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Prototype CsF4Fe

AFLOW prototype label AB4C_tP24_129 bc_ij_d-001
ICSD 62696

Pearson symbol tP24

Space group number 129

Space group symbol P4/nmm

AFLOW prototype command aflow --proto=AB4C_tP24_129_bc_ij_d-001
--params=a, c/a, 22, Ya, 24, T3, 25

Other compounds with this structure
CsMnFy, CsTiFy, CsVFy

e (Hidaka, 1986) identify two phase transitions in CsFeF:

— At high temperatures, CsFeF,4 I has the tetragonal T1AIF, (HOg) structure.

— At 475K there is a second-order phase transition to CsFeF, II, tetragonal space group P4/nmm #129 (this
structure).

— At 250K there is a second-order phase transition to CsFeF,4 111, orthorhombic space group P21212 #18, with the
RbAIF, IIT structure.


https://aflow.org/p/K69U
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https://aflow.org/p/AB4C_tP6_123_b_eg_c-001
https://aflow.org/p/AB4C_oP24_59_c_efg_ab-001

e The different structures are distinguished by the tilt of the FeFg octahedra.

Simple Tetragonal primitive vectors

a; = ax
az = ay
ag = cCz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 3a;+Lag+ Lag = Jax+ jay + jez (2b) Csl
B, = Tai+jax+;a = jaX+ Jay + zez (2b) Cs 1
B; = ia1+%az+z2a3 = iaf{—l—%ay—i-czgz (2C) CsII
B, = 3a;+3a)—2a = 3a%+3ay —cn2 (2¢) Cs 11
By = 0 = 0 (4d) Fe I
By - Lay+lap - Lokt lag () Fel
B, = la, — Lok (4d) Fe
B, - Lo, _ lay (4) Tl
By = ta;+ysas + 283 = JaRX+ay§ +cul (8i) FI
By = a1 — (ya—3) as + 2123 = jak—a(y—3) §+caz (81) Fl
By = —(ya—3) a1+ jas+ 2483 = —a(ys— 3) X+ jay +czz (81) FI
B2 = yaar + tas + 2585 = ays X+ jay +cz42 (81) FlI
Bz = 3a;+ (ya+3) as — 2123 = Sax+a(ys+3)§—cuz (81) FI
By = %al —Ygaz — 2483 = %ai—ayw—cai (8i) FI
Bio =  (n+datim-zan - 0 (it ) &+ 305 — e s F
Bie = —ysa; + 2ay — z a3 = —aya X+ jay — czaz (81) FI
By = Tsa; + x5 as + 25 a3 = arsX+arsy +czs5 2 (8) F1I
Bis = —(m—g)ai—(15—3) a2t = —a(ws—3) X—a(rs—3) Y+ (83) P
25 as
Bip = —(z5—3%)ai+asas+z5a3 = —a(zs— 1) X+ a5y + cz5 2 (83) F1I
By = zsa; — (25 — 1) as + z5 a3 = avsX—a(zs —3) §+cesz (8j) F1I
Bsy = —w5a; + (5 + 1) az — 25 a3 = —azsX+a(vs+35) §—czi (83) F 1l
B2z = (x5 +3) a1 — @52 — z5 a3 = a(rs+3) X —avsy —cz52 (8)) FI
Bas = (z5+3) ai+(z5+3%) av—z5a3 = a(zs+3) k+a(zs+3)9—cz2 (8j) FII
B2y = —Tsa; —Tsaz — 25 as = —arsX —arsy — cz5 2 (8)) B
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