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Prototype BigKsSes3

AFLOW prototype label A8B2C13_aP23_2_4i_i_a6i-001
ICSD 72976

CCDC 1633801

Pearson symbol aP23

Space group number 2

Space group symbol pP1

AFLOW prototype command aflow --proto=A8B2C13_aP23_2_4i_i_a6i-001
—~params=a, b/a7 C/a7 @, ﬁv Vs X2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6526, L7, Y7,
27,X8, Y8, 28,29, Y9, 29, X105, Y10, 2105 L11, Y11, 211, 12, Y12, 212

e We have shifted the Se I atom from the (1¢) site to the origin at the (1a) site.
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e K,BigSe;3 can also be found in the monoclinic S phasel

Triclinic primitive vectors

a; = aX azaj;a1
a; = bcosyX + bsinyy
ag = czX+cyy+c.z
Cp = ccos 3
¢y = c(cosa—cosfcosy)/siny
c, = cZ—ct—c2
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 0 (1a) Sel
B Toaj + y2as + 20 a3 (axe + bya cosy + cp20) X + (21) Bil
(by2siny + cy22) § + c.222
B; —Zoa) — Yz a2 — Z2 a3 — (ax2 + bya cosy + cp20) X — (21) Bil
(byasiny + cyz2) § — c.20Z
By xzaj +yszas + 23 a3 (axs + byscosy + cpz3) X+ (21) Bi Il
(byssiny +cy23) § + o232
Bs —x3a; — Yz as — z3as — (ax3 + bys cosy + cpz3) X — (2i) Bi II
(byssiny +cy23) § —c.232
BG Trqay + Yg A2 + z4 as (ax4 + by4 COs 7y + CmZ4) X + (21) Bi III
(byasiny + cyz4) ¥+ c.24 2
B~ —T4a] —Ysag — 24 a3 — (axg +bygcosy + cpzq) X — (2i) Bi III
(byssiny +cyz4) § —c.242
BS T5 ay + Ys az + Z5 a3 (ax5 + by5 COs 7y + szfi) X + (21) Bi IV
(bys siny + cyz5) ¥ + c.25 Z
By —T5a] — Y5 Qg — 25 a3 — (azs + bys cosy + cp25) X — (2i) Bi IV
(byssiny +cy25) § — 252
Bio Tea + Yg a2 + 2 as (axﬁ + bye cosy + 07;2’6) X+ (21) KI
(bys siny + cyz6) § + c.26 Z
B11 —Te a1 — Y6 A2 — 2 A3 — (azg + bys cosy + cz26) X — (2i) KT
(byssiny + cy26) ¥ — c.262
B2 x7ay + yraz + 27 as (az7 + byy cosy + cp27) X + (21) Se 1T
(byrsiny +cyz7) ¥+ c 272
Bis —x7a; —yras — z7as — (ax7 + byr cosy + cpz7) X — (21) Se 11
(byrsiny +cy27) § —c.272
Bis xgay + ysaz + zg as (axsg + bys cosy + c28) X + (21) Se III
(byssiny + cyzg) § + c.28 Z
B15 —Tgalp —Ysax — g a3 - (CLl’g + byg cosy + 0128) X — (21) Se III
(byssiny + cyzg) ¥ — c.28Z
Bis Tgaj + yg as + 29 as (azg + byg cOS7y + cr29) X + (21) Se IV

(byosiny + cyz9) § + 2292
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Bz = —Tgay — Yoaz — zgas = — (azg + byg cosy + czz9) X — (21) Se IV
(bygsiny + cyz9) ¥ — .29 Z

Bis = Zioai + Yo az + 210 a3 = (ax10 + byro cosy + cp210) X+ (2i) Se V
(byrosiny + ¢yz10) ¥ + c.2102

B = —T10a1 — Y102 — 210 A3 = — (az10 + byro cosy + ca210) X — (2i) Se V
(by1osiny + cyz10) ¥ — c2210 2

B20 = T11 Al + Y11 Az + Z11 Qs = (axu + byll COS 7y + 01211) )A( + (21) Se VI
(by11siny + cyz11) ¥ + c.211 2

B21 = —T11a1 —Y11d2 — 21183 = = (az11 + byr1 cosy + cp211) X — (2i) Se VI
(byr1siny + cyz11) § — 2211 2

B22 = Tig2 a1 + Y12 Az + z12 a3 = (axu + by12 COs 7y + Cm212) X + (21) Se VII
(by12siny + cyz12) ¥ + c.212 2

Bz = —Z1241 —Y12a2 — 21233 = — (ax12 + byr2 cosy + cpz12) X — (2i) Se VII
(byr2siny + cyz12) § — 22122
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