Pb(NO3)s (G2;1) Structure:
A2B6C cP36 205 ¢ d a-001

This structure originally had the label A2B6C_cP36_205_c_d_a. Calls to that address will be redirected here.
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Prototype N5OgPb
AFLOW prototype label A2B6C_cP36.205_c_d_a-001
Strukturbericht designation G2,
ICSD 62698
Pearson symbol cP36
Space group number 205
Space group symbol Pa3

AFLOW prototype command  aflow --proto=A2B6C_cP36_205_c_d_a-001
——params=a, T2, T3, Y3, 23

Other compounds with this structure
Ba(N03)2, SI"(NO3)2

Simple Cubic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/p/LPJD
https://aflow.org/p/A2B6C_cP36_205_c_d_a-001

al

a2
a; = ax
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Pb1
B, = %al —i—%ag = %afi—i— %ai (4a) Pb1
B; = fas+ 3 ag = a9+ taz (4a) Pb1
B, = %al +%a2 = %a}“{+%a§r (4a) Pb1
B; = Toay + Toas + T as = axo X+ axrey + axrs (8¢) NI
Bg = —(xg—%)al—xgag—l— = —a(xg—%)f(—aa?gA—i—a(xQ—i—%)z (8c) NI
(332 + %) ag
By = —zoar + (v2+ 1) as — = —arsk+a(za+i)y—a(za—3) 2 (8c) NI
(w2 — 3) as
Bsg = (:ﬂ2+%) alf(x f%) as—Tpaz = a(x2+%)§cfa(x f%)yfaxQZ (8¢) NI
By = —Xoa] — Toag — X as = —axoX —ars y — axo Z (8c) NI
By = (xg—l—%) al+$282—(l'2—%> ag = a(xg—&—%) &+ax2y—a(x2—%) Z (8c) NI
Bii = zeai—(m2— 1) art+(za+3)as = axzi—a(u—%)y—ka(@—l—%)i (8¢) NI
Biz = —(m2-Y)a+(z2+i)at+ = —a(z— ) X+a(za+1)y+arz (8c) NI
T2 asz
Bz = T3a; +y3as + 23 as = arsX +aysy +az3z (24d) Ol1
By = — (23— 1) a1 —ysas + = —a(zs—3)X—aysy+a(xs+i)2 (24d) Ol
(o 1) a
Bis = —z3a; + (yg—i—%) as — = —angc—i-a(yg—i—%) y—a(23— %) Z (24d) (OB
(23 —3) as
By = (3?3-‘1-%) al—(y —%) as—z3az = a(xg—&—%))?:—a(y —%)y—az;;i (24d) 01
By, = zzaj; + r3as +ysas = az3X +ar3y +aysz (24d) Ol1I
Bis = (Z3+%) alf(:rgf%) as—yszaz = a(23+%) )E*G(Ig*%) Yy —aysz (24d) (OB
By = —(3—3) a1 —zzar + = —a(z—3)%x—azsy+a(ys +1)2 (24d) 01
(y3 +3) as
By = —Z3al+(az3+%) ap — = —a23§c+a(w3+%)y—a(y —%) Z (24d) (O]
(93 —3) as
B21 = ysai; + zzaz + r3asg = aysX +az3y +axrzz (24d) Ol
Boy = —ysa + (23+%) ar — = fay3>“<+a(23+%) yfa(ng%) Z (24d) oI
(w5 — 3) a3
Bas = (ys+3)ar—(—3) ag—z3a3 = alys+3)%x—a(ss— 1) y—axsz (24d) 01



B2y = —(ys—3) a1 — 2382 + —a(ys—3) X—azmy+a(rs+3)2 (24d) 01
(ws+3) as

Bys = —rza; —Yysap — zgas —ar3X —aysy —azzZ (24d) Ol

Bg (m—i—%) al—l—ygag—(z —%) as a(xg—&-l)i—i—aygy—a( 2)2 (24d) Ol

Bar = wsa;—(ys—3) ax+ (23 + 3) a3 ax3i—a(y3—*)y+a(3+%) (24d) 01

Bas = —(z5—3)ar+(ys+3) ax+ —a(z3— ) x+a(ys+3) 9 +axni (24d) 01
23 a3

By = —zz3a; — x3as — Y3 as —az3X —ax3y — ays Z (24d) OlI

Bso = —(m—3)a+(z3+3)a+ —a(z—3) X+a(rs+35) 9 +ays2 (24d) 01
Ysas

B3, = (23—1—1) a1+x3a2—(y3—l) a3 a(z;),—l-l) )“(—i—awgy—a(yg—%) Z (24d) OlI

Bsz = zza;— (23— 3) ac+(ys+3) as azsk—a(vs— 1) y+a(ys+3) 2 (24d) (0!

B3z = —ysa; — z3as — T3 as —aysX —az3y —ax3z (24d) OlI

Bss = ysai—(23— 1) as+(z5+3) a3 aysX—a(z—3) y+a(zs+3)2 (244d) Ol

Bss = —(y3—3) a1+ (s3+3)ax+ —a(ys—3) X+a(zs+3)y+arsz (24d) Ol
I3 as

Bss = (ys+3)ai+zzay—(z3—3) ag a(ys+3) X+azmy—alzs—3) 2 (24d) (O
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