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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number
Space group symbol

AFLOW prototype command

Ba4Ir3010

A4B3C10.mP34_14_2¢_ae_5e-001
33863

1606604

mP34

14

P2,/c
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Other compounds with this structure

Ba4RIl3010

o (Wilkens, 1991) give the structure in the P2;/a setting of space group #14. We used AFLOW to transform this to the
standard P2;/c setting. This essentially swaps the a and ¢ vectors, with a small change in the length of the a vector and
the angle 5.

Simple Monoclinic primitive vectors

a; = aX
Az = by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, 0 = 0 (2a) Ir I
B, fas+ 3 ag = sccosBR+ $by + tesin B2 (2a) Ir I
Bs Toaj +Yysaz + z2as3 = (adfg + cz9 COS B) X+bys ¥ + czosin 5z (4@) Brl
B4 —zoa; + (yg + %) as — = - (axg +c (zg - %) cos ﬂ) X+ (4e) Brl
(2 3) o o+ 2) 9 (22 - 3)sin gz
Bs —Iga; — Yz as — 22 as = —(axa+czacosf) X —bys§ — czasin 2z (4e) Brl
Bs zoa1—(y2 — 3) ax+(z2+3) a3 = (azg + ¢ (22 + 3) cos B) % — (4e) Brl
b(yg— %) y—l—c(zQ—l—%)sinﬁZ
B~ T3ai + yzas + 23 a3 = (axs + czzcos B) X+ bys § + cz3sin S 2 (4e) Br II
Bs —z3a; + (y3 + %) ag — = - (axg +c (23 — %) cos ﬁ) X+ (4e) Br 11
(zd—%) as b(yg—i—%)y—c(zg,—%)sinﬁi
By —r3a; —yzas — 23 a3 = —(axz+czzcosf) X —bysy —czzsin Bz (4e) Br II
Bio T3a) — (y3 — %) ar+ (23 + %) ag = (Cl.Z‘g +c (23 + %) cosﬁ) X — (4e) Br Il
b(yg— %) y+c(23+%)sinﬁ2
Bi1 Tga) + ygas + 24 a3 = (axg + czacosB) X+ bys § + czasin Sz (4e) Ir 11
Bis —x4a; + (y4 + %) as — = — (ax4 +ec (24 — %) cos B) X+ (4e) Ir II
(24— 3) a3 b(ya+3) 9 —c(za—3)sinBz
Bis —Tga; —ygas — 24 a3 = —(axg+czqgcosf) X —bys§ — czqsin Bz (4e) Ir II
B14 T4 al—(y — %) a2+(24+ %) as = (a:l?4+C(Z4+ %) COSﬂ) X — (46) Ir II
b(y4f %) y+c(24+%)sinﬁ2
Bis Tsay + ysas + 25 as = (axs + cz5co8 8) X+ bys § + cz5sin S 2 (4e) OlI
Bis —x5a; + (y5 + %) as — = — (ax5 +ec (25 — %) cos 6) X+ (4e) 01
(z5—%) as b(y5+%)$’—c(z5—%)sinﬁi
Bir —T5a; — ysag — 25 a3 = —(axs+czscosf) X —bys§ — cz5sin Bz (4e) Ol1I



Blg = :1:5a1—(y5— %) a2+(25+%) as = (az5+c(25+%) COSﬂ) X — (46) Ol
b(y — %) 5’+C(Z5+%)sinﬁﬁ

By = Tgai + Ygas + 26 as = (axe + czgcos B) X+ bys § + czsin Sz (4e) O1II

By = —zgay + (yg + %) as — = — (axg +ec (zg — %) cos 6) X+ (4e) OII
(o 1) b(uo+3) 5 —c (20— J)sin g2

By, = —Tga; — ygas — 26 a3 = —(axg+czgcosf) X —bygy — czsin Bz (4e) on

Bos = x4 alf(yﬁ - %) a2+(zﬁ+ %) ag = (ax6+c(26+ %) cosﬂ) X — (4e) OlII
b(ys— %) ¥ +c(z6+3)sinB2

Bos = Tray + yras + z7as = (ax7 + czrcos B) X+ byr § + czrsin Sz (4e) O III

Boy = —x7a; + (y7 + %) as — = — (ax7 +c (27 — %) cos 6) X+ (4e) O III
(- 1) b(yr+ ) 5 —c (o1 — J)sin g

By = —z7a; —yras — zras = —(ax7+czrcosf) X —by; § — czrsin Bz (4e) O III

Bog = x7a;— (y7 - %) ar+ (27 + %) ag = (ax7 +c (27 + %) COSB) X — (4e) O III
b(yr—3) y+c(zr+3)sinBz

Byr = Tgay + ysas + 2gas = (axs + czgcos B) X+ bys§ + czgsin 5z (4e) o1V

Bos = —xgay + (yg + %) as — = — (axg +ec (zg — %) cos B) X+ (4e) o1V
(- 1) b(us+3) 9 —c (o — 1) sin g2

By = —rga; — ysas — 2gas = —(axg+czgscosf) X —bysy — czgsin Bz (4e) o1V

B3y = z5a;— (y - %) as+ (zg + %) a3 = (axg +c (28 + %) cosﬁ) X — (4e) o1V
b(ys—3) y+c(zs+3)sinB2

B3 = Tgaj + yg as + 29 as = (axg + czgcos B) X+ byg ¥ + czosin 5 (4e) ovVv

Bs, = —zgar + (yo+ 3) az — = — (azo + c (29 — 1) cos B) X+ (4e) oV
(20 — 3) a3 b(yo+1) 9 —c(z0—3)sinpa

B3s = —Tga] — Yg Az — Zg Az = —(axg+czgcosB) X —byg ¥ — czgsin B2 (de) oV

B3y = 29a;— (yg — %) as+ (29 + %) ag = (amg +ec (Zg + %) cosﬁ) X — (4e) ov
b(yo—3) §+c(z0+3)sinB2
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