Table 2b. Data collection parameters and results of structure refinement for (Co1–xCux)SO4·5H2O

	xCu
	0.97
	1.00

	Space group
	P–1
	P–1

	Z
	2
	2

	Lattice parameters:
a (Å)


b (Å)


c (Å)


 (°)


 (°)


 (°)
	6.1181(6)

10.7059(11)

5.9599(6)

82.269(1)

107.336(1)

102.600(1)
	6.1134(4)

10.7116(6)

5.9584(3)

82.376(1)

107.323(1)

102.594(1)

	V (Å3)
	362.65(6)
	363.58(4)

	Density(calc) (mg/cm3)
	2.287
	2.287

	Crystal size (mm3)
	0.23 ( 0.20 ( 0.16
	0.18 ( 0.17 ( 0.12

	Crystal color
	blue
	blue

	 range data collection (°)
	1.95–28.26
	1.95–28.74

	Index range:
h

k


l
	–8 ... 7

–13 ... 14

–7 ... 7
	–7 ... 7

–14 ... 14

–7 ... 7

	Reflections collected
	4463
	4494

	Independent reflections
	1718
	1731

	Rint (%)
	2.76
	6.68

	Completeness of data (%)
	95.6
	92.0

	No. of parameters
	144
	144

	R1 index [I > 2] (%)
	1.94
	1.96

	R1 all data (%)
	1.99
	2.02

	wR2 index [I > 2] (%)
	5.45
	5.48

	wR2 index (%)
	5.49
	5.52

	Goodness-of-fit on F2
	1.065
	1.092

	Extinction coefficient
	0.036
	0.086

	Largest diff. peak (e Å–3)
	0.304
	0.319

	Largest diff. hole (e Å–3)
	–0.442
	–0.369



