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Prototype OgTesZr

AFLOW prototype label A8B3C_c196-206_ce_d_a-001
ICSD 409713

CCDC 1726061

Pearson symbol cI96

Space group number 206

Space group symbol Ia3

AFLOW prototype command aflow --proto=A8B3C_cI96_206_ce_d_a-001
—Tparams=a, T2, X3, T4,Y4, 24
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Body-centered Cubic primitive vectors

a; = —%afi—l—%cf—i—%ai
az = jaX—iay+3ai
ag = %af{+%ayf%a2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (8a) Zr 1
B, = %al + %ag = %ay (8a) 7Zr 1
B; = %32 + %33 = %af{ (8a) Zr 1
By = fa;+ 5 a = ja% (8a) Zr 1
By = 219 a1 + 220 ag + 219 as = axo X+ axey + axo (16¢) Ol
Bg = %al — (21‘2 - %) as = —areX—a (332 — %) ¥+arez (16¢) Ol
B, = —(23:2 — %) 32+%a3 = —a (1‘2 — %) X+aryy —arsZ (16¢) Ol1I
Bg = 7(2x27%) a1+%a2 = azgﬁfaxgyfa(zgf%)i (16¢) Ol
By = —2x9a; — 222 a9 — 279 a3 = —axoX —arey —axo Z (16¢) (O
Bio = %al + (2372 + %) as = aro X +a (:Cg + %) Vv —axyZ (16¢) 01
Bi1 = (21‘2-#%) a2—|—%a3 = a(m—!—%) X —aryy +arsZ (16¢) Ol
B, = (ZIQ + %) a; + %ag = —areX+arsy +a (ZL'Q + %) Z (16¢) Ol
Bz = ial + (xg + i) ar + r3as = ars3 X+ iai (24d) Te I
Bis = %al — (xg — i) as — (acg — %) az = —ar3 X+ %ay + iai (24d) Te I
Bis = z3a; + a2+ (v3+ 1) as = laX+ azs ¥ (24d) Te I
Big = - (ng %) a; +%a2 - = %aifax3y+ %ai (24d) Te I
(w5 — 1) as
By = (.’Eg + i) a; +x3as + iag = iay +axs3 (24d) Te I
Bigs = - (x3 - %) a; — (xg — %) a+ = %a& + iafr —ax3Z (24d) Te I
133
By = %al — (333 — %) a, — r3as = —ax3 X+ %aﬁ (24d) Te I
By = %al—l—(xg—i— %) a2+(x3+%) ag = a(xg—i—%) )“(—l—iai (24d) Te I
By = —z3a; +3a; — (v3— 3) a3 = S3a% —ar3y (24d) Te I
By = (z3+3)ait+ias+(zs+3)ay = jax+a(zs+3)y (24d) Te I
Bos = — (1’3 — %) a; — r3as + %33 = %ay —ar3 Z (24d) Te I
Bos = (z3+3)a+(z3+3)axt+iay = 1ay+a(zs+3) 2 (24d) Te I
Bas = (Ya + z1) a1 + (w4 + 24) @z + = arsX +ays ¥ +aziz (48e) on
(4 4+ ya) a3



Bas

Bar

Bao

B30

Bs;

Bs2

B33

Bsy

B35

B36

B38

B39

Byo

B41

Bys

B44

Bys

B46

Byr

(oot )=

(24— 24) @y — (24 +ys — 3) a3

(Ya — 24) al—(fﬂ4 + 24 — %) az+

(—za+ys+3) ag
—(y4+2’4—%) a; +

(x4 — 24+ 3) az + (24 — ya) a3

(x4 +ya) a1 + (ya + 24) ag +
(x4 + 21) ag

—(ratya—3) a+

(—y4 + 21+ %) as— (x4 — 24) a3

(—za+ya+3) a1+
(ya — 24) @ — (T4 + 24 — 3) a3

(24 —ya) a1 —(ya + 20 — 3) a2+

(x4 — 24 + %) as
(r4 + z4) ar + (4 +y4) a2 +
(ya + 24) ag

— (x4 — 24) a1 —
(w4 +ya = 3) a2 +
(~yat21+3) as
—(ea+z4a—3) a1+

(—z4+ys+3) az+(ya — 24) a3

(=214 )+

(r4 —ys) ag — (y4 + 24 — %) ag

— (Ya+ 24) a1 — (4 + 24) a2 —
(4 4+ ya) a3

(y4—z4+%) a; +

(24— z1) ag + (24 +ya + 3) a3

—(ya —z1) a1 +
(364+Z4+%) as +
($4—y4+%) az
(a+20+3) ar +

(7174 + 24 + %) a27($4 — y4) as

— (T4 +ya) a1 — (ys + 24) a2 —
($4+Z4) as
(za+ys+ 1) ar+
(ya —za+3) Az + (24 — 1) a3
($4*y4+%) a; —
(ya—21) @z + (za+ 24 + 3) a3
—(v4 —ya) a1 +
(ya+ 2+ %) a0 +
(moe+20 ) ag

— (x4 +24) a1 — (x4 +y4) a2 —

(ya + 24) ag

(4 — 24) a1+(x4 +ys+ %) az+

(Z/4—Z4+%> ag
(9€4+Z4+%) a; +

(334 — Y4+ %) az — (Y4 — 24) a3

—azak—a(ys—3) ¥ +azi
—a(z4—3) X+ aysy —azs2
arsX—aysy —a(z—3) 2
azs X +ava § + aya &
azsk —azay —a(ys— 1) 2
—azaR—a(ry— %) 9 +aysz
—a(za— 1) X+azsy —ays 2

ays X +azy ¥ +aryz

—a (y — %) X+az4y —axyZ

~

ay4xfaz4yfa(x4f%)z

—apk—alzs— 53 Z
Ya 41— 3) Y taxraz
—arsX —aysy —az4 Z
ars X+ a +1)y-— 7
4 YaT3) Y —Qa24 2

a(m—i—%) X—aysy +az4z

—aa:4§(—|—ay4y—|—a(Z4—|—%) Z
—azy X —aryy — ay, z
—a245<—|—ax4§f—|—a(y4+%) Z
a24§c+a(x4+%) Y —aysz

a(z4—|—%) X—arsy + ays

—aysX —azy§ —axs z
1 A A ~
a(y4+§) X — 024y +ax4Z

—ay45(+az4y+a(x4+%) Z

(48e)
(48¢)
(48e)
(48¢)
(48e)
(48¢)
(48¢)
(48¢)

(48e)

(48¢)
(48e)
(48e)
(48¢)

(48e)

(48e)
(48¢)
(48e)
(48e)

(48e)

(48e)
(48e)

(48e)
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oIl
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Bss = (—z4+z4+3) a1 — = aysX+a(za+3)§—ava2 (48e) on
(T4 —ys) az+ (ya+ 24+ 3) as
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