CesMosOq¢ Structure:
A5B3C16_¢P96_222 _ce_d_fi-001

This structure previously used the label(s) A5B3C16_cP96.222 ce_d_fi. Calls to these addresses will be redirected here.
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Prototype CesMo3z016

AFLOW prototype label A5B3C16_¢P96-222_ce_d_fi-001
Pearson symbol cP96

Space group number 222

Space group symbol Pn3n

AFLOW prototype command aflow --proto=A5B3C16_cP96_222_ce_d_£fi-001
—Tparams=a, T3, T4, Ts5, Y5, 25

Other compounds with this structure
CdTm4MOO3016, CdY4MO3016, La5M03016, Nd5MO3016, Nd4SmM03016, PI‘5MO3016
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Simple Cubic primitive vectors

a; = axX

as = ay

ag = az

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (8c) Cel
B, zai+3ay = jaX+zay (8¢c) Ce I
Bs %al —i—%ag = %afi—i— %ai (8¢) Cel
B, las+3as = lay+taz (8c) Cel
Bs 1a; = laz (8c) Cel
Bg %al—i—%ag—kéag = %ai—k%ay—i—%ai (8c) Cel
B, Loy _ Loy (8c)  Cel
Bs 1a = lax (8¢) Cel
Bo Sa; + Lag - %05+ Laz (12d) Mo
Bio laj+3a+1ay = lax+3ay+ taz (12d) Mo I
Bi: la;+3a, = 0%+ 3az (12d) Mo I
B2 %al—f—%az*l-%a:& = %a)“c—kéay—k%ai (12d) Mol
Bis fa+ga = jax+ jay (12d) Mo I
B4 Sai+lay+lay = 3a%+ tay + 3a2 (12d) Mo I
Bis S3a;+1a; = Sax+ jaz (12d) Mo I
Bug tatimila - Jax+ Jay + haz (120) Mot
Bir 1as+ 3a; = 10y +3az (12d) Mo I
B barttada, = b+ fag + S (2d) Mot
Bio lai+3a,+1ay = 10X+ %ay + ja2 (12d) Mo I
Bao Lart da - Lok + 3ay (12d) Mol
Bo; r3a; + iag + iag = ars X+ %ay + iai (12e) Cell
Boo —(EE3—%> a1+ia2+ia3 = —a(a: —%)ﬁ—&—%ay—i—%ai (12¢) Ce II
Bos a1 +z3a2+ Lag = jaX +arsy + ja2 (12e) Ce II
B2y a; — (503*%) a2+%a3 = %af{*a(%*%) y+iai (12e) Ce II
Bos 1a;+ 1as+ z3a3 = 1aX+ tay +arsz (12e) Ce II
Bae Tar+ar— (v3— 1) a3 = j0%+jay —a(rz—3) 2 (12e) Ce II
Bar —zza;+3ax+ 2ag = —ar3X+ 30§+ Jaz (12¢) Ce IT
Bas (zs+3)ar+3ay+32ag = a(zs+3) X+ 3ay+ 3az (12e) Ce II



B2
Bao
Bsi
Bs2
Bss
Bsy

Bss

Bsr
Bss

Bso
Bao
Ba
Ba2
Bas
B4

Bys
Bus

Byr
Bus

Bso

B51

Bs2
Bss
Bs4
Bss

Bs»
Bss

Bso

B61

%a17x332+%a3
%a1+(x3+%) ag—i—%ag
%al—l—%ag—xgag
%a1+%a2+($3+%) a
rq4a1 +T4ag +T4a3
(=} m = (o= d) 2t
T4 a3
—(364—%) a; +rgaz —

(w4 —3) as
$431*(l’4*%) 32*(174*%) as

rq4a1 + 409 — (:r —%) as

—

CEH ORI
ri- 1) 2

— (x4f %) a; +x4a9 +2x4a3
—r4a; —T4a2 —T4a3
(za+3) a1+ (24 + ) az—wg a3
(za+3) ai—zqao+(za+ 3) a3
—zga; + (24 + 3) ax +
(wa+3) as
—rga; —rgas+ (w4—|— %) a
(za+3) ar+ (za+3) az+
(va+3) a
—r4a1 + (x4+ %) as — T4 as
(m—i—%) a; —Tgap —T4a3
Tsay +ysaz + 25 ag

o d) = (5= ) aat
Z5 a3

—(905—%) a; +ysaz —
(25— 3) as
s 3) e (s 1)
Zsal + Tsag + Y5 as

2531*(1/5*%) 82*(315*;) as

(s d) i (m—4) mat
Ys as
—(Z —%) al +x5a2—
(45— 3) 23

Ysa; + 25 ag + x5 ag

—(ys—%) a; +z5az —

(5 - 1) a9

ysan— (25— ) a— (w5 — §) s
(- 4)at
Tsag

ysai + x5as — (25 — 3) ag

—a (x4 %) —a(va—3)y+ariz
a(m—l) x—|—ax4y—a(x4—%) Z

aa:4§<fa(x4f%)§ffa(x4f%)

N>

ami—l—am&—a(m—%) Z

—arT4X —arsy —ax4a Z
a(ﬂc4+ )X—I—a(x4+ ) —axr4z
a,(sc4+%)x—ax4y+a(:c4+§)z
fax4)‘<+a(x4+%)y+a(:c4+%)2

—ax4§c—ax4y+a(x4+%) Z

ot d) Stale+d) yra(et)

fax4§<+a(x4+%) ¥y —aryz

1\ -~ ~ ~

a(:v4+§) X —ar4y — QT4 2
axsX +aysy + azsZ

—a(%—%) )A(—Cl(y5—*) yV+azsz

—a(rs —3) X+ay;§ —a(z—3) 2
ax5§<—a(y —%) y—a(25—%) Z
azs X+ axsy + ays 2
(vs—3) 2
—a(z5—%) )A(—G,(ZL'E,—*) y + ays z

a25>“(fa(z5—l)y—

(5—l)x+ax5y—a(y —%)z

ays X+ azs ¥ +arsz

—a(y5—l)x+az5y—a(x5—%) Z

ay5)‘<+ax5§f—a(z5—%) Z

Cell
Ce 11
Cell
Ce Il
(O
Ol

(O

(O
OlI
(O

(O
OlI
Ol
(O
(O
Ol

(O
(O

(O
Ol1I
oIl
oIl

Ol

OlII
oIl
oIl
Ol

oIl

oIl
O1II

oIl
oIl

oIl



B62 = — (y5 — % a; — (I5 — %) as — = —a (y — %) i—a (SC5 — %) y—a (25 — %) 2 (481) O 11

Bgs = ysa; — (x5 — %) as + z5 a3 = ays X —a (ac5 — %) V+azz (48i) O1II
Bgs = — (y5 — %) a; +z5as + 25 a3 = —a (y5 — %) X+ axrsy + azsz (481) OII
Bgs = Tsay + z5ay — (y5 — %) as = axsX+azsy —a (y5 — %) Z (481) O1II
Bss = — (25— 1) ai + 2522 + ys a3 = —a(z5— %) X+azy +ays 2 (481) oIl
Ber = —(zs—3)a1i—(s5—3)as— = —a(zs—3)%—a(s—3)9-a(ys—3)2 (48i) O1II
(y5 — 3) as
Bgs = Ty ay — (z5 — %) as + ys as = arsX —a (25 — %) ¥+ aysz (481) oIl
Bgy = zsa1 +ysag — (z5 — 3) ag = azsX+aysy —a(zs— 1) 2 (481) ol
By = Zsa] — (y5 — %) as + x5 as = azsX —a (y5 — %) y+axsz (481) OlII
By = — (25— 3) a1 + ys a2 + w5 a3 = —a(z— %) X+ays § + azs 2 (481) Ol
Brs = —(s—-3a—(ys—-3)a—- = —a(m—3) %-a(ys—3)y—alzs—3)2 (481) 01l
(o 1) 2
Brs = —T5a; — Ysaz — z5 a3 = —arsX —aysy —azs Z (481) ol
By, = (:vg,—l—%) a1+(y5+%) ay—z25a3 = a(:rg,—ﬁ—%) )‘c—i—a(yg,—i—%) y—azi (481) O1II
Brs = (z5+3) ai—ysas+(z+3) a3 = azs+3) X—aysy+a(z+3)2 (481) oIl
Brg = —z5a; + (y5 + %) ap + = —arsX+a (y5 + %) y+a (25 + %) Z (481) O1II
(25 +3) a3
By = —z5a; — Tsas — Ys as = —azsX —arsy —ays Z (481) OlII
Brs = —zsa; + (25 + 1) ag + = —azX+a(zs+3) J+alys+1)2 (481) oIl
(vs+3) as
Brg = (25—1—%) a1+(x5+%) a,—ysaz3 = a(zs—i—%) fc—l—a(xg)—i—%) ¥ —aysz (481) O1II
Bso = (s+3)ai—azsax+(ys+3)as = a(zs+3)x—awsy+a(ys+3) 2 (481) ol
Bs1 = —Ysa1 — 25 a2 — T ag = —ays X —az ¥ —axs 2 (48i) oIl
Bg, = (yg,—i—%) al—z5az+(x5+%) a3 = a(ys—i—%) f(—azsy—l—a(xg,—i—%) Z (481) O1II
Bgs = —ysa; + (zs—l—%) as + = —ay5§c+a(25—|—%) Sf—l—a(x5—|—%) Z (481) oIl
(z5+ 3) ag
Bsgys = (y5—|—%) a1+(25—|—%) a,—r5az = a(y5—|—%) )“(+a(25+%) Y —axs2 (481) OlII
Bss = —ysa; —z5a2+ (25 + 1) a3 = —aysX—arsy+a(zs+ 1) 2 (481) oIl
Bss = (ps+2)ar+(ms+i)as+ = a(ys+3)%+a(zs+3)y+a(ss+3)2  (480) 011
z5 + %) as
Bgr = —ysa; + (x5 + %) as — z5 as = —ays X+ a (.735 + %) Yy —azs2 (481) O1II
Bgs = (y5 + %) a; — Tsas — 25 as = a (y5 + %) X—axsy —azs z (481) OlII
Bgy = —w5a1 —zzas + (5 + 3) a3 = —azsX —azy +a(ys +3) 2 (481) Ol
Bgo = (z5+3) a1 — 2582 — ys a3 = a(zs+3) X—azy —ays2 (481) O1Il
Bor = (zs+3)ar+t(zs+i)a+ = a(@ws+i)x+a(zm+3)y+alys+3)z  (480) Ol
(5 +3) a3
By, = —zsa1 + (25 + 3) a2 —ys a3 = —azsX+a(zs+3)§—ays 2 (48i) oIl
Bos = —z5a; —ysas + (5 + 1) a3 = —azsX—aysy+a(vs+ 1) 2 (481) oIl
Bos = —z5a; + (y5 + %) as; — T5as = —azsX+a (y5 + %) Yy —arsz (481) O1II
Bos = (25 + %) a; — Y5 as — Ty ag = a (Z5 + %) X—aysy —arsz (481) OlII



Bge = (Z5+%)a1+(y5+%)a2+ = a(25+%))‘(+a(y5+%)y+a(x5+%)2 (481) O1II
(w5 +3) as
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