AsKs3S, Structure:
AB3C4_0P32_33_a_3a_4a-001

This structure previously used the label(s) AB3C4_0oP32_33_a_3a_4a. Calls to these addresses will be redirected here.
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b c
Prototype AsK3Sy
AFLOW prototype label AB3C4_0P32_33_a_3a_4a-001
ICSD 2314
CCDC 1592221
Pearson symbol oP32
Space group number 33
Space group symbol Pna2,

AFLOW prototype command  aflow --proto=AB3C4_oP32_33_a_3a_4a-001
—~params=a, b/a7 C/Cl, T1,Y1,%1,22,Y2,22,T3,Y3, 23, T4, Y4, 24,T5,Y5, 25, L6, Y6, 26, L7,
Yr, 27,28, Y8, 28
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e Space group Pna2; #33 allows an arbitrary origin for the z-axis, which is set here by taking zo = 1/4.

Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B = r1a; +yias + 2 as = ar1X+by §+cz (4a) As1
B, = —zia; —y1as+ (21 + 1) a3 = —ar X —bypy+c(z+3) 2 (4a) As1
Bs = (ml—l—%) al—(yl—%) ay+ziaz = a(ml—&—%) f(—b(yl—%) V+ceni (4a) As1
By = —-(m-YHa+pm+i)a+ = —a(@—3)x+b(pn+3)I+c(a+3)2 (4a) AsT
(1 3) 2
Bs = Toaj + yYpas + 29 a3 = are X + bys ¥ + c29 Z (4a) KI
Bg = —xoa; —ypas + (22—1—%) as = —angc—bygy—f—c(zg—i—%) A (4a) KI
B, = (372—‘1-%) al—(yg—%) ast+zpaz = a(ﬂcg—&—%)&—b(yg—%)y—l—czzi (4a) KI
Bs = —(m2-3)ai+@p+3)at = —a(m—3)%+b(2+3)9+c(2+i)z  (da) KI
(22 +3) as
By = r3a; + yzas + 23 as = ar3X + bys y + c23 2 (4a) KII
Bio = —zsai—ysax+ (s3+3) a3 = —ar3X —bysy +c(z+3) 2 (4a) K1
Bii = (z3+3)a—(y3—3) as+z3a3 = a(zs+3) X—bys— 1) §+casz (4a) KII
Bi2 = —(m—-Ya+(p+ti)a+ = -—a(zz3—3)+b(ys+3) 9+c(ss+2i)2 (4a) K II
(z3+3) a3
Bis = Tyia1 +ysas + 24 a3 = aryX+bysy + czq 7 (4a) K IIT
By = —zqa; —ysas+ (24 + 1) a3 = —azs X —bys g +c(za+3) 2 (4a) K III
By = (x4—|—%) al—(y4—%) ag+zgaz = a(m—&—%) i—b(y;;—%) y+czaz (4a) K III
B = —(z4—%) a; + (y4—|—%) a+ = —a (x4— %) )A(+b(y4—|—%) v+c (Z4—|—%) Z (4a) K III
(21 +3) as
By = Tsay + ysas + 25 as = axs X+ bys ¥ + cz5 (4a) S1I
Bis = —T5a; —ysas + (25 + %) as = —azrsX —bysy +c (z5 + %) 2 (4a) S1I
By = (a:5—|—%) al—(y —%) aytzsag = a(xg,—&—%)f(—b(y —%)y—i—czgi (4a) SI
By = —(zs—3)ar+(ys+i)a+ = —a(zs—1)%+b(ys+3)F+c(ss+3)2  (4a) ST
(z5+ %) a3
B2y = ZTgay + Y az + 26 as = are X + byg ¥ + czp Z (4a) S1I
By = —Tga; — ygas + (26 + %) as = —azrgX —bygy +c (26 + %) Z (4a) S1I



Bas = (z6+3) ai—(ys—3) aztzeas = alre+3) X—b(ye—3) 9 +cz2 (4a) S I

B = —(n-Hatlnthat = olo-hxrolerd)sre(rs @) sn
(2o + 1)
Bas = T7ar +yraz + 27as = ax7X + by § + czr 2 (42) S 111
By =  —xrai—yras+ (27 +3) a3 = —ar7X —byr§ +c(zr+35) 2 (4a) S
Bor — (ot b a-(p-bastsras = a4} x-br-d)§rens  (a)  SII
Bys = —(er—g)ait(yr+g)at = —a(zr—g) %+b(yr+3) y+e(er+g)2 (4a) S
(o 3) a0
B2y = Tgay +ysaz + 23 a3 = arsX +bys§ + czs 2 (4a) S 1V
Bso = —wzgai—ysar+(:+35)as = —azgX —bys ¥ +c (2 + 3) 2 (4a) S1v
Bu = (n+d)a—(m—3) mtma = alerd)R-blm-)yrexz @) SIV
Bs: = —(ws—g)ait(ysts)at = —alws—z)%+b(ys+3z)I+c(ats)z (da) SV
(5 1) a0
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