AljsFey Structure:

A13B4 m(C102 12 _ah8&8i5j 4ij-001

This structure previously used the label(s) A13B4.mC102_12_dg8i5j_4ij. Calls to these addresses will be redirected here.
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/U8YR)

https://aflow.org/prototype-encyclopedia/A13B4_-mC102_12_ah815j_4ij-001
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aflow --proto=A13B4_mC102_12_ah8i5j_4ij-001

——params=a, b/a, c/a, ﬁ, Y2,X3,23,L4yR24,L5,25, LGy 265 L7y 27, L.y 28y LYy 295 L105 2105 L11;
211, X125 #12, L13, 213, L14, £14, L15, Y15, 215, L16, Y16, 16, L17, Y17, 217, 18, Y18, 218, 19, Y19, 219,
20, Y20, 220

e The Al-IV site is only occupied 70% of the time. This makes the stoichiometry Aljs gFey, which (Black, 1955ab) rounds

to A113Fe4.
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Base-centered Monoclinic primitive vectors

a; =  lax—1lby
a; = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) AlT
B, = —ysay + yoas + %33 = %ccosﬁ)‘(—l—bygy—i— %csinﬁi (4h) Al Tl
B; = Yoa; — Yo as + %33 = %ccosﬁ&—bygy—i- %csinﬁi (4h) Al Tl
B, = T3ay + T3as + 23 a3 = (axs 4 czzcos B) X + czzsin S 2 (4) Al 11T
Bs = —x3a] — T3ag — 23 a3 — (axs + cz3cos B) X — czgsin f 2 (4i) Al IIT
Bg = Taa] +T4a + 2443 (axq + czgcos f) X+ cz4sin Bz (4i) Al TV
B, = —X4a] — TgAy — 24 A3 —(axg+ czgco8B) X — cz4s8in Bz (41) Al TV
Bs = Tsa; + Tsas + 25 a3 (axs 4 cz5cos B) X+ cz5sin 2 (4) AlV
By = —Tsa] — T ag — 25 a3 —(azxs 4+ cz5cos B) X — czssin f 2 (4i) AlV
Bio = Tga, + Tgag + zg a3 (azg + czcos f) X + czgsin Bz (4i) Al VI
By = —Xga] — Te Az — 26 A3 — (az¢ + czg cos B) X — czgsin f 2 (41) Al VI
B = T7ay +x7ag + z7as (ax7 4 cz7cos B) X+ czrsin f 2 (4) Al VII
Bz = —x7a] — Ty ag — 27 as —(az7 4+ czrcos B) X — czrsin f 2 (4i) Al VII
By = Tga] + rgag + zgas (axs + czgcos ) X + czgsin Bz (4i) Al VIII
Bis = —xga] — Tg Ay — 25 A3 — (axg + czgcos B) X — czgsin S 2 (4) Al VIII
B = Tgay + Tgag + 29 as (axg 4 czgcos B) X + czgsin f 2 (4i) Al IX
By = —Tga; — Tgag — 29 Az — (azg + czgcos B) X — czgsin f 2 (4i) Al IX
Bis = Ti0a1 + T10 A2 + 210 A3 = (az19 + cz10cos B) X + cz1psin 8z (4i) Al X
Bis = —Z10a1 — T10A2 — 210 a3 — (@19 + cz10 cos B) X — cz198in B2 (4) AlX
By = T11a1 + T11 Qs + 211 a3 (ax11 + cz11co8B) X+ czy1sin Bz (4i) Fel
By = —ZT11a;] — T11 a2 — 211 A3 — (ax11 4+ cz11 cos B) X — czy1 sin S 2 (4i) Fe
By = Ti2a1 + TioAs + 212 a3 (ax12 + cz12c08 B) X + cz128in B Z (4i) Fe II
B2z = —X1281 — T1282 — 212 A3 — (az12 + cz12 cos B) X — cz128in S 2 (41) Fe Il
Boy = T13 a1 + Ti3as + 213 a3 (ax13 + cz13cos ) X + czi3sin Bz (4i) Fe II1
By = —Z138; — 2132y — 213 a3 — (awy3 + cz13cos B) X — cz138in B2 (4i) Fe III
Bog = T14 81 + T14 A2 + 214 A3 (ax1s + cz14c08 B) X + cz14sin B Z (41) Fe IV
Byy — —T1481 — T14 80 — 214 A3 — (ax14 + cz14cos B) X — cz148in P 2 (4i) Fe IV
Bas = (z15 —y15) a1 + = (axi5 +cz5c088) X+ by15 ¥ + czissin B2 (8) Al XI

(15 + y15) A2 + 215 a3



Bag

B30

Bs;

B32

B34

Bss

B36

Bsr

Bss

B39

Byo

B41

By2

B43

Bya

B45

Byr

Bys

Byo

B50

Bs:

—(z15 + y15) a1 —
(»’815 - y15) a2 — Z154a3
- (9615 - y15) a; —
(z15 + y15) a2 — z15 a3
(r15 + y15) a1 +
(z15 — y15) a2 + 215 a3
(x16 — y16) a1 +
(16 + y16) A2 + 216 a3
— (216 + y16) a1 —
(1’16 - y16) ag — Z16 A3
- (9616 - 916) a; —
(16 + Y16) A2 — 216 a3
(z16 +y16) a1 +
(z16 — y16) A2 + 216 a3
(17 —y17) a1 +
(x17 + y17) Az + z17 a3
—(z17 +v17) a1 —
($17 - y17) ag — zZ17a3
- (3317 - yl?) a; —
(z17 + y17) a2 — z17 @3
(17 +y17) a1 +
(x17 —y17) a2 + z17 @3
(x18 —y18) a1 +
(z18 + y18) a2 + z13a3
— (218 +y18) a1 —
(5618 - y18) az — 218 a3
- ($18 - yls) a; —
(x18 + y18) az — z13 a3
(z18 +y18) a1 +
(z18 — y18) @2 + z13 @3
($19 - y19) a; +
(z19 + y19) a2 + z19 a3
— (719 + y19) a1 —
(z19 —y19) @2 — 219 @3
- (3619 - y19) a; —
(z19 + y19) a2 — z19 @3
(z19 +y19) @1 +
(z19 — y19) @2 + 210 @3
($20 - yzo) a; +
(@20 + y20) a2 + 220 a3
— (220 + y20) a1 —
(z20 — y20) @2 — 220 @3
- (5620 - yzo) a; —
(@20 + y20) a2 — 220 @3
(z20 + Y20) a1 +
(z20 — y20) @2 + 220 a3

— (CLI15 + CZz15 COS 5) )A( —+ by15 y —
cz158in Bz

—(az15 + cz15c08B) X —by15§ —
CZ15 sin 6 Z

(ax15 + cz15c08 8) X — by15§ + cz158in 5 2
(ax16 + cz16 €08 B) X+ by16 ¥ + cz168in 5 Z

— (az16 + cz16c08 B) X+ by16 y —
cz168in Bz

— (az16 + cz16c0o8B) X — by16y —
cz168in B2

(ax16 + cz16 €08 B) X — by16 ¥ + cz168in B 2
(ax17 + cz17c08 B8) X+ by17§ + cz17sin 5 2

—(axz17 + cz17cos B) X+ by17§ —
Cz17 sin ﬁ Z

— (CLI17 + Cz17 COS 6) )A{ — by17y —
cz17sin Bz

(ax17 + cz17co8 B) X — by17§ + cz17sin 5
(ax1g + cz18cos B) X+ by1s ¥ + cz18sin 5 2

— (az18 + cz1gcos B) X + by18y —
CzZ18 sin 6 Z

— (ax18 4 cz18cos ) X — by1gy —
cz188in Bz

(ax1g + cz18co8 B) X — by1s ¥ + cz18sin 5
(ax19 + cz19 €08 B) X+ by19§ + cz198in B 2

— (az19 + cz19c08 B) X+ by19y —
cz198in B2

— (ax19 + cz19cos B) X — by19§ —
CzZ19 sin 6 Z

(CLSClg + cz19 COS ﬂ) X — bylg y + cz19 sinﬂ Z
(awag + cz20 cos B) X + by § + cz20sin 5

— (azag + czo0cos B) X + by § —
czo0sin Bz

— (azap + czogcos B) X — byan § —
CzZ20 sin 6 Z

(awap + 290 €08 B) X — byag ¥ + 220 sin 5 2
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