Feo(CO)g (F'41) Structure:
A9B2C9 hP40 176 _hi f hi-001

This structure originally had the label A9B2C9_hP40_176_hi_f hi. Calls to that address will be redirected here.
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Prototype

AFLOW prototype label
Strukturbericht designation
ICSD

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

C@EbgOg

A9B2C9_hP40-176_hi_f hi-001
F4,

6010

hP40

176

P63 /m

aflow --proto=A9B2C9_hP40_176_hi_f_hi-001
—~params=a, C/Cl, 21,22,Y2,T3,Y3,T4,Y4,24,T5,Y5, 25

Hexagonal primitive vectors
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a3 = %afc — @ay .
a = gaX-+ ?ay
ag = cZ °
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = za;+ 2as+ 21 a3 = ia x—&—fay—i—czlz (4f) Fel
B, = Za+layt(n+d)a = lag—Bagte(a+1)2 (4f) Fe I
Bs = %alJr%az*Zlas = %af‘*?sayfczlz (4) Fel
B, = %al—l—%ag—(zl—%) as = %ai—i—?ay—c(zl—%)z (4f) Fel
B; = Toay +ygag+iag = %a(xg—l—yg)fc ?a(xg—yg) y—&—%ci (6h) CI
Bs = —y2ay + (z2 — y2) Az + T ag = La(ze — 2y0) 5(+§ax2y+zci (6h) CI
B, = —(x2 —y2) a1 — 29 a2+%a3 = 50 (2x2 — y2) X — @ay2y+zcz (6h) CI
Bs = —xpa1 — Y2z + 5 ag = —%a($2+y2)X"‘?a(iﬂz—yz)Y‘f’%CZ (6h) Cl
By = yoar — (z2 —yo) ag + § a3 = la(~as+2yo) & — Lazs§ + 3c2 (6h) CI
B = (z2 —y2) a1 + 2282 + 2 a3 = 1a (2w —yo) X+ @ayg y+ycz (6h) CI
B.1 = x3a1—|—y3a2+ia3 = %a(x3+y3)x—§ a(rs —y3) y+ 3¢z (6h) (OB
B, = —ysa; + (r3 —y3) az + iag = %a (3 —2ys) X+ ?ax‘g ¥+ 3¢z (6h) Ol
Bis = — (23 — y3) 31—33332-5-%33 = —ia(2x3—y3) X _§Gy35’+zcz (6h) 01
B = —x3a; —ysas + %ag = 7%&(1‘3 +ys) X+ @a (xs—ys3) ¥+ %cz (6h) (0N
Bis = ysar — (x5 — y3) a2 + 3 ag = fa(—z5+2y3) X — @a:pg ¥+ 3cz (6h) 01
Big = (x3 —y3) a1 + x3a2 + %ag = %a (2x3 —ys3) X+ @aygy +5cZ (6h) OI1I
By = xgay + ysag + 24 a3 =  la(zg+uy) X-— ? (24 —ya) ¥ +czu2 (12i) CcII
Bis = —yga; + (v4 — ys) a2 + 24 a3 = %a (x4 — 2yq) X+ fax4 y+czz (12i) CII
B9 = —(z4—ys) a1 —z4a2+2z4a3 = —La (205 —ys) X — Lays§ +cuz (12i) cl
By = —zga; —ysaz + (2 + 3) ag = —za(xg +ys) X+ ?Ba (ta—ya) ¥+ (12i) cu
c (24 + 5) Z
B2: = yiai— (x4 —ya) a2+(24 + %) az = %a (—x4 + 2y4) X — @a:m ¥+e (Z4 + 5) Z (12i) CII
Bo: = (z4—ys) a1+ay a2+(z4 + %) az = %a (224 —ya) X+ T3ay4y +c (z4 + 5) Z (12i) CII
Bas = —Zga1 — YsAz — 2Z4 a3 = (4 +ya) X+ @a (Ta —vya) ¥ —cza 2 (12i) cn
B2y = ysar — (T4 — ya) a2 — 24 a3 = %a( x4+ 2ys) X — ﬁamy —C24 %7 (12i) ClII
B2s = (r4 —ys) a1 + 2402 — 2483 $a(2z4 —ys) X+ §Gy4§’ —c2Z (121) cl
Bog = Tg4a) + ygas — (Z4 — %) as = La(zg+ys) - @a (Ta—ya) ¥ — (12i) CII
c (24 — %) Z
By = —ygay + (4 —yq) ag — = %a (x4 —2y4) X+ @amy —c (z — %) Z (12i) c1I
24 — §) as
Bos = — (x4 —y4) a1 —x4a9 — = —la@vy—y) % iay4y —c (24 — %) Z (12i) CII
(- 1) ag
B2 = Tsar +Ysaz + 25 a3 = sa(zs+ys) X — ? (x5 —ys5) ¥ +cz52 (12i) ol
B3y = —ysa; + (v5 — ys) az + 25 ag = % (x5 — 2y5) X + fax5 y+cezz (12i) OlII



B31 = 7(1‘5 7y5) a] — Tp a2+25 as = 7%@ (2565 7y5> 5,(7 73ay5y+0252 (121) O II
B3>, = —Tsa; —Ysas + (Z5—|—%) as = —%a ($5—|—y5) X+ ?304(%5—215) v+ (121) O1II
c (z5 + 5) Z
Bss = ysai—(z5—ys) ax+(z5+3) a3 = ja(—z5+2y5) K—Larsy+c(zs+3) 2 (12i) ol
B34 = (375 — y5) a1—|—x5 a2+(25 + %) as = %a (2I5 — y5) b'e + ?a% y +c (25 + %) Z (121) O1II
Bss = —Tsa1 —Ysaz — Z5a3 = —%a(% +y5) X+ §G($5 —Ys) § — 25 2 (12i) O1I
B3 = ysay — (x5 — ys) ag — 25 a3 = %a (—x5 +2y5) X — @(m;} Y —cz5% (12i) Ol
B3, = (x5 —ys) a1 + x5 as — z5 a3 = %a (2x5 —ys) X+ §Gy5 Y —cz52 (12i) Ol
B38 = Trsap +ysag — (2’5 — %) as = %a (1‘5 + y5) X — 73a (IE5 — y5) 5’ — (121) O1II
c (25 — %) Z
B3y = —ysai + (r5 — ys) az — =  fa(ws—2y5) X+ @a%y —c(zs—1) 2 (12i) ol
(5 1)
By = — (x5 —ys5) a1 — x5a9 — = —%a (2x5 —y5) X — 73ay5 y—c (z — %) Z (12i) oIl
(25— 3) as
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