CsB4OgFE Structure:
A4BCD6_0P48_33_4a_a_a_6a-001

This structure previously used the label(s) A4BCD6_oP48_33_4a_a_a 6a. Calls to these addresses will be redirected here.
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Prototype B4CsFOg

AFLOW prototype label A4BCD6_0P48_33_4a_a_a_6a-001
CCDC 1551261

Pearson symbol oP48

Space group number 33

Space group symbol Pna2,

AFLOW prototype command aflow --proto=A4BCD6_oP48_33_4a_a_a_6a-001
——params=a, b/a7 C/CL, T1,Y1,21,T2,Y2,22,L3,Y3, 23, L4, Y4, 24, T5,Y5, 25, L6, Y6, 26, L7,
Y7,27,%8,Y8, 28, L9, Y9, 29, 10, Y105 2105 11, Y11, 211, L12, Y12, 212
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Simple Orthorhombic primitive vectors

a2

alj_a3
a; = aX
a, = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 ag = ar1 X +by y + cz21 Z (4a) BI
B, —x1a; —yyas + (zlJr%) as = faxlfcfbylerc(zqu%) Z (4a) B1
B; = (acl—l—%) al—(yl—%) ast+ziag = a(ml—&—%)i—b(yl—%)y—l—czli (4a) B1
Bi = —(m-Hat@mtdat - -aln-}xebard)gie(ath)z @ BI
(214 3) as
By = Toay + Yo as + 20 a3 = aro X + by y + c20 Z (4a) BII
Bg = —xoa; — Yo as + (22 + %) as = —areX —by ¥y +c (22 + %) A (4a) B II
By = (z2+3)ai—(y2— 1) axtzma; = a(za+3) Xx—b(yo— 1) y+cni (4a) B II
Bs = —(m—3a+(p+i)a+t = —a(z—3)%+b(ya+3)F+c(a+3) 2 (4a) BII
(22 3) 20
By = T3a; + yzas + 23 as = ar3 X + bys y + c23 Z (4a) B III
By = —x3a; —ysas + (23 + %) as = —ar3X —bysy +c¢ (23 + %) Z (4a) B II1
Bi1 = (373—‘1-%) al—(y —%) ast+zzaz = a<$3—‘r%) &—b(yg—%) ¥ +eczsz (4a) B III
B2 = —(ms—-Ya+(p+ti)at+ = —a(zs—3)X+b(ys+3) J+c(s+3)z  (4a) B III
(23+3) as
Bz = Tga) + ygas + 24 a3 = axs X +bysy + cz4 (4a) BIV
Bis = —x4a; —Yygas + (24 + %) as = —axsX—bysy+c (24 + %) Z (4a) BIV
Bis = (m—l—%) al—(y4—%) astziag = a(m—&—%) &—b(y;;—%) V+cziz (4a) B IV
Big = —(ma—3)ar+(mu+i)as+ = —a(ws—3)&K+b(u+3)9+c(zuat+3)z  (4a) B IV
(21 +3) as
By = Tsai + ysas + 25 as = axs X+ bys ¥ + cz5 (4a) Csl
Bis = —Trsa; —ysas + (z5 + %) as = —arsX —bysy + ¢ (25 + %) Z (4a) Cs1
By = (x5—|—%) al—(y —%) as+zsag = a(%—&—%)fi—b(y —%)9—1—0252 (4a) Cs1
By = —(z5—%) a; + (y5—|—%) a+ = -—a (I5— %) }‘(+b(y5—|—%) y+c (z;,—!—%) Z (4a) Csl
(z5+ %) a3
By, = Tgai + yYgas + 26 as = axeX + byg ¥ + c26 Z (4a) F1I
B, —Tga; — Ygas + (26 + %) as = —argX —bygy + ¢ (zg + %) Z (4a) FI
Bos = (a:6—|—%) al—(y —%) art+zgaz = a(x6+%)§<—b(y —%)y—l—czﬁi (4a) F1I



Bas = —(z6—3)ai+(we+3)a+ = —a(ze—3)%+b(ye+3)I+c(z+3)2 (4a) FI

(26 + %) a3
By = T7a; + yras + z7as = ax7 X +by: ¥ + cz7 (4a) (O
By = —z7a; —yras + (27—|— %) as = —a:C7§<—by7§f—|—c(z7+ %) 2 (4a) (O]
By, = (a:7—|—%) al—(y7—%) as+zrag = a(w—&—%) i—b((m—%) V+eczmi (4a) OI1I
Bas = —(zr—3)ai+(yr+3)a+ = —a(zr—3)%+b(yr+3)9+c(zr+3)2 (4a) 01
(274 3) a3
By = Tgaj + ysas + 2gas = axg X +bysy + czs (4a) O1II
B3y = —rga; —ygas + (28 + %) as = —azgX —bysy +c (Zs + %) Z (4a) O1II
Bs;, = (m8—|—%) al—(ys—%) ast+zgay = a(xg—&—%) i—b(y —%) y+cni (4a) OlII
Bsz = —(zs—3)ai+(ys+3)as+ = —a(zs—3)%+b(ys+3)I+c(zs+3)2 (4a) O1II
(zs+3) a3
Bss = Tgaj + yg as + 29 as = argX + bygy + czg Z (4a) O III
B3y = —Xgay — Yo as + (29 + %) as = —argX —bygy + ¢ (29 + %) Z (4a) O III
Bss = (1:9—|—%) al—(yg—%) ay+tzgaz = a(x9+%) )‘(—b(yg—%) y+czz (4a) O III
Bsg = —(zo—3)ai+(yo+3)as+ = —a(ze—3)%+b(yo+3)I+c(zo+3)2 (4a) O III
(20 + %) a3
Bsr = T10@1 + Y10 a2 + 210 A3 = arioX + by ¥ + cz102 (4a) Oo1v
Bss = —zpai—ywoaz+ (z0+3) a3 = —az10 X — by1o ¥ + ¢ (210 + %) Z (4a) o1V
B3y = (1:10 + %) a; — (yw — %) ar + = a ($10 + %) X—b (y10 — %) V+czioZ (4a) o1V
210 A3
Bo = —(z0—3)ar+ (yo+3) at+ = —a(z0—3) X+b(yio+3) 9+ (4a) o1
(z10+ 1) a3 c(zi0+1) 2
B = T11 a1 + Y11 az + z11 a3 = ari1X+byn1y+czi1z (4a) oV
By = -—zpai—ynas+ (21+3)a; = —arn X —byny+c(z1+3) 2 (4a) ov
Buis = (en+3)ar—(yn—3) at = a(zn+3z)X=b(yn—3z) ¥ +cmz (4a) oV
Z11 a3
By = —(zn—3)a+@yu+s3) at+ = —a(z11—3) X+0(yui+3) ¥+ (42) oV
(211 + %) a3 clzi1+3) 2
Bss = T12 a1 + Y12 a2 + 212 a3 = ax1oX +by1oy + cz122 (4a) O VI
By = —wi2a1 —yrpax+ (212 + %) az = —aripX —by1ny +c (212 + %) z (4a) OVl
By =  (zi2+3)ar— (yiz2—3) a2+ = a(ri2+3) X—b(y12—3) ¥ +cz122 (4a) O VI
21243
Bsys = - ($12 - %) a; + (ylz + %) a+ = —a ($12 - %) X+b (y12 + %) v+ (4a) O VI
(212 + 3) a3 c(z2+3) 2
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