BiAl,S, Structure:
A2BC4 tP28_126_cd_e_k-001

This structure originally had the label A2BC4_tP28_126_cd_e k. Calls to that address will be redirected here.
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Prototype Al,;BiS,

AFLOW prototype label A2BC4_tP28_126_cd_e k-001
ICSD 408439

Pearson symbol tP28

Space group number 126

Space group symbol P4/nnc

AFLOW prototype command aflow --proto=A2BC4_tP28_126_cd_e_k-001
--params=a, ¢/a, 23, T4, Ya, 24

Other compounds with this structure
BiAlgSe4, BiGaQS4, BiGaQSe4, BI(AI, Ga)284, BI(AI, Ga)gSe4

Simple Tetragonal primitive vectors
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ay; = aX

az = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = la; +3a5+ 3ay = 10X+ ay + Sea (4c) AlT
P O N fax-+ Jag + ez I
B; = 3a;+1ay+lag = 10X+ jay + ez (4c) AlT
B, = la; +3a5+ Lag = 10X+ 3ay + ez (4c) AlT
By — Loyt ta, _ Lok + Jag () Aln
B = 3a;+ fay = Sa%+ jay (4d) ALTI
L T Lk + a3 + ez G A
I T N ax-+ Jag + oo G am
By = 1a;+ a4 2343 = j0%k+ 30y +ca3Z (de) Bil
Bio -  latdm-(a-da ozt dag—c(s— ) o omi
By = 3a;+3a;—23a3 = jaX+jay —cz2 (4e) Bil
Bz = Sai+3ar+ (23 +1) a3 = fax+%ayte(zm+i)2 (4e) Bil
Biz = Tgay +ysaz + 24 a3 = arsX+ays § +cza 2 (16k) S1
Bu - —(u-Ba—(u-Dat -  —alo-}x-alu-ysres sy SI
24 a3
Bis = —(mu—3)ait+aias+za; = —a(ya—3) R+azay +czi (16k) ST
Bis = ysar — (24— 3) az + z4a3 = aysX—a(zs—3) §+cui (16k) S1
By = —(z4—3) a1 +ysas — = —a(wg— %) X+ayy—c(za—1) 2 (16k) S 1
24— 3) a3
Bis = x4a1—(y —%) ag—(z — = = arsX —a y4—%)§f—c(z4—%)i (16k) S1I
By = yaas +asas — (2 — 3) a3 = aya X+ azs§ —c(za—3) 2 (16k) ST
Bzo = —(p—3)ai—(za—3)a— = -—a(y—3)%X-a(@i—3)y—cla-73) (16k) S1
1) a
By, = —Tya; —ysas — 2483 = —ar4X —aysy — cz4 2 (16k) S
Boy = (za+3)ai+(yati)as—za; = a(za+3) R+a(yat3)y—cuz (16k) S1
By = (y4+%) a; —Tgaz —2z4a3 = a(y4+ %) X—aryy —c2z (16k) S1
Bos = —yaar+ (ma+i)ay—za3 = —ayaX+a(va+3) 9y —cui (16k) ST
Bos = (za+3)ai—yax+(zu+3)as = a(ra+3) X—ayay+c(a+3) 2 (16k) ST
By = —zga; + (ya+3) a2 + = —azsX+a(ys+3) §+c(za+i)2 (16k) ST
(244 3) as
By = —ysa; — x84 (24 + 1) a3 = —ays X —azay+c(za+3) 2 (16k) S1



Bzg = (y4+%)a1+(x4+%)a2+ = a(y4+%)§(+a(x4+%)y+c(Z4+%)2 (161{) S1I
(244 3) a3
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