AsKs3S, Structure:
AB3C4_0P32_33_a_3a_4a-001

This structure originally had the label AB3C4_0P32_33_a_3a_4a. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017
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Prototype AsK3S,
AFLOW prototype label AB3C4_0P32_33_a_3a_4a-001
ICSD 2314
Pearson symbol oP32
Space group number 33
Space group symbol Pna2,

AFLOW prototype command aflow --proto=AB3C4_oP32_33_a_3a_4a-001
~Tparams=a, b/a? C/a) T1,Y1,21,22,Y2,22,2T3,Y3, 23, L4, Y4, 24,T5,Y5, 25, L6, Y6, 26, L7,
Yr,27,X8,Ys, 28

e Space group Pna2; #33 allows an arbitrary origin for the z-axis, which is set here by taking zo = 1/4.
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Simple Orthorhombic primitive vectors

a; = aX
ap = by
azg = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + Yy as + 21 ag = ar1X+by y + cz1 Z (4a) As1
B, —x1a; —yyas + (zl + %) as = —ar1X—-bypy+ec (21 + %) A (4a) As1
B; = (acl—l—%) al—(yl—%) as+ziaz = a(ml—&—%) i—b(yl—%) V+cenz (4a) As1
By, = —(a:l —%) a; + (yl—I—%) a+ = -—a (wl — %) 5c+b(y1—|—%) v+c (zl—i—%) Z (4a) As 1
(214 3) a3
B = Toay + ysas + 20 as = aro X +bys ¥ + czo Z (4a) KI
Bg = —Xgoa; —ypas + (zz—i—%) as = —a:cgfc—bygy—f—c(zQ—i—%) A (4a) KI
By = (z2+3)ai—(y2— 1) axtzma; = a(za+3) X—b(yo— 1)y +cni (4a) KI
By = —(m-Batmrhaur = alm-)roped) el G Kl
(22+3) as
By = T3a; + yzas + 23 a3 = ar3 X + bys ¥ + c23 Z (4a) KII
Bio = —x3a; —ysas + (23 + %) as = —ar3X —bysy +c¢ (23 + %) Z (4a) KII
Bi1 = (1‘3—‘1-%) al—(yg—%) as+zzaz = a(xg—&—%) &—b(yg—%) y+cz3z (4a) K II
B2 = —(333—%) a; + (y3+%) a+ = —a(rz—3) &+b(y3+%) y+c(zs+3) 2 (4a) KII
(23+3) as
Bz = Tga) + ygas + 24 a3 = ary X +bysy + cz4 (4a) K III
B4y = —zga; —ygas + (24 + %) as = —azry X —bysy +c (24 + %) 2 (4a) K III
By = (m—l—%) al—(y4—%) ast+zgaz = a(m—&—%) i—b(y;;—%) y+czz (4a) K III
Bie = —(mu—3ai+wa+3)a+ = —a(@a—3)%+b(a+3)9+c(aat+i)z (4a) K IIT
(24 +3) as
By = Tsai + ysas + 25 as = axs X+ bys ¥ + cz5 (4a) S1I
Bis = —zr5a; — ysas + (25 + %) as = —azrsX —bysy +c (25 + %) 2 (4a) S1I
Big = (x5—|—%) al—(y —%) art+zsaz = a(x5+%)i—b(y5—%)y+025i (4a) S1I
Bao = —(z5—3)ai+(ys+3)a+ = —a(zs—3)%+b(ys+3)9+c(z+3)2 (4a) ST
(z5+3) a3
By = Tgay + yYgas + 2¢ as = axe X+ bysy + cz¢ Z (4a) S1II
Boo —Tga; — ygas + (26 + %) as = —azrgX —bygy +c (zg + %) 2 (4a) S1II
Bos = (a:6—|—%) al—(yﬁ—%) aytzgas = a(x6+%) k—b(yg—%) v +czz (4a) S1I
Bays = —(z6—3)ai+(we+3)a+ = —a(ze—3)%+b(ys+3)I+c(z+3)2 (4a) SI

(2o + )



Bos = T7ay +yras + 27 as = ar7X + by ¥ + cz7 Z (4a) S III

Bag = —zra; —yras+ (27 + 1) a3 = —azr X —byry+c(zr+3) 2 (4a) S IIT

Byr = (aw—i—%) al—(y7—%) as+zrag = a(m—&—%) &—b(m—%) V+czrz (4a) S II1

Bos = —(aw—%) a; + (y7—|—%) as + = —a (x7— %) &+b(y7+%) v+c (27—1—%) Z (4a) S III
(27 +3) a3

Boy = Tgaj + ysas + 2gas = axg X +bysy + cz28 Z (4a) SIV

B3y = —xga; —ygas + (Zg + %) as = —axgX —bysy +c¢ (Zg + %) Z (4a) SIV

B3 = (l‘g—‘r%) al—(yg—%) as+zgag = a(xg—&—%) &—b(yg—%) v+ c2sZ (4a) SIV

Bs, = —(mg—%) a; + (y8—|—%) a+ = -—a (.138— %) 5<—|—b(yg—|—%) v+c (zs—i—%) Z (4a) SIV
(28 +3) a3
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