Low Temperature AgC4N3 Structure:
AB4C3 0132 46 b _2bc_bc-002
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Prototype AgCyN3

AFLOW prototype label AB4C3_0I32_46_b_2bc_bc-002
CCDC 961476

Pearson symbol 0l32

Space group number 46

Space group symbol Ima2

AFLOW prototype command aflow —-proto=AB4C3_0I32_46_b_2bc_bc-002
—Tparams=a, b/a7 c/a, Y1,21,Y2,22,Y3,23,Y4,24,T5,Y5, 25, L6, Y6, 26

e This is the structure obtained by (Hodgson, 2014) on cooling to 100K. There is a considerable difference in the structure
compared to the room temperature structure even though the space group and Wyckoff positions do not change.

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

e We use the ambient pressure structural data taken at 100K after heating.
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Body-centered Orthorhombic primitive vectors

a; = —%a&—l—%bA—i—% Z
ag = %afc — éby + %ci
ag = %af(qL%byf%ci
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, (yit+2)ar+ (1 +31)as+ = lak+ by ¥+ cx 2 (4b) Agl
(1 + %) az
B2 —(y1 — 21) a1+(z1+%) ag— = % X—bypy+canz (4b) Agl
(yl - %) as
Bs (y2+22) a1+ (22 + §) a2+ = Lax+ by y+cni (4b) CI
(v2+ 1) as
B4 *(y2*22)31+(22+%) ag— = % X—bysy +c2o (4b) CI
3
(v2—7) a3
Bs (ys + z3) a1 + (23+ i) ag + = %ai+by3y+0232 (4b) cII
(s +7) as
Be —(y3 — 23) al—l—(zg—&-%) aga— = % X—bysy +cz3z (4b) cII
3
(ys — 1) as
B~ (ya+24) a1+ (24 + 1) @z + = TaX+bys 9+ cauz (4b) NI
(ya + %) a3
Bs —(r—z)ar+ (u+3)a— = S3a% —bys§ + cza 2 (4b) NI
(y4 - %) a3
By (ys + 25) a1 + (z5 + 25) as + = arsX + bys ¥ + cz5 Z (8c) C III
(x5 +ys5) a3
Bio —(ys —25) a1 — (z5 — 25) @z — = —ars X —bys ¥ + cz5 2 (8¢) C 111
(x5 +ys) a3
Bn —(ys — 25) a1 + = a(zs+3) X —bys§ +cz52 (8c) C 111
($5+Z5+%) as +
(x5 —ys +3) as
Bi2 (ys + 25) a1 + = —a (w5 — %) X+bysy + cz52 (8¢) C III
(s 25+ 1) 2w +
(7565 +ys + %) as
Bis (y6 + 26) a1 + (z6 + 26) a2 + = axgX +bys ¥ +cz2 (8c) N II
(z6 +y6) a3
Bi4 —(y6 — 26) a1 — (x6 — 26) @2 — = —axgX —bys ¥y + cz6 2 (8¢) N II
(1‘6 + yﬁ) as
Bis — (Y6 — 26) a1 + = a(ze+3) X—bysy +cz 2 (8c) N II

($6+ZG+%) as +
($6—yﬁ+%) as



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