a-S (A16) Structure:
A oF128.70_4h-001

This structure originally had the label A_oF128_70_4h. Calls to that address will be redirected here.
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Prototype S

AFLOW prototype label A _0F128_70_4h-001
Strukturbericht designation Al6

ICSD 63082

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/a, T1,Y1,%71,T2,Y2,22,T3,Y3,23,T4,Y4, 24

Face-centered Orthorhombic primitive vectors
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a; = %by—i—%ci
as = %ai—l—%ci

Lo 11
ag = jaX+3by
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = (=71 + 41+ 21) a1 + = ary X+ by § 4 c21 2 (32h) ST

(1 —y1 +21) az +
(ry +y1 — 21) a3

B, = (xt1 —y1 +21) a1 + = —a(xl—i)i—b(yl—i)y—&—czli (32h) SI
(—z1+y1+21) az —
(961+y1+21—%)a3

B3 = (:171+y1721)a17 = 7a($17i))'\(+by1y76(217%)2 (32h) S1I
($1+y1+21—%)a2+
(=21 +y1 + 21) a3

B, = —(m1+y1+zl—%)a1+ = axli—b(yl—i)y—c(zl—i)i (32h) SI
(x14+y1 —21) ag +
(ry —y1 +21) a3

B; = (xt1 —y1 —21) a1 — = —ar1X—by1y—cxn 2z (32h) S1I
(x1 —y1 +21) ag —
(r14+y1 — 21) a3

Bg = —(x1—y1+21) a1 + = a(as1+i)f<+b(y1+i)$f—cz1z (32h) S1I
(1 —y1 — 21) a2 +
(x1+y1+21+3) as

B, = —(z14+y1— =) a1 + = a(ml—&—%)fi—byly—l—c(zl—i—i)i (32h) SI
(x1+y1+21+%)a2+
($1 — Y1 — 21) as

_ 1 _ - 1\ & 1\ 2

Bs = (z14+y1+21+3) ar— = —ar1X+b(y1+3) y+e(a+73)2 (32h) SI
(x1 +y1 — 21) ag —
(r1 —y1 + 21) a3

By = (—xo +y2 + 22) a1 + = aro X + by y + c29 Z (32h) S1II
(w2 —y2 + 22) Az +
(r2 +y2 — 22) a3

Bio = (x2 —y2 + 22) a1 + = —a(wy— 1) %X —b(y2— 1) §+c222 (32h) S
(=22 +y2 + 22) az —
(1‘2+y2—|—z2—%)a3

B11 = (1’2+y2722) a; — = 7&(1‘27%)i+by2y76(227%)2 (32h) S1II
($2+y2+22—%)a2+
(=22 4+ y2 + 22) a3

B = —(1‘2-‘1-]./24-22—%) a; + = axgi—b(yg—i)y—c(@—i)i (32h) SII

(x2 +y2 — 22) ag +
(x2 —y2 + 22) a3
B13 — (xZ — Yo — 22) a; — = —axz}t — byg y — CZ9 Z (32h) S1I
(2 —y2 + 22) ag —
(r2 4+ y2 — 22) ag
Bis = —(z2 —y2 +22) ar + = a(ra+3) K+b(ya+ 1) §—cz2 (32h) ST
((L’Q — Y2 — Zz) as +
(x2+y2+22+%) ag
Bys = — (w2 +y2 — 22) a1 + = a(re+7) X—byay+c(za+ )2 (32h) S
(x2+y2+2’2+%) ag +
(x2 —y2 — 22) a3



Bis

B18

Bio

B20

B21

Ba2

B23

B24

B2s

B26

Bar

B31

B32

(T2 +y2+22+3) a1 —
(x2 +y2 — 22) ag —
(z2 —y2 + 22) a3

(—z3+ys +23) a1 +
(x3 —ys3 + 23) az +
(x3 +ys — 23) a3

(r3 —ys +23) a1 +
(—x3 +y3 + 23) az —
(zs+ys+23—3) as

(34 y3 — 23) a1 —
(23 +ys+23—3) as +
(—z3 +y3 +23) a3

—(z3+ys+2z—3)a+
(x3 +ys — 23) az +
(x5 —ys + 23) a3
(x3 —y3 — 23) a; —
(23 —ys + 23) ag —
(x3 +ys — 23) a3

—(z3—ys+23) a1 +
(z3 —ys — 23) ag +
(z5+ys+235+3) a
—(z3+ys —23) a1 +
($3+y3+23+%) ag +
($3—y3—Z3) ag
(x3+y3+23+%) a; —
(x5 +y3 — 23) ag —
(x3 —ys + 23) a3
(—T4+ys+ 24) a1 +
(x4 — ya + 24) ag +
(x4 4+ ya — z1) a3

(T4 —ys + 24) a1 +
(—24 +ys+ 24) az —
(x4+y4+24—%) as

(x4 +ya — z4) a1 —
($4+y4+24*%) az +

(=44 ya + 24) a3

—(Tatyatzi—3)a+
(x4 4+ ya — 24) ag +
(x4 —ya + 24) a3
(T4 —ys — 24) A1 —
(T4 — ys + 24) ag —
(T4 +ya — 24) a3

— (x4 —ya+ 2z4) a1 +
(x4 — ya — 24) ag +
(x4+y4+24+%) az
— (4 +ys — 2z1) a1 +
(x4+y4+z4+%) as +
(l‘4—y4—2’4) as
(Ta+ya+za+3) a1 —
(T4 +ys — 24) Az —
(x4 —ya + 24) a3

—axQ)A(er(ngri) §f+c(22+%) Z

axr3X +bysy +cz32

1 ~

—a(m —i) f{—b(y _Z) ¥ +cz3z
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—arsX+b(ys+3) y+c(s+1) 2

ars X +bys ¥ +cz42

—a(zg— 1) % —b(ya— 1) §+cuz

—a(:m—%) 5(—|—by4§f—c(24—%) z

ax4§<—b(y —i) y—c(z4—i) Z
—ara X —bysy —cz4 Z
a($4+i) i+b(y4+i) y—czz

a(m—&—i) )A(—by4y+c(z4+i) Z

fa:c4)‘c+b(y4+i) y+c(24+%) Z
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