ThsP, (D73) Structure:
A4B3_cI28_220_c_a-001

This structure originally had the label A4B3_cI28_220_c_a. Calls to that address will be redirected here.
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Prototype P4Ths

AFLOW prototype label A4B3_¢cI28_220_c_a-001
Strukturbericht designation D73

ICSD 648207

Pearson symbol cl28

Space group number 220

Space group symbol I43d

AFLOW prototype command aflow --proto=A4B3_cI28_220_c_a-001
—--params=a, T

Other compounds with this structure

BizgYby, CesSy, CesSey, CesTey, EugSy, LagSy, LagSey, LagTey, N3Py, Nd3Ss, Nd3Sey, Nd3Tey, PagAsy, PagPy, PagSby, Pr3Sy,
PI’gSe4, PI‘3T€4, Sm384, Sm38e4, Sm3T64, TthS4, Th3A84, Tthi4, Th3P4, Tthb4, U3A54, UgBi4, U3P4, Ung4, U3T64,
BaCeyS,4, BaCesSey, BalasS,, BalLasSes, BaNdyS,, BaNdsSey, BaPraSs, BaProSey, CaCesSy, CaDyoSy, CaGdsSs, CalagSy,
CaNdQS4, CaPrQS4, CaSm2S4, CaTbQS4, STCQQS4, SrCeQSe4, SI‘GdQS4, SerQSe4, SrLaQS4, SrLaQSe4, SI‘I\IdQS47 SrNd2Se4,


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/JM9C
https://aflow.org/p/A4B3_cI28_220_c_a-001

SFPI‘QS4, SI‘PI’QSG4, SrSmQS4, SrSmQSe4, ACQSg, Am283, 06283, CegTeg, Gngg, LaQS;g, LagTeg, ngSg, 1\]-(312’]._‘637 PI‘QSg, PI'Q’]._‘Gg7
SIIIQS37 SIIlgTeg7 Tngg

e The Th3P, structure allows a large degree of disorder in the thorium (12a) site. Compounds of the form ABsC, have the
A and B atoms mixed on the (12a) site (Flahaut, 1965). Compounds of the form A3Bj3 should more properly be listed as
Aj_,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

a; = —iak+3iay+iaz
as = %ai—%ay—f—%ai
az = %ai{—i—%ay—%ai
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = laj+2ay+32ay = fax+ jaz (12a) Thi
B, = Saj+Zas+ 1ag = taX+ 2a2 (12a) Th1
B; = Sai+lar+la = j0X+3ay (12a) Th1
B, - Lay+ 3+ Tag _ Sa%+ lag (122)  Tul
Bs = Sa;+2ay+lag = 10y + 2az (12a) Thl
Bs = Tai+lay+3a; = j09 + gaz (12a) Thi
By = 2T a1 + 2x9 as + 272 Az = are X + arsy + ars (16¢) PI
Bs = la;— (220 — 1) a3 = —azaX —a(v2— 1) §+axa2 (16¢) Pl
By = — (229 — 1) as +1ay = —a(ze— %) X+ azs§ —axs2 (16¢) PI
Bio = — (222 — 3) a1+ 2 & = argX —axy§ —a (2 — 3) 2 (16c) P
Bii = (2eo+3)ar+ (2e2+3)ax+ = a(z2+7) X+a(a+i)y+a(+i)z  (16c) P
(21‘2 + %) as
B2 = $a; — 215 a3 = —a(r2+ %) K—a(z2—§) 9+ (16c) PI
a (:U2 + %) z
Biz = —2za; + 5 ap = a(z2+3)%—a(z2+d)y—a(z2—13)2 (16¢) PI
By = —2xa; + 3 a3 = —a(wy—§) X+a(z2+3)y— (16¢) PI
a (ch + %) Z
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