Mercury Cyanide [Hg(CN)o, F'1;] Structure:
A2BC2 140 122 e d e-001

This structure previously used the label(s) A2BC2_t140_122_e_d_e. Calls to these addresses will be redirected here.
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Prototype CoHgNs

AFLOW prototype label A2BC2_t140_122_e_d_e-001
Strukturbericht designation F1,

Mineral name mercury cyanide

ICSD 412315

CCDC 1727652

Pearson symbol t140

Space group number 122

Space group symbol I42d
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AFLOW prototype command

aflow --proto=A2BC2_tI40_122_e_d_e-001

—~params=a, C/a7 x1,T2,Y2,22,T3,Y3, 23

Body-centered Tetragonal primitive vectors

a3\(a1
a2 ; :
a; = —zaX+3ay+jcz
a = gaX—3ay+ica
ag = 1aX+iay-—icz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, %al—l—(xl—i—%) ag+($1+i> as axli—i—iay—i—%ci (8d) Hg I
B> %al—(xl — %) 32—(J,‘1 — %) as —axli—k%ay—i—éci (8d) Hg I
B3 7(1’17§) a1+§a2— 7%&5&7@(1’17%)5’%*%62 (Sd) HgI
1
(z1— 1) a3
B4 (z1+ ) ar+3ay+ (214 3) as jak+a(z1+3) 9+ 3cz (8d) Hg I
Bs (y2 + 22) a1 + (22 + 22) az + aro X+ aysy + c20Z (16e) ClI
(x2 + y2) as
BG — (y2 — 22) a; — (IEQ — 2’2) ag — 7&5625\{ — ay2 y + CZ9 2 (166) C I
(72 +12) a3
Br — (w2 + 22) a1 + (y2 — 22) a2 — ay2X —are§ —c2oZ (16e) ClI
(2 — y2) a3
BS (ZL‘Q — 22) a; — (yg + 22) as + —ay2 X + ax2 5’ — CZ9 Z (166) ClI
(2 —y2) a3
By (y2—22+32) a; — —azaX+a(ya+3)y—c(ea—1) 2 (16e) CI
(12 + 22— 1) an +
(—z24+y2+3) ag
Bio —(y2t+2z2—3)a+ argX —a(ya —3) ¥ —c(z2— 1) 2 (16e) CI
(22— 22+ ) as +
(z2 —y2 +3) a3
- 1\ & 1\ &
Bi: (—z2+20+3) a1 + —ayp Xk —a(za—3)y+e(ea+7) 2 (16e) CI
(ny + 22 + 1) az —
(962 + Y2 — 5) as
B2 (1'2+22+%) a; + ay2§c+a(x2+%)y+c(22+i)i (16e) CI
(y2+ 22+ ) a0 +
(z2+y2+3) as
Bis (Y3 + 23) a1 + (z3 + 23) az + arsX+aysy + cz32 (16e) NI
(z3 +y3) a3
Bia —(ys —z3) a1 — (x3 — 23) ag — —ax3X —aysy +cz3z (16e) NI
(73 +y3) a3



B15 = — (JC3 + 23) a; + (yg - 23) as — = ays X — ars y — CZ3 Z (166) NI
(z3 — y3) a3

Bis = (z3 —23) a1 — (y3 + 23) a2 + = —aysX +ax3y — cz3Z (16e) NI
(z3 —y3) a3
By; = (ys —23+3) a; — = —arsX+a(ys+3)y—c(es— 1) 2 (16e) NI

(JU3+2’3—%) as +
(—:c3+y3+%) asz
Bis = —(ys+23—32) a1 + = argX—a(ys—3) y—c(es— %) 2 (16e) NI

Big = (—J;g—l—zg—&—%) a; + = —aygfc—a(xg—%)y—i—c(z;;—f—i)i (16e) NI
(—y3+23+4)32—
(9634—:9 —5) as

By = (3:3+z3—|—%) a; + = ay35<+a(m3—|—%)§’+c(z3+i)i (16e) NI
(ys+ 23+ 1) az +
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