/(Ac=-At)
430nm(At) (Aco)

5 0.345 3.533 3.188 1.108218319 0.045
10 0.482 3.051 1.15798099 0.063
15 0.72 2.813 1.255954497 0.098
20 0.962 2.571 1.374173473 0.137
25 1.225 2.308 1.530762565 0.184
30 1.482 2.051 1.722574354 0.236
35 1.744 1.789 1.974846283 0.295
40 1.988 1.545 2.286731392 0.36
45 2.226 1.307 2.703136955 0.432
50 2.443 1.09 3.241284404 0.5105
55 2.642 0.891 3.965207632 0.598
60 2.82 0.713 4,955119215 0.695

Table.S30 kinetic data of Time vs log Aoo/(Aco-At) of complex 4 at PNPP Concentration
0.001.




Time(Min) Abs at Abs at (Aco-At) Aco/(Aco-At) | log Aco/(Ace-At)
430nm(At) infinity(Aeo)

5 0.044 1.426 1.382 1.03183792 0.0132
10 0.049 1.377 1.0355846 0.015
15 0.055 1.371 1.0401167 0.017
20 0.06 1.366 1.04392387 0.018
25 0.066 1.36 1.04852941 0.021
30 0.071 1.355 1.05239852 0.022
35 0.077 1.349 1.05707932 0.024
40 0.083 1.343 1.06180194 0.026
45 0.089 1.337 1.06656694 0.028
50 0.095 1.331 1.07137491 0.03
55 0.101 1.325 1.07622642 0.033
60 0.107 1.319 1.08112206 0.034

Table S31. Analysis of n-stacking interactions in Compounds 1 and 3

Cg() [Cg) |SymmetryCg2) [CeCg | o | B [ y |Slippage
compound 1

Py(N4) | Py(N4) | [2-x,2-y,2-Z] 13.7705(18) | 0 | 214 | 214 |1.377
compound 3

Py(N1) | Py(N1) [[2-x,1-y,1-Z] 3.824(10) 0 269 | 269 [1.733
Py(N4) | Py(N4) [ [2-x,2-y,1-z] 3.629(11) 0 214 | 214 [1.324

Cg-Cg = Distance between ring centroids (A); a = dihedral angle between planes 1 and 2 (°); p = angle
Cg(1)-Cg(2) or Cg(1)-Me vector and normal to plane 1 (°); y = Angle Cg(1)-Cg(2) vector and normal to
plane 2 (°);Slippage = Distance between Cg(1) and Perpendicular Projection of Cg(2) on Ring 1 (A).




