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Prototype AsS3Tlg

AFLOW prototype label AB3C3_0P56_61_c_3c_3c-001
ICSD 79580

Pearson symbol oP56

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow --proto=AB3C3_oP56_61_c_3c_3c-001
—~params=a, b/a> c/a, T1,Y1,%1,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 27

Simple Orthorhombic primitive vectors
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ay; = aXx
ag = by
ag = cz
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Lattice
coordinates
T1a; +yiaz+21ag
*(5171 *%) a; —yraz +
(21+3) a3
—z1a; + (y1 + 3) az —
(21— 3) a3
(96‘1 + %) a; — (yl - %) az—zjag
—Tri1a1 —Yiaz2 —z1a3
(Sﬂl + %) a;+yiaz— (21 - %) as
zra1— (g1 — 3) az+ (21 + 3) as

—(1‘1—%) a1+(y1—|—%) as +
Z1 a3

Toa; +Yyz2a2 + 2223
—(xz—%) a; —yzap +
(2 4+ 4) 2
—zzar + (y2 + 3) a2 —
(22— 3) as
(22 +3) a1— (12— 3) a2~z a3
—Z2a1 —Y2a2 — 2243
(z2+3) a1 +y2as— (22 — 3) as
1‘231—(y2—%) aQ-I-(ZQ-i-%) as
et ()t
Z2 as
Tzay +yzaz + zza3
—(z3—3) a1 —yzar +
(24 3) 2
—z3za; + (y3+ %) az —
(25— 3) as
(234 4) = s = 3) ma—za
—Zzay —Ysaz — z3a3
(1‘3 + %) a1+y3 ag—(2’3 — %) as
$3alf(y3*%) a2+(z3+%) ag
—(x;;—%) a1+(y3+%) as +
Z3 as
Tqa; +Yysaz + 2423
—(za—3) ar —ysar +
(21 +3) as
—zgar+ (ya+ 3) az —
(- 1) 2
($4+%) al—(y —%> az —z4ag
—T4a1 —YgaA2 —24A3

(£U4 + %) a;+ysa— (24 - %) as

Cartesian
coordinates

ar1X+by y + cz1

—a(azlf%) f(—bylerc(zlJr%) z

—axl)‘(—i—b(yl—i—%) y—c(zl—%) Z
a(ml—&—%) &—b(yl—%) Yy—cnz
—ar1X—by1y—cxn 2
oo+ 3 Kt (o - )
axli—b(yl—%) y—i—c(zl—i—%) Z
1\ 3 1\ ~ N
—a(xl—i) X—|—b(y1+§) Y+enz

> N>

aroX +bys§ +cz02

—a(zy— )X —byay+c(za+3)2

—azaX+b(y2+3) §—c(22—3) 2
a(x2+%) )A(fb(y f%) ¥ —czZ
—aro X —bysy — c20 Z
(o2t }) by (- )
&l‘gi—b(yg—%) y—|—c(22+%) Z
—a(az2f%) f{+b(y2+%) ¥ +czz

> N>

axsX +bysy +cz3

—a(r3—3) X—bysy +c(z+3) 2

—angchb(ngr%) yfc(z;;—%) Z

a(zs+3) %x—bys—2)§y—ca2
—ax3X —bysy —cz32
e(ea+d) X+ —cla - )
al’gf(*b(y:g*%) y+c(23+%) Z
—a(z3—3) X+b(ys+3) §+czs2

> N>

axs X +bysy + cz4

fa(a: f%)ifby4y+c(24+%)2
—arsX+b(ya+3)y—c(za—3) 2
a(m—&—%)fi—b(y —%)9—0242

—ax X —bys ¥ —cz4 2

clort ) R by - (1) 2

Wyckoff
position
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type
As1
As1

As1

As1
As1
As1
As1
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S III
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~

B31 = :1:4a1—(y4—%) a2+(24+%) as = a$4X*b(y4*%)y+C(Z4+%)2 (8C) S III

Bsz = —(mu—3)ai+(ya+3)a+ = —a(zg— ) X+b(ya+3) J+cuz (8c) S III
Z4 asg
B3z = Tsaj + Ysaz + 25 as = axrs X +bys ¥ + cz52 (80) TI1
B3, = — (25— 1) a1 —ysas + = —a(zs—3) X —bysy+c(25+3) 2 (8¢) TI1
(o 1) 2
Bss = —x5a1+(y5+%) as — = —ax5i+b(y5+%) y—c(z5—%) Z (8¢) T11
(25— 3) as
B3 = (atg,—i—%) al—(y5—%) as—zsag = a(ﬂc5+%)&—b(y5—%)y—025i (8c) T11
B37 = —Tsa1 —Ysaz — Z5as = —axs X — by5 y — CZ5 Z (8(3) TI1
B38 = (I5+%) a1+y5a2—(z5f%) as = a(x5+%) )‘(+by5yfc(z'5f %) Z (8C) Tl 1
Bss = wsai—(ys— 1) as+(ss+1)a; = arsX—b(ys —3) §+c(z+3) 2 (8¢) T11
By = —($5—%) a1+(y5—|—%) as + = —a(x5—%)&+b(y5+%)y+cz5i (80) TI1
Z5 A3
Bsu = Tea] + Yg a2 + 2 as = argX +bysy +czg2 (8C) TIII
B = — (w6 — 3) a1 —ysaz + = —a(ze—3) X—bys§ +c(z+3) 2 (8¢) T11I
(26 + 3) as
Bus = —J:Gal—&—(yg—i—%) ag — = —ax65<+b(y6+%) y—c(z —%) Z (8¢) TI 11
(20 1) 2
By = (1‘6"’%) al—(yﬁ—%) as—zgas = CL(JC@-&-%) i—b(yﬁ—%) Y —cz2 (8(}) T1 11
Bys = —Zgay — YAz — Z6 A3 = —areX —bys ¥ — 26 Z (8¢) T
B = (z6+3) aitysar—(z—3) a3 = a(ze+3) X+bysy —c(zs— 1) 2 (8¢) TI 1T
By = xﬁal—(yg—%) ag+(26+%> as = axGX—b(yﬁ—%) S’—FC(ZG—F%) Z (80) T1 11
Bsis = —(z6—3)ai+(ve+3)a+ = —a(zg—3) X+0b(ys+3) §+cz62 (8c) T1 11
Zg A3
By = xr7ay +yrag + 27as = ax7X+byr ¥ +cz72 (8c) T1 III
Bso = - (1‘7— %) a; —yras + = —a (337— %) &—by7y+c(27+ %) Z (80) TI 111
(27 + %) as
Bs: = —zr7a; + (y7 + %) ap — = —ar7X+b (y7 + %) y—c (27 — %) Z (8¢) TI 111
(27— 3) as
Bs>, = (sw—l—%) al—(y7— %) ap—zrag = a(:m—}-%) f{—b(y7— %) y—czz (8¢) TI IIT
Bss = —T7a; —Yyrag — 27 as = —ar7X —byry —cz7Z (8c) T1III
Bsy, = ($7—|—%) a1—|—y7a2—(z7—%) as = a(aw—&—%) i+by7§f—c(27— %) Z (8(}) T1 111
Bss = x7a17(y7f%) a2+(27+%) ag = ax7>“<fb(y f%) y+c(27+%) Z (8¢) T1 II1
Bss = - (x7 — %) a; + (y7 + %) as + = —a (x7 - %) X+b (y7 =+ %) V+czrz (8c) T1 111
Z7as
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