Mercury (IT) Azide [Hg(N3)s] Structure:
AB6_0P28 29 a 6a-001

This structure previously used the label(s) AB6_oP28_29_a _6a. Calls to these addresses will be redirected here.

Cite this page as:
e H. Eckert, S. Divilov, M. J. Mehl, D. Hicks, A. C. Zettel, M. Esters, X. Campilongo, and S. Curtarolo, The AFLOW Library of
Crystallographic Prototypes: Part 4, Comput. Mater. Sci. 240, 112988 (2024), doi: [10.1016/j.commatsci.2024.112988|

e D. Hicks, M. J. Mehl, M. Esters, C. Oses, O. Levy, G. L. W. Hart, C. Toher, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 8, Comput. Mater. Sci. 199, 110450 (2021), doi: 10.1016/j.commatsci.2021.110450.

https://aflow.org/prototype-encyclopedia/KSW9

https://aflow.org/prototype-encyclopedia/ AB6_oP28_29_a_6a-001

Prototype HgNg

AFLOW prototype label AB6_0P28_29_a_6a-001
Mineral name Mercury (IT) Azide
ICSD 21029

CCDC 1598712

Pearson symbol oP28

Space group number 29

Space group symbol Pca2,

AFLOW prototype command aflow --proto=AB6_oP28_29_a_6a-001
—~params=a, b/aa C/a7 T1,Y1,%1,22,Y2,22,T3,Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, LT,
Y7, 21

Simple Orthorhombic primitive vectors
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Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yas + 21 a3 = ar1 X+ by y + ¢z (4a) Hg I
B, = —r1a;] —yias+ (zl + %) as = —axlﬁ—byly—i—c(zl + %) Z (4a) Hg I
By = (a:l—i—%) a; —yjas + 2 as = a(x1—|—%)5c—by1§f—|—cz12 (4a) Hg I
B4 = 7(1717%) a1+y1a2+ = 7&(1‘17%)5\(+by15’+6(21+%)2 (48,) HgI
(21+3) as
By = Toaj + Yo as + 29 a3 = are X+ bys ¥ + c29 Z (4a) NI
Bg = —roa; — Yo as + (22—|— %) as = —awgi—bygy—i—c(zQ—i—%) Z (4a) NI
By = (x2—|—%) a; — Ysag + z9as = a(a:2+%)§c—by2§'+czzi (43,) NI
Bs = — (22— 3) ar+yoar + = —a(ze— ) X+byy+c(z2+3)2 (4a) NI
1
(22+3) as
By = r3a; + y3as + 23 as = arsX +bysy + cz3 Z (4a) N II
Big = —Trza; —Yysas + (Zg + %) as = —ax3X —bysy +c (2:3 + %) Z (43) NII
B,y = (x3—|—%) a; —yszas + zzas = a(z3—|—%) X—bysy +cz32 (4a) NII
B = —(1'3—%) a; +ysas + = —a(xg—%)i—i—bygy—l—c(z?,—i-%)i (4a) N II
1
(2’3 -+ 5) as
Bz = Tgay + ygas + 24a3 = arsX +bysy + cz4 Z (4a) N III
B4 = —x4a; —Yygas + (z4 + %) as = —arsX —bysy+c (z4 + %) Z (4a) N III
B15 = (:C4+%) aj —y4a2+24a3 = a(z4+%) )A(*by4y+02’42 (48,) NIII
Big = —(m—%) a; +ysas + = —a(u—%) )‘<+by4y—|—c(24+%) Z (4a) N III
1
(21 +3) as
By = Tsa; + ysas + 25 as = arsX + bys y + cz5 2 (4a) NIV
BlS = —Tsal —Ysa + (25 + %) as = —als X — by5§7 +c (2’5 + %) Z (43) NIV
Bio (335+%) a; —ysas + z5as = a(:v5+%) X—bysy + cz5 (4a) NIV
By = —(x —%) a; +ysas + = —a(x —%))‘(+by5y+c(z5+%)2 (4a) NIV
1
(25 +3) as
By, = Tea + Yg a2 + 2 as = argX +bysy + cz6 2 (4a) NV
B22 = —Tg a1l — Ys as + (26—|— %) as = —axﬁi—by6y+c(z6—|— %) Z (48,) NV
Bos (m6+%) a; — ygas + zg as = a(xGJr%) X —bygy + cz6 Z (4a) NV
Boy = — (26 — 3) a1+ ysaz + = —a(re —3) X+bye ¥ +c (26 + 3) 2 (4a) NV
1
(«36 + 5) as
Bos = Tr7aj] +Yyrag + zras = ax7 X +by; ¥ + cz7 Z (43) N VI
B26 = —r7a; —Yyras + (Z7 + %) as = 7CLZE7}A( - by7$’ +c (2’7 + %) Z (4&) N VI
By = (z7 4+ 3) a1 — yras + 27 a3 = a(er+3) X—byr 9 +czr 2 (4a) N VI



B2s = — (27— 1) ar+yras + = —a(zr—3) X+byr§+c(zr+3) 2 (4a) N VI
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