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Mineral name

ICSD

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

BizMoOg
A2BC6_0P36.29_2a_a_6a-001
koechlinite

47139

oP36
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aflow --proto=A2BC6_oP36_29_2a_a_6a-001
--params=a, b/a,c/a, 1, Y1, 21, T2, Y2, 22, T3, Y3, 23, T, Yd, 24, T5, Y5, 25, L6, Y6+ 265 L7+

Y7, 27,28,Y8, 28, L9, Y9, 29

Other compounds with this structure

BiaWOg (russelite)

e This is the room temperature structure of Bi;MoQOg. Above 896°C it transforms to the high-temperature monoclinic
BiosMoOg structure| (Villars, 2018).

o (Teller, 1984) state that v-BiaMoOg is in the Pna2; #33 space group, but the symmetry operations they give are for
Pca2; #29, and interatomic distances they give are consistent with this space group. The ICSD, (Villars, 2018), and
others are in agreement with this assessment.

e Space group Pca2; does not specify the origin of the z-axis. We follow (Teller, 1984) and chose it so that the
molybdenum atom has z3 = 0.
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Simple Orthorhombic primitive vectors

a; = ax
az = by
ag = cz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + yias + 21 ag = ary1 X+ by y + cz1 Z (4a) Bil
B, = —x1a; —yyas + (zl + %) as = —amlfc—byly—f—c(zl + %) A (4a) Bil
B; = (wl—i—%) a; —yyas + 21 a3 = a(ml—i—%)fc—byly—i—czli (4a) Bil
B, = —(z1—3) a1 +yras + = —a(z1— ) X+bypry+c(za+3) 2 (4a) Bil
(1 + 1) g
Bs = Toaj + yYp as + 22 a3 = are X + bys ¥ + c29 Z (4a) BiII
Bg = —xoa; —ypas + (22 + %) as = —areX — by y +c (212 + %) A (4a) BiII
B, = (ch—i—%) a; —ysas + zpas = G(Ig-‘r%) X—bysy +cznz (4a) BiII
Bsg = —(1‘2—%) a; +ysas + = —a(xQ—%)fc—Fbygy—l—c(zg—i—%)i (4a) Bill
(22 +3) as
By = r3ai + yzas + 23 as = ar3X + bys y + c23 2 (4a) Mo I
Bio = —x3a; —ysas + (23 + %) as = —arsX —bysy +c¢ (23 + %) Z (4a) Mo I
Bi1 = (ch—i—%) a; —ysas + 23a3 = a(xg—l—%) X —bysy +c23Z (4a) Mo I
B, = —(1‘3—%) a; +ysas + = —a(xg—%)fc—kbygy—kc(zg—ké)i (4a) Mo I
(23 +3) a3
Bz = Tga) + ygas + 24 a3 = axs X +bysy + cz4 (4a) Ol
By = —zqa; —ysas+ (24 + 1) a3 = —arsX—bys§ +c(za+3) 2 (4a) Ol
Bis = (x4 +3) a1 —ysas + 2523 = a(zs+3) X—bya§ +czi (4a) 01
Big = —(:1:4—%) a; +ygas + = —a(x4—%)>2—|—by4y+c(Z4—|—%)i (4a) Ol
(1 3) 2
By = Tsay + ysas + 25 as = axs X+ bys ¥ + cz5 (4a) O1II
Bis = —zr5a; — ysas + (25 + %) as = —azrsX —bysy +c (z5 + %) 2 (4a) OII
By = (a:s—l—%) a; — ysas + 25 a3 = a(a:5—|—%) X—bysy +cz5Z (4a) O1II
By = 7(:1:575) a; +ysas + = fa(x5f%))‘(+by5y+c(zs+%)2 (4a) OlII
(z5+ %) a3
B2y = Tgay + yYs az + 2 as = are X + byg ¥ + cz6 Z (4a) O III
By, = —xga; —ysaz + (26 + 3) ag = —azeX —bys ¥ +c (26 + 3) 2 (4a) O III
Bos = (x6—|—%) a; — ygas + zg as = a(z6—|—%) X—bygy +cz (4a) O III
Boy = — (26— 1) a1 +ysaz + = —a(zg—3) X+bys ¥ +c (26 +3) 2 (4a) O I
(0t 3) 2
By = T7a; + yrag + 27 as = ar7 X+ by y + czr Z (4a) o1V
Bos = —z7a; —yras + (27 + %) as = —ar7X—by;y+c (27 + %) Z (4a) o1V
Byr = (x7—|—%) a; —yras + zras = a(z7—|—%) X—by;y+czr (4a) o1V



Bas = — (27— %) ar+yras + = —a(vy—3) R+byr 9 +c(zr+3) 2 (4a) o1V

(2’7 + %) as
Boy = Tgaj + ysas + zgas = axg X +bysy + czs (4a) ovVv
B3y = —rga; —ygas + (Zs + %) as = —argX —bysy +c (zg + %) 2 (4a) ovVv
B31 = (338'1'%) al—y8a2—|—zgag = a($8+%) i—by8y+8382 (43) (ORY
B32 = 7(:1787%) a1+yga2+ = 7Q(I87%))}+by8y+c(28+%)2 (4&) OV

1

(s +3) as
Bz = Tgay + ygas + zg as = axg X+ by y + cz9 Z (4a) O VI
B3y, = —Tgal — Yogas + (2’9 + %) as = —argX —bygy + ¢ (Zg + %) Z (4a) O VI
B35 = (JZQ—F%) ap —yga2—|—Z933 = a(.Z‘g—F%) )A(—bygy—FCZgz (4&) O VI
Bss = — (29— 1) ar +yoar + = —a(mg— ) X+byoy+c(20+3) 2 (4a) O VI

(2’9 -+ %) as
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