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Fig. S1 FT-IR spectrum of complex 2.
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Fig. S2 FT-IR spectrum of complex 4.
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Fig. S3 (a) d-d transition and (b) charge transfer spectra of complexes 1-4.

Table S1 Selected Bond Lengths (A°) and angles (deg) for Complex 1 and 2

Complex 1 Complex 2
Col-01 1.891(2) Col-01 1.882(7)
Col1-02 1.974(3) Col-02 1.950(7)
Col-N1 1.867(3) Col-N1 1.859(8)
Col1-N2 1.940(3) Col-N2 1.924(8)
Col1-N3 1.889(4) Col-N3 1.918(8)
Col-N4 1.895(3) Col-Col 2.981(10)
01-Co1-02 91.44(11) 01-Col1-02 91.4(3)
01-Col1-N1 96.88(12) 0O1-Col-N1 94.8(3)
01-Co1-N2 177.00(12) 01-Col1-N2 177.6(3)
01-Col-N3 90.49(14) 01-Co1-N3 89.3(3)
01-Col1-N4 89.85(12) 02-Col-N1 172.0(3)
02-Col-N1 171.63(11) 02-Co1-N2 86.3(3)
02-Co1-N2 85.69(12) 02-Co1-N3 92.0(3)
02-Co1-N3 89.48(13) N1-Col-N2 87.5(4)
02-Co1-N4 90.83(12) N1-Col-N3 93.0(3)
N1-Col-N2 86.01(12) N2-Col1-N3 91.5(3)
N1-Col-N3 91.37(14)
N1-Col-N4 88.28(13)
N2-Col1-N3 88.63(15)
N2-Col-N4 91.04(12)
N3-Col-N4 179.54(13)




Table S2 Selected Bond Lengths (A°) and angles (deg) for Complex 3 and 4

Complex 3 Complex 4

Col-01 1.846(2) Col-01 1.877(3)
Col-02 1.934(2) Co1-02 1.936(3)
Col-N1 1.871(2) Col-N1 1.888(4)
Col-N2 1.928(3) Col-N2 1.964(5)
Col-N3 1.895(3) Col-N3 1.940(4)
Col-N4 1.899(3) Col-N6 1.941(4)
01-Col-02 86.08(9) 01-Co1-02 86.43(14)
01-Co1-N1 91.47(10) 01-Co1-N1 92.55(16)
01-Col-N2 88.12(9) 01-Col-N2 171.44(17)
01-Col-N3 91.86(9) 01-Co1-N3 92.07(17)
01-Col-N4 174.70(9) 01-Col-N6 92.28(16)
02-Co1-N1 176.41(11) 02-Co1-N1 178.98(17)
02-Col-N2 85.90(10) 02-Co1-N2 85.38(16)
02-Co1-N3 89.90(10) 02-Co1-N3 89.26(16)
02-Co1-N4 88.62(10) 02-Col-N6 89.05(15)
N1-Col-N2 91.40(13) N1-Col-N2 95.64(19)
N1-Col-N3 92.81(10) N1-Col-N3 90.83(18)
N1-Col-N4 93.82(10) N1-Col-N6 90.93(17)
N2-Col1-N3 175.79(9) N2-Col-N3 85.34(19)
N2-Col-N4 91.32(11) N2-Col-N6 90.08(18)
N3-Col-N4 88.32(11) N3-Col-N6 175.23(19)
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Fig. S4 ESI-MS spectrum of complex 1.
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Fig. S5 ESI-MS spectrum of complex 2.

DD828 ACN
CU_03112016_16 5 (0.121) AM (Top.4, Ar,10000.0.0.00,0.70). Sm (Mn, 2x1.00); Cm (5:51) 1: TOF MS ES+
100 279.0088 6 3607
*®
557.1016
559.1158
3020514
234 0271 gre.0ne 734 0446
. 017.0879
140 9951 N701% 7350476 830 9805
1 { anzmo | J_ L ll { o3s4s27 U7V 413004041167 9005
0 ou : i A A\ . L A bl A A PO W a—
100 200 300 400 500 600 700 800 900 1000 1100

Fig. S6 ESI-MS spectrum of complex 3.
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Fig. S7 ESI-MS spectrum of complex 4.
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Fig. S8 Oxidation of 3,5-DTBC by (a) complex 1 and (b) complex 3 observed in UV-Vis

spectroscopy with time.
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Fig. S9 Detection of H>O, formation during oxidation of 3,5-DTBC observed
spectrophotometrically.
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Fig. S10 Dependence of rate of reaction on substrate concentration (inset Lineweaver Burk

plot) for (a) complex 1 and (b) complex 3.



