Cr7Seg Structure:

ATB8 mC30 12 aehi 2ij-001
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Prototype

AFLOW prototype label
ICSD

CCDC

Pearson symbol

Space group number

Space group symbol

AFLOW prototype command

https://aflow.org/prototype-encyclopedia/H4M1

https://aflow.org/prototype-encyclopedia/A7B8_mC30_12_aehi_2ij-001

CI‘7S€8

A7B8_mC30-12_aehi_2ij-001
26977

1602337

mC30

12

C2/m

aflow --proto=A7B8_mC30_12_aehi_2ij-001
--params=a, b/a, c/a, 3,Y3, T4, 24, T5, 25, T6, 26, T7, Y7, 27

Other compounds with this structure

007888, CI‘7Sg, CI‘7Teg

e (Chevreton, 1961) present this structure in setting F'2/m of space group #12. We used FINDSYM to put it in the
standard C2/m setting. This reduced the volume of the conventional unit cell to half of that given in the original

reference.
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Base-centered Monoclinic primitive vectors

a; = lak—Llby E .
a; = jaX+ by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = 0 = 0 (2a) Crl
B, = 1a, = jaXk+5by (4e) CrII
By = la = 1a% —1by (de) CrlI
B, = —yza; +yzaz + 5 ag = sccos BR+bys ¥ + scsin B2 (4h) Cr III
B; = ysai —ysas + 5 as = lccosBx —bys § + tesin Bz (4h) Cr III
Bg = Tga1 + 1400 + 24 a3 = (axy 4+ cz4co8B) X+ cz48inf 2 (4i) Cr IV
B, = —T4a;] — Tgay — 24 A3 = —(axg+ czqgco8B) X — cz4s8in Bz (4i) Cr 1V
Bg = T5aq + T5ag + 25 a3 = (axs + czscos f) X+ czssin Sz (41) Sel
By = —Tsa] — T Ay — 25 a3 = — (axs 4 cz5cos ) X — cz5sin S 2 (4) Sel
By = Tgal + Tgas + zg as = (axg + czgcos B) X + czgsin f 2 (4i) Se I1
Bi1 = —Tga] — Tgas — 2g as = — (axe + czg cos B) X — czgsin B 2 (4i) Se II
B = (x7 —y7) a1 + (z7 + y7) as + = (ax7 + czrcos B) X+ byr § + czrsin 5z (8j) Se III
Z7ag
Bis = —(zr4+yr)ar—(zr—y7r)aa— = —(axy+czrcosf) X+by;y —czrsinfz (8j) Se I11
Z7as
By = —(xr—yr)ar—(xr+y;)aa— = —(axyz+czreosf) X—by;§ —czrsinfz (8j) Se I1I
27 ag
Bis = (wrtyr)at(zr—yr)aa+ = (awy+ezreosf) R—by; § + carsinf2 (8j) Se ITI
Z7as
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