a-S (A16) Structure:
A oF128 70 4h-001

This structure previously used the label(s) A_oF128_70_4h. Calls to these addresses will be redirected here.
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Prototype S

AFLOW prototype label A _0F128_70_4h-001

Strukturbericht designation Al6

ICSD 63082

CCDC 1161500

Pearson symbol oF'128

Space group number 70

Space group symbol Fddd

AFLOW prototype command aflow --proto=A_oF128_70_4h-001
—~params=a, b/a7 C/a7 T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4, 24
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Face-centered Orthorhombic primitive vectors

1760 1,5
a3 = 3by+scz
az = %ai—i—%ci
ag = Ziax+iby

Basis vectors

B:

B:

Bs

B4

Bs

Bs

BlO

Bll

Bi2

Lattice
coordinates

(—z1+y1 +21) a1 +
(1 —y1 +21) ag +
(1 +y1 — 21) a3

(1 —y1+21) a1 +
(21 +y1+21) az —
(331 +y1+ 21— %) ag

(x14+y1—21) a1 —

($1+y1+21—%) az +

(=21 +y1+21) a3

— (T4t —3) a+

(x14+y1 —21) ag +
(x1 — 31+ 21) a3
(xl—yl—zl) a; —
(1 —y1 +21) as —
(r1 +y1 — 21) a3
—(z1 - +2) a1 +
(1 —y1 —21) ag +
(x1+y1+21+3) as
—(r14+y1—21) a1 +
($1+y1+2’1+%) ag +
(1‘1*%*21) as
(T14+y+2+3) a—
(x1+y1 —21) as —
(1 —y1 + 21) a3
(—z2 +y2 + 22) a1 +
(x2 — Y2 + 22) ag +
(z2 +y2 — 22) a3

(T2 —y2 + 22) a1 +
(—z24+y2 + 22) ag —
(z2+y2+ 20— 3) a3

(x2 +y2 — 22) a1 —
(x2+y2+22—%) as +
(=22 +y2 + 22) a3

— (T2t y2+22—35) ar +

(x2 +y2 — 22) ag +
(x2 —y2 + 22) a3

Cartesian
coordinates

ar1 X +by y + cz1 Z

—a(wl—i) fc—b(yl—i) Y+cnz

fa(:clfi) )*(erylyfc(zlf%) z

axlfc—b(yl—i)y—c(zl—z) Z

—ar1X—byy—cnz

a(x1+%) )Achb(leri) y—cnz

a(zi+3) X—byy+c(aty)z

—axlf(—i—b(yl—i—i) y—i—c(zl—i—i) Z

ars X+ by ¥ + c20 Z

—a(x —i) i—b(y —%) V+cxniz

—a(m —%)i—i—bygy—c(z —%) Z

ain—b(y —i)y—c(zz—z) Z

Wyckoff
position

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)
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(32h)

Atom
type
ST

S1

S1

S1

S1

S1

S1

S1

S1II

S1II

S 1I
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Bis

B15

Bis

Bir

B18

Bio

B20

B21

B2

B23

B24

B26

Bar

B28

B29

(Iz — Y2 — 22) a; —
(x2 — Y2 + 22) ag —
(x2 +y2 — 22) a3

— (w2 —y2 + 22) a1 +
(w2 —y2 — 22) @z +
(x2+y2+22+%) as
—(z2+y2 —22) a1 +
(za+y2+22+3) az+
(xz—y2—22) ag
(x2+y2+22+%) a; —
(x2 +y2 — 22) ag —
(z2 —y2 + 22) a3

(—x3+ys+23) a1 +
(x3 —ys3 + 23) az +
(x3 +ys — 23) a3

(z3 —ys +23) a1 +
(—z3+ys +23) a2 —
(x5 +ys+23— 3) as

(z34+ys — 23) a1 —
(x3+y3+23—%) as +
(=23 4+ y3 + 23) a3

—(zst+ys+z3—3) a+
(x3 +ys — 23) as +
(x3 —y3 + 23) a3

(1’3 — Y3 *23) a; —
(r3 —y3 + 23) ag —
(z3 +ys — 23) as
—(z3—ys+23) a1 +

(x3 —y3 — 23) az +
(z5+ys+235+3) a

—(z3+ys —z3) a1 +
(z3+ys+23+3) ax+
(xs — Y3 — 23) as
(x3+y3+23+%) a; —
(3 4+ y3 — 23) az —
(z3 —ys + 23) a3
(—%4 +ya +24) a1 +
(x4—y4+z4) as +
(r4 +ys — z4) a3

(4 —ya + 24) a1 +
(=4 +ya + 24) @z —
(x4 +ys+24—3) as

(T4 +ya — z4) a1 —
(x4+y4+247%) ag +
(—x4+ys+ 21) ag

—($4+y4+24—%) a; +
(T4 4+ ys — 24) Az +
(x4 — ys + 24) a3
(T4 —ys — 24) A1 —
(T4 —ys + 24) ag —
(T4 +ys — 24) a3

—aza X —bya § — cz0 2
a(rza+3) K+b(ya+ 1) §—cao2
a(za+3) K—byy+c(znt+i)2
—azaX+b(y2+ 1) F+c(za+1)2

ar3X +bysy +cz32
—a(z3— 1) %x—b(ys— 1) §+cz2
—a(zs— 1) X+bysy —c(zs— 1) 2
arsx—b(ys —3) §—c(zs— 1) 2

—ar3% —bys § — cz3 2
a(zs+3) X+b(ys+3) 9 —casz
a(zs+3) K—bysg+c(zs+1)2

—axsX+b(ys+ ) I +c(es+3)2

axa X +bysy+cz42

N>

“aon-3) K+t - (- b)
1

ami—b(y —i)y—c(zul—z) Z

—ar X —bysy —cz4 7
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(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

(32h)

S1II

S1II

S 1II

S1II

S II1

S III

S II1

S III

S IIT

S 111

S III

S IIT

S IV

SIV

S IV
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Bso = — (T4 —ya + z1) a1 + = a(za+3) &+b(ya+d)y—cuz (32h) SV
(T4 —ya — z1) Az +
(za+ya+21+3) as
B3, = — (4 +ys — 21) a1 + = a(zs+ ) X—buy+c(zut+i)z (32h) SIV
(Ta+ys+24+3) az+
(r4 —ys — z4) a3
B32 = (x4+y4+z4-|—%) a; — = —ax4)‘(+b(y4+i)y+c(24+%)2 (32h) SIV
(24 +ya — 24) 2z —
(T4 —ya+24) a3
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