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Prototype

Seg Zr

AFLOW prototype label A3B_mP8_11_3e_e-001

ICSD 652229
CCDC 1765043
Pearson symbol mP8
Space group number 11
Space group symbol P2;/m

AFLOW prototype command aflow --proto=A3B_mP8_11_3e_e-001

——params=a,b/a,c/a,ﬁ,xl,zl,xg, 22,X3,23,T4, 24
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Other compounds with this structure
Hng, HfSeg, HfTe3, 1\113’11637 Ta82, TaSeg, ’I‘ng7 US3, ZI’S?,7 ZI‘T€3

Simple Monoclinic primitive vectors

X AN
a; = aXk
as = by
ag = ccosfX+csinfz
N
Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = ria; + iag—l—zl as = (ax1 + cz1cosB) X + iby—kczl sin B (2e) Sel
B, = -7 a1+%a2721 as = — (axq1 4 cz1 cos f) )‘(Jr%byfczl sin 8 Z (2e) Sel
B; = Toa; + iag + 29 a3 = (axg + czocos B) X + iby—i—czQ sin 3z (2e) Se 11
By, = —x0a; + %ag — 29 a3 = — (axe + czacos B) X + %by—CZQ sin B2 (2e) Se II
B = r3ag + iag + z3 a3 = (axs + czzcos B) X + iby—kcz?, sin 3 Z (2e) Se I1I
Bg = —x3a; + %ag — 23 a3 = —(aws+czzcosfB) X+ %byf cz38in Bz (2e) Se 111
B, = T4a; + %324—24&3 = (axy + czq4cos B) X + iby—i—czz; sin 8 Z (2e) 7r 1
Bgs = —$4a1+%a2—z4a3 = — (axg + cz4cos B) X + %by—cz4sinﬁi (2e) 7Zr 1
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