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Single-crystal x-ray diffraction study of KR3F10 (R = Y, Tb) 

CCDC–2062503 (KTb3F10) and CCDC–2062504 (KY3F10) contain the supplementary 

crystallographic data for this paper. The data can be obtained free of charge from The Cambridge 

Crystallographic Data Centre via www.ccdc.cam.ac.uk/structures. 
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Table S1. Fractional atomic coordinates and equivalent isotropic displacement parameters Ueq (Å2 

×103) for KR3F10 (R = Tb, Y). Ueq is defined as 1/3 of the trace of the orthogonalized UIJ tensor. 

Atom label for KTb3F10 Wyckoff 

position 

x y z Ueq 

Tb 24e 0.24034 (2) 0.00000 0.00000 0.00703 (6) 

K 8c 0.25000 0.25000 0.25000 0.0269 (4) 

F1 48i 0.50000 0.16670 (10) 0.16670 (10) 0.0185 (3) 

F2 32f 0.11219 (8) 0.11219 (8) 0.11219 (8) 0.0108 (3) 

Atom label for KY3F10 Wyckoff 

position 

x y z Ueq 

Y 24e 0.24032 (2) 0.000000 0.000000 0.00605 (8) 

K 8c 0.250000 0.250000 0.250000 0.0225 (2) 

F1 48i 0.500000 0.16576 (7) 0.16576 (7) 0.0142 (2) 

F2 32f 0.11162 (7) 0.11162 (7) 0.11162 (7) 0.0100 (2) 

Table S2. Selected bond lengths (Å) for KTb3F10 crystal. 

Tb—Tbi 3.9674 (3) K—F1v 3.2259 (7) 

Tb—Tbii 3.9674 (3) K—F1xii 3.2259 (7) 

Tb—Tbiii 3.9674 (3) K—F1xiii 3.2259 (7) 

Tb—Tbiv 3.9674 (3) K—F1xiv 3.2259 (7) 

Tb—F1v 2.2279 (4) K—F1vii 3.2259 (7) 

Tb—F1vi 2.2279 (4) K—F1xv 3.2259 (7) 
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Tb—F1vii 2.2279 (4) K—F1xvi 3.2259 (7) 

Tb—F1viii 2.2279 (4) K—F1xvii 3.2259 (7) 

Tb—F2 2.3806 (5) K—F2xviii 2.7862 (17) 

Tb—F2ix 2.3806 (5) K—F2 2.7862 (17) 

Tb—F2x 2.3806 (5) K—F2xix 2.7862 (17) 

Tb—F2xi 2.3806 (5) K—F2xx 2.7862 (17) 

Symmetry codes: (i) -y, -z, -x; (ii) y, z, x; (iii) z, x, y; (iv) -z, -x, -y; (v) -y+1/2, z, -x+1/2; (vi) -z+1/2, -

x+1/2, -y; (vii) -z+1/2, x-1/2, y; (viii) -y+1/2, -z, -x+1/2; (ix) x, y, -z; (x) x, -y, -z; (xi) x, -y, z; (xii) -x+1, -

y+1/2, -z+1/2; (xiii) -y+1/2, -z+1/2, -x+1; (xiv) z, -x+1/2, -y+1/2; (xv) y, -z+1/2, x-1/2; (xvi) -z+1/2, -x+1, -

y+1/2; (xvii) x-1/2, y, -z+1/2; (xviii) x, -y+1/2, -z+1/2; (xix) -x+1/2, y, -z+1/2; (xx) -x+1/2, -y+1/2. 

Table S3. Selected bond lengths (Å) for KY3F10 crystal. 

Y—Yi 3.9215 (3) K—F1xii 3.1954 (5) 

Y—Yii 3.9215 (3) K—F1v 3.1954 (5) 

Y—Yiii 3.9215 (3) K—F1xiii 3.1954 (5) 

Y—Yiv 3.9215 (3) K—F1xiv 3.1954 (5) 

Y—F1v 2.1983 (3) K—F1xv 3.1954 (5) 

Y—F1vi 2.1983 (3) K—F1vii 3.1954 (5) 

Y—F1vii 2.1983 (3) K—F1xvi 3.1954 (5) 

Y—F1viii 2.1983 (3) K—F1xvii 3.1954 (5) 

Y—F2ix 2.3500 (4) K—F2 2.7656 (15) 

Y—F2x 2.3500 (4) K—F2xviii 2.7657 (15) 

Y—F2 2.3500 (4) K—F2xix 2.7657 (15) 

Y—F2xi 2.3500 (4) K—F2xx 2.7657 (15) 

Symmetry codes: (i) -y, -z, -x; (ii) y, z, x; (iii) z, x, y; (iv) -z, -x, -y; (v) -y+1/2, z, -x+1/2; (vi) -z+1/2, -

x+1/2, -y; (vii) -z+1/2, x-1/2, y; (viii) -y+1/2, -z, -x+1/2; (ix) x, y, -z; (x) x, -y, -z; (xi) x, -y, z; (xii) -x+1, -

y+1/2, -z+1/2; (xiii) -y+1/2, -z+1/2, -x+1; (xiv) z, -x+1/2, -y+1/2; (xv) y, -z+1/2, x-1/2; (xvi) -z+1/2, -x+1, -

y+1/2; (xvii) x-1/2, y, -z+1/2; (xviii) x, -y+1/2, -z+1/2; (xix) -x+1/2, y, -z+1/2; (xx) -x+1/2, -y+1/2. 

 


