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Table S1. Bond lengths and angles of MnAs, tetrahedra in pristine and doped (LaO)MnAs
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Figure S1. Calculated projected density of states for (a) Mn1 and (b) Mn2 d orbital of
pristine (LaO)MnAs, (¢c) Mnl and (d) Mn2 d orbital of (LaOy g75F.125), (¢) Mn1 and (f) Mn2
d orbital of (LaOg 75F¢25)MnAs.
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Figure S2. Calculated spin charge density of (MnAs) layer of (LaOg75Fg25)MnAs with

isosurface level of 0.003 eV/A, where yellow and blue isosurfaces denote spin up and down

respectively.



(a) 1200- — (LaO)MnAs

1 (La0yg g75Fq 125)MnAS
. 1000 4 {LaO, F, ,s)MnAs
E 800-
o ]
« 6004
X 1 ' o
~ 4004 (LaO)MnAs
3 _ 1.57 — (La0y efy 1) MAS
200 1.0 ——— (LaOy 7sFy 25)MnAS
o 0.5 4
0 : . . . . . T T T T
0 1 2 3 4 5 6 0 1 2 3 4 5 6
Photon Energy (eV) Photon Energy (eV)
10 - ——(LaO)MnAs
(C) ;:nlw (d) 1201 —{La0yg g75F 5 125)MNAS
8 P 2:7 \ B _ 100 (LaO, ;Fg 2s)MNAs
64 Energy g 80
x i —— (LaO)MnAs o
44 —(La0g g75F g 125)MNAS 2 60 1
—— (La0g 75Fy 25)MnAs X
T 404
20 1
T T T u T L) T T ]
0 1 2 3 4 5 6 0 1 2 3 4 5 6
Photon Energy (eV) Photon Energy (eV)

Figure S3. Calculated (a) absorption coefficient, (b) refractive index, (c) extinction

coefficient, and (d) optical conductivity of pristine (LaO)MnAs, (LaOg g75F.125)MnAs, and

(La00_75F0_25)MnAs.
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Figure S4. Momentum matrix elements of (a) pristine (LaO)MnAs, (b) (LaOy g75F¢.125)MnAs,
(c) and (LaOg 75F¢25)MnAs.



