Table  4. (For deposit) Atomic coordinates, Ueq. and site occupancy (SOF) for IG_HT_-100.  Sample was taken from RT to -100°C and measured.
	IG_HT_-100
	
	
	
	

	
	x
	y
	z
	Ueq.
	SOF

	Ca1
	0.68356(10)
	0.25337(5)
	0.15813(10)
	0.01791(14)
	

	Si1
	0.36822(13)
	0.46401(5)
	0.60728(12)
	0.01057(17)
	

	Si2
	0.33021(13)
	0.13622(5)
	0.59492(12)
	0.00996(16)
	

	Si3
	0.01905(12)
	0.26434(5)
	0.51766(12)
	0.00966(16)
	

	Si4
	0.12815(13)
	0.05004(5)
	0.84110(13)
	0.01049(17)
	

	Si5
	0.10781(13)
	0.39489(5)
	0.81918(12)
	0.01004(16)
	

	Si6
	0.22065(13)
	0.02052(5)
	0.25764(12)
	0.01077(17)
	

	Al1
	0.75668(13)
	0.12657(6)
	0.57151(14)
	0.00976(18)
	

	Al2
	0.09083(14)
	0.39058(6)
	0.24017(13)
	0.00971(18)
	

	O1
	0.7054(4)
	0.05286(15)
	0.4058(4)
	0.0156(5)
	

	O2
	0.5532(3)
	0.15351(15)
	0.6312(3)
	0.0144(5)
	

	O3
	0.8343(4)
	0.20651(14)
	0.4705(3)
	0.0127(4)
	

	O4
	0.9344(4)
	0.10003(16)
	0.7715(4)
	0.0152(5)
	

	O5
	0.3062(3)
	0.41786(15)
	0.7715(3)
	0.0133(4)
	

	O6
	0.2968(4)
	0.41950(15)
	0.4104(3)
	0.0148(5)
	

	O7
	0.6013(3)
	0.46060(16)
	0.6735(4)
	0.0163(5)
	

	O8
	0.2203(4)
	0.21832(16)
	0.5923(4)
	0.0163(5)
	

	O9
	0.2965(4)
	0.08109(16)
	0.7581(4)
	0.0177(5)
	

	O10
	0.2341(4)
	0.09127(18)
	0.4011(4)
	0.0227(6)
	

	O11
	0.0058(4)
	0.32487(16)
	0.6805(4)
	0.0174(5)
	

	O12
	0.9986(3)
	0.30763(15)
	0.3185(3)
	0.0135(4)
	

	O13
	0.9091(4)
	0.45889(15)
	0.2040(4)
	0.0161(5)
	

	O14
	0.2194(4)
	0.06354(16)
	0.0653(3)
	0.0170(5)
	

	O15
	0.1455(4)
	0.36904(16)
	0.0332(3)
	0.0162(5)
	

	O16
	0.9753(4)
	0.47238(15)
	0.7719(4)
	0.0159(5)
	

	W1
	0.3633(4)
	0.2239(2)
	0.1255(5)
	0.0303(7)
	

	W2
	0.6455(6)
	0.2945(2)
	0.8533(5)
	0.0403(9)
	

	W5
	0.6030(4)
	0.37368(19)
	0.2603(5)
	0.0283(6)
	

	W4
	0.7755(13)
	0.1339(5)
	0.0808(7)
	0.024(2)
	0.73(4)

	W42
	0.673(7)
	0.1157(11)
	0.063(2)
	0.070(11)
	0.43(5)


