Cyanogen [(CN)s] Structure:
AB_oP16.61 c_c-002
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Prototype CN

AFLOW prototype label AB_0oP16_61_c_c-002
Mineral name cyanogen

ICSD 15870

CCDC 1134660

Pearson symbol oP16

Space group number 61

Space group symbol Pbca

AFLOW prototype command aflow —-proto=AB_oP16_61_c_c-002
--params=a, b/a,c/a, x1,y1, 21, T2, Y2, 22

e We use the data for solid cyanogen at —95°C from (Parkes, 1963).

e (Parkes, 1963) give the structure in the Pcab setting of space group #61. We rotated this 90° about the y-axis to
transform this to the standard Pbca setting.
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e This structure has the same AFLOW label as |B., CdSb. The structures are generated by the same symmetry operations
with different sets of parameters (--params) specified in their corresponding CIF files.

Simple Orthorhombic primitive vectors

a; = axXx
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = x1a; + Yy az + 21 a3 = ax1X+by1y+exz (8c) CI
B, = —(v1—3) a1 —yras + = —a(z1—3)X—bypry+c(za+3) 2 (8c) CI
(21 +3) as
B; = fx1a1+(y1+%) as — = fax1i+b(y1+%)yfc(zlf%)2 (8¢) CI
(- 1) o
B, = (acl—l—%) al—(yl—%) asp—ziag = a(ml—&—%)i—b(yl—%)y—czli (8c) CI
B; = —ri1a; —yias — 21 a3 = —ar1X—by1 y —cz1 Z (8c) CI
Bsg = (ac1—|—%) a1—|—y1a2—(z1—%) ag = a(xl—&—%))‘c—kbyly—c(zl—%)i (8¢) Cl
B, = xlalf(ylf%) a2+(zl+%) az = axlfcfb(ylf%)erc(zlJr%)Z (8¢) CI
Bg = —(xl—%)al—i—(yl—l—%) a+ = —a(xl—%)i—i—b(yl—&—%)y—&—czli (8c) CI
21 a3
By = Toay + Yo as + 20 a3 = axrs X+ by ¥ + c29 Z (8¢) NI
Bio = 7(1’27%) a; —ysas + = *Q(QjQ*%)i{*bygy‘FC(ZQ‘i’%)z (8¢) NI
(22 +3) a3
By = —zoar+ (y2+3) a2 — = —azsX+b(y2+3) y—c(2—3) 2 (8c) NI
(22— 3) as
B = (x2—|—%) al—(yg—%) as—z29ag3 = a(xg—&—%)fc—b(yg—%)y—czzi (8c) NI
Bz = —Toa; — yoag — 29 a3 = —aroX — by y — 20 % (8¢) NI
By = (xg—l—%) a1+y2a2_(22_%) as a(xg—k%) )‘c—i—bygy—c(zQ—%) Z (8c) NI
Bis = zea;—(y2— 1) ax+(za+3)as = avoX—b(y2—3) §+c(z2+1i)2 (8c) NI
Bis = —(332—%) a1+(y2+%) as + = —a($2—%)5<—|—b(y2+%)$7+0222 (8¢) NI
29 a3
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