Stiitzite (Ags_,Tes) Structure:
A12B7 hP57 174 2i2k4l ghi3i2k-001
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[AFLOW prototype label A12B7_hP57_174_2j2k4l_ghi3j2k-001
Mineral name stiitzite

ICSD 263525
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CCDC 1930360

Pearson symbol hP57
Space group number 174
Space group symbol P6

AFLOW prototype command aflow --proto=A12B7_hP57_174_2j2k41_ghi3j2k-001
—~params=a, c/a, Z1,%22,23,%4,Y4,T5,Y5,T6,Y6, L7, Y7, T8, Y8, L9,Y9,T10, Y10, T11, Y11, T12,
Y12, 213, Y13, 213, L14, Y14, 214, 15, Y15, 215, L16, Y16, 216

Hexagonal primitive vectors

L
a3 = %afc - ?ay
as = %afc + ?ay
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = z1 as = cz1 Z (2¢) Te I
B, = —z1 ag = —cz1 2 (2¢) Te I
B; = %a1+%a2+22a3 = %af{+£a§+czzz (2h) Te 1I
B, = %al—i—%ag—zQag = %ai—&—?ay—czgi (2h) Te 1I
By = %al + %az—f—Zgag = %afc— %ay—i—czgz (21) Te II1
Bg = Zai 4+ Lay — 22, = lag—Bay — ez (21) Te 111
B = T4ay + ysap = la (x4 ys) X — ?a (T4 —ya) ¥ (3j) Agl
Bs = —ysai + (r4 — y4) a2 = Ta(zg —2ys) X+ @amf’ (3) Agl
By = — (x4 —ya) a1 — x4 @2 = —3a (24 —ys) X — Fays ¥ (3) Agl
B = Ty ay + ysas = %a (x5 +ys) X — @a (x5 —ys) ¥ (3j) Ag Il
Bi1 = —ysay + (5 — ys) az = la(zs —2y5) X+ §a$5§’ (3) Ag 11
B2 = — (x5 —y5) a; — x5 az = —1a(2z5 —y5) X — Lays § (3j) Agll
Bis = 2621 + Yo a2 = 3a (s +ys) X = Pa(es — yo) (3i) Te IV
Bia = —ya; + (z6 — ys) az = La (g — 2ys) X+ Laxey (3i) Te IV
Bis = —(z6 — Ys) a1 — wp a2 = —3a(2x6 — yg) X — §0y6 y (3) Te IV
Big = Tr7ay + yras = %a ($7+y7) X - @a(ﬂﬁ—/}h) y (3j) Te V
By = —yra1 + (7 — y7) ag = sa(zr —2y7) X+ @alﬁi’ (3) Te V
Bis = — (a7 —y7) a1 — w7z = —La (207 —yr) % — Layry (3)) Te V
Big = rgar + ys az = sa(zs +ys) X — @a (18 —ys) ¥ (3) Te VI
By = —ysa; + (rs —ys) az = ta(zs —2ys) X + @aﬁcsf’ (3) Te VI
By, = — (s —ys) a1 — xgas = —%a (2zg — ys) X — 73ay8 v (3j) Te VI
By = Toay + ygag + %33 = %a (g +y9) X — @a (rg —y9) ¥ + %CZ (3k) Ag III
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—yoay + (vg — yo) az + 3 a3
— (29 —yo) a1 —x9a2+%a3
T10a1 + Yo az + 3 as
—y10a1 + (210 — Y10) a2 + 5 ag
— (210 — y10) @1 — T10 Q2 + %ag
Ti1ar +ynaz + %33
—y11a; + (£11 — Y1) az + S ag
—(z11 —yn) a1 —znay+ S ag
Tiza1 +yi2az + %as
—y12a1 + (212 — Y12) 4z + S ag
— (712 — y12) a1 —T1282 + %33

Ti13a1 + Yiz3az2 + 213 a3

—y13a1 + (13 — y13) a2 + 213 a3
— (13 —y13) a1 — w132+ 2133

Ti3a1 + Yiz3a2 — z13a3

—y13a1 + (r13 — y13) a2 — 21323
- (3313 - Z/13) a; —r1zadz —zi3as

T1421 + Y1422 + 214 a3

—y1a a1 + (14 — Y14) a2+ 214 a3
— (14 — y14) a1 —T1a A2+ 2143

T1421 + Y1422 — 214 83

—y1aar + (T4 — y14) a2 — 21423
- (3314 - y14) a; —T14QA2 —Zz144a3

T15a1 + Y15 a2 + 215 a3

—y1sa1 + (T15 — y15) a2 + 215 a3
— (15 — y15) a1 —T15 a2 + 215 a3

Tis5@1 + Y152 — 215 a3

—y1sa1 + (T15 — y15) a2 — 215 a3
- (!1315 - y15) a; —Ti15A2 —Z154a3

ZTie @1 + Y16 A2 + 216 A3

—y16a1 + (T16 — Y16) A2 + 216 A3
— (z16 — y16) a1 —T16 A2 + 216 A3

ZTie @1 + Y16 A2 — 216 A3

—y16a1 + (T16 — Y16) A2 — 216 A3

- (51316 - y16) a; —Ti1eA2 — 216 A3
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—2a (2316 — Y16) X —

%a (g — 2y9) X + ﬁangy + %CZ

—La(2w9 — o) X — Layey + L
3a(z10 +y10) X L a(x10 —y10) §+3¢2
%a (.%‘10 — 2y10) X+ @axm y+ %Ci
—3a(2z10 — y10) X — @ayloy + 3¢
a(zi +yun) X— @a (211 —y11) §+3¢2
la(zn —2yn) K+ Lary g+ Lea
—sa(2x1; —y11) X — iayny—i— sCZ

3

a(z12 +y12) X—Ba(r12 — y12) §+5c2

3a (12 — 2y12) X+ @affu y+icz
—50 (2212 — y12) X %aymer 5CZ
Ta (13 +yi3) X — ‘ég (13 —y13) § +

Cz13 Z

fal'lg y + cz13 Z
L

la(ziz — 2y13) X+

—3a(2z13 — y13) X — Layis§ + cz13 2
a

(13 +y13) X — @a (r13 —y13) ¥ —

Cz13 Z

fafw ¥ —cr32

f
- 7ay13 V —cn3Z

sa(wig +yia) X — %a (14 —y14) ¥+

CZ14 Z

la(ziz — 2y13) X+

—3a(2z13 — y13) X
a

%a (w14 — 2y14) X+ @afﬂu ¥V +cziaz

@

—2a(2z14 — y14) X — Payu § + cz1a 2
a

sa(wig +yia) X — ?a (T14 —Y14) ¥ —
6214Z

1 ~ 3 ~ ~
50 (T14 — 2y14) X + %afﬂu Y —cCz147

—3a(2m14 — y14) X — ﬁaymy —c214%
%a(xw +y15) X — ?a(l‘m —y15) ¥+
6215Z

sa(z15 — 2y15) X+ gams ¥ +cxs2

—La (2215 —y15) X — Layis§ + cz15 2
1 V3 5
50 (215 +y15) X — 52a (T15 — y15) § —

6215Z

1 ~ 3 ~ ~
50 (715 — 2y15) X + %afw Y —cz15%

—2a (2315 — y15) X — ﬁaym ¥ —cz5%
a

2a (w16 +yi6) X — @a (16 —y16) ¥ +
CZmZ

sa(z16 — 2y16) X+ @am ¥ +czi62

—2a (2316 — Yy16) X — ﬁaylﬁ ¥+ czip2
sa (w16 +yi6) X — %a (16 — Y16) ¥ —
6216Z

1 ~ 3 ~ ~
50 (16 — 2y16) X + %axw Yy —cz16Z

3 ~ N
%aym Yy —Czi62
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