SeO3 Structure:
A3B_tP32.114 3e_e-001

This structure originally had the label A3B_tP32_114 3e_e. Calls to that address will be redirected here.
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Prototype O3Se

AFLOW prototype label A3B_tP32_114_3e_e-001
ICSD none

Pearson symbol tP32

Space group number 114

Space group symbol P12.c

AFLOW prototype command aflow --proto=A3B_tP32_114_3e_e-001
—~params=a, C/aa T1,Y1,%21,T2,Y2,22,T3,Y3,23,T4,Y4, 24

Simple Tetragonal primitive vectors
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a2
al
a; = ax
az = (15’
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1ai +yias + 21 as = ax1X+ay1y+cxnz (8e) Ol
B, = —ria; —yYias+ z1as3 = —ari1X—aypny+cnz (86) Ol
B3 = Y11 —Traz —21as = a,ylfc—axly—czli (86‘) Ol
By = —yi1a1t+zi1az —z1a3 = —ay1X+ar1y —cxnz (8e) OI1I
B — —(n-Datmtda- - —aln-}xeamed)icla-Ha 6 01
(21— 3) as
Bg = (l‘1+%)31—(y1—%)32— = a(xl—l—%)fc—a(yl—%)Sf—c(zl—%)i (8e) Ol1I
(21— 3) as
B, = — (y1 — %) a; — (xl - %) as + = —qa (y1 - %) X—a (xl - %) y+c (z1 + %) Z (8e) Ol
(21+3) a3
Bgs = (yl—i—%)al—i—(xl—i—%)ag—l— = a(yl—&-%))‘(—l—a(xl—l—%)y—f—c(zl—i—%)i (8e) Ol
(1) a0
By = Toaj +Y2as + 22as = axoX + ays ¥ +czoZ (86) oIl
Bio = —Toa; — yoas + zp a3 = —aroX —aysy + cza 2 (8e) on
Bi1 = Yo a] — Tpa — 29 a3 = ays X — aroy — c29Z (8e) O1II
B = —Ygaj + Toay — 29 a3 = —ayo X +arey — 29 Z (8e) O1II
Bis = —(e2-3)ait(et+z)a— = —a(rz2-3)%ta(p+gz)y-cl2-3)2 (8 O II
(22— 3) as
B14 = ($2+%)31*(y27%)a27 = a(ngr%)f{—a(ygf%)yfc(ZQf%)i (86) O1II
(22— 3) a3
Bis = — (y2 — %) a; — (xg - %) a+ = -—a (yg — %) X—a (:vg — %) y+c (22 + %) Z (8e) O1II
(22+3) as
Big = (etz)ait(matz)at = a(p+tz)Xta(mty)yte(ntz)z (8 O1I
(22 + %) as
By = rzaj +ysas + z3as = arsX+aysy +cz3 (86) O III
Bis = —r3a; —yszas + z3as = —ax3X —ay3y +cz3z (8e) O III
By = Yysar — rzag — zzas = aysX —axr3y — cz32 (8e) O 111
By = —Yysa] +rzas — z3as = —aysX +ar3y —cz3Z (86) O III
Bai = —(zs—3)ai+(ys+3)a— = —a(zs—3)%t+a(ys+3)y—c(zs—13)2 (8e) O III
(23— 3) a3
By = (mg—l—%)al—(yg—%)ag— = a(acg—i—%))“(—a(yg—%)y—c(zg—%)i (8e) O III
(23— 3) a3



Bos = —(ys—3)ai—(w3—5)ac+ = —a(ys—3)%X—a(zz—3)J+c(m+3)2 (8e) O I

(s +3) a

Bas =  (ys+3)ai+(zs+i)a+ = a(ys+3)x+a(es+i)y+ce(sti)z (8e) O III
(s +3)

By = r4a) +yqas + 24 a3 = arsX+aysy + czq 2 (8e) Se I

By = —rg4a; —ysas + z4a3 = —axsX —ays§ + cz4 2 (8e) Se I

Bar = Yaa1 — Tga — 24 A3 = aysX —arsy —cz4 2 (8e) Sel

Bos = —ysa; +T480 — 243 = —ays X+ axs ¥ —czaZ (8e) Sel

By = —(mu—3Ha+(m+tda- = —a(@-3)%taa+i)y—c(za-3)2 (8e) Se I
(21— 3)

B = (B a-(n-Hm- - et dx-ali-Di-cli-Hz (9 Sel
(71— 3)

Bsi = —(mu—-3a—(u—3)a+ = —alpu—3) %—a(@i—3)y+c(au+i)z (8e) Se I
(24 +%)

Be = rharrher < e hrrarh s ) s
zZ4 + 35
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