Scordari et al.: FLUOROPHLOGOPITE FROM PIANO DELLE CONCAZZE (Mt. ETNA, ITALY); Deposit material (7 total items); AM-13-046; American Mineralogist May June 2013
Table 3   Crystallographic coordinates and displacement parameters of the studied micas. In square brackets are quoted  the cations used for occupancy refinement
.
	Atom
	x/a
	y/b
	z/c
	Occupancy
	Uiso
	U11
	U22
	U33
	U12
	U13
	U23

	
	
	
	
	
	
	
	
	
	
	
	

	Sample
	E0
	
	
	
	
	
	
	
	
	
	

	K
	0
	0
	0
	0.9049(9)
	0.0318
	0.0331(10)
	0.0300(6)
	0.0325(6)
	0
	0.0059(7)
	0

	T[Si]
	0.5745(1)
	0.16681(5)
	0.22369(5)
	0.9861(10)
	0.0092
	0.0086(3)
	0.0074(2)
	0.0119(2)
	0.0001(2)
	0.0026(2)
	0.0002(2)

	M1[Mg]
	0
	0.5
	0.5
	0.7726(8)
	0.0098
	0.0088(6)
	0.0060(3)
	0.0154(4)
	0
	0.0042(4)
	0

	M1[Fe]
	0
	0.5
	0.5
	0.2277(7)
	0.0098
	0.0088(6)
	0.0060(3)
	0.0154(4)
	0
	0.0042(4)
	0

	M2[Mg]
	0
	0.83604(9)
	0.5
	0.8113(8)
	0.0105
	0.0074(4)
	0.0119(3)
	0.0125(3)
	0
	 0.0025(3)
	0

	M2[Fe]
	0
	0.83604(9)
	0.5
	0.1889(7)
	0.0105
	0.0074(4)
	0.0119(3)
	0.0125(3)
	0
	 0.0025(3)
	0

	O1
	0.8176(4)
	0.2381(2)
	0.1652(2)
	1.0000(8)
	0.0183
	0.0162(10)
	0.0225(7)
	0.0165(6)
	-0.0011(5)
	0.0038(7)
	-0.0064(6)

	O2
	0.5302(6)
	0
	0.1655(2)
	1.0000(8)
	0.0186
	0.028(2)
	0.0119(7)
	0.0153(8)
	0
	0.0012 (9)
	0

	O3
	0.6304(3)
	0.1675(2)
	0.3898(1)
	1.0000(8)
	0.0100
	0.0097(7)
	0.0084(4)
	0.0125(4)
	-0.0001(4)
	0.0035(5)
	0.0005(5)

	F4
	0.1306(5)
	0
	0.4003(2)
	1.0000(8)
	0.0129
	0.0129(11)
	0.0118(6)
	0.0147(7)
	0
	0.0044(8)
	0

	
	
	
	
	
	
	
	
	
	
	
	

	Sample
	               E1
	
	
	
	
	
	
	
	
	
	

	K
	0
	0
	0
	0.9131(7)
	0.0314
	0.0314(4)
	0.0313(5)
	0.0308(4)
	0
	0.0042(3)
	0

	T[Si]
	0.57457(6)
	0.16688(4)
	0.22366(4)
	0.9819(9)
	0.0089
	0.0079(1)
	0.0083(1)
	0.0103(1)
	0.0000(1)
	0.0011(1)
	0.0000(1)

	M1[Mg]
	0
	0.5
	0.5
	0.7762(8)
	0.0094
	0.0077(2)
	0.0070(2)
	0.0136(3)
	0
	0.0024(2)
	0

	M1[Fe]
	0
	0.5
	0.5
	0.2236(6)
	0.0094
	0.0077(2)
	0.0070(2)
	0.0136(3)
	0
	0.0024(2)
	0

	M2[Mg]
	0
	0.83630(6)
	0.5
	0.8019(8)
	0.0108
	0.0066(2)
	0.0138(2)
	0.0118(2)
	0
	0.0007(1)
	0

	M2[Fe]
	0
	0.83630(6)
	0.5
	0.1980(7)
	0.0108
	0.0066(2)
	0.0138(2)
	0.0118(2)
	0
	0.0007(1)
	0

	O1
	0.8170(2)
	0.2377(1)
	0.1651(1)
	1.0000(8)
	0.0177
	0.0160(4)
	0.0231(5)
	0.0139(4)
	-0.0015(3)
	0.0027(3)
	-0.0060(4)

	O2
	0.5303(3)
	0
	0.1657(2)
	1.0000(8)
	0.0179
	0.0260(7)
	0.0126(5)
	0.0139(6)
	0
	0.0003(5)
	0

	O3
	0.6307(2)
	0.1676(1)
	0.38978(9)
	1.0000(8)
	0.0103
	0.0097(3)
	0.0102(3)
	0.0107(3)
	-0.0002(3)
	0.0013(2)
	0.0004(3)

	F4
	0.1298(2)
	0
	0.4008(1)
	1.0000(8)
	0.0128
	0.0108(4)
	0.0142(5)
	0.0134(5)
	0
	0.0019(4)
	0


	Atom
	x/a
	y/b
	z/c
	Occupancy
	Uiso
	U11
	U22
	U33
	U12
	U13
	U23

	
	
	
	
	
	
	
	
	
	
	
	

	Sample
	E2
	
	
	
	
	
	
	
	
	
	

	K
	0
	0
	0
	0.8939(8)
	0.0316
	0.0317(5)
	0.0311(5)
	0.0319(5)
	0
	0.0052(4)
	0

	T[Si]
	0.57444(7)
	0.16685(4)
	0.22370(4)
	0.9862(9)
	0.0088
	0.0086(1)
	0.0076(1)
	0.0104(2)
	0.0000(1)
	0.0020(1)
	0.0001(1)

	M1[Mg]
	0
	0.5
	0.5
	0.7759(8)
	0.0092
	0.0083(3)
	0.0062(3)
	0.0138(3)
	0
	0.0036(2)
	0

	M1[Fe]
	0
	0.5
	0.5
	0.2237(6)
	0.0092
	0.0083(3)
	0.0062(3)
	0.0138(3)
	0
	0.0036(2)
	0

	M2[Mg]
	0
	0.83595(7)
	0.5
	0.8068(8)
	0.0104
	0.0069(2)
	0.0126(2)
	0.0120(2)
	0
	 0.0020(2)
	0

	M2[Fe]
	0
	0.83595(7)
	0.5
	0.1932(7)
	0.0104
	0.0069(2)
	0.0126(2)
	0.0120(2)
	0
	 0.0020(2)
	0

	O1
	0.8166(2)
	0.2379(2)
	0.1650(1)
	1.0000(8)
	0.0181
	0.0167(5)
	0.0227(6)
	0.0151(5)
	-0.0014(4)
	0.0037(4)
	-0.0059(4)

	O2
	0.5304(4)
	0
	0.1655(2)
	1.0000(8)
	0.0182
	0.0261(8)
	0.0132(6)
	0.0145(7)
	0
	0.0014 (6)
	0

	O3
	0.6308(2)
	0.1673(1)
	0.3899(1)
	1.0000(8)
	0.0095
	0.0088(3)
	0.0085(3)
	0.0114(4)
	-0.0003(3)
	0.0024(3)
	0.0004(3)

	F4
	0.1307(3)
	0
	0.4004(2)
	1.0009(8)
	0.0130
	0.0111(5)
	0.0140(6)
	0.0144(6)
	0
	0.0034(4)
	0

	
	
	
	
	
	
	
	
	
	
	
	

	Sample
	               E3
	
	
	
	
	
	
	
	
	
	

	K
	0
	0
	0
	0.8970(7)
	0.0311
	0.0318(3)
	0.0312(4)
	0.0299(3)
	0
	0.0048(3)
	0

	T[Si]
	0.57472(5)
	0.16681(3)
	0.22370(3)
	0.9808(9)
	0.0090
	0.0088(1)
	0.0083(1)
	0.0099(1)
	0.0000(1)
	0.0017(1)
	0.0001(1)

	M1[Mg]
	0
	0.5
	0.5
	0.7672(7)
	0.0098
	0.0087(2)
	0.0078(2)
	0.0135(2)
	0
	0.0032(1)
	0

	M1[Fe]
	0
	0.5
	0.5
	0.2323(6)
	0.0098
	0.0087(2)
	0.0078(2)
	0.0135(2)
	0
	0.0032(1)
	0

	M2[Mg]
	0
	0.83616(5)
	0.5
	0.7932(7)
	0.0111
	0.0077(1)
	0.0140(2)
	0.0115(1)
	0
	0.0014(1)
	0

	M2[Mg]
	0
	0.83616(5)
	0.5
	0.2065(6)
	0.0111
	0.0077(1)
	0.0140(2)
	0.0115(1)
	0
	0.0014(1)
	0

	O1
	0.8170(2)
	0.2379(1)
	0.16507(8)
	1.0000(8)
	0.0187
	0.0173(3)
	0.0244(4)
	0.0145(3)
	-0.0016(3)
	0.0032(2)
	-0.0069(3)

	O2
	0.5306(3)
	0
	0.1658(1)
	1.0000(8)
	0.0183
	0.0272(6)
	0.0128(4)
	0.0139(4)
	0
	0.0012(4)
	0

	O3
	0.6309(1)
	0.16750(8)
	0.38995(7)
	1.0000(8)
	0.0104
	0.0105(2)
	0.0104(2)
	0.0102(4)
	 0.0001(2)
	0.0016(2)
	0.0005(2)

	F4
	0.1302(2)
	0
	0.4005(1)
	1.0008(7)
	0.0129
	0.0119(3)
	0.0142(4)
	0.0127(3)
	0
	0.0023(3)
	0
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