	TABLE 4. FINAL FRACTIONAL ATOMIC COORDINATES AND EQUIVALENT DISPLACEMENT PARAMETERS (Å2) FOR JOHNSOMERVILLEITES AND CHLADNIITE


	
	Johnsomervilleite, Loch Quoich, Scotland (C)
	Johnsomervilleite, Malpensata, Italy (D)
	Chladniite, Sapucaia, Brazil (E)

	Site
	x
	y
	z
	Ueq
	x
	y
	z
	Ueq
	x
	y
	z
	Ueq

	M(1)
	0
	0
	0
	0.0140(4)
	0
	0
	0
	0.00855(8)
	0
	0
	0
	0.011(1)

	M(2)
	0
	0
	0.5
	0.0098(2)
	0
	0
	0.5
	0.0097(1)
	0
	0
	0.5
	0.0100(7)

	M(3)
	0
	0
	0.10360(3)
	0.0167(3)
	0
	0
	0.10350(2)
	0.0136(1)
	0
	0
	0.10378(7)
	0.017(1)

	M(4)
	0
	0
	0.3235(1)
	0.020(2)
	0
	0
	0.32468(2)
	0.0127(1)
	0
	0
	0.3241(1)
	0.028(2)

	M(5)
	0
	0
	0.39591(3)
	0.0155(3)
	0
	0
	0.39605(2)
	0.0148(2)
	0
	0
	0.39654(7)
	0.018(1)

	M(6)
	0.41339(4)
	0.24055(5)
	0.04158(1)
	0.0217(2)
	0.42892(2)
	0.25135(2)
	0.051624(6)
	0.01461(6)
	0.4132(1)
	0.2379(1)
	0.04369(4)
	0.0296(5)

	M(7)
	0.11267(4)
	0.55491(4)
	0.03098(1)
	0.0214(2)
	0.11067(2)
	0.57090(2)
	0.038447(6)
	0.01396(5)
	0.1123(1)
	0.5531(1)
	0.03212(4)
	0.0257(5)

	M(8)
	0.01345(4)
	0.34426(4)
	0.08457(1)
	0.0133(1)
	0.00312(2)
	0.32304(2)
	0.081951(6)
	0.01106(6)
	0.0140(1)
	0.3424(1)
	0.08466(3)
	0.0154(5)

	M(9)
	0.26627(4)
	0.33667(4)
	0.08084(1)
	0.0142(1)
	0.26321(2)
	0.33055(2)
	0.085595(5)
	0.01216(5)
	0.2663(1)
	0.3367(1)
	0.08128(3)
	0.0190(4)

	M(10)
	0.58686(4)
	0.09645(4)
	0.11471(1)
	0.0160(1)
	0.57320(2)
	0.07962(2)
	0.124343(7)
	0.01689(7)
	0.5828(1)
	0.0940(1)
	0.11539(3)
	0.0214(5)

	M(11)
	0.22343(3)
	0.12749(4)
	0.12807(1)
	0.0159(1)
	0.22044(2)
	0.10794(2)
	0.134914(8)
	0.01695(7)
	0.22283(9)
	0.1280(1)
	0.12827(3)
	0.0190(4)

	M(12)
	0.2369(1)
	0.2529(1)
	-0.00142(3)
	0.0278(4)
	0.26758(4)
	0.29309(4)
	0.000430(9)
	0.0192(1)
	0.2418(3)
	0.2553(3)
	-0.00191(7)
	0.051(1)

	M(13)
	0
	0
	0.17499(3)
	0.0145(3)
	0
	0
	0.17603(5)
	0.0169(5)
	0
	0
	0.17551(6)
	0.0074(9)

	M(21)
	0
	0
	0.25520(4)
	0.0219(4)
	0
	0
	0.24601(3)
	0.0160(3)
	0
	0
	0.2522(1)
	0.028(2)

	M(31)
	0.04275(6)
	0.40209(6)
	0.16704(1)
	0.0176(2)
	0.0783(1)
	0.4269(1)
	0.16505(2)
	0.0291(3)
	0.0395(2)
	0.3982(2)
	0.16668(5)
	0.0353(9)

	P(1)
	0.21400(5)
	0.42402(5)
	0.03318(2)
	0.0127(1)
	0.19131(2)
	0.43515(2)
	0.027688(8)
	0.00786(5)
	0.2160(1)
	0.4257(1)
	0.03257(4)
	0.0170(4)

	P(2)
	0.54214(5)
	0.11318(5)
	0.04368(2)
	0.0139(1)
	0.53300(3)
	0.11566(3)
	0.038535(8)
	0.00962(5)
	0.5421(1)
	0.1131(1)
	0.04359(4)
	0.0191(4)

	P(3)
	0.57703(5)
	0.10121(4)
	0.19455(1)
	0.0091(1)
	0.54262(3)
	0.09109(3)
	0.199695(8)
	0.01022(5)
	0.5766(1)
	0.1018(1)
	0.19464(4)
	0.0119(4)

	P(4)
	0.21758(5)
	0.13445(5)
	0.20501(1)
	0.0111(1)
	0.22015(3)
	0.12416(3)
	0.210184(9)
	0.01118(6)
	0.2180(1)
	0.1331(1)
	0.20545(4)
	0.0164(4)

	P(5)
	0.21667(5)
	0.46931(5)
	0.22154(2)
	0.0121(1)
	0.22760(3)
	0.46437(3)
	0.222539(8)
	0.00886(5)
	0.2200(1)
	0.4703(1)
	0.22162(4)
	0.0155(4)

	P(6)
	0.46342(5)
	0.22677(5)
	0.27758(1)
	0.0108(1)
	0.46963(3)
	0.21792(3)
	0.278337(9)
	0.01049(5)
	0.4651(1)
	0.2272(1)
	0.27774(4)
	0.0141(4)

	O(1)
	0.1546(2)
	0.3689(2)
	0.06307(4)
	0.0173(3)
	0.16239(9)
	0.38136(8)
	-0.00408(2)
	0.0133(1)
	0.1584(4)
	0.3658(4)
	0.0037(1)
	0.028(1)

	O(2)
	0.2380(2)
	0.5362(1)
	0.03180(4)
	0.0158(3)
	0.2536(1)
	0.55296(8)
	0.02496(3)
	0.0154(2)
	0.2428(4)
	0.5383(4)
	0.0309(1)
	0.022(1)

	O(3)
	0.3164(2)
	0.4232(2)
	0.03530(5)
	0.0169(3)
	0.25779(9)
	0.3998(1)
	0.04473(3)
	0.0155(2)
	0.3165(4)
	0.4240(4)
	0.0353(1)
	0.026(1)

	O(4)
	0.1563(2)
	0.3634(2)
	0.00424(5)
	0.0187(4)
	0.09226(8)
	0.41130(9)
	0.04446(3)
	0.0148(2)
	-0.0137(4)
	0.4282(4)
	0.0511(1)
	0.021(1)

	O(5)
	0.5254(2)
	0.2051(2)
	0.04147(6)
	0.0229(4)
	0.45730(9)
	0.12790(9)
	0.05941(3)
	0.0155(2)
	0.5287(4)
	0.2067(4)
	0.0420(1)
	0.031(1)

	O(6)
	0.4429(2)
	0.0112(1)
	0.05176(4)
	0.0155(3)
	0.5581(1)
	0.03551(9)
	0.05108(3)
	0.0170(2)
	0.6238(4)
	0.1316(4)
	0.0682(1)
	0.029(1)

	O(7)
	0.6271(2)
	0.1392(2)
	0.06840(5)
	0.0222(4)
	0.63710(8)
	0.21695(8)
	0.03865(3)
	0.0142(2)
	0.1553(4)
	0.3721(4)
	0.0623(1)
	0.025(1)

	O(8)
	0.5867(2)
	0.0967(2)
	0.01388(6)
	0.0352(6)
	0.4877(1)
	0.0905(1)
	0.00570(3)
	0.0169(2)
	0.5841(6)
	0.0979(6)
	0.0134(2)
	0.047(2)

	O(9)
	0.5525(2)
	0.0477(2)
	0.16255(4)
	0.0155(3)
	0.5404(1)
	0.03044(9)
	0.17097(3)
	0.0159(2)
	0.5528(4)
	0.0496(4)
	0.1627(1)
	0.021(1)

	O(10)
	0.6317(2)
	0.2194(1)
	0.19210(4)
	0.0169(3)
	0.62961(9)
	0.20365(8)
	0.19795(3)
	0.0140(1)
	0.6304(4)
	0.2187(4)
	0.1921(1)
	0.020(1)

	O(11)
	0.4743(1)
	0.0640(2)
	0.21145(4)
	0.0164(3)
	0.43921(8)
	0.08923(9)
	0.20209(3)
	0.0143(2)
	0.4750(4)
	0.0665(4)
	0.2116(1)
	0.025(1)

	O(12)
	0.6526(2)
	0.0771(2)
	0.21126(4)
	0.0164(3)
	0.54906(9)
	0.03748(9)
	0.22956(3)
	0.0149(2)
	0.6507(4)
	0.0790(4)
	0.2114(1)
	0.021(1)

	O(13)
	0.2429(2)
	0.1800(2)
	0.17212(4)
	0.0188(4)
	0.2361(2)
	0.0797(2)
	0.18037(4)
	0.0271(3)
	0.2433(4)
	0.1765(5)
	0.1726(1)
	0.029(1)

	O(14)
	0.1161(1)
	0.0298(1)
	0.20529(5)
	0.0159(3)
	0.1275(1)
	0.1387(1)
	0.20825(4)
	0.0202(2)
	0.1168(4)
	0.0294(4)
	0.2056(1)
	0.023(1)

	O(15)
	0.2047(2)
	0.2105(2)
	0.22581(5)
	0.0179(3)
	-0.10958(8)
	0.23687(9)
	0.11533(3)
	0.0141(2)
	-0.2243(4)
	0.1441(4)
	0.1151(1)
	0.031(1)

	O(16)
	0.2982(2)
	0.1093(2)
	0.21761(5)
	0.0204(4)
	0.1976(1)
	0.04122(9)
	0.23516(3)
	0.0183(2)
	0.2064(4)
	0.2087(4)
	0.2259(1)
	0.026(1)

	O(17)
	0.2151(2)
	0.5255(2)
	0.19248(6)
	0.0307(5)
	0.2729(1)
	0.53144(9)
	0.19422(3)
	0.0175(2)
	0.2267(5)
	0.5339(5)
	0.1935(1)
	0.043(2)

	O(18)
	0.1013(2)
	0.3798(2)
	0.22608(4)
	0.0162(3)
	0.10837(8)
	0.40362(9)
	0.21987(3)
	0.0143(2)
	0.1049(4)
	0.3849(4)
	0.2247(1)
	0.023(1)

	O(19)
	0.2824(2)
	0.4186(2)
	0.21682(5)
	0.0182(4)
	0.25636(9)
	0.37923(8)
	0.22304(3)
	0.0138(1)
	0.2807(4)
	0.4165(4)
	0.2170(1)
	0.027(1)

	O(20)
	0.2454(2)
	0.5316(2)
	0.25133(5)
	0.0264(5)
	0.25614(9)
	0.52513(8)
	0.25313(2)
	0.0128(1)
	0.2497(4)
	0.5298(4)
	0.2521(1)
	0.029(1)

	O(21)
	0.5244(1)
	0.2548(1)
	0.24676(4)
	0.0141(3)
	0.5293(1)
	0.2471(1)
	0.24796(3)
	0.0214(2)
	0.5259(4)
	0.2561(4)
	0.2472(1)
	0.020(1)

	O(22)
	0.4003(2)
	0.1065(1)
	0.27977(4)
	0.0158(3)
	0.38220(9)
	0.10292(9)
	0.27466(3)
	0.0158(2)
	0.4031(4)
	0.1085(4)
	0.2803(1)
	0.020(1)

	O(23)
	0.3789(2)
	0.2567(2)
	0.27695(4)
	0.0163(3)
	0.4182(1)
	0.2819(1)
	0.28355(3)
	0.0169(2)
	0.3814(4)
	0.2573(4)
	0.2772(1)
	0.022(1)

	O(24)
	0.5302(2)
	0.2698(2)
	0.30602(5)
	0.0217(4)
	0.5296(2)
	0.2196(2)
	0.30683(4)
	0.0319(4)
	0.5310(4)
	0.2709(4)
	0.3061(1)
	0.028(1)


