BaNi(CN)4-4Ho0O (H4g) Structure:
AB4C4D4E mC56 15 e 2f 2f 2 a-001

This structure previously used the label(s) AB4C4D4E mC56_15_e_2f 2f 2f a. Calls to these addresses will be redirected here.
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Prototype BaC,4(H20)4Ny4Ni

AFLOW prototype label AB4C4D4E_mC56_15_e_2f 2f 2f a-001
Strukturbericht designation H4y9

ICSD 15002

CCDC 1595788

Pearson symbol mC5h6

Space group number 15

Space group symbol C2/c

AFLOW prototype command aflow --proto=AB4C4D4E_mC56_15_e_2f_2f 2f a-001
~Tparams=a, b/a’? C/a7 6’ Y2,X3,Y3, 23, T4, Y4, 24, T5,Y5, 25, L6, Y6, 26, L7, Y7, 27, L8, Y8, 28
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Other compounds with this structure
BaC4N4Pd-4HgO, BaC4N4Pt-4HgO

e We use the structure found by (Larsen, 1969). It is very similar to the structure found by (Brasseur, 1938) which was
designated H49o by (Herrmann, 1941). The newer work was able to separate the carbon and nitrogen atoms in the
cyanide (CN) radical, and also moved the barium atom from the (4b) to the (4de) Wyckoff position. The location of the
hydrogen atoms in the water molecules is still unknown, so they are listed as H2O.
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (4a) Ni I
B 3 ag = tccos R+ esin B2 (4a) Nil
B3 —ysa; + ysas + iag = %ccosﬂ)‘(eryger %csinﬂi (4e) Bal
B4 ygal—ygag—l—%ag = %ccosﬁ}‘(—bygy—i—%csinﬁi (4e) Bal
Bs (x3 —ys3) a1 + (3 +ys) aa+ = (axs + czzcos ) X + by ¥ + czzsin B2 (8f) ClI
%343
Be —(r3+y3)a; — (r3—y3) ag — = — (azs +c (23— 1) cos B) X+ bys § — (8f) CI
1 1 . A
(23_5) az 6(23f§)smﬂz
B~ —(z3—ys)ar —(z3+ys)aa— = —(axz+czzcosf) X —bysy — czzsin B2 (8f) ClI
zZ3asg
Bs (x3+y3) a1 + (v3 — y3) as + = (axs +c (23 + 5) cos B) X —bys§ + (8f) CI
(Z3+%) az 6(23—1—%) sin 32
By (rg —ya) a1+ (2a +ys) a2+ = (azy +czacos B) X +bys § + czysin B2 (8f) ClI
Z4Q3
Bio —(ra+ys) a1 — (x4 —ys) a3 — = — (aﬂc4 +ec (z4 — %) cos B) X+bysy — (8f) CII
1 1 . N
(Z4_§) az 6(24—5) sin Bz
Bi1 — (.134 — y4) a; — (334 + y4) as — = — (aa:4 + cz4 CoSs ﬁ) X — by4 ¥ —czysinfBz (8f) CII
Z4 A3
Bi2 (Ta+ys) a1 + (v —ys) a2+ = (azy+c (244 3) cos B) X —bys§ + (8f) cl
(24 +3) a3 c(z+ %) sinBz
Bis (x5 —ys) a1 + (z5 +ys) a2+ = (axs + cz5 cos ) X+ bys § + cz5sin B 2 (8f) HI
%543
Bis4 — (w5 +ys) a1 — (v5 —ys) aa — = — (azs +c (25 — 1) cos B) X+ bys § — (8f) HI

2’5—%) as

0(2'5 — %) sin 8z



Bis = —(z5—ys)a;—(z5+ys)as— = —(axs+czscosf) X—bysy —czssinfz (8f) HI

25 a3
Big = (x5 +ys) a1 + (x5 — ys) az + = (ax5 +ec (25 + %) coS ﬁ) X—bysy + (8f) HI
(25 +3) a3 c(z5+ %) sinBz
By = (x6 —ys) a1 + (x5 + ys) a2 + = (axg + czgcos B) X+ bys ¥ + czgsin 5z (8f) HII
26 A3
Bis = —(v6+ys)ar— (v6—ys) ag— = — (azg+c (26 — 3) cos B) X+ by § — (8f) HII
1 1 . ~
(ZG - 5) az c (ZG — 5) sin 32
Bio = —(v6—ys)ai— (6 +ys)az— = —(awe+czecosf) X —bysy — cz6sin 2 (8f) HII
Z6 A3
Bao = (v6 +ys) a1 + (z6 — ) az + = (aze +c (26 + 3) cos B) X — by § + (8f) HII
(26+%) az c(z6+%)sinﬂ2
Ba: =  (wr—yr)ar+(vr+yr)az+ = (awy+czrcosB) X+ byr § + czrsin B2 (8f) NI
Z7 as
Bas = —(z7+yr)ar—(xr—yr) aa— = — (ax7+c(z7— %) COSB) X+byry — (8f) NI
1 1 . N
(37_5) as C(Z7—§) sin 82
Baz = —(z7—yr)ar—(zr+yr)az— = —(ax7+czrcosfB) X —byr § —czrsin 2 (8f) N1
27 ag
By = (x7+y7) a1 + (x7 —y7) as + = (ax7 +ec (z7 + %) coS ﬁ) X—byry+ (8f) NI
(27 +3) a3 c(z7+ %) sinBz
Bos = (xg —ys) a1 + (xg + ys) a2z + = (axs + czgcos ) X+ bys§ + czgsin 5z (8f) NII
Zg ag
Bas = —(zs+ys)ar— (v —ys)ag— = — (azs+c (25 — 1) cos B) X+ bys § — (8f) N II
1 1 . ~
z5 — 3) as c(zs — 3)sinfBz
Bar = —(xzs—ys)ar—(xs+ys)as— = —(axg+czgcosf) X—bysy —czgsinfz (8f) N II
zZg as
Bos = (vs+ys)ar+(vs—ys)az+ = (azs +c (25 +3) cosB) X — bys§ + (8f) NI
(25 +3) a3 ¢ (s + 1) sin B2
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