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Table S1. Selected bond lengths (Å) and angles (() for complexes 1 and 2.
	Complex 1

	Mn(1)-O(1)
	1.905(4)
	Mn(1)-N(1)
	1.985(4)

	Mn(1)-O(2)
	1.844(4)
	Mn(1)-N(2)
	1.983(4)

	Mn(1)-O(3)
	1.895(4)
	N(1)-C(7)
	1.281(6)

	Mn(1)-O(4)
	1.847(4)
	N(1)-C(9)
	1.490(6)

	O(3)-C(4)
	1.306(6)
	N(2)-C(22)
	1.279(6)

	O(2)-C(8)
	1.409(6)
	N(2)-C(24)
	1.485(7)

	N(2)-Mn(1)-N(1)
	171.69(17)
	O(1)-Mn(1)-N(2)
	96.16(17)

	O(2)-Mn(1)-O(4)
	91.36(16)
	O(1)-Mn(1)-N(1)
	90.26(17)

	O(2)-Mn(1)-O(3)
	90.46(17)
	O(2)-Mn(1)-N(2)
	89.81(18)

	O(3)-Mn(1)-O(1)
	87.67(16)
	O(2)-Mn(1)-N(1)
	83.96(18)

	O(4)-Mn(1)-O(3)
	174.15(17)
	O(3)-Mn(1)-N(1)
	95.51(16)

	O(4)-Mn(1)-O(1)
	91.09(17)
	O(4)-Mn(1)-N(1)
	90.22(17)

	Complex 2

	Cu(1)-N(1)
	1.946(6)
	O(2)-C(17)
	1.405(8)

	Cu(1)-N(2)
	1.933(5)
	O(3)-C(6)
	1.306(7)

	Cu(1)-O(1)
	1.890(4)
	N(1)-C(13)
	1.262(9)

	Cu(1)-O(2)
	1.963(4) 
	N(1)-C(16)
	1.477(9)

	Cu(1)-O(3)
	2.320(4)
	N(2)-C(20)
	1.472(9)

	Cu(1)-O(4)
	1.959(4)
	N(2)-C(22)
	1.274(8)

	N(1)-Cu(1)-O(1)
	94.4(2)
	O(1)-Cu(1)-O(4)
	94.57(18)

	N(1)-Cu(1)-O(2)
	84.2(2)
	O(2)-Cu(1)-O(3)
	76.09(16)

	N(1)-Cu(1)-O(3)
	98.0(2) 
	O(3)-Cu(1)-O(4)
	98.22(17)

	N(1)-Cu(1)-O(4)
	159.1(2)
	O(1)-Cu(1)-O(3)
	103.61(18)

	O(1)-Cu(1)-O(2)
	178.47(18)
	N(1)-C(13)-C(11)
	126.5(7)

	O(2)-Cu(1)-O(4)
	86.96(18)
	C(12)-O(1)-Cu(1)
	126.8(4)


Table S2. Crystallographic data and structure refinement parameters for complex 3.

	Formula
	C40H42Mn3N2O16

	Crystal system
	Triclinic

	Space group
	P-1

	Formula weight
	971.58 

	a (Å)
	10.5176(12)

	b (Å)
	11.6107(13)

	c (Å)
	12.1013(10)

	α, (°)
	104.219(8)

	Β (°)
	90.165(10)

	γ (°)
	104.805(10)

	V (Å3)
	1381.5(2)

	Z
	1

	T (K)
	298(2)

	Dcalc (Mg/m3)
	1.168

	Rint
	0.0660

	R1 [I>2σ(I)]
	0.1454 

	R1 (all data)
	0.2037 

	wR2 [I>2σ(I)]
	0.4030

	wR2 (all data)
	0.4594 
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Figure S1. UV-Vis absorption spectrum of complex 1 in 0–96 h.
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Figure S2. UV-Vis absorption spectrum of complex 2 in 0–96 h.
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Figure S3. UV-Vis absorption spectrum of complex 3 in 0–96 h.
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Figure S4. The molecular structure of complex 3.
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Figure S5. UV-Vis absorption spectrum of complex 2 (10 μM) in the absence and presence of CT-DNA (0–7 μM).
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Figure S6. UV-Vis absorption spectrum of complex 3 (10 μM) in the absence and presence of CT-DNA (0–7 μM).
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Figure S7. UV-Vis absorption spectrum of H2L1 (10 μM) in the absence and presence of CT-DNA (0–7 μM).
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Figure S8. UV-Vis absorption spectrum of H2L2 (10 μM) in the absence and presence of CT-DNA (0–7 μM).
[image: image9.jpg]Absorbance

Ligand 3

— 0 M
—1 M
—2 uM

7200 250 300 350
Wavenumber (nm)

400 450




Figure S9. UV-Vis absorption spectrum of H2L3 (10 μM) in the absence and presence of CT-DNA (0–7 μM).
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Figure S10. Plot of the [DNA]/(εa-εf) vs. [DNA] (complex 1).
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Figure S11. Plot of the [DNA]/(εa-εf) vs. [DNA] (complex 2).
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Figure S12. Plot of the [DNA]/(εa-εf) vs. [DNA] (complex 3).
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Figure S13. UV-Vis absorption spectrum of BSA in the absence and presence complex 2, CBSA = 10 μM, [complex 2] = 0–25 μM.
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Figure S14. UV-Vis absorption spectrum of BSA in the absence and presence complex 3, CBSA = 10 μM, [complex 3] = 0–25 μM.
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Figure S15. Effect of complex 2 on the synchronous fluorescence spectra of BSA system with wavelength difference of (left) Δλ = 15 nm and (right) Δλ = 60 nm.
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Figure S16. Effect of complex 3 on the synchronous fluorescence spectra of BSA system with wavelength difference of (left) Δλ = 15 nm and (right) Δλ = 60 nm.
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