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Prototype OgTesZr

AFLOW prototype label A8B3C_cI96_206_ce_d_a-001
ICSD 409713

Pearson symbol cl96

Space group number 206

Space group symbol Ia3

AFLOW prototype command aflow --proto=A8B3C_cI96_206_ce_d_a-001

~Tparams=a, T2, T3, L4, Y4, 24

Body-centered Cubic primitive vectors


https://aflow.org/p/3HHF
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a3 = f%a)‘ch%a“Jr%ai
az = jaX—3jay+3az
a3 = gaX+gay - jaz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (8a) Zr 1
B, = fa+ jag = tay (8a) Zr 1
B; = 1 5 a2 +1 5 asz = %afc (8a) Zr 1
B, fa;+ 1 a = 302 (8a) Zr 1
Bs; = 2x9 a1 + 225 ag + 229 a3 = axo X+ arsy + axro (16¢) (0N
Bg = %al - (2:@ - %) as = —araX —a (:EQ — %) y+axez (16¢) Ol
B, = — (2962 — %) ap + %ag = —a (acg — %) X+axey —ars (16¢) Ol
Bs —(2302—%) al—i-%ag = amgi—amgy—a(xg—%)i (16¢) OI1I
By = —2x9a; — 272 a9 — 279 ag = —arsX —arsy — axs Z (16¢) Ol1I
Bio = %al—l— (212—1—%) a = angc—i—a(mg—l—%) y—axoz (16¢) Ol
By1 = (21‘2—1— %) ar + %ag = a(mg—i— %) X—axoy +axs (16¢) (0N
B = (21‘2—!-%) a1—|—%a2 = —ax2i+al‘2$’+a(l‘2+%) Z (16¢) OI1I
Bz = %al + (:cg + i) a, + x3as = axrs3 X+ iai (24d) Te I
B = %al - (mg — i) ar — (acg — %) az = —ax3 X+ %ay + %ai (24d) Te I
Bis = r3a; + iag + (xg + %) as = iafc +ax3y (24d) Te I
Big = (x3 — %) a; + ;1 ap — = %af{ —axr3y + %ai (24d) Te I
(o3~ 1) ag
By, = ( i) a; +zgas+ 1 733 = iay + ax3Z (24d) Te I
Bis = ( i) (fvg — 7) a+ = % X+ ay —ar3z (24d) Te I
a3
By = 3a;— (v3—2) ap — w343 = —az3X+ a2 (24d) Te I
Bao = tai+(zs+32)as+(z3+3)as = a(zs+3) %+ 1az (24d) Te I
By, = —x3a; + %az — (x - %) as = %afc —ax3y (24d) Te I
Boo (3:3—1—%) al—l—%ag—i—(xg—i—%) ag = iai—l—a(xg—i—%) N (24d) Te I
Bys = —(z3-32)a;—z3ay+3a; = 3049 — avs2 (24d) Te I
By (m3+%) a1+(x3+%) a2+ia3 = iay+a(x3+%) Z (24d) Te I
By = (Yya + 2z4) a1 + (24 + 24) a2 + = axsX+aysy+azq (48e) O1II
(T4 +y4) @
By = (—ya+za+3) a1 — = —azak—a(ys—3) ¥ +aznz (48e) on

(4 — 24) @z — (334 +Ya— %) az



B27 = (y4 — 24) a; — (934 + 24 — %) as+ = —a (174 — %) b'e + ayq y — az42 (486) O1II
(*I4 +ya + %) as

Bas = —(yat+za—3)a+ = aryX —aysy —a(za— %) 2 (48e) oI
(24— 24+ 3) as + (v4 — ya) a3
Bag = (r4 +ya) a1 + (ya + 24) a2 + = az4aX+axs § + ays Z (48¢) OlII
(.Z‘4 + 24) as
B3y = —(za+ys— %) ar+ = azgX —axay —a(ya— %) 2 (48e) on
(—ya+ 24+ 3) az— (24 — 21) a3
Bs; = (—za+ya+1)a+ = —az R —a(ry— %) 9 +aysz (48e) O1I
(ya—21) a2 — (2a+ 24— 3) a3
Bsz: = (ma—wy)ar—(ya+za—3) ast+ = —a(zs—3) R+ars§ —aya 2 (48¢) OlII
(l‘4 — 24 + %) ag
B3z = (x4 + 24) a1 + (x4 + ya) @z + = ays X +azy § + axy z (48e) (O
(ya+z4) as
Bs, = — (x4 — z4) a1 — = —a(ys— 1) X+ any—ars2 (48e) Ol

(x4 +ys—3) az +
(—y4 + 24+ %) as

Bss = - (a:4 + 24 — %) a; + = aysX —az y —a (334 - %) z (48e) ol
(—zs+ys+3) ar+(ys — 1) a3

Bss = ($4 — 24+ %) a; + = —aysX —a (Z - %) y+aryz (48e) on
(T4 —ys) @z — (ya+ 24— 3) a3

Bsr = —(yatz)ar—(vatzg)az— = —ax4X —aysy —az4 Z (48e) O

(x4 + y4) a3

Bss = (ya— 24+ 3) a1 + = arsX+a(ys+3) 9y —azz (48e) O1I
(4 — 24) @2 + (334 + Ya + %) ag

Bsy = —(ys — 24) a1 + = a(za+3) X—ayuy+anuz (48e) oIl

(9C4+Z4+%) as +
(564 — Y4+ %) as
B4 = (ya+ 21+ 3) a1+ = —ary X +ays§+a(za+3) 2 (48e) o
(—964 + 24+ %) az— (74 — y4) a3

By = —(xa+ys)ar—(yat24) a2 — = —azgX —axrsy — ays z (48e) O1II
(x4 + 24) a3
By = (Ta+ya+3) ar+ = —azg X+ arsy+a(ya+3) 2 (48e) O1I
(y4 — 24+ %) as + (4 — 24) ag
Bys = (a4 —ya+3) a1 — = azaX+a(ra+35) ¥ —aya2 (48e) ol
(ya — 24) @z + (964 + 24 + %) az
By = — (x4 —ya) a1 + = a(Z4+ %) X—aryy+ays z (48e) oI

(ya+ 21+ 3) az+
(—x4 + 24 + %) as

Bys = —(matz)a—(vatys)az— = —aysX —azy —axrsZ (48e) Ol
(ya+24) a3
Bas = (z4—z4) ar+(za+ya+3) axt = a(ys+3) X—azy +ars2 (48e) ol
(y2 =2+ 3) a3
By = (xa+2z4+ %) ar+ = —apXtauy+a(za+ i)z (48e) ol
(5E4 — Y4+ %) az — (ya — 24) a3
B = (—z4+24+3) a1 — = aysX+a(za+3) §—ava2 (48e) O 11

(Ta—ya) ag+ (ya+ 21+ 3) a3
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