AlyS3 Structure:
A2B3_hP30.169_2a_3a-001

This structure originally had the label A2B3_ hP30.169_2a_3a. Calls to that address will be redirected here.
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Prototype AlyS3

AFLOW prototype label A2B3_hP30.169_2a_3a-001
ICSD 300213

Pearson symbol hP30

Space group number 169

Space group symbol P6,

AFLOW prototype command aflow --proto=A2B3_hP30_169_2a_3a-001
~Tparams=a, C/a7 T1,Y1, 21,22, Y2, 22, T3, Y3, 23, L4, Y4, 24, L5, Y5, 25

Other compounds with this structure
IIIQS?,

e This structure is the enantiomorph of the |AloS3 (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, = T1a; + Y1 as + 21 as = %a(ml +y1) X— @a(xl —y1) ¥ +exnz (6a) All
B, = —y1a;+ (xr1 —y1) a2 + = %a(x1—2y1)5c—|— @axly—i—c(zl—i— ) Z (6a) All
z21 + %) as
B3 = 7(1’1 7y1) a; —riaz+ = —5a (21’1 7y1) X — @ay1y+ (Ga) All
(z1+3%)a 1c(32142) 2
By = —r1a; —yr1az+ (21 + %) as = —%a (1 +y1) X iCl(9171 —y1) ¥+ (6a) All
¢ (21 + 2)
Bs = yiai—(r1—y) ast+(z1+3)az = sa(—w1+2y) X — @a:rl v+ (6a) AlT
tc(62145) 2
B - _ 1 - 1 _ V3 5
6 = (z1—wy1) al—l—xlag—i—(zl—i—G) a3 = 5a(2r1—y1) X+ ayly—l—c(zl—i— ) Z (6a) All
By = Tea; +Yyzaz + 2283 = sa(za+y) X— ?a(@ —Y2) ¥ +cza 2 (6a) AlII
Bs = —yoay + (va — y2) a2 + = % (o — 2y2) X+ ‘faxgy +c (zz + ) Z (6a) AlTI
(22+3) a
By = —(zg —y2) a1 — a0 85 + = —2a (229 —yo) X — ?ayg v+ (6a) Al Tl
(22+3) as le(32+2) 2
Bio = —T2a; —y2az + (22 + %) as = —%a (T2 +y2) X+ L (T2 —92) § + (6a) ALl
C (2'2 + 5) 2
Bi — (g — 5) ay = lo(— % — Bazyy AlTI
11 = Yoar—(x2 —y2) 32+(22 + 6) ag = 50 (=22 +2y2) X — FPawy § + (6a)
5¢(622 +5) 2
Bix = (x2—y2) aj+as ag—l—(zg + %) ag = %a (229 —yo) X + fayg v+ec (zg + ) Z (6a) Al TI
Bis = r3a; +ysaz + 23a3 = %a(x3+y3)x—§a( 3—Y3) ¥ +czi (6a) ST
By = —ysa; + (z3 —y3) as + = la(zs—2y3) &+ Lazsy+e(sm+l)z (6a) ST
z3 + %) as
Bis = —(x3 —y3) a3 — r3as + = (2m3 —y3) X — iaygy + (6a) S1I
(3 +3) as j¢(323 +2) 2
Bis = —Zrza; —Yysaz + (Z3 + %) ag = —za(r3+ ys) %+ Ya (x3 —y3) ¥+ (6a) S1
c (23 + 7) Z
Bir = ysai—(w3—y3) act+(z3+3) a3 = sa (-3 + 2y3) X — £a$3 v+ (6a) ST
(623 + 5)
Bis = (23—y3) aitazas+ (23 + %) a3 = 2a(2w3—y3) X+ fay?a y+ec(z+ ) z (6a) S
Bis = Tgay +Ysaz + 24 a3 = sa(za+y) X— @ (T4 —ya) ¥tz (6a) S1I
By = —ysa; + (x4 —yq) a2 + = %a (x4 —2yq) X+ ‘fa:r:4y +c (24 + ) (6a) S1I
z4 + %) as
By = — (1’4 — y4) a; — rgas + = —35a (2:174 — y4) X — @ay;;y + (6&) S1II

(7 +3) a

le(324+2) 2



Bsy = —z4a; —ysaz + (21 + 3) a3 = —3a(xs+ys) X+ §G($4*y4) y+
c (24 + 5) Z
Bos = yaai— (24 —ys) act+(zu+3)az = 2a(—z4 + 2ys) ﬁ"¥§a$4y-%
sc(6z4 +5) 2
Boy = (24— ys) artzsas+(z+ %) a; = za(2z4—ys) X+ @ayély +c(za+3g) 2
Bas = Tsay +ysaz + 25 as = %a(x5+y5)if§a(x5—y5)y+cz52
B2 = —ys a1 + (r5 — y5) ag + = a(ws —2ys) X+ §a$5y+0(2‘5+% Z
25 + %) as
B2y = — (x5 — - = — a2z — ) % — Lays 9
27 (5 —ys) a1 — x5 a2 + 50 (225 —ys) X — 52ays ¥ +
(2’5 + %) as %6(325 +2) 2
_ _ _ 1 — _1 1 V3 _ &
Baos = z5a; —ysag + (25 + 3) ag = 30 (x5 +ys) X+ Fa(zs —ys) ¥+
c (25 + 5) Z
B = ysai—(w5—ys) ax+(z5+3) a3 = 3a(—x5 +2ys) X — §a$5 v+
tc(62545) 2
Bso = (z5—ys) aitasas+(zs+¢)as = 4a(2ws—ys) X+ @a% y+c(es+3)2
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