Syntheses, structural characterization, and thermal behaviour of metal complexes with 3-aminopyridine as co-ligands
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Table S1: Selected bond distances (Å) and bond angles (°) of 1 and 2.

	Compound 1
	
	
	

	Ni1-O2a
	2.0651(15)
	Ni1-O1a
	2.0819(15)

	Ni1-N1a
	2.0978(17)
	Ni2-O3b
	2.0429(15)

	Ni2-O4b
	2.0591(15)
	Ni2-N2b
	2.1729(18)

	O2-Ni1-O1
	90.61(6)
	O1-Ni1-N1a
	93.85(6)

	O1-Ni1-N1a
	92.25(6)
	
	

	Compound 2
	
	
	

	Co1-O2a
	2.0805(13)
	Co1-O1a
	2.1100(13)

	Co1-N1a
	2.1446(14)
	Co2-O3b
	2.0546(13)

	Co2-O4b
	2.1007(13)
	Co2-N2b
	2.2253(15)

	O2-Co1-O1
	90.69(5)
	O1-Co1-N1a
	91.41(5)

	O2-Co1-N1a
	94.30(5)
	
	


Symmetry codes for 1 and 2: (a) 1-x,1-y,1-z; (b) 1-x,-y,2-z.
Table S2: Selected bond distances (Å) and bond angles (°) of 3 and 4.
	Compound 3
	
	
	

	Co1-N5a
	2.0831(14)
	Co1-N1
	2.1993(14)

	Co1-N3a
	2.2119(14)
	S1-C11
	1.6386(16)

	N1-C11
	1.160(2)
	N5a-Co1-N1
	90.68(5)

	N5a-Co1-N3a
	90.85(5)
	N1-Co1-N3
	92.73(5)

	C11-N5-Co1
	156.89(13)
	N5-C11-S1
	177.28(15)

	Compound 4
	
	
	

	Co1-N1
	1.941(4)
	Co1-N2
	1.955(5)

	Co1-N3
	2.016(3)
	Co1-N3a
	2.016(3)

	N1-C1
	1.155(7)
	C1-S1
	1.630(6)

	N2-C2
	1.160(7)
	C2-S2
	1.626(6)

	N1-Co1-N2
	119.96(19)
	N1-Co1-N3a
	109.55(11)

	N2-Co1-N3
	103.00(11)
	N1-Co1-N3
	109.55(11)

	N2-Co1-N3a
	103.00(11)
	N3-Co1-N3a
	111.49(17)

	C1-N1-Co1
	170.7(5)
	N1-C1-S1
	178.1(5)

	C2-N2-Co1
	170.7(4)
	N2-C2-S2
	179.5(5)


Symmetry codes for 3: (a)1/2-x,3/2-y,1-z; for 4: (a) x,1/2-y,-1/2+z.

Table S3: Selected bond distances (Å) and bond angles (°) of 5 and 6.
	Compound 5
	
	
	

	Co1-N1
	2.107(3)
	Co1-N4
	2.118(3)

	Co1-N9
	2.183(3)
	Co1-N13
	2.184(3)

	Co1-N11
	2.233(3)
	Co1-N7
	2.238(3)

	N1-N2
	1.199(5)
	N2-N3
	1.170(5)

	N4-N5
	1.182(5)
	N5-N6
	1.182(5)

	N1-Co1-N4
	179.9(2)
	N9-Co1-N13
	179.55(14)

	N7-Co1-N11
	179.61(15)
	Co1-N1-N2
	129.7(3)

	Co1-N4-N5
	130.0(3)
	N1-N2-N3
	178.3(4)

	N4-N5-N6
	178.3(4)
	
	

	Compound 6
	
	
	

	Co1-N1
	1.945(2)
	Co1-N4
	1.947(2)

	Co1-N7
	1.971(2)
	Co1-N10
	1.974(2)

	Co1-N12
	1.976(2)
	Co1-N14
	1.978(2)

	N1-N2
	1.205(3)
	N2-N3
	1.155(3)

	N4-N5
	1.191(3)
	N5-N6
	1.159(4)

	N7-N8
	1.203(3)
	N8-N9
	1.158(3)

	N1-Co1-N7
	177.77(9)
	N4-Co1-N12
	175.57(10)

	N10-Co1-N14
	179.08(9)
	Co1-N1-N2
	123.67(19)

	Co1-N4-N5
	123.2(2)
	N1-N2-N3
	175.0(3)

	Co1-N7-N8
	122.1(3)
	N4-N5-N6
	175.8(3)

	N7-N8-N9
	177.3(2)
	
	


Table S4: Possible hydrogen bonds of compounds 1 – 6.

	D-H..A*
	Symmetry of A
	D…A (Å)
	D-H..A (°)

	Compound 1
	
	
	

	O1-H21…O5
	[1-x,1-y,1-z]
	2.676(2)
	176

	O1-H22…O9
	[2-x,1-y,1-z]
	2.740(2)
	177

	O2-H23…O7
	[1-x,1-y,1-z]
	2.762(2)
	177

	O2-H24…O7
	[-1+x,y,z]
	2.705(2)
	169

	O3-H25…O5
	
	2.681(2)
	176

	O3-H26…O8
	[1-x,1-y,2-z]
	2.718(2)
	170

	O4-H27…O9
	[1-x,1-y,2-z]
	2.730(2)
	176

	O4-H28…O6
	[1-x,-y,2-z]
	2.779(2)
	173

	O9-H29…O8
	
	2.674(2)
	165

	O9-H30…O3
	[2-x,1-y,2-z]
	2.786(2)
	170

	N2-H31…O3
	[1-x,-y,2-z]
	2.910(2)
	105

	N2-H32…O6
	[-1+x,y,z]
	3.122(3)
	167

	Compound 2
	
	
	

	O1-H21…O5
	[1-x,1-y,1-z]
	2.678(2)
	174

	O1-H22…O9
	[2-x,1-y,1-z]
	2.725(2)
	173

	O2-H23…O7
	[1-x,1-y,1-z]
	2.752(2)
	176

	O2-H24…O7
	[-1+x,y,z]
	2.701(2)
	168

	O3-H25…O5
	
	2.676(2)
	175

	O3-H26…O8
	[1-x,1-y,2-z]
	2.707(2)
	172

	O4-H27…O9
	[1-x,1-y,2-z]
	2.733(2)
	176

	O4-H28…O6
	[1-x,-y,2-z]
	2.781(2)
	170

	O9-H29…O8
	
	2.670(2)
	171

	O9-H30…O3
	[2-x,1-y,2-z]
	2.780(2)
	174

	N2-H32…O6
	[-1+x,y,z]
	3.144(2)
	167

	Compound 3
	
	
	

	N2-H2A…N4
	[1/2-x,-1/2+y,1/2-z]
	3.354(2)
	155

	N4-H4B…N2
	[x,1-y,-1/2+z]
	3.100(3)
	176

	Compound 4
	
	
	

	N4-H42…S2
	[-x,-1/2+y,1-z]
	3.552(4)
	171

	Compound 5
	
	
	

	N8-H91…N3
	[x,y,1+z]
	3.097(5)
	158

	N8-H92…N4
	[-1+x,y,z]
	3.156(5)
	154

	N10-H93…N6
	[-1x+,y,z]
	3.090(6)
	161

	N10-H94…N8
	[-x,-1/2+y,2-z]
	3.297(5)
	151

	N12-H95…N1
	[1+x,y,z]
	3.142(5)
	143

	N12-H96…N6
	[x,y,-1+z]
	3.107(6)
	168

	N14-H98…N3
	[1+x,y,z]
	3.076(5)
	173

	Compound 6
	
	
	

	N11-H6A…N9
	[x,3/2-y,1/2z]
	3.124(4)
	150

	N13-H13B…N9
	[x,-1+y,z]
	3.158(6)
	161

	N15-H15C…N9
	[-x,-1/2+y,1/2-z]
	3.223(5)
	146


Table S5: (-( ring-ring interactions in compounds 1 – 6.

	
	ring(A)
	ring(B)
	Cg(A)...Cg(B) (Å)

	Compound 1
	Cg(py1)
	Cg(py1)[1-x,-y,1-z]
	3.5558(13) 

	Compound 2
	Cg(py1)
	Cg(py1)[1-x,-y,1-z]
	3.5367(12) 

	Compound 3
	Cg(py1)
	Cg(py1)[1-x,y,3/2-z]
	4.5257(11) 

	
	Cg(py1)
	Cg(py1)[1-x,1-y,1-z]
	3.9937(11) 

	Compound 4
	Cg(py1)
	Cg(py1)[-1/2+x,y,3/2-z]
	4.980(2) 

	Compound 5
	Cg(py1)
	Cg(py3)[x,y,1+z]
	3.806(2) 

	
	Cg(py2)
	Cg(py4)[x,y,1+z]
	5.235(2) 

	
	Cg(py4)
	Cg(py2)[1-x,1/2+y,2-z]
	5.326(2) 

	Compound 6
	Cg(py1)
	Cg(py4)[x,3/2-y,1/2+z]
	4.2361(17) 

	
	Cg(py1)
	Cg(py5)[x,3/2-y,1/2+z]
	4.2361(17) 
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Fig. S1: Packing plot of 1.
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Fig. S2: Packing plot of 2.
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Fig. S3: Packing plot of 3.
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Fig. S4: Packing plot of 4.
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Fig. S5: Packing plot of 5.
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Fig. S6: Packing plot of 6.
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Fig. S7: XRD pattern of 1.
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Fig. S8: XRD pattern of 2.
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Fig. S9: XRD pattern of 3.

[image: image10.jpg]Counts

15000

10000

5000

T
El
Position [*2Theta] (Copper (Cu))





Fig. S10: XRD pattern of 4.
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Fig. S11: XRD pattern of 5.
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Fig. S12: XRD pattern of 6.
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Fig. S13: XRD pattern of decomposition products of 1 at 975°C (Ni3S2 ICSD-23114, main component and NiO ICSD-9866, minor component). Peaks of NiO are marked by (+).
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Fig. S14: XRD pattern of decomposition product of 2 at 975°C (Co9S8, ICSD-40046).
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Fig. S15: XRD pattern of decomposition product of 3 at 220°C [Co(3-ampy)2(NCS)2], (4).
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Fig. S16: XRD pattern of decomposition product of 3 at 975°C (Co9S8, ICSD-40046).
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