CaByOy (IV) Structure:
A2BC4 cP&4 205 d_ac_2d-001

This structure originally had the label A2BC4_cP84_205_d_ac_2d. Calls to that address will be redirected here.
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Prototype B2CaOy4

AFLOW prototype label A2BC4_cP84_205_d_ac_2d-001
ICSD 23241

Pearson symbol cP84

Space group number 205

Space group symbol Pa3

AFLOW prototype command aflow --proto=A2BC4_cP84_205_d_ac_2d-001
—Tparams=a, T2, T3,Y3, 23, T4, Y4, 24, L5, Y5, 25

e CaBy0, exists in at least four phase (Marezio, 1969):

— [The ground state, stable below 1.2 GPa, Strukturbericht E3
— Orthorhombic high pressure structure, stable between 1.2 and 1.5 GPa, presumably |Calciborite
— |Orthorhombic high pressure structure, stable between 1.5 and 2.5 GPa
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— Cubic high pressure structure, stable between 2.5 and 4.0 GPa (this structure)

Simple Cubic primitive vectors

a; = ax
az = ay
azg = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (4a) Cal
B, = %al +%33 = %afi—i— %ai (4a) Cal
B = lay+3as = lay+taz (4a) Cal
B, = %al +%a2 = %ai+%cﬁ (4a) Cal
B; = Toay + Toas + a0 as = axo X+ axrey + axs (8c) Ca Il
Bs = —(z2—3) a1 —xpay + = —a(wy— %)X —arsy+a(za+3)2 (8¢) Ca Il
(02 + 1) a0
B, = —zoar + (22 + 1) as — = —azsX+a(za+3)y—a(za—13)2 (8c) Call
(w2 = 3) a3
Bsg = (xg—l-%) al—(acg— %) ar—rgaz = a(mg—k%) i{—a(xg—%) V—axroZ (8c) Ca Il
By = —Zoa] — Topag — To a3 = —azraX —axey — axg Z (8c) Ca II
Bio = (33‘2 + %) a;+xgas— (xg — %) ag = a (xg + %) X+arsy —a (x2 — %) Z (8¢) Call
Bii = zeai—(z2— 1) art+(za+3)as = avsk—a(ze—3) y+a(va+1)2 (8c) Call
Biz = —(m2-3)a+(z2+3)at+ = —a(z— ) X+a(za+i)y+arz (8¢) Ca Il
T2 as
Bz = T3ay + yzas + 23 as = ars3X +aysy +az3z (24d) B1I
Bis = *(Ig*%) a; —ysas + = —a(asgf%)f(—aygera(z;ng%)i (24d) B1I
(z3+3) a3
By = —x3a; + (yg—i—%) as — = —amg)‘(—i—a(yg—i—%) y—a(23— %) Z (24d) B1I
(23— 3) as
Big = (l‘g—‘r%) al—(y —%) as—zzag = a(xg—&—%))?:—a(y —%)y—azgi (24d) B1
Bir = z3a; + xr3az + Y3 as = az3X +ar3y + ays z (24d) B1
Bis = (m+3)a—(v3—1)a—ysa3 = a(zs+3)x—a(zs—3)y—ays2 (24d) B1
Big = —(23—%) a; — r3ag + = —a(zg—%)i—amgy—i—a(yg—l—%)i (24d) B1
(ys+3) as
Boy = —zza; + (J?g—f—%) a; — = —az;),ic—l—a(acg—i—%) y—a(yg— %) Z (24d) B1I
(93 —3) as
By, = ysai + z3as + T3 as = aysX +az3y +arsz (24d) B1
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