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Prototype Al;7Moy

AFLOW prototype label A17B4.mC84_5_ab16¢_4¢-001
ICSD 400887

CCDC 1724609
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Pearson symbol mC84
Space group number 5
Space group symbol C2

AFLOW prototype command aflow --proto=A17B4_mC84_5_abl6c_4c-001
--params=a, b/a,c/a, B,y1, Y2, T3, Y3, 23, Td, Y4, 24, T5, Y5, 25, L6, Y6, 265 L7, YT, 27, T8, Y8,
28,29,Y9, 29, X105 Y10, 2105 L115 Y11, 211, L12, Y12, 212, L13, Y13, 213, L14, Y14, £14, L15, Y15, 215, L16,
Y16, 216, L17, Y17, 217, T18, Y18, 218, T19, Y19, 219, L20, Y20, 220, T21, Y21, 221, T22, Y22, 222

e Space group C2 #5 allows an arbitrary choice of the origin of the y-axis. Here we follow (Grin, 1995) and set y19 = 0 for
the Mo-I atom.

Base-centered Monoclinic primitive vectors

a3 = %afc — %by
as = %afc + %by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1art+yiaz = by ¥ (2a) AlT
B, = —ysay + yoas + %agg = %ccosﬁfc—l—bygy—l— %csinﬁi (2b) Al Tl
B; = (x3 —y3) a1 + (x3 + y3) az + = (axs + czzcos B) X+ bys§ + czgsin 5z (4c) Al IIT
zZ3asg
By, = —(zs+ys)ar—(x3—y3)az— = —(aws+czzcosf) X+bysy —czzsinfz (4c) Al IIT
Z3 a3z
By = (x4 —ya) a1 + (x4 +y4) a2 + = (axy + czqcosB) X+ bys§ + cz4sin 5z (4c) Al TV
Z4 A3
Be = —(za+wy)ar—(xra—ys)az— = —(awg+czgcosf)X+bysy —czasinf[z (4¢) Al IV
Z4 A3
B, = (x5 —ys) a1 + (x5 + y5) az + = (axs + czscos B) X+ bys§ + cz5sin 5 2 (4c) AlV
Z5 ag
Bs = —(zs5+ys)ar—(x5—ys)az— = —(aws+czzco8f) X+bysy — czssin 52 (4¢) AlV
25 a3
By = (6 —ys) a1 + (z6 + yg) a2 + = (axe + czgcos B) X+ bys § + czgsin 5z (4¢) Al VI
Zg as
Bio = —(xs+uys)ar—(v6—ys) aza— = —(axg+czgcosf) X+bysy — czesinfBz (4¢) AlVI
Zg A3
Bi1 = (x7 —y7) a1 + (z7 + y7) as + = (a7 + czrcos B) X+ byr § + czrsin Sz (4¢) Al VII
Z7ag



B12

B13

Bi4

B15

Bis

Bir

Bis

B19

B2O

B21

B22

Bas

B24

Bas

B26

Bar

B28

B31

Bs2

B33

Bsg

B35

—(z7 +y7) a1 — (z7 —yr) a2 —

Z7as

(8 —ys) a1 + (w3 +yg) az +

Zg as

—(zs +ys) a1 — (zs — ys) az —

Zg as

(w9 — yo) a1 + (w9 + yo) az +

29 a3

—(z9 +yo) a1 — (z9 — yo) az —

Zg as

(z10 — y10) a1 +
(10 + Y10) a2 + 210 a3
— (210 + Y10) a1 —
($10 - y1o) ag — Z10 A3
(11 —y11) a1 +
(11 +y11) az + 211 a3
—(z11 +yn) a1 —
(xu - yu) ag — z11 a3
(r12 — y12) a1 +
(x12 + y12) Az + z12 a3
— (12 +y12) a1 —
($12 - y12) az — zj124a3
(13 —y13) a1 +
(x13 + y13) az + z13 a3
—(z13 +y13) a1 —
(5613 - y13) az — z13a3
(r14 — y14) a1 +
(14 + Y14) Az + 214 a3
— (214 +y14) a1 —
(5614 - y14) Az — 214 a3
($15 - y15) a; +
(z15 +y15) a2 + 215 a3
— (%15 + y15) a1 —
(z15 — y15) @2 — z15 @3
(3716 - ylﬁ) a; +
(z16 + y16) A2 + 216 a3
— (z16 + y16) @1 —
(3016 - y16) a2 — 21643
($17 - y17) a; +
(x17 +y17) a2 + z17 @3
—(z17 +y17) a1 —
(x17 — y17) a2 — z17 @3
(z18 — y18) a1 +
(z18 + y18) a2 + z18a3
— (218 + y18) a1 —
(Ils - y18) Az — zj1gasg
(z19 — y19) a1 +
(19 + y19) a2 + z19 a3

—(ax7 4+ czrcosB) X+ byz § — czrsin Bz
(axs + czgcos B) X+ bys§ + czgsin 5z
— (axg + czgcos B) X+ bysy — czgsin Bz
(axg + czgcos B) X+ byg § + czgsin 5z
— (axg + czgcos B) X +byg§y — czgsin B Z
(ax10 + cz10c08 B) X+ by10 ¥ + cz108in 5 2

—(ax19 + cz10c08B) X+ by10y —
cz108in Bz

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

—(ax11 +cz11cosB8) X+ by11 § —
CZ11 sinﬁi

(CLSC12 + cz19 COS ﬂ) b'e + by12 y + cz12 sinﬂ Z

— (az12 + cz12co8B) X+ by12§ —
CzZ12 sin ﬁ Z

(ax13 + cz13c08 8) X+ by13§ + cz138in 5 2

— (az13 + cz13cos B) X+ by13y —
CzZ13 sin 6 Z

(ax1g + cz14c08 8) X+ by14§ + cz148in 5 2

—(az14 + cz14c08B) X+ by1a y —
cz148in Bz

(ax1s + cz15c08 B) X+ by15§ + cz158in 8 2

—(az15 + cz15c08B) X+ by15y —
cz158in B2

(ax16 + cz16 €08 B) X + by16 ¥ + cz168in B2

— (axw —+ CzZ16 COS 6) )A{ + by16 y —
cz168in B2

(ax17 + cz17c08 B) X+ by17§ + cz17sin 5

—(az17 4+ cz17cos B) X+ by17y —
cz178in Bz

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

— (az18 + cz1gcos B) X + byi1g § —
cz188in Bz

(ax19 + cz19c08 B) X+ by19§ + cz198in 5

Al VII

Al VIII

Al VIII

Al IX

Al IX

Al X

Al X

Al XI

Al XI

Al XII

Al XII

Al XIII

Al XIII

Al XIV

Al XIV

Al XV

Al XV

Al XVI

Al XVI

Al XVII

Al XVII

Al XVIII

Al XVIII

Mo I



Bss = — (z19 + y19) @1 —
(»’819 - y19) az — zj9asg
Bsr = (20 — y20) a1 +
(@20 + y20) a2 + 220 a3
Bss = — (z20 + y20) a1 —
(Izo - yzo) az — 20 4as
Bsy = (x21 — y21) a1 +
(21 + y21) a2 + 221 a3
By = — (o1 +y21) a1 —
(121 - y21) ag — Z21 A3
By = (x22 — y22) a1 +
(222 + Y22) Az + 222 a3
By = — (222 +y22) a1 —
($22 - y22) ag — Z92 a3
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— (axlg + CZzZ19 COS [’3) )A( —+ by19 y —
cz198in Bz

(amap + cz20 €08 B) X + by2n § + czo0sin 5

— (CLJ?QQ -+ Czoq COS 6) X+ bygo 5’ —
czo08in Bz

(awa1 + cz21 €08 B) X+ by21 § + cz21sin 5 2

— (axo1 + czo1c08B) X+ byo1 § —
czo18in Bz

(amas + cz92 €08 B) X + by § + czo0sin 5 2

— (a4 czoacos B) X + byoo § —
Czo28in B Z

Mo 1

Mo II

Mo II

Mo III

Mo III

Mo IV

Mo IV
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