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Pearson symbol

Space group number
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AFLOW prototype command

https://aflow.org/prototype-encyclopedia/6YLQ
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CoGeOs

ABC3_.mC40_15_2e_f_3f-001
26814

1602193

mC40

15

C2/c

aflow --proto=ABC3_mC40_15_2e_f_3f-001
—~params=a, b/a7 C/a7 67 Y1,Y2,T3,Y3,23,T4,Y4,24,T5,Y5, 25, L6, Y6, 26

Other compounds with this structure

MgGeOs3

e This is the ground state structure of CoGeO3. Above 1351°C it transforms to the tetragonal MgSiO3 (543) structure,
which remains metastable down to 4K (Zhao, 2021).

e The crystal structure data was taken at 4K.

e There is no ICSD or CCDC entry for (Redhammer, 2010). Instead we use the ICSD from the much older work of

(Peacor, 1968).
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Base-centered Monoclinic primitive vectors

a3

.
a; = %afc — %by e
ay =  lax+lby
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1 a; +y1a2+ia3 = %ccosﬁfi—l—byly—i—icsinﬁi (4e) Col
B, = ylal—y1a2+%a3 = %ccosﬁk—by1y+%csinb’i (4e) Col
Bs = —ysa; + ysas + iag = %ccosﬂ)‘chbyger icsinﬂi (4e) Co II
B, = ygal—ygag—l—%ag = %ccosﬁi—bygy—i—%csinﬂi (4e) CoII
B; = (x3 —y3) a1 + (x3 + y3) az + = (axs + czzcos B) X+ bys§ + czzsin 5z (8f) Gel
Z3 as
Be = —(v3+y3)a—(z3—y3)a— = —(az3+c (23 — 1) cosB) X+ byz § — (8f) Gel
1 1 . N
(23_5) az 6(23f§)s1n5z
Br = —(z3—y3)ar—(z3+ys)az— = —(axr3+czzcosf) X —Dbyzy —czzsinfPz (8f) Gel
Z3 as
Bg = (3 +y3) a1 + (v3 — y3) as + = (axg +ec (2:3 + %) COS B) X—bysy + (8f) Gel
(Z3+%) az C(Z3+%) sin 32
By = (4 —ya) a1 + (74 +y4) a2 + = (azy +czacos B) X+ bys § + czysin B2 (8f) Ol
Z4 a3
Bio = —(z4+ys)a;—(x4—ys) aa— = — (ax4+c(z4 — %) COSB) X+bysy — (8f) 01
1 1 . N
(24_5) az 6(24—5) sin 8z
Bi1 = - (334 - Z/4) a; — (334 + y4) ag — = - (aa:4 + cz4 COS 5) X—bys ¥ —czasin B2 (Bf) (O
Z4 Q3
Biz2 = (zatwy)ar+ (va—ys) az+ = (azg+c(za+3)cosB) X —bys§ + (8f) 01
(24 +3) a3 c(za+ %) sinBz
Bis = (x5 —ys) a1 + (z5 +ys) a2+ = (axs + cz5 cos ) X+ bys § + cz5sin f 2 (8f) O 1l
Z5 Az
By = —(z5+ys)a;—(z5—y5)aza— = f(ax5+c(25f%) cosﬂ) X+bysy — (8f) O1II
1 1 . N
(25_5) az 6(2575)811152
Bis = —(@5—ys)ar—(z5+ys)az— = —(avs+czscosfB) X —bys§ — czssin B2 (8f) O1I
25 Az
Big = (JJ5 + y5) a; + (335 — y5) az + = (ax5 +c (255 + %) CoS B) X—bys y + (8f) oIl
(Z5+%) az C(Z5+%) sin 82
Biz = (w6—ys) a1+ (w6 tys) 2+ = (awe +czgcos ) R+ by ¥ + czesinf2 (8f) O I
26 A3
Bis = —(xs+ys)ar— (26 —ys) a2 — = — (ax6+c(z6 — %) COSB) X+bysy — (8f) O III
1 1 . N
(Z6_§) az 6(26—5) sin Bz
Bio = —(x6—ys) a1 —(z6+ys) aa— = —(axg+czgcosf)X—bysy — czesinfBz (8f) O III
Zg A3
Bz = (r6 +ys) a1 + (26 —Yo) a2+ = (axe + ¢ (26 + 3) cos B) X —bys§ + (8f) O III
(26 + 3) a3 c(z6+ %) sin Bz
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