MgBoCy Structure:
A2B2C_0C80_64_efg_efg_df-001

This structure originally had the label A2B2C_0C80_64_efg_efg df. Calls to that address will be redirected here.

Cite this page as: M. J. Mehl, D. Hicks, C. Toher, O. Levy, R. M. Hanson, G. Hart, and S. Curtarolo, The AFLOW Library of Crystallo-
graphic Prototypes: Part 1, Comput. Mater. Sci. 136, S1-828 (2017). doi: 10.1016/j.commatsci.2017.01.017

https://aflow.org/p/BJ3W

https://aflow.org/p/A2B2C_oC80_64_efg_efg df-001

Prototype B>CyMg

AFLOW prototype label A2B2C_0C80-64_efg_efg_df-001
ICSD 79587

Pearson symbol oC80

Space group number 64

Space group symbol Cmece

AFLOW prototype command aflow --proto=A2B2C_oC80_64_efg_efg df-001
~Tparams=a, b/a7 C/CL, T1,Y2,Y3,Y4, 24,Y5, 25, Y6, 265 L7, Y7, 27, L8, Y8, 28

Base-centered Orthorhombic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2017.01.017
https://aflow.org/p/BJ3W
https://aflow.org/p/A2B2C_oC80_64_efg_efg_df-001

a = sax—1by 6
a; = sax+iby
ag — cZz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B1 = ria] +x1as = ari X (Sd) Mg I
B2 = 7(1’17%) a; — (1’17%) a2+ = —Qa (Ilfé) X+%Cz (Sd) MgI
23
B; = —x1a; — X1 A = —ax X (8d) Mg I
B4 = ($1+%) a1—|—($1+%) a2+%a3 = a(m1—|—%) fc—l—%ci (Sd) MgI
Bs = —(p-pat+@eti)atr = 10Xk +byy + e (8e) B1
13
Bg = (yg—i—i) al—(y —i) ag—l—%ag = iai—bygy—i—%ci (8e) BI
B, = (yg—f—%) al—(y —%) ag—l—%ag, = %aﬁ—bygy—k%ci (86) BI
BS = 7(@/27%) a1+(y2+%) as + = %afanbyger%ci (86) B1
13
By = —(ys—3) a+(ys+g) at = 10X +bysy + Lez (8e) CI
B10 = (y3—|—i) al—(yg—i) a2+%a3 = iaﬁ—by3y+%ci (86) CI
Bin = (y3s+3)ar—(y3—%) ax+3as = 3a% —bysy +3c2 (8e) CI
Biz = —-(p—-3a+(@mt+ti) at+t = Sak+bysy + jcz (8e) CI
s
Bis = —ysai +ysaz + z4as = bya ¥ + c24 2 (8f) BII
By = (y4+%) al*(%*%) az + = %a)“(fby4y+c(z4+%) Z (8f) BII
(244 3) a3
Bis = —(pa—3)ar+(yat3)a— = tak+bysy—c(za—3) 2 (8f) BII
(- 1) 2
B16 = Ygal — Yga2 — 24QA3 = —by4 5’ — CZ4 Z (Sf) B1I
B = —Ysai +Yysas + z5as = bys § + cz5 2 (Sf) CII
Bis = (ys+3) a1 — (y5 — 3) ax + = 30X —bysy+c(z+3) 2 (8f) ClII
(2 +3) as
By = —(ys—3)a +1(y5+%) as— = tax+bysy —c(25— 3) 2 (8f) c1I
(25— 3) as
B20 = Ys a; — Ys ag — Z5 ag = —by5 y — CZ5 2 (8f) C II
B2:1 = —Yeai + ysaz + z¢ a3 = bye § + cz6 Z (8f) Mg II
B2 = (y6+%) a; — (yﬁ—%) ag + = %afi—byGy-i-C(ZG-i-%) v (8f) Mg II
(o + 1) 20



By = - (y6 - %) a; + (yﬁ+ %) az — = %afieryﬁ}A’*C(Zﬁ - %) z (8f) Mg II

(26 — 3) 23
Boy = Y6 a1 — Yg Az — 26 a3 = —byg § — cz6 Z (8f) Mg II
Bas = (z7—yr)ar+ (zr+yr) aa+ = ar7 X +byr ¥ +czr 2 (16g) B III
Zrag
B2 = (—z7+yr+3) a1 — = —a(z7—3) K—byr g +c(er+3) 2 (16g) B III
(9€7+y7* %) az + (Z7+%) ag
By = —(x7+y7—%) a; + = —a($7—%) i+by7y—C(Z7—%) Z (].Gg) B III
(o b+ 8) oo (o1~ )
Bos = (v7+yr)ar+(vr—yr)az— = ar7 X —byr § — czr 2 (16g) B III
Z7 as
B2y = —(zr—yr)ar—(z7+yr)az— = —ar7X —byry —czr2 (16g) B III
Z7as
Bsg = (x7—yr+ 1) a1+ = a(zr+3) X+byry—c(ezr—13) 2 (16g) B III
(z74+yr+3) az— (27— 3) a3
Bs; = (zr+yr+3) a1 + = a7 +5) K—byry+c(er+3) 2 (16g) B 1II
(1‘7—117-1-%) as + (Z7+%) as
Bsz = —(zr+yr)ar—(zr—yr)axt = —at7 R +byry +czr (16g) B III
Z7as
Bss = (xs —ys) a1 + (xg + ys) azs + = arg X +bygs ¥ + c2g2 (16g) CIII
zZg as
Bss = (—zs+ys+3) a1 — = —a(rs—3) XR—bysy+c(zs+3) 2 (16g) C I
(l’erl/s* %) az + (ZSJF%) ag
Bss = — (23 +ys — 1) a1 + = —a(zs— 1) X+bysy —c(2s— 3) 2 (16g) CIII
(ot + B oo ()
Bsg = (vs+ys)ar+(vs—ys)az— = arg X —bys ¥ — czs 2 (16g) C I
zZg as
Bs7 = —(zs—ys)ar—(zs+ys)az— = —argX —bysy —czg 2 (16g) CIHI
Zgag
Bss = (zs —ys+ 1) a1 + = a(zs+3) X+bysy —c(zs— 1) 2 (16g) CIII
(l‘s-HJs—i—%) az — (28—%) as
B3y = (zs+ys+3)a+ = a(zs+3) X—bysy+c(es+3) 2 (16g) C 1
(l‘s—ys-i-%) a2+(Z8+%) as
By = —(zg+uys)ar—(zs—ys) az+ = —axgX +bysy +cz 2 (16g) CIII
Zgag

References

[1] M. Wérle and R. Nesper, MgByCs, a new graphite-related refractory compound, J. Alloys Compd. 216, 75-83 (1994),
doii10.1016/0925-8388(94)91045-6.


https://doi.org/10.1016/0925-8388(94)91045-6

