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Prototype BHO,

AFLOW prototype label ABC2_0P48_62_3c¢_3c_6¢-001
ICSD 16545

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/a»c/ay5171,217I2722,$3723,I4,Z4,I5,25,5136,267I7,Z77$8728,509729,I10,
210, T11, 211, L12, Z12

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

— lorthorhombic a-HBOs, also known as HBOs I (this structure),
— monoclinic S-HBOy, also known as HBO, II, and
— |cubic 7-HBOs), also known as HBO, III.

e The structures are named in order of stability, although all can exist at room temperature.
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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
al
a3
a; = aX
az = by
az = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = a:lal—l—iag—i—zlag asclf(—i—%by—i—czli (4c) B1
B, = —(z1—3) a1+ 3as+ —a(z1— ) x+3b9+c(a+3) 2 (4c) B 1
(1 1) g
B; = —zia; + %ag — 21 a3 —ar1 X+ %by —cz1 2 (4c) B1
B, = (acl—i—%)al—i—iag—(zl—%)a;; a(xl—l—%))‘(—i—%by—c(zl—%)i (4¢) B1
By = J:gal—l—iag—i—zgag a:r:zfc—i—%by—kczgi (4c) B1I
Bsg = — (w2 —3) ar+3ar+ —a(z— ) %X+ 3by+c(zn+3)2 (4c) B 1I
(22+3) a3
B, = —T9a; + %32 — 29 a3 —azre X+ %by — 292 (4c) B II
Bsg = (xg—i—%)al—l—iag—(zQ—%)a;; a(xg—l—%)i—i—%by—c(zg—%)i (4c) B II
By = r3a + iag + z3 a3 arsX + iby +cz23% (40) B III
BlO = (1'3 — *) aj + ag + —a (Ig — %) 5(—|— %by +c (23 + %) Z (4(}) B III
(23 +3) as
B.1 = —z3a; + %32 — 23 a3 —ax3 X+ %by —cz37Z (4c) B III
B2 (ajg—i—%)al—i—iaz—(z —%)ag a(wg—l—%)i—i—%by—c(z —%)i (4c) B III
B13 = 3}‘4&1%—%&24—24&3 am&—kib}”f—!—cmi (4(}) HI
B14 = 7(1’47%) a1+%a2+ 7@(5847%)5(4’%()?4’6(2’44’%)2 (4C) HI
(24 +3) as
By = —z4a; + %3.2 — z4a3 —azra X+ %by —Cc24 2 (4c) HI
Big (m—i—%)al—l—iag—(@;—%)ag CL(.T4+%)5(+%I)S’—C(Z4—%)2 (40) HI
By = T ap +la2+35a3 ax55<+ib§f+c,Z5Z (4¢) HII
Bis = (x577) a; + 3 3 ay + fa(:c5f%)>“<+%by+c(z5+%) Z (4c) HII
(s ) as
Big = —z5a;1 4+ 3a; — 2543 —azs X+ 3b§ — cz5 2 (4c) HII
By = (1‘54—%) al—l—iag—(zg—%) as a(%—l—%)fc—l—iby—c(%—%)i (40) HII
By = Tegai + iaz + zg a3 argX + iby + cz5 Z (4¢) H III
By, = —(:rg—%) a1+%a2+ —a(xg,—%)f(—i—%by—i—c(zﬁ—f—%)i (4c) H III
1
(2’6 + 5) as
Bz = —zgag + %ag — 2g a3 —axgX + %by —cz6 Z (4c) H III



B24 = (1‘64’%) a1+ia2—(z6—%) as = a<x6+%)§<+%by—c(zf;f%)2 (4C) H III
Bos = x7a1—|—ia2+27a3 = axwi—i—iby—i—cai (4c) (OB
By = —(zr—3) ar+3a+ = —a(zr—3) X+ 3by+c(zr+3) 2 (4c) OI1I
(o) a
By = —z7a; + %ag — z7as = —azr7 X + %by —car Z (4¢) Ol
st = (I7+%)&1+%&27<Z77%)33 = a<$7+%))’i+iby76(277%)2 (4C) Ol1
Boy = xgal—i—iag—i—zgag = axgi—i—%by—i—cz;gi (4¢) O1II
Bso = —(zs—3) a1+ 3as+ = —a(zs—3) X+ 3by+c(zs+3)2 (4c) on
(s +3) as
Bs;, = —xgaj + %ag — 2gas = —axrg X + %by —cz8Z (4¢) OlII
B3>, = (:ﬂng%) a1+%a27(287%) ag = a(acng%)f(Jr%byfc(zsf%)i (4c) OlII
Bss = Tgajy + iag + 29 as = argX + %by + c29 Z (4c) O III
B3y, = —(xg—%) al—&—%ag—&— = —a(xg—%)fc—i-%by—l—c(zg—i-%)i (40) O III
(o 1) a
B35 = —Xg ajy —+ %ag — Zg as = —al‘gfi —+ %by — CZg Z (4(3) O III
B3 = (:vg—l—%) a1+ia2—(29—%) ag = a(xg—i—%)f(—i—iby—c(z&;—%)i (4¢) O III
Bsr = Tipa] + iag + 210 as = arioX + %by + cz10Z (4(?) o1V
B3s = —(1‘10—%) al—i—%ag—i— = —a ($10—%) 5(4—%()5’4—6(2104—%) Z (40) o1V
1
(2104 3) as
B3y = —zipa; + 2as — zip a3 = —az10X+ by — cz10% (4c) O1v
B40 = (1’10-’-%) a1+ia2— = a(xlo—f—%) )Ac—l—%by—c(zw—%) Z (4(3) o1V
(210 —3)as
By = r11a; + iag + 211 a3 = ari1 X + iby +c2112 (40) oV
B42 = —(1‘11—%) 3.1+%3.2+ = —a(acn—%))‘<+%b§f+c(zu+%)2 (4(3) oV
(s11+3) a3
B43 = —T11 a1+%a2—211 as = 7(11’115(4’%[)5’762112 (4(3) O V
By = (xu—l—%) al—i—%ag— = a(xu—l—%)f{—i—%by—c(zn—%)i (4c) oV
(211 — 1) a3
By = Ti2a] + %32 + 212 a3 = aris X + iby + cz12Z (40) O VI
B46 = 7(I127%) a1+%a2+ = —a (1‘127%) A+%by+c(2’12+%) Z (4C) O VI
1
(212 + 3) a3
Bsr = —rpa; + 3 ay — z1p a3 = —azp R+ 30§ — 2122 (4c) O VI
Byus = (.’L‘lg-‘r%) a1+ia2— = a($12+%) 5(+%b§f—c(z12—%) Z (46) O VI

(12— 1) a3
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