MnFy Structure:
A2B tP12.111 2n bee-001

This structure previously used the label(s) A2B_tP12_111_2n_adf. Calls to these addresses will be redirected here.
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Prototype FoMn

AFLOW prototype label A2B_tP12_111_2n_bce-001
ICSD 12167

CCDC 1595411

Pearson symbol tP12

Space group number 111

Space group symbol P42m

AFLOW prototype command  aflow --proto=A2B_tP12_111_2n_bce-001
--params=a, ¢/a, T4, 24, T5, 25

e This is the high pressure phase of MnF5, with data taken at 200°C and 35 kbar. At standard temperature and pressure
MnF, is in the rutile (C4) structure.

e (Yagi, 1979) consistently refers to space group P42m as “#113,” but it is actually #111, and the Wyckoff positions are
consistent with P42m #111.
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Simple Tetragonal primitive vectors

al
P

a; = ax

as = ay

ag = CZ

Basis vectors
Lattice Cartesian Wyckoff Atom

coordinates coordinates position type
B, = %al—i—%z@—i—%ag, = %af(—i—%ay—l—%ci (1b) Mn I
B, = 1a; = ica (1e) Mn II
B; = la = lax (2e) Mn III
B, = L ay = say (2e) Mn IIT
B = Taa] +x4a0 + 2483 = axsX+arsy +cz4 2 (4n) FI
Bg = —T4a1 — Tgag + 24 a3 = —arsX —axsy +c24 7 (4n) FI
B = Tia] — Tgay — 24 A3 = arysX —aryy — c24 % (4n) FI
Bs = —T4a; +T480 — 24a3 = —aryX+axsy —cz4 7 (4n) FI
By = Tsa] + x5 as + 25 as = axsX +arsy + cz52 (4n) FII
B = —Tsa] — Ty ag + 25 as = —azxsX —axrsy + cz5 Z (4n) F II
B = Tsa] — Tsay — 25 a3 = arsX —axrsy — cz5 % (4n) FII
B2 = —T5a1 + 522 — 25 A3 = —axs X +arsy — 25 Z (4n) FII
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