KsPdSeyy Structure:
A2BC10.01104 24 2d 2a-10d-001
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Prototype KoPdSeqq

AFLOW prototype label A2BC10-01104_24_2d_2a_10d-001
ICSD 71947

CCDC 1632825

Pearson symbol ol104

Space group number 24

Space group symbol 1212124

AFLOW prototype command  aflow --proto=A2BC10_0I104_24_2d_2a_10d-001
—~params=a, b/a'7 C/Cl, X1,22,T3,Y3,23,T4,Y4,24,T5,Y5,%5,T6, Y6, 26, L7, Y7, 27, L8, Y8,
28,29, Y9, 29,210, Y10, 2105 L11, Y11, 211, L12, Y12, 212, 13, Y13, 213, L14, Y14, 214
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Body-centered Orthorhombic primitive vectors

a; = —%ai—i—%b“—i—%ci ]
ax = %afc — %by + %ci
ag = %a)“(—i— %by — %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B:, = fa1+ (z1+ ) ax+ 1z a3 ary X + 37 (4a) Pd I
B, = %al—(xl—i) az—(arl—%) ag —a$15<+%by+i02 (4a) Pd 1
B; = %al + (392 + %) as + roag azrs X + %CZ (43) Pd 1l
B, = %al—(xg—i) ag—(acg—%) as —angi—i-%by—i—iCi (4a) PdII
Bs = (ys+23) a;+ (x5 +23) ag + arzX +bys§ + cz3 z (8d) K1
(z3 +y3) a3
Bo =  (mtuid)a- % b (s~ 1) § ez sy K1
(z3 — 23) ag — (23 +y3 — 3) a3
Br = (y3—23) a1—(23+235—3) ax+t —a (x5 —5) K+bysy —cz32 (8d) KI
(—z3+ys+3) as
Bs = —(y3+23— 1) ar + ar3X —bysy —c(z3 — 3) 2 (8d) K1
(23 — 23+ 3) as + (v3 — y3) a3
Bg = (y4 + Z4) a; + (1‘4 + 24) as + axy4 X + by4 5’ +czy Z (8d) KII
(T4 +ya) a3
B = (wmtatha- Can% by 1) 3+ e CUBE
(24— 24) @ — (24 +ys — 3) a3
Bir = (ya—z1) a1—(va+24—3) as+ —a(zy—3) R+bys§ —cza2 (8d) K
(—za+ya+ 3) as
B = —(yat+za—3)a + araX —bys§ —c(2a— 1) 2 (8d) KII
(24 — 24+ 3) az + (x4 — y4) a3
Bis = (y5 + 25) a; + (IL’5 + 25) as + arsX + by5 5’ +cz5 2 (8d) Se I
(z5 +y5) a3
By = (—ys + 25+ 5) a1 — —azsX—b(ys — 3) ¥+ cz5 2 (8d) Sel
(x5 — 25) a2 — (335 +Ys — %) ag
Bis = (y5—25) a1— (25 +25 — 3) ax+ —a(zs —3) R+bys§ — cz52 (8d) Se I
(,% +ys + %) as
Bis = —(ys+25—3) ar + arsX —bys § —c (25 — 3) 2 (8d) Sel
(25 — 25+ 3) az + (x5 — y5) as
Bir =  (ys+ 26) a1 + (w6 + 26) az + axe X + bys § + cz6 2 (8d) Se I

(76 + ys) a3
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B28
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Bso

B31
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B34

Bss

B36

B38

(~vn 25+ ) -
(26 — 26) a2 — (w6 +y6 — 3) a3

(Y6 — 26) al—(fﬂﬁ + 26 — %) az+

(-6 +ys + 3) as
_(y6+2’6—%) a; +
(z6 — 26 + 5) a2 + (z6 — Ys) a3
(yr +27) a1 + (z7 + 27) a2 +
(z7 +y7) a3
(—yr+2r+3) a -
(x7 — 27) ag — (27 + y7 — 3) a3

(y7 — 27) al_<337 + 27 — %) az+

(—z7+yr+3) a3
(e art
(w7 — 21+ 5) ag + (z7 —y7) a3
(ys +28) a1 + (w5 + 28) a2 +
(zs +ys) a3
(—ys + 28 + %) a; —

(zs — 28) a2 — (3?8 +Ys — %) ag

(ys — 28) a1— (x5 + 25 — ) ar+

(7568 + ys + %) as
—(ys+28—3) ar+
(zs — 28+ 3) az + (zs — ys) as
(yo + 2z9) a1 + (wg + 29) ag +
(z9 +yo) a3
(-2 ) i -
(rg — 29) @z — (959 + Yo — %) as

(Yo — 20) al—(ffg + 29 — %) az+

(—zo +yo + 3) as

—(yg—&-zg—%) a; +
(z9 — 20 + 5) a2 + (z9 — yo) a3

(y10 + z10) a1 + (z10 + 210) a2 +

(710 + y10) a3
(—ylo + 210 + %) a; —
(z10 — 210) A2 —
(5510 + Y10 — %) as
(ylo - 2’10) ap —
(Cﬂlo + 210 — %) ag +
(—5510 + Y10 + %) as
- (ylo + 210 — %) a; +
(1‘10 — 210 + %) az +
(z10 — y10) a3

(y11 + 2z11) a1 + (z11 + 211) az +

(z11 +y11) a3
(—3111 + 211 + %) a; —
(r11 — 211) ag —
(9611 + Y11 — %) ag

7@I6ﬁ*b(y67%) Y +czz
—a(xG—%) X+bysy —czez
amﬁi—byey—c(zﬁ—%) Z
ax7 X+ by; ¥ + cz7 Z
—ax7§<—b(y — %) Y +czrz
—a (w7 —3) X+byr§ — cer 2
aa:75<—by7§f—c(z7—%) Z
argX +bys § +czg2
—amgfc—b(y — %) Y+ cz2
—a(a:s—%) X+bysy — czg Z
angc—bygy—c(Zg—%) Z
axgX +byoy +cz9
fangcfb(yg—%) Y+ czg2
—a(xg—%) X+bygy —cz9z
aajgfc—bygy—c(z;;—%) Z
ar10X +by10 ¥ +cz102

- 1\ A N
—azr10X —b (ylo - 5) Yy +czioz

—a(z10—3) R+byoy — czi02

az10X — byro§ — ¢ (210 — 3) 2

ar1 X +byn ¥ +czi1 2

—ar1 X —b(y11—3) §+cz12
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Bgo = (Y11 — 211) a1 — =
(Cﬂn + 211 — %) az +
(—$11 + Yy + %) as
By = — (1 +211—3) a1 + =
(11— 211+ 5) a2 +
($11 - y11) as

Ba = (yi2+z12) a1+ (z12 4+ 212) as+ =
(z12 +y12) a3
By = (<12 + 212+ 3) a1 — =

(z12 — 212) @z —
(3012 + Y12 — %) ag

By = (Y12 — 212) a1 — =

(Cﬂlz + 212 — %) az +

(—$12 + Y12+ %) as
By = — (Y12 + 212 — 3) a1 + =

(212 — 212+ 5) a2 +

(T12 — y12) a3

Bss = (yiz+z3) ai+ (ziz+213) ae + =
(z13 +y13) a3
B = (13 + 213+ 3) a1 — =

(z13 — 213) a2 —
(3?13 + Y13 — %) az

Bar = (Y13 — 213) a1 — =

(z134+ 213 — ) az +

(—z13+ 113+ 3) as
Bss = — (13 + 213 — 3) a1 + =

($13 — 13 + %) ag +

(713 — y13) a3

Byo = (y1a+2z14) a1+ (z1a+214) a2+ =
(r14 +y14) a3
Bso = (—y1a+ 214+ 3) a1 — =

(T14 — 214) @3 —
(3314 + Y14 — %) as

Bs1 = (Y14 — 214) a1 — =

(3014 + 214 — %) ag +

(21 +ya+3) a3
Bs2 = —(Y1a+ 214 —3) a1 + =

(214 — 214+ 5) a2 +

(14 — y14) a3
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