Ags1Gdyy Structure:
A27B7_hP68_175_chjk3l_ejk-001
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Prototype Ags1Gdyy

/AFLOW prototype label A27B7_hP68_175_chjk3l_ejk-001
ICSD

CCDC 1594139

Pearson symbol hP68
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Space group number 175
Space group symbol P6/m

AFLOW prototype command aflow --proto=A27B7_hP68_175_chjk31_ejk-001
—~params=a, C/a7 22,23,T4,Y4,T5,Ys5,T6, Y6, L7, Y7, T8, Y8, 28, L9, Y9, 29, L10, Y10, 210

Other compounds with this structure

Ags1Cery, Ags1Dy1a, Ags1Eris, AgsiHora, AgsiLaig, AgsiNdia, Ags1Prig, AgsiPuis, AgsiSmig, AgsiThig, AgsiThis, Agsi Y4,
Aus;Cery, AusiDyis, Aus1Gdiy, AusiHoyy, AusiLagy, AusiPdig, AusiPrig, AusiSmiy, AusiTbig, AusiThyy, Aus Uiy,
Aus; Y14, Cds1Cuyy, Cds1Euny, CdsiHgra, Cds1 Thiy, Cdsi Ybiy, CusiHfyy, Cusy Thyy, Cusi Zrig, Hgs1Eugg, Hgs1Sr14, Hgs1 Ybay,
1Ag9AA1142{_]147 AU4QCUQU14, Au51Th7U7, CHQAU42U14, CU38Ga13LU14, Cu46Ga5U14, Cu40Ga11Er14

e This is often referred to as Ags ¢Gd. Sources such as (Wang, 2008) list this as Ags;Gdi4, but the exact stoichiometry
depends on the occupation of the Ag-III (6j) site. If this site is half-filled we get the preferred stoichiometry. The Al (6j)
sites are quite close together, forming a hexagon of side 1.57A with second neighbors at 2.72A. When the site is half filled
it is likely that the three silver atoms form a triangle with side 2.57A in one of the two allow orientations.
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Lattice Cartesian Wyckoff Atom
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Bs = la14r2a24r23ag %ai+§ay+023i (4h) Ag II
Bg = fal + z ag—l—zg as %ai ﬁay—i—cz;;i (4h) Ag II
B, = 2a;+ ta; — 2343 ja%k — iay—czgi (4h) Ag Il
Bsg = %al—k%ag—zgag 1ax+fay—cz3z (4h) Ag Il
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Bis = Tsay + ys az sa (w5 +ys) X — @fl (r5 —ys) ¥ (6) Gd 11
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Gd 11
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Gd 111
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Bss = —wioar+ (z10 —y10) a2 +210a3 = La(z10 — 2y10) X+ fal"w ¥+ cz102 (121) Ag VII

Bsg = — (210 —y1w0) a1 —T0a2+210a3 = —3a (2x10 — y10) X — %Gyw ¥+ cz102 (121) Ag VII

Beo = —Z10@1 — Y10 A2 + Z10 A3 =  —ia(x0+y0) X+ ga (T10 — y10) ¥ + (121) Ag VII
cz10 2

Be1 = yoar — (10— %10) a2 + 21083 = La(—z10 4 2y10) X — ﬁﬂh’clo ¥+ cz102 (121) Ag VII

Be2 = (210 —yiw0) a1 +z0a2 + 21023 = 3a(2x10 — y1o) X+ fayw ¥ +cz102 (121) Ag VII

Bgs = —T10a1 — Y10 A2 — 210 A3 =  —Za(z0+y0) X+ ga (10 —y10) § — (121) Ag VII
cz10 2

Bes = wyioar — (10— Y10) a2 — 21023 = %a (—x10 + 2y10) X — ﬁaxlo v —czi0Z (121) Ag VII

Bes = (710 —%10) a1 + 71082 — 21023 = $a (2210 — y10) X+ fayw y—czi02 (121) Ag VII

Bes = T1p a1 + Y10 a2 — 210 A3 = 3a (z10 + y10) X — %‘ia (10 — Y10) ¥ — (121) Ag VII
cz10 2

Ber = —wioar+ (z10 —¥i0) a2 —210a3 = ta(z10 — 2y10) X+ f‘wlo y—czioz (121) Ag VII

Bes = —(t10—yw0)ai—Tw0a—z0a3 =  —3a(2010 — y10) X — Layio § — cz10 2 (121) Ag VII
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