KHF; (F'59) Structure:
A2BC t116.140_h d a-001

This structure originally had the label A2BC_tI16_140_h_d_a. Calls to that address will be redirected here.
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Prototype FoHK

AFLOW prototype label A2BC_tI116_140_h_d_a-001
Strukturbericht designation Fb5,

ICSD 18094

Pearson symbol tI16

Space group number 140

Space group symbol I4/mem

AFLOW prototype command aflow --proto=A2BC_tI16_140_h_d_a-001
--params=a, ¢/a, T3

Other compounds with this structure
KN3, CSN3

e (Bozorth, 1923) originally determined the lattice constants of KHF5 along with the positions of the potassium and
fluorine atoms. He also assumed that the hydrogen atoms were on the (4d) Wyckof! sites. Both (Peterson, 1952) and
(Ibers, 1964) confirmed his data. All three papers point out that it is possible that the hydrogen atoms are on half-filled
(8h) sites, which would reduce to the (4d) site as the x coordinate approached zero. In KN and CsN3 the nitrogen atoms
occupy the (4d) and (8h) Wyckoff sites, while the cation occupies the (4a) site.
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Body-centered Tetragonal primitive vectors

a3\<a2
al
a; = —%ai—l—%cf—i—%ci
as = %ai—%ay—k%ci !
ag = 1aX+iay-—1icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al + %ag = ici (4a) KI
B, = %al + %ag = %ci (4a) KI
B; = Fa;+ 3ag = say (4d) HI
By = la)+1a; = lax (4d) HI
Bs = (xg—l—%) a; +rzas + = axg)‘(—i—a(xg—l—%)y (8h) FI
(23:3 + %) as
Bg = —(.’L‘g—%) a; — x3ag — = —ascgfc—a(mg—%)y (8h) FI
(21‘3 — %) as
B = .13331—(563—%) ag—&—%ag = —a(xg—ﬁ)fc—kamgy (8h) FI
Bsg = fx3a1+(:r3+%) a2+%a3 = a(acng%)f{fa;rgy (8h) FI
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