NaPb Structure:
AB_t164_142_ef g-001
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Prototype NaPb

AFLOW prototype label AB_t164_142 _ef_g-001
ICSD 105156

CCDC 1663049

Pearson symbol t164

Space group number 142

Space group symbol 14y /acd

AFLOW prototype command aflow —-proto=AB_tI64_142_ef_g-001
—~params=a, C/a7 xr1,T2,T3,Y3,23
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Other compounds with this structure
CsPb, CsSn, KPb, KSn, RbPb, RbSn

e (Marsh, 1953) describe the structure in the first setting of space group 14 /acd #142. We used FINDSYM to translate

this into the standard second setting.

Body-centered Tetragonal primitive vectors

a; = —%ai—i— %a v + %ci
as = %ai—%ay—k%ci I
ag = 1aX+iay-—1icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, ial + (361 + i) as + 1 as = ax X+ icz (16e) Nal
B> %al—(xl - i) az—(arl —%) az = —ax1x+%a§'+ici (16e) Nal
Bs (aclJr%) a1+%a2+x1a3 = fax+a(:nlfi) er%cZ (16e) Na I
B4 —(ml—i) al—&—iag— = iai—a(xl—%)y (16e) Na I
x1— 3) a3
Bs Sa; — (z1—32) ap — a1 a3 = —az X+ 3c2 (16e) Na I
Be jar+(z1+3) ag+ (1 +3) a3 = a(z1+3) %+ tcz (16e) Na I
B, —(wl—%) al—l—iag—wlag = —iai—a(ml—%) ‘—l—%ci (16e) Na I
Bs = (ml—l—%) al—l—%ag—i—(:ﬂl—i—%) ag = %afc—l—a(xl—i—i) y—i-%ci (16e) Na I
By = ($2+%) 31—1-(1‘24-%) as + = angc—i—a(arg—l—i) y—l-%ci (16f) Na II
(23:2 + i) as
Bio - (1'2 - %) a; — (1'2 — é) a— = —araX —a (:172 — i) v+ %ci (16f) Na II
(QIQ - %) as
B11 ($2+%) al—(xg—%) az—&—%ag = —a(:rz—g) >‘<+a(x2+4) y—%ci (16f) Na II
Bi2 — (xg — %) a13+ (xg + %) as+ = a (xg + 5) X—a (ch — Z) y— %ci (16f) Na II
193
B3 f(ngg) alf(ngg) ap— = *&(IQ*%) xfa(ngél) y+%cz (16f) Na II
(212 - %) as
B14 (xg—i—%) a1+(x2+8) as + = a(mg—&-%)i—i—a(xg—ki)y—i—%ci (16f) Na II
(23@2 + %) as
Bis — (xg — %) a11+ (xg + g) a,+ = araX —a (mg — i) v+ %ci (16f) Na II
133
Big (:v2+%) alf(acg — g) a2+ia3 = fazg)“(+a(:172+i) y+§ci (16f) Na II
Bi7 (ys + 2z3) a1 + (3 + 23) a2 + = arsX + aysy + cz3Z (32g) Pb1

(34 y3) a3



Bis = (~ys+2+3) an - - —azsX —a(ys = 3) ¥ + 2 (328) Pbl
(z3 —23) a2 — (z3 +y3 — 3) a3

Bis = (3 + 23) a1 + = —a (y - i) X+a (5U3 - %) y+c (ZS + i) z (32g) Pb 1
(—y?, + z3 + %) as+(z3 —y3) as
By = —(z3—z)ar+(ys+z)ast = a(p+q)X—a(ms—3) y+c(m—1) 2 (32g) Pb I
(—z3+ys+3) a3
Bar = (y3—z)ai—(v3+23—3) ast = —a(zs— 1) X+ aysy — cz32 (32g) Pb1
(—553 +ys + %) ag
B = —men-dmt = ang-apgocln-b)2 @) Pbl
(z3 — 234+ 3) az + (x3 — ys3) ag
Bos = (xg—zg—i—%)al—l— = a(yg—%)i—l—a(xg—l—i)Sf—c(zg—i)i (32g) Pb1
(ys — 23) ag + (73 + y3) a3
Bas = —(m4m-Pa- = —alp-dx-alm-Yy-cln-Dz  Gm  PbI
(y3+z3—%) ag —
(533 + Y3 — %) as
Bas = —(ys+23) a1 —(z3+23)aa— = —ar3X —aysy — c23 % (32g) Pb 1
(z3 +y3) a3
B2 = (y3 — 23+ 3) a + = arsX+a(ys +3) ¥ — cz32 (32g) Pb1
(z3 — 23) ag + (23 +y3 + 3) a3
Ba7 = — (23 +23) a1 + = a(y3+i)f<—a($3+%))A’—C(ZS—%Z (32g) Pb 1
(3/3 —z3+ %) as — (3 —y3) a3
Bas = (3 —23) a1 — (y3 + 23) a2 + = —a(ys— ) X+a(es+ 1) y—c(z=+7) 2 (32¢) Pb I
1
T3 — Y3+ 5) as
B2y = —(y3 — 23) a1 + = a(zs+3) X—aysy +czsi (32g) Pb 1

(9C3+23+%) as +
(963—93-&-%) az

Bso = (y3+23+3) ar + = —ar3X+aysy +c(z+3) 2 (32g) Pbl
(=23 + 23+ 5) ag— (3 — y3) a3
Bu = (mtmida- = calntdroalm-l)yre(neds Gm) PbI
(ys — 23) a2 — (23 + y3) a3
Bgy = (23 +23+3) ar + = alpti) Xtalm+)ytelmti)z (3% Pbl

(ys + 23+ %) as +
(zs+ys+3) as
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