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aflow —--proto=A2BC4_oP56_56_2e_e_4e-001
~-params=a, b/a7 C/CL, T1,Y1,21,%2,Y2,22,L3,Y3, 23, T4, Y4, 24, L5, Y5, 25, L6, Y6, 26, L7,

Y7, 27

e This structure has the same orthorhombic lattice constants as the CaB2Oy II structure identified in (Marezio, 1969ab),
however they state that the structure is stable between 1.2 and 1.5 GPa, while this mineral was obtained “From drillcore
into a contact metasomatized limestone near a quartz diorite intrusion associated with a copper deposit in skarn.”

(Downs, 2003).

e CaB,0y exists in at least four phase (Marezio, 1969ab):

— The ground state, stable below 1.2 GPa, Strukturbericht E32
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— Orthorhombic high pressure structure, presumably this calciborite structure

— |Orthorhombic high pressure structure, stable between 1.5 and 2.5 GPa

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

Simple Orthorhombic primitive vectors

a2

a; = aX
az = by
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + Y1 as + 21 as = ar1 X+ by y + ¢z Z (8e) B1
B, = —(1‘1—%)81—(?41—%)32—}— = —a(xl—%)fc—b(yl—%)y—&—czli (86) BI
Z1 a3
B = f:cla1+(y1+%) as — = fax1i+b(y1+%)yfc(zlf%)2 (8e) BI
(21— 3) as
By, = (acl—l—%) al—ylag—(zl—%) ag = a(ml—&—%)f{—byly—c(zl—%)i (8e) BI
B5 = —Xi1a] —Yjaz —z1Aas = —axiy X — byl y — C21 Z (86) BI
Bg = (1‘14—%) a1+(y1+%) ax—zias = a($1+%)i+b(y1+%)$f—czli (8e) B1
B, = xlal—(yl—%) a2+(zl—|—%) az = axlfc—b(yl—%)y—l—c(zl—i—%)i (8e) BI
Bg = —(xl—%)aq—i—ylag—i— = —a(xl—%)f(—i—byly—l—c(zl—l—%)i (8e) BI
(21 + %) as
By = Toaj +Ysas + z2as = aro X + byg Y +czoZ (86) B II
BlO = 7(1‘27%) al—(ygf%) as + = *Q(Iz*%)i*b(ygfé)y+0222 (86) B1I
Z2 as
By, = —wga; + (y2+ 3) az — = —axyX+b(y2+3) y—c(2—3) 2 (8e) BII
(- 3) o
B = (l‘g—F%) al—ygag—(zg—%) as = &(l‘g—‘r%)f\(—bygy—c(,ﬁ—%) Z (86) B II
B13 = —ZXoay —Y2a2 — 22a3 = —axy X — byg 5’ — CZ9 Z (86) B 1I
By = (a:2+%) a1+(y2+%) ag—zpag3 = a(m—%—%))‘(—kb(yg—k%)y—c&i (8e) B II
Bis $231—<y2—%) ag+(22+%> ag = angc—b(yg—%)y—l—c(zg—i—%)i (8e) BII
B16 = —(Z‘g—%) a1+y2a2+ = —CL(.’EQ—%))’\(—F[)QQ}A’—FC(Z’Q—F%)Q (86) BII
Z2 + %) as
B = rza; +ysaz + zz3ag = arsX +bysy +cz32 (86) Cal
Bis = —(;v;;—%)al—(yg—%) as + = —a(ﬁg—%)}‘(—b(y —%)51—5—0232 (8e) Cal
Z3 as
Bis = —zza; + (y3+3) a2 — = —arsX+b(ys+3) y—c(zs—3) 2 (8e) Cal
(2 3) s
By = ($3+%) a17y3a27(23f%) az = a(x3+%))‘<7by3§/70(23f%) Z (8e) Cal
By = —r3za; —yzas — z3as = —ax3X —bysy —cz32 (8e) Cal
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Bss = (z7+%)a1+(y7+%)a2727a3 = a(x7+%))‘c+b(y7+%)y76272 (8e) o1V

Bss = wzrai—(yr—31) ax+(zr+3) a3 = arrX—b(yr—3) §+c(er+1) 2 (8e) o1V
Bsg = —(,@7—%) a; +yrag + = —a(x7—%)5(—|—by7y+c(27+%)i (8e) o1V
(27 + %) as
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