Al;7zMoy Structure:
A17B4 m(C84 5 _abl6c_4c-001
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Prototype Al;7Moy
AFLOW prototype label A17B4.mC84_5_ab16¢_4c¢-001
ICSD 400887
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, T4, Y, 24, T5, Y5, 25, T6, Y6 26, T7, Y7, 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, 2165 L17, Y17, #17, 18, Y18, 18, L19, Y19, 219, L20, Y20, 220, L21, Y21, 221, L22, 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.


https://aflow.org/p/QL9A
https://aflow.org/p/A17B4_mC84_5_ab16c_4c-001

Base-centered Monoclinic primitive vectors

a; = lax—1Lby " -
az = 30X+ by Pyt
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1a1 + Y1 a2 = by1 § (2a) All
B, = —yoa; +ysas + %ag = %ccosﬁfﬂ—bygjw— %csin,@i (2b) Al Tl
B; = (x3 —ys3) a1 + (3 + y3) as + = (axs + czzcos B) X+ bys§ + cz3sin Sz (4c) AlTII
Z3 as
By = —(z3+ys)ar—(r3—ys)as— = —(awg—+czzcosP) X+bysy —czzsinfz (4c) Al III
zZ3ag
Bs = (x4 —ya) a1 + (v4 +y4) ag + = (axg + cz4co8B) X+ bys § + cz4sin S 2 (4c) Al IV
Z4 Q3
Be = —(zatys)ar—(ra—ys)as— = —(awg+czgcosP)X+bysy —czqsinfz (4c) Al TV
Z4 A3
B, = (x5 —ys5) a1 + (5 + y5) as + = (axs + cz5c08 B) X+ bys § + cz5sin S 2 (4c) AlV
Z5 a3
Bs = —(z5+ys)ar—(xz5—ys)as— = —(aws+czzcosf) X+bysy —czssinfz (4c) AlV
Z5 asg
By = (x6 —ys) a1 + (w6 + ys) as + = (axe + czgcos B) X+ bys § + cz6 sin 8 Z (4¢) Al VI
26 A3
Bio = —(z6+ys) a1 —(v6—ys) az— = —(axg+czecosf) X+bysy —czesinfiz (4c) Al VI
Zg as
Bi1 = (x7 —y7) a1 + (x7 + y7) a2 + = (axy + czrcosB) X+ byr § + czrsin 5z (4c) Al VII
Z7 as
Biz2 = —(zr+yr)ar—(zr—yr)aa— = —(axy+czrcosf) X+by;y —czrsinfz (4c) Al VII
Z7ag
Bz = (xg —ys) a1 + (xg + ys) a2z + = (axs + czgcos B) X+ bys§ + czgsin 5z (4c) Al VIII
Zg ag
B14 = — ($8 + yg) a; — (1‘8 — ys) ag — = - (CLSCg + czg cos ﬂ) X+ byg y — CZg sinﬂﬁ (4(?) Al VIII
zZg as
Bis = (xg — yo) a1 + (X9 + yo) a2 + = (axg + czgcos B) X+ byg ¥ + czosin 5z (4c) Al IX
Zg ag
Big = —(xo+uyo)a;—(xg—1yg)az— = —(axg+czgcosf) X+bygy — czgsinfPz (4c) Al IX
29 ag
Bz = (10 — y10) a1 + = (ax10+ cz1pcosB) X+ by10 ¥ + cz108in Bz (4c) Al X
(10 + y10) a2 + 210 a3
Bis = — (w10 + y10) a1 — = — (aw10 + cz10co8 B) X+ by10 Y — (4c) ALX
(10 — Y10) a2 — 210 a3 cz1p8in Bz
By = (11 —y11) a1 + = (ax11 +cz11co8B) X+ by11§ +cziisinfBz (4c) Al X1

(11 +y11) a2 + z11 a3



Bao

B21

Ba2

B23

Bay

B25

Bas

Bar

B28

Bag

B3O

Bs;

B32

Bss

B34

Bss

B36

B39

Byo

By

By2

—(z11 +y11) a1 —
(5811 - y11) Az — z11 a3
(x12 — y12) a1 +
(z12 + y12) a2 + z12a3
— (12 +y12) a1 —
(112 - y12) ag — z124a3
(13 — y13) a1 +
(z13 + y13) a2 + z13a3
—(z13 +y13) a1 —
(713 — y13) a2 — z13 a3
(14 — y14) a1 +
(14 + Y14) A2 + 214 a3
— (714 +y14) &1 —
(T14 — y14) @2 — 21483
(15 —y15) a1 +
(z15 +y15) a2 + z15 a3
— (%15 +y15) a1 —
(T15 — y15) A2 — z15 @3
(z16 — y16) a1 +
(z16 + y16) A2 + 216 a3
— (%16 + y16) a1 —
($16 - y16) az — 216 A3
(z17 —y17) a1 +
(17 + y17) a2 + z17 a3
— (17 +y17) a1 —
(5617 - y17) az — z17a3
(z18 — y18) a1 +
(718 + y18) a2 + 218 a3
— (18 +y18) a1 —
(5618 - y18) Az — 218 a3
(19 — y19) a1 +
(z19 + y19) a2 + 219 a3
— (719 + y19) a1 —
(z19 —y19) @2 — 210 @3
(w20 — y20) a1 +
(@20 + y20) a2 + 220 @3
— (@20 + y20) a1 —
(z20 — y20) @2 — z20 a3
(w21 — y21) a1 +
(21 + y21) a2 + 221 a3
— (w21 +yo1) a1 —
(T21 — y21) @2 — 201 @3
(w22 — yo2) a1 +
(@22 + y22) a2 + 222 a3
— (222 +y22) a1 —
(122 - y22) ag — Z92 a3

— (axn + CzZ11 COS 5) )A( —+ byll y —
cz118in Bz

(ax12 + cz12c08 B) X+ by12§ + cz12sin 5 2

— (a$12 + cz19 COS 6) b'e + by12 5’ —
cz128in Bz

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

— (az13 + cz13c08B) X+ by13y —
cz138in Bz

(ax14 + cz14c08 8) X+ by14§ + cz148in 5 2

—(ax14 + cz14c08B) X +by1a y —
cz148in Bz

(ax15 + cz15c08 8) X+ by15§ + cz15sin 5 2

—(ax15 + cz15c08 8) X+ by15§ —
CzZ15 sinﬁi

(CLSClﬁ + cz16 COS ﬂ) X+ bylﬁ y + cz16 sinﬂ Z

— (az16 + cz16cos B) X+ by16y —
CZ16 sin ﬁ Z

(ax17 + cz17co8 B) X+ by17§ + cz17sin 5 2

— (az17 4+ cz17cos B) X+ by17y —
Cz17 sin 6 Z

(ax1s + cz18cos B) X + by1s ¥ + cz18sin 5 2

— (az18 + cz1gcos B) X + by1sy —
cz1gsin Bz

(ax19 + cz19 €08 B) X+ by19§ + cz198in 52

— (az19 + cz19c08 B) X+ by19y —
cz198in B2

(awap + 290 €08 B) X + by2g ¥ + c220 sin 82

— (CLLEQO —+ CZz9p COS 6) )A{ + by20 y —
czopsin Bz

(awo1 + cz21 €08 B) X+ by21 § + cz21sin S Z

— (az91 + czo1c08B) X+ byo1 ¥ —
cz918in B2

(amas + cz92 €08 B) X + by2o § + czoosin 5 Z

— (ang + €299 COS 6) X+ bygg 5’ —
Cza28in B2
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