Cu(PtSy), Structure:
AB2C4 mP28_13_g_etg_4g-001
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Prototype CuPtseSy

AFLOW prototype label AB2C4_mP28_13_g_efg_4¢-001
ICSD 74894

CCDC 1635564

Pearson symbol mP28

Space group number 13

Space group symbol P2/c

AFLOW prototype command  aflow --proto=AB2C4_mP28_13_g_efg_4g-001

__params=a’b/a7c/a,6,ylay%mﬁh Y3, 23, L4, Y4, 24, T5,Y5, 25, L6, Y65 265 L7, Y7, 27, L8, Y8,
z8

o (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
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = Y1 as + iag = iccosﬁi—l—byly—l— icsinﬁi (2e) Pt 1
B, = —ypas + %ag = %ccosﬁk—byly—l— %csinﬁi (2e) Pt1I
Bs = lay+ypas+ Lag = (§+52) %+ bys3 + hesin 2 (21) Pt 11
B, = la)—ypay+ 2ay = (5+2922) %~ by + Jesin B2 (2f) Pt 11
Bs = zzaj + yszas + 23 as = (axs + czzcosB) X+ bysy + czgsinfz (4g) Cul
Bs = —z3a; +ysas — (23 — 1) a3 = — (aw3+c (23 — 3) cos B) X+ byz § — (4g) Cul
c (23 — %) sin 8 Z
B, = —r3za; — ysas — z3as = —(axz+czzcosf) X —bysy — cz3sin Bz (4g) Cul
Bgs = r3a; —yzas + (23 + %) as = (axg +c (23 + %) cos B) X—bysy + (4g) Cul
c (23 + %) sin 8 Z
By = Tgay + ygas + 243 = (axy + czqcosB) X+ bys§ + cz4sin 5z (4g) Pt 111
B = —x4a; + ygag — (24 — %) as = — (ax4 +c (24 — %) cos ﬁ) X+bysy — (4g) Pt III
c (24 — %) sin 8z
B11 = —ZTgaAl —Ysgay — 24a3 = — (CLSC4 + ¢z4 CcoSs ﬂ) X — by4 y — Czy sinﬂ Z (4g) Pt IIT
B, = Tga; —ygas + (z4 + %) as = (ax4 +c (24 + %) cos ﬁ) X—byy+ (4g) Pt III
0(24 + %) sinfBz
Bis = Tsa + ysas + 25 as = (axs + czscos B) X+ bys§ + czssin 5z (4g) S1I
Bu - mmtpme (s-ba = —(emsre(n-desd) xebpy— () SI
c (2’5 - %) sin Bz
B15 = —Tsa] —Ysaz — zZ5as = *((ZﬁCE’, +CZ5 COSB) &*by5y*CZ5 Sinﬂz (4g) S I
Big = z5a; —ysaz + (25 + 3) ag = (aws +c(z5+ 3) cos B) X —bys § + (4g) S1
c (25 + %) sin Bz
By = Tgay + Y as + 2 as = (axg + czgcos B) X+ bys ¥ + czgsin 5 z (4g) S1I
BlS = —Te Ay +y6627 (267 %) as = — (ax6+c(zﬁ— %) COSﬂ) ﬁ+by6$’* (4g) S 11
c (2'6 — %) sin 8z
By = —Tgal — Ygas — 26 as = —(azxg+czgcosf) X —bys§ — czsin Bz (4g) S1I
By = Tgay — Ygas + (26 + %) as = (axg +ec (26 + %) coS 5) X—bysy + (4g) S1I
c (z6 + %) sin Bz
By, = T7a; +yras + 27 as = (ax7 + czrcos B) X+ byr § + czrsin S Z (4g) S III
By = —x7a; +yrag — (27 — %) as = — (ax7 +c (27 — %) cos ﬂ) X+byry — (4g) S III
c (27 — %) sin 8 Z
Bos = —x7a; —yras — zras = —(ax7+czrcosf) X —by; § — cz7rsin Bz (4g) S III
By, = zra; —yraz + (27 + 3) ag = (axr +c (27 + 5) cos B) X —byr § + (4g) S III
C(Z7 + %) sin Bz
B25 = rga + Ys az + zg as = (CLIS + czg cos B) X+ byg 5’ + czg Sinﬂ Z (4g) STV



B26 = —Tgai —+ Ys az — (Zg — %) as = — ((ZIS +c (2’8 — %) COSﬂ) )A( + bygy — (4g) S IV
c (28 — %) sin 8z

Bor = —xga; — ygas — 2gas = —(axg+czgscosf) X —bysy — czgsin Bz (4g) SIV
Bos = Tga; — ygas + (Zg + %) as = (a:cg +c (Zg + %) cos 5) X—bysy + (4g) SIV
c (Zg + %) sin 8 Z
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