KHyPOy (H25) Structure:
A4BC4D t140_122_e_b_e_a-001

This structure originally had the label A4BC4D_tI40.122_e b_e_a. Calls to that address will be redirected here.
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Prototype KHoPOy4

AFLOW prototype label A4BC4D _t140_122_e_b_e_a-001
Strukturbericht designation H2,

ICSD 201370

Pearson symbol t140

Space group number 122

Space group symbol I42d

AFLOW prototype command aflow --proto=A4BC4D_tI40_122_e_b_e_a-001

—~params=a, C/av T3,Y3,23,T4,Y4, 24

Other compounds with this structure
RbHQPO4, KHQASO4, RszASO4, CSHQASO4, NH4H2PO4, NH4H2ASO4

e The hydrogen (16e) sites are half-occupied. Given the closeness of pairs of hydrogen positions presumably only one site in
each pair is ever occupied. This partial occupancy gives a structure that differs slightly from the H2s structure described
by (Ewald, 1928). There the hydrogen atoms are at their averaged positions, Wyckoff position (8d).
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e The x position of the oxygen atom was inadvertantly listed as 0.1933. We have changed this to the correct value, 0.14933

Body-centered Tetragonal primitive vectors

a; = —%afc—l— %a v + %ci
as = %a}“{ — %ay+ %cz
ag = %afc—i— %ay — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) PI
B2 = %a1+%a2+%a3 = %CLS’ﬁ*%Ci (48,) PI
B3 = %al + %ag = %Ci (4b) KI
B, = Fa1+3ay+;as = jak+ ez (4b) KI
B; = (ys + 23) a1 + (w3 + 23) as + = arz3X + aysy + cz32 (16e) HI
(z3 +y3) a3
Be = —(ys—2z3)a;—(z3—23)as— = —ax3X —aysy +cz3z (16e) HI
(3 +y3) a3
By = —(x3+z3)a;+(ys—2z3)aa— = aysX —ar3y —cz3Z (16e) HI
(3 —y3) a3
Bs = (x5 —23) a1 — (y3 + 23) a2 + = —ays X +ar3y — cz3 2 (16e) HI
(3 —y3) a3
By = (yg—Zg—‘r%) a; — = —axgi—l—a(yg—i—%)y—c(z;;—i)i (16e) HI

(o2 + 20— ) an
(—x3+y3+ %) as
B = —(y3+Z3—%)a1—|— = axgi—a(yg—%)y—c(zg—i)i (16e) HI
(z3— 23+ 1) ax +
($3—y3+%) az
By1 = (-3 +2z3+3) a1 + = —aysk—a(zs—3) y+c(es+1)2 (16e) HI
)

2
Bix = (z5+23+3) ar + = aysX+a(zs+3) §+ce(zs+i)2 (16e) HI
(y3—|—z3+%) as +
(zs+ys+3) as

Bizs = (putz)ar+(mat+z)a+ = arsX+aysy + cza 2 (16e) 01
(T4 +ya) a3

Biy = —(ya—z4) a1 —(rg—24)a0— = —axsX—aysy +cza z (16e) OI
(4 +ys) a3

Bis = — (334 + Z4) a; + (y4 — Z4) as — = ayq X —axy y —C24 Z (168) OI
(1”4 - y4) as

Big = (x4 —2z4) a1 — (Ya + 24) a2 + = —ays X+ arsy —cz4 Z (16e) OI

(964 - y4) ag



Bz = (ya—za+3) a; — = —axsX+a(ya+3)y—c(za—1) 2 (16e) 01
(I4+Z47i)a2+
(*I4 +ya + %) az

Big = —(yat+za—3)a + = avaXk—a(ys—3) §—c(za—1) 2 (16e) Ol
(x4 — 24+ %) as+

[\

3)

By = (—x4+z4+%) a; + = —ay4§c—a(aj4—%) y+c(24—|—i) Z (16e) (01
1)
1

1

2

B2 = (za+24+3) ar+ = aysX+a(va+3)y+c(zat+ )2 (16e) 01
(4 + 24+ )
(x4+y4+%) as
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