Table 2. Atomic positions, displacement parameters (x 100 Å2), and bond distances (Å) at various temperatures (K) for dolomite

	§Atoms/T
	296
	630
	675
	809
	925
	999
	1039
	1074
	1070
	1106
	1142
	1171

	†Ca/Mg
	U
	3.78(3)
	4.21(13)
	4.42(12)
	5.11(13)
	5.79(12)
	5.91(11)
	6.12(12)
	6.29(11)
	6.28(12)
	6.22(13)
	6.02(8)
	6.55(13)

	C
	z
	0.2422(3)
	0.2309(8)
	0.2308(8)
	0.2288(8)
	0.2311(6)
	0.2314(6)
	0.2307(6)
	0.2303(5)
	0.2297(6)
	0.2314(6)
	0.2410(6)
	0.2300(6)

	
	U
	3.8(1)
	2.0(4)
	2.8(4)
	2.6(4)
	2.3(3)
	2.9(3)
	2.6(3)
	2.4(3)
	2.5(3)
	2.6(3)
	6.7(2)
	2.5(3)

	O
	x
	0.2470(1)
	0.2518(12)
	0.2505(11)
	0.2478(16)
	0.2493(11)
	0.2513(11)
	0.2489(12)
	0.2506(12)
	0.2493(13)
	0.2476(14)
	0.2498(5)
	0.2471(16)

	
	y
	-0.0380(1)
	-0.0447(9)
	-0.0453(9)
	-0.0476(9)
	-0.0472(9)
	-0.0452(9)
	-0.0477(9)
	-0.0468(9)
	-0.0471(9)
	-0.0454(9)
	-0.0367(4)
	-0.0468(9)

	
	z
	0.2430(1)
	0.2437(3)
	0.2437(3)
	0.2443(3)
	0.2438(2)
	0.2440(2)
	0.2440(2)
	0.2442(2)
	0.2442(2)
	0.2442(3)
	0.2457(2)
	0.2444(3)

	
	U
	4.83(4)
	1.95(12)
	2.17(12)
	2.96(20)
	3.77(11)
	3.77(10)
	3.98(10)
	4.09(10)
	3.96(11)
	4.20(12)
	5.67(8)
	4.40(12)

	Ca–O
	6 x
	2.397(2)
	2.376(5)
	2.380(5)
	2.387(7)
	2.390(5)
	2.383(5)
	2.394(5)
	2.388(5)
	2.391(5)
	2.393(6)
	2.361(3)
	2.397(7)

	Mg–O
	6 x
	2.066(1)
	2.022(3)
	2.024(3)
	2.031(3)
	2.027(3)
	2.033(3)
	2.030(3)
	2.032(3)
	2.034(3)
	2.045(3)
	2.088(2)
	2.046(3)

	C–O
	3 x
	1.289(1)
	1.342(6)
	1.338(6)
	1.339(7)
	1.338(5)
	1.342(5)
	1.340(5)
	1.346(5)
	1.343(5)
	1.326(5)
	1.297(2)
	1.332(6)


§Ca1/Mg1 is on the 3a site at (0, 0, 0) and Ca2/Mg2 on the 3b site at (0, 0, ½); C is at (0, 0, z). †UCa1/Mg1 = UCa2/Mg2.
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Table 2. Atomic positions, displacement parameters (x 100 Å2), and bond distances (Å) at various temperatures (K) for dolomite (continued)

	§Atoms/T
	1205
	1234
	1265
	1292
	1320
	1346
	1362
	1394
	1400
	1443
	1466

	†Ca/Mg
	U
	9.15(15)
	11.81(17)
	13.76(21)
	14.83(27)
	13.17(25)
	13.87(26)
	13.7(6)
	10.2(4)
	12.04(25)
	17.9(4) 
	27.8(4)

	C
	z
	0.2416(12)
	0.2548(8)
	0.2516(7)
	0.2564(10)
	0.2509(7)
	0.2554(11)
	0.2503(17)
	0.2355(32)
	0.2418(26)
	0.2394(12)
	0.246(7)

	
	U
	12.1(4)
	9.1(3)
	7.9(2)
	10.4(3)
	7.1(2)
	12.8(4)
	11.2(9)
	12.1(9)
	20.7(7)
	19.8(8)
	37.4(9)

	O
	x
	0.2436(8)
	0.2374(6)
	0.2408(6)
	0.2365(7)
	0.2408(7)
	0.2385(9)
	0.2457(18)
	0.2407(14)
	0.2533(12)
	0.2424(10)
	0.2384(10)

	
	y
	-0.0386(7)
	-0.0422(6)
	-0.0431(7)
	-0.0396(7)
	-0.0407(8)
	-0.0344(6)
	-0.0357(19)
	-0.0350(23)
	-0.0347(11)
	-0.0483(10)
	-0.0290(16)

	
	z
	0.2463(4)
	0.2396(2)
	0.2404(2)
	0.2402(3)
	0.2408(3)
	0.2410(4)
	0.2394(5)
	0.2431(8)
	0.2439(8)
	0.2463(4)
	0.2482(19)

	
	U
	8.61(17)
	10.05(16)
	11.26(16)
	13.29(24)
	11.14(21)
	13.86(22)
	10.9(5)
	10.2(6)
	16.18(24)
	16.30(31)
	24.6(4)

	Ca–O
	6 x
	2.376(5)
	2.462(4)
	2.451(3)
	2.457(5)
	2.446(4)
	2.445(5)
	2.448(9)
	2.420(7)
	2.385(10)
	2.406(5)
	2.371(20)

	Mg–O
	6 x
	2.105(4)
	2.047(3)
	2.044(3)
	2.068(4)
	2.059(3)
	2.096(3)
	2.057(7)
	2.108(9)
	2.084(9)
	2.086(6)
	2.189(20)

	C–O
	3 x
	1.274(4)
	1.277(3)
	1.286(2)
	1.269(4)
	1.277(3)
	1.260(4)
	1.288(7)
	1.256(9) 
	1.310(6)
	1.302(5)
	1.222(5)


§Ca1/Mg1 is on the 3a site at (0, 0, 0) and Ca2/Mg2 on the 3b site at (0, 0, ½); C is at (0, 0, z). †UCa1/Mg1 = UCa2/Mg2.
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