B,SrO- Structure:
A4B7C_0oP24_31_2b_a3b_a-001

This structure previously used the label(s) A4B7C_oP24_31_2b_a3b_a. Calls to these addresses will be redirected here.
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Prototype B4O7Sr

AFLOW prototype label A4B7C_0P24_31_2b_a3b_a-001
ICSD 27404

CCDC 1602687

Pearson symbol oP24

Space group number 31

Space group symbol Pmn2q

AFLOW prototype command aflow --proto=A4B7C_oP24_31_2b_a3b_a-001
—~params=a, b/a7 C/av Y1,%21,Y2,%22,%3,Y3,23, L4, Y4, 24, T5,Y5, 25, L6, Y6, 26, L7, Y7, 27

e [Clinobarylite, BaBesSi5sO7) is a quaternary form of this structure.

e Space group Pmn2; #31 allows an arbitrary choice of the zero of the z-axis. Here it is chosen so that z; = 0 for the
strontium atom.
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Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1as + 21 a3 = by y+cxnz (2a) 01
B, = %al—ylag—k(zl—k%) as = %ai—byly—l—c(zl—l-%)i (2a) Ol
B; = Yo g + 22 a3 = bys ¥ +cz0 Z (2a) Srl
B, = lTa; —yay+ (224 3) ag = tax—byay+c(za+3)2 (2a) Sr1
By = T3a; + ysas + 23 as = ax3X +bysy + cz3 Z (4b) B1I
Bsg = f(ng%) a; —ysas + = —a(ng%)f(—bygerc(z;ng%)ﬁ (4b) B1I
(z3+ %) a3
Br = (z3+3)ai—ysac+(23+3)a; = a(zs+3) K—bysy+c(zs+1i)2 (4b) B1
Bs = —x3za; +yzas + z3as = —ar3X +bysy +c23% (4b) B1
By = Ty + ygas + 24 a3 = ars X +bysy + cz4 (4b) BII
Bio = 7(:17 f%) a; —ysas + = fa(a: f%)ifby4y+c(24+%)2 (4b) B II
(22 +3) as
Bii = (za+3)ai—mar+t(zm+3)as = a(zs+3) K—buy+c(aut+i)z (4b) B II
B, = —z4a; +yqas + z4 a3 = —arsX+bysy +cz42 (4b) B1II
Bz = T5a; + ys as + 25 as = axs X+ bys ¥ + cz5 (4b) O1II
Bis = — (w5 — 1) a1 —ysas + = —a(zs—3) X —bysy+c(25+3) 2 (4b) ol
(z5+ %) as
Bis = (z5+3) ai—ysas+(z+3) a3 = a(zs+3) X—bysy+c(z+1)2 (4b) on
Bis = —x5a; + ys a2 + 25 ag = —ars X+ bys ¥ + cz5 2 (4b) on
By = Tgay + Y as + 2 as = areX + byg ¥ + cz6 Z (4b) O III
Bis = — (w6 — 3) a1 —ysaz + = —a(ze—3) X—bys§ +c(z+3) 2 (4b) O III
(2 + %) as
Big = (mﬁ—i—%) al—ygag—i—(zg—i—%) az = a(xg—&—%) &—by6y+c(z6+%) Z (4b) O III
By = —xgay + ygas + z¢ as = —argX +bygy + cz62 (4b) O III
By, = T7a + yras + 27 as = ax7 X +by: ¥ + cz7 Z (4b) (ONAY
Boy = — (27— 1) a1 —yras + = —a(zr—3) X —byrg+c(xn+3) 2 (4b) o1V
(z7 + %) as
By = (m—l—%) a1—y7a2+(27+%) ag = a(m—&—%)fi—bgﬁy—l—c(n—i—%) Z (4b) o1V
Boy = —x7a; +yras + zrag = —ax7 X+ by ¥ +czr 2 (4b) (ONAY
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