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Prototype PPdg

AFLOW prototype label AB6_mP28_14_e_6e-001
ICSD 26898

CCDC 1602270

Pearson symbol mP28

Space group number 14

Space group symbol P2, /c

AFLOW prototype command  aflow --proto=AB6_mP28_14_e_6e-001
—~params=a, b/a7 C/a7 ﬁv T1,Y1,21,%2,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6,26, L7,
Y7, 27

e Earlier work by (Andersson, 1974) (ICSD 15048) put this structure in space group C2/c #15.
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Simple Monoclinic primitive vectors
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Lattice
coordinates
ria; +yiaz + 2z1as
—xia; + (y1 + %) az —
(21— 3) as
—Zi1a; —Yia2 —z14a3

m1a1—(y1 - %) az+(21 + %) ag

Toay + Yo az + 22a3

—zga; + (y2+ 3) az —
(2 —3) &

—T2a; —Yzaz —z24a3

x2a1—(y2 - %) a2—|—(22 + %) as

Tzay +Yyzag + 23a3
—zzai + (y3+%) az —
Zg—%) as

—T3a; —Ysaz —z3zas

Isal—(y3 - %) a2+(23 + %) az

T4ay +Ysaz + 2423
—zga;+ (ya+ 3) az —
24—%) as

—T4a1 —Yqa2 — 24a3

17431—(314 - %) az+(2’4+ %) as

Tsar + ysaz + 25 as
—zsa; + (y5 + 3) az —
(5~ 1) 2

—Tsa1 —Ysaz — 2Z5a3

95531*(315 - %) 32+(25+ %) ag

Cartesian
coordinates

(axy +czicosB) X+ by1 §+cz1sinfz
7(ax1+0(21 f%)cosﬂ) X+
b(ler%) yfc(zlf%)sinﬂﬁ

—(az1 +cz1c080) X —by1§ —cz1sin Bz
(az1 + ¢ (21 + 3) cos B) % —
b(yl—%) y—l—c(zl—l—%)sinﬁi

(axe + czoco8 B) X+ bya § + czo8in B2
— (azg 4 ¢ (22 — 3) cos B) X+
b(ngr%) yfc(ZQf%)sinBZ

—(azg 4+ czocosB) X —bya § — czosin Bz
(ax2+c(22 + %) cosﬁ) X —
b(y2—3) ¥ +e(n+3)sinfz

(axs + czzcos B) X+ bys § + cz3sin S 2
—(a,il'g-f—C(Zg—%)COSﬁ) X+
b(ys+3) 9 —c(zs—3)sinBz

— (ax3 + czgcosB) X —bys § — cz3sin S 2
(ax3 +c (23 + 3) cos B) % —
b(yg—%) y+c(z3+%)sinﬁ2

(axg + czgcos8B) X+ bys § + czasin Sz
—(au—l—c(z;;—%)cosﬁ) X+
b(ya+3)y—c(za—3)sinBz

—(axg + czgco8B) X —bys § — cz4sin Bz
(azs +c (24 + 5) cos B) X —
b(ys—3) y+c(2a+3)sinBz

(axs + cz5co8B8) X+ bys § + cz5sin Sz
—(am—l—c(%—%)cosﬁ) X+
b(ys—i—%) &—c(%—%)sinﬁi

—(axs + cz5cosB) X —bys § — cz5sin B Z
(a:z:5+c(25+%) cosﬁ) X —
b(ysf%) y+c(25+%)sin62

Wyckoff
position
(4e)
(de)

Atom
type
PI
PI

PI
PI

PdlI
Pd1

Pd1
Pd1I

Pd II
Pd II

Pd II
Pd II

Pd III
Pd III

Pd III
Pd III

Pd IV
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B21 = Tgal + Ye A2 + zg a3 = (CLIG + czg COS B) X+ by6 5’ + czg Sinﬂ Z (46) PdV

By = —zgag + (y6 + %) as — = — (amﬁ +c (26 — %) cos ﬁ) X+ (4e) PdV
(26 — %) a3 b(ys+3) ¥ —c(z—3)sinB2

By = —Tgay — Ygas — 2 A3 = —(axg+czgcosf) X —bys§ — czesin B2 (4e) PdV

Boy = zga;— (y — %) as+ (ZG + %) ag = (aa:s +c (26 + %) cos,B) X — (4e) PdV
b(y6— %) y+c(z6+%)sinﬁ2

Bos = T7a; + yras + 27 a3 = (ax7 + czrcos B) X+ byr § + czrsin Sz (4e) Pd VI

Bog = —z7a; + (y7 + %) ag — = — (cwc7 +c (27 — %) cos ﬁ) X+ (4e) Pd VI
(27— %) a3 b(yr+3)y—c(zr—3)sinBz

Byr = —x7a; —yras — z7as = —(ax7+czrcosf) X —by; § — czrsin Bz (de) Pd VI

Bas = wzrai—(yr— 1) as+(zr+3)as = (axr +c (27 + 3) cos B) X — (4e) Pd VI

b(yr—3) §+c(zr+3)sinfz
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