PNCl, (E14) Structure:
A2BC_tP32.86_2g_g ¢-001

This structure previously used the label(s) A2BC_tP32_86_2g_g_g. Calls to these addresses will be redirected here.
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Prototype CloNP

AFLOW prototype label A2BC_tP32_86_2g_g_g-001
Strukturbericht designation FEly

ICSD 33711

CCDC 1606453

Pearson symbol tP32

Space group number 86

Space group symbol P4y /n

AFLOW prototype command aflow --proto=A2BC_tP32_86_2g_g_g-001
--params=a, ¢/a, T1, Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24
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o (Ketellar, 1939) gave the atomic positions in setting 1 of space group P4s/n #86. We have shifted the origin to the
inversion site for this lattice and present the atomic positions in setting 2.

Simple Tetragonal primitive vectors

alJ_33
a; = ax
as = ay
ag = CZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +yias + 21 a3 = ar1X+ay1y+cz (8g) Cll
B, = —(xl—%)al—(yl—%)ag—f— = —a(wl—%)i—a(yl—%)y—&—czli (8¢) Cll
Z1 a3
By =  mat(mtdat = canita(mil)yie(atls () QA
(21+3) as
B, = (y1+%) a17x1a2+(21+%) a3 = a(y1+%)§<fax1y+c(zl+%)2 (8g) Cll
Bs = —xr1a; — Y122 — 21 a3 = —ariX—aypny —cnz (8¢) ClI
Bg = (1‘14—%) a1+(y1+%) as—zjas = a(azl—&-%)i—l—a(yl—i—%)y—czli (8g) ClI
B7 = ylal—(zl—%) ag—(zl—%) as = aylfc—a(xl—%)y—c(zl—%)i (Sg) ClI
Bs = —(y1—3) a1 +z1a — = —a(y— ) X+amyg—c(a—1) 2 (8g) Cl1
(21— 3) as
By = Toay + Yy as + 22 as = axoX + ays § +czo 2 (8¢) ClII
B10 = —(xg—%)al—(y —%) as + = —a(xg—%)fc—a(y —%)y—‘rCZQZ (Sg) ClII
Z2 as
By, = —yoar+ (z2+3) ax + = —ayek+a(za+3)y+c(eat+i)a (8g) clu
(22+3) as
Biz = (y2+3)ai—zoax+(z+3)az = alyz+3) X —avey+c(z+1i)2 (8¢) Cl 11
B13 = —ZT2a1 —Y2a2 — 22as3 = —axr9 X — aya S’ — CZ2 Z (Sg) ClII
B14 = (QJ2+%) a1+(y2+%) ag —Zz2 As = a(x2+%) i+a(y2+%) S’*CZQQ (Sg) Cl 11
Bis = pa—(r2—1)a—(n—3%)as = appR—a(za—3)§—c(ea—1) 2 (8g) CllI
Bis = —(y2—3) a1 + 2282 — = —a(yo—2) X+ansy—c(z2—1) 2 (8¢) Cl 11
(2~ 4)
By = rzaj +ysas + z3as = arsX+aysy +cz3 (8g) NI
Bis = 7(%3*%)31*(2%;*%) a+ = fa(ng%)i(fa(ygf%)y+c,232 (8g) NI
Z3 as
By = —y3a1+(x3+%) az + = —ay3i+a(x3+%)5’+0(23+%)i (8g) N1
(23 + %) as



B2o (ys+3) a1—zsas+ (23 + %) as a(ys+3) X—avsy+e(z+3)2 (8g) N1

Bo; —x3a; — Yysas — 23 as —ar3X —aysy —cz3Z (8g) NI

By = (z3+3)ai+(ys+3)ar—z3a3 = a(zs+3) X+a(ys+35) 9 —cesz (8g) NI

Bzs = ysar—(v3—3)a—(s—3)as = aysk—a(z3—3) y—c(—3) 2 (8g) N1

B2y = —(ys—3) a1 +azar — = —a(ys —3) X +avsy —c(z3—3) 2 (8g) N1
z3— %) ag

B2s = r4a; +ysaz + 2zsa3 = aryX +aysy +cza2 (8g) Pl

Bye = —(ma—3)a—(pu—3)at+ = —a(ra—3)X—a(y—3) y+caz (8g) Pl

Z4a3

Bar = —yaar + (21 +3) as + = —ayaXta(za+3) y+e(uts)a (82) Pl
(s 1) a

Bog = (ya+3)ai—ziast(za+yz)as = afys+3) X —awsy ezt ;)2 (82) Pl

Bay = —Tga1 —Ysaz — 2483 = —aT4X —aysy —cal (82) Pl

Bso = (wa+1)ar+(y+d)ay—za5 = a(za+ i) x+a(ya+3)§—cuz (8g) P

Bai = mar—(ma—3)a—(u-3)a = apX—a(rs—3)y—c(a—73)2 (8g) Pl

Bu =  —(n-Hatmm- = —a(n-Rtang-cla-H2z G Pl
(1 1) ag
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