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Table S1 Crystallographic data and structure refinement parameters for 2 and 3
	
	2
	3

	Empirical formula
	C38H40NiCl2N2O13
	C80H72Cu2Cl4N4O18

	Formula mass
	862.33
	1646.35

	T/°C
	-173
	-173

	Crystal system
	monoclinic
	triclinic

	Space group
	P21/n
	P

	a/Å
	21.3086(11)
	11.7941(5)

	b/Å
	5.1918(2)
	12.0669(6)

	c/Å
	15.6733(7)
	16.0164(7)

	α/°
	90
	68.505(4)

	β/°
	 103.742(5)
	83.818(4)

	γ/°
	90
	62.035(5)

	V/Å3
	1842.40(15)
	1867.53(17)

	Z
	2
	1

	ρcalc/g cm-3
	1.587
	1.464

	F(000)
	916
	850

	Radiation
	Cu–Kα (λ = 1.54178)
	Cu–Kα (λ = 1.54178)

	Reflections collected
	5427
	6657

	Independent reflections
	4892
	5132

	Goodness–of–fit(GOF)
	1.106
	1.071

	R1 [I>=2σ (I)]
	0.0887
	0.0622

	wR2 [I>=2σ (I)]
	0.2497
	0.1528

	wR2 (all refl.) 
	0.2545
	0.1686



Table S2 Hydrogen bond geometry in 2 (Å,°)
	D-H…A
	D-H
	H…A
	D…A
	D-H…A

	O1W-H1WA…O3a
	0.89
	1.75
	2.544(7)
	147

	O1W-H1WB…O1Wb
	0.89
	2.41
	3.064(7)
	131

	O1W-H1WB…O4Ab
	0.89
	2.08
	2.86(2)
	146

	O2W-H2WA…O2c
	0.89
	1.88
	2.771(9)
	175

	O2W-H2WB…O1Wd
	0.89
	2.37
	3.123(10)
	142

	O2W-H2WB…O3Wd
	0.89
	2.02
	2.496(17)
	112

	O3W-H3WB…O4A*
	0.85
	2.54
	2.89(2)
	106

	C2-H2…O1e
	0.95
	2.43
	3.339(9)
	161

	C12-H12…O1
	0.95
	2.43
	2.914(9)
	111

	C16-H16A…O3f
	0.99
	2.44
	3.429(9)
	175

	C18-H18A…O3f
	0.98
	2.36
	3.336(9)
	174


Symmetry codes: (a) 1-x, -y, 1-z; (b) 1-x, 1-y, 1-z; (c) 1-x, ½+y, 3/2-z; (d) x, 1+y, z; (e) x, ½-y, - ½ +z; (f) x, 1+y, z.

Table S3 Hydrogen bond geometry in 3 (Å,°)
	D-H…A
	D-H
	H…A
	D…A
	D-H…A

	C39-H39A…O4
	0.99(3)
	2.51
	3.182(7)
	125(3)

	O9-H9…O6a
	0.88(7)
	1.95(7)
	2.814(5)
	167(7)

	C32-H32…O3b
	0.95
	2.43
	3.127(7)
	131

	C35-H35…O9c
	0.95
	2.39
	3.324(7)
	168


Symmetry codes: (a) 1+x, -1+y, z; (b) 1-x, 1-y, 1-z; (c) 2-x, 1-y, 1-z.
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Fig. S1 The crystal voids in 3

Table S4 Type of coordination according to Nakamoto criteria [67]
	Compound 
	νas(OCO)/cm-1  
	νs(OCO)/cm-1  
	∆ν  
	Coordination mode 

	1 
	1560 
 (1556) 
	1327 
	233    (229)  
	monodentate

	2  
	1558  
	1328 
	230  
	monodentate

	3  
	1631 
 (1587)  
	1365 
(1361)
	266 (226) 
	monodentate/ bridging
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Fig. S2 The X-ray powder diffraction patterns of 1-2
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Fig. S3 Thermoanalytical curves with different heating rate of a) 1; b) 2; c) 3. 5°C min-1 plotted in green, 10°C min-1  is in red and 20°C min-1 is in blue
image1.png




image2.png
00 A\v.‘
J\ a
. (N S
A
. N,
W Nf A
. v :
—
: w’\w:._/\./
,





image3.png
TG %

80

60

40

20

TG %
100 b
80
60
40 \
\ \\
20 \l

TG %

100

100 200 300 400 500 600 700 800 900
Temperature /°C

100 200 300 400 500 600 700 800 900
Temperature /*C

100 200 300 400 500 600 700 800 900
Temperature /'C




