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Prototype NaPb

AFLOW prototype label AB_t164_142 ef_g-001
ICSD 105156

Pearson symbol t164

Space group number 142

Space group symbol 14, /acd

AFLOW prototype command aflow --proto=AB_tI64_142_ef_g-001
——params=a, C/a) T1,T2,%3,Y3,23

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
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a; = —zaX+zay+jci
ay = faX—jay+ 3c2
ag = faX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: %al + (xl + i) as + x1 as = ary X + 7c2 (16e) Na I
B- %al — (x1 — i) ar — (:El — %) ag = —axr1 X+ %a& + ici (16e) Nal
Bs ($1+i) al—l—%aQ—i—xlag = %ai—l—a(ml—i) y—i—%ci (16e) Na I
B4 7(1’17%) a1+%a2— = %af(fa(xlfz)y (166) Nal
(21— 3) as
Bs %al — (xl — %) ap — x1 as = —ar1 X+ %ci (16e) Na I
Bs %al—l—(xl—i—%) ag—i—(xl—l—%) ag = a(sr:l—i—%) 5c+ici (16e) Nal
B7 —(]}1—%) a1+ia2—x1a3 = —iaf{—a(xl—i) A+%Ci (168) Na I
Bs (lflJr%) a1+%a2+(:r1+%) a3 = %ax+a(z1+i) er%ci (16e) Na I
By (xg—i—%) a1+(x2+%) as + = axg)“c—i—a(xg—l—i) y—i—%ci (16f) Na II
(23@2 + i) ag
Bio — (l‘g — %) a; — (l‘g — é) as — = —axe X —a (1‘2 — i) v+ %Ci (16f) Na II
(22— ) 2
B11 (.TQ—F%) al—($2—%) a2+%a3 = —Q (SCQ—%) )‘(—|—a(x2—|—%) y—%ci (lﬁf) Na II
B2 —(1'2—%)31+(1'2+%)32+ = a(xg—ﬂ—%))‘c—a(xg—%)y—%i (16f) Na II
3
133
Bis —(l‘g—g) a; — (l‘g—%) as — = —a (372—%) X—a(xg—i) y—l—%ci (16f) Na II
(21‘2 — %) as
Bis (x2—|—%) a1—|—(x2—|—§) as + = a(xg—&—%) x—|—a(x2—|—1) y—|—%ci (16f) Na II
(202 + ) 2
Bis — (1'2 — %) a; + (1'2 + %) a+ = arsX —a (xg — i) v+ %ci (16f) Na II
1
1a3
Big (33‘2 + %) a; — (332 — g) as + i as = —axe X+ a ($2 + i) v+ %Ci (16f) Na II
B17 (y3 + 2’3) a; + (1‘3 + 23) as + = ars b'e + ays y + CzZ3 Z (32g) Pb1
(73 +y3) a3
Bis (—ys+2z3+ %) ar — = —azsX—a(ys—3) ¥+ czs 2 (32g) Pb1
(x5 —23) as — (z3+y3s — 3) a3
Big (v3+ 23) a; + = —a(ys—71) %+a(zs—3) y+c(zs+7) 2 (32g) Pb1
(—ys + 23+ 3) as+ (3 — y3) a3
Bao —(z3—2z3) a1+ (ys+23) as+ = a(ys+3)&k—a(zs—31)9+c(es—1)2 (32g) Pb I
(—903 + Y3+ %) as
Bs; (ys —23) a1 — (x5 + 23 — 5) ap+ = —a(w3— %) X+aysy — cz3 2 (32g) PbI
(—xa + Y3+ %) as
B, — (y3 + z3 — %) a; + = arsX —aysy —c (2’3 — %) Z (32g) Pbl

(w3 — 23+ 5) ag + (23 — y3) a3



B = umidat = el DEre@milyocl-ha @9 Pbl
(y3 — 23) az + (z3 +y3) a3
Bu = —(mtm-Ha- = —afn-}x-alm-bycla-hz G PbI
(v5-+ 25— ) 22 -
(z3+ys — 3) as
Bas = —(ys+23) a1 —(z3+23)aa— = —ar3X —aysy — c23 % (32g) Pbl
(z3 +y3) a3
B2s = (y3 — 23+ 5) a1 + = avsX+a(ys +3) ¥ — cz32 (32g) PbI
(x5 —23) ag + (mg +y3 + %) ag
Ba7r = — (3 +23) a1 + = a(y+tq)X—a(es+g)y-c(=m-q)2 (32g) Pb1
(ys — 23+ 3) a — (23 — y3) a3
B2s = (3 —23) a1 — (y3 + 23) az + = —a(ys—3) X+a(zs+3) §-c(aatq)2 (328) PbI
(3 —ys +3) a3
By = (g5 — 25) a1 + = a(ws+3) X—aysy + ezl (32%)  PbI
(.’1?34—23-1—%) as +
(23 —ys +3) a3
Bso = (y3+23+3) ar + = —arsX+aysy +c(z+3) 2 (32g) Pb1
(—23+ 23+ 3) ag— (23 — y3) a3
Bu = (mtaida- = calned)x-a(m-i)irelatl)a (2 PbI
(y3 — 23) ag — (w3 +y3) a3
Bs; = (w5 + 23+ 3) a1 + = alp+i) X+a(m+i)y+e(sti)z (3% Pbl

(y3 + 23+ 5) as +
(zs+ys+3) as
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