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Prototype Mo,S3
AFLOW prototype label A2B3_.mP10-11_2e_3e-001
ICSD 16261
Pearson symbol mP10
Space group number 11
Space group symbol P2;/m

AFLOW prototype command aflow --proto=A2B3_mP10_11_2e_3e-001
——params=a, b/a, c/a, B, T1,21,22,22,X3,23,T4,24,T5,25

Other compounds with this structure
Nnge3, Ta2863

Simple Monoclinic primitive vectors
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a; = aXx

ag = ccosfBX+csinfz
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Basis vectors

Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a; + iag + 21 a3 = (ax1 + cz1cosB) X + iby—kczl sin 3 (2e) Mo I
B, = —zia; + %ag — 21 a3 = —(ax1 4 cz1co8B) X + %byfczl sin B2 (2e) Mo I
B; = Toa; + iag + 29 a3 = (axg 4 czocos B) X + iby—i—czQ sin 8 Z (2e) Mo II
By, = —x0a; + %ag — 29 a3 = — (axe + czacos B) X + %by— czosin Bz (2e) Mo II
B; = T3a; + +as + z3ay = (aws + czgcos B) X+ 1by + czgsin 2 (2e) SI
Bsg = fz3a1+%a2723a3 = —(ax3 + cz3cos ) )24’%[)&'*62’3811152 (2e) S1I
B, = T4a; + iag + z4 a3 = (axy + czq4cos B) X + iby—i—czz; sin 8z (2e) S1II
Bgs = —x4a7 + %ag — 2433 = — (axqg + czqcos B) X + %b&—cz;;sinﬁi (2e) S1I
By, = T5a1 + §as + 25 a3 = (aw5 + cz5cos B) X+ 1b§ + cz5sin B2 (2e) S III
Bio = —z5a1 4+ 3a; — 2543 = —(azs+czzcosB) X+ 3by — cassinfz (2e) S III
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