AlyS3 Structure:
A2B3_hP30.170_2a_3a-001

This structure previously used the label(s) A2B3_hP30.170_2a_3a. Calls to these addresses will be redirected here.
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Prototype AlySs

AFLOW prototype label A2B3_hP30_.170_2a_3a-001
ICSD 300213

CCDC 1723843

Pearson symbol hP30

Space group number 170

Space group symbol P65
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AFLOW prototype command aflow --proto=A2B3_hP30_170_2a_3a-001
—~params=a, C/a7 T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5, 25

Other compounds with this structure
Gazlns_,Ses, InoS3

e This structure is the enantiomorph of the |Al;S; (A2B3_hP30.169_2a_3a) structure. The ICSD information is for that
space group.

e Space group P65 #170 allows an arbitary choice for the origin of the z-axis. We set this by taking z4 = 0 for the S-I site.

Hexagonal primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Tiap +yraz + 2 a3 = % (I1+y1)A*§ (T1—y1) §+eca2 (6a) All
B, = —yra1 + (x1 —y1) a2 + = %a(ml —2y1) X+ f ax1y+ = 0(321 +2)z (6a) All
2
21+ 3) as
B; = —(z1—y1) ag —xraz + = —%a(le —y) X iayly—i—c(zl + ) (6a) All
1
(21+3) as
B, = *$131*y132+(21+%) as = *%a(ml +y1) X+ \21[ a(ry —y1) y+ (6a) All
c (21 + 5) Z
Bs = wyiai—(z1—y1)as+(z1+g)as = ga(—z1+2y) K- i ar1§+c(z+3) 2 (6a) All
B6 = (331 — yl) a;+x; a2+(z1 + %) ag = %a (2.131 — yl) X+ i ayl y+ 6(62’1 + 5) Z (Ga) All
By = To2a; +Yz2az + 2233 = %a(@ +y2) X — §G($2 —Y2) § + 22 (6a) Alll
Bg = —yza; + (T2 —yo2) a2 + = %a(mz — 2y9) )A(—&—i arsy+ = 0(322—1—2) (6a) Al Il
(2 2)
By = —(x9 —y2) a1 — xpa9 + = —%a (229 —y2) X ‘[ayg v+c (22 + ) (6a) Al Il
1
(ZQ + g) a
Bio = —z2a1 —Y2as+ (22 + 3) as = —3a(z2 +y2) X+ \q a(z2 —y2) § + (6a) ALl
c (22 + 5) Z
_ 1 - 1 % L
B11 = yQal—(xQ—yg) a2+(z2+6) as = 2a( x2+2y2)x Z‘QY-FC(ZQ-F ) (63) Al I
Biz = (22 —y2) a1+ az+(22 + %) a3 = %a (222 —y2) X+ i ay2 ¥+ 5 0(622 +5) 2 (6a) ALl
Bz = r3a; +ysaz + 23 a3 = %a($3+y3)§<—§ (73 —y3) § +c232 (6a) ST
B = —yzai + (r3 —y3) as + = Za(zs—2ys3) X+ %aﬂ?s y+ic(Bz3+2) 2 (6a) S1
(2 2)
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Bis = — (73 —y3) a1 —z322 + = —3a(2w3 —y3) X~ Faysy+c(z+3) 2 (6a) ST
(23 +3) a3
Big = —T3a; —ysaz + (ZS + %) ag = _%a’ (z3 +y3) X % a(xs —ys) ¥+ (6a) S1
c (zs + 5) Z
_ 1 - 1 2 L
Biz = ysa;—(x3—1ys3) a2+(Z3 + 6) a3 = sa(—w3+2y3) X—Sarzy+c (z3 + ) (6a) S1I
B18 = (:v3 — yg) a;+as 32+(23 + %) as = %a (2.’£3 - yS) X+ i ays y+ C(GZS + 5) (Ga) S1
By = rqa) + ygas + z4 a3 = %a (g +ys) X — @ (x4 —ys) §+czaz (6a) S1I
By = —ysa; + (w4 —y4) ag + = Ja(zy—2ys) X+ i ars ¥+ 3¢ (324 +2) 2 (6a) S1II
z4 + %) as
By = — (4 —ya) a1 — g0 + = —%a (224 —ya) X — f aysy +c (Z4 + ) (6a) ST
(21 + 3) a3
Bay = —zg4a; —ysas + (2’4 + %) ag = —%a (T4 +ya) X 21 a(zy—ya) ¥+ (6a) S1I
c (24 + 5) Z
_ (s — 1 — l,(_ 2 L
B2s = ysar—(w4—ys) ac+(za+3) a3 = ga(—zs+2ys) X—FPazy§+c(z+ ) (6a) S1I
Bos = (24—y4) a1 +ay a2—|—(z4 + %) a3 = %a (224 —y4) X+ i aysy + = 0(624 +5) z (6a) S1I
Bos = Tsay + ysas + 25 as = %a (x5 +ys) X — ? (x5 —ys) § + c25 2 (6a) S III
B26 = —Ysaj —+ ($5 — y5) ag + = %a (1‘5 — 2y5) )A(—‘r L als y+ C(3Z5 + 2) (63) S 111
(25 + %) as
Bor = —(z5 —ys) a1 — x5 22 + = —la(ws—ys) X~ Lays§+c(zs+ 3) 2 (6a) S III
1
(2 +3) as
_ _ _ 1 — _1 1 V3 _
Bog = Tsa; —Ysaz + (25 + 2) as = 50 (x5 +ys) X+ 3 a(xs —ys) § + (6a) S III
c (z5 + 5) Z
B2 = ysai—(r5—ys) 32+(Z5 + (13) a3 = %a (=5 + 2ys) X — @axg, y+e (Z5 + %) z (6a) S I
Bso = (v5—ys5) aitzs a2+(z5 + %) a3 = %a (225 —ys5) X+ 73ay5 v+ %0(625 +5) z (6a) S II1
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