W503(POy)s Structure:
A11B2C2 mP60 4 22a 4a 4a-001

This structure originally had the label A11B2C2_ mP60_4_22a_4a_4a. Calls to that address will be redirected here.
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Prototype 011 PsWy
AFLOW prototype label A11B2C2_.mP60_4_22a_4a_4a-001
ICSD 36103
Pearson symbol mP60
Space group number 4
Space group symbol P2,

AFLOW prototype command aflow --proto=A11B2C2_mP60_4_22a_4a_4a-001
--params=a, b/a,c/a, B, 1,Y1, 21, T2, Y2, 22, T3, Y3, 23, Td, Y4, 24, T5, Y5, 25, L6, Y6, 265 T7,
Y7, 27,18, Y8, 28, L9, Y9, 29, 10, Y10, £10, 11, Y11, £11, L12, Y12, 12, 13, Y13, 213, 14, Y14, 214, T15,
Y15, 215, L16, Y16, 216, L17, Y17, 217, 18, Y18, 2185, L19, Y19, 219, 20, Y20, 220, L21, Y21, 221, L22, Y22,
222,23, Y23, 223, T24, Y24, 224, L25, Y25, 225, L26, Y26, 226, L27, Y27, 227, L28, Y28, 228, T29, Y29, 229,
2305 Y30, 230
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Lattice
coordinates

ria; +yiaz + 2z1as

—xr1a; + (y1 + %) as —ziag

Toai + yzaz + 22 as

—zpa1 + (y2+ 3) ay — 22 a3

r3a) + ysaz + z3ag

—x3a; + (y3 + %) az —z3as

T4 + Ysaz2 + 24 a3

—x4a; + (y4 + %) ag — 24as3

Tsar + ysaz + 25 ag

—Tsa; + (y5 + %) az — z5as

Teal + Ye a2 + 26 A3

—zgar + (ys + 3) a2z — z as

Tr7ay + yraz + zrag

—T7a; + (y7 + %) az — zras

rgai + ysaz + zg as

—rga; + (ys + %) az —zgasg

Tgai + Yo az + 29 ag

—zoay + (yo + 3) az — zgag

T10a1 + Yi0a2 + 210 a3

1
—zipa1 + (yio + 3) az — zi0 a3

r11a1 + Y1 a2 + 211 a3

1
—Ti1a; + (yn + 5) az — z11 a3

Ti2@1 +Yi12a2 + 21243

Cartesian
coordinates

(axy +czicosB) X+ by1 §+cz1sinfz

—(az1 +czicosB) X +b(y1 +5) § —
czy8in B Z

(axe + czacos B) X+ bya § + czos8in 5z

— (axs + cz9 cos 3) 5<+b(y2+%) v -
czosin B 7Z

(axs + czzcos B) X+ bys § + cz3sin S 2

— (azs + cz3 cos f) )‘(—i—b(yg—&—%) y—
cz3sin 8%

(axy + czacosB) X+ bys§ + cz4sin 5z

— (axy 4 cz4 cos f) )‘(+b(y4+%) v —
czy8in B 7

(axs + czscos B) X+ bys§ + cz5sin 5 2

— (axs + cz5 cos 3) )2+b(y5+%) v -
cz5sin B Z

(axe + czgcos B) X+ bys § + czgsin 5z

— (axe + czg cos 3) )‘(—i—b(yg—&—%) v -
czgsin Bz

(ax7 + czrcos B) X+ byr § + czrsin S Z

— (ax7 4 cz7 cos f) i+b(y7+%) y—
czrsin Bz

(axs + czgcos B) X+ bys§ + czgsin 5

—(aws +czgcos B) K+ b(ys+3) § —
czgsin 8z

(axg + czgcos B) X+ byg § + czgsin Sz

—(awg + czgcos B) K+ b(yo+3) ¥ —
czgsin Bz

(CLSClO + cz19 CcOS ﬂ) b'e + ble y + cz10 sinﬂ Z

— (az19 + cz1pcosB) X+ b (yw + %) v —
cz1ps8in Bz

(ax11 + cz11c088) X+ by11 ¥+ cz118in 52

- (axn + cz11 CcoS ﬂ) X+b (yll + %) y —
cz118in Bz

(ax12 + cz12c08 B) X+ by12§ + cz12sin 5 Z
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1
—z1pa1 + (Y12 + 3) a2 — z12 a3

Ti3ay + Y1z az + z13 a3

1
—T13a1 + (y13 + 5) az — z13a3

Ti4@; + Y1422 + 21433

1
—z1aa1 + (yuu + 3) a2 — 21133

Ti5a1 + Y15 a2 + 215 a3

1
—Ti5a; + (y15 + 5) A2 — 21533

ZTie @1 + Y16 A2 + 216 A3

1
—z15a1 + (Y16 + 3) a2 — Z16a3

Ti7ap +Yiraz + 217 a3

1
—x17a + (y17 + 5) az — z17a3

Tr1g a1 + Yyigaz + zig ag

1
—riga; + (yls + 5) az — 218 a3

T19a1 + Y19 Az + 219 A3

1
—x19a; + (y19 + 5) a2 — 21943

ZToo a1 + Y20 A2 + 220 A3

1
—Tg0ai + (y20 + 5) az — 230 a3

To1 a1 + Y21 a2 + 221 A3

1
—zg1a1 + (y21 + 5) a2 — 221 a3

To2 a1 + Y22 A2 + 222 A3

1
o221+ (y22 + 3) a2 — 22223

ZTozai + Ya3 a2 + 223 a3

1
—23a1 + (Y23 + 3) A2 — 22383

Toq a1 + Y2422 + 224 a3

1
—Tosay + (y24 + 5) az — 224 a3

Tos a1 + Y25 A2 + 225 A3

1
—wa5a1 + (y2s + 5) a2 — 225 a3

Toe A1 + Y26 A2 + 226 A3

1
—6a1 + (Y26 + 3) A2 — 22683

ZTo7ay + Yo7 az + 227 a3

— (ax12 + cz1pco8B) X+ b (y12 + %) vy -
cz128in Bz

(ax13 + cz13c08 B) X+ by13§ + cz13sin 5 Z

— (al‘lg + cz13 COS/B) X+0b (y13 + %) Y-
CZ13 Sinﬁi

(az14 + cz14co8 B) X +by14 ¥ + cz148in f2

— (ax14 + cz14co8B8) X+ b (y14 + %) y-
CZ14 sinﬁi

(az15 + cz15c08 B) X+ by15 ¥ + cz158in S 2

— (ax1s +cziscos B) X+b(yis + 1) § —
cz158in B2

(ax16 + cz16c08 B) X+ by16 ¥ + cz16sin S Z

— (ax16 + cz16cos B) X+ b (916 + %) y -
cz168in Bz

(az17 + czi7cos B) XK+ by1r § + czirsinf z

— (ax17 + cz17cos B) X+ b (y17 + %) -
Cz17 sinﬁi

(ax1g + cz18cos B) X+ by1s ¥ + cz18sin 5 2

— (az1s + cz15cosB) X+ b (yls + %) y-
cz188in Bz

(ax19 + cz19cos B) X+ by19 ¥ + cz19sin f 2

— (az19 + cz19cosB) X+ b (ylg + %) vy -
cz198in B2

(awz0 + cz20 cos B) X + byz0 § + cz20 sin f 2

— (awgo + cz29 COSB) X+0b (y20 + %) y -
CZ20 Sinﬁi

(awa1 + czo1 cos B) X+ by21 § + cz21 sin f 2

— (a1 + czo1cosB) X+ b (y21 + %) y-
CzZ21 Sinﬁi

(a2 + cz22 cos B) X + byaz § + c2228in 32

— (axog + czoncos B) X+ b (y22 + %) ¥ -
czoo8in B2

(awes + cza3 cos B) X + byzs § + czz3sin f 2

— (axe3 + czagcos B) X+ b (y23 + %) y -
czo38in Bz

(a4 + czo4 €08 f) R+ byas § + czpa8in 52

— (ax2q + czogcos B) X+ b (y24 + %) y -
CZ24 sinﬁi

(azas + cz95cos B) X + byos ¥ + 295 8in B 2

— (aza5 + czo5cos B) X+ b (y25 + %) y-
czo58in B2

(a26 + czo6 €08 ) X + by2 ¥ + c226 sin f 2

— (awas + czogcos B) X+ b (926 + %) y -
czo68in Bz

(awar + cza7 cos B) X + byar § + czorsin 2

O XII

O XIII
O XIII

O XIV
O X1V

O XV
O XV

O XVI
O XVI

O XVII
O XVII

O XVIII
O XVIII

O XIX
O XIX

0 XX
0 XX

O XXI
O XXI

O XXII
O XXII

PI
PI

PII
P1II

P IIT
P III

PIV
P IV

WI



Bsy

Bss
Bss

Bsr
Bss

Bso
Beo

References

[1] P. Kierkegaard and S. Asbrink, The Crystal Structure of WaOs(POy)s. Determination of a Superstructure by Means of
Least-Squares Calculations, Acta Chem. Scand. 18, 2329-2338 (1964), doi:10.3891/acta.chem.scand.18-2329.

1
—ZTo7ar + (y27 + 5) az — zz7a3

Tog A1 + Yog A2 + 2og A3

1
—ZTgga + (y28 + 5) az — zgg a3

Tog a1 + Y29 a2 + 229 A3

1
—ZT9a; + (yzg + 5) az — 229 a3

T30 a1 + Y30 A2 + 230 A3

1
—Zzoar + (y30 + 5) az — z30 a3

— (CLI27 + CZQ7COSB) X+0b (y27 + %) }7 -
czo7sin Bz

(awag + czog cos B) X + byag § + czogsin S Z

— (axeg + czagcos B) X+ b (ygg + %) v -
Czo8Sin B Z

(awag + cz29 €08 B) X + byag § + 229 sin 5 Z

— (aza9 + czogcos B) X + b (y29 + %) v —
CZ929 sinﬁi

(axgo -+ cz30 COS [3) X+ byspy + cz30sin Sz

— (awso + czpcos B) X+ b (yso + 5) § —
cz3psin Bz
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