MogPs Structure:
A8B5 mP13.6_5a3b_2a3b-001

This structure originally had the label A8B5 mP13_6_a7b_3a2b. Calls to that address will be redirected here.
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Prototype MogPs5
AFLOW prototype label A8B5_mP13_6_5a3b_2a3b-001
ICSD 15058
Pearson symbol mP13
Space group number 6
Space group symbol Pm

AFLOW prototype command aflow --proto=A8B5_mP13_6_5a3b_2a3b-001
—~params=a, b/a’? C/a) 5, T1,21,%2,22,X3,23,T4,24,T5,25,L6, 26, L7, 27, L8, 28, L9, 29, L10,
210, L11, 211, 12, 212, £13, 213

e Our original reconstruction of this prototype (Hicks, 2019) placed two of the Mo (1b) sites on (1a) sites. We have
corrected that here.

e This high-temperature phase of the Mo-P system is observed in the range 1580 — 1680°C (Johnsson, 1972).

Simple Monoclinic primitive vectors


http://dx.doi.org/10.1016/j.commatsci.2018.10.043
https://aflow.org/p/LEL6
https://aflow.org/p/A8B5_mP13_6_5a3b_2a3b-001

a; = aX

as = by
ag = ccosfBX+csinfz
Basis vectors
Lattice Cartesian Wyckoff Atom
coordinates coordinates position type
B, = r1a + 21 a3 = (axy + cz1cosf) X+ czysin Bz (1a) Mo I
B, = Toay + zp a3 = (axs 4 czocos B) X + czo8in 2 (1a) Mo 11
B; = r3a + z3 a3 = (axs 4 czzcos B) X + czgsin f 2 (1la) Mo III
B, = Taa] + 24 a3 = (axy 4+ cz4cosB) X+ cz4sinf 2 (1la) Mo IV
B; = T5ay + 25 as = (axs + cz5cos f) X+ czssin Sz (1a) Mo V
Bsg = Tgay + 26 as = (axg + czgcos B) X + czgsin S 2 (1a) PI
B, = r7a + z7as = (ax7 4 cz7cos B) X+ czrsin f 2 (1la) PII
Bsg = rgay + %ag + zg as = (axg + czgcos B) X + %by—l—CZg sin 8 Z (1b) Mo VI
By = Toag + %32 + zg as = (azg + czgcos B) X + %by—l—cz@) sin B (1b) Mo VII
B = Tipar + 3 as + zipas = (awio+czigcos B) X+ 30§ + czi08in 2 (1b) Mo VIII
By = ri11a; + %ag + 211 a3 = (ax11 +cz1cosfB) X+ %by+0211 sin 82 (1b) P III
B, = Tioa) + % as + 212 as = (ax12 +cz12cosf) X + %by + cz128in Bz (1b) PIV
Bis = z13a1 + 5 a + 21343 = (ax13+ czizcos ) X+ 30§ + czizsinf2 (1b) PV
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