Mo17047 Structure:
A17B47_0P128_32_a8c_a23c¢-001

This structure previously used the label(s) A17B47_oP128_32_a8c_a23c. Calls to these addresses will be redirected here.
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Prototype Mo17047

AFLOW prototype label A17B47_0P128_32_a8c_a23c¢-001
ICSD 28333

CCDC 1603422

Pearson symbol oP128

Space group number 32

Space group symbol Pba2
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AFLOW prototype command aflow --proto=A17B47_oP128_32_a8c_a23c-001
--params=a, b/a,c/a, 21, %2, T3, Y3, 23, T4, Ya, Z4, T5, Y5, 25, T6, Y6 265 L7, YT, 27, L8, Y8, 28,
Zg, Y9, 29,10, Y10, 210, L11, Y11, 211, 12, Y12, 212, L13, Y13, 213, L14, Y14, 214, L15, Y15, 215, L16, Y16,
2165 L17, Y17, 217, 185 Y18, 2185 L19, Y19, 219, L20, Y20, 220, L21, Y21, 221, 22, Y22, 222, L23, Y23, 223,
T24, Y24, 224, X 25, Y25, 225, L26, Y26, 226, L27, Y27, 227, T28, Y28, 228, 29, Y29, 229, 30, Y30, 30, L31,
Y31, 231, T32, Y32, 232, L33, Y33, 233

Simple Orthorhombic primitive vectors

a; = ax
azs = bY
ag = cZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (2a) Mo I
B, = %a1+%a2+zla3 = %aXJr%berczli (2a) Mo I
B; = Zo as = 20 7 (2a) Ol
B, = sa;+ 3as+ a3 = 3aX+ 3by + ek (2a) 01
Bs = r3a; + yzas + 23 ag = axr3 X+ bysy + cz3 Z (4¢) Mo II
Bsg = —x3a; — ysas + 23 as = —ax3X —bysy +cz32 (4c) Mo II
Br = (z3+3)ai—(ys— 1) axtzza; = a(zs+3) %x—bys— 1) §+caz (4c) Mo II
Bs = —(m—3)a+(y+i)a+ = —a(w3— %) X+0b(ys+3) §+cz2 (4c) Mo II
z3a3
By = Tga) + ygas + 24 a3 = ary X +bysy + cz4 (4c) Mo III
Bio = —z4a) —yYsas + z4 a3 = —axyX —bysy +cz42 (4¢) Mo III
Bi1 = (m—l—%) al—(y4— %) ast+zgaz = a(m—&—%) i—b(y4— %) V+eczz (4c) Mo III
B, = —(:1:4—%) a; + (y4—|-%) a+ = —a (3:4— %) 5(—|—b(y4+%) Y +czaz (4¢) Mo III
z4a3
Bz = Tsay + ysas + 25 as = ars X + bys ¥ + c25 Z (4c) Mo IV
B4y = —Tsa; — yYsas + 25 ag = —axsX — bys ¥ + cz5 2 (4c) Mo IV
By = (x5—|—%) al—(y5—%) as+zsaz = a(sc5+%) i—b(y —%) y+czz (4¢) Mo IV
B = 7(x57%) a1+(y5+%) a+ = fa(m5f%)i+b(y5+%)y+cz52 (4c) Mo IV
z5as
By = Tgay + yYg as + 2 as = argX +bysy + czg Z (4c) Mo V
Bis = —xgai — Ygas + 2¢ as = —axgX —bys ¥ + cz6 2 (4¢) Mo V
By = (x6+%) alf(yﬁf%) ay+tzgaz = a(x6+%) )‘(fb(yﬁf%) y+czz (4c) Mo V
Bao = —(zs—3)ar+(e+i)a+ = —a(zs—3)%+b(ys+3)F+czz (4c) Mo V
26 A3



B2
Ba2>
B2s
B2y

Bas
Bae
Bor
Bos

B29

Bs:
Bs»

Bss
B3y
Bss

Bss

Bsr
Bss

Byo

By
By2
Bys

Bya

Bys
Bus
Byr

Bys

Byo
Bso
Bs:

B52

(w9 +3) au
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—T7a; —Yyraz + z7yag

(11?7+ l) al—(y - %) az+z7as

(7—*) al+(y7+ )az-l-
Zrag

rgay + ysaz + zgas

—xga; —Ysaz + 2zas

(96‘8 + %) a; — (ys - l) az+2zgas

(’Is**) al+(y8+ ) ag +
Zg as

Tgai + Yo az + 29 ag
—Zgal —Ygaz + 29 as

1
- (y9 - *) az+zgas

(559—*) al+(y9+ ) ag +
Zg asg

Tio@1 + Y10a2 + 210 a3

—Tijpa1 — Y102 + 21083

(£U10 + %) (ylo - *) ag +
Z10 a3
—(z10— %) a1+ (yio+3) az+
<1043

ri1a1 +Yi1a2 + 21183
—Z11@1 —Y11a2 + 211 a3

($11 + %) a; — (y11 - %) az +
<1143

(9311 - *) a; + (yn + ) az +
Z11a3

Ti12@1 +Yi12a2 + 21243

—Ti2a1 — Y1282 + 21283

(Ilz + %) (y12 - *) az +
Z12a3
(9612 - *) a; + (y12 + ) az +
21243

ri13a1 + Yiz3az2 + z13a3

—Triza; — Y13 a2 + 21343

(1‘13 + %) (y13 - l) az +
Z13 a3
(5613 - *) a; + (y13 + ) ag +
Z13a3

Ti14@1 + Y1422 + 214 a3

—Z14@1 — Y14A2 + 214 A3

(1‘14 + %) (y14 - *) az +
%14 a3
(£C14 - *) a; + (y14 + ) ag +
Z14 @3

ax7 X +by; ¥ + cz7 Z
—ar7X —byr ¥ + c2r Z
a(m—&—%) &—b( 7—7) V+czi
—a(wr— %) X+0b(yr +3) §+czr2

arsX +bysy +czs2

—argX —bys y + cz5 Z
G;(l‘g—‘r%) b(yg—f)y—i—czgz
fa(ng%) x+b(y8+§) ¥ +czz

axgX +byoy +czo
—axgX —bygy + cz9 2
a(x9+l) i—b( 9—7)
(l’g—*) X+b(y9+ )y+029z

+cz9Z

ar10X +by10 ¥ + cz102
—aripX — by10 5’ + cz10 Z

a(ri0+3) X—b(y10—3) ¥ +cz02

—a(z10—3) X+b(y0+3) §+czo2

ar1 X +byny +cz1 2
—arn X —bynn y +cz1 2

a(ern+3)X=0b(yn —35) §+czn2
(5011**) x+b(y11+ )5’+02112

ari2 X +by12y +cz122
—azi12X —byi12y +cz122

a($12+%) X*b(ym**) V+cz2z
—a(z12—2) X+b(yi2+ 1) ¥+ ez

axri3 X + by13 5’ + CzZ13 Z
—ar13X —by13y + c2132

a(w13+%) i—b(ylg—%) Y+ cz13Z

—a($13—%) i+b(y13+%) Y+ czi137%

ar14 X +by14 Yy +cz142
—ar1aX —by1ay + cz142

a(x14—|—%) )A(—b(y14—%) Y +cz14Z

—a(z1a— %) R+b(ya+35) 9 +cza
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%1543

16 a1 + Y16 A2 + 216 A3
—Z16Q1 — Y16 A2 + 216 A3

(1716 + %) (y16 - *) ag +
%16 a3

—(r16—3) a1+ (yi6 + 3) a2+

Z16 A3
Ti7a1 + yiras + 21743

—Tri7a; —Yi7az + 21743

(3017 + %) (y17 - *) az +
Z17 a3
— (17— 3) a1+ (7 +3) a2 +
Z17as

rig a1 + Yigaz + z18 a3

—r18@1 — Yi1g8a2 + 218 a3

(3618 + %) (y18 - *) as +
Z18as
(5618 - *) a; + (yls + ) as +
Z18 a3

Tigai + Y19 a2 + 219 a3
—Ti9a1 — Y192 + 219 a3
1 1
($19 + 5) a; — (y19 - 5) ag +
Z19 a3

—(z19— 1) a1+ (yio+3) az+
Z19 A3

Top a1 + Y20 a2 + 220 A3

—Z20 @1 — Y20 A2 + 220 A3

(xzo + %) (y20 - l) az +
%20 a3
(9320 - *) a; + (yzo + *) as +
220 a3

ZTo1 @1 + Y21 a2 + 221 A3

—T21 @1 — Y21 A2 + 221 A3

(l’21 + %) (y21 - *) az +
Z21a3
(5821 - *) a; + (y21 + ) az +
221 a3

To2 @1 + Yoo a2 + 222 a3

—Tg2 a1 — Y22 @2 + 222a3

a(zis+ %) % —b(y15 —

aris X +by1s ¥ + czi52
—ar15X — by1s ¥ + cz15 2

%) 5’+02152

—a(x15—%) i+b(y15+%) Y+ czi157%

ar16 X +by16 ¥ + cz16 2

—azi16X — by ¥ +cz162

a(x16—|—%) f(—b(yu;—%) y+02’162

—a(z16— %) R+b(y16+35) §+cz62

ax17 X +by17y + cz172

—ar17 X —by17 ¥ +cz17 2

a(ri7+3) X—b(yir—3) § +carz

—a($17—%) i+b(y17+%) y+czi72

ar1g X +by18 ¥ + cz182

—ar18 X — by1s ¥ + cz18Z

a(zis+3) Xx—b(yis—3) ¥+ cas2

—a(zis—3) X+b(yis+3) §+cas?

ar19X +by19 ¥ + cz102

—arigX — by19 ¥ + cz19 Z

a(zio+3) X—b(yro—3) ¥ +cz102

—a(z10—3) X+b(yo+3) §+cz02

az20 X + byao ¥ + c290 2

—aT20X — by20 ¥ + cz20 Z

a(rao +3) X—=0(y20 — 5) § + 2202

—a(z20—3) X+b(y2o+3) §+c2202

ar21 X+ by21 ¥ + c201 2

—ax91 X —bya1 § + c201 Z

a($21+%)X*b(y21**)}’+62212

—a(xo1—3) X+b(y21 +3) §+can

aT22 X + byoo § + c202 2

—aT22X — by § + cz20 2
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229 a3
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—a (22— 3) R+b (Y22 +3) § +c2222
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—ax23X — bya3 ¥ + cz23 2

a(zos+ %) X —b(yos — 3) ¥+ a3

—a($23—%) )A(—l—b(ygg—f—%) Y + czo37Z

aT24 X +byos § + 204 2
—aT24 X — by2u ¥ + cz04

a(ros+3) X—=0(yoa — 5) § + 2242
—a(za— %) R+b(y2u+35) 9 +couz

azos X + byos § + czo5 2
—az25 X — byas ¥ + czo52

a(zas+3) X—b(y2s — 5) § + 2252

—a(z95 — 5) X+ b(yas +5) §+ 252

aT26 X + byos § + c206 2
—aT26 X — by26 ¥ + C226 Z

a(z26+3) X—b(y26 — 3) § + c226 2
—a(zs— %) X+b(y2s+35) 9§+ o2

axor X+ byor § + czo7 2
—az7 X — by2r ¥ + czor 2

a(rer+3) X—b(yar — ) § + 2272
—a(zar —3) X+b(yar + 1) ¥+ c2or 2

axog X + byog ¥ + caas 2
—aT28 X — byag ¥ + czo8 Z

a(zos+5) X —b(yos — 3) ¥+ caos 2

—a(:ﬁzg—%) )A(—Fb(ygg—k%) Y + czo8 Z

aT29 X + byog ¥ + C229 2
—aT29X — by2g ¥ + cz29 2

a(x29—|—%) f(—b(ygg—%) y+02’292

—a (29— %) R+b(y2o+35) 9§+ o2
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Bi1s3 = T3p a1 + Y30 A2 + 230 A3 = arsgX + bygo ¥+ cz30Z (4C) O XXI

Bi11a = —T30 &1 — Y30 A2 + 230 A3 = —ax30X — byso § + cz302 (4c) O XXI

Biis = (zs0+ %) a1 — (yso— 3) az+ = a(zso+5) X —b(yso—3) ¥+ cza02 (4c) O XXI
%30 a3

Bite = —(r30—3)ai+ (yso+3)a+ = —a(zso—3) X+b(ys0+3) §+czao2 (4c) 0O XXI
Z304a3

Bi17 = T31 a1 + Y31 Az + 231 A3 = axr31 X +bys1 ¥ +cz312 (4C) O XXII

Biis = —T31a1 — Y31 Az + z31 a3 = —ax3 X — bys1 ¥ + cz31 Z (40) O XXII

Bi1g = (.’1731 + %) a; — (y31 — %) as + = a ($31 + %) X—0b (y31 — %) Y +cz3z (4¢) O XXII
Z31as

Bi2o = - (£C31 — %) a; + (y31 + %) a+ = —a (x31 — %) X+b (y31 + %) ¥+ cz31Z (4c) O XXII
Z31 a3

Bi21 = T3z a1 + Y32 &g + 232 a3 = arss X + by32 ¥V + cz32 Z (4(}) O XXIII

B122 = —T32a1 — Y32 a2 + Z32 as = —arsg X — by32 y + CZ32 Z (4(?) O XXIII

B123 = ((E32 + %) a; — (yd2 — %) as + = a (£C32 + %) X—0 (y32 - %) y + cz32 Z (4(3) O XXIII
Z32 a3z

Biay = - (.’1332 - %) a; + (ygg + %) as+ = —a (.rgg - %) X+b (y32 + %) Y+ cz322 (4(}) O XXIII
%3243

Bi2s = T3z al + Yszas + 233 a3 = axr33 X + byss ¥ + cz33Z (4C) O XXIV

Bi2g = —T33a] — Ysz as + z3zas = —ax33X — byss ¥ + cz33Z (46) O XXIV

Bi27 = (x33 + %) a; — (y33 - %) as + = a (.2333 + %) X—b (y33 — %) Y + cz33 Z (4¢) O XXIV
%33 as

B128 = — (1'33 — %) a; + (y33 + %) as + = —a (.’Egg — %) X+b (y33 + %) S’ + cz33 z (4C) O XXIV
Z33as
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