Cubic Cr PtGa;; Structure:
A4B17C_cF88_216_e_aefg_c-001
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Prototype CryGai7Pt

AFLOW prototype label A4B17C_cF88_216_e_aefg_c-001
ICSD 36836

CCDC 2093835

Pearson symbol cF88

Space group number 216

Space group symbol F43m

AFLOW prototype command aflow --proto=A4B17C_cF88_216_e_aefg_c-001
—Tparams=a, T3, T4, T5, L6
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e (Gui, 2021) describe this compound as a rhombohedral structure in space group R3m #160, a distortion of the
half-Heusler (C'1;) structure. Uncertainty in the atomic positions leads to this cubic structure, which we use as the

prototype.

Face-centered Cubic primitive vectors

a; = iay+iaz
az = %afc + %ai
ag = %afc + %ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 0 (4a) Gal
B, = ial—i—%ag—i-iag iai—l—iay—i—iai (4¢) Pt1I
B; = T3a; + r3as + r3a;3 ax3X +axrsy + axrsz (16e) Crl
B, = r3za; + r3as — 3rzas —ax3X —arsy +ax3z (16e) Crl
Bs = T3a; — 3x3as + T3 as —arsX+arsy —axsz (16e) Crl
Bg = —3xza; + r3as + r3as ar3X —ar3y — axs Z (16e) Crl
B, = T4a; + T4a9 + 2483 axsX+axrsy + axy (16e) Ga II
Bs = r4a; + 489 — 3r4a3 —axs X —arsy +axsz (16e) Ga II
By = Tyga] — 3T4 a9 + T4 a3 —ar4s X+ axsy — axsz (16e) Ga II
Bio = —3x4a1 +x4a0 + 1483 arsX —aryy — axy (16e) Ga II
B = —Zsa) + rsas + x5 as axs X (24f) Ga III
B = Tsa; — Tsag — Ty as —axs X (24f) Ga III
Bz = Tsa; — Tsag + Ty as arsy (24f) Ga III
By = —Tsa; + r5ay — x5 as —azxsy (24f) Ga III
By = Tsa; + Tsas — Tsas axs Z (24f) Ga III
Big = —Z5a; — s ag + 5 a3 —axs 2 (24f) Ga III
By = — (w6 — 3) a1+ xgaz + wg as arg X+ 10y + jaz (24g) GalVv
Bis = xzga;— (936 - %) ar— (:1:6 — %) as —a (1:6 — %) X+ %ay + %ai (24g) Ga IV
By = Tga, — (xﬁ - %) ar + g as iai{—i—axg,y—i— %ai (24g) Ga IV
By = — (xﬁ— %) a; + xgas — iaf:—a(ma — %) y—i—iai (24g) GalV
(w6 — 3) as
By, = Teay + Tgag — (xf; — %) as iafc—!— iay—kaxﬁi (24g) GalV
By, = 7(1’67%) a; — (fo%) as + iaf{Jriayfa(xﬁf%) Z (24g) GalV
Zg Az
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