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

This structure originally had the label A4B_cP40_205_cd_c. Calls to that address will be redirected here.
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Prototype 1,Sn
AFLOW prototype label A4B_cP40.205_cd_c-001
ICSD 38140
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, X3, Y3, <3

Other compounds with this structure
SiI4, TiBI‘4, Tﬂ4, NI(CO)4
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Simple Cubic primitive vectors

ay; = aX
az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ri1a1 +xi1ay +x1as = ax1X+ar1y +axyz (80) 11
B2 = 7(9317%) a; —xrias + = 7&(5617%)&7&1315’4’@(.%14’%)2 (8C) 11
(o1 + 1) 2
B; = —xlal—i—(azl—i—%) as — = —axli—i—a(xl—i—%)y—a(xl—%)z (8¢) I1
(21— 3) as
By, = (q:l—i—%) al—(xl—%) ar—xriag = a(ml—&—%)f{—a(xl—%)y—axli (8c) 11
B5 = —Xi1A]p —X1Ay — X1aAs = —axlfc—axly—axli (8(3) 11
Be = (z1+3)ai+tziac—(21—3)a; = a(zi+3) &k+anyg—a(z—1) 2 (8c) 11
Br = ma—(r1—3) a+(z1+3)a; = a1k —a(z;— %) y+a(z+1)2 (8c) I'I
Bs = —(z1—3)a+(z1+3)a+ = —a(z1—3) k+a(z+3) y+anz (8c) I
Tr1 as
By = Toay + Toas + a0 as = axo X+ axroy + axo (8¢) Snl
Bio = —(xz—%) a; — xoag + = —a(xg—%)i—axgy—l—a(xz—i—%)z (8c) Sn I
(5C2 + %) as
Bi1 = —x9a; + (IL‘2+%) ap — = —axgi—l—a(xg—l—%) jf—a(xg— %) Z (8¢) Sn I
(22— 3) as
Bz = (1:2—|—%) al—(xg— %) ar—Tg9az = a(xz—&—%) i—a(xg— %) Y —arsZ (8¢) Sn I
Bz = —Zoa] — Topag — To a3 = —axoX —arey —axo Z (8¢) Sn I
B4y = (1‘2-’-%) a;+a ag—(xg — %) ag = a(mg—&—%) f{—i—a:cgy—a(xg — %) Z (8¢) Sn I
Bis = 1‘231—(1‘2—%) ag-i-(mg-i—%) as = axgi—a(xg—%)y—i—a(xg—i—%) Z (80) Sn I
Big = f(ng%) a1+(9:2+%) a+ = *CL(CCQ*%)&‘FG(IQ‘F%)?‘FCLZQQ (8¢) Snl
T2 as
By = r3a; + y3as + 23 as = arsX +aysy +az3z (24d) 111
Bis = —(mg—%> a; —ysas + = —a(l'g—%) i—ay3y+a(23—|—%) Z (24d) 111
(Z3 + %) as
Blg = —rza; + (y3 + %) ag — = 7@563)2 +a (y3 + %) 5’ —a (23 - %) Z (24(1) I1I
(25— 3) as
By = ((Eg-’-%) al—(yg—%) as—z3a3 = a(xg—&—%) )‘(—a(yg—%) y—azz (24d) I1I
Bo: zzay + x3as + yzas = azz3X +ax3y +aysz (24d) 111
By, = (23—1—%) al—(xg—%) as—ysaz = CI,(Zg—F%) 5(—0,(333—%) ¥ —aysz (24d) 111



B23 = 7(237%) 3171‘3824* = 7@(237%)5&*&1’35’4’&(%}4’%)2 (24(1) III

(3 +3) a3
Boy = —zzag + (xg—i—%) a, — = —az;gfc—l—a(acg—i—%) y—a(y —%) Z (24d) I1I
(93— 3) a3
By = ys3aj + z3as + w3 a3 = aysX +az3y + ax3zz (24d) 111
Bog = —yza; + (2'3—|—%) ar — = —ay3i+a(23—|—%) y—a(xg—%) Z (24d) I11I
T3 — %) as
Bor = (y3+%) a17(237%) ar—r3az = a(y3+%) )“cfa(zko,f%) v —arsz (24d) 111
Bos = —(ys—3) a1 —zzaz + = —a(ys—3)X—azmyta(zs+1i)z (24d) 111
(z3+3) a3
B2y = —Tza; —yzaz — 23 a3 = —ar3X —aysy —az3 (24d) LI
B3y = (1:3—|—%) a1—|—y3a2—(z?,—%) ag = a(xg—&—%) )2+ay3y—a(23— %) Z (24d) I11I
B3, = xgal—(yg—%) a2+(23—|—%) a3 = a:rg)?—a(y —%)y—i—a(z?)—i-%)i (24d) 111
Bsgz = —(z3—3)ai+(y3+3)a+ = —a(zz3—3)%+a(ys+3)§+ani (24d) I1I
23 a3
Bss = —z3a; —x3as — Yz ag = —azz3X —ax3y —ayzz (24d) I11I
Bas = —(m—2)a+(z+i)a+ = —a(z—3) x+a(zs+3)y+aysz (24d) 111
Yz as
Bss = (m+3) aitasar—(y3—3) a3 = a(zs+3) X+axsy—a(ys—3) 2 (24d) LIl
Bi3g = z3a1—(1‘3—%) a2—|—(y3+%) az = (12’35(—&(333—%) y—|—a(y3—|—%) Z (24d) I1I
Bs; = —ysa; — z3as — T3 as = —ays3X —az3y —axr3z (24d) 111
Bss = ysa;—(23—3) ax+(z3+3)as = ays—a(z—3) §+a(zs+3)2 (24d) 111
Bsgg = —(y3—3)ar+(m+3)at+t = —a(ys—3) X+a(zm+3)§+azsz (24d) 111
T3as
By = (y3+%) a1+23a27(x37%) az = a(y3+%) )“<+a23yfa(x37%) Z (24d) 111

References

[1] F. Meller and 1. Fankuchen, The crystal structure of tin tetraiodide, Acta Cryst. 8, 343-344 (1985),
doii10.1107/S0365110X55001035.

Found in

[1] Y. Fujii, M. Kowaka, and A. Onodera, The pressure-induced metallic amorphous state of Snly. I. A novel crystal-to-amorphous
transition studied by X-ray scattering, J. Phys. C: Solid State Phys. 18, 789-797 (1985).


https://doi.org/10.1107/S0365110X55001035

