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Prototype

AFLOW prototype label

ICSD

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

https://aflow.org/p/1BVC

https://aflow.org/p/A25B21_hR92_167_b2e3f_e3f-001

RegsZray

A25B21 hR92_167_b2e3f_e3f-001

105909

hR92

167

R3c

aflow --proto=A25B21_hR92_167_b2e3f_e3£f-001

——params=a,c/a,:ng, x3,%4,T5,Ys5, 25,L6, Y6, 26, L7, Y7, 27, T8, Y8, 28, L9, Y9, 29, 10, Y10,
210

Other compounds with this structure
Hf21Regs, Mga1Znas, TiziMnas, TigiReos

Rhombohedral primitive vectors

a; = %ai{fga)‘”r%ci
as = %ay + %ci
ag = —%ai—%ay—l—%ci
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (2b) Re I
B, = laj+ilay+1lag $cz (2b) Re I
B; = Toa; — (952 — %) ap + iag %a (dzg — 1) X — %a (dze — 1)y + ici (6e) Re II
By, = ial + x9a9 — (ch — %) as éa(élxg -1)x+ ?a (dea — 1)y + %ci (6e) Re II
B; = — (22— 1) ai+1as+ 2023 —a(ze— 1) X+ 1c2 (6e) Re II
Bg = —zoa; + (35‘2 + %) as + %ag f%a (4o + 3) i+£a (1229 + 1) er%cZ (6e) Re II
B, = %al —x9ag + (1’2 + %) as —%a (4o — 1) X—ga (1229 +5) y+ %ci (6e) Re II
Bs = (z2+3) a1+ 2a, —a0ay a(zz+ ) i—l—%ay—&-%ci (6e) Re II
By = zza; — (23— 1) as + 1 ag ta(dwy—1) % — ga (dzs —1) g+ Lez (6e) Re III
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%a(4x3 -1 x+ ﬁa(‘lx:& - 1) y+ %02

“alea- ) %+ ie
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—La (w5 —ys) X— Lla (w5 +ys — 225) §+
c(@s +ys + 25) 2

1
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%a(xf’)—zs) X+ {;g ($5—2y5+25)5’—
c(2

—La(ys —z5) R — Ya (225 —ys — 25) § —
§e(2w5 + 2y5 + 225 — 3) 2
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ie(2x5 + 2y5 +225—-3) Z
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%c (2x5 + 2y5 + 225 + 3) 2

%a (z6 — 26)1i \éga (r6 —2ys + 26) ¥ +
z¢(w6 + Yo + 26) 2

—%a(yﬁ —26) X+ fa(2336 —ys—26) ¥+

3¢ (x6 + ys + 26) 2
—sa(zg —ys) X— \ég (w6 +ys — 226) ¥ +
tc (w6 + yo + 26) 2
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