Feo(CO)g (F4q) Structure:
A9B2C9 hP40 176 _hi f hi-001

This structure previously used the label(s) A9B2C9_hP40_176_hi_f hi. Calls to these addresses will be redirected here.
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Prototype CgoFesOg

AFLOW prototype label A9B2C9_hP40_176_hi_f hi-001
Strukturbericht designation F44

ICSD 6010

CCDC 1162195

Pearson symbol hP40
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Space group number 176

Space group symbol

AFLOW prototype command

P63/m

aflow --proto=A9B2C9_hP40_176_hi_f_hi-001

“Params:a7C/a7217$27y27$37y37 T4,Y4,%24,T5,Ys5, 25

Hexagonal primitive vectors

a3
a; = 1a%-— @ay
ag = %afc + @ay
ag = cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = sa+3a+2ag = ja%+ Pay +cn i (4) Fel
B, = %al+%32+(21+%) as = %a)‘( fay—i—c(zl—i— ) (4f) Fel
By = %al—l—%ag—zlag = %aﬁ—%ay—czli (4f) Fel
B, = %al—l—%ag—(zl—%) as = %ai—!—%ay—c(zl—ﬁ)z (4f) Fel
Bs = x2a1+y2a2+ia3 = % (z2+y2)x7§a(x27y2)y+%ci (6h) CI
Bg = —yoay + (x2 — y2) ag—i—iag = %a(x2—2y2) x—&—%axgy—i—ici (6h) CI
B, = —(z2 —y2) a1 — 2 ag—&—%ag = sa(2cy —y2) X — ?aygy—&—%ci (6h) CI
Bs = —zpa; —yras + 2 ag = —sa(z2+y2) >‘c+§a(x2 —y2) §+ 3cz (6h) CIl
By = yoa; — (z2 — yo) a2+%a3 = % (— :cz+2y2)5<f£ax2y+§ci (6h) CI
Bio = (x2 —y2) a1 + T2 @2 + %ag = ia (2z9 —y2) X + fayg v+ cz (6h) CI
By, = rza; +ysaz + iag = %a($3+y3) X - ?a(xs —3) y—&-fci (6h) O1
Bi2 = —ysai + (r3 —y3) az + ias = %a (x5 —2y3) X+ faaf?, y+ CZ (6h) Ol
Bz = —(x3 —ys3) a; fx3a2+%a3 = fla(2x3 —y3) X — gay3y+zcz (6h) (OB
By = —z3a; —ysas + S ag = —ia(zs+ys) >A<+@ (x5 —y3) §+ 3c2 (6h) OIl
Bis = yzar — (v3 —y3) ag + § a3 = la(~ws+2ys) & — Larsy + 3ca (6h) 01
Big = (r3 —y3) a; + zzas + %ag = fa (2z3 —y3) X+ %aygy + %ci (6h) Ol
Biz = Taa1 +Ysaz +24a3 = %a (4 +ya) X — ﬁ (T4 —ya) ¥ +cza2 (121) cI
Bis —ysa; + (T4 —ys) a2 + 24 a3 = la(wy —2ys) X+ i(1354y + 247 (12i) CII
By = — (24 —ys) a1 —xga3 + 24 a3 = —la (2w4 —ya) X — ay4y +czaz (12i) cu
Bao = —zsai—ysar+ (:u+3)a; = —5a (T +ys) X+ % ($4 —ya) ¥+ (12i) CII
cla+3) 2
B2: = wyiar—(24 —ya) 32+(Z4 + %) a3 = a(—zs+2ys) X— i T4y +c (24 + ) z (12i) cII
Baz = (x4—y4) ar+ay a2+(24 + %) as %a (224 —ya) X+ i aysy +c (z4 + ) (12i) CII
B2 = —Tga; —Ysap — 2423 = —za(zs+ys) X+ i a(rs—ys) §—cul (12i) ClII



Bay = ysa; — (x4 —yg) ag — 24 a3 = la(—z4+2ys) X — ga:cél Y —czz (12i) CclII
Bos = (x4 —ys4) a1 + T4a9 — z4 a3 = %a (224 —ya) X+ @ayz; V—czuiz (12i) CII
Bog = Tgay + ygag — (24 — %) as = %a (xga+ys) X — @a (xa—ya) §— (12i) CII
c (z4 — %) Z
By = —ygay + (4 —ys) ag — = %a (x4 — 2y4) X+ @a‘uy —c (Z4 — %) Z (12i) cl
(24— 3) as
Bas = —(v4 —ya) a1 — 2403 — = —la(@ui—y) x— Papy—c(u—1)2 (12i) cl
24— 3) a3
Bz = Trsay + ysaz + 2523 = ga(zs+ys) X— §G($5 —Ys) ¥ + c25 2 (121) on
Bso = —ysar+(z5—ys)aztesaz = La(zs —2ys) X+ Lazs § + ez 2 (12i) Oon
B3, = — (x5 —y5) a1 — x5 a2 + z5 a3 = —%a (2z5 —y5) X — @ayg,y—kc%i (12i) oIl
Bs, = —r5a; — ysas + (25 + %) ag = —%a (x5 +ys) X+ %a (x5 —ys) ¥ + (12i) ol
c (z5 + 5) Z
Bss = ysai— (x5 —ys) a2+(25 + %) ag = %a (—x5 + 2y5) X — 73a:z:5 y+ec (Z5 + %) Z (12i) OlII
Bas = (25 —ys) artasast(zs+ 1) az =  La(2ws5—ys) K+ Lays§ +c(z+ 1) 2 (12i) OlII
Bss = —Z5a; — Ysaz — 25 a3 = —sa(zs+ys) X+ ?a(% —ys) ¥ —cz5 % (12i) on
B3 = ysa; — (x5 —ys5) az — 25 a3 = %a (—x5 + 2y5) X — 73ax5 Y —czZ (12i) O1II
Bsr = (rs —ys) a1 + w522 — 253 = 30 (2z5 —ys5) X+ Lays § — cz5 2 (12i) oIl
Bss = z5a; +ysas — (25 — 3) ag = ta(zs+ys) *— PBa(zs —ys) §— (12i) Ol
c(zs — %) Z
B3y = —ysay + (v5 — ys) ag — = %a (x5 — 2y5) X + @am5y —c (z5 — %) Z (12i) OlII
z5 — 3) ag
By = — (x5 —y5) a1 — x5a9 — = —%a (2z5 —y5) X — 73ay5 y—c (25 — %) Z (12i) O1II
Z5—3) a3
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