RusBej7 Structure:
A17B3_cI160_204_def2gh _¢-001
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Prototype Be;7Rug

AFLOW prototype label A17B3_cI160-204_def2gh_g-001
ICSD 58735

CCDC 1622738

Pearson symbol cl160

Space group number 204

Space group symbol Im3

AFLOW prototype command aflow --proto=A17B3_cI160_204_def2gh_g-001
—Tparams=a, T1, T2, T3, Y4, 24, Y5, 25, Y6, 26, L7, Y7, 27


http://dx.doi.org/10.1016/j.commatsci.2024.112988
http://dx.doi.org/10.1016/j.commatsci.2021.110450
https://aflow.org/prototype-encyclopedia/92TS
https://aflow.org/prototype-encyclopedia/A17B3_cI160_204_def2gh_g-001
https://www.aflow.org/prototype-encyclopedia/Tutorials/AFLOW_Prototype_Label/
https://www.aflow.org/prototype-encyclopedia/info/cif.html#ICSD
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=58735&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1622738&DatabaseToSearch=Published

Other compounds with this structure

OSgB617

Body-centered Cubic primitive vectors

a; — f%af{Jr%a“Jr%aZ
az = jaX—jay+3a2
ag = %ai—i—%ay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1as + 1 as ar1 X (12d) Bel
B, = —r1a9 — T a3 —ar1 X (12d) Bel
B = r1a; + 1 a3 ar1y (12d) Bel
B, = —x1a; — X1 a3 —ar1y (12d) Bel
By = T1a; + 1 as ari z (12d) Bel
Bsg = —z1a; — T as —ar, 2 (12d) Bel
B, = %al + (xg + %) ar + 9 as ars X + %ai (12e) Be II
Bsg = %al — (1;2 — %) a; — Tp as —arg9 X + %ai (12e) Be II
By = Toag + %aQ + (x2 + %) as %ax +arsy (12e) Be IT
Bio = —zoa; + %aQ - (asg - %) as %afc —axyy (12e) Be II
Bi1 = (xg + %) a; +xpag + %ag %ay +axs Z (12e) Be 11
Bi2 = — (22— 3) a1 — w22+ § a3 30y — avs 2 (12e) Be II
Bis 2r3a; + 2x3as + 23 as ax3X +axrsy +axrsz (16f) Be III
B = —2x3 a3 —ax3X —ar3y +axzz (16f) Be III
Bis = —2x3 ay —ar3X +axr3y —arzz (16f) Be II1
Big = —2z3a; ar3X —ar3y — arsz (161) Be II1
B,y = —2r3a; — 2x3as — 2r3ag —ax3X —aryy —ax3z (16f) Be III
Bis = 213 a3 ax3X +axrsy —axrsz (16f) Be III
By = 273 ay arsX —arsy + arsz (16f) Be IIT
By = 213 a; —ar3X +axr3y + arsz (16f) Be III
By, = (ya + 24) a1 + 2489 + ys a3 aysy + azy Z (24g) Be IV
B2z =  —(ya—2)a+2a—ysa3 —aysy +az4z (24g) Be IV
Bss = (ys — z4) a1 — 2482 + ys a3 aysy —azy Z (24g) Be IV
Bay = —(y4a+24) a1 — 2489 — ys a3 —aysy —az4 Z (24g) Be IV
B2 = ysay + (ys + 24) az + z4 a3 azg X+ ays z (24g) Be IV
Bas = —ysa; — (ys — 24) az + z4 a3 azy X — ays Z (24g) Be IV



By
Bos
Bag
Bso
Bs1
Bs2

Bsy
Bss
Bse

Bss
Bsg
Bao

By2
Bys
Bya

Bus
Bur
Bus
Bao
Bso
Bs1
Bs2

Bsy
Bss
Bse

B58

Bso

BGO

Be1

Bé2

ysar + (ya — 21) az — z4 a3
—ysa; — (Ya +24) az — z4 a3
zyar +ysas + (ya +z1) a3
Z4a1 —Ysgag — (y4 - 24) as
—zqar +ysas + (ya — z1) as
—zga1 —ysaz — (ya + 24) a3
(ys +25) a1 + 2522 + Y5 a3
—(ys — 2z5) a1 + 2522 — Ys a3
(Yys — 25) a1 — z5 a2 + ys a3
—(ys +25) a1 — 2522 — Ys a3
ysai + (ys + 25) az + 25 a3
—ysa; — (ys — 25) az + z5 as
ysai + (Y5 — 25) a2 — 25 a3
—ysay — (ys + 25) az — z5 a3
zsar +ysaz + (ys + 25) a3
zsa; —ysaz — (Y5 — 23) as
—zza1 +ysaz + (Y5 — 25) as
—zsa; —ysaz — (Y5 + 25) az
(Y6 + 26) a1 + 2z a2 + Y6 a3
— (Y6 — 2z6) a1 + 26 a2 — Yo A3
(Y6 — 26) a1 — z6 a2 + ys a3
— (Y6 + 26) a1 — z6 a2 — Y a3
ye a1 + (Ys + 26) a2 + 2z a3
—ys a1 — (Ys — 26) a2 + 26 a3
Ysai + (Yo — 26) a2 — 26 a3
—ye a1 — (Y6 + 26) a2z — 26 a3
zsa1 + Yo a2 + (Yo + 26) a3
ze a1 — Yo a2 — (Y6 — 26) a3
—zsar +ysaz + (Yo — 26) as
—z6a1 — Yo a2 — (Yo + 26) a3
(y7 + 27) a1 + (z7 + 27) az +
(7 +y7) a3
—(yr — 27) a1 — (z7 — 27) a2 —
(z7 +y7) a3
(yr — 27) a1 — (x7 + 27) a2 —
(z7 —y7) a3
—(yr+27) an + (w7 — 27) a2 +
(7 —y7) a3
(x7 +y7) a1 + (yr + 27) a2 +
(x7 + 27) a3
—(z7 +yr) a1 — (y7 — 27) az —
(x7 — z7) a3

—azs X+ ays z
—azy X —ays z
aysX+az, y
—aysX+azy
aysX —azy y
—ays X —azyy
aysy + azs Z
—aysy + azs
aysy — azs Z
—aysy —azs 2
azs X + ays Z
azs X — ays
—azs X+ ays z
—azsX —ays Z
ays X +azs y
—ays X+ az5 y
ays X —azsy
—aysX —azsy
ayey + aze Z
—ayey + aze Z
ayey — azg Z
—ayey — az6 Z
azg X + aye Z
azgX — aye Z
—azg X+ ayg Z
—azgX — ayeg Z
aye X + azg ¥
—aye X +azy
aye X — azy
—ayeX — azy

ax7X+ay: ¥y +azr 2

—ar7X —ayry + azr z

—ar7X+ay; y —azr z

ar7X —ay;y —az7z

azrX+ax7y +ayr z

azrX —ax7y —ayr z

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

(48h)

Be IV
Be IV
Be IV
Be IV
Be IV
Be IV
Be 'V
Be V
Be 'V
BeV
BeV
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



Bes = —(xr—yr)ar+(yr—27) aa— = —azr X —ax7 ¥ + ayr Z (48h) Be VI

(7 + 27) a3

Bes = (z7 —y7) a1 — (yr + 27) az + = —azr X +ax7y — ayr z (48h) Be VI
(96‘7 - 27) as

Bgs = (x7 4+ 27) a1 + (7 + y7) as + = ay; X +azry +arrz (48h) Be VI
(y7 + 27) a3

Bes = —(zr—zr)ar—(zr+yr)az— = —ayr X +az§ —arr 2 (48h) Be VI
(y7 — 27) a3

Ber = —(zr+zr)ar—(z7—yr)az+ = ayrX —azy —ax7Z (48h) Be VI
(y7 — 27) a3

Bes = (x7 — z7) a1 + (7 — y7) a2 — = —ayrX —azy +axrz (48h) Be VI
(y7 + 27) a3

Beg = —(yr+27r)a1—(z7+27)aa— = —ar7X—ay;y —azr (48h) Be VI
(z7 +y7) a3

Brg = (y7 — 27) a1 + (z7 — z7) ag + = ar7X+ay;y —azr 2 (48h) Be VI
(z7 +y7) a3

Brn = —(yr—z)ar+(zr+27)as+ = ar7X —ay; y +azr z (48h) Be VI
(z7 —y7) a3

Bry = (y7 + 27) a1 — (x7 — 27) ag — = —ar7 X+ ayr ¥ +azr (48h) Be VI
(7 —y7) a3

Brs = —(zr+yr)ar—(yr+27)aa— = —azr X —axry — ayr Z (48h) Be VI
(x7 + 27) ag

By = (x7 +y7) a1 + (y7 — 27) as + = —azr X+ ax7 ¥ + ayr Z (48h) Be VI
(v7 — 27) a3

Bry = (x7 —y7) a1 — (y7 — 27) as + = azrX+axry —ayr (48h) Be VI
(56‘7 =+ Z7> as

B = —(xr—yr)ar+(yr+27)aa— = azrX —axry + ayr Z (48h) Be VI
(v7 — 27) a3

By = —(z7+2zr)a1—(zr+yr)aa— = —ayrX —azy —axrZ (48h) Be VI
(y7 + 27) a3

Brs = (x7 — 2z7) a1 + (v7 + y7) as + = ayr X —azry + axr Z (48h) Be VI
(y7 — 27) a3

Brg = (x7 4+ 2z7) a1 + (7 — y7) a2 — = —ayrX+azy +axrz (48h) Be VI
(y7 — 27) a3

Bso = —(x7—2z7)a;—(x7—yy) ag+ = ay; X +azry —arrz (48h) Be VI
(y7 + 27) a3
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