B-Se (A;) Structure:
A mP32 14 8e-001

This structure previously used the label(s) A.mP32_14 _8e. Calls to these addresses will be redirected here.
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Prototype Se
AFLOW prototype label A _mP32_14_8e-001
Strukturbericht designation Ay
ICSD 24670
CCDC 1600685
Pearson symbol mP32
Space group number 14
Space group symbol P2y /c

AFLOW prototype command aflow --proto=A_mP32_14_8e-001
--params=a, b/a, c/a, 3,21, Y1, 21, T2, Y2, 22, T3, Y3, 23, T4, Y4, 24, T5, Y5, 25, T6, Y6, 26, U7,
Y7, 27,%8,Ys, 28
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e Donohue (1982) refers to this as the “monoclinic 5-Se structure”.

e Although this structure has the same AFLOW prototype label, A_-mP32_14_e, as a-monoclinic Se, the two structures are
distinct, and they are generated by the same symmetry operations with different sets of parameters (--params) specified
in their corresponding CIF files.

Simple Monoclinic primitive vectors

a; — ax
asg = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = T1a; + yas + 21 a3 = (ax1 +cz1co8B) X+ by1 § + ¢z 8in Sz (4e) Sel
B, = —z1a; + (y1 + %) as — = — (cwcl +c (21 — %) cos ﬁ) X+ (4e) Sel
(zl—%) as b(yl—l—%)y—c(zl—%)sinﬁi
B; = —ri1a; — Yy as — 21 a3 = —(ax1+czrcosf) X—by1§ —cz1sin Bz (4e) Sel
By = ma—(yi—3)at+(n+3)a; = (az1 +c (21 + 3) cos B) X — (4e) Se I
b(y1 — %) y—|—c(zl —|—%)sinﬁ2
B; = Toaj + ypas + 29 a3 = (axe + czocos B) X+ bya § + czosin S 2 (4e) Se 11
Bg = —Troag + (yg + %) as — = — (axg +ec (22 — %) cos 6) X+ (4e) Se I1
(22— 3) as b(ys+3)§—cl(za—3)sinBa
B, = —Tga; — yoag — 29 a3 = —(axg+czpcosf) X —bys § — czosin Bz (4e) Se II
BS = Toalg — (yg — %) as + (2’2 + %) as = (CLIQ +c (2’2 + %) COSﬂ) X — (46) Se II
b(yo—3) y+c(22+3)sinBz
By = r3a + yzas + 23 as = (axs + czzcos B) X+ bys§ + cz3sin Sz (4e) Se III
Bio = —x3a; + (y3 + %) as — = — (axg +ec (2:3 — %) cos 6) X+ (4e) Se I1I
(23—%) as b(yg-f—%)y—C(Zg—%)Sinﬁi
B, = —r3za; — ysas — 23 a3 = —(axz+czzcosf) X —bysy — czzsin Bz (4e) Se IIT
B2 = x3a1— (y3 - %) ar+ (23 + %) ag = (axg +c (23 + %) cosﬁ) X — (4e) Se 111
b(ys—3) y+c(zs+3)sinB2z
Bis = Tgay +ysag + 24 ag = (axy + czqcosB) X+ bys§ + cz4sin 5z (4e) Se IV
By = —x4aq + (y4 + %) as — = — (ax4 +c (2:4 — %) cos B) X+ (4e) Se IV
(24—%) as b(gp;—l—%)jf—c(&;—%)sinﬁi
B15 = —TgaAl —Yga — 24a3 = — (CLSC4 —+ CZz4 COS 5) }A( — by4 y — CZ4 sinﬂﬁ (46) Se IV
Big = z4a;— (y4 - %) as+ (z4 + %) a3 = (ax4 +c (z4 + %) cosﬁ) X — (4e) Se IV
b(ya— %) §+c(za+3)sinBz
By = Tsa; + ysas + 25 as = (axs + czscos B) X+ bys§ + cz5sin 5z (4e) Se V
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