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Fig. S1. 'H NMR of L! in CDClsz at room temperature.
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Fig. S2. 'H NMR of L2in CDClzat room temperature.
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Fig. S3. FT-IR (Solid) spectrum of L.
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Fig. S4. FT-IR (Solid) spectrum of L2.
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Fig. S5. FT—-IR (Solid) spectrum of 1.

e

€4'TS9
29769

8T'0LL
88758
8Y'vv6
€¢°LE0T
62°680T
06°9€TT
2'S6TT

62°0vcT
L/°T62T

26°89vT

00°S09T

2S9TLT

0E'v26T

6°¢80C

SLTvie
61'vvee

11°916¢

§0'¢89¢
66°0v.E

00T

86

96

v6

26

1000

1500

2000

2500

3000

3500

Wavenumber cm-1

Fig. S6. FT—IR (Solid) spectrum of 2.
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Fig. S8. HRMS spectra of 1 (a) experimental, (b) simulated and 2 (c) experimental, (d) simulated.
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Fig. S9. Electronic spectra of L, 1 (top) and L?, 2 (bottom) in methanol at room temperature.
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Fig. S10. Schematic representation of 1 and 2
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Fig. S11. The mean plane of copper ion sitting position in (a) 1 and (b) Cul center of 2 and (c)

Cu2 center of 2.
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Fig. S13. n—n stacking present in the crystal structures of 1.

Fig. S14. n—r stacking present in the crystal structures of 2 between Cul centers.



Fig. S16. Internuclear interactions present in the crystal structures of 2.
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Fig. S17. CV and DPV of (a) 1 and (b) 2 in acetonitrile using 0.1 M TBAP as supporting

electrolyte under argon atmosphere. The peak indicated by * is the deposited copper, for Cu®

— Cu' oxidation.

(@)

Absorbance

Abs. Diff.

400

T T T T T T T T
500 600 700 0 10 20 30 40 50 60

A/nm Time



(b)

(©)

(d)

Absorbance

Absorbance

Absorbance

Abs. Diff.
o o o o
S =y o ° [
N S © = N
N L H L

o

o

o

=3
N

Abs. Diff.
o
8

0.04 1

0.02 1

0.00

Abs. Diff.

o

=3

>
L

T T T
20 30 40
Time

T T
50 60

20 30 40
Time

20 30 40
Time

50 60
50 60

Fig. S18. Increase in phenoxazinone absorbance during the catalytic oxidation of (a) 0.25 x
1072 M, (b) 0.50 x 102 M, (c) 0.75 x 102 M and (d) 1.00 x 10~ M o-aminophenol with 1 x

10~* M complex 1 at room temperature (25 °C) (left) and respective rate constant determination

(right).
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Fig. S19. Increase in phenoxazinone absorbance during the catalytic oxidation of (a) 0.25 x
1072 M, (b) 0.50 x 102 M, (c) 0.75 x 102 M and (d) 1.00 x 10~ M o-aminophenol with 1 x
10~* M complex 2 at room temperature (25 °C) (left) and respective rate constant determination
(right).
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Fig. S20. Initial rate versus substrate concentration plot for the oxidation of o-aminophenol
catalysed by 2 at room temperature (25 °C).
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Fig. S21. Lineweaver-Burk plots for the oxidation of o-aminophenol catalysed by 2 at room

temperature (25 °C).
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Fig. S22. Increase in quinone absorbance during the catalytic oxidation of (a) 0.25 x 1072 M, (b) 0.50
x 107 M, (c) 0.75 x 1072 M and (d) 1.00 x 1072 M 3,5-DTBC with 1 x 10~°> M complex 1 at room

temperature (25 °C) (left) and respective rate constant determination (right).
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Fig. S23. Increase in quinone absorbance during the catalytic oxidation of (a) 0.25 x 1072 M, (b) 0.50
x 1072 M, (c) 0.75 x 1072 M and (d) 1.00 x 1072 M 3,5-DTBC with 1 x 10~°> M complex 2 at room

temperature (25 °C) (left) and respective rate constant determination (right).
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Fig. S24. Initial rate versus substrate concentration plot for the oxidation of 3,5-DTBC catalysed

by 2 at room temperature (25 °C).
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Fig. S28. Evidence of adduct formation along with peroxide in case of o-aminophenol

oxidation catalysed by 1 found via mass spectrometry.
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Fig. S29. Evidence of adduct formation along with peroxide in case of o-aminophenol

oxidation catalysed by 2 found via mass spectrometry.
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