TlFesTes Structure:
A3B3C_hP14_176_h_h_c-001

This structure previously used the label(s) A3B3C_hP14_176_h_h_c. Calls to these addresses will be redirected here.
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Prototype FesTes Tl

AFLOW prototype label A3B3C_hP14_176_h_h_c-001
ICSD 100352

CCDC 1659494

Pearson symbol hP14

Space group number 176
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Space group symbol P63/m

AFLOW prototype command aflow --proto=A3B3C_hP14_176_h_h_c-001
—~params=a, C/a7 T2,Y2,T3,Y3

Other compounds with this structure
CrSr3N3, CsMosTes, InMogSes, InMosTes, KMosSes, KMosTes, NaMosSes, RbMosTes, TIMoszSez, TIMosTes

Hexagonal primitive vectors

a3 = %afi — §a§f
az = lagk+ Lay
ag = cz
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = %al—l—%ag—&—%ag = %afc—i— %ay—i—ici (2¢) T11
B, = 2a;+iar+3ay - lag— ay + 33 (2¢) TI1
B; = x2a1+y2a2+ia3 = %G(I2+y2)f{*§a($2*y2) y+%c2 (6h) Fel
By, = —yoar + (22 —yo) @z + T ay = la(ze —2ys) X+ @a@ y+icz (6h) Fe I
Bs = — (22— y2) a1 — 282 + 7 a3 = —3a(2wy —y2) X — ?ayzy—s—ici (6h) Fe I
B = —zpa; — Y28z + S ag = —ja(wz+ye) X+ @a (2 —1y2) §+ 3c2 (6h) Fe I
Br = Y2 a1 — (2 — y2) a2+%a3 = %a(—12+2y2) X - §GI25’+%02 (6h) Fel
Bs = (12 —y2) a1 + 2202 + %ag = %a (222 —y2) X+ @ayg v+ %Ci (6h) Fel
By = rga; +ysag + iag = %a(acg—i-yg) X — @a(mg —ys3) y—&-%ci (6h) Te I
Bio = —ysay + (v3 —y3) as + iag = %a (3 —2y3) X+ @aarg v+ ici (6h) Te I
Bi1 = —(z3—y3) a1 —azax + L ay = —ta(2z3 —y3) X — @a%f’ + fez (6h) Te I
B2 = —z3a; —ysas + S ag = —la(zz+ys) X+ ?a (x5 —y3) §+ 3c2 (6h) Te I
Biz = yzar — (v3 —y3) ag + § a3 = la(—ws+2ys) & — Larsy + 3c2 (6h) Te I
By = (x5 —y3) a1 + x3a2 + 2 ag = la (223 —y3) X+ @aygy +3c2 (6h) Te I
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