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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

AuSng

AB2_0P24 _61_c_2¢-001
415968

oP24

61

Pbca

aflow —--proto=AB2_oP24_61_c_2c-001
--params=a,b/a, c/a,z1,y1, 21, T2, Y2, 22, T3, Y3, 23

Simple Orthorhombic primitive vectors

ax
az

ag

Basis vectors
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Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B; = z1a) +yias + 21 as = ar1 X +by1y +c21 2 (8c) Aul
B, = —(1‘1—%>al—y132+ = —a(xl—%)fc—byly—l—c(zl—l—%)i (8c) Aul
(214 3) as
B; = —x1a1+(y1+%) as — = —axli+b(y1+%)§ffc(z1—%) Z (8¢) Aul
(21— 3) as
By = (a:l—l—%) al—(yl—%) as—z1ag = a(:rl—k%))‘(—b(yl—%)y—czli (8¢) Aul
B; = —ri1a; — Yy as — 21 a3 = —ar1X—by1 §y —c21 Z (8c) Aul
Bg = (a:1—|—%) a1—|—y1a2—(z1—%) ag = a(xl—&—%) 5(—|—by1§f—c(zl—%) Z (8¢) Aul
By = ma—(yi—3) at+(n+3)a; = ar1X—b(yp—3) F+e(n+1i)2 (8c) Aul
Bs = —-(m-Ya+pm+i)a+r = —a(z1—3) X+b(y1+3) §+cn 2 (8c) Aul
<1 a3
By = Toa + ysas + 2o as = aro X+ bys y + czo Z (8¢) Sn I
Bio = — (22— 1) ar —ypoar + = —a(z— ) X —byy+c(zo+3)2 (8c) Sn 1
(22 +3) a3
B = —roaj + (yz—i-%) as — = —axg)‘c—i-b(yz—i-%) 5/—0(22— %) Z (8c) Sn I
(22— 3) as
B = (1‘24-%) al—(y —%) as—z29ag3 = a(xg—&—%)fi—b(y —%)9—0222 (8c) Sn I
Bis = —Iga; —ysas — zx a3 = —axoX —bys ¥ —c20 2 (8¢) Sn I
Bia = (z2+3) aitpar—(2—1%)a; = a(za+3) K+byy—c(xa—1)2 (8c) Sn1
Bis = mgal—(yg—%) a2+(22+%) a3 = angc—b(y —%)9—1—0(224—%)2 (8c) Sn 1
Big = —(1‘2—%) a1—|—(y2—|—%) a+ = —a(xg—%)fc—kb(yg—&—%)y—&—czgi (8¢) Sn I
z2as
By = T3a) + ysas + 23 as = ax3X +bysy + cz3 z (8¢) Sn II
Big = — (23— 1) a1 —ysax + = —a(z3—3) X —bysy+c(zs+3) 2 (8¢) Sn II
(s 4) =
By = —x3a; + (y3 + %) as — = —ax3X+0b (y3 + %) y—c (23 — %) Z (8c) Sn II
(23— 3) as
By = (:z:ng%) alf(ygf%) as—z3a3 = a(x3+%) )A(*b(ygfé) y—cz32 (8¢) Sn II
B>y = —x3a; — Yy as — 23 as = —ax3X —bysy —cz32 (8¢) Sn II
B = (3?3-‘1-%) a1+y3a2—(23—%) ag = a(xg—&—%) &+by3y—c(zg—%) Z (8c) Sn II
Baz = xgal—(y —%) a2—|—(z3+%) as = axgi—b(y —%)y—kc(z;),—i—%)i (8¢) Sn II
Baa = —(z5—3)ai+(y3+3)a+ = —a(z3— ) X+0b(ys+3) §+cz2 (8c) Sn II
23 a3
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