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Prototype BHO,

AFLOW prototype label ABC2_cP96_218.1_.i_2i-001
ICSD 34639

Pearson symbol cP96

Space group number 218

Space group symbol P43n

AFLOW prototype command aflow --proto=ABC2_cP96_218_i_i_2i-001

—-params=a, T1, Y1, 21, L2, Y2, 22, L3, Y3, 23, T4, Y4, 24

e Metaboric acid, HBOs, is found in three forms (Kracke, 1938):

— lorthorhombic a-HBO»), also known as HBOs 1,
— monoclinic 5-HBO4, also known as HBOs II, and
— |cubic v-HBOg, also known as HBOg IIT (this structure).

e The structures are named in order of stability, although all can exist at room temperature.
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Simple Cubic primitive vectors

a; = ax
as = ay
ag = az
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yias + 21 a3 = ar1 X+ a1y +az 2 (24i) B1
B, = —x1a; — Yy as + 21 a3 = —ar1X—aypy+aznz (24i) B1
B = —ria; +yias — z1as3 = —ar1X+aypny—axnz (24i) BI1
B4 = riay —Yyiraz —zpas = CL.fIIl)A(— ayljf —azli (241) Bl
By = z1a; +x1as + y1 as = az1X+ar1y+ay 2 (24i) B1
Bg = z1a; —T1az — Yy as = a1 X—ar1y —ay 2 (24i) BI
B; = —z1a1 —T1az +yias = —anX—ar1y+ay z (241) B1
Bg = —z1a; +x1a — Yy ag = —az1X+ar1y —ay 2 (241) BI
By = y1a] + 21 ag + x1 a3 = a1 X+any +ax 2 (24i) B1
Bio = —y1a1 + 212z — 71 a3 = —aypr1X+taxny—ariz (24i) B1
B11 = Yy1a1 —2zZrAz —Trpas = ayq X — azy y — ary Z (241) B1
B12 = —Yyiray —zZra +x1as = —ayr X — azy y + axq Z (241) Bl
Bz = (yl—i—%)al—i—(xl—l—%)ag—l— = a(y1+%))‘c—i—a(acl—i—%)y—i—a(zl—l—%)i (24i) B1
z1 + %) as
Buu = —(m-z)a-(m-z)at+ = -am-3)%x-alm-—3) J+ta(a+tz)z (24 B 1
1
(21 + §) as
By = (y1—|—§)a1— 1‘1—%)32— = a(yl—&—%)x—a(xl—%)y—a(zl—%)i (241) BI
(21— 3) a3
Bie = —-(y—-3Ha+(@m+3)a—- = —alyi—3) %+ta(zi+3)9y-a(zn—3)2 (24i) BI
(21— 3) as
Bir = (z1+3)ar+ (s1+ 1) ag+ = a(zi+3)%+a(znn+3)y+a(n+3)2 (24i) BI
(y1 + %) ag
Bis = — (.231 — %) a; + (2:1 + %) as — = —a (.131 — %) X+a (2’1 + %) y—a (yl — %) Z (241) B1
(y1 - %) ag
Blg = — (SCl — %) a; — (Zl — %) a9 =+ = —a (Il — %) X—a (Zl — %) era (yl + %) Z (241) B1
(yl + %) ag
By = (:vl—i—%)al—(zl—%)ag— = a(xl—i—%)x—a(zl—%)y—a(yl—%)i (24i) B1
(yl - %) ag
By =  (at3z)at(ntz)at = a(ntz)Xta(ty)ytalmtz)z (249 B 1
(o1 + 1)
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B52 = rzayp —Ysaz —z3as = ars X — ays y — az3 Z (241) Ol

B53 = zZza; +rzas + ysas = azs X+ ars 5’ + ays Z (241) (OB

Bss = zz3a; — T3as — Yz as = az3X —ar3y —aysz (24i) (0N

Bss = —z3a; — X3 Ay + Y3 as = —az3X —ar3y +aysz (24i) OI

Bse = —zzar +x3ax — Yz ag = —az3X +ar3y — ays 2 (241) Ol

Bsr = ysaj + z3as + r3as = aysX +az3y +axszz (24i) OlI

Bss = —yza) + zzax — r3a3 = —aysX+az3y —arzz (24i) Ol

Bso = Yy3a; — z3az — I3 a3 = aysX —az3§ —axrz 2 (244) OI

BGO = —ysa] — zz3as +r3as = —ays X — azs y + azxs Z (241) Ol

Be1 = (ys+3) a1+ (z5+3) ao + = a(ys+3)x+a(zs+i)y+a(zs+3)2 (24i) Ol
z3 + %) as

Be: = —(ys—3)ar—(zs—3)as+ = —a(ys—3) %—a(zs—3)J+a(zs+3)2 (24i) Ol

1

(23 + 5) as

Bgz = (y3—|—%)a1 (133—%)32— = a(yg—&—%))‘(—a(xg—%)y—a(z;),—%)i (241) Ol
(23— 3) as

Bea = —(ys—3ar+(zs+3)a— = —a(ys—3) %+a(zs+3)9-a(zs—13)2 (24i) Ol
(23— 3) as

Bes = ($3+%)a1+(23+%)32+ = a(x3+%)5c+a(23+%)y+a(y3+%)i (24i) OlI
(ys + %) ag

Bgg = -— (xg — %) a; + (z3 + %) a— = -—a (.133 — %) X+a (23 + %) y—a (y3 — %) Z (241) (0N
(vs — 3) as

Ber = —(zs5—3)ai—(s3—3)a+ = —a(zs—3)%—a(s—3)9+a(ys+3)2 (24i) Ol

1

(ys + 5) as

Bgs = ((E3+%)&1—(23—%)&2— = a(xg—i—%)fc—a(z?,—%)y—a(yg—%)i (24i) OI
(ys — 3) as

Bgo = (Z3+%)a1+(y3+%)az+ = a(z3+%)§<+a(y3+%)y+a(:v3+%)i (241) (O
(o + 1) 2

B70 = (23+%)a1—(y3—%)a2— = a(2’3+%)5‘(7a(y7%)5’7&(1737%)2 (241) OI
(z3—3) as

B = — (23 - %) a; + (yg + %) a; — = —a (213 — %) X+a (y3 + %) y—a (xg — %) Z (24i) (O
S

By, = — (z3 — %) a; — (y — %) a; + = —a (zs — %) X—a (y — %) y+a (xg + %) Z (24i) Ol
(w5 +3) as

B73 Tr4a) + Yq A2 + z4 a3 ary b'e + ayaq y “+ azy Z (241) O1II

By —x4a;] —Ygag + 24 a3 —axsX—aysy +azs (24i) O1II

Brs —zga; +ysas — 24 a3 —arysX+aysy —azs (24i) OII

B76 Tq4al —Ygaz — 24a3 axy X — ayq y — az4 Z (241) oIl

B77 zZqga1 +x4a2 + Yq A3 azy X + axy y + ayq Z (241) OlIl

Brs Zga] — T4 — Yy as azaX —axsy —ays 2 (24i) O1II

Brg —z4a] — 489 + yg a3 —azy X —axyy + ays Z (24i) Ol

Bso —Zz4a1 +Tga9 —Ygas —azyX+aryy —ays z (241) O1II

BSl Yq A1 + z4a2 + x4 a3 ayq X + azq 5’ + axy Z (241) OlII

Bso —ygay + z4a — T4 a3 —aysX+aza§ —axs (24i) O1II

Bss Ysa] — 2489 — T4 a3 aysX —azyy —ary (24i) OlII
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