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e The lattice constants for this structure are from (Yusa, 2009), measured at 3.2 GPa. The authors did not give the atomic
positions. These are taken from (Belik, 2006) at ambient pressure and temperature and are assumed to be similar to
those at higher pressure.

e The ICSD entry is from (Belik, 2006).

Simple Orthorhombic primitive vectors

a3
ge
a; = axX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1as + i a3 = by ¥ + iCZ (4c) Ol
B, = laj—yras+ a3 = saX —by § + jcz (4c) Ol
B; = —yrax + 2 ag = by § + ez (4c) Ol
B, = fa;+yraz+ Sag = FaX+by§ + ez (4c) OI
Bs = 1a; + 2 a3 = jaRX+cz? (4d) Gal
Be = Sa; — (22— 3) a3 = fax—c(2—3)2 (4d) Gal
B, = Sa; —2ay = Sak —cz? (4d) Gal
Be = lat(atda - Lasce(snt}) 2 4y Gar
By = iait+yas+zag = Ja%+ 30y +cz32 (4e) Bil
Bio = fai+ias—(m—3) ay Jax+ 50y —c(z—3) 2 (4e) Bil
Bi1 = %al—i-%az—zzsas = %ai—i—%by—czgi (de) Bil
Bz = jartsas+ (23+3)as = 10X+ 50y +c(z+3) 2 (4e) Bil
Bis = Tga; +ysas + 2423 = arsX +bys ¥ + c242 (8f) ol
By = —(za—3)ai—yar+za; = —a(z4—5) XR—bys§ +ca? (8f) O 11
Bis = —zga; +ysas — (21— 3) a3 = —azs X+ 0y § —c (- 5) 2 (8f) O II
Big = (za+3)ai—maz—(z:—3)as = a(zs+3) X—bpuy—c(za—3) 2 (8f) on
By = —T4a; —ysag — 2483 = —axs X —bys ¥ —cz4 2 (8f) on
Bis = (z4+3) a1 +ysas — 2 a3 = azs+3) XK+byay —czaz (8f) O 11
By = z4a; —ysaz + (24 + 3) a3 = ars X —bys§ +c(za+3) 2 (8f) O 11
Bao = — (w4 —3) a1 +yaar + = —a(zs—35) X+bya§ +c(zu+3) 2 (8f) O1II
(4 1) g
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