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Prototype Gd4InRh

AFLOW prototype label A4BC_cF96_216_efg_e_e-001
ICSD 417515

CCDC 1730865

Pearson symbol cF96

Space group number 216

Space group symbol F43m
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—Tparams=a, T1,T2,T3,T4,Ts


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/39CF
https://aflow.org/prototype-encyclopedia/A4BC_cF96_216_efg_e_e-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=417515&DatabaseToSearch=ICSD
https://www.aflow.org/prototype-encyclopedia/info/cif.html#CCDC
https://www.ccdc.cam.ac.uk/structures/Search?Ccdcid=1730865&DatabaseToSearch=Published

Other compounds with this structure

CagAgMg, CagAuMg, CasPdMg, CegsRuMg, Dy,4CoCd, Dy4CoMg, Dy,PdAl, Dy,PdMg, Dy,PtAl, Dy,PtMg, Dy,RhCd,
Dy4RhlIn, EryCoMg, Er,PdAl, Ery,PdMg, EryPtAl, EryPtMg, EryRhAl, EryRhin, EuyAuMg, EusPdMg, EuyPtMg, Gd,CoMg,
GdyPdAl, GdyPtAl GdyRhAl, Gds4RhIn, HoyCoCd, Ho,CoMg, HoyPdAl, HoyPdMg, HosPtAl, HosPtMg, Hoy,RhAl, HosRhCd,
HoyRhlIn, LayCoMg, LuyPdAl, LuyPdMg, LuyPtAl, LuyPtMg, LugyRhIn, Nd4CdIr, Nd4,CoMg, Pr,CoMg, SmyCoMg, SmyPdAl,
SmyPdMg, Sm,4PtAl, Tb,CoCd, ThyCoMg, ThyPdAl, ThyPtAl, ThyPtMg, ThyRhAl, ThyRhCd, TbyRhIn, Tm4CoMg, Tm4PdAl,
TmyPdMg, TmyPtAl, TmyPtMg, TmyRhIn, Y4,CoMg, Y4PdAl, Y4PtAl YbyAgMg, YbsAuMg, YbyPdMg, YbsPtMg

e The ICSD gives Dy,CoCd as the prototype for this structure, but even (Dogan, 2007), which defines that structure,
designates Gd4RhlIn as the prototype, so we use that compound.

Face-centered Cubic primitive vectors

#
a; = %a v+ %a Z
as = %afc + %ai
ag = gzaX+3ay
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; +21as + 21 a;3 = ax1X+ar1y +ax 2 (16e) Gd 1
B, = r1a; +x1as — 3r; as = —ar1X—ar1y +ax,z (16e) Gd 1
By = r1a; —3rias + 1 as = —ar1X+ar1y —axZ (16e) Gd 1
By, = —3z1a; +x1ay + 1 as = ar1X —ary — ary z (16e) Gd1I
Bs = Toay + Tpas + xoas = aro X+ arsy + axrg Z (16e) InI
Bg = Toai + roas — 3rgas = —axoX —arey +axo (16e) Inl
B = Toa; — 3roas + Toas = —ars X+ axey —ars Z (16e) Inl
Bs = —3x0a; + xoas + To as = are X — arey — axs Z (16e) InI
By = r3a; + r3as + xr3as = arsX +arsy + arszz (16e) Rhl1
B = r3a; + r3as — 3r3as = —ax3X —ar3y +ax3z (16e) Rh1
Bi1 = T3a; — 3r3as + T3 as = —arsX +axr3y —arsz (16e) Rh1
B = —3xza; + r3as + r3as = arsX —ar3y — arsz (16e) Rh1
Bz = —x4a1 +x4a9 + 2423 = ars X (24f) Gd II
Bis = T4a1] — T480 — T4a3 = —ars X (24f) Gd II
Bis = T4a] — T4a3 + T4a3 = aryy (24f) Gd II
B = —T4a; +T483 — 1483 = —aryy (24f) Gd II
By = T4a1 + T4a0 — T4a3 = arsz (24f) Gd II
Bis = —Z4a] — Tqa9 + 214 a3 = —arsZ (24f) Gd II
By = — (x5 — %) a; +x5as + o5 a3 = ars X + iay + iai (24g) Gd II1



B20 = Tsag — (935 — %) ag — (175 - %) as = —a (1‘5 - %) X+ %ay + %ai (24g) Gd III

By, = Tsa, — (m5 — %) as + r5as = iaf{ +arsy + %ai (24g) Gd II1
By = — (x5 — %) a; +x5as — = %ai —a (:E5 — %) v+ %ai (24g) Gd II1
(2 — ) 2
B23 = Tsal + Ty ag — ($5 — %) as = iafc + iay + axs Z (24g) Gd III
B24 = 7(1’57%) a; — (1’57%) as + = iaf(%*iay*a(l"g*%) Z (24g) Gd III
Tsag
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