Snly (D1;) Structure:
A4B ¢P40 205 cd ¢-001

This structure previously used the label(s) A4B_cP40_205_cd_c. Calls to these addresses will be redirected here.
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Prototype 14Sn
AFLOW prototype label A4B_cP40_205_cd_c-001
ICSD 38140
CCDC 1608859
Pearson symbol cP40
Space group number 205
Space group symbol Pa3

AFLOW prototype command aflow --proto=A4B_cP40_205_cd_c-001
—~params=a, T1, T2, I3, Y3, <3
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Other compounds with this structure
SiI47 TiBI‘47 Ti14, NI(CO)4

Simple Cubic primitive vectors

a; = aX
az = ay
as = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +r1az+ xas = ar1X+ar1y +axi z (8c) I
B, = —(z1—3) a1 —zax + = —a(z1—3)X—an1y+a(zi+3)2 (8c) I1
(331 + %) as
B3 = 7$1&1+($1+%) as — = 7CLI1),‘(+G(I1+%)5’*CL(I17%)Q (8C) I1
(21— 3) as
By, = (a:l—l—%) a; (301—5) a—riaz = a(ml—k%) f{—a(xl—%) V—ax,Z (8¢) I1
B; = —x1a] — 21 a9 — 21 a3 = —ar1 X —ar1y —axri (8c) 11
Bg = (a:1—|—%) a1+x132—(a:1—%) a3 = a(xl—&—%)fc—kaxly—a(xl—%) Z (8¢) 11
B7 = xlal—(xl—%) a2+(:171+%) as = ao:lifa(xlf%)qua(o:qu%)i (8C) 11
Bsg = —(:rl—%) al—&—(:rl—k%) a+ = —a(wl—%)i—i—a(xl—i—%)y—l—axlz (8c) I1
1 as
By = Toay + Toas + Toas = are X + arsy + axs Z (8¢) Snl
BlO = 7(1‘27%) a; — roas + = 7&(5627%)5(7&1325’4’@(2824’%)2 (8C) Sn 1
(z2+3) as
By = —zoa; + (z2+ 1) as — = —azsX+a(za+3)y—a(za—13)2 (8c) Sn I
(2 - 3) as
B = (3’524—%) al—(l‘g— %) as—Tgas = a(.’lﬁg—‘r%) )’\(—a(l‘g— %) y —axsZ (80) Sn 1
Bz = —Toa] — Tpag — To a3 = —areX —arsy — axs Z (8¢) Snl
Bua = (z2+3) aitaar—(z2—3) a3 = a(za+3) K+tavsy—a(za—1)2 (8c) Sn1
Bis = wza;—(z2— 1) axt(z2+3) a3 = avsk —a(ze—3)y+a(za+1)2 (8c) Sn I
Bis = —(.’172—%) al—&—(xg—&—%) a+ = —a(xg—%)fc—ka(xg%—%)y—l—axgi (8c) Sn I
To as
By = r3a; + yzas + 23 a3 = ars3X+aysy +azz (24d) 111
Bis = —(xg—%) a; —ysas + = —a(xg—%) )‘(—aygy—i-a(z;;—l—%) A (24d) 111
(23 + %) as
Big = —r3a; + (y3 + %) as — = —arz3X +a (yg + %) y—a (2’3 — %) Z (24(21) 111
(50— 3) a0
B20 = ($3+%) al—(yg—%) ag —z3as = a(x3+%) )A(*a(ygfé) 5’7(1232 (24(1) I1I



B21 = zzai +x3az + Y3 as = azs X+ ars y + ays Z (24(1) I1I

B2y = (zm+3)a—(13—3)ar—ya; = a(z+3)X—a(es—3%)y—ays2 (24d) LIl
Bos = — (23— 3) a1 —zzay + =  —a(m—3)%—arsy+a(ys+3) 2 (24d) I
(ys + %) az
Byy = —zza; + (23 + 3) az — = —azsX+a(zs+3)y—alys—3) 2 (24d) I
(s = 3) as
Bes = Yyzay + zzaz + r3 a3 = aysX +az3y + ars (24d) LI
B2 = —ysar + (23 + 3) ap — = —aysX+a(z+3)y—alzs—3)2 (24d) I
(s 1) a0
By = (yg—i—%) al—(z;),—%) ag—xrzag = a(yg,—l—%) fc—a(zg—%) v —axrsz (24d) 111
Bos = —(ys—%) a; —zzag + = —a(yg—%)i—azgy—ka(xg%—%) z (24d) Int
(w5 +3) as
B2y = —Iza; —yszaz — zzas = —ar3X —ay3y —azzZ (24d) LIl
Bsgo = (z3+3) ai+ysar—(z3—3) a3 = azs+3) X+aysy—a(z—3)2 (24d) 111
Bs: = a3a;—(y3—3) ax+(z+3)as = avsk—a(ys—3) §+a(zs+3)2 (24d) 111
Bss = —(z3—3)ai+(y3+3)a+ = —a(zs—3)X+a(ys+3) 9§ +axsz (24d) LI
Z3as
Bss = —Zzza] —x3az — Yysag = —az3X —ar3y —aysz (24d) T
Bu = —(n-Dat(midat = ala-Hxtelmtd)sians @) oo
Yz as
Bss = (zm+3) aitrzas—(y3—3)as = a(z+3) X+arzy—alys —3) 2 (24d) LIl
Bss = zai—(z3—3) ac+(ys+3)as = azsk—a(vs— 1) y+a(ys+3) 2 (24d) 111
Bsr = —Yyzai — zzaz — T3a3 = —ay3X —azzy —arsZ (24d) L
Bss = y3a1—(23—%) az+($3+%) az = aysfi—a(z?)—%) 5’+G(I3+%) z (24d) I
Bso = —(p3—2)ar+(m+3)a+ = —a(ys—3) %+a(ss+i)y+arss (24d) I
I3 asg
By = (yp3+3)aitzmas—(r3—3)a; = a(ys+3) X+azy—a(rs—3)2 (24d) LIl
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