Table 2. Calculated (Fc) and observed (Fo) structure factors for the crystal structure of melliniite

	h
	k
	l
	Fc
	Fo

	
	
	
	
	

	0
	1
	1
	5.30
	5.44

	1
	1
	1
	849.63
	853.70

	0
	0
	2
	364.05
	435.17

	1
	0
	2
	203.85
	205.50

	0
	1
	2
	3917.70
	4189.86

	1
	1
	2
	759.45
	935.75

	0
	2
	2
	31.39
	32.25

	1
	2
	2
	27036.60
	27273.90

	2
	2
	2
	615.65
	697.87

	1
	0
	3
	14335.50
	13902.41

	2
	0
	3
	390.56
	376.06

	0
	1
	3
	21505.72
	25401.42

	1
	1
	3
	6655.75
	6508.08

	2
	1
	3
	598.38
	622.70

	0
	2
	3
	193.27
	233.77

	1
	2
	3
	2239.40
	2268.21

	2
	2
	3
	21.59
	22.08

	0
	3
	3
	59.68
	67.06

	1
	3
	3
	315.20
	304.53

	2
	3
	3
	1124.95
	1072.23

	3
	3
	3
	1048.16
	1076.02

	0
	0
	4
	214.67
	216.48

	1
	0
	4
	564.62
	572.33

	2
	0
	4
	4672.60
	4996.42

	3
	0
	4
	3059.61
	2916.52

	0
	1
	4
	141.96
	135.21

	1
	1
	4
	3036.93
	3183.91

	2
	1
	4
	393.97
	373.71

	3
	1
	4
	5708.71
	5441.77

	0
	2
	4
	2512.66
	2616.82

	1
	2
	4
	108.04
	100.11

	2
	2
	4
	1011.19
	1000.19

	3
	2
	4
	2477.20
	2568.05

	0
	3
	4
	115.42
	112.41

	1
	3
	4
	5457.20
	5242.43

	2
	3
	4
	3863.48
	3944.46

	3
	3
	4
	895.68
	831.71

	0
	4
	4
	462.20
	446.42

	1
	4
	4
	64.28
	63.85

	2
	4
	4
	3609.28
	3332.58

	3
	4
	4
	125.85
	136.00

	4
	4
	4
	201.03
	198.83

	1
	0
	5
	567.19
	568.66

	2
	0
	5
	5042.49
	5691.38

	3
	0
	5
	187.66
	198.28

	4
	0
	5
	158.75
	153.90

	0
	1
	5
	1526.34
	1724.12

	1
	1
	5
	2955.21
	3107.74

	2
	1
	5
	455.47
	446.35

	3
	1
	5
	1614.04
	1731.38

	4
	1
	5
	66.61
	66.74

	0
	2
	5
	4526.78
	4499.49

	1
	2
	5
	1909.29
	2140.82

	2
	2
	5
	3.53
	3.88

	3
	2
	5
	248.52
	229.58

	4
	2
	5
	83.01
	87.29

	0
	3
	5
	26.60
	27.12

	1
	3
	5
	1607.89
	1537.83

	2
	3
	5
	1297.88
	1397.30

	3
	3
	5
	675.68
	690.60

	4
	3
	5
	219.79
	212.67

	0
	4
	5
	147.10
	155.86

	1
	4
	5
	193.25
	186.05

	2
	4
	5
	149.51
	139.55

	3
	4
	5
	34.54
	36.84

	4
	4
	5
	784.11
	770.27

	0
	5
	5
	1924.77
	1777.81

	1
	5
	5
	203.06
	213.95

	2
	5
	5
	200.89
	196.84

	3
	5
	5
	728.98
	689.32

	4
	5
	5
	122.91
	127.82

	5
	5
	5
	35.25
	32.09

	0
	0
	6
	24.14
	24.11

	1
	0
	6
	2285.91
	2552.81

	2
	0
	6
	251.82
	260.67

	3
	0
	6
	716.69
	696.16

	4
	0
	6
	11.73
	11.54

	5
	0
	6
	1039.51
	1020.32

	0
	1
	6
	2045.65
	2096.66

	1
	1
	6
	1160.77
	1262.19

	2
	1
	6
	682.18
	680.98

	3
	1
	6
	219.94
	210.24

	4
	1
	6
	587.19
	634.99

	5
	1
	6
	236.17
	226.36

	0
	2
	6
	760.83
	751.25

	1
	2
	6
	318.47
	335.44

	2
	2
	6
	141.04
	140.59

	3
	2
	6
	1168.97
	1159.56

	4
	2
	6
	800.80
	845.39

	5
	2
	6
	51.81
	49.77

	0
	3
	6
	1162.78
	1116.67

	1
	3
	6
	210.07
	233.46

	2
	3
	6
	671.85
	682.45

	3
	3
	6
	5.11
	4.58

	4
	3
	6
	215.47
	224.55

	5
	3
	6
	502.05
	478.49

	0
	4
	6
	72.98
	68.35

	1
	4
	6
	290.02
	303.42

	2
	4
	6
	416.51
	403.40

	3
	4
	6
	659.14
	600.36

	4
	4
	6
	9.10
	9.11

	5
	4
	6
	256.48
	248.27

	0
	5
	6
	1378.48
	1266.05

	1
	5
	6
	163.17
	170.72

	2
	5
	6
	138.69
	138.53

	3
	5
	6
	435.94
	421.74

	4
	5
	6
	119.41
	121.48

	5
	5
	6
	111.69
	104.08

	0
	6
	6
	211.91
	193.41

	1
	6
	6
	73.98
	78.02

	2
	6
	6
	48.75
	48.94

	3
	6
	6
	31.97
	29.71

	4
	6
	6
	4.17
	3.30

	5
	6
	6
	4.73
	3.86

	1
	0
	7
	292.60
	288.31

	2
	0
	7
	239.73
	270.48

	3
	0
	7
	342.29
	327.46

	4
	0
	7
	1.86
	2.04

	5
	0
	7
	118.85
	129.81

	6
	0
	7
	33.88
	30.78

	0
	1
	7
	75.80
	76.08

	1
	1
	7
	109.25
	125.01

	2
	1
	7
	595.86
	601.04

	3
	1
	7
	594.22
	583.21

	4
	1
	7
	346.54
	382.45

	5
	1
	7
	26.33
	25.20

	6
	1
	7
	51.88
	47.39

	0
	2
	7
	143.55
	166.15

	1
	2
	7
	456.04
	464.12

	2
	2
	7
	165.38
	154.38

	3
	2
	7
	855.46
	942.15

	4
	2
	7
	72.51
	74.63

	5
	2
	7
	321.48
	298.25

	6
	2
	7
	93.61
	96.77

	0
	3
	7
	442.81
	434.57

	1
	3
	7
	456.87
	423.89

	2
	3
	7
	670.29
	744.02

	3
	3
	7
	14.81
	16.38

	4
	3
	7
	65.12
	62.66

	5
	3
	7
	24.85
	24.89

	6
	3
	7
	71.88
	67.20

	0
	4
	7
	417.45
	419.87

	1
	4
	7
	163.52
	182.04

	2
	4
	7
	289.96
	278.31

	3
	4
	7
	97.95
	86.26

	4
	4
	7
	205.26
	219.52

	5
	4
	7
	94.99
	91.66

	6
	4
	7
	100.94
	87.84

	0
	5
	7
	31.69
	35.65

	1
	5
	7
	11.71
	12.08

	2
	5
	7
	404.42
	425.75

	3
	5
	7
	104.09
	107.03

	4
	5
	7
	42.97
	41.84

	5
	5
	7
	36.24
	37.19

	0
	6
	7
	116.42
	122.76

	1
	6
	7
	14.26
	14.25

	2
	6
	7
	19.62
	21.02

	3
	6
	7
	131.72
	134.06

	0
	7
	7
	56.59
	52.51

	1
	7
	7
	157.25
	159.56

	2
	7
	7
	85.10
	85.75

	3
	7
	7
	50.20
	46.73

	0
	0
	8
	873.24
	928.00

	1
	0
	8
	470.37
	526.08

	2
	0
	8
	221.49
	229.99

	3
	0
	8
	117.33
	117.05

	4
	0
	8
	110.35
	115.62

	5
	0
	8
	5.29
	4.75

	6
	0
	8
	1.92
	1.88

	0
	1
	8
	79.77
	82.65

	1
	1
	8
	585.47
	562.17

	2
	1
	8
	119.01
	128.07

	3
	1
	8
	61.51
	66.45

	4
	1
	8
	152.28
	140.32

	5
	1
	8
	115.42
	119.25

	6
	1
	8
	112.06
	108.53

	0
	2
	8
	413.60
	361.13

	1
	2
	8
	25.82
	27.02

	2
	2
	8
	327.41
	360.96

	3
	2
	8
	56.82
	51.75

	4
	2
	8
	13.56
	13.42

	5
	2
	8
	63.57
	65.97

	0
	3
	8
	436.34
	399.60

	1
	3
	8
	191.12
	196.05

	2
	3
	8
	22.53
	22.15

	3
	3
	8
	51.28
	44.99

	4
	3
	8
	23.64
	23.45

	5
	3
	8
	66.81
	68.24

	0
	4
	8
	72.33
	71.05

	1
	4
	8
	54.20
	59.86

	2
	4
	8
	40.47
	43.01

	3
	4
	8
	107.42
	98.84

	4
	4
	8
	34.22
	34.46

	5
	4
	8
	177.70
	175.44

	0
	5
	8
	7.58
	6.44

	1
	5
	8
	133.78
	133.02

	2
	5
	8
	58.27
	61.28

	3
	5
	8
	14.29
	12.82

	4
	5
	8
	91.05
	89.56

	0
	6
	8
	11.81
	12.22

	1
	6
	8
	97.88
	85.51

	2
	6
	8
	84.93
	82.25

	
	
	
	
	


