CsBgO14 Structure:
A9BC14 0P96_17 9e_ac_14e-001
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Prototype BgCsO14

AFLOW prototype label A9IBC14_0P96_17_9e_ac_14e-001
ICSD 99793

CCDC 1659006

Pearson symbol oP96

Space group number 17

Space group symbol P222,
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AFLOW prototype command aflow --proto=A9BC14_oP96_17_9e_ac_14e-001
“Params=fl7b/a70/a,$1,y27333,y3,23,3?471/4,24,5657y5725,$6,y67267567,97,277338,%7
28,29,Y9, 29, X105 Y10, 2105 L11, Y11, 211, L12, Y12, 212, L13, Y13, 213, L14, Y14, £14, L15, Y15, 215, L16,
Y16, 216, L17, Y17, 217, 18, Y18, 218, T19, Y19, 219, L20, Y20, 220, L21, Y21, 221, L22, Y22, 222, T23, Y23,
223, X245 Y24, 224, L25, Y25, 225

o (Wright, 2003) call this Cs20.9B2035. The ICSD labels the structure as Cs2O(B2Os3)g.

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T a1 = axr, X (2a) Cs1
B, = —z1a; + % as = —ax1 X+ %ci (2a) Cs1
B; = Yo ag + % as = bys ¥ + ici (2¢) CsII
B, = —ypag + % as = —bys y + %ci (2¢) Cs1I
Bs = r3ay + yzas + 23 a3 = arsX + bysy + cz3 Z (4e) BI
Bg = —x3a; —ysas + (23+ %) as = —angc—bygy—i—c(zg—l—%) Z (4e) B1I
B, = —x3a; +yzas — (237 %) as = faa:3>“<+by3yfc(23 - %) Z (4e) B1
Bgs = T3a; — yzas — 23 as = arz3X —bysy — c23 % (4e) B1I
By = Tgay + ygas + 24a3 = arys X +bysy +cz42 (4e) B1II
Bio = —x4a; —Ygas + (24 + %) ag = —arsX —bysy +c (z4 + %) Z (4e) BII
By = —x4a; +ygag — (,24 - %) as = —arsX+bysy —c (24 - %) Z (4e) B II
B, = Tga] — Ygag — 2483 = arysX —bysy — c24 2 (4e) B II
Bz = Tsay + ysas + 25 as = ars X+ bysy + cz52 (4e) B III
By = —x5a; — Y5 as + (z5 + %) as = —arsX —bysy +c¢ (z5 + %) Z (4e) B III
Bis = —zsa; +ysas — (25 — 1) a3 = —azsX+bys§ —c (25— 3) 2 (4e) B III
Big = Tsa; — Ysas — 25 as = arsX — bys ¥ — c25Z (4e) B III
By = Tgay + yYg as + 2 as = argX + bysy + czg Z (4e) B IV
Bis = —Tga; — ygas + (z6 + %) as = —azrgX —bygy +c¢ (z6 + %) Z (4e) B IV
By = —zgal +ysas — (26 — 1) as = —azeX+bys ¥ —c (26 — 3) 2 (4e) BIV
By = Tgay — Y ag — 2g A3 = argX — by y — czg Z (4e) B IV
By = T7ay + yras + z7asg = ar7X+byr ¥ +cz72 (4e) BV



By = —r7a; —yras + (Z7+ %) as = fax7§<fby7y+c(Z7+ %) Z (4e) BV
Bos = —x7a; +yrag — (27— %) as = —ax7§<+by7y—c(27 — %) Z (4e) BV
Boy = Tra; — yras — 27 as = ar7X —by; y — czr Z (4e) BV
Bas = Tga; + ysas + zg as = argX + bys y + czg Z (4e) B VI
Bog = —xga; —ygas + (Zg + %) as = —axgX —bysy +c¢ (zs + %) Z (4e) B VI
Bor = —xgal + ysas — (28 — %) as = —axgX+bysy —c (zg — %) Z (4e) B VI
Bos = Tgay — Ys as — 2g as = argX — bys y — czg Z (4e) B VI
B2y = Tgaj + Yygas + 29 ag = argX + by ¥ + czo Z (4e) B VII
B3y = —Tga; — ygas + (,29 + %) as = —axgX —bysy + ¢ (29 + %) Z (4e) B VII
B3, = —Zgajy + ygas — (29 — %) as = —argX +bygy — ¢ (Zg — %) Z (4e) B VII
B3, = ZTga] — Ygag — 29 as = argX —bygy — cz9Z (4e) B VII
B3z = T10 a1 + Y10 a2 + 210 @3 = arioX +by10 ¥ + cz102 (4e) B VIII
Bss = —zpa;—yoaz+ (210+3) a3 = —azioX —by1oy +c (20 +3) 2 (de) B VIII
Bss = —x0a; +ypoas — (210 — %) a3 = —arioX +byoy —c¢ (210 — %) Z (4e) B VIII
Bs3g = ZT1pa1 — Y10 Az — 210 A3 = arpX —by10y — cz10 Z (4e) B VIII
Bs; = T11 a1 + Y11 a2 + 211 a3 = ax11 X+ by y +cz112 (4e) B IX
Bss = —zi1a1—yniaz+ (211 + %) a3 = *a$11f<*by11y+c(zn + %) z (de) B IX
Bsg = —zyai+ynas— (211—3) a3 = —ar1 X+ by y —c(z11—3) 2 (4e) B IX
Bso = T11a1 — Y1182 — 21183 = arnn X —byn § —czn 2 (4e) B IX
Bu = ZTiz a1 + Y12 a2 + z12 a3 = ari2X +by12 ¥ + cz122 (4e) (O
B = —zipa;—ypac+ (z12+3) a3 = —ar12 X —by12y +c(z12+ 3) 2 (4e) Ol
Bss = —zi2a1+yipas— (212—3) a3 = —az12X +by12y —c(z12 — 5) 2 (4e) O
By = Ti2a1 — Y12 A2 — 212 A3 = ar12X —by12§ — cz122 (de) Ol1l
Bys = Ti13a; + Y13 a2 + 713 a3 = ax13X +by13 ¥ +czi3 2 (4e) oIl
B = —zizai—yizac+ (s13+3) a3 = —az13X —byr3y + ¢ (213 + 3) 2 (4e) OlII
By = —mi3a;+yizas— (z13—3) a3 = —az13X +by1sy —c(z13 — 5) 2 (4e) O 1II
By = T13a; — Y13 @z — 213 a3 = ari3X — by13y — cz13Z (4e) on
By = 1421 +y1aa2 + 21423 = ar14 X +by14y + 2142 (4e) O III
Bso = —zuai—yuay+ (zu+3)as = —aru X —byuy+c(za+3) 2 (4e) O I
Bsy = —zua;+yusas— (s14—3) a3 = —az1sX+by1ay —c (214 — 5) 2 (4e) O III
Bss = T14Q1 — Y14 Ao — 214 A3 = ar14 X —by14y — c214 2 (4e) O 111
Bszs = Tisar + Y15z + 215 a3 = arys X +byi1s ¥ + cz15 2 (de) 01V
Bss = -—mi5a1 —yisaz+ (215 + %) a3 = —ar15 X —by1sy +¢ (2’15 + %) Z (4e) O1v
Bss = —zpsaitysa—(s5—3) a3 = —az15 X +by1sy —c (215 — 5) 2 (4e) O1v
Bse = T15a1 — Y152 — 21583 = arysX —byis ¥ — cz15 2 (4e) O 1v
Bsr = T16 a1 + Y16 A2 + 216 A3 = ariegX +by16 ¥ + c216 2 (de) oV
Bss = —ziga1—yieaz+ (216 +3) a3 = —az16X —by16§ + ¢ (216 + 5) 2 (4e) oV
Bso = —ziga1+yieas— (26— 3) a3 = —az16X +by16 Y — ¢ (216 — 5) 2 (4e) oV
Beo = T16 a1 — Y16 A2 — 216 A3 = arieX — byi1e ¥ — cz16 2 (de) oV
Be1 = ri7ar +yiraz + z17a3 = ari7 X +by17y + c2172 (de) O VI
Bz = —zira;—yiras+ (z17+3) a3 = —az17 X —by1r§+c (217 + 5) 2 (4e) O VI



Bes = —z17a1+yi7as — (217 - %) a3 = —ar17X+by17y — ¢ (217 — %) Z (4e) O VI
Bes = Tizar —Yiraz — 21743 = ary7X —by1ry —cz172 (4e) O VI
Bes = rigar +yigaz + 218 a3 = ar1g X +by18 ¥ + cz18% (de) O VII
Bes = —zisa1—yisar+ (z1s+3) a3 = —azis X —byisy+c(zs+3) 2 (4e) O VII
Ber = —zisai+yisas— (z1s—3) a3 = —azig X +byisy —c(zs—3) 2 (4e) O VII
Bgs = Tiga] — Yig A2 — 218 a3 = ax1gX — by18y — cz18 2 (4e) O VII
Bgy = T1gaj + Y19 as + 219 a3 = ar19X + by19y + c219 Z (4e) O VIII
Bro = —xi9a; —yigas + (219 + %) az = —azx19X —by19y + ¢ (z19 + %) Z (4e) O VIII
By = —zi9a; +yjgas — (219 — %) az = —ax19X +by19y — ¢ (219 — %) Z (4e) O VIII
B, = T1g a1 — Y19 Az — Z19 A3 = ax19X — by19y — cz19 2 (4e) O VIII
Brz = T20 @1 + Y20 A2 + 220 A3 = az20X + by20 ¥ + c220 2 (4e) 0 IX
Bra = —ag0a1 —yaz+ (220+3) a3 = —aza0 X — by Y +c (2204 3) 2 (4e) 0 IX
Brs = —ag0a;+yaz— (220 —3) a3 = —am0 R+ by —c (220 — 3) 2 (4e) 01X
B = T a1 — Y20 A2 — 220 A3 = azr20 X — byoo ¥ — c220 2 (4e) 0 IX
By = Z21 a1 + Y21 a2 + 221 A3 = azx21 X+ by ¥ + czo1 2 (4e) 00X
Brs = —ao1ai—ynas+ (221+3) a3 = —azn X —byn §+c (221 +3) 2 (4e) 0 X
Brg = —ao1a;+ynas— (221—3) a3 = —axn X +byn § —c (221 — 3) 2 (4e) 0X
Bso = To1 @1 — Y21 @2 — 221 A3 = ara X — by ¥ — cz1 2 (4e) 0X
Bs1 = T2 @1 + Y22 82 + 22283 = ary X + by ¥ + cz20 2 (4e) O XI
Bs2 = —za; —yxpaz+ (222 + %) a3 = —araa X — by ¥ +c (222 + %) Z (4e) O XI
Bss = —ao2a;+ypas— (22— 3) a3 = —axp X+ by —c (222 — 3) 2 (4e) O XI
Bss = Tz @1 — Y22 @2 — 222A3 = ary X — by § — cz2 2 (4e) O XI
Bss = T2z a1 + Y23 a2 + 223 A3 = az23 X + byos § + czo3 2 (4e) O XII
Bgs = —T23a1—yasax+ (z23+3)as = —aw3 R = byss § + ¢ (223 + 3) 2 (4e) O X1
Bs7 = —xo3a; +y23as — (223 — %) az = —azTo3 X + byasy — ¢ (223 — %) Z (4e) O XII
Bss = T3 a1 — Y23 @2 — 223 A3 = ara3X — byss ¥ — 2232 (4e) O XII
Bgy = Toq 81 + Y24 A2 + 224 A3 = T2 X+ by2s ¥+ c224 2 (4e) O XIII
Boo = —zaa1—yuast (224 + %) a3 = —aT24 X — by2a ¥ + ¢ (2’24 + %) z (de) O XIII
Bor = —aosa;+ymas— (24— 3) a3 = —axos X+ by — (224 — 5) 2 (4e) O XIII
By = X481 — Yoq 89 — 224 A3 = aroqs X — byos § — c204 7 (4e) O XIII
Bgs = To5 a1 + Y5 A2 + 225 a3 = awas X + byos § + cz25 2 (4e) O X1V
Bos = —o35a; —yo5as + (225 + %) ag = —axos X — byss y + ¢ (225 + %) Z (4e) O X1V
Bos = —apsa1+yssay— (225 —3)ag = —azys R+ by § —c (205 — 3) 2 (4e) O XIv
Bge = Ta5 a1 — Y25 A2 — 225 A3 = aras X — byas § — cz25 2 (4e) O XIv
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