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Prototype

AFLOW prototype label
ICSD

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

Ags1Gdyy
A27B7_hP68_175_chjk31_¢jk-001

9085
hP68
175
P6/m

aflow --proto=A27B7_hP68_175_chjk31_ejk-001
~Tparams=a, c/a, 22,23, T4,Y4,T5,Y5, L6, Y6, L7, Y7, L8, Y8, 28, L9, Y9, 29, L10, Y10, #10


https://aflow.org/p/V9AH
https://aflow.org/p/A27B7_hP68_175_chjk3l_ejk-001

Other compounds with this structure

Ags1Cerq, Ags1Dy1a, AgsiEris, AgsiHora, AgsiLaga, AgsiNdia, Ags1Pria, AgsiPuia, Ags1Smug, AgsiThia, Ags1This, AgsiYia,
Aus;Cery, AusiDyis, Aus1Gdis, AusiHois, AusiLags, AusiPdis, AusiPris, AusiSmyy, AusiTbiy, AusiThyy, Ausi Uiy,
Aug; Y14, Cds1Cuyy, Cds1Euyy, CdsiHgrg, Cds1 Thiy, Cdsi Ybiy, CusiHfyy, Cusy Thyy, CusiZris, Hgs1Euys, Hgs1Sr14, Hgs1 Ybay,
AggAuyoUiy, AugrCugUyy, AusThy Uz, CugAuygsUyy, CuszgGagzLluyy, CugeGasUis, CuyoGayiEry

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-IIT (6j) site. If this site is half-filled we get the preferred stoichiometry. The Al (6;)
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.

Hexagonal primitive vectors

a; = ja%-— @afr g ‘;7

a; = iaX+ @af’ TJJ j)J;;ﬂJT

ag = cz R@j

Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = la+2a, = lax+ Yay (2¢) Agl
B, - byt - o~ Ylas ) Ast
B = 20 a3 = 20 7 (2e) Gd 1
By, = —2z9 Az = —Cc292 (2e) Gd1I
Bs = sai+3ar+2ag = ja%+Pay +ezd (4b) Ag 1l
Be = jai+gar+2ag = %ai—§ay+cz:;2 (4h) Ag Tl
B, = %al+%a2—zga3 = %ai—?ay—cz;gi (4h) Ag II
Bs = jai+3a, — 2333 = saX+ay — ez (4h) Ag Il
By = Tqay + ygas = ta(zs+ys) X— Ba(ra—y1) § (63) Ag IIT
Bio = —ysay + (v4 — ya) Az = 3a(rq — 2ys) X+ @auy (6)) Ag IIT
By, = — (24— ya) a1 — 2482 = —5a(2z4 —ys) X — Lays § (6§) Ag T
Bz = —Tiay — Ysaz = —za(zs+ys) X+ Fa(vs—ys) § (63) Ag III
Bis = ysar — (T4 — ya) Az = 30 (—xs+2ys) X — Flazsy (6j) Ag III
Bia = (x4 —ya) a1 + x4 22 = $a(2zy —ys) X+ §Gy45’ (63) Ag I
Bis = Tsap + Ys az = %a (x5 +ys5) X — @a(@’: —ys5) ¥ (65) Gd II
Bis = —ys a1 + (v5 — ys5) a2 = La(vs —2y5) %+ Lazsy (6)) Gd II
Bi; = — (25 —y5) a1 — w522 = —5a (25 —y5) X = Pays§ (63) Gd IT
Bis = —T5a; — Y5 as = ~la(ws +ys) X+ La(zs —ys) § (65) Gd II
By = ysair — (z5 — ys) az = 3a (=5 +2ys5) X — ?aﬂ?s y (65) Gd II
B = (x5 — y5) a1 + 75 az = la(2w5 —y5) X+ Lays § (6j) Gd II
B21 = Teay + ys az + 3 ag = za(xe+ys) X — @a (T6 —y6) § + 3¢2 (6k) Ag IV
Bar = —yo a1 + (v6 — y) az + 3 a3 = La(we — 26) X+ Lazey + Lez (6k) Ag IV



B61
B62

—(z6 — o) a1*$632+%a3
—$631—y632+%33
ys a1 — (z6 — ye) az + 5 as
(6 — Ys) a1+$632+%a3
I7al+y7a2+%a3
—yray + (7 — y7) 32+%as
— (27 —y7) 31—1’7324—%33
—x7ay —yras + 3 as
yrar — (z7 — yr) a2+%a3
(w7 —y7) al+x7a2+%33
Tgay + Yygag + 2gas
—ygai + (rg — ys) az + zg as
—(xg —ys) a1 — rgag + 2z a3
—xga; —yYsaz t+zzas
ysa; — (rs — ys) az + zg a3
(rg —ys) a1 + xgas + zz a3
—Tga; —Ysgaz — zgasg
ysar — (rs — ys) az — 23 a3
(rg —ys) a1 +xgas — 2z a3
Tgay +Ysaz — 2gag
—ygay + (3 — yg) az — zg as
—(z8 —ys) a1 — xgaz — zg as
Tg ay +y932+2933
—Yoay + (9 — yg) az + 29 a3
—(x9 —yg) a1 — Tgaz + 29 a3
—Tga; —Ygaz + zgas
Yoas — (T9 — yo) a2 + 29 a3
(xg —yo) a1 + wgas + zg a3
—ZTgay —YgaA2 —29Aasz
Yoai — (T9 — yo) az — 29 a3
(xg —yo) a1 + xgaz — zg a3
Tgay +Ygaz — 29 a3
—Yoay + (9 — yo) az — 29 a3
—(z9 —yo) a1 — X9 a2 — 29 a3

T10a1 + Yi0a2 + 210 a3

—y10a1 + (T10 — Y10) a2 + 210 a3
— (210 — y10) a1 —x10 A2 + 210 A3

—Tipa1 — Y102 + 21083

yi0ar — (T10 — Y10) a2 + 210 a3

(10 — Y10) a1 + 1022 + 210 a3

la(2w6 —yo) X+ Lays§ + tei
saler +y7) X = Pa(er —yo) § + i

%a (x7 —2y7) X+ @amy—l— 5CZ

—5a(2x7 —y7) X ?ay7y+§cz
—%a(x7+y7)x+§a(1‘7—y7)y+ 5CZ

% (—x7 +2y7) X — § ar7§ + 5¢%

1 V3

30 (x8 +ys) X — Pa(rs —ys) ¥ + ez 2
§a(x8—2yg)§<—|—£ arsy + czg Z
—50(2r8 —ys) X — iCLZsterCZsZ

—%a(ﬂCs—I—ys)f{-&-\f (v —ys) ¥ +c22
%a (—xs +2ys) X — @axgy + 2 Z

V3

2a(2x8 —yg) X+ Faysy + czz 2

—ta(zs+ys) X+ ?a(xs —yg) ¥ — czg 2

%a (—x8 +2yg) X — Farg § — czg 2
La(2wg —yg) X+ fayg ¥ —czs2

%a(asg—&—ys) X—%a(rs—ys) ¥ —czs 2

a

%a (zs — 2ys) X + @a:cgy —c2RZ

\a

—za(2xs — ys) Cays § — c2g Z

%a (g +yo) X —

M\& %

a(mg—yg)y+czgi
%a(z9—2y9)§(+£ arygy + cz9 Z
— Bayg§ +czo
Za(rg —yo) ¥+ czo

a(—xg + 2yo) 5(—7 aryy + czo Z

a
%a (—x9 + 2y9) X — @axgy —c29 %
1 a(2xg —yg) X+ ?aygy — Cc29Z

%a(x9+yg) X*@G(J?g*yg) ¥ —c297

%a (zg — 2y9) X + @amgy —C29Z

—zsa(2x9 —y9) X — ?aygy —c29%
La (210 + y10) X — @a (10 —y10) § +
CZl()Z

%a (z10 — 2y10) X + ﬁafflo V+czoz
—3a(2x10 — y10) X — iaym ¥ +cz102
—5a(x10 + y10) X + %a (10 —y10) § +

CZ10 Z

fa(—z10 4 2y10) X — ﬁafflo ¥ +cz102

2a(2x10 — y10) X+ ‘faylo ¥+ cz102
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(121)
(121)

(121)
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Ag IV
Ag IV
Ag IV
Ag IV
Gd III
Gd III
Gd 111
Gd III
Gd III
Gd III
AgV
AgV
AgV
AgV
AgV
AgV
AgV
AgV
AgV
AgV
AgV
AgV
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VI
Ag VII

Ag VII
Ag VII
Ag VII

Ag VII
Ag VII



B63 = —X1p0A1 — Y10 Ay — Z10 A3 = 7%04 (Ilo + ylo) 5( =+ @a (.Tlo — le) 5’ — (121) Ag VII
CZloz

Bes = wioar— (210 —y10) a2 — 21083 = sa(—x10 + 2y10) X — @fww y—czi02 (121) Ag VII

Bes = (210 —%10) a1 + 21082 — 21023 = 3a(2x10 — y10) X+ ?ayw y—czi0z (121) Ag VII

Bee = T10a1 + Y10 a2 — 210 a3 = La(zi0 +yi0) X — @a (r10 —Y10) ¥ — (121) Ag VII
02102

Ber = —yioar+ (z10 —y10) a2 — 21083 = $a (z10 — 2y10) X + @afﬁo y—czi02 (121) Ag VII

Bes = —(z10—y1w0) a1 —z1082—21083 =  —3a(2x10 — y10) X — §Gy10 y—czi0z (121) Ag VII
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