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Prototype CuPtsSy

AFLOW prototype label AB2C4_.mP28_13_g_efg 4¢-001
ICSD 74894

Pearson symbol mP28

Space group number 13

Space group symbol P2/c

AFLOW prototype command  aflow --proto=AB2C4_mP28_13_g_efg_4g-001

__Para-ms=a7b/a7c/a767y1ay27$3a Y3,23,T4,Y4,24,T5,Y5,25,L6,Y6, 26, L7, Y7, 27, T8, YY,
<8

e (Gross, 1994) give the crystal structure in the P2/n setting of space group #13. We use FINDSYM to change this to the
standard P2/c setting,.

e With only a small uncertainty in the coordinates (= 0.1A) this could be placed in space group P2/m #10 with the unit
cell halved.

Simple Monoclinic primitive vectors

a; = aX
az — by
ag = ccosfBX+csinfz
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Basis vectors
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Lattice
coordinates

1
Yraz + gas
3
—Y1az + jas
1 1
sar+y2ax+ gas
1 3
a1 —Y2az + 7as
r3ap +Yyszaz + z3as

—Tza; +ysaz — (23 - %) as

—Zza; —Ysaz —z3a3

$3a1—y332+(2’3+%) asz

T4a) + Ysa2 + 24 a3

—ZT4a; +Ysaz — (Z4 - %) as

—T4a1 —Yqa2 —24a3

x4a1—y4a2—|—(z4+%) as

Tsa + Ysaz + z5ag
1

—Tsai +Ysaz — (2’5 - 5) as
—Zsa] —Ysaz — 25a3

x5a1—y5a2+(25+%) asz

Teayl + Ye A2 + 26 A3

—zga1 +ysaz — (2 — 3) as

—Tedl — Ye a2 — 26 A3

$631—y632+(26+%) as

Tr7ay + yraz + zrag

—xra;+yraz — (27 — 3) as

—T7a] —Yraz — zZryas

Trayp —yraz + (Z7+%) as

rgar + ysaz + zg ag

—zgay +ysaz — (25 — 3) as

—Trgal —Ygaz — zgag

xsalfysaQJr(Zer%) as

Cartesian
coordinates

%ccosﬁi—kbyly—l— icsinﬁi
%ccosﬁifbyler %csinﬂi
(% + —“ﬁfﬁ) K+by§ + tesinB2
(g + —3“;’55) X —bya ¥y + Scsin Bz
(axs + czzcos B) X+ bys§ + czgsin 5z
— (ax3+c(23— %)Cosﬂ) X+bysy —
c(z;:, — %) sin 8z
—(axs 4+ czgcos B) X —bysy — czzsin Bz
(al'g—l-C(Zg—‘r%) cosﬁ) X—bysy +
c(z3—|— %) sin 8 Z
(axy + czacosB) X+ bys§ + cz4sin 5z
— (ax4+c(24f %)cosﬂ) X+bysy —
c(z4 — %) sin 8 Z
—(azg +cz4co8B) X —bys § — cz4sin Bz
(aa:4—|—c(z4+%) COSB) X—by,y +
C(Z4+ %) sin 8z
(axs + cz5c08 8) X+ bys § + cz5sin S
— (ax5+c(z5— %)cosﬂ) X+bysy —
c(z5 — %) sin 8 Z
—(azs +czscosB) X —bys § — czssin Bz
(ax5—|—c(z5+%) cosﬁ) X—bys y +
6(25—1—%) sin 5 Z
(axe + czgcos B) X+ bys § + czgsin 5 Z
— (am6+c(26— %)cosﬁ) X+bysy —
c(zG— %) sin 8 Z
— (axg + czgcos B) X — byg § — czgsin S Z
(axe + ¢ (26 + 3) cos B) X — by § +
¢(z+3)sin B2
(a7 + czrcos B) X+ byr § + czrsin Sz
— (ax7+c(27— %)cosb’) X+by;y —
c(z7— %) sin Bz
—(ax7 4+ czrcos B) X —byr § — cz7sin Bz
(ax7+c(27+%) cosﬁ) X—byry +
C(Z7+%) sin 8 Z
(axg + czgcos B) X+ bys § + czgsin 5z
— (ax8+c(zg - %)COSB) X+bysy —
C(Zg — %) sin 5 Z
— (axg + czgcos B) X —bys§ — czgsin Bz
((1!E8+C(Zg+%) cosﬁ) X—bysy +
C(Zg+%) sin B Z
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