La3TiSb5:
A3B5C hP18 193 g dg b-001
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Prototype LagSbsTi

AFLOW prototype label A3B5C_hP18.193_g_dg_b-001
ICSD 80907

CCDC 1641084

Pearson symbol hP18

Space group number 193

Space group symbol P63/mem
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AFLOW prototype command aflow --proto=A3B5C_hP18_193_g_dg_b-001
--params=a,c/a, T3, T4

Other compounds with this structure

AlgNHf5, Ba3ScTe5, BigBI‘Ba5, ]313]_3)1'0357 BigBTL&5, BigClBas, BigClCa5, Bi3CuCe5, BigCqu5, BigCuLa5, BigCuNd5,
BigCuPI‘57 Bi3CuTb5, BigCuZI‘g,, CengSb5, CegMnBig,, CengSb5, Ceng‘iBig,7 C€3TiSb5, Ce3Zer5, GrGgCI‘L&s7 IDgAgZI'g),
IH3BI‘L3,5, In3CuSc5, IHgCuZI‘5, LE){‘)CI‘AS57 LangBi5, LangSb5, LagMgBi5, Lagl\/IHBi57 LangSb5, LagsCBi5, LagTiAS5,
LagTiBis, LagTiP5, LagTiSb5, La3ZrBi5, La3Zer5, ngHbe5, ngMHBi5, ngl\IbSb57 ngTle5, ngZI‘Sb5, PgNV5, PbgAgCe5,
PbgAgLa5, PbgAgZT5, PbgAlZI'g,, PbgASLa,g,7 PbgASZI’E,, PbngZI’5, PbgCeLa57 PbgCOLa5, PbgCOZI’5, PbgCI‘La5, PbgCuCeg,,
Pb3CuHf;, PbsCulLas, PbsCuYs5, PbsCuZrs, PbsFeCas, PbsFeLas, PbsFeZrs, PbsGaZrs, PbsGeZrs, PbslLas, PbsInZrs,
1:)]331\/[111_43,57 PnglDy5, Pbgl\IiEI‘57 Pbgl\Ii}IO57 Pb3NiLa5, Pbgl\IiLU.57 Pbgl\HPrg)7 Pb3N1Tb5, PngiTm5, PngiZI‘5, PbgPLa57
Pb3PZI‘5, PbgRuLa5, PngLa5, PngZI‘5, PngbLa5, PngbZI‘5, PngeLa5, Pb38€ZI‘5, PngiZI‘57 PngHZI‘g7 Pb3Tle5, Pb3ZnLa5,
PngHZI‘g,, PI‘3Hbe57 PI‘3MHB15, PI‘3NbSb5, PI‘3T‘18b57 PI‘3ZI‘Sb5, SbgAng5, SbgAlZI‘5, SbgASZI‘g,, Sb3BI‘Ba5, SbgBI‘L&g,,
Sb3ClBa5, Sb3ClC&5, SbgClSI’5, SbgCOZI‘5, SbgCqug,, SbgCuTi5, SbgCuZI‘5, SbgFeZI‘5, SbgGeZI‘g,, Sngle5, SngiZI‘5, Sb3PZI‘57
SbsRuZrs, Sb3SZrs, SbsSeZrs, SbsSiZrs, SbsZnHfs, SbsZnZrs, SigDTis, SisPNbs, SmsHfSbs, SmsNbSbs, SmsTiSbs, SmsZrBis,
Sm3ZrSbs, SnzAgCes, SngAlZrs, SngAsZrs, SnzBrLas, SnzClLas, Sn3CuCes, SnzCuYbs, SnzCuZrs, SngGaZrs, SnzGeZrs,
SnngGa5, 81131]'4&57 Sn3Lin5, SH3NZT5, Sn3Nin5, SIIgPZI‘57 SH3SZI‘5, SH:},SQZI‘57 Sn3Sin5, SH3ZHZI‘5, U3CI‘Sb5, UngSb5,
U3MHSb5, U3NbSb5, U38CSb5, U3TiGe5, UgTiSb5, U3VSb5, U3ZI‘Sb5

e This is a ternary form of the TisGay structure.

Hexagonal primitive vectors

oLl 3
a; = %af{ — ?ay
ag = %a}“{ + @ay
ag = cZz
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2b) Til
B, = 1a; = ica (2b) Til
By = laj 4+ 2a = lag+ Lay (4d) Sh1
B, = 2a;+1ay+3ag = jak—Lay+ ez (4d) Sb 1
Bs = 2a;+1ay = sak— %ay (4d) Sb 1
Bsg = %al—l—%ag—}-%ag = %ai—i— %ay—i—%ci (4d) Sb 1
By = r3a; + iag = %amgi— @ascgy—i— ici (6g) Lal
Bs = r3as + § a = fawz X + @axgy—i— jcz (6g) Lal
By = —r3a; — r3as + % as = —ax3 X+ %ci (6g) Lal
By = —x3a; + %ag = —%angc—i— ?axgy—l— %02 (6g) Lal
Bi1 = —z3as + %ag = —%amgi— ?ax3y+ %ci (6g) Lal
B = T3a; + r3ag + % as = axs3 X + %ci (6g) Lal
Bz = Taa; + %ag = %am@”{f @auyqt %02 (6g) Sb II
By = T4a0 + iag = %am)‘(—i— ?amy—l— %ci (6g) Sb II
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Bis = —rga; —x48y + §ag = —azs X+ jci (6g) Sb 11
Big = —z4a; + 2ag = —lazg X+ @am y+32cz (6g) Sb 11
Biz = —z4a 4 5 a3 = —5azs X — ?am Y+ ez (6g) Sb 1T
Bis = T4a; + 420 + % as = ary X + %ci (6g) Sb II
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