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Table 2. Experimental data and information on 

refinement of  Zr-Sc-schorlomite
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Table 3. Atomic coordinates, site mean atomic number (m.a.n.),

displacement parameters (Å2), and selected interatomic

distances (Å)  for Zr-Sc-schorlomite

	
	X
	Y
	Z
	Ueq
	m.a.n. (epfu)

	
	
	
	
	
	refined
	microprobe*

	X
	0.875
	0
	 0.75
	 0.0174(8)
	60
	60.03

	Y
	0
	0
	 0
	 0.0119(5)
	56.60(59)
	55.538

	Z
	0.125
	0
	 0.75
	 0.0100(11)
	48.33(78)
	49.764

	O
	0.0366(2)
	0.0493(3)
	 0.6539(2)
	 0.0194(9)
	96
	96

	
	U11
	U22
	U33
	U23
	U13
	U12

	X
	0.0131(13)
	0.0195(9)
	0.0195(9)
	 0.0047(9)
	0
	 0

	Y
	0.0119(5)
	0.0119(5)
	0.0119(5)
	 0.0006(4)
	0.0006(4)
	 0.0006(4)

	Z
	0.0069(16)
	0.0115(11)
	0.0115(11)
	 0
	0
	 0

	O
	0.0210(18)
	0.0132(20)
	0.0241(23)
	-0.0015(16)
	0.0057(16)
	-0.0027(13)


(Ca2.97Mg0.02Y0.01)(3(Fe3+0.663Zr0.584Ti4+0.294Sc0.153Cr0.152Mg0.094Fe2+0.049Hf0.008V0.003)(2 (Si1.898Al0.420Ti4+0.359Fe3+0.323)(3O12, formula is in agreement with electron microprobe analyses and scattering power as determined by X-ray structure refinement (normalized on Z-site m.a.n.). 

* - standard microprobe calculation with all Ti in octahedral sites. 

