AlyS3 Structure:
A2B3_hP30.169_2a_3a-001

This structure previously used the label(s) A2B3_hP30.169_2a_3a. Calls to these addresses will be redirected here.
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Prototype AlySs

AFLOW prototype label A2B3_hP30.169_2a_3a-001
ICSD 300213

CCDC 1723843

Pearson symbol hP30

Space group number 169

Space group symbol P6,
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AFLOW prototype command

aflow --proto=A2B3_hP30_169_2a_3a-001

__para-ms=avc/a7x17 Y1,21,%2,Y2,%22,T3,Y3,23,T4,Y4,24,T5,Y5, 25

Other compounds with this structure

In2S3

e This structure is the enantiomorph of the |Al5S; (A2B3_hP30_170_2a_3a) structure.

e Space group P6; #169 allows an arbitary choice for the origin of the z-axis. We set this by taking z4 = 0 for the S-I site.
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yiaz + z1as % (xl +y1) X — @a (331 _yl) y+cz 2 (63,) All
B, = —yray + (r1 —y1) az + la(zy —2y1) X+ fa$1y4r6(2’1+ 3) 2 (6a) All
(z1+3)a
B; = —(z1—y1) a1 —xr1as + —sa(2x1 —y1) X — ?ayly—&— (6a) All
(21+3) as le(32, +2) 2
B, = —ria; —yiraz+ (ZlJF%) as —sa(r1+y1) X+ %a(lﬁ*yl) v+ (6a) All
c (21 + 5) Z
Bs = wyiai—(z1—y1)as+(z1+2) a3 ta(—z1+2y) X — §a$15’+ (6a) All
= (62’1 +5)z
_ 1 1 V3 5
Bg (x1— 1) a1+x1a2+(21+6) as 50 (201 —y1) X+ ay1y+c(z1—|— ) Z (6a) All
By = Taay +y2a2 + 22 a3 sa(za+y2) X — @a (T2 —Y2) § +c222 (6a) Alll
Bs = —yza; + (T2 —yo2) a2 + % (9 — 2y) X+ faxgy +c (22 + : ) Z (6a) Al Tl
(2 1) a0
By = —(x9 —y2) a1 — xpa9 + —sa(2xe —yo) X — Layz v+ (6a) AlTI
(2+2)a 1c(3224+2) 2
Bio = —z2a1 — Y28y + (22 + 3) a —3a (@2 +y2) K+ Ya(ez —y2) § + (6a) Al
c(ntz)2
B11 = Yo al—(.lfg — yg) a2+(z2 + %) as % ( X9 —|— 2y2) X — ial‘g Yy + (63) AlIl
(622 + 5)
Bz = (22—y2) aitz2as+(22+ ¢) a3 la (220 —yo) X+ fayg J+c(eat+3d)2 (6a) AlTI
Biz = Tzay +ysaz + 23a3 la(vs+ys) X — La(rs—ys) §+cz (6a) ST
By = —yzai + (33‘3 — yg) as + %a (l‘3 — 2y3) X+ %al‘gy +c (2:3 + ) (63) S1I

(5 +4) @
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Bis = — (3 —y3) a1 —wzas + = f%a (2z3 —y3) X — @aygy + (6a) S1I
(2’3 + %) as %0(323 + 2) Z
Bis = —zza; —ysaz + (23 + 3) a3 = —3a(es +ys) K+ Ya (s —ys) § + (6a) S1
c (zs + 5) Z
Bir = wyai—(z3—ys) ax+(zs+32)ag = la(—x5+2y3) X — @aarg Vv + (6a) SI
le(62;+5) 2
Bis = (z3—ys) aitasas+(zs+¢)as = 4a(2ws—ys) X+ @ayg y+c(as+3)2 (6a) S1
By = Tgay +ysag + 24 ag = %a (x4 +ys) X — ?a (x4 —ya) §+c24% (6a) S1I
By = —ygay + (T4 —ya) az + =  la(zg—2y) X+ @amy +c(za+3) 2 (6a) S1II
(2a+3) a3
By = — (%4 —ya) a1 — g2 + = —3a 2z —ya) X — Laysy + (6a) SII
(24 + %) as %C(3Z4 + 2) Z
B2z = —T4a; —Ysaz+ (754 + %) ag = —%a (T4 +ya) X+ ?a (4 —ya) ¥+ (6a) S1I
c(aatz)2
B2s = wysar—(z4—ys) axt+(za+3)ag = 30 (=4 +2ys) X — @‘”45’ + (6a) S 1T
Lle(624+5) 2
Boy = (va—ys)artzsaot(za+i)a; = La@ea—y) %+ Lapyte(uti)a (6a) S
B25 = I5 Ay +y5 as + z5 ag = %a (56‘5 +y5) X — @a (1‘5 —y5) y+6252 (6&) S III
B2 = —ysai + (x5 — ys) az + = la(ws—2ys5) %+ Lazs§+c(z+ 1) 2 (6a) S I
(25 + 3) 2
Byr = — (75 —y5) a1 —a522 + = —%a (225 — y5) X — ?a% y+ (6a) S I
(z;,—&—%) as %0(32’54—2 A
B2g = —Tsair — Ysag + (2’5 + %) as = *%a (x5 +y5) X+ %a (5 —ys) ¥ + (6a) S I
c (z5 + 5) Z
Boo = ysai—(w5—ys) act+(z+32) a3 = ta(—xs5 +2ys) X — ?a:}% v+ (6a) S III
sc (625 +5) 2
Bso = (v5—ys)aitasas+(zs+§)as =  3a(2w5 —ys) K+ Bays 9 +c (25 +§) 2 (6a) S I
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