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Fig. S1 FTIR spectrum of the ligand Hschdp in the region of 4000-450 cm-'.
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Fig. S2 '"H NMR spectrum of the ligand Hschdp in D,O.
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Fig. S3 13C NMR spectrum of the ligand Hschdp in D,O.
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Fig. S4 ESI mass spectrum (positive ion mode) of the ligand Hschdp in methanol.
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Fig. S5 FTIR spectrum of complex 1 in the region of 4000-450 cm!.
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Fig. S6 UV-Vis spectra of complex 1 at (a) 10-3(M) and (b) 10 (M) in methanol-water (1:1; v/v)

solution at pH~7.5.
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Fig. S7 ESI mass spectrum (positive ion mode) of complex 1 in methanol-water solution at

pH~7.5.
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Fig. S8 ESI mass spectrum (positive ion mode) of complex 2 in methanol-water solution at

pH~7.5.
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Fig. S9 ESI mass spectrum (positive ion mode) of complex 3 in methanol-water solution at
pH~7.5.
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Fig. S10(a) The experimental and simulated mass spectra of the peak at m/z = 1119 for complex

1 in methanol-water solution at pH~7.5.
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Fig. S10(b) The representative experimental and simulated mass spectra of the peak at m/z = 560

for complex 1 in methanol-water solution at pH~7.5.
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Fig. S11(a) The representative experimental and simulated mass spectra of the peak at m/z =

1119 for complex 3 in methanol-water solution at pH~7.5.

10



ME-GG-Ni-1 {0.054) Is (0.50,1.00) C46HS53N4NIA014 1: TOF M5 ES+

100 560.0507 2 11812
561,0493
simulated
559.0526
m 552.0479
5625485
5635473

* R e =i S Sy | NS W N L S M v Y IR N FEFE EE E O e ———— S v g - - n'hlz

540 545 550 555 580 565 570 575 580 585 580 595
MB-GG-Ni-1 65 (1.284) Cm [28:72) 1: TOF MS ES+
100 560.0515 34085

561.0534
£69.0551 experimental
2| || 620815
i
| | 5630504
11
538 D440 | 569.0140 .
' s430780  S4a.07ag 5500710 998862 l L‘ 65034 5710086  STIOBT s o . 500.9933 562 931
UJ_i'J_l | . paa 1 T A G lal.J.th-l bl ez
540 545 550 555 580 565 570 575 580 585 500 505

Fig. S11(b) The representative experimental and simulated mass spectra of the peak at m/z = 560

for complex 3 in methanol-water solution at pH~7.5.
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Fig. S12 MS/MS spectrum (positive ion mode) of the peak at m/z = 1119 for complex 1 in

methanol-water solution at pH~7.5.
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Fig. S13 Potentiometric titration curve obtained by titrating complex 2 with 0.01 M NaOH. The

experimental points (black squares) are in good agreement with the theoretical curve (red line).
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Fig. S14 Potentiometric titration curve obtained by titrating complex 3 with 0.01 M NaOH. The

experimental points (black squares) are in good agreement with the theoretical curve (red line).
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Fig. S15 Species distribution curves of complex 3 as a function of pH.
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Fig. S16 Dependence of the rate on the concentration of substrate (BNPP) for complex 1. Inset
shows Lineweaver-Burk plot. [Complex] = 25 x 10~ M; [Buffer] =20 x 103 M; pH~11.8; 7= 0.1
M (NaClO,) in MeOH-H,0 (1:1; v/v) at 30°C.
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Fig. S17 Dependence of the rate on the concentration of substrate (BNPP) for complex 2. Inset
shows Lineweaver-Burk plot. [Complex] = 25 x 10> M; [Buffer] =20 x 10 M; pH~11.8; 7=10.1
M (NaClOy4) in MeOH-H,0 (1:1; v/v) at 30°C.

17



1.6x10°

1.2x10* .

8.0x10°

1/[Rate]

Rate (M min’)

4.0x10°

0.0

3x10°+

3x10°

2x10°4

2x10°4

1x10*

5x10"4

0
0 20 40 60 80 100 120 140 160 150 200

1/[Substrate|

[Substrate] (M)

0.000 0005 0010 0015 0.020

0.025

Fig. S18 Dependence of the rate on the concentration of substrate (BNPP) for complex 3. Inset
shows Lineweaver-Burk plot. [Complex] = 25 x 10~ M; [Buffer] =20 x 103 M; pH~11.8; /= 0.1

M (NaClO,) in MeOH-H,0 (1:1; v/v) at 30°C.
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