YhbglrsGar Structure:
A7TB5C6_hP36_193_bj_dg_k-001
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Prototype GarlrsYbg

AFLOW prototype label A7TB5C6_hP36.193_bj_dg_k-001
ICSD 432187

CCDC 1791247

Pearson symbol hP36

Space group number 193

Space group symbol P63/mem
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AFLOW prototype command aflow --proto=A7B5C6_hP36_193_bj_dg_k-001

——params=a, c/a, T3, L4,Y4,T5, 25

Other compounds with this structure
HOGRU5A17, SCGII“5A17, SC61T5G37

e (Seidel, 2017) call this a variant of the MgZn, hexagonal Laves structure (C'14).

e The ICSD considers VCoSi as the prototype for this structure, but VCoSi and many other compounds with this structure
have substantial disorder on all Wyckoff positions. The structures listed here are the only ordered ones in the ICSD. We
arbitrarily chose YbglrsGar as our prototype.

Hexagonal primitive vectors

a3 = %a}“{ - @ay
az = %afi + ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 - 0 (2b) Gal
B, = 3 ag = icz (2b) Gal
By = laj+2a, = lag+ Lay (4d) Ir I
B, = %al—f—%az—i—%ag = %ai—%ay—i—%ci (4d) Ir I
B; = 23, 4+ 1ay = lag - ay (4d) Ir I
Bs = laj+2a,+1lag = lax+Lay+lcz (4d) Ir I
B, = r3a; + % as = %axg X — §GZ3 v+ %ci (6g) Ir IT
Bsg = T3 as + i as = %axs X+ 73ax3 v+ ici (6g) Ir II
By = —r3a; —T3a + +ag = —az3X + tci (6g) Ir II
By = —xga; + %ag = —%azgfc—k @azg}“f—k %ci (6g) Ir II
B.1 = —z3as + %ag = *%a$3§(* @axger %ci (6g) Ir IT
B = r3a; +r3as + % as = axs X + %ci (6g) Ir II
Bz = T4ay +ygag + iag = %a(m4+y4) X — ?a(m—yz;) 5/—&—%02 (12j) Ga II
B = —ygay + (x4 —yq) a2 + %ag %a (g — 2y4) X+ @auy + %ci (125) Ga II
Bis — (x4 —ys) a1 —xga9 + iag = —%a(2x4 —yy) X — @ay4y+ %ci (125) Ga II
Bis = —z4a1 —yaaz + §ag = —ja(matys) X+ Pa(ra—y) F+ ez (12)) Ga Il
Biz = yaar — (x4 — ya) az + § ag = 30 (=4 +2ys) X — §Gx4$’ +jcz (12j) Ga Il
Bis = (x4 —ys4) a1 + x4a0 + %ag = %a (2x4 —ys4) X+ @amﬁr + %02 (125) Ga II
Big ygay + rgag + iag = %a (x4 +ysa) X+ ?a (xg—ys) §+ ici (125) Ga II
By = (x4 —ys) a1 —ysas + iag = %a (x4 —2y4) X — ?amy + ici (12j) Ga II
B21 = —z4a) — (14— ya) @z + § a3 = —3a(2xs —ys) X+ @MMS’ +gcz (12j) Ga Il
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Bs, = —Yysa; —T4az + % as

B2s = — (x4 —ys) a1 +ysaz + 3 ag

B2y = zya; + (24 —ys) ag + 5 ag

Bos = Tsay + z5ag

B2 = x5 as + 25 as

Ba7 = —Zsa; —Tsaz + z5as

Bas = —z5a1 + (25 + ) a3

Bag = —w5a3+ (25 + 3) as

B30 = Tsag +I532+(Z5+%) a

B31 = Iy ag — (Z — %) as

B3, = Trsa; — (z — %) as

B3z = —z5a; —xsay — (25 — 3) ag

B3y = —Tsaz — 25a3

Bss = —Tsap —zs5asg

Bss = T5a1 + Tsaz — 25 a3
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