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Prototype AgCyN3

AFLOW prototype label AB4C3_0132_46_b_2bc_bc-001
ICSD 43823

Pearson symbol ol32

Space group number 46

Space group symbol Ima2

AFLOW prototype command  aflow --proto=AB4C3_0I32_46_b_2bc_bc-001
-—params=a, b/a, c/a,y1, 21, Y2, 22, Y3, 23, Y4, 24, T5, Y5, 25, T6, Y6, 26

e This is the room temperature structure of AgC4N3. Around 100K it undergoes a significatn change in structure which
does not change the space group or Wyckoff positions. (Hodgson, 2014). This can be found on the low temperature
AgCy4N3 structure page.

e In chemical literature this is often referred to as Ag(tcm), where tem is an abbreviation for tricyanomethanide.

e (Konnert, 2014) swapped the z- and z-axes compared to the standard setting of space group I'ma2 #46. We used
AFLOW to transform this to the standard orientation.
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Body-centered Orthorhombic primitive vectors

a3 = —%afi—l— %bA + %ci
ag = lak—lby+lce
ag = %afc—f— %by - %ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, (yi4+21) a1+ (z1+ ) as + = 1aX+by1 ¥+ 2 (4b) Agl
(y1+3) a3
B —p—z)ar+(n+3)a— = 3a% — by §+cn 2 (4b) Agl
(y1 - %) as
Bs (y2+22) a1+ (22 + 1) as+ = lak+bys§ + czo 2 (4b) CI
(y2+ 1) a3
B4 —(yp—zm)ar+ (2 +32)ay— = 3a% —by2 ¥+ c202 (4b) CI
(yz - %) as
Bs (ys+23) a1+ (234 1) aa+ = lax+bysy + i (4b) CII
(ys+ 1) as
Be —(ys—z)ar+ (s3+3) ag— = 3a% —bys§ + cz3 2 (4b) CII
(ys - %) as
Br (ya+za)ar+ (24 +3) a2+ = lax+bysy +cuz (4b) NI
(ya+ 1) a3
Bs —(a—z)ar+ (u+3)a— = S3ak — by, ¥+ cz 2 (4b) NI
(ya = §) as
By (Y5 + 25) a1 + (x5 + 25) az + = ars X +bys ¥ + cz5 2 (8¢) CIII
(x5 +ys5) a3
Bio —(ys—2) a1 — (25— z5) A~ = —aws X — bys ¥ + cz5 2 (8¢) C III
(x5 +ys5) as
By —(ys — 25) a1 + = a(rs+3) X—bys§+cz2 (8¢) C 111
(25 +25+3) as +
(x5 —ys + 3) as
Bi2 (y5 + 25) a1 + = —a(z5— %) X+ bys § + cz5 2 (8c) C I
(—965 + 25 + %) as +
(x5 +ys+5) as
Bis (Y6 + 26) a1 + (z6 + 26) @z + = axe X + bys ¥ + c26 2 (8c) N II
(x6 + ys) as
Bia —(y6 —26) a1 — (6 — 26) a2 — = —axgX —bys ¥ +cz62 (8¢) N II
(z6 + Yo) a3
Bis — (Y6 — 26) a1 + = a(ze+3) X—bysy +cz 2 (8c) NI

(5364'2'6"’%) as +
(xG_y6+%) as



Big = (ye + 26) a1 + = —a(zg— %) X+ bye § + cz6 2 (8¢) NII
(*35'6 + zg + %) as +
(—xg + ye + %) as
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