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Scheme S1. Reaction mechanism for 1.

Table S1. Selected bond lengths (Å) and bond angles (°) for 1.

	C1–N1
	1.306(5)
	C1–Cl1
	1.742(4)

	C1–C2
	1.377(6)
	C2–C3
	1.373(6)

	C3–C4
	1.381(6)
	C4–C5
	1.361(5)

	C5–N1
	1.335(4)
	C5–N2
	1.423(5)

	C6–N3
	1.269(5)
	C6–C7
	1.481(5)

	C6–C9
	1.518(5)
	C7–O1
	1.193(5)

	C7–O2
	1.320(5)
	C8–O2
	1.448(5)

	C9–C11
	1.510(4)
	C9–C21
	1.528(5)

	C9–C10
	1.533(5)
	C10–O3
	1.195(4)

	C10–N2
	1.384(5)
	C11–C15
	1.355(5)

	C11–C12
	1.424(5)
	C12–N4
	1.317(4)

	C12–C13
	1.466(5)
	C13–O4
	1.198(4)

	C13–O5
	1.329(4)
	C14–O5
	1.441(5)

	C15–O6
	1.330(4)
	C15–N5
	1.378(4)

	C16–C17
	1.376(5)
	C16–N6
	1.339(5)

	C16–N5
	1.401(5)
	C17–C18
	1.367(6)

	C18–C19
	1.373(7)
	C19–C20 
	1.382(6) 

	C20–N6
	1.322(5)
	C20–Cl2
	1.732(5)

	C21–C25
	1.364(5)
	C21–C22
	1.408(6)

	C22–N7
	1.319(5)
	C22–C23
	1.495(6)

	C23–O7
	1.187(5)
	C23–O8
	1.310(6)

	C24–O8
	1.470(8)
	C25–O9
	1.336(5)

	C25–N8
	1.359(5)
	C26–N9
	1.320(6)

	C26–C27
	1.371(7)
	C26–N8
	1.425(5)

	C27–C28
	1.391(8)
	C28–C29
	1.366(10)

	C29–C30
	1.363(9)
	C30–N9
	1.337(6)

	C30–Cl3
	1.719(7)
	N2–N3
	1.376(4)

	N4–N5
	1.357(4)
	N7–N8
	1.358(5)

	N1–C1–C2
	124.8(4)
	N1–C1–Cl1
	115.9(3)

	C2–C1–Cl1
	119.3(3)
	C3–C2–C1
	117.6(4)

	C2–C3–C4
	119.5(4)
	C5–C4–C3 
	117.2(4)

	N1–C5–C4
	125.0(3)
	N1–C5–N2
	114.2(3)

	C4–C5–N2
	120.8(3)
	N3–C6–C7
	117.7(3)

	N3–C6–C9
	113.9(3)
	C7–C6–C9
	128.3(3)

	O1–C7–O2
	125.2(4)
	O1–C7–C6
	124.5(4)

	O2–C7–C6
	110.3(3) 
	C11–C9–C6
	114.7(3)

	C11–C9–C21
	112.9(3)
	C6–C9–C21
	110.7(3)

	C11–C9–C10
	115.4(3)
	C6–C9–C10
	99.1(3)

	C21–C9–C10
	102.8(3)
	O3–C10–N2
	125.7(3)

	O3–C10–C9
	129.3(3)
	N2–C10–C9
	104.7(3)

	C15–C11–C12
	103.8(3)
	C15–C11–C9
	126.0(3)

	C12–C11–C9
	130.3(3)
	N4–C12–C11
	112.8(3)

	N4–C12–C13
	120.6(3)
	C11–C12–C13
	126.6(3)

	O4–C13–O5
	124.1(4)
	O4–C13–C12
	122.7(3)

	O5–C13–C12
	113.2(3)
	O6–C15–C11
	130.5(3)

	O6–C15–N5
	121.9(3)
	C11–C15–N5
	107.6(3)

	N6–C16–C17
	124.0(4)
	N6–C16–N5
	114.7(3)

	C17–C16–N5
	121.4(4)
	C18–C17–C16
	117.7(4)

	C19–C18–C17
	120.4(4)
	C18–C19–C20
	116.9(4) 

	N6–C20–C19
	124.9(4)
	N6–C20–Cl2
	115.2(3)

	C19–C20–Cl2
	119.9(4)
	C25–C21–C22
	104.0(3)

	C25–C21–C9
	127.7(3)
	C22–C21–C9
	128.0(3)

	N7–C22–C21
	112.5(4)
	N7–C22–C23
	118.3(4)

	C21–C22–C23
	129.2(4)
	O7–C23–O8
	124.2(4)

	O7–C23–C22
	124.7(5)
	O8–C23–C22
	111.1(4)

	O9–C25–N8
	121.9(3)
	O9–C25–C21
	130.6(3)

	N8–C25–C21
	107.6(3)
	N9–C26–C27
	125.3(4)

	N9–C26–N8
	113.4(4)
	C27–C26–N8
	121.2(5)

	C26–C27–C28
	115.9(6)
	C29–C28–C27
	120.5(6)

	C30–C29–C28
	117.9(5)
	N9–C30–C29
	123.8(6)

	N9–C30–Cl3
	115.1(5)
	C29–C30–Cl3
	121.2(4)

	C1–N1–C5
	116.0(3)
	N3–N2–C10
	113.4(3)

	N3–N2–C5
	119.3(3)
	C10–N2–C5
	126.7(3)

	C6–N3–N2
	108.2(3)
	C12–N4–N5
	104.3(3)

	N4–N5–C15
	111.4(3)
	N4–N5–C16
	120.4(3)

	C15–N5–C16
	128.2(3)
	C20–N6–C16
	116.1(43)

	C22–N7–N8
	104.5(3)
	N7–N8–C25
	111.4(3)

	N7–N8–C26
	120.4(4)
	C25–N8–C26
	128.1(4)

	C26–N9–C30
	116.5(5)
	C7–O2–C8
	116.8(4)

	C13–O5–C14
	115.9(3)
	C23–O8–C24
	117.4(5)
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Figure S1.The dimer of 1.
[image: image3.jpg]



Figure S2. Packing drawing of 1.
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Fig. S3 1D chain of 2.

Table S2. Selected bond lengths [Å] and angles [°] for 2-6.

	complexes
	2
	3
	4
	5
	6

	Cu1–N3
	1.989(4)
	1.997 (7)
	2.020(6)
	1.977(4)
	2.012(4)

	Cu1–N16
	2.011(4)
	2.003 (6)
	2.044(6)
	2.001(4)
	1.979(5)

	Cu1–N1
	2.045(4)
	2.050 (7)
	2.060(7)
	2.044(4)
	2.076(5)

	Cu1–N18
	2.066(4)
	2.085 (6)
	1.983(6)
	2.075(4)
	2.064(5)

	Cu2–N12
	1.996(4)
	1.973 (7)
	2.005(7)
	1.994(4)
	1.991(4)

	Cu2–N7
	1.994(4)
	2.045 (7)
	1.985(6)
	2.018(4)
	1.966(5)

	Cu2–N10
	2.038(4)
	1.981 (6)
	2.077(6)
	2.042 (4)
	2.045(5)

	Cu2–N9
	2.095(4)
	2.041 (7)
	2.052(6)
	2.057 (4)
	2.057(5)

	N3–Cu1–N16
	128.6(2)
	126.9 (3)
	119.7(2)
	130.3(2)
	126.0(2)

	N3–Cu1–N1
	81.4(2)
	80.1 (3)
	79.3(3)
	80.2(2)
	78.4(2) 

	N16–Cu1–N1
	117.7(2)
	123.2 (3)
	136.9(3)
	120.8(2)
	128.2(2)

	N3–Cu1–N18
	118.8(2)
	128.8 (3)
	128.6(3)
	119.0(2)
	123.3(2)

	N16–Cu1–N18
	79.9(2)
	78.4 (2)
	80.6(3)
	78.8(2)
	80.1(2)

	N1–Cu1–N18
	138.1(2)
	126.4 (3)
	119.4(2)
	135.8(2)
	127.8(2)

	N12–Cu2–N7
	134.3(2)
	131.5 (3)
	129.8(3)
	130.3(2)
	129.9(2) 

	N12–Cu2–N10
	80.6(2) 
	80.7 (3)
	78.8(3)
	80.4(2)
	79.3(2) 

	N7–Cu2–N10
	121.2(2)
	122.9 (3)
	120.0(3)
	120.9(2)
	124.3(2)

	N12–Cu2–N9
	117.0(2) 
	122.7 (3)
	120.3(3)
	118.6(2)
	122.2(2)

	N7–Cu2–N9
	78.4(2)
	78.9 (3)
	80.8(3)
	79.1(2)
	80.9(2)

	N10–Cu2–N9
	133.8(2)
	127.3 (3)
	135.1(3)
	135.45 (2)
	127.2(2)


Table S3. Coordination number (N), bond valence sum (BVS), expected atomic valence (V) and deviation from the expected atomic valence (∆V) for the copper cations.

	
	complexes
	2
	3
	4
	5
	6

	
	Cu
	Cu1
	Cu2
	Cu1
	Cu2
	Cu1
	Cu2
	Cu1
	Cu2
	Cu1
	Cu2

	
	N
	4N
	4N
	4N
	4N
	4N
	4N
	4N
	4N
	4N
	4N

	
	BVS
	1.30
	1.29
	1.28
	1.36
	1.30
	1.29
	1.31
	1.30
	1.28
	1.35

	
	V
	1
	1
	1
	1
	1
	1
	1
	1
	1
	1

	
	∆V
	0.30
	0.29
	0.28
	0.36
	0.30
	0.29
	0.31
	0.30
	0.28
	0.35
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Fig. S4 DFT calculations of 1.

[image: image6.png]ICCCCECECEES

( 94) a1l uoIqIyU|

Concentration(uM)




Fig. S5 Histogram for the inhibition rates of 1 at different concentration (μM) for 48 hours towards six selected tumor cells.
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Fig. S6 Histogram for the inhibition rates of 2 at different concentration (μM) for 48 h towards six selected tumor cell lines.
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Fig. S7 Inhibition rates of 3 towards six selected cell lines at different concentration (μM) for 48 h.
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Fig. S8 Inhibition rates of 4 towards six selected cell lines at different concentration (μM) for 48 h.
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Fig. S9 IR plot of 1.
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Fig. S10 IR plot of 2.
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Fig. S11 IR plot of 3.
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Fig. S12 IR plot of 4.
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Fig. S13 IR plot of 5.
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Fig. S14 IR plot of 6.
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Fig. S15 1H NMR of 1.
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Fig. S16. 13C NMR of 1.
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Fig. S17 ESI-MS of 1.


