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Prototype Br; KWj;

AFLOW prototype label A28B5C12_¢P90_201_e2h_bd_h-001
ICSD 390027

CCDC 1724187

Pearson symbol cP90

Space group number 201

Space group symbol Pn3

AFLOW prototype command aflow —-proto=A28B5C12_cP90_201_e2h_bd_h-001
—Tparams=a, I3, T4, Y4, 24, L5, Y5, 25, L6, Y6, 26
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Other compounds with this structure

KMOgBI"y, TleBI‘7

e Only two-thirds of the K-II (6d) sites are occupied.

Simple Cubic primitive vectors

a; = aX
a = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4b) KI
B, = la;+1a = lak+ iay (4b) K1
Bs = sa1+ 3 az = za%X+ 302 (4b) K1
By = las+3ag = 309 + 302 (4b) Kl
B; = la; +3a;+ 3ay = 10X+ fay+ a2 (6d) K I
Bg %al—l—%ag—i—%ag = %ai—i—ia&—i—%ai (6d) K II
Br = jaitjatga = fok+3ay + qaz (6d) KT
Bs = 3a; +Lag+ Lag = Sa%+ jay+ a2 (6d) K1l
By = la;+3a;+ Lag = j0%X+3%ay + a2 (6d) K II
Bio a1+ jax+ 5 ag = joX+j0y + faz (6d) K I
By, = xrza; +xrzas + 3 as = ar3X +azr3y + arsz (8e) Br 1
Biz = —(z3—3)a—(23—3)a+ = —a(rs—3) X—a(rs—3) y+avsz (8e) Brl
T3 as
Bz = —(z3—3) a1 +z3a — = —a(z3— %) X+arsy—a(zs—3) 2 (8e) Brl
(o0 1) 2
Bis = .7333.1—(3?3—%) ag—(arg—l = axgﬁ—a(xg—%)y—a(xg—%)i (8e) Brl
Bis = —Tr3a; — T3a — T3 az = —ar3X —ar3y —arsz (8e) Brl
Bis = (z3+3) ai+(zs+3) as—z3a3 = a(rs+3) X+a(zs+3) 9 —arsz (8e) Brl
Bir = (z3+3) ai—zsas+(z3+3) a3 = a(zs+3) X—arsy+a(rs+3)2 (8e) Br 1
Bis = —z3a; + (v3+ 1) as + = —azzX+a(rz+5)y+a(es+3)2 (8e) Brl
(ca-+ 1) a
Big = Tga) + ygas + 24 a3 = arsX+aysy +azs 2 (24h) Br1II
By = —(ma—3)a—(lu—3)a+ = —a(rs—3) X—a(ya—3) y+auz (24h) Br 11

Z4 ag



~

B:y = — (24— 3) a1 +ysar — = —a(zs— ) X+apy—a(za—1)2 (24h) BrII

z— %) ag
By, = x4a1—(y4—%) a2—(24—%) az = aufc—a(y;;—%) y—a(24— %) Z (24h) Br II
B2s = zgay + r4az +ys ag = azg X+ ars § + ays z (24h) Br II
B2y = z4a1—(a:4—%) ay—(ys— %) a3 = azak—a(ws— %)y —a(ya—3) 2 (24h) Br II
Bas = —(u—3)ar—(tu—3)ax+ = —a(zm—Hx—a(wa—3)y+apz (24h) Br1I
Ysas
B2 = —(24—%) a; +x4az — = —a(z —%)ﬁ—&—amy—a(y —%)2 (24h) Br 11
(y4 - %) as
Bzr = Ysa; + z4a2 + x4 a3 = ays X +azy ¥ +axs z (24h) Br II
Bas = —(ya—3) a1+ 212y — = —a(ya—3) X+amy—a(ea—3) 2 (24h) Br II
(o1 3) a0
By = mar—(u—3)a—(ta—3)a =  auX-a(u—3)y-a(wa—3)2 (24D) Br 1l
Bsop = —(ya—3)ar—(za—3)a+ = —a(ys—3)X—a(zu—3)§+azs2 (24h) Br II
T4as3
B3 = —ZTga1 —Ysaz — 2433 = —axsX —aysy — az4 Z (24h) Br I
B = (m D at(ut D a-sa = a(mtd)sralntyoanz  @m) B
Bss = (z4+3)ai—yax+(z+3)as = a(zs+3) k—apuy+talzuts)z (24h) Br II
B3y = —z4a; + (y4 + %) as + = —aryX+a (y4 + %) y+a (24 + %) Z (24h) Br Il
(21+3) as
Bss = —Z4a1 — g2 —Ysaa3 = —az4X — Ty — ays Z (24h) Br II
Bss = —zpa + (14 +3) az + = —azX+a(zs+3)J+a(yat+i)z (24h) Br II
(y4 + %) ag
Bsr = (m+3)ai+(va+3) az—ysaz = a(za+3) X+a(va+3)y—ayaz (24h) Br II
Bss = (m+3)ai—zsiar+(pa+3)as = a(za+3)k—arsg+a(pu+i)z (24h) Br II
B3y = —Ysa; —zg4a2 — 7483 = —aysX —azy —axrs (24h) Br II
By = (a+3)ai—zsast(zatyz)ay = alys+3)x—anuy+a(za+3)2 (24h) Br II
Bua = —ysar + (za+3) az + = —aysk+a(ea+3) y+alzs+3)2 (24h) Br II
(wa+3) a3
By = (ya+3)ai+(z+3)a—wia3 = a(ys+3) X+a(za+3)§—ans2 (24h) Br 11
Bus = Tsay + ysas + 25 as = ars X + ays y + azs Z (24h) Br I1I
By = —(m-3)a—(p—3)at = —a(zs—3)%X—a(ys—3)§+ani (24h) Br 111
25 as
By = — (25— 3) a1 +ysar — = —a(zs— ) X+ays9—a(es—1) 2 (24h) Br III
(2 —3) as
Bu = x5a;— (y5 - %) ag — (z5 — %) ag = arsX —a (y5 — %) ¥y—a (25 — %) Z (24h) Br I1I
Bsyr = zsay + T as + ys as = azs X+ ax5y + ays z (24h) Br IIT
By = z5a;— (x5 - %) ap — (y5 — %) az = azsX —a (335 — %) y—a (y5 — %) Z (24h) Br III
By = —(s—3)a—(5—3)a+ = —a(z—3)%x—a(vs—3) y+ays2 (24h) Br III
Ysas
Bso = — (25— 3) a1 +r582 — = —a(z— %) X+arsy—a(ys — 1) 2 (24h) Br 111
(ys - %) as
Bs: = Ys a1 + 25 ag + Ts as = ays X + azs § + axs 2 (24h) Br III



Be1
Be2
Bes
Bea
Bes

Bses
Ber
Bss

Br7
Brs

Brg
BSO

Bs2

B83

—Tsa1 —YsaA2 —254a3
($5+ %) al+(y5 + %) az—2z5as
(3?54- %) al—y5az+(25 + %) az

—zsa; + (ys + 3) az +

(25 + 3) as
—Z5a] —Tsaz —Ysag
—z5a1+(9c5+%) az +
(y5+%) as
(25 + %) al+($5 + %) as —ys as
(25 + %) al—m5a2+(y5 + %) as

—Ysa; —2Zsaz — Tsag
(ys + 1) a1 —zsas+ (25 + 1) ag

—y5a1+(z5+%) as +

(154 ) 2
(Z/s + %) al+(25+ %) az—rsag
Tear + Ye a2 + 26 a3
~(eo—3) @ (s }) aat
Zg A3
— (26— 3) a1 +ysaz -
(26 — 3) 23
xﬁal_(yt}_%) a2—(26—%) as
zgay + Tgaz + Yo a3
sy (m— 1) a0~ (s~ 1) 2y
(o) a (s ) ant
Ys A3
—(26—%) a] +rgag —
(vs — 3) a3
Yo a1 + 26 a2 + T A3
—(ys— 3) a1 + 25 a3 —
(6 — 3) as
yGal_(Z(S_ %) az—(% - %) ag

~(ro—3) a0} a+
Te ag

—TeaAl — Y6 A2 — 26 A3
(v + 5) a1+ (v6 + 3) az—2s a3
(376-1- %) al—yﬁaz+(26 + %) az

—zear + (ys + 3) az +

(0 + 1) 2

—Zed1 —TeaAz2 — Y A3

ay5i—a(z5—%)y—a(x5—%) Z

—a(y5—%) fi—a(zs—i) V+arsz

—axrsX —aysy —azs Z
a(zs+3) %k+a(ys+31)y—axz
azs+3) X—aysy+a(z+3)2
—azsX+a(ys+3) y+a(zs+3i)2

—azsX —arsy — ays z

—az5§<+a(x5+%) y+a(y5+%) Z

a(zs—l—%) i—l—a(%-ﬁ-%) Y —aysz
a(zs+3) X—avsy+a(ys +3) 2
—ays X —azsy — axs z
a(ys—i—%) f(—azg,y—l—a(xg,—i—%) z
—aysX+a(z+3)y+a(zs+3)2

a(y5+%) >“<+a(25+%) V—axsz
argX + ayey + azgz

—a(xa—%) &—a(yg—%) V+azz
oo 3) K +agy —a (- 1) 2

a:rgfc—a(y(;—%) y—a(ze,—%) Z
azgX + axg ¥y + aye 2
azsi—a(mﬁ—%) y—a(y —%) Z

—a(zﬁf%)ifa(x6f%)y+ay62

—a(ze—%) )Ac—&—ax(;y—a(yg—%) Z

aye X +azgy +aregz

7Q(y67%)§(+a26y7a($67%) Z

ayg,fc—a(a;—%)y—a(x(;—%) Z

—a(yg—%) )A(—a(zﬁ—%) V+arsz

—argX —aysy — azg
a(zs+3) %X+a(ys+1)y—azxz
alzs+3) X—aysy +a(z+3)2
—azegX+a(ys+3) §+a(zwe+i)2

—azgX —argy — ayg

Br III

Br III
Br III

Br III
Br IIT
Br III
Br III

Br IIT
Br IIT

Br III
Br III
Br IIT
Br IIT
Br III

Br III
WI
WI

WI
WI
WI
WI

WI
WI

WI
WI

WI
WI
WI
WI



B84 = —zgal + (I6+ %) az + = 7&26;{4*(1(176 + %) )A"f’a(yﬁ‘i’ %) Z (24h) Wil

(6 +3) as
Bss = (%+3) ai+(v6+3) az—ysas = a(z+3) X+a(zs+3)y—ays2 (24h) Wi
Bse = (%+3) ai—zeact(ys+3) a3 = a(zs+3) X—azey+a(ys+3) 2 (24h) WI
Bgy = —Yg a1 — 26 Az — Tg A3 = —ayeX —azgy — axgZ (24h) WI
Bss = (yo+3%)ai—zar+(ze+3)a; = a(ye+3) %—azy+a(ze+i)a (24h) W1
Bgg = —ygay + (26—1—%) as + = —aygfc—&—a(z@—i—%) y—i—a(x(;—i—%) Z (24h) WI
(w6 + 3) as
Bgo = (y6+%) al—&—(zG—l—%) as—Tgaz = a(yﬁ—l—%)fc—&—a(z@—l—%)y—axgi (24h) WI
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