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Prototype FrHoo K

AFLOW prototype label A7B2C_mC80_12_g5i4j_hij_2i-001
ICSD 63531

CCDC 1626634

Pearson symbol mC80

Space group number 12

Space group symbol C2/m

AFLOW prototype command  aflow --proto=A7B2C_mC80_12_gb5i4j_hij_2i-001
—~params=a, b/a7 C/Cl, Bv Y1,Y2,T3,23,T4,24,T5,25,L6, 26, L7, 27, L8, 28, L9, 29, L10, 210,
T11, Y115 2115 L12, Y125 212, L13, Y13, 213, L14, Y14, 214, T15, Y15, £15

Other compounds with this structure
Oé—KEPgF’r

e This is the low-temperature structure of KHooF7. At higher temperatures it transforms in to the |3-KEroF7| structure.

e (le Fur, 1982) placed this structure in the non-centrosymmetric Cm #8 space group. (Marsh, 1988) found that the
structure could be equally well refined in centrosymmetric C2/m.
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e The default AFLOW parameterization of this structure rather severely distorts the monoclinic unit cell, changing the
angle § from 125.33° to 144.257°. Although of course it produces an equivalent structure, wee have chosen to use the
more compact experimental discription of the lattice here.

Base-centered Monoclinic primitive vectors

a; =  lax—lby “ :
a; = %afc + %by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1ar +yia byr § (4g) FI
B, = y1a; —yi az by ¥ (4g) FI
B; = —ysai +ysas + %ag %ccosﬁ&—l—bygy—i- %csinﬁi (4h) Hol
B, = Y221 —yoas + 5 as lecosBR —by2 § + tesin Bz (4h) HoI
Bs = r3a; +r3as + z3as (axs 4 czzcos B) X + czgsin f 2 (4i) F II
Bg = —T3a; — T3as — 2343 — (axs 4+ czgcos B) X — czgsin f 2 (4i) FII
B, = Tyay +Tga9 + 2423 (axq + czqcosf) X+ czysin Sz (41) F III
Bg = —Tga] — Tg Ay — 24 A3 —(axy 4+ cz4co8B) X — cz48in S 2 (4) F 111
By = Tsay + Tsas + 25 as (axs 4 cz5cos B) X+ czssin f 2 (4i) FIV
B = —Tsa; — T5ag — 25 Ag — (axz5 + czscos B) X — cz5sin B2 (4i) FIV
By, = Tgay + Tgag + 26 a3 (axe + czgcos f) X + czgsin S Z (41) FV
B = —Tga] — Tg Ay — 26 A3 — (axg + czgcos B) X — czgsin S 2 (4) FV
Bz = T7a) +x7as + z7as (ax7 4 czrcos B) X+ czrsinf 2 (4i) F VI
By = —x7a; — Traz — 27as — (az7 + czrcos B) X — czrsin B2 (4i) F VI
Bis = Tgay + rgag + zgas (axs + czgcos B) X + czgsin S 2 (41) Ho II
B = —xga] — Tg Ay — 28 A3 — (axg + czgcos ) X — czgsin S 2 (4) Ho 11
By = Tgaj + Tgas + zg as (axg 4 czgcos B) X + czgsin f 2 (4i) KI
Bis = —Zgaj] — Tg Ay — Zg A3 — (axg + czg cos B) X — czgsin B 2 (4i) KI
By = T10a1 + T10 A2 + 210 A3 (ax1p + cz10c08 B) X + cz10sin B Z (41) K II
By = —T10a1 — T1p A2 — 210 A3 — (az19 + cz1pcos B) X — cz1psin f 2 (4i) KII
Bz, = (11 —y11) a1 + (az11 + cz11cos B) X +by11 ¥ + czrsin B2 (8) F vl
(11 +y11) a2 + 211 a3
Boy = — (11 +y11) a1 — —(ax11 +cz11cosB) X+ by11 § — (8j) F VII
(11 — y11) a2 — 211 a3 cz118in B Z
B2s = —(z11 —yn) a1 — —(az11 +czr1cos B) X — by ¥ — (83) F vl
(z11 +y11) a2 — 211 a3 cz11 sin f 2
B2y = (w11 +y11) a1 + (az11 +czi1cos B) X —byn1 ¥ + cziisin f2 (83) FVII

(x11 — y11) ag + 211 a3
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(r12 — y12) a1 +
(x12 + y12) Az + z12 a3
— (12 +y12) a1 —
($12 - y12) az — 21243
- ($12 - y12) a; —
(x12 + y12) a2 — z12 a3
(x12 + y12) a1 +
(z12 — y12) a2 + z1283
($13 - y13) a; +
(z13 +y13) a2 + z13a3
—(z13+y13) a1 —
(9613 - y13) az — 21343
- (3013 - y13) a; —
(z13 + y13) az — z13 a3
(r13 +y13) a1 +
(z13 — y13) a2 + z13a3
(3?14 - y14) a; +
(214 + Y14) a2 + 214 a3
— (14 +y14) a1 —
(3014 - y14) Az — Z14 a3
- (5614 - y14) a; —
(14 + y14) a2 — 21183
(r14 +y14) a1 +
(14 — Y14) A2 + 214 a3
(x15 — y15) a1 +
(15 + y15) a2 + z15 a3
— (w15 + y15) a1 —
(I15 - yls) ag — Z15a3
— (%15 —y15) a1 —
(z15 + y15) a2 — z15 a3

(x15 +y15) a1 +
(x15 — Y15) Az + 215 ag
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(axlg + cz19 COS ﬂ) b'e + by12 y + cz12 sinﬁ Z

— (az12 4+ cz12co8B) X+ by12§ —
CzZ12 sin 6 Z

— (aﬂflg + cz19 COS 6) X — by12 5’ —
cz128in Bz

(ax12 + cz12c08 B) X — by12§ + cz128in 5 Z
(ax13 + cz13c08 8) X+ by13§ + cz138in 52

— (az13 + cz13co8B) X+ by13y —
cz138in B2

—(ax13 + cz13c08B) X — by13y —
cz138in Bz

(ax13 + cz13c08 8) X — by13§ + cz13sin 5 2
(ax14 + cz14c08 B8) X+ by14§ + cz14sin S

— (CLI14 + CZ14 COS 6) )A{ —+ by14 y —
cz148in B2

—(az14 + cz14c08B) X —by14y —
CZ14 sin ﬁ Z

(&5614 + cz14 COS ﬁ) X — by14 ¥+ cziasin 5z
(ax15 + cz15c08 8) X+ by15§ + cz15sin 5 Z

—(az15 + czi5c08 B) X+ byi5 § —
cz158in Bz

—(az15 + cz15c08B) X —by15y —
cz158in Bz

(ax1s + cz15c08 B) X — by15§ + cz158in 8 2
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