AuSns Structure:
AB2 0P24 61 _c_2¢-001
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Prototype AuSny

AFLOW prototype label AB2_0P24_61_c_2c-001
ICSD 415968

CCDC 1729810

Pearson symbol oP24

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=AB2_oP24_61_c_2c-001
—~params=a, b/a7 C/a7 T1,Y1,%21,22,Y2,22,T3,Y3, 23
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e |AuSn,y and (ClOo| have the same AFLOW prototype label, AB2_0P24_61_c_2c. They are generated by the same symmetry
operations with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

gaB
a; = aX
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yiaz + z1as = ax15<+by1§f+czli (8(}) Aul
B, = —(r1—-3)ar—yprax+ = —a(z1— Y x—bypy+c(zn+3)2 (8c) Aul
(21+3) as
B; = —zia;+ (y1+3) a2 — = —ar1X+b(yi+3)y—c(z1—3) 2 (8c) Aul
(21— 3) as
B, = (l‘l—l-%) al—(yl—%) as—zias3 = a(xl—&-%)f(—b(yl—%)y—czli (80) Aul
B5 = —Triap —Yyirazx —Zzpag = —arq X — byl 5’ — CZq1 Z (8(3) Aul
B6 = ($1+%) a1+y1a27(zl—%) as = a(m1+l) )’\(+by1y76(217%) Z (86) Aul
B, = mlal—(yl—l) a2+(21+%> ag = axlx—b(yl—f)y—i—c(zl—i— ) (8c) Aul
Bg = (ml—l)al—l—(yl—l— )a2—|— = —a(xl—%)x+b(y1+§)y+czlz (8¢) Aul
Z1 a3
By = Toal + Yz as + 29 asg = aroX +bys ¥ +cz02 (86) Sn 1
Bio = —(!,Cg—%) a; —ygag + = (1‘2—*) X — bygy—i—c(zQ—i— ) (8c) Sn I
(12 + 1) g
Bi1 = —Igal—‘r(yg-i-%) as — = —angi—l—b(yg—i—%)y—c(z —%) Z (8¢) Sn I
(2 1) o
B12 = (,IQ“F%) alf(ygf%) ag —Zz2 As = a(x2+%)27b(y27%)}776222 (8C) SHI
Bz = —Zoai — Yo ag — 2o a3 = —axoX —bys ¥ —c20Z (8¢) Sn I
B4y = (372—‘1-%) al—l—ygag—(zg—%) ag = a(l‘g—‘r%) &+by2y—c(zg—%) Z (8c) Sn I
Bis = a20a;— (yg—*) ag—i—(zg—i— ) = a@ﬁ—b(yg—l)y—kc(@—i—%)i (8¢) Snl
B16 = (1‘27*) a1+(y2+ )324’ = (Ig**)x+b(y2+ )S’+0222 (8(?) Sn 1
Z9 as
By = r3ay + yzas + 23 a3 = arsX +bysy +cz3Z (8c) Sn II
Bis = —(m —%) a; —ysag + = —a(xg—%)fc—bygy—l—c(z;»,—l—%)i (8¢) Sn II
(2a+3)a
By = —x3a; + (y3 + %) as — = —ar3X+b (y3 + %) y—c (23 — %) Z (8¢) Sn II
(25— 3) as
By = (m—l—%) al—(y3—%) as—z3as3 = a(mg—&—%) f{—b(yg—%) y—cz32 (8¢) Sn II
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B = —zza; —ysaz — 2343 = —arzX —bysy —cz32 (8¢c) Sn II
Bz = (z3+3) aitysar—(z3—3) a3 = a(zs+3) K+bysy—c(zs—1) 2 (8c) Sn II
Bos = wza;—(ys— 1) ax+(z+3)as = arsk—b(ys—3) §+c(zs+1)2 (8c) Sn II
Bas = —(z3—3)ar+(y3+3)a+ = —a(z3—3) X+b(ys+3) §+czs2 (8¢c) Sn 11
z3as
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