E35 (CaBy0Oy 1) Structure:
A2BC4 0P28_60_d_c_2d-001

This structure previously used the label(s) A2BC4_0P28_60_d_c_2d. Calls to these addresses will be redirected here.
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Prototype B2CaOy4

AFLOW prototype label A2BC4_0P28.60_d_c_2d-001
Strukturbericht designation E3s

ICSD 34641

CCDC 1607016

Pearson symbol oP28

Space group number 60

Space group symbol Pben

AFLOW prototype command aflow --proto=A2BC4_oP28_60_d_c_2d-001

--params=a, b/a,c/a,y1, T2, Y2, 22, T3, Y3, 23, T4, Y4, %4

Other compounds with this structure
EUBQO47 SI"B204

e CaBy0y, exists in at least four phase (Marezio, 1969):
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The ground state, stable below 1.2 GPa, Strukturbericht E32 (this structure)
— Orthorhombic high pressure structure, stable between 1.2 and 1.5 GPa, presumably Calciborite
— |Orthorhombic high pressure structurel, stable between 1.5 and 2.5 GPa

— Cubic high pressure structure,, stable between 2.5 and 4.0 GPa

e (Marezio, 1963) gives the crystal structure in the Pnca setting of space group #60. We have used FINDSYM to
transform this to the standard Pbcn setting.

e [CaB50y4 I and |a-LizPOy4 have the same AFLOW prototype label, A2BC4_0P28_60_d_c_2d. They are generated by the
same symmetry operations with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

;al

a; = aX

az = by

ag = cZ

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = y1az +  as = by g+ 3c2 (4c) Cal
B, = %a1—(y1—%) 32—|—%33 = %afc—b(yl—%)y—&—%ci (4c) Cal
Bs = —y1ag + %ag = —by ¥+ %ci (4c) Cal
B, = lai+ (1 +3) as+ 1a; = lax+b(y+3) §+1c2 (4c) Cal
By = Toay + Yo as + 29 a3 = axo X+ by ¥ + cz0 Z (8d) BI
Bo = —m-Ba-m-Dat = al-Drbl-Dyre@i)s GBI

(224 3) a3
B, = —xgal—l—ygag—(zg—%) as = —ax2i+by2y—c(z —%)2 (8d) BI
Bsg = (:v2+%) alf(y f%) ag—zpa3 = a(x2+%))‘cfb(ygf%)yf(3222 (8d) BI
By = —Iga; — Yz as — 22 as = —azoX —bysy — 202 (8d) B1
Bio = (mtdat(mida- = afnrd)xiblnidiocla-ba () BI

(2 1) g
Bi1 = x2a17y2a2+(22+%) as = azgﬁfby2y+c(22+%)2 (8d) BI
Biz = —(z2—3)ai+(p2+3)a+ = —a(zy— ) X+0b(y2+3) §+cxni (8d) BI

29 a3

Bz = T3a; +y3zas + 23 as = arzX + bysy + cz3Z (8d) OI1I
Buu = —(ca-Ha-(m-bat - -a(m-})x-blm-} grc(athz () Ol

(23 +3) as
Bis = —x3a; + ysas — (23 — %) as = —ax3X+bysy —c (23 — %) Z (8d) OlI
Big = (3?3-‘1-%) al—(yg—%) as—z3ag = a(ﬂcg—&—%)&—b(yg—%)y—cz;;i (8d) OI1
By = —rza; —ysas — z3ag = —ax3X —bysy —cz3Z (8d) OI
Bis = (mtp)at(psty)a- = alety)x+b(ps+y)y-clm-—3)2  (8d) Ol

z3 = 5) as
B = z3a; —ysas + (23 + 3) as = arsk —bys§+c(23+ 1) 2 (8d) Ol
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Bo = —(zs—ar+(p+i)at+ = —a(z3— ) X+0b(ys+3) §+cz2 (8d) OI

z3as
By = T4a1 + ygas + 24 a3 = axs X +bysy + cz4 (8d) O1II
By = —(mu—3)ari—(mu—3)a+ = —a(@s—3)%b(pu—3)+c(aut+sz)2 (8d) on
(24 + 3) a3
Bos = —x4a1 +ygag — (z4 — %) as = —argX+by,y—c (2'4 — %) Z (8d) O1II
Boy = (m—l—%) al—(y4—%) ag—z4a3 = a(x4+%))‘<—b(y4—%)y—0242 (8d) OII
Bos = —Tia; —ysas — 24 a3 = —ars X —bysy —c24Z (8d) O1II
Bas = (xa+3) a1+ (ya+3) az — = a(zs+3)%+b(ya+3)y—clza—3)2 (8d) on
24 — 5) as
Bor = Tgay —Yygas + (Z4+%) as = az4>“<fby4y+c(24+%) Z (8d) O1II
Bas = —(mu—3)ar+(ya+3)a+ = —a(zg— ) X+b(ya+3) §+cuz (8d) Ol
24 a3
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