a-HBO; (orthorhombic) Structure:
ABC2_0P48 62 _3c_3c_6¢-001
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Prototype BHO-
AFLOW prototype label ABC2_0P48_62_3c_3c_6¢-001
ICSD 16545
CCDC 1597109
Pearson symbol oP48
Space group number 62
Space group symbol Pnma

AFLOW prototype command aflow --proto=ABC2_oP48_62_3c_3c_6c-001
—~params=a, b/a7 C/a7 T1,21,T2,22,X3,23,T4,24,T5,25,L6,26,L7,27,L8, 28, L9, 29, T10,
2105 T115 2115 L125 212

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

— orthorhombic a-HBOg, also known as HBO; I (this structure),
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— monoclinic S-HBOs, also known as HBOs II, and
— cubic v-HBOy, also known as HBO, III.
e The structures are named in order of stability, although all can exist at room temperature.

o (Peters, 1980) give the structure of a-HBOs in the Pbnm setting of space group #62. We used FINDSYM to transform
this to the standard Pnma setting.

Simple Orthorhombic primitive vectors

a2
%Bal
a; = aXx m
az = cZ ‘
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = xlal—i—iag—i—zlag = axli—i—%by—i—czli (4¢) B1
B, = —(371—%)31—‘1-%32—‘1- = —a(:cl—%)fc—i—%by—i—c(zl—i-%)i (4c) B1
(z1 + %) ag
B; = —x1a; + %ag — z1 a3 = —ar1 X+ %by —c2 2 (4¢) BI
B, = (%14’%)314’%&27(217%)213 = a(azlJr%)f(Jr%byfc(zlf%)i (4c) B1
By = "E2a1+ia2+2233 = axgi—i—%by—i—czgi (4¢) B II
Bg = —(.’172—%) al—&—%ag—&— = —a(xg—%)fc—i—%by—l—c(zg—i-%)i (4c) B1I
(22 +3) as
B, = —Toaj + %ag — 29 a3 = —aro X + %by —cCc2 2 (4¢) BII
Bsg = (12+%)a1+ia2—(22—%)a3 = a(acg—i-%)i—i—iby—c(@—%)i (4¢) B II
By = r3ag + iag + z3as = axs X + %by + cz3 2 (4c) B III
Bio = —(v3—3) a1+ 2ax + = —a(zs—3) X+ 30y +c(2+3) 2 (4c) B III
(23 + 3) as
B = —x3a; + %ag — 23 a3 = —axr3X + %by —cz3Z (4¢) B III
B = ((Eg-’-%) al+i32—(23—%) az = a(xg—i—%))‘(—i—iby—c(%—%)i (4¢) B III
Bz = m4al+iag+z4a3 = ax45(+iby+cz4i (4c) HI
By = —(za—3) a4+ 2ay + = —a(vs—3) X+ 209 +c(au+3) 2 (4c) HI
(21 +3) as
Bis = —z4a1+ 3a; — 2483 = —azs X+ 30§ — cz4 2 (4c) HI
Big = ((E4+%)al+ia2—(24—%)33 = a(m—l—%)i—i—%by—c(a—%)i (4¢) HI
By = T5ay + 5 as + 25 a3 = ars X+ 1by +c252 (4c) HII
Bis = — (w5 —3)ar+3ar+ = —a(zs— 1) X+ 30y +c(z+3) 2 (4c) H II
(z5+3) a3
By = —x5a; + %32 — 25 as = —axs X + %by —cz5 7 (4¢) HII
By = (1‘5+%)a1+ia2—(2 —%)213 = a(xg,—l—%)i—i—%by—c(zg,—%)i (4c) HII
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B21 = z6a1+ia2+26a3 = axﬁchr%bercz 2 (4C) HIII

6
Bo: = —(z6—3) a1+ 3as+ = —a(zg— ) X+ 3b9+c(z+13)2 (4c) H III
(26 + 3) a3
Bos = —Tgay + %ag — zgas = —argX + %by — 262 (4c) H III
Byy = (v6+3)ar+iar—(z—3)a; = a(vs+3) X+ 109 —c(26 — 3) 2 (4c) H III
B25 = x7a1+ia2+27a3 = aI7)’i+iby+CZ72 (4C) Ol
Bos = —(zr—3) ar+3a+ = —a(zr—3) x4+ 3by+c(zr+3) 2 (4c) Ol
(2’7 + %) as
By = —xr7a] + %ag — z7 as = —ax7 X + %by —Cz7Z (40) Ol1
st = (x7+%)a1+ia2—(z7—%)a3 = a(x7—|—%)5<—|—ib§f—c(Z7—%)Z (4(3) Ol
Boy = x8a1+%a2+28a3 = ang(Jr%berczE;Z (4c) OlII
B3 = —(zs—3) ar+3as+ = —a(zs—3) X+ 3by+c(zs+3)2 (4c) o1l
(Zg + %) as
B3, = —rga] + %ag — zg as = —axg X + %by — C28 7% (40) O1II
Bs, = (1:8—|—%) a1—|—ia2—(z8—%) az = a(x8+%)&+%by—c(28—%)2 (4¢) O1II
Bss; = Tgaj + iag + zg ag = axgX + iby + cz9 Z (4¢) O III
B3y = —(zg—3) a1+ 3as+ = —a(zg—3) X+ 3by+c(z0+3) 2 (4c) O III
ot D)
B35 = —ZTgaj + %ag — Zg as = —Cm}gf( + %by — CZg9 Z (4(}) O III
Bsg = (zo+3)aititar—(xn—13%)a = a(zo+3) X+3b9—c(20—13) 2 (4c) O III
B37 = Tipa] + iaz + Z10 a3 = al’loi + %by + cz19 Z (4(3) o1V
B3s = —(xm—%) al—i—%ag—i— = —a (.’L‘lo—%) 5(-1—%()5’4—0(210-{-%) Z (4C) o1V
1
(210 + 3) as
B3y = —Zi0a1 + %32 — Z10a3 = —aroX + %by —c2102 (4c) 01V
B40 = (113104*%) a1+ia2— = a(lElo+%) X+%byfc(2107%) Z (4(3) (ONAY
(210 - %) as
By = z11a; + Tas + 211 a3 = ary1 X+ 10§ + 2112 (4c) ov
By = —(z11—3) a1+ 3ax + = —a(wy1—3) X+ 3by+c(z11+3) 2 (4c) oV
1
(2114 3) as
B43 = —T11 Ay —+ %ag — Z11 A3 = —alil 5( =+ %by — CZ11 2 (4C) O V
B44 = (1'114-%) al+i82— = a(xu—i—%)f(—l—iby—c(zu—%)i (40) OV
(211 = 3) as
By = Ti2a + iaz + 21243 = aris X + %by + cz12Z (46) O VI
B46 = —(3312—%) al—l—%ag—i— = —a (],‘12—%) &+%by+c(z12+%) Z (4(3) O VI
(212 + 3) a3
B47 = —T12 Ay —+ %ag — Z12 QA3 = 7(11’12}2 -+ %by — CZ12 2 (4(?) O VI
Bss = ($12+%) a1+ia2— = a($12+%) >‘<+iby—c(z12—%) Z (4c) O VI

(z12— 1) a3
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