KsFe Agg'Tey Structure:
A6B4C5D10_tI50_79_be_c_ac_2a2¢-001
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Prototype AggFe K5Teqq

AFLOW prototype label A6B4C5D10_tI150_79_bc_c_ac_2a2¢-001
Pearson symbol tI50

Space group number 79

Space group symbol 14

AFLOW prototype command aflow —-proto=A6B4C5D10_tI50_79_bc_c_ac_2a2c-001
—~params=a, C/a7 21922, R3,24,%5,Y5,25, L6, Y6, 26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29

e Measurements at room temperature find K(Feg gAg; 2)Tey to be isostructural with BaFegAsy, which has the T1C05S,
structure, but at 260K (Song, 2019) find that the silver and iron atoms order into this structure.
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e Fven though this was published in 2019 there is no other confirmation of this structure that we could find in the
literature, and there is no ICSD or CCDC entry. Nevertheless we present this as an example of a structure in space group
14 #79, which is underrepresented in the Encyclopedia.

Body-centered Tetragonal primitive vectors

a3 = f%af{Jr %a y + %ci
as = %af( — %ay—i— %ci
a3 = gaX+3ay—3c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = zi1a] + z1 a2 = Cz1 Z (23,) KI
B2 = zoal + 22 Qg = CzZ2 Z (2&) Te I
B; = 2z3a] + 23 as = cz3 Z (2a) Te 1I
B, = (24—1—%) al+z4a2+%a3 = %ay—i—czqi (4b) Agl
B5 = z4 a1 + (2’4 + %) as + %ag = %afc + cz4 Z (4b) Ag I
Be = (ys + 25) a1 + (w5 + 25) a2 + = arsX +ays ¥ +czs5Z (8c) Ag Il
(75 +ys5) a3
By = —(ys—z5)a;—(x5—25) aa— = —arsX —ays y + cz5 2 (8c) Ag I
(x5 +ys) a3
BS = (ZZJ5 + 25) a; — (y5 - 25) as + = —ays X+ axrs 5’ + cz5 Z (8C) Ag 11
(5 —ys5) a3
By = —(xz5—2z5) a1+ (ys+25) aa— = aysX — arsy + cz5 2 (8c) Ag Il
(x5 —ys) a3
Bio = (y6 + 26) a1 + (w6 + 26) a2 + = argX +aygy + czg Z (8c) Fe I
(76 + y6) az
Bii = —(ys—26) a1 —(v6—26) a2 — = —axgX —ayey +cz6Z (8c) Fel
(z6 +y6) a3
B = (x6 + 26) a1 — (Y6 — 26) a2 + = —ays X +axrgy + czg Z (8¢) Fel
(6 — y6) a3
Bis = —(z¢6—26) a1+ (ys+26) as— = ays X — argy + c26 2 (8c) Fel
(76 — yo) a3
Bis = (y7 + 27) a1 + (z7 + 27) as + = arrX +ayr y + czr 2 (8c) K II
(7 +y7) a3
Bis = —(yr—zr)ar—(x7—2z7)aa — = —ax7X—ay;y +czrz (8¢) KII
(7 +y7) a3
Big = (7 +27) a1 — (y7r — 27) az + = —ay; X +axry + cz7 Z (8c) K II
(7 —y7) a3
Bir = —(xr—z7)ar+(yr+27)as— = ayr X —ar7y + car (8¢) K II
(r7 —y7) a3



Bis = (ys + 28) a1 + (ws + 25) as + = arg X+ aysy + c2g 2 (8c) Te III

(zs +ys) a3

Big = —(ys—=23)a;—(vs—28)as— = —axgX —aysy + cz (8¢) Te 111
(zs +ys) a3

By = (s + 23) a1 — (ys — 2s) a2 + = —ays X +argy + czg Z (8¢) Te 111
(zs —ys) a3

Ba: = —(zs—2) a1+ (ys+23)aa— = aysX —arg§ + 2 Z (8c) Te 11T
(zs —ys) a3

B2z = (yo + 2z9) a1 + (x9 + 29) Az + = argX + ayyy + czg Z (8¢) Te IV
(xg + y9) as

Bas = —(yo—z9)ar—(vg—29) ag— = —ax9gX —aygy +cz9Z (8¢) Te IV
(z9 +y9) a3

Bay = (g + 2z9) a1 — (yg — 29) Az + = —ayo X + argy + czg Z (8c) Te IV
(z9 —yo) a3

Bas = —(v9—29) a1+ (yg+29) aza— = ayoX — arg ¥ + cz9 Z (8c) Te IV
(9 —yo) a3
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