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Prototype Bei7Rus

AFLOW prototype label A17B3_cI160_204_def2gh_g-001
ICSD 58735

Pearson symbol cl160

Space group number 204

Space group symbol Im3

AFLOW prototype command  aflow --proto=A17B3_cI160_204_def2gh_g-001
—Tparams=a, T, X2, T3, Y4, 24, Y5, 25, Y65 26, L7, Y7, 27

Other compounds with this structure
OS3Be17

Body-centered Cubic primitive vectors


https://aflow.org/p/92TS
https://aflow.org/p/A17B3_cI160_204_def2gh_g-001

a; = f%af(Jr%a”Jr%ai
as = %ai—%ay—f—%ai
a3 = ja%+4ay - az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1as + 1 as = ari1 X (12d) Bel
B, = —Tja — T as = —ar1 X (12d) Bel
B; = r1a; + 1 a3 = ar1y (12d) Bel
B, = —zja; — T as = —ar1y (12d) Bel
Bs = r1a; + 71 as = ax1z (12d) Bel
Bg = —x1a; — T a = —ary Z (12d) Bel
B, = %al + (332 + %) ar + T as = axrs X + %ai (12e) Be II
Bsg = %al — (xg — %) a; — Tpas = —azre X+ %ai (12e) Be II
By = z2a; + 5as+ (v2+ 1) a3 = aX+ars (12e) Be II
Bio = -—mai+iay—(z2—3)a; = lax —azs ¥ (12e) Be II
Bi: = (scg + %) a; +xpas + %ag = %ay +axs (12e) Be II
B, = — (xg — %) a; — Tpas + %ag, = %ay —arsZ (12e) Be 11
Bz = 2r3a; + 2x3as + 23 as = arzX + axrsy + axs z (16f) Be IIT
Bis = —2x3 a3 = —ax3X —ar3y +axs3z (16f) Be III
Bis = —2x3 a9 = —ar3X+axr3y —axsz (16f) Be III
By = —2x3a; = arsX —ars3y — arsz (16f) Be IIT
By = —2x3a; — 2r3as — 2x3 as = —ar3X —axr3y —arsz (16f) Be III
Bis = 213 a3 = ax3X +axrsy —axrsz (16f) Be III
By = 273 as = ax3X —axrsy + axrsz (16f) Be III
Bog 23 ay = —ar3X +ax3y + arsz (161) Be III
By = (ya + 24) a1 + 2482 +ys a3 = aysy + azy (24g) Be IV
By, = —(ys — 24) a1 + 2489 — ys a3 = —aysy + az4 (24g) Be IV
Bos = (yg — 2z4) @1 — 2489 + Y4 a3 = aysy — az4 Z (24g) Be IV
By —(Yya+ 24) a1 — 2482 —ys a3 = —ay,y — azy 7 (24g) Be IV
Bys = ysay + (ys + 24) az + 24 a3 = azy X+ ays Z (24g) Be IV
Bog = —ysa; — (ys — 24) a2 + 24 a3 = az4 X — ays Z (24g) Be IV
By = ysas + (ys — 24) @z — z4 a3 = —azs X+ ays z (24g) Be IV
Bos —ysa; — (Yys + 24) a2 — z4 a3 = —az4 X — ays Z (24g) Be IV
By = zga1 +ysas + (y4 + 24) as = ays X +azy y (24¢g) Be IV
B3y = zgay —Ysag — (Yya — 24) as = —aysX+azy (24g) Be IV



Bs1
Ba2
Bss
B34
Bss
Bss

Bss
Bsg
Bao

By2
Bys
Bya

Bus
Byr
Bys

Bso
Bs1
Bs2

Bsy
Bss
Bse

B58

Bso

BGO

Be1

Bé2

B63

Bey

B65

—zga; +ysag + (ya — 21) a3
—zga1 —ysaz — (ya + 24) a3
(Y5 + 25) a1 + 25 a2 + ys az
—(ys — 2z5) a1 + 2522 — Y5 a3
(Yys — 25) a1 — z5 a2 + ys a3
—(ys +25) a1 — 2522 — Ys a3
ysai + (ys + 25) az + 25 a3
—ysay — (ys — 25) az + z5 a3
ysai + (Y5 — 25) a2 — 25 a3
—ysay — (ys + 25) az — z5 a3
zsar +ysaz + (ys + 25) a3
zsa; —ysaz — (Y5 — 25) as
—zza1 +ysaz + (ys5 — 25) a3
—zsa; —ysaz — (Y5 + 25) as
(Y6 + 26) a1 + 2z a2 + Y6 a3
— (Y6 — 26) a1 + 26 a2 — Yo a3
(Y6 — 26) a1 — z6 a2 + ys a3
—(y6 +26) a1 — 26822 — Ys a3
ye a1 + (Ys + 26) a2 + 2z a3
—ys a1 — (Y6 — 26) az + 26 as
Ysai + (Yo — 26) a2 — 26 a3
—ye a1 — (Y6 + 26) a2z — 26 a3
z6 a1 + ysaz + (Yo + 26) a3
ze a1 — Yo a2 — (Y6 — 26) a3
—zg a1 + Yo a2 + (Y6 — 26) a3
—z6a1 — Yo A2 — (Yo + 26) a3
(y7 + 27) a1 + (z7 + 27) az +
(z7 +y7) a3
—(y7r —2zr) a1 — (w7 — 2z7) ag —
(z7 +y7) a3
(yr — 27) a1 — (z7 + 27) a2 —
(z7 —y7) a3
—(y7 +27) an + (w7 — 27) a2 +
(7 —y7) a3
(z7 +y7) a1 + (yr + 27) az +
(z7 + 27) a3
—(z7 +yr) a1 — (y7r — 27) az —
(z7 —27) a3
— (w7 —yr) a1 + (y7 — 27) a2 —
(x7 + 27) ag
(@7 —y7) a1 — (yr + 27) az +
(z7 —27) a3
(z7 4 27) a1 + (z7 + y7) az +
(y7 + 27) a3

aysX —azy §
—aysX —azy
ays y + azs z
—aysy +azs 2
ays § — azs z
—aysy —azs 2
azs X + ays Z
azsX — ays Z
—azs X+ ays z
—azsX —ays Z
ays X +azs y
—ays X+ az5 ¥
ays X —azsy
—ay; X —az;y
aye ¥ + aze Z
—ays y + azs Z
ayey — azg Z
—ayey — az6Z
azg X + aye Z
aze X — aye Z
—azg X+ ayg Z
—azgX — ayeg Z
aye X + azg ¥
—aye X +azy
ayeX —azgy
—ayeX —azgy

ax7X+ay:y +azr 2

—ar7X —ayry + azr z

—ar7X+ay; y —azr z

ar7X —ay;y —az7 z

azrX+ax7y +ayr z

azrX —ax7y —ayr z

—azrX —ar7y + ayr z

—azzX+ax7y —ayr z

ayrX+az; ¥y +axrz

(48h)
(48h)
(48h)
(48h)
(48h)
(48h)
(48h)

(48h)

Be IV
Be IV
BeV
Be 'V
Be V
Be 'V
Be 'V
Be V
Be 'V
BeV
BeV
Be V
Be 'V
BeV
Rul
Rul
Rul
Rul
Rul
Rul
Rul
Rul
Rul
Rul
Rul
Rul
Be VI

Be VI

Be VI

Be VI

Be VI

Be VI

Be VI

Be VI

Be VI



B66 = — (1‘7 — 2’7) a] — (I7 + y7) as — = —ayr X+ azr y — axy Z (481’1) Be VI

(y7 - 27) as

Ber = —(x7+2z7)a;—(x7r—yr) az+ = ay7;X —azry —arr (48h) Be VI
(y7 — 27) a3

Bgs = (x7 — 2z7) a1 + (v7 — yy7) as — = —ay; X —az;y + axr (48h) Be VI
(y7 + 27) a3

Beo = —(yr+zr)ar—(r7+z27)as— = —ar7X—ayr ¥ —azr z (48h) Be VI
(z7 +y7) a3

By = (y7 — 2z7) a1 + (w7 — 27) as + = ar7X+ay;y —azr z (48h) Be VI
(z7 +y7) a3

Brn = —-(yr—z)a+(@r+z)aa+ = ar7X —ayr ¥ +azr 2 (48h) Be VI
(7 —y7) a3

By, = (yr + 27) a1 — (x7 — 2z7) ag — = —ar7X+ay;y +azrz (48h) Be VI
(z7 —y7) a3

Brs = —(xr+yr)ar—(yr+27) aa— = —azrX—ar7y —ayr (48h) Be VI
(z7 + 27) a3

Bry = (x7 +y7) a1 + (yr — 27) as + = —az X+ avry +ayr Z (48h) Be VI
(w7 — 27) a3

Brs = (z7 —y7) a1 — (yr — 27) ag + = azrX+axry —ayr z (48h) Be VI
(7 + 27) a3

B = —(z7r—yr)ar+(yr+z7)as— = azrX —axrry +ayr 2 (48h) Be VI
(w7 — 27) a3

By = —(z7+27)a;—(z74+yr)aa— = —ay; X —az;y —axr 2 (48h) Be VI
(yr + 27) a3

Brs = (x7 — 27) a1 + (z7 + y7) as + = ayr X —az;y +axr (48h) Be VI
(y7 — 27) a3

By = (7 + 27) a1 + (v7 — y7) as — = —ay; X +az;y + axr (48h) Be VI
(y7 — 27) a3

Bso = —(z7—2z7)a1—(z7r—y7) as+ = ay; R+ a0z § —arr 2 (48h) Be VI
(y7 + 27) a3
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