Stiitzite (Ags_,Tes) Structure:
A12B7 hP57 174 2i2k4l ghi3i2k-001

Cite this page as: H. Eckert, S. Divilov, A. Zettel, M. J. Mehl, D. Hicks, and S. Curtarolo, The AFLOW Library of Crystallographic

Prototypes: Part 4. In preparation.
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Prototype

AFLOW prototype label
Mineral name

ICSD

Pearson symbol

Space group number

Ags_,Tes

A12B7_hP57_174_2j2k4l_ghi3j2k-001
stutzite

263525

hP57

174
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Space group symbol P6

AFLOW prototype command aflow --proto=A12B7_hP57_174_2j2k41_ghi3j2k-001
-—params=a, ¢/a, 21, 22, 23, T4, Y4, T5, Y5, T6, Y6, T7, Y7, T8, Ys, L9, Y9, T10, Y10, T11, Y11, T12,

Y12, T13, Y13, 213, T14, Y14, 214, T15, Y15, 215, L16, Y16, 216

Hexagonal primitive vectors

a3

a; = %afc — ?ay
ap = %af{ + ?ay
ag = CcZ
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B: = z1 a3 12 (2g) Te I
B, = —2z1 a3 —c21 % (2g) Te I
B; = laj+2ay + 2ay = lag+Lay+ i (2h) Te 11
B, = %314—%&2—2233 = %ai#—%ay—czgi (2h) Te IT
Bs = %a1+%a2+23a3 = %aif %ay‘i‘CZgZ (21) Te III
Bg = %al—l—%ag—zgag = %afc— ?ay—cz;gi (2i) Te II1
Br = Tga; + ysaz = sa(zs+1ys) X — @fl (T4 —ya) ¥ (3) Agl
Bsg = —yga; + (x4 —y4) Az = %a( x4 —2y4) X+ @a;uy (3j) Agl
By = — (24 —ya) a1 — 2122 = —La (224 —ys) X — Laysy (3)) Agl
Bio = Trsar + ys az = sa(zs +ys) X — @a (r5 —ys) § (33) Ag Il
Bi1 = —ysay + (x5 — ys5) as = %a( x5 — 2ys) X+ ?axg,y (3j) Ag Il
Bi = (25— y5) a1 — w5 a2 = —3a(2z5 —ys) X — Pays§ (3)) Agll
Bis = Tear + Y az = sa(z6 +ys) X — @a (r6 —yo) ¥ (3) Te IV
By = —ysar + (6 — ys) a2 = % (6 — 2y6) X + @aﬂ?@f’ (3) Te IV
Bis = — (6 — ys) a1 — g a2 = (2a:6 —ye) X @ayg v (3j) Te IV
B = T7a; + yras = %a (x7 +yr) X— %a (x7 —y7) ¥y (3j) Te V
Bz = —yrai + (v7 —y7) az = sa(z7 —2y7) X+ faﬂwy (33) Te V
Bis = —(z7 —y7) a1 —x7 @y = —%a (227 —y7) X — 73ay7$f (3j) Te V
Big = Tgay + ysaz = %a (s +ys) X — @G (rs —ys) ¥ (33) Te VI
By = —ygay + (3 — ys) az = ta(zs —2ys) X+ Pazsy (3) Te VI
By, = —(xzg —ys) a1 — zsag = —%a (228 — ys) X — 73ay8 vy (3j) Te VI
Bz = T9al + ygas + 3 as = fa(zg+yo) X— ?a (zo —yo) ¥ + 5¢2 (3k) Ag III
Bsz = —yoas + (Tg — yo) as + %ag = 50 (9 — 2y9) X + @amg y+s5cz (3k) Ag III
Boy = —(z9 —yo) a1 —xgar + 3 ag = —2a(2mg —yo) X — @%@5’ + 3cz (3k) Ag 1T
Bas = zipa; +yioas + 5 as = fa(zi0+y10) X— ?a (z10 — y10) §+ 52 (3k) Ag IV
B2 = —wioar+ (z10—y10) a2+ 3a3 = sa (w10 — 2y10) X + §@$10 ¥+ 5cz (3k) Ag IV



Bar = —(z10—yw0) a1 — 2082+ 3a3 = —5a (2210 — y10) X — Slayoy + Sz (3k) Ag IV
Bas = zi1a; +ynas + 5 ag = la(zy+yn) X— ?a (11 —y11) §+3c2 (3k) Te VII
B2y = —ynai+(rn—yn)ax+isaz = %a (z11 = 2yn1) X+ @axu y+3e2 (3k) Te VII
Bso = —(z11—yn)ar—rna+ %83 = (29311 —yn) X — ?ayu y+ %Ci (3k) Te VII
By, = T12a1 + Yz az + 1 a = la (m o) K= La(zie —yo) §+icz (3k) Te VIII
Bsz = —yipar+ (212 —y12) a2+ 5a3 = 30 (212 — 2y12) X+ fafu g+ ez (3k) Te VIII
Bss = —(z12—y12) a1 — 21222 + %33 = —§a (2212 — y12) X — \gfaym y+ CZ (3k) Te VIII
B3y = Tr13a1 + Y13 a2 + 213 a3 = 3a(z13 +y13) X — % (T13 —113) ¥ + (61) AgV
CzZ13 Z
Bss = -—yizai+(z13 —y3) az +zi3a3 = 3a(z13 — 2y13) X+ Paziz§ + c213 2 (61) AgV
Bss = — (213 —¥13)a1—Ti3ax+213a3 = % (2213 —y13) X — ﬁaylfi y+cusz (61) AgV
B3, = Tiz3a1 + Y13 az — 213 a3 = %a (z13 +y13) X — ?a (713 —413) § — (61) AgV
cz13 Z
Bss = —yizai+ (r13—y13) a2 — 21383 = Ta(z1s — 2y13) X + Lavis§ — czi3 2 (61) AgV
Bsg = —(713—y13) a1 — 71382 — 21383 = % (2213 —y13) X — ﬁaylf% ¥y —cn3z (61) AgV
By = T14d1 + Y14 Q2 + 21423 = %a (14 + y14) X — ?a (x14 —y14) ¥+ (61) Ag VI
CZ14 Z
Bua = —yuear+(z14 —y14) a2 + 21483 = 30 (214 — 2y14) X+ §a$14 y+czaz (61) Ag VI
By = —(214—yu)ai—zuas+zigaz = % (2214 — y14) X — @ayu ¥tz (61) Ag VI
By = T14@1 + Y1422 — 21423 = %a (14 +y14) X — ?a (T14 —Y14) ¥ — (61) Ag VI
cz14 7
Bua = —yusar+(z14 —y14) a2 — 21483 = 30 (214 — 2y14) X+ @am Yy —cz142 (61) Ag VI
Bys = — (714 —v14) a1 — 21482 — 21483 = % (2214 — y14) X — ﬁaylél ¥ —czaz (61) Ag VI
By = Ti5a1 + Y152 + 215 a3 = %a (715 +y15) X — @a (r15 —y15) ¥ + (61) Ag VIl
cz15 Z
By = —yisai+ (15 —y15) a2+ 21583 = % (w15 — 2y15) X + ?afcls y+czsz (61) Ag VII
By = — (215 —y15) a1 —Ti582+21583 = % (2215 — y15) X — @aylg, y+ensz (61) Ag VII
By = Ti5a1 + Y152 — 215 a3 = %a (715 +y15) X — @a (r15 —y15) ¥ — (61) Ag VIl
cz15 Z
Bso = -—wisai+ (15 —y15) a2 —z1583 = % (z15 — 2y15) X+ gamw y—cas (61) Ag VII
Bsi = — (715 —y15) a1 — 21582~ 21583 = % (2215 — y15) X — ﬁaylg, y—cas2 (61) Ag VII
Bsz = ZTie a1 + Y16 A2 + 216 A3 = %a (716 + y16) X — @a (r16 — y16) ¥ + (61) Ag VIII
cz16 Z
Bss = —yiar+(T16 — Y1) a2 + 21683 = La (w16 — 2y16) X + Lazi6y + 2162 (61) Ag VIII
Bsa = — (216 —y16) a1 — 21682+ 21623 = —3a (2216 — y16) X — iaylﬁ Y +czi62 (61) Ag VIII
Bss = ZTie @1 + Y16 A2 — 216 A3 = %a (716 + y16) X — @a (r16 — y16) ¥ — (61) Ag VIII
cz16 Z
Bse = —yisair+ (716 — Y1) a2 — 21683 = % (z16 — 216) X + ifmw Y —cz62 (61) Ag VIII
Bs7y = — (716 —¥16) a1 —Ti6a2 — 21683 = —%a (2216 — y16) X — %aym y—czi62 (61) Ag VIII
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