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Deposited Table 6. Calculated and observed structure factors for leguerneite 
	h
	k
	l
	Fc
	Fo

	
	
	
	
	

	0
	-7
	0
	49.3
	-827.5

	1
	-7
	0
	13063.2
	10928.6

	2
	-7
	0
	7632.3
	10627.3

	3
	-7
	0
	2114.8
	549.6

	4
	-7
	0
	9789.9
	8487.5

	5
	-7
	0
	481.0
	475.6

	0
	-6
	0
	21425.2
	20400.9

	1
	-6
	0
	15665.6
	19881.7

	2
	-6
	0
	12500.9
	11736.8

	3
	-6
	0
	5598.0
	7078.6

	4
	-6
	0
	157.7
	-957.4

	5
	-6
	0
	16995.2
	17204.9

	6
	-6
	0
	22617.4
	24517.3

	7
	-6
	0
	5520.6
	1950.0

	8
	-6
	0
	12890.8
	15527.5

	0
	-5
	0
	15.2
	-237.8

	1
	-5
	0
	27243.1
	26056.1

	2
	-5
	0
	27495.4
	31208.1

	3
	-5
	0
	5184.1
	3421.7

	4
	-5
	0
	13598.7
	20079.5

	5
	-5
	0
	589.1
	1071.3

	6
	-5
	0
	48031.8
	53600.7

	7
	-5
	0
	11096.3
	13297.3

	8
	-5
	0
	1497.6
	-1347.7

	9
	-5
	0
	21279.9
	17331.4

	10
	-5
	0
	2287.3
	880.2

	11
	-5
	0
	13675.7
	18550.4

	0
	-4
	0
	198853.7
	240788.0

	1
	-4
	0
	16884.7
	19187.2

	2
	-4
	0
	26702.1
	23934.1

	3
	-4
	0
	4512.3
	3095.3

	4
	-4
	0
	175.1
	713.9

	5
	-4
	0
	27324.3
	27051.9

	6
	-4
	0
	27979.9
	31449.8

	7
	-4
	0
	5459.3
	4498.7

	8
	-4
	0
	23243.8
	24508.4

	9
	-4
	0
	8880.8
	8201.5

	10
	-4
	0
	7806.5
	6979.6

	11
	-4
	0
	7102.0
	9177.0

	12
	-4
	0
	350.5
	255.8

	0
	-3
	0
	645.3
	1122.3

	1
	-3
	0
	52645.0
	49863.2

	2
	-3
	0
	43808.5
	40898.9

	3
	-3
	0
	54932.1
	50577.2

	4
	-3
	0
	8211.9
	5687.5

	5
	-3
	0
	119.7
	-399.5

	6
	-3
	0
	60403.5
	66400.5

	7
	-3
	0
	12382.9
	10969.2

	8
	-3
	0
	1041.8
	-495.6

	9
	-3
	0
	31190.8
	32028.2

	10
	-3
	0
	2547.6
	1583.8

	11
	-3
	0
	12769.9
	13251.4

	12
	-3
	0
	38539.7
	41294.7

	13
	-3
	0
	5817.0
	7412.1

	0
	-2
	0
	576509.9
	735679.3

	1
	-2
	0
	21069.8
	14309.7

	2
	-2
	0
	27190.7
	23163.7

	3
	-2
	0
	13125.5
	10357.4

	4
	-2
	0
	256.9
	532.6

	5
	-2
	0
	15020.6
	13510.3

	6
	-2
	0
	15890.3
	15540.9

	7
	-2
	0
	4968.1
	5596.1

	8
	-2
	0
	8929.5
	7321.3

	9
	-2
	0
	26574.4
	25077.2

	10
	-2
	0
	5924.2
	4609.5

	11
	-2
	0
	8219.0
	8464.5

	12
	-2
	0
	98.5
	353.3

	13
	-2
	0
	468.0
	-352.2

	14
	-2
	0
	3834.9
	2485.4

	0
	-1
	0
	201.1
	-456.5

	1
	-1
	0
	31275.4
	24959.5

	2
	-1
	0
	16604.6
	20106.0

	3
	-1
	0
	166310.8
	161153.7

	4
	-1
	0
	8597.3
	9451.0

	5
	-1
	0
	216.7
	423.3

	6
	-1
	0
	37734.2
	39376.3

	7
	-1
	0
	2458.0
	1757.4

	8
	-1
	0
	146.6
	370.7

	9
	-1
	0
	31633.0
	29110.6

	10
	-1
	0
	1634.6
	1299.6

	11
	-1
	0
	2077.0
	2001.2

	12
	-1
	0
	81771.2
	106527.8

	13
	-1
	0
	14099.7
	13886.8

	14
	-1
	0
	11172.4
	10725.4

	1
	0
	0
	20718.7
	13115.6

	2
	0
	0
	14198.3
	9116.8

	3
	0
	0
	117.5
	399.8

	4
	0
	0
	2701.6
	5323.9

	5
	0
	0
	5865.3
	5587.6

	6
	0
	0
	33.2
	423.2

	7
	0
	0
	4545.0
	3868.5

	8
	0
	0
	11897.4
	13857.0

	9
	0
	0
	33954.6
	41924.8

	10
	0
	0
	2708.2
	2845.1

	11
	0
	0
	2905.1
	1663.8

	12
	0
	0
	612.0
	756.7

	13
	0
	0
	81.5
	1226.4

	14
	0
	0
	539.8
	4174.1

	0
	1
	0
	257.8
	-380.4

	1
	1
	0
	30392.3
	21618.3

	2
	1
	0
	20675.5
	25460.7

	3
	1
	0
	169432.4
	155922.9

	4
	1
	0
	7922.8
	9512.9

	5
	1
	0
	145.4
	637.2

	6
	1
	0
	37207.3
	40583.7

	7
	1
	0
	2760.2
	2709.5

	8
	1
	0
	177.4
	249.9

	9
	1
	0
	31516.6
	27882.7

	10
	1
	0
	1621.4
	1281.6

	11
	1
	0
	2729.3
	2420.1

	12
	1
	0
	81946.9
	107787.0

	13
	1
	0
	14050.4
	12991.9

	14
	1
	0
	11008.0
	11308.5

	2
	2
	0
	27173.6
	18042.2

	3
	2
	0
	13014.1
	9244.6

	4
	2
	0
	252.8
	779.9

	5
	2
	0
	14925.2
	13197.8

	6
	2
	0
	15936.6
	13746.9

	7
	2
	0
	5093.0
	4328.1

	8
	2
	0
	7885.5
	9879.5

	9
	2
	0
	24506.7
	23766.6

	10
	2
	0
	6018.2
	6258.2

	11
	2
	0
	8296.8
	10614.2

	12
	2
	0
	88.9
	-779.9

	13
	2
	0
	201.8
	2938.9

	14
	2
	0
	3696.8
	-1940.2

	3
	3
	0
	56376.1
	52975.8

	4
	3
	0
	7668.6
	8626.4

	5
	3
	0
	134.5
	1398.1

	6
	3
	0
	61128.6
	67403.9

	7
	3
	0
	12042.0
	10195.7

	8
	3
	0
	1010.7
	-285.3

	9
	3
	0
	31368.3
	34220.3

	10
	3
	0
	2654.7
	123.6

	11
	3
	0
	13230.7
	16672.6

	12
	3
	0
	38750.4
	40155.1

	13
	3
	0
	6182.5
	7570.7

	-5
	-7
	1
	13668.7
	12289.5

	-4
	-7
	1
	10633.4
	7979.0

	-3
	-7
	1
	11937.5
	14617.8

	-2
	-7
	1
	10653.1
	10492.4

	-1
	-7
	1
	2609.5
	2520.6

	0
	-7
	1
	12711.6
	14998.3

	1
	-7
	1
	3333.9
	4078.1

	2
	-7
	1
	6138.3
	6182.3

	3
	-7
	1
	26324.2
	28286.1

	4
	-7
	1
	2683.6
	972.0

	5
	-7
	1
	15897.0
	18508.3

	-9
	-6
	1
	18793.2
	21509.0

	-8
	-6
	1
	1079.1
	136.2

	-7
	-6
	1
	8954.4
	9751.8

	-6
	-6
	1
	3587.8
	5398.6

	-5
	-6
	1
	10909.4
	12128.2

	-4
	-6
	1
	23515.9
	27302.8

	-3
	-6
	1
	871.0
	701.0

	-2
	-6
	1
	7503.8
	6599.3

	-1
	-6
	1
	18480.9
	21103.3

	0
	-6
	1
	16648.2
	19954.3

	1
	-6
	1
	15772.7
	17874.8

	2
	-6
	1
	4480.2
	5468.8

	3
	-6
	1
	36340.9
	43659.7

	4
	-6
	1
	14557.9
	14255.5

	5
	-6
	1
	2518.8
	5053.7

	6
	-6
	1
	7554.7
	6212.7

	7
	-6
	1
	3565.2
	1403.0

	8
	-6
	1
	10819.1
	13644.2

	-11
	-5
	1
	8834.9
	5250.9

	-10
	-5
	1
	5761.1
	3818.4

	-9
	-5
	1
	5939.1
	7032.5

	-8
	-5
	1
	17487.5
	17583.4

	-7
	-5
	1
	3100.1
	4294.5

	-6
	-5
	1
	14.8
	1129.7

	-5
	-5
	1
	26518.1
	24436.6

	-4
	-5
	1
	20106.4
	21971.4

	-3
	-5
	1
	40008.6
	45585.8

	-2
	-5
	1
	15254.2
	22049.3

	-1
	-5
	1
	6823.4
	6104.5

	0
	-5
	1
	22418.5
	21526.5

	1
	-5
	1
	5607.4
	6327.1

	2
	-5
	1
	13776.6
	16033.8

	3
	-5
	1
	47165.4
	53038.7

	4
	-5
	1
	3707.6
	3331.7

	5
	-5
	1
	31237.1
	39042.9

	6
	-5
	1
	5680.4
	2468.9

	7
	-5
	1
	7429.1
	8934.4

	8
	-5
	1
	23095.3
	25047.2

	9
	-5
	1
	1935.7
	2262.0

	10
	-5
	1
	1983.2
	1140.7

	-12
	-4
	1
	18962.1
	19623.1

	-11
	-4
	1
	6801.5
	3642.7

	-10
	-4
	1
	1844.9
	1612.3

	-9
	-4
	1
	29428.6
	27040.4

	-8
	-4
	1
	2099.2
	3385.9

	-7
	-4
	1
	9628.4
	10205.2

	-6
	-4
	1
	51053.9
	40992.1

	-5
	-4
	1
	24667.3
	20709.7

	-4
	-4
	1
	32158.2
	30855.8

	-3
	-4
	1
	748.2
	-189.7

	-2
	-4
	1
	19255.2
	19454.2

	-1
	-4
	1
	30415.0
	33639.7

	0
	-4
	1
	28711.3
	30043.5

	1
	-4
	1
	15857.3
	17888.9

	2
	-4
	1
	5245.0
	5784.3

	3
	-4
	1
	64937.8
	87612.2

	4
	-4
	1
	26263.5
	27554.6

	5
	-4
	1
	2821.0
	3332.8

	6
	-4
	1
	18833.5
	18368.8

	7
	-4
	1
	8391.5
	6941.8

	8
	-4
	1
	21756.7
	26205.7

	9
	-4
	1
	36354.2
	36236.2

	10
	-4
	1
	3892.4
	2284.9

	11
	-4
	1
	13879.3
	13251.3

	12
	-4
	1
	1909.8
	1546.1

	-13
	-3
	1
	4780.8
	5317.8

	-12
	-3
	1
	9328.3
	7133.3

	-11
	-3
	1
	9067.8
	8164.9

	-10
	-3
	1
	4321.7
	4271.9

	-9
	-3
	1
	10076.1
	8751.8

	-8
	-3
	1
	16027.6
	15110.5

	-7
	-3
	1
	2348.8
	2790.1

	-6
	-3
	1
	1170.1
	2206.5

	-5
	-3
	1
	33480.4
	31357.5

	-4
	-3
	1
	24951.3
	24547.7

	-3
	-3
	1
	256183.6
	293573.6

	-2
	-3
	1
	19945.7
	20039.4

	-1
	-3
	1
	7658.4
	6887.8

	0
	-3
	1
	32634.3
	25699.2

	1
	-3
	1
	8465.3
	11478.1

	2
	-3
	1
	12662.4
	10713.5

	3
	-3
	1
	46283.4
	43074.7

	4
	-3
	1
	6797.8
	8069.3

	5
	-3
	1
	30592.5
	33886.5

	6
	-3
	1
	65610.5
	66403.2

	7
	-3
	1
	13785.5
	11430.0

	8
	-3
	1
	29082.2
	27894.1

	9
	-3
	1
	3694.7
	4784.2

	10
	-3
	1
	1632.3
	2316.7

	11
	-3
	1
	8929.0
	7821.5

	12
	-3
	1
	22364.8
	18643.5

	13
	-3
	1
	877.3
	1235.5

	-14
	-2
	1
	3405.5
	3356.3

	-13
	-2
	1
	104.9
	1772.2

	-12
	-2
	1
	20379.9
	17698.3

	-11
	-2
	1
	3403.4
	3041.4

	-10
	-2
	1
	1361.8
	1148.5

	-9
	-2
	1
	27255.0
	29262.7

	-8
	-2
	1
	811.9
	897.0

	-7
	-2
	1
	7466.1
	7478.6

	-6
	-2
	1
	173703.7
	186594.4

	-5
	-2
	1
	25781.4
	27578.2

	-4
	-2
	1
	41831.0
	46137.5

	-3
	-2
	1
	4307.1
	5135.9

	-2
	-2
	1
	12401.9
	11693.8

	-1
	-2
	1
	20823.1
	21838.8

	0
	-2
	1
	26030.4
	17043.3

	1
	-2
	1
	7208.6
	5119.8

	2
	-2
	1
	2790.5
	2827.5

	3
	-2
	1
	34228.3
	33465.1

	4
	-2
	1
	14945.4
	10920.0

	5
	-2
	1
	2919.2
	2833.9

	6
	-2
	1
	21863.6
	18481.2

	7
	-2
	1
	2728.3
	2015.9

	8
	-2
	1
	13847.3
	11925.7

	9
	-2
	1
	140590.3
	157652.1

	10
	-2
	1
	17927.7
	18434.1

	11
	-2
	1
	15589.0
	14931.3

	12
	-2
	1
	1739.4
	2755.3

	13
	-2
	1
	353.0
	580.2

	14
	-2
	1
	1696.3
	535.0

	-14
	-1
	1
	171.2
	601.5

	-13
	-1
	1
	659.4
	890.5

	-12
	-1
	1
	2551.1
	2662.2

	-11
	-1
	1
	4878.2
	5781.3

	-10
	-1
	1
	1779.9
	954.0

	-9
	-1
	1
	15765.9
	13363.7

	-8
	-1
	1
	3010.2
	1730.8

	-7
	-1
	1
	935.3
	603.5

	-6
	-1
	1
	2513.9
	2746.3

	-5
	-1
	1
	30130.4
	23045.5

	-4
	-1
	1
	9471.1
	8220.0

	-3
	-1
	1
	682689.9
	910453.6

	-2
	-1
	1
	14210.8
	12697.1

	-1
	-1
	1
	2914.7
	2293.5

	0
	-1
	1
	16791.7
	9573.0

	1
	-1
	1
	6174.9
	6571.5

	2
	-1
	1
	6075.5
	6803.3

	3
	-1
	1
	21555.4
	13864.9

	4
	-1
	1
	8120.1
	7152.9

	5
	-1
	1
	14637.8
	13913.2

	6
	-1
	1
	162826.3
	199599.1

	7
	-1
	1
	17938.7
	18608.0

	8
	-1
	1
	19151.4
	20097.3

	9
	-1
	1
	4980.2
	6398.0

	10
	-1
	1
	139.2
	-247.0

	11
	-1
	1
	2232.6
	2753.9

	12
	-1
	1
	49025.3
	53076.1

	13
	-1
	1
	937.9
	3132.8

	14
	-1
	1
	191.8
	-162.4

	-14
	0
	1
	64.9
	208.9

	-13
	0
	1
	1060.3
	1670.4

	-12
	0
	1
	16310.5
	15485.0

	-11
	0
	1
	925.4
	1314.0

	-10
	0
	1
	460.2
	1607.3

	-9
	0
	1
	22334.4
	23145.5

	-8
	0
	1
	3492.6
	3617.7

	-7
	0
	1
	9038.8
	10196.1

	-6
	0
	1
	313907.6
	347763.4

	-5
	0
	1
	81556.5
	123758.7

	-4
	0
	1
	18586.3
	15864.4

	-3
	0
	1
	6359.1
	4295.9

	-2
	0
	1
	19069.4
	15494.9

	-1
	0
	1
	8608.4
	20496.0

	0
	0
	1
	32433.7
	19270.0

	1
	0
	1
	536.3
	1028.6

	2
	0
	1
	180.0
	-145.6

	3
	0
	1
	24520.8
	26521.7

	4
	0
	1
	111.6
	980.0

	5
	0
	1
	2120.5
	1698.6

	6
	0
	1
	29308.1
	29333.2

	7
	0
	1
	6640.5
	6206.6

	8
	0
	1
	816.7
	1599.3

	9
	0
	1
	192156.1
	252284.4

	10
	0
	1
	36383.6
	36706.7

	11
	0
	1
	11653.2
	13134.0

	12
	0
	1
	1036.3
	1808.8

	13
	0
	1
	2.1
	49.7

	14
	0
	1
	4.1
	-951.7

	-14
	1
	1
	204.4
	1360.1

	-13
	1
	1
	691.6
	-294.8

	-12
	1
	1
	2621.1
	2863.3

	-11
	1
	1
	4757.1
	5279.3

	-10
	1
	1
	1838.3
	1928.9

	-9
	1
	1
	15597.2
	14676.9

	-8
	1
	1
	2801.8
	2361.7

	-7
	1
	1
	765.2
	355.2

	-6
	1
	1
	2348.2
	4313.9

	-5
	1
	1
	29259.2
	23022.5

	-4
	1
	1
	9876.8
	7845.9

	-3
	1
	1
	681783.6
	887635.3

	-2
	1
	1
	14897.6
	11251.4

	-1
	1
	1
	2952.5
	1521.8

	0
	1
	1
	16524.3
	8417.2

	1
	1
	1
	5900.3
	5814.8

	2
	1
	1
	5384.0
	6304.7

	3
	1
	1
	20946.9
	12367.2

	4
	1
	1
	8431.5
	8722.4

	5
	1
	1
	14874.1
	12690.6

	6
	1
	1
	160678.8
	194012.1

	7
	1
	1
	18681.7
	18622.9

	8
	1
	1
	19447.2
	20035.8

	9
	1
	1
	4838.6
	6227.8

	10
	1
	1
	56.9
	833.5

	11
	1
	1
	2345.9
	4017.5

	12
	1
	1
	48104.6
	54070.4

	13
	1
	1
	947.8
	3252.7

	14
	1
	1
	167.7
	-1797.6

	-14
	2
	1
	3263.2
	5383.2

	-13
	2
	1
	168.0
	-865.5

	-12
	2
	1
	20515.0
	21085.7

	-11
	2
	1
	3517.7
	1911.7

	-10
	2
	1
	1139.0
	-123.6

	-9
	2
	1
	27033.7
	26192.8

	-8
	2
	1
	815.1
	680.7

	-7
	2
	1
	7594.2
	7509.9

	-6
	2
	1
	176056.6
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	53765.6
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	-5
	-2
	5
	792.2
	1569.3

	-4
	-2
	5
	10384.8
	7247.3

	-3
	-2
	5
	23697.0
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	3014.1
	2893.7

	4
	-2
	5
	123.2
	591.1

	5
	-2
	5
	18851.3
	19904.0
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