PuyCs (D5,.) Structure:
A3B2 ¢I40 220 d _¢-001

This structure originally had the label A3B2_cI40_220_d_c. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/M1ZX

https://aflow.org/p/A3B2_c140-220_d_c-001

Prototype CsPus

AFLOW prototype label A3B2_¢I40.220_d_c-001
Strukturbericht designation D5,

ICSD 16511

Pearson symbol cl40

Space group number 220

Space group symbol I43d

AFLOW prototype command aflow --proto=A3B2_cI40_220_d_c-001
--params=a, T1, Ty

Other compounds with this structure
AmyC3, CexC3, Dy2Cs, HooCs, Hf;Cs, LayCs, NdoCs, NpaCs, PraCs, PuaCs, SmyCs, ThyCs, UCs, Y2Cs, Csp03, RuyErs,
RbgOg, Ru2Y3

e We use the data for 24°Pu.


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/M1ZX
https://aflow.org/p/A3B2_cI40_220_d_c-001

Body-centered Cubic primitive vectors

a; = —%afc—i— %a y + %ai
az = jaX—jay+3az
a3 = gaX+gay—jaz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 2x1 a1 + 2x1 as + 221 ag = ar1X+ar1y +axy z (16¢) Pul
B, = %al — (2a:1 — %) as = —axlfc—a(xl — %) v+ axi Z (16¢) Pul
B; = - (2x1 - %) as + %3.3 = —a (a:l — %) X+axr1y—ariz (16¢) Pul
B, = —(2x1 — %) a; —l—%aQ = axli—axly—a(xl — %) Z (16¢) Pul
By = (2:51—1—%) al+(2x1+%) a+ = a(ml—&—%) )A(—l—a(,m—i—i)y—&—a(xl—i—%)i (16¢) Pul
(221 4 3) a3
Bs = l1a; — 2145 = —a(x14+5)X—a(z1—§) y+ (16¢) Pul
a (331 + %) Z
B, = —2z1 a1 + 5 ap = a(m+3)%—a(m+3)y—al(z—1 (16¢) Pul
Bsg = —2x1 ag + %ag = —a (ml - i) X+a (xl + i) y— (16¢) Pul
a (xl + %) z
By = 1a1+ (z2+ 1) az + a2 a3 = ara X+ jaz (24d) CI
B = %alf(@ — %) 327(172 - %) az = faxngr%aer%ai (24d) CI
By = Toa; + iag + (1'2 + %) as = iafc +arsy (24d) CI
By = —(xg—%) al—&—%ag— = %a&—axgy—i—%ai (24d) CI
(w2 — 1) a3
Bz = (a:2—|— i) a; +xpay + ia3 = iay—l-axgi (24d) Cl
By = — (:L'Q - %) alsf (1’2 - %) a+ = %af{ + %ay —axo 7 (24d) CI
133
Bis = (3?2-‘1-%) al—l—%ag—i—(xg—i—%) ag = %ai—i—a(xg—l—%)y—i—%ai (24d) CI
Big = —(xg—%) a1+ia2—x2a3 = —iaf{—a(xg—Z)y—l—%ai (24d) Cl
Biz = Z2aj+(z2+3)ar+(za+3)a; = a(z2+ %) X+ 3a9+ taz (24d) CI
Bis = ial—xgag—(mz—%) as = —a(;vg—i) )”(—&—%ay—iai (24d) CI
By = (372—‘1-%) al—l—(xg—i—%) ag—&—%ag = %aic—i—iay—i—a(xg—i—i)i (24d) CI
By = —szal—(ﬂjQ—%) ag—i—ia;; = %ai—iay—a(arg—i) 2 (24d) Cl
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