CsoZnFe|CN]g Structure:
A6B2CDG6E _c¢P64 208 m_ad_b_-m ¢-001

This structure originally had the label A6B2CD6E_cP64_208 m_ad_b_m_c. Calls to that address will be redirected here.
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Prototype CgCszaFeNgZn

AFLOW prototype label A6B2CD6E_cP64_208_m_ad_b_m_c-001
ICSD None

Pearson symbol cP64

Space group number 208

Space group symbol P45,32

AFLOW prototype command aflow --proto=A6B2CD6E_cP64_208_m_ad_b_m_c-001
—Tparams=a, Ts, Ys, 25, L6, Y6, 26

Simple Cubic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/0HGH
https://aflow.org/p/A6B2CD6E_cP64_208_m_ad_b_m_c-001

ay; = aX

az = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2a) Csl1
B, = fai+iar+iag taX+ tay + 3a2 (2a) Cs1
B; = %al—i—%az—i-%ag iai—kiay—kiai (4b) Fe I
B, = 3a;+3ay+Llag 3a%+3ay + taz (4b) Fe I
Bs = Sa;+tay+3ag 3a%+ tay + 2a2 (4b) Fe I
Bs = jart+3a+3ag 10X+ 3ay + 32a2 (4b) Fe I
B, = %al—l—%az—l—%ag %ai—k%ay—kgai (4¢) Zn 1
Bs = laj+lay+32ag 1ax+ tay+ 2a2 (4c) Zn 1
By = Taj+3ay+1lag 1a%+3ay+ taz (4c) Zn 1
By = %al—i-%aq—i-%a;; %af{—l—iaff—i—iai (4c) Zn1
By = lay+1a; lay+taz (6d) CsII
Bz = l1a;+1a; lax+ iaz (6d) Cs II
Bis %al + %ag %afc + %ay (6d) Cs II
By = 1 ay say (6d) Cs II
Bis = fay sax (6d) Cs I
Bis = 1aj laz (6d) CsII
Bi~ Ts a1 + ysag + 25 as arsX+aysy + azs z (24m) CI
Bis = —rsa; — ysas + z5as —axsX —ays ¥ + azs Z (24m) CI
Bio —Tsa; + ysas — 25 as —axsX+aysy —azsZ (24m) CI
B2 = Tsap —Ysaz — 253 arsX —ays y — azs Z (24m) Cl
Bo: zsay + T as + ys as azsX +ax5y + ays z (24m) CI
By, = zsa; — T as — Y5 ag azsX —ax5y — ays Z (24m) CI
B2s = —z5a; —Tsas + ysag —azs X —axs ¥ + ays Z (24m) ClI
B2y = —25a1 + T5az — Ys ag —azsX+axrsy —ays 2 (24m) Cl
Bas ys a1 + 25 as + Ts ag ays X+ azsy + axrs z (24m) CI
By = —ysay + z5ay — T5a3 —ays X +az§y —ars2 (24m) ClI
B2y = Ys a1 — 258 — Ty ag ays X —azs § —axrsZ (24m) ClI
Bos = —ysa; — z5as + T5 as —aysX —azy +arsz (24m) CI
Boy = (y5+%)a1+(m5+%)a2— a(y5+%)5(—1—@(3:5—1—%)}7—(1(25—%)2 (24m) CI
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(25— 3) a3
(ys +3) a1 — (x5 — 3) a2 +
Z5+%) as
—(ys—3) a1+ (w5 + 1) ag+
(25 + 1) 2
(z5+3) a1+ (25 + 3) a2 —
(45— 3) a3
*(995*%) 31+(25+%) as +
(y5 +3) as
_(:I:S_%) 31—(25—%)212—
(ys — 3) as
(05+3) i — (55— 3) au +
(ys + 3) as

Tgay + Yeaz + 26 A3
—ZTeal — Yg a2 + Ze ag
—Zgay + Yg a2 — zg a3
Teal — Ye a2 — 26 a3
Ze a1 + Tgas + Yp ag
ZgAl — Te A2 — Yp as
—Zg a1 — Te a2 + Y6 A3
—Zg a1 + Teaz — Ye as
Y a1 + 2z a2 + X a3
—Ys a1 + Zg a2 — T ag
Yea1 — 22 — T a3
—Ys A1 — 2 A2 + T A3

(y6+%) al+($6+%) as —

(26— 3) as
—(ys —3) a1 — (w6 — 3) a2 —
(26— 3) as
(ys+3) a1 — (z6 — 5) a2+
(2’6+%) as
_(yG_%) al"‘(.’EQ"‘%) as +
(ot 1) 2
(376‘1‘%) a1+(2’6—|—%) as —
(v6 — 3) as

—a (y - %) X—a (15 — %) v—a (25 — %) Z

o+ 3) K—alas =} §+alan+}) 2

~a (g~ 3) Sra (a5 + ) ga (s + ) 2

~

oes+ 1) % ba(s+ 1) 7 —als— 1)
—a(zs— 1) X+a(z+3) y+a(ys +3) 2
oo 3) %0 (5= 3) 90— 1) 2

a5+ 3) R —a(es— ) g +alys+}) 2
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a(zs+i)x+a(ys+3)y—a(rs—3)2
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—a(z5—3) %+a(ys+3) §+a(zs+3) 2
~a(es = 3) %-alys - ) 5-ales - 3) 2

axeX + ays ¥ + aze 2
—ar¢X —aye ¥ + az6 2
—argX+ays ¥ — azp Z
areX —aycy — azeZ
azgX + axgy + aye 2
azgX —axgy — ays Z
—azg X — axe ¥ + aye Z
—azg X+ argy — ayg
ays X + azg ¥ + axe 2
—aye X +azg ¥y —aregz
ays X — azgy — axg 2
—ayeg X — azg y + axg z
ays+3) X+a(es+3)y—al(z—3)2

~auo—3) %ales 1) y-a(s - b) 2

a(ys+3)x—a(ze—3)y+a(z+i)z
—a(ys—3) X+a(ze+ 1) §+a (2 + 3) 2

a0+ 3) % +a(eotb) g —alyo—3) 2
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Bss = —(zs—2)ai+t(z+i)ax+ = —a(zs—3) %kta(es+3)9+a(ye+i)z  (24m) NI
(46 +3) as

Bso = —(zs6—3)a1—(26—3)a— = —a(ze—3)%—a(z—3)9-a(ys—3)2 (24m) NI
(v6 — 3) a3

Bgo = ($6+%)al_(26_%)32+ = a(xg—l—%)fc—a(zg—%)y—i—a(yﬁ—i—%)i (24m) NI
(y6+%)33

Be1 = (zs+3) ar+ (ys+3) az — = a(xw+3)X+a(ys+3)y—alze—3)2 (24m) NI
(20— 1) a0

Bg2: = (z6+3) a1 — (y6—3) a2+ = a(xw+3)%x—a(ys—3)y+a(zs+3)2z (24m) N1
($6+%)ag

Bes = —(%—3)ar+(ys+3)a+ = -—a(x—3) %ta(ys+3)I+a(zs+3)2z  (24m) NI
(«T6+%)33

Beas = —(w—3)ar—(ys—3)ax— = —a(zx—3)%—a(ys—3)y—alzs—3)2 (24m) NI
(00— 1) 2
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