B-KyBigSep3 Structure:
A8B2C13.mP46_11 8e_2e_13e-001
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Prototype BigKsSeis

AFLOW prototype label A8B2C13_.mP46_11_8e_2e_13e-001
ICSD 84268

CCDC 1644272

Pearson symbol mP46

Space group number 11

Space group symbol P2y /m

AFLOW prototype command  aflow --proto=A8B2C13_mP46_11_8e_2e_13e-001
——-params=a, b/a, c/a, ﬁ, L1,R1,X2,22,L3,23,L4y24,T5,25,L6,26,L7,27, L8, 28, L9, 29, L10,
2105 T115 2115, X125 2125, L13, 213, L14, 214, L15, 2155 L165 2165, L17, 217, L18, 218, L19, 219, L20, 220, L21,
221, 22, 222, L23, 223
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Other compounds with this structure
EU4Bi6S813, Sr4Bi6Selg

e The Bi VIII site is actually 62% bismuth and 38% potassium, while the K I site is 62% potassium and 38% bismuth.

e K5BigSe3 can also be found in the triclinic o phase, which has no compositional disorder.

Simple Monoclinic primitive vectors

a; =— aX
az = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + %ag + 21 a3 (ax1 4 cz1cosfB) X+ iberczl sin B Z (2e) Bil
B, = —zi1a; + %ag — 21 a3 —(az1 4+ cz1co8B) X + %by—czl sin B2 (2e) Bil
B; = Toag + iag + 29 as (azq + czacos B) X + iby—i—czQ sin B (2e) Bi II
B, = —z9a; + %32 — 29 a3 — (axg 4 czacos B) X + %by— czosin Bz (2e) BiII
Bs = r3a; + %ag + 23 a3 (axs + czzcos B) X + iby+623 sin B Z (2e) Bi 111
Bg = —z3a; + % ap — z3 as — (axs + czgcos B) X + %by —cz38in B2 (2e) Bi III
B, = T4ag + iag + z4 ag (ax4 + czqcosfB) X + iby—i—c,’q sin B (2e) Bi IV
Bs = —z4a; + %ag — 2433 —(axy 4+ cz4co8 B) X + %by— czysin Bz (2e) Bi IV
By = Tsag + %aQ + z5 as (axs + cz5cos B) X + iby+cz5 sin 8 Z (2e) BiV
Bio = —z5a; + %ag — z5as — (azs5 + cz5 cos B) X + %by—c% sin 8 Z (2e) BiV
By, = Tgag + iag + zg as (axg + czgcos B) X + iby—l—cz@ sin B z (2e) Bi VI
B = —xgal + % ar — zg as — (axg + czg cos B) X + %by —czgs8in B2 (2e) Bi VI
Bz = r7a + iag + z7 a3 (ax7 4 cz7cos B) X + iby+027 sin 8 Z (2e) Bi VII
B4y = —x7a; + % as — zras — (ax7 4 cz7cos B) X + %by —czrsin Bz (2e) Bi VII
Bis = rgay + % as + zg a3 (axs + czgcos B) X + iby + czgsin 8z (2e) Bi VIII
Big = —xga) + % ar — zg a3 — (axg 4+ czgcos B) X + %by —czgsin Bz (2e) Bi VIII
By = Tgaj + iag—i—zQ as (axg + czgcos B) X + iby—i—czQ sin 8 Z (2e) KI
Bis = —x9ay + %ag — 29 a3 — (axg 4+ czg cos B) X + %by—CZg sin B2 (2e) KI
B = Tioal + i as + 210 a3 (ax1p + cz1pcos B) X + %by + cz108in Bz (2e) K II
By = —zpa; + 2ay — zipas — (az19 + cz1p cos B) X+ 2b§ — cz108in B2 (2e) KII
By = ri1a; + iaQ-Fle as (ax11 + cz11cos B) X + iby—i—czu sin Bz (2e) Sel
By = —x11a1 + %ag — 211 a3 — (ax11 + cz11 cos B) &+%b§f—czn sin B2 (2e) Sel
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Bos = Tioaj + % ar + z12 a3 = (axi2 +cziacosfB) X+ %by + cz198in B Z (2e) Se II
By, = —zpa; + 2ay — zpay = —(az12 +cz2c08B) X+ 3by —cziosin B2 (2e) Se II
Bos = r13a; + i ar + z13 a3 = (az13+czizcosf) X+ %by +czi38in Az (2e) Se I1I
Bos = —x13a1 + % as — 213 as = —(ax13+ cz13c088) X+ %by —cz138in 8z (2e) Se III
Bor = Tiaag + % ar + z14 a3 = (ax14+czacosfB) X+ %b)‘r + cz148In B Z (2e) Se IV
Bys = —zisa; + 2ay — zi4 a3 = —(az14+cz1acosB) X+ 3by —czi4sin B2 (2e) Se IV
By = Tisa; + iag + 215 a3 = (ax15+czi5co8f) X+ %by—l—czlg) sin B2 (2e) Se V
B3y = —T15a1 + %ag — 215 a3 = —(ax15 + cz15cos B) fc—|—%b§f—czl5 sin B2 (2e) Se V
B3, = Tigal + % ar + 216 a3 = (ax16+ czgcosf) X+ %by + cz168in B Z (2e) Se VI
Bs, = —zi6a; + 2 ap — zi6a3 = —(azi6 + czgcosB) X+ 3by —cziesin f2 (2e) Se VI
B3z = Ti7a; + i as + 217 as = (ax17 +czi7cosB) X+ %by +czi7sin 8z (2e) Se VII
Bsy = —zi7a; + 2ay — zi7 a3 = —(az17 +czrcosB) X+ 3by —czirsin B2 (2e) Se VII
Bs; = Tigal + % ar + z1g a3 = (ax13+czgcosfB) X+ %by + cz188in B Z (2e) Se VIII
Bsg = —ziga; + 2ay — zi3a3 = —(az13+cngcosB) X+ 3by —czizsinf2 (2e) Se VIII
B, = Tigag + i as + 219 as = (aw19 +czigcosfB) X+ %by + cz198in Bz (2e) Se IX
Bss = —zi9a; + 3 as — zi9 a3 = —(az19 + czigcos B) K+ 3by —czigsin B2 (2e) Se IX
Bsg = Tooar + i as + 290 ag = (ax20 + czopcosf) X + iby + czo08in B Z (2e) Se X
By = —mg0a; + 2 ay — 20 a3 = —(awao + caaocos B) X+ 3by — cza0sin B2 (2e) Se X
By = Top a1 + i as + 291 as = (awa1 +cza1cosfB) X+ %by + ¢z sin 8z (2e) Se XI
By = —Zo1 a1 + % ar — 291 a3 = —(axo1 + czo1cosf) X+ %by —czo18infZ (2e) Se XI
Bus = Togaj + i as + 299 a3 = (axo2 + czoacosf) X + iby + czoo 8Iin B Z (2e) Se XII
By = —zoa; + 2ay — 2 a3 = —(awa2 + c2opcosB) X+ 3by — czaosin B2 (2e) Se XII
Bss = Tozag + i as + 293 as = (awas + czazcosfB) X+ %by + czo38in 8 Z (2e) Se XIII
Bss = —Zozaj + % ar — 293 as = —(axo3 + cza3cos8 ) X+ %by —cz938in B Z (2e) Se XIII
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