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Prototype H3LiOsPZn

AFLOW prototype label A2BC5DE_0P40.33_2a_a_5a_a_a-001
ICSD 79351

Pearson symbol oP40

Space group number 33

Space group symbol Pna2,

AFLOW prototype command  aflow --proto=A2BC5DE_oP40_33_2a_a_ba_a_a-001
—~params=a, b/a‘7 C/Cl, T1,Y1,%21,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6, 26, L7,
Yr, 27,28, Y8, 28,29, Y9, 29, 10, Y10, 210

Simple Orthorhombic primitive vectors

a; = ax
ag = by
ag = cz
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Basis vectors
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B; =
Bs =
B =

By =
Bio =
B =
Bi2 =

Bis =
By =
Bis =
Bis =

Bz =
Bis =
By =
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B2y =
B2 =
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B2s =
B2 =
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B3 =
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Lattice
coordinates

Trar +yraz+zias
—z1a; —yraz+ (21 + 3) a3
(z1+3) a1— (11 — 3) az+z a3
_(:m—ézza:_-i-lgy;—i—;) ap +

1+3) a3

Toai + Ygaz +22a3
—zga; —ypaz + (22 + 3) a3
(z2+3) a1—(y2 — 3) az+2 a3
_(asg—;zzal—:rlgy;—#é) ap +

2+ 3) a3

r3ap +Yyszaz + z3as
—z3a; —ysaz + (23 + 3) a3
(23 +3) a1 —(y3 — 3) az+zs3 a3
—(m3—§22a1+1§yz+§) ap +

3+3) as

T4a; +ysaz + 2423
—zga; —ysaz+ (21 + 3) a3
(za+3) a1—(ya — 3) az+zi a3
_(x4—§2a1+1§y4+§)a2+

Z4 +35) as

Tsai +ysaz + 25 as
—z5a; —ysaz + (25 + 3) a3
(1‘5 + %) al—(ys - %) az+ 25 as
—(m5—§2a1+1§y5+%)a2+

z5 +5) as

Zeal + Ye az + 26 a3
—zear —ysaz + (26 + 3) a3
(26 +3) a1— (6 — 3) az+zs a3
—($6—§281+1§y6+§)32+

z6 +5) a3

ZTray +yrag + zrag
—zra; —yrag+ (27 + 3) a
(rr-+ 4) an—(or — 4) anorag
(z7;2a1+1§y7+%)a2+

zr+35) as

Tgay + Ygaz + zg as
—Zgay —ygaz + (Zs—i— %) az
(zs + 3) ar— (ys — 3) as+zs as
(x8%231++1§y8+%)32+

28+ 3) a3

Cartesian
coordinates

ar1X+by y + cz1
faazlfcfbylquc(zlJr%) Z
a(:rl—k%) )‘(—b(yl—%) Y+cenz
Calo—3) &b+ d) (st 1) 2

axs X+ by ¥ + c20 Z
7&1’25{*l)y2y+6(22+%) Z
a(mg—&-%) f{—b(yg—%) y+cani
—a (w2 = 3) X+b (g2 +3) I+e (2 +5) 2

arzX + bysy + cz3 Z
—azsX —bysy +c(z+3) 2
a(zs+3) %x—bys— 1) §y+caz
o= 4) x+0(n+4) Se(a+ 1) 2

arsX+bys ¥ +cz42
—ax4>“<—by4§f+c(z4+%) Z
a(m—&—%) &—b(y;;—%) Y+czz
oo =) %b (o b) Fe it ) 2

arsX +bysy +cz52
—ax5§(—by5§f—|—c(z5+%) Z
a(%—&—%) &—b(y5—%) Y+
—a s 4) Kb (s +3) Fre(a+ ) 2

argX +bysy +cz2
—argX —bys ¥ +c(z+3) 2
a(ze+3) X—bys—3) ¥ +czz
~am =) %o+ 3) Sre(zo+ 1) 2

ax7X+byr ¥ +cz72
—ary X —byr§ +c (21 + 3) 2
a(w—&—%) i—b(y —%) V+cezrz
—a(zy— 1) x+b(yr +3) §+c(er+3) 2
arsX +bysy +czg2
—azsX —bysy +c(2s+3) 2
a(xg—&—%) i—b(y —%) V+czgi
—a(vs— %) ®+b(ys+3) §+c(zs+ 1) 2

Wyckoff
position

(4a)

Atom
type
HI
HI
HI
HI
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HII
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HII
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Lil

(O
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(O
(O
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Bsz =
B3y =

B35

Bs3s =

Bsr =
B38 =

Bso =
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