Table 3. Fractional atomic coordinates, equivalent isotopic atomic displacement parameters for the synthetic clinopyroxenes of the hedenbergite CaFe2+Si2O6–aegirine NaFe3+Si2O6 solid solution series
	
	x
	y
	z
	U(eq)

	
	
	
	
	

	Hd21, 298 K
	
	
	
	

	M(2)
	0
	0.3003(1)
	¼
	0.0072(1)

	Fe
	0
	0.9075(1)
	¼
	0.0046(1)

	Si
	0.2878(1)
	0.0924(1)
	0.2325(1)
	0.0036(1)

	O(1)
	0.1196(1)
	0.0901(1)
	0.1523(3)
	0.0055(3)

	O(2)
	0.3628(1)
	0.2464(1)
	0.3232(3)
	0.0075(3)

	O(3)
	0.3501(1)
	0.0197(1)
	0.9926(2)
	0.0061(3)

	
	
	
	
	

	Hd21, 200 K
	
	
	
	

	M(2)
	0
	0.3008(1)
	¼
	0.0054(1)

	Fe
	0
	0.9079(1)
	¼
	0.0035(1)

	Si
	0.2878(1)
	0.0927(1)
	0.2322(1)
	0.0028(1)

	O(1)
	0.1194(1)
	0.0907(1)
	0.1528(2)
	0.0051(2)

	O(2)
	0.3629(1)
	0.2465(1)
	0.3237(2)
	0.0062(2)

	O(3)
	0.3503(1)
	0.0202(1)
	–0.0078(1)
	0.0051(2)

	
	
	
	
	

	Hd21, 100 K
	
	
	
	

	M(2)
	0
	0.3012(1)
	¼
	0.0036(1)

	Fe
	0
	0.9082(1)
	¼
	0.0025(1)

	Si
	0.2879(1)
	0.0928(1)
	0.2321(1)
	0.0022(1)

	O(1)
	0.1195(1)
	0.0909(1)
	0.1523(2)
	0.0038(1)

	O(2)
	0.3631(1)
	0.2467(1)
	0.3241(1)
	0.0047(1)

	O(3)
	0.3504(1)
	0.0206(1)
	0.9912(1)
	0.0037(1)

	
	
	
	
	

	Ae051, 298 K
	
	
	
	

	M(2)
	0
	0.3003(1)
	¼
	0.0100(2)

	Fe
	0
	0.9069(1)
	¼
	0.0067(1)

	Si
	0.2879(1)
	0.0923(1)
	0.2326(1)
	0.0044(1)

	O(1)
	0.1189(1)
	0.0893(1)
	0.1502(3)
	0.0077(3)

	O(2)
	0.3624(1)
	0.2473(1)
	0.3226(3)
	0.0098(3)

	O(3)
	0.3502(1)
	0.0190(1)
	0.9946(3)
	0.0082(3)

	
	
	
	
	

	Hd10m, 298K
	
	
	
	

	M(2)
	0
	0.3006(1)
	¼
	0.0086(3)

	Fe
	0
	0.9064(1)
	¼
	0.0054(1)

	Si
	0.2878(1)
	0.0922(1)
	0.2328(1)
	0.0040(1)

	O(1)
	0.1189(2)
	0.0888(2)
	0.1503(3)
	0.0076(3)

	O(2)
	0.3619(2)
	0.2476(2)
	0.3214(3)
	0.0088(4)

	O(3)
	0.3505(2)
	0.0183(2)
	0.9954(3)
	0.0075(3)

	
	
	
	
	

	Ae151, 298 K
	
	
	
	

	M(2)
	0
	0.3016(1)
	¼
	0.0101(3)

	Fe
	0
	0.9055(1)
	¼
	0.0067(1)

	Si
	0.2880(1)
	0.0923(1)
	0.2323(1)
	0.0039(2)

	O(1)
	0.1179(2)
	0.0873(2)
	0.1477(3)
	0.0089(1)

	O(2)
	0.3614(2)
	0.2493(2)
	0.3201(3)
	0.0107(4)
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	O(3)
	0.3506(2)
	0.0172(2)
	0.9963(3)
	0.0093(4)

	
	
	
	
	

	Ae201, 298 K
	
	
	
	

	M(2)
	0
	0.3011(1)
	¼
	0.0114(3)

	Fe
	0
	0.9049(1)
	¼
	0.0073(1)

	Si
	0.2881(1)
	0.0920(1)
	0.2327(1)
	0.0049(2)

	O(1)
	0.1172(2)
	0.0865(2)
	0.1476(3)
	0.0105(3)

	O(2)
	0.3612(2)
	0.2498(2)
	0.3184(3)
	0.0117(4)

	O(3)
	0.3508(1)
	0.0167(2)
	0.9987(3)
	0.0099(3)

	
	
	
	
	

	Ae251, 298 K
	
	
	
	

	M(2)
	0
	0.3013(1)
	¼
	0.0093(2)

	Fe
	0
	0.9049(1)
	¼
	0.0054(1)

	Si
	0.2881(1)
	0.0918(1)
	0.2328(1)
	0.0031(1)

	O(1)
	0.1174(1)
	0.0865(2)
	0.1476(3)
	0.0078(3)

	O(2)
	0.3608(1)
	0.2496(2)
	0.3177(3)
	0.0090(3)

	O(3)
	0.3505(1)
	0.0165(1)
	0.9987(3)
	0.0078(3)

	
	
	
	
	

	Ae401, 298 K
	
	
	
	

	M(2)
	0
	0.3007(1)
	¼
	0.0103(3)

	Fe
	0
	0.9037(1)
	¼
	0.0056(1)

	Si
	0.2885(1)
	0.0914(1)
	0.2335(1)
	0.0035(1)

	O(1)
	0.1166(2)
	0.0845(2)
	0.1459(3)
	0.0081(3)

	O(2)
	0.3603(2)
	0.2507(2)
	0.3151(3)
	0.0094(3)

	O(3)
	0.3510(2)
	0.0153(2)
	1.0012(3)
	0.0074(3)

	
	
	
	
	

	Ae451, 298 K
	
	
	
	

	M(2)
	0
	0.3013(2)
	¼
	0.0106(7)

	Fe
	0
	0.9028(2)
	¼
	0.0064(3)

	Si
	0.2887(1)
	0.0915(2)
	0.2335(2)
	0.0040(3)

	O(1)
	0.1162(3)
	0.0832(5)
	0.1437(5)
	0.0103(7)

	O(2)
	0.3594(3)
	0.2513(4)
	0.3112(6)
	0.0102(7)

	O(3)
	0.3508(3)
	0.0133(3)
	1.0031(7)
	0.0081(6)

	
	
	
	
	

	Ae503, 298 K
	
	
	
	

	M(2)
	0
	0.3007(1)
	¼
	0.0121(4)

	Fe
	0
	0.9025(1)
	¼
	0.0061(2)

	Si
	0.2887(1)
	0.0910(1)
	0.2336(1)
	0.0043(2)

	O(1)
	0.1163(2)
	0.0829(2)
	0.1444(4)
	0.0088(4)

	O(2)
	0.3595(2)
	0.2518(2)
	0.3126(4)
	0.0096(4)

	O(3)
	0.3511(2)
	0.0138(2)
	1.0036(4)
	0.0086(4)

	
	
	
	
	

	Ae504, 298 K
	
	
	
	

	M(2)
	0
	0.3010(2)
	¼
	0.0088(6)

	Fe
	0
	0.9024(1)
	¼
	0.0039(2)

	Si
	0.2888(1)
	0.0906(1)
	0.2337(2)
	0.0024(3)

	O(1)
	0.1163(3)
	0.0832(4)
	0.1439(5)
	0.0069(6)

	O(2)
	0.3595(3)
	0.2514(3)
	0.3133(5)
	0.0068(6)

	O(3)
	0.3511(3)
	0.0137(3)
	0.0024(6)
	0.0059(6)

	
	
	
	
	

	Ae504, 200K
	
	
	
	

	Table 3 (Cont’d)

	M(2)
	0
	0.3011(1)
	¼
	0.0074(2)

	Fe
	0
	0.9028(1)
	¼
	0.0038(1)

	Si
	0.2888(1)
	0.0911(1)
	0.2338(1)
	0.0024(1)

	O(1)
	0.1158(1)
	0.0831(1)
	0.1441(2)
	0.0068(2)

	O(2)
	0.3597(1)
	0.2522(1)
	0.3133(2)
	0.0072(2)

	O(3)
	0.3511(1)
	0.0144(1)
	0.0033(2)
	0.0061(3)

	
	
	
	
	

	Ae504, 90K
	
	
	
	

	M(2)
	0
	0.3013(1)
	¼
	0.0055(3)

	Fe
	0
	0.9031(1)
	¼
	0.0030(1)

	Si
	0.2889(1)
	0.0912(1)
	0.2340(1)
	0.0020(1)

	O(1)
	0.1158(2)
	0.0836(1)
	0.1445(3)
	0.0058(3)

	O(2)
	0.3598(1)
	0.2525(1)
	0.3139(2)
	0.0057(3)

	O(3)
	0.3512(1)
	0.0147(2)
	0.0026(2)
	0.0045(3)

	
	
	
	
	

	Ae601, 298 K
	
	
	
	

	M(2)
	0
	0.3011(1)
	¼
	0.0122(6)

	Fe
	0
	0.9016(1)
	¼
	0.0064(1)

	Si
	0.2892(1)
	0.0908(1)
	0.2335(1)
	0.0042(1)

	O(1)
	0.1154(2)
	0.0815(2)
	0.1420(3)
	0.0087(3)

	O(2)
	0.3592(2)
	0.2531(2)
	0.3093(3)
	0.0107(3)

	O(3)
	0.3513(2)
	0.0126(2)
	1.0050(3)
	0.0089(3)

	
	
	
	
	

	Ae701, 298 K
	
	
	
	

	M(2)
	0
	0.3009(3)
	¼
	0.0108(9)

	Fe
	0
	0.9012(2)
	¼
	0.0040(3)

	Si
	0.2894(1)
	0.0904(2)
	0.2340(2)
	0.0029(3)

	O(1)
	0.1152(3)
	0.0818(5)
	0.1413(5)
	0.0056(7)

	O(2)
	0.3586(4)
	0.2532(4)
	0.3078(6)
	0.0076(7)

	O(3)
	0.3514(4)
	0.0118(3)
	1.0074(7)
	0.0055(5)

	
	
	
	
	

	Ae751, 298
	
	
	
	

	M(2)
	0
	0.3005(1)
	¼
	0.0104(5)

	Fe
	0
	0.9006(1)
	¼
	0.0053(2)

	Si
	0.2897(1)
	0.0905(1)
	0.2336(1)
	0.0018(2)

	O(1)
	0.1147(2)
	0.0804(2)
	0.1400(4)
	0.0047(4)

	O(2)
	0.3590(2)
	0.2544(2)
	0.3063(4)
	0.0072(4)

	O(3)
	0.3514(2)
	0.0121(2)
	1.0074(4)
	0.0056(4)

	
	
	
	
	

	Ae801, 298 K
	
	
	
	

	M(2)
	0
	0.3004(2)
	¼
	0.0131(9)

	Fe
	0
	0.9003(1)
	¼
	0.0055(3)

	Si
	0.2899(1)
	0.0904(1)
	0.2343(2)
	0.0039(3)

	O(1)
	0.1148(3)
	0.0797(4)
	0.1402(5)
	0.0058(6)

	O(2)
	0.3587(3)
	0.2544(4)
	0.3050(5)
	0.0086(7)

	O(3)
	0.3508(4)
	0.0105(3)
	1.0084(6)
	0.0072(6)

	
	
	
	
	

	Ae851, 298 K
	
	
	
	

	M(2)
	0
	0.3001(1)
	¼
	0.0127(5)

	Fe
	0
	0.8997(1)
	¼
	0.0046(1)

	Si
	0.2900(1)
	0.0899(1)
	0.2346(1)
	0.0036(1)

	Table 3 (Cont’d)

	O(1)
	0.1147(2)
	0.0794(2)
	0.1392(3)
	0.0059(3)

	O(2)
	0.3587(2)
	0.2548(2)
	0.3038(3)
	0.0090(4)

	O(3)
	0.3518(2)
	0.0099(2)
	1.0088(3)
	0.0071(3)

	
	
	
	
	

	Ae901, 298 K
	
	
	
	

	M(2)
	0
	0.3003(2)
	¼
	0.0117(5)

	Fe
	0
	0.8994(1)
	¼
	0.0022(1)

	Si
	0.2903(1)
	0.0895(1)
	0.2346(1)
	0.0013(2)

	O(1)
	0.1147(2)
	0.0787(2)
	0.1387(4)
	0.0041(4)

	O(2)
	0.3584(2)
	0.2555(2)
	0.3015(4)
	0.0053(4)

	O(3)
	0.3519(2)
	0.0087(2)
	1.0095(4)
	0.0044(4)

	
	
	
	
	

	Ae951, 298 K
	
	
	
	

	M(2)
	0
	0.2994(1)
	¼
	0.0134(4)

	Fe
	0
	0.8992(1)
	¼
	0.0034(1)

	Si
	0.2905(1)
	0.0896(1)
	0.2352(1)
	0.0027(2)

	O(1)
	0.1144(2)
	0.0786(2)
	0.1381(3)
	0.0044(3)

	O(2)
	0.3586(2)
	0.2555(2)
	0.3019(4)
	0.0077(4)

	O(3)
	0.3520(2)
	0.0088(2)
	1.0111(4)
	0.0056(3)

	
	
	
	
	

	Nahp2a, 298 K
	
	
	
	

	M(2)
	0
	0.2989(2)
	¼
	0.0106(3)

	Fe
	0
	0.8989(1)
	¼
	0.0046(1)

	Si
	0.2907(1)
	0.0893(1)
	0.2358(1)
	0.0028(2)

	O(1)
	0.1144(2)
	0.0785(2)
	0.1379(3)
	0.0068(3)

	O(2)
	0.3589(2)
	0.2558(2)
	0.3015(3)
	0.0095(4)

	O(3)
	0.3519(2)
	0.0081(2)
	1.0129(3)
	0.0084(4)


