Alys V7 Structure:

A45B7 mC104 12 a8i7j cij-001
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Prototype AlysVy
AFLOW prototype label

ICSD 58204
CCDC 1622232
Pearson symbol mC104
Space group number 12
Space group symbol C2/m

https://aflow.org/prototype-encyclopedia/4Z2U

https://aflow.org/prototype-encyclopedia/A45B7_mC104_12_a8i7j_cij-001
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A45B7_-mC104.12_a8i7j_cij-001

AFLOW prototype command  aflow --proto=A45B7_mC104_12_a8i7j_cij-001
——-params=a, b/a, c/a, ﬁ, L3,23,X4,24,L5,25,L6526,L7,27, L8y 28y L9, 29, L10, 210, L11, <11,
T12,Y12, 212,13, Y13, 213, L14, Y14, 214, L15, Y15, 215, 16, Y16, 216, 17, Y17, 217, 18, Y18, 218, L19,

Y19, 219

Other compounds with this structure
Al45CI‘7

Base-centered Monoclinic primitive vectors

a; = %afc—%by
Lo 1pg

az = iax—i—iby

ag = ccosfX+csinfz
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Basis vectors
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Lattice
coordinates

0
1

243
rsaj] +rzaz + z3zas
—T3a] — T3z3aAg — 2343
rq4a] +x4a0 + z4a3
—X4QA] —TgaAz — Z4A3
Tsa] + Trsag + z5as
—XzaA] — TzaAz — Z5aA3
Tgal + Tgas + zgas
—TgaAl — TgaAz — Zg A3
Trap +xraz +zraz
—X7aA] —TraAz — Z7aAs
rga + rgas + zgas
—XgaA] —TgaAy — zgaAs
Tgap +Tgaz + zgas
—Tgay —Tgaz — Z9ag

Tipa1 + Tipaz + 210as3

—T1pa1 —Ti0a2 — 21043

r11a1 +ri1az + 21183

—T11aA1 —T11a2 — 21143

(12 — y12) a1 +
(x12 + y12) Az + z12 a3
— (12 +y12) a1 —
($12 - y12) az — zj124a3
- ($12 - y12) a; —
(x12 + y12) Az — z12 a3
(x12 + y12) a1 +
(12 — y12) a2 + z1283
(x13 —y13) a1 +
(z13 +y13) a2 + z13a3
—(z13+y13) a1 —
(5613 - y13) az — 21343
- (3013 - y13) a; —
(x13 + y13) a2 — z13 a3
(x13 +y13) a1 +
(x13 — y13) a2 + z13 a3
(3714 - y14) a; +
(214 + Y14) a2 + 214 a3
— (214 +y14) a1 —
(3014 - y14) Az — Z14 a3

Cartesian
coordinates

0
%ccosﬁiJr %csinﬁi
(axs + czgcos B) X + czgsin f 2
— (ax3 4+ czzcos B) X — czzsin B2
(axy + cz4co8B) X+ cz48in S 2
—(azy 4+ cz4co8B) X — cz48in S 2
(axs 4 cz5cos B) X+ czssin f 2
— (axs + cz5cos B) X — czssin B2
(axg + czgcos B) X + czgsin 2
— (azg + czgcos B) X — czgsin f 2
(ax7 4 cz7cos B) X+ czrsin f 2
— (ax7 4+ czrcos B) X — czrsin B2
(axs + czgcos B) X + czgsin S 2
— (azxg + czgcos B) X — czgsin f 2
(azg + czgcos ) X + czgsin 82
— (axg + czgcos B) X — czgsin Bz
(ax1p + cz10cos B) X + cz1osin B Z
— (az19 + cz1pcos B) X — cz1psin f 2
(ax11 + cz11co8B) X+ cz118in Bz
— (ax11 + cz11co8 B) X — cz11sin f 2

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

— (az12 + cz12co8B) X+ by12§ —
CZ12 sin ﬁ Z

—(az12 4+ cz12c08B) X — by12y —
cz128in Bz

(ax12 + cz12c08 8) X — by12§ + cz128in 5
(ax13 + cz13c08 8) X+ by13§ + cz138in 5 2

— (az13 + cz13co8B) X+ by13y —
cz138in Bz

— (ax13 + cz13c08B) X — by13y —
cz138in Bz

(ax13 + cz13c08 8) X — by13§ + cz13sin 5 2

(aw1g + cz14€08 8) X+ by14§ + cz148in 82

— (CLI14 + CZ14 COS 6) )A{ —+ by14 y —
cz148in B2

Wyckoff
position

(2a)
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Atom
type
All
VI
Al Tl
AlTl
Al 11T
Al TIT
Al TV
Al TV
AlV
AlV
Al VI
Al VI
Al VII
Al VII
Al VIII
Al VIII
Al IX
Al IX
VI
VII
Al X

Al X

Al X

Al X

Al XI

Al XI

Al XI

Al XI

Al XTI

Al XII



Bs: =

B32 =

B3z =

B34 =

B36 =

B3y =

B38 =

B39 =

By =

By =

By =

B43 =

By =

B45 =

By =

By =

By =

B5O =

Bs: =
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Brown,

- ($14 - y14) a; —
(14 + Y14) a2 — 214 a3

(14 + y14) a1 +
(€14 — y14) a2 + 21183

(15 —y15) a1 +
(x15 + Y15) Az + 215 ag

— (215 +y15) a1 —
(5615 - y15) az — z15a3

- (3315 - y15) a; —
(x15 + Y15) Az — 215 ag

(x15 +y15) a1 +
(x15 — Y15) A2 + 215 a3

($16 - yle) a; +
(z16 + y16) A2 + 216 a3

— (216 +Y16) a1 —
(11016 - y16) az — 216 A3

- (1’16 - y16) a; —
(z16 + Y16) a2 — 216 a3

(x16 + y16) a1 +
(x16 — Y16) A2 + 216 a3

(£E17 - y17) a; +
(x17 + y17) a2 + z17 a3

—(z17 +y17) a1 —
(r17 —y17) a2 — 21783

- (5617 - y17) a; —
(x17 + y17) a2 — z17 @3

(17 +y17) a1 +
(x17 — y17) ag + z17 a3

(z18 — y18) a1 +
(x18 + y18) a2 + 218 a3

— (18 +v18) a1 —
($18 - y18) ag — z18 a3

- (3918 - y18) a; —
(x18 + y18) a2 — 218 a3

(x18 +y18) a1 +
(x18 — y18) Az + 213 ag

(z19 — y19) a1 +
(x19 + Y19) Az + 219 a3

— (219 +y19) a1 —
(1‘19 - y19) az — zj9asg

- ($19 - y19) a; —
(x19 + Y19) Az — 219 a3

(z19 + y19) a1 +
(19 — y19) a2 + z19 @3

The  structure of

doii10.1107/50365110X59002821.

intermetallic

— (CLI14 + CZ14 COS 5) )A( — by14 y —
cz148in Bz

(ax14 + cz14c08 B8) X — by14§ + cz148in 5
(ax15 + cz15c08 8) X+ by15§ + cz15sin 5 2

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

—(ax15 + cz15c08B) X — by15§ —
cz158in B2

(ax15 + cz15c08 8) X — by15§ + cz158in 5 2
(ax16 + cz16 €08 B) X + by16 ¥ + cz168in 8 2

— (az16 + cz16 cos B) X + by16 ¥ —
cz168in B2

— (ax16 + cz16cos B) X — by16 § —
CZ16 sin ﬁ Z

(CLSClﬁ + cz16 COS ﬂ) X — bylﬁ y + cz16 sinﬂ Z
(ax17 + cz17c08 B) X+ by17§ + cz17sin 5

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

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

(ax17 + cz17co8 B) X — by17§ + cz178in B 2
(ax1g + cz18co8 B) X+ by1s ¥ + cz18sin 5 Z

— (az18 + cz18cos B) X + by1sy —
cz188in Bz

— (az15 + cz1gcos B) X — by18y —
cz188in Bz

(ax1s + cz18co8 B) X — by1s ¥ + cz188in B2
(CLSClg + cz19 COS ﬂ) X+ bylg y + cz19 sinﬂ Z

— (az19 + cz19cos B) X+ by19y —
CZ19 sin ﬁ Z

— (az19 + cz19c08B) X — by19y —
cz198in Bz

(ax19 + cz19c08 B) X — by19§ + cz19sin 5 2
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