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Prototype BaCo205V,

AFLOW prototype label AB2C8D2_t1104_142_a_f 2g_e-001
ICSD 60580

Pearson symbol t1104

Space group number 142

Space group symbol 14 /acd

AFLOW prototype command aflow --proto=AB2C8D2_tI104_142_a_f_2g_e-001

--params=a, ¢/a, T2, T3, T4, Y4, 24, T5, Y5, 25

Other compounds with this structure
BaMgQVQOg, BaMDQVQOg, BaMOQVQOg, BaVQCOQOg, PbNiszOg

Body-centered Tetragonal primitive vectors
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a; = f%achr %a y + %Cﬁ
as = %ai — %ay—i— %ci
az = %afc—i— %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2a;+2ay+ Lag = 10y + gez (8a) Bal
B, = 3a,+5a,+ 3ay = 3a%X+ jay + gez (8a) Ba I
Bs = Ta;+lap+3ay = 10y +gek (8a) Ba I
B, = la;+Tay+lag = ja% — jay + 3ca (8a) Bal
Bs = ial + (.132 4+ i) as + ro as = ars X + ici (168) VI
BG = %alf(xzf%) 327(1@7%) as = *axzfiJr%aerifﬁ (166) Vi
B; = (.’EQ'F%) a1+%a2+x2ag S %aﬁ+a($2—i)5’+%cz (166) VI
Be = (m-Dmtlm- = lox—a(r 1)y (6) VI
(22— 1) 29
Bg = %al — (JZ — %) as — o as = —CLJ?gf(-F %Ci (166) VI
Bl() = %814*(’1324‘%) 32+($2+%) as - a($2+%) X‘FiCZ (168) V1
Bi1 = — (w2 —3) a1+ az — a2 a3 = —qa%—a(r2— ;) ¥+ 5c2 (16e) R
Biz = (z2+%)ar+ias+(ra+3)as = ja%+a(z2+1) ¥+ 502 (16e) Vi
Bis = (zs+2)ar+ (z3+41) ax + = arsX+a(v3+ ) §+ gc2 (16f) Col
(223 + 3) a3
B14 = — (1’3 — %) a; — (1’3 — %) ag — - —ar3x —a (1'3 - i) y + %Ci (16f) CO I
(22— 1) 2
Bis = (z3+g)ai—(rs—3) ax+3as = —a(vs—3) X+a(rs+3) y— gez (16£) Col
Bis = —(ac —%)a1+(963+%)a2+ = a(w3+§)x—a(ay —1)5’—%02 (16f) Col
ias
Biz = —(z3—3)a—(z3—§)ax— = —a(zs—5) X —a(rs— 1) §+3cz (16f) Co I
(223~ 3) 2
Bis = (m3+2)ai+(z3+L)a+ = a(rs+ i) x+a(zs+i)yg+ica (16f) Col
(2373 + %) ag
Bio = ~(v-DatlmtDmt = anxoaln -}yl (6 Col
B2 = ($3+%) a; — (x5 — %) ay+ja; = —arsX+a(r3+ §) 5""%02 (16f) Col
By1 =  (yatz)a+(zatzg)a+ = arsX+aysy +cza 2 (32g) Ol
(T4 +va) a3
Bs, = (—ya+za+ 1) a — = —ars X —a(ys—3) §+cuz (32¢) Ol

(24— 24) @y — (24 +ys — 3) a3
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(cus 2+ 1) o
(x5 — 25) @y — (25 +y5 — 3) a3
({E5 + 25) a; +
(—ys + 25 + %) a2+(x5 — y5) as
— (x5 —25) a1 + (y5 + 25) az +
(—m5 +ys + %) as
(Y5 — 25) al*(% + 25 — %) az+
(,% +ys + %) as
—(ys+25—3) a1 +
(25 — 25+ 3) az + (x5 — y5) as
(w5 — 25+ 3) a1 +
(ys — 25) ag + (w5 + y5) a3
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Bys = —(ys+z5) ar—(r5+25) aa— = —arsX —aysy — cz5 % (32g) O1II

(z5 +y5) a3
B = (y5 — 25 +3) ar + = avsX+a(ys +3) ¥ — cz52 (32g) ol
(75 — 25) ag + (585 +ys + %) as
Byr = — (x5 +25) a1 + = a(ys+3)X—a(@s+3)y—c(ss—7)2 (32g) on
(ys — 25 + 3) az — (x5 —ys) a3
Bus = (z5—2)a1—(ys+2)a+ = —a(ys—1)X+a(zs+3)9—c(e+1)2 (329 Ol
(965 — Y5 + %) as
By = —(ys — 25) a1 + = a(zs+3) X—ays§y +ca 2 (32¢) oIl
(v5+25+3) as +
(335 — Y5 + %) az
Bso = (5 +25 +3) ar + = —arsX+ays§ +c(z+ 3) 2 (32g) Ol
(*965 + 25 + %) as— (5 — ys) as
Bo = (astmida- = almid)foa(m-Yyte(stl)z () O
(ys — 25) ag — (w5 + y5) a3
Bsy = (x5 +25+ 1) ar + = a(ys+5) X+ta(zs+7)9+c(es+1)2 (32g) on

(ys+ 25+ 3) as +
(x5+y5+%) as
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