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Prototype B2CsSc

AFLOW prototype label A2B2C_0P20.55_2g_2¢g h-001
ICSD 23834

Pearson symbol oP20

Space group number 55

Space group symbol Pbam

AFLOW prototype command aflow --proto=A2B2C_oP20_55_2g_2g_h-001
—~params=a, b/a) C/av T1,Y1,22,Y2,23,Y3,T4,Y4,T5,Y5

e We have shifted the origin of the z-axis by 1/2 ¢ from the published data of (Smith, 1965).

Simple Orthorhombic primitive vectors

a; = ax
Az = by
ag = cz

Basis vectors


https://aflow.org/p/93YX
https://aflow.org/p/A2B2C_oP20_55_2g_2g_h-001

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; +yiaz = ar1X+by1y (4g) B1I
B, = —x1a; — Yy as = —ariX—by y (4g) B1I
B; = —(I1—%)al+(y1+%)32 = —a(l’l—%)fi+b(y1+%)5’ (4g) B
B, = (1'1"‘%)31_(91_%)32 a($1+%)5<—b(y1—%)5’ (4g) BI
Bs = Toay +y2az = aryX +by2 ¥ (4g) BII
Be = —Taa; — Yo a2 = —aze X —by2 ¥ (4g) B1I
B, = —(xg—%) a1+(y2+%) as = fa(:z:g—%)chrb(ngr%)y (4g) B1I
Bs = ($2+%) al—(yg—%) as a(xg—i—%)f(—b(yg—%)y (4g) BII
By = Tz ay + Yz az = arsX + bysy (4g) ClI
Bio = —r3a; —y3as = —azr3X —bysy (4g) CI
B = —(zs—3) a4+ (ys+3) az = —a(rs—3) K+b(ys+3) § (4g) Cl
Bu = (D (n-dw ofrst 1) %0 1) 9 w o
Bis = Tqay + yg Ao = arys X +bys § (4g) cII
B4 = —Tga; — Y4 a = —axs X —bys § (4g) CclII
Bis = —(za—3)ai+(yat3)a = —a(za—3)%+b(ya+3) 9 (4g) cn
Bis = (za+ 1) ar— (ya— 1) a = a(za+d)x—b(ya—3)9 (4g) C1I
By = T5a1 + ysas + 3 ag = axs X+ bys § + 1c2 (4h) Sc1
Bis = —r5a; — ysas + %ag = —arsX —bys y + %ci (4h) Sc1
By = —(z5—3) a11+ (ys+ %) ac+ = —a(zs—2) %X+b(ys+3) 9§+ 3c2 (4h) Scl
283
B2 = (x5+%)a1—(y5—%)a2+%a3 = a(acg)—i—%)fc—b(y —%)y—i—%ci (4h) Scl
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