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Prototype MnsSisTeg

AFLOW prototype label A3B2C6_hP22_163_cf_e_i-001
ICSD 41021

CCDC 1610827

Pearson symbol hP22

Space group number 163

Space group symbol P3lc

AFLOW prototype command  aflow --proto=A3B2C6_hP22_163_cf_e_i-001
--params=a, ¢/a, 22, 23, T4, Ya, 24


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/ELB0
https://aflow.org/prototype-encyclopedia/A3B2C6_hP22_163_cf_e_i-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=41021&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1610827&DatabaseToSearch=Published

Trigonal (Hexagonal) primitive vectors

a3
a; = %aﬁ — @ay
az = lagk+ Lay
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B %a1+%a2+%a3 %achr %ay+%ci (2¢) Mn I
B, %al—f—%ag—f—%ag %ai—%ay—i—%cz (2¢) Mn I
Bs Zp as 20 Z (de) Sil
By - (22 — %) as —c (Zg - 5) Z (4e) Sil
Bs —29 as —C20 7 (4e) Sil
Bs (22 + %) a c (22 + %) 2 (4e) Sil
Br za;+ 2as+ 23a3 sax+ Lay + cz32 (4f) Mn II
Bs %al—k%ag—(zg—%) as %ai—k%ay—c(zg—;)i (4f) Mn II
By §a1+%a2723a3 %aif %ayfcz;;z (4f) Mn II
Bio %al—l—%ag—i—(zg—&—%) as %ai—%ay—i—c(z?,—i—a Z (4f) Mn II
Bi: T4a) +ysas + 24 a3 3a (x4 + ys) \éga(:u; —ys) §+czZ (12i) Te I
Bi2 —yga; + (v4 — ys4) a2 + 24 a3 %a (g — 2yq) X+ fao:4 V+cziz (12i) Te I
Bis — (4 —y4) a1 —rga2 + 2483 —La (225 —ys) X — Lays§ +cuz (12i) Te I
Bia —yga; — Tqag — (Z4 — %) as —%a (x4 +ys) X — %a (xa—ya) §— (12i) Te I
c (z4 — 5) Z
Bis — (24— Y1) a1 +ysa2 — la(—zs+2ys) X+ Bazsy—c(za— 1) 2 (12i) Te I
(24— 3) a3
Bis rga1+ (g — yq) ag—(24 — %) as %a (224 —yq) X — @ayzly —c (Z4 — %) Z (12i) Te I
Bir —Tga; —ysas — 24 a3 —%a (vg +ys) X+ 73a (x4 —Ya) § — 24 % (12i) Te I
Bis ysa; — (x4 —yq) az — 24 a3 ; (—x4 +2y4) X @am V—czuiZ (12i) Te I
Big (x4 —ys4) a1 + x4a9 — z4 a3 50 (224 —ys) X+ @ayz; Y —cziZ (12i) Te I
Bso ysay +xgag + (24 + %) as 50 (s +ys) X+ @a (xa—ya) T+ (12i) Te I
clzg + %) Z
B2, (x4 —ya) a1 —ys a2+ (24 + 1) ag la(zg —2ys) X — @amy +c (24 + 1z (12i) Tel
B, —z4a; — (x4 —yq) a2 + ffa (2x4 —ys) X+ fay4y +c (z4 + ) (12i) Te I

(74 +3) a
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