Selenic Acid (HySeO3) Structure:
A2B4C oP28 19 2a 4a a-001
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C

Prototype H504Se

AFLOW prototype label A2B4C_oP28_.19_2a_4a_a-001
ICSD 38432

CCDC 1609077

Pearson symbol oP28

Space group number 19

Space group symbol P2,2:24

AFLOW prototype command aflow --proto=A2B4C_oP28_19_2a_4a_a-001
—~params=a, b/a7 C/av T1,Y1,%1,T2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 27

e Not to be confused with selenious acid, HySeOs5.

e Data taken at 10K by (Moodenbaugh, 1983), refining the structur found by (Bailey, 1951)..
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Simple Orthorhombic primitive vectors

azjlal
o = SIOEN
az = by .mo
ag = cz Vm
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yas + 21 a3 ar1 X+ by y + ¢z Z (4a) HI
B, = —(acl—%)al—ylag—i— —a(xl—%)f(—byly—l—c(zl—l—%)i (4a) HI
(21 + %) as
B = —$131+(y1+%) as — —axlfc—l—b(yl—l—%)y—c(zl—%)i (4a) HI
(1 —3) as
B, = (:z:1+%) alf(ylf%) as — 21 as a(x1+%)§cfb(ylf%)yfcz12 (4a) HI
B; = Toaj + ypas + 29 a3 are X + by ¥ + c22 Z (4a) HII
Bg = —(EBg—%) a; —ysas + —a(xg—%)f(—bygy—l—c(zz—i—%)i (4a) HII
(zg + %) ag
B = —zoa; + (y2 + 3) a2 — —azy X +b(y2+3)§—c(2—13) 2 (4a) HII
(22— 3) as
Bsg = (x2+%) alf(y f%) as — 29 as a(x2+%))‘cfb(y f%)yfc,zQZ (4a) HII
By = r3a; + y3as + 23 as arzX + bysy + c23 % (4a) (O]
Bio = — (23— 3) a1 —yzas + —a(r3—3) X—bysy +c(z+3) 2 (4a) Ol
(23 + 3) as
B = —z3ar + (ys + 3) az — —ar3X+b(ys+3) 9 —c(zs—3) 2 (4a) Ol
(23— 3) as
B = (xg—l—%) al—(yg—%) as—2z3as a(:r3+%))‘<—b(y3—%)y—0232 (4a) Ol1l
Bis Tgay +ysas + 24 ag arsX+bysy +cz4 Z (4a) O1II
B = —(a:4—%) a; —ygag + —a(x4—%)>2—by4y+c(z4—|—%)i (4a) oIl
(21 +3) as
By = —zia; + (y4+%) as — faac4§(+b(y4+%) y,c(&l, %) Z (4a) O1I1
(22— 3) as
Big = (m—l—%) al—(y4—%) ag — 24 a3 a(m4+%)i—b(y4—%)y—cz412 (4a) O1II
B~ Tsay + ysas + 25 as arsX +bysy + cz52 (4a) O III
Bis = —(m—%) a; —ysas + —a(3:5—%)>2—by5$f—|—c(z5+%) Z (4a) O III
(2 +3) as
By = —xsa; + (y5+%) as — —ax5i+b(y5+%) y—c(z — %) Z (4a) O III
(2 —3) as
By = (l‘s-i-%) al—(y5—%) as — 25 as a(xg)—&—%) &—b(y5—%) y—c257% (4a) O III
By, = Tgay + Y as + 2 as argX + bygy + czg Z (4a) o1V



B2 = — (26 — 3) a1 —ysaz + = —a(v6—5) K—bysy +c(26+3) 2 (4a) O1v

(204 1) g

Bas = —zgar + (yo + 3) a2 — = —azeX+b(ys+3) ¥ —c(—3) 2 (4a) 0LV
(26 — 3) as

Bos = (z6+3)a1i—(vo—3) az—26a3 = a(ze+3) X—bys—3) ¥ —cz2 (4a) o1V

Bys = T7a; + yras + z7ag = ar7 X+ by ¥ + cz7 Z (4a) Sel

By = *(1177*%) a; —yrag + = —a(g:7—%)§(fby7y+c(27+%)2 (4a) Se I
(27 +3) a3

By = —x7a; + (y7+%) as — = —ax75<—|-b(y7+%) 5/—0(27— %) Z (4a) Sel
(22 —3) as

Bos = (x7—|—%) al—(y —%) as—z7ag = a(w—&—%)fi—b(y —%)9—0272 (4a) Sel
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