ThsP4 (D75) Structure:
A4B3 clI28 220 ¢ a-001

This structure previously used the label(s) A4B3_cI28_220_c_a. Calls to these addresses will be redirected here.
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Prototype P4Ths

AFLOW prototype label A4B3_cI28_220_c_a-001
Strukturbericht designation D73

ICSD 648207

CCDC 1763101

Pearson symbol cl28

Space group number 220

Space group symbol I43d

AFLOW prototype command aflow —-proto=A4B3_cI28_220_c_a-001
--params=a, Ty
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Other compounds with this structure

Bi3Yb47 C€384, Cegse4, C€3Te4, EU3S4, 1_43‘3847 La3Se47 La3Te4, N?,P47 Nd384, Nd38e4, Nd3Te47 PagAS4, PEJL?,P;;:7 Pa38b4, P1"3S47
PI‘38647 PI‘3T€4, Sm384, Sm3Se4, SmgTe4, TthS4, Th3AS4, Tthi4, Th3P4, Th3Sb4, U3AS47 IJgBi47 UV?,P47 [Jg,Sb47 U3Te4,

BaCeQS4, BaCeQSe4, BaLaQS4, BaLaQSe4, BaNdQS4, BaNdQSe4, BaPrQS4, BaPrQSe4, CaCeQS4, CaDyQS4, CaGdQS4, CaLagS4,

CaNdsSy, CaPrySy, CaSmsSy, CaThboSy, SrCesSy, SrCesSey, SrGdsSs, SrGdseSey, SrLasSs, SrLasSes, SrNdeSy, SrNdsSey,

SIPI‘QS4, SI’PI‘QSQ47 SrSmQS4, SI‘SHIQSG4, ACQSg, Am283, CGQS3, CGQT637 GdQS3, LaQS;;, LagTe37 NdQS3, 1\1(12’:[‘637 PI"QS?,7 Pl"gTeg7
Sm283, SIIlgTeg7 Tngg

e The Th3P, structure allows a large degree of disorder in the thorium (12a) site. Compounds of the form ABsCy have the
A and B atoms mixed on the (12a) site (Flahaut, 1965). Compounds of the form A3Bj3 should more properly be listed as
As_;By, with z in the range [0,1/3] and a corresponding number of vacancies distributed statistically on the (12a) site
(Zachariasen, 1949).

Body-centered Cubic primitive vectors

a3\<az
a; = —i1a%+3iay+3az
ap = %ai—%ay—f—%ai
azg = %aﬁ—i—éay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = i1a;+2ay+2a; = 3a%+ taz (12a) ThI
B, = 3a;+Lay+1as = tax+3az (12a) Thi
B = Sa;+tay+ Zag = jax+2ay (12a) Thi
B, = la;+2a,+a; = Sax+ gay (12a) Th I
Bs = Sai+3ay+1las = 10y + 3az (12a) Th I
Bg = %al+%a2+%a3 = 309+ a2 (12a) Th1
B, = 2x9a; + 2x9 as + 29 ag = areX+aray + axro (16¢) PI
Bs = la; — (200 — 1) ag = —azoXk —a(v2— 1) §+axa2 (16¢) PI
By = — (222 — §) a2 + 1 a3 = —a(z2— %) X+ axe§y —axa 2 (16¢) Pl
Bio = — (222 — %) a1 + L a = avz X —ar2§ — a(v2 — 3) 2 (16¢) P1
Bii = (2ee+da+@2m+la+ = a(ze+3)x+ta(z2+i)y+a(za+13)2 (16¢) PI
(2@ + %) as
B2 = sa; — 2wz a3 = —a(v2tq) X—a(r2—3) ¥+ (16c) P1
a (952 + i) Z
Bis = —2x2a1+%a2 = a(xg—&—%)&—a(xg—i—i)y—a(xg—i)i (16¢) PI
Bis = —2x9 a9 + %ag = —a (582 - i) X+a (332 + i) v - (16¢) Pl
002+ 4) 2
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