LiyBa(BNy)y Structure:
A2BC4D4 aP22 2 211 41 41-001
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Prototype ByBalisNy

AFLOW prototype label A2BC4D4_aP22 2 2ii 4i 4i-001
ICSD 432641

CCDC 1791608

Pearson symbol aP22

Space group number 2

Space group symbol P1

AFLOW prototype command aflow --proto=A2BC4D4_aP22_ 2 2i_i_4i_4i-001
—~params=a, b/a7 C/a, «, 57 Y, %1,Y1,21,22,Y2, 22,23, Y3, 23, T4, Y4, 24, T5,Y5, 25, L6, Y6,
26, L7, Y7, 27, L8, Y8, 28, L9, Y9, 29, L105 Y10, 2105 L11, Y11, £11

Triclinic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, T1a; +yias + 21 as (azq + byy cosy + cz21) X+ (21) B1
(byr siny + cyz1) § +c.21
B2 —riap —Yyiaz —z1a3 — (axl +by1 COS")/+C£21) X — (21) B1
(byrsiny +cyz1) § —c.21 2
Bs Toay + yoas + 20 ag (azg + byz cOS7y + cr22) X+ (2i) BII
(byasiny + cyz2) § + c,20 2
B4 —ZT2a1 —Y2a2 — 2Z2as — ((11'2 + byQ COs 7y + CxZQ) X — (21) BII
(byasiny + cyz2) § — c.22 2
Bs r3a + yzas + 23 a3 (axs + bys cosy + cp23) X + (2i) Bal
(byssiny + cyz3) ¥+ c.232
Bg —ITza; —Yysaz — zzasg — (a,$3 + bys cosy + Cw23) X — (21) Bal
(byssiny + cyz3) § — c.23 2
B~ Tgay + ygas + 2443 (axg + byscosy + cpzq) X+ (2i) Lil
(byasiny +cyz4) ¥+ c.24 2
Bs —Tga; —ygas — 24 a3 — (axg +bygcosy + cpzq) X — (21) Lil
(byasiny + cyza) § — .24 Z
By Tsaj + ysas + 25 as (azxs + bys cosy + cpz5) X+ (21) Lill
(bys siny + cyz5) ¥ + c.25 2
Bio —Tsa; — yYsas — 25 ag — (ax5 + bys cosy + cp25) X — (2i) Lill
(bys siny + cyz5) § — c.25 Z
B11 Teal + Yg a2 + 26 A3 ((1585 + by6 COs 7y + CIij) X+ (21) Li III
(bys siny + cyz6) ¥ + ¢.26 Z
B2 —Xga] — Yg Az — 26 A3 — (axe + byg cosy + cp26) X — (2i) Li II1
(bys siny + cyz6) § — c226 Z
B13 Tral + Y7 az + z7 as (ax7 + by7 COs 7y + CxZ7) X+ (21) Li IV
(byrsiny + cyz7) ¥+ c.27 2
Bi4 —x7a; —yras — zras — (az7 + byr cosy + cp27) X — (2i) Li IV
(byrsiny + cyzr) § — .27 2
Bis Trgaj +ygaz + zgas (Clxg + bys cosy + sz’s) X+ (21) NI
(byssiny + cyzg) § + c.28 Z
Bis —rga; —Ysaz — z3as — (axg + byg cosy + cz28) X — (2i) NI
(byssiny + cyzg) ¥ — c.28 2
Bir Tga + yg as + 29 as (axg + byg cosy + cp29) X + (21) NII

(byg siny + cyz9) § + c.29 Z



Bis = —ZTgay — Yo az — Zg a3 = — (azg + byg cosy + czz9) X — (21) NI
(bygsiny + cyz9) ¥ — .29 Z

By = T1p a1 + Y10 @z + 210 a3 = (az1p + by1o cOs 7y + cz210) X + (2i) N III
(byrosiny + ¢yz10) ¥ + c.2102

B20 = —Z10a1 — Yipa2 — 210 a3 = — (axlo =+ bylo COs 7y —+ CxZIO) )A( — (21) N IIT
(by1osiny + cyz10) ¥ — c2210 2

Bz, = T11 a1 + Y11 az + 211 a3 = (az11 + byr1 cosy + cp211) X + (2i) NIV
(by11siny + cyz11) ¥ + c.211 2

B = —Z11a1 —Y11az — 21143 = —(az11 + byii cosy +czz11) X — (21) NIV
(byr1siny + cyz11) § — 2211 2
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