FesZroP- Structure:
A12B7C2_hP21_174 22k _ajk_cf-001

This structure previously used the label(s) A12B7C2_hP21_174_2j2k_ajk_cf. Calls to these addresses will be redirected here.
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Prototype Fe9P7Zrq

AFLOW prototype label A12B7C2_hP21.174 2j2k _ajk_cf-001
ICSD 25757

CCDC 1601400

Pearson symbol hP21

Space group number 174
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Space group symbol P6

AFLOW prototype command aflow --proto=A12B7C2_hP21_174_2j2k_ajk_cf-001
--params=a, ¢/a, T4, Y4, Ts, Y5, T6, Y6, T7, Y7, T8, Y3, T9, Yo

Hexagonal primitive vectors

a3 = %a}“{ - @ay
az = %aﬁ + @ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (1a) PI
B, = %al—i-%ag = %af(—i— T%y (1c) Zr 1
Bs = 2a;+1ay+3as = jak—Lay+ ez (1f) Zr 11
B, = Tgay + ygas = %a (xg+ys) X — 7311 (x4 —ys) ¥ (3j) Fel
By = —yga; + (x4 —ya) a2 = %a (x4 —2yq4) X+ @amy (3j) Fel
Bg = — (4 —ysa) a1 — g a9 = —%a (224 —yq) X — TBay4$f (33) Fel
B, = Tsay + ysas = %a (x5 +ys) X — @a(xg; —y5) ¥ (3j) Fe II
Bs = —ysa; + (x5 — ys5) ag = la(zs —2ys) X+ @a%y (3j) Fe Il
By = — (x5 —ys5) a1 — x5 Ay = —%a (225 —ys5) X — 73ay5 vy (3j) Fe 11
By = Tga + Yo a2 = %a (x6 +ys) X — @a (v6 —ys) ¥ (3j) PII
Bun = —y6 a1 + (¥6 — Yo) a2 = La(ze — 2y6) X+ Laxey (3)) P11
B2 = — (x5 —ys) a1 — Tg A2 = —1a(2z6 — ys) X — Lays ¥ (3j) PII
Bis = z7al +yras + 3 as =  la(zr+yr) X— @a (7 —yr) § + 3c2 (3k) Fe 11T
B4 = —yray + (v7 —y7) as + %ag = %a (x7 — 2y7) X+ ?am& + %ci (3k) Fe III
Bis = —(x7 —y7) a1 —x7as + %33 = f%a (2z7 —y7) X — @agﬁy + %CZ (3k) Fe III
Big = zgal + ysas + 3 as =  la(zs+ys) X— @a (zs —ys) § + 3¢2 (3k) Fe IV
By = —ysay + (rs —ys) az + %ag = %a (s — 2ys) X + ?(L(Eg v+ %ci (3k) Fe IV
Bis = — (zs —ys) a1 —xgas + %33 = —%a (228 —ys) X — ?aygy + %ci (3k) Fe IV
Big = Tgal + yoas + 5 as = la(zo+ys) X— @a (o —yo) § + 32 (3k) P III
By = —ygay + (xg — yo) az + %ag = %a (xg — 2y9) X + @axg v+ %02 (3k) P III
By = — (g —y9) a1 — xgag + %33 = —%a (229 —y9) X — ?aygy + %ci (3k) P III
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