Cs3GeTes (CsgGegTeg) Structure:
A3BC3 . mCh6_15 2e2f f 3-001
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Prototype Cs3GeTes

AFLOW prototype label A3BC3.mC56_15_2e2f_f_3f-001
ICSD 89683

CCDC 1649342

Pearson symbol mChH6

Space group number 15

Space group symbol C2/c

AFLOW prototype command  aflow --proto=A3BC3_mC56_15_2e2f_f_3f-001

__Params=a7b/a7C/a767y1ay27x3a Y3,23,T4,Y4,24,T5,Y5,25, L6, Y6, 26, L7, Y7, 27, T8, Y8,
Z8

Other compounds with this structure
Cs3GeSes, Cs3SnTes, K3GeTes
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Base-centered Monoclinic primitive vectors

a3 = %af( — %by
az = %ai + %by
ag = ccosfX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = —y1 a; +y1a2+ia3 = iccosﬂ&+by1§1+icsinﬂi (4e) Cs1
B, = ylal—ylaQ—l—%ag = %ccosﬁi—byly—i—%csinﬁi (4e) Csl
B; = —ysaj + ysag + iag, = iccosﬁi—l—bygy—l— icsinﬁi (4e) Cs 11
By, = ygal—ygag—k%ag = %ccosﬁk—bygy—i—%csinﬁi (4e) Cs II
Bs = (x3 —y3) a1 + (3 +y3) as + = (axs + czzcos B) X+ bys § + cz3sin S 2 (8f) Cs III
Z3as
Be = —(zs+ys)ar—(z3—y3)az— = — ((1373 +c (z3 — %) cos 5) X+ bysy — (8f) Cs IIT
1 1 . ~
(23— 3) a3 c(z3—3)sinBz
By = —(zs—ys)ar—(x3+ys)az— = —(axz+czzcosf)X—bysy — czzsinf[z (8f) Cs III
Z3 as
Bs = (z3tys)art(zz—ys3)a+ = (aws 4 c(z3 4+ 3) cosB) X —bys§ + (8f) Cs III
(z3+%) az 0(23—1—%) sin 32
By = (x4 —yq) a1 + (x4 +y4) a2 + = (axy + czqcosB) X+ bys§ + cz4sin 2 (8f) Cs IV
Z4 A3
BlO = — (LE4 + y4) a; — (CC4 — y4) ag — = — ((11'4 +c (2’4 - %) COS 5) X + by4y — (8f) Cs IV
1 1 . N
(21— 3) a3 c(z4— 3)sinfBz
Bii = —(za—ys)ar—(za+wys)as— = —(axg+czqgcosf) X —bysy —czqsinfz (8f) Cs IV
Z4 asg
Biz = (zatwya)ar+(va—ys)az+ = (azq +c (24 + 5)cos B) X —bys§ + (8f) Cs IV
(Z4+%) as 6(24—1—%) sin 82
Bis = (x5 —ys) a1 + (w5 +y5) az + = (axs + cz5c08 8) X+ bys § + cz5sin S 2 (8f) Gel
25 a3
By = —(z5+ys)ar—(z5—y5) aa— = — (am5+c(25— %) COSB) X+ bysy — (8f) Gel
1 1 . N
(25— 3) a3 c(z5 — %) sinBz
Bis = —(zs—ys)ar—(z5+ys)aa— = —(axs+czscosf) X—bysy —czssinf2z (8f) Gel
25 a3
B = (r5+ys) a1 + (x5 —y5) a2+ = (axs +c(z5+ 3) cos B) X —bys § + (8f) Gel
(Z5 + %) az c (25 + %) sin 32
Bir = (w6 —ys) a1+ (w6 +ys) a2+ = (axe + czg cos ) X + by ¥ + czsin B 2 (8f) Tel
Z6 A3
Big = —(z6+ys)ar— (6 —ys) az— = - (a$6+0(26— %) COSﬂ) X+bysy — (8f) Te I
1 1 . N
26— 3) ag c(z6 — 3)sin B2



Bio = —(x6—ys) a1 —(z6+ys) aa— = —(axg+czgcosf)X—bysy — czesinfBz (8f) Tel

%6 a3
By = (6 +ys) a1 + (26 — yg) a2 + = (axg +ec (26 + %) coS ﬁ) X—bysy + (8f) Te I
(26 + 3) a3 c(z6+ %) sin Bz
By = (x7 —y7) a1 + (x7 +y7) a2 + = (axy + czzcosB) X+ byr § + czrsin 5z (8f) Te 11
Z7 as
Ba = —(zr4yr)ar—(z7r—y7)aa— = — (az7 4+ c (27 — 1) cos B) X+ byr § — (8f) Te 11
1 1 . ~
(27— 3) a3 c(zr — 3)sinfBz
Bas = —(x7—yr)ar—(xr+y;)aa— = —(axyz+czreosf) X—by;§ —czrsin Bz (8f) Te 11
Z7as
Boy = (1‘7 + y7) a; + (137 — y7) as + = (CLZE7 +c (2’7 + %) CcOos ,8) X — by7 v+ (8f) Te I1
(Z7+%) az c(zv—l—%)sinﬂi
Bos = (s —ys) a1 + (s + ys) as + = (axs + czgcos B) X+ bys§ + czgsin 5 z (8f) Te II1
zZg ag
Bag = —(zs+ys)a;—(xs—ys)ag— = — (axg +ec (Zg — %) cos 6) X+bysy — (8f) Te 111
1 1 . N
(38_5) as C(Zg—i) sin 82
B27 = - (Ig - yg) a; — (CCS + yg) az — = - (CLIS + czg cos 5) X — bys y — CZg Sinﬂi (8f) Te III
zZg as
B2s = (wstys)ar+(zs—ys)art = (azs +c (25 + 3) cos B) X —bys ¥ + (8f) Te 111
(25 +3) a3 c(zs+ %) sinBz
References

[1] B. Friede and M. Jansen, Darstellung und Kristallstruktur von Hezacaesium-hezatelluridodigermanat(III) (CssGezTeg), Z.
Naturforsch. B 54, 1095-1098 (1999), do0i:10.1515/znb-1999-0819.

First cited in

N. Anderson, M. J. Mehl, H. Eckert, S. Divilov, X. Campilongo, and S. Curtarolo, The AFLOW Library of Crystallographic
Prototypes: Part 5. Submitted to Computational Materials Science (2026).


https://doi.org/10.1515/znb-1999-0819

