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

This structure originally had the label A2BC_tP32_86_2g_g_g. Calls to that address will be redirected here.
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Prototype Cl,NP

AFLOW prototype label A2BC_tP32.86_2g_g_g-001
Strukturbericht designation FE1,

ICSD 33711

Pearson symbol tP32

Space group number 86

Space group symbol P45 /n

AFLOW prototype command  aflow --proto=A2BC_tP32_86_2g_g_g-001
--params=a,c/a, T1,Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24

e (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.
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Simple Tetragonal primitive vectors

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, = —(21—%)a1—(y1—%)a2+ = —a(ml—%)i—a(yl—%)y—&—czli (8¢) Cll
Z1 a3
B; = —y1a1—|—(x1+%) as + = —ay1i+a(x1+%)$f+c(z1+%)2 (8g) ClI
(14 1) 2
B, = (yl—f—%) al_xlaQ“l‘(Zl"_%) a3 = a(yl—i—%)f(—a:rly—i—c(zl—i-%)i (8g) Cll
Bs = —xr1a; — Y122 — 21 a3 = —ariX—aypy —cnz (8¢) ClI
Bg = (1‘14—%) a1+(y1+%) as—zjas = a(acl—&-%))”(—l—a(yl—i—%)y—czli (8g) ClI
B7 = ylal—(zl—%) agf(zlf%) as = aylﬁfa(xlf%)y—c(zlf%)i (Sg) ClI
Bs = —(y1—3) a1 +z1a — = —a(y— ) X+amyg—c(a—1) 2 (8g) Cl1
(21— 3) as
By = Toaj + ysas + 2o as = aro X+ aysy +czoZ (8¢) Cl1I
B10 = —(J)Q—%) al—(yg—%) as + = —a(x2—%)5c—a(y2—%)§f+cz'22 (Sg) ClII
Z2 as
By = —yoar+ (z2+3) ax + = —aypX+a(za+3)y+c(at+i)a (8g) clu
(24 1) o
B> = (yg—f—%) al—acgag—i—(zg—i—%) a3 = a(yg—l—%) )2-(1.’1725’4-0(224—%) Z (Sg) ClII
B13 = —ZT2ai —Y2a3 — 22as3 = —axr9 X — ay2 }7 — CZ2 Z (8g) ClII
Bis (:z:ng%) a1+(y2+%) as—zgpaz3 = a(x2+%) i+a(y2+%) y—cxni (8g) ClII
By = ygal—(acg—%) ag—(zg—%) a3 = aygfc—a(xg—%) y—C(ZQ—%) Z (8g) Cl1II
Big = —(yg—%) a; +xoay — = —a(yg—%)fc—&—axgy—c(zz—%)i (8¢) Cl1I
(22 1) g
By = rzaj +ysas + z3as = arsX+aysy +cz3 (Sg) NI
Bis = 7(%3*%)31*(3/3*%) ay+ = fa(ng%)ifa(ygf%)y+0232 (8g) NI
Z3 as
By = —y3a1+(x3+%) az + = —ay3fc+a(x3+%)5’+c(23+%)i (8g) N1
(Z3 + %) as
B = (y3+3) ai—wz3as+(zs+3)ag = alys+3)x—azsy+c(s+1i)2 (8g) NI
B2y = —rza; —ysas — z3as = —axr3X —aysy —cz3 Z (8g) NI
Baz = (23+3)ai+(ys+3) ax—z3a3 = a(rz+3) X+a(ys+3) 9 —czz (8g) NI



B23 = ygal—(zg—%) a27(237%) as = aygfcfa(:zr 7%)5"76(237%)2 (Sg) NI

Ba = —(n-Bmtmm- = —alm-})xramy-c(a-Hz (5 NI
(23— 3) as
Bys = Tgay +ysas + 24 a3 = ary X +aysy + cz1 2z (8g) Pl
Bye = —(ma—3)ai—(u—3)at+ = —a(za—3) X—a(ya—3) J+cuz (82) Pl
24 a3
B2z = —ysar + (r4+ 3) az + = —aysX+a(za+tg) §+e(aty)z (8g) Pl
(Z4+%) as
Bos = (ya+3)ai—ziast(za+yz)a; = afyst3) X—arsy+e(zut;)2 (8¢) Pl
Bag = —T4a1 —Ysdy — 2483 = —ar4X —aysy — cza Z (8g) P
Bio = (m+d)at(u+d) m-na =  afmtd) fta@uid)gocz (g Pl
B3, = y4a1—($4—%) az—(z4—%> ag = ay4§—a($4—%)5’_c(24_%)2 (8g) PI
Bs: = —(ya—3) a1 +zaaz - = —a(ya—3) X+azay—c(u—3)2 (8g) P
(1 - 3)
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