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<PP_INFO>
Generated using Vanderbilt code, version 7 3 4
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Author: unknown Generation date: 4 3 5

Automatically converted from original format

1- 0 The Pseudo was generated with a Non-Relativistic
Calculation

2- 1.00000000000E+00 Local Potential cutoff radius

3-nl pn 1 occ Rcut Rcut US E pseu
28 2 0 2.00 10.00000000000 1.10000000000 -
1.00978244769

2p 2 1 2.00 10.00000000000 1.10000000000 -
0.38870429969

</PP_INFO>

<PP_HEADER>

4- 0 Version Number

5- C Element

6- Us Ultrasoft pseudopotential
7- F Nonlinear Core Correction

8- SLA PW PBE PBE PBE Exchange-Correlation functional
9- 4.00000000000 Z valence
10- -10.72515811861 Total energy

11- 0.0000000 0.0000000 Suggested cutoff for wfc and rho

12- 1 Max angular momentum component
13- 721 Number of points in mesh
14- 2 4 Number of Wavefunctions, Number of Projectors
15- Wavefunctions nl 1 occ
25 0 2.00
2P 1 2.00

</PP_HEADER>

Y.l
<PP_INFO>
Generated using Vanderbilt code, version 7 3 5

Author: unknown Generation date: 10 6 2004
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Automatically converted from original format

1- 1 The Pseudo was generated with a Scalar-Relativistic
Calculation

2- 1.70000000000E+00 Local Potential cutoff radius

3-nl pn 1 occ Rcut Rcut US E pseu
38 3 0 2.00 10.00000000000 1.70000000000 -0.79473140944
3r 3 1 2.00 10.00000000000 1.70000000000 -0.29996198285
</PP_INFO>

<PP_HEADER>

4- 0 Version Number

5- Ssi Element

6- Us Ultrasoft pseudopotential

7- T Nonlinear Core Correction

8- SLA PW PBE PBE PBE Exchange-Correlation functional
9- 4.00000000000 Z valence

10- -9.19870184797 Total energy

11- 0.0000000 0.0000000 Suggested cutoff for wfc and rho

12- 2 Max angular momentum component
13- 899 Number of points in mesh
14- 2 6 Number of Wavefunctions, Number of

15- Projectors

Wavefunctions nl 1 occ

33 0 2.00

3 1 2.00
</ PP _HEADER>

Y.l

<PP_INFO>
Generated using Vanderbilt code, version 7 3 2
Author: P. Giannozzi Generation date: 11 4 2002

Mn PBE with s and p semicore states in valence - rinner = 1.0
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1- 1
Calculation

2- 1.60000000000E+00

Local Potential

cutoff radius

Rcut US

. 60000000000

. 60000000000

.60000000000

. 60000000000

.60000000000

Ultrasoft pseudopotential

Nonlinear Core Correction

3- nl pn 1 Rcut

E pseu

33 3 0 2.00 10.00000000000 1
6.31184660600

3r 3 1 6.00 10.00000000000 1
4.01255152900

45 4 0 2.00 10.00000000000 1
0.37536488300

4p 4 1 0.00 10.00000000000 1
0.10071976200

3D 3 2 5.00 10.00000000000 1
0.49768182300

</PP_INFO>

<PP_HEADER>

4- 0 Version Number
5- Mn Element

6- Us

7- F

8- SLA PW PBE PBE

9- 15.00000000000 Z valence
10- -208.58508348300 Total energy

11- 0.0000000 0.0000000

12- 2

13- 879

14- 5

15- Projectors
Wavefunctions

<PP_INFO>

Max angular momentum component

PBE Exchange-Correlation functional

Suggested cutoff for wfc and rho

Number of points in mesh

Number of Wavefunctions,

nl
38
3P
48
4p
3D

Generated using 1dl code
Author: P. Giannozzi
Info: C LDA 2s2 2p2 VonBarth-Car, 1=1 local

NROKRGO K

occ
2.00
6.00
2.00
0.00
5.00

Generation date:
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Number of

The Pseudo was generated with a Scalar-Relativistic
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1- The Pseudo was generated with a Non-Relativistic Calculation

2- 0.00000000000E+00

3- nl pn 1 occ
28 0 0 2.00
2p 0 1 2.00

</PP_INFO>

<PP_HEADER>

4- 0
5- C
6- NC
7- F

8- SLA Pz

9- 4.00000000000

10- 0.00000000000

NOGX NOGC PZ

Local Potential cutoff radius

Rcut Rcut US
0.00000000000 0.00000000000
0.00000000000 0.00000000000

E pseu
0.00000000000
0.00000000000

Version Number

Element

Norm - Conserving pseudopotential
Nonlinear Core Correction
Exchange-Correlation functional
Z valence

Total energy

11- 0.0000000 0.0000000 Suggested cutoff for wfc and rho

12- 0
13- 269
14- 2 1

15- Wavefunctions

</PP_HEADER>

<PP_MESH>

<PP_INFO>

Max angular momentum component

Number of points in mesh

Number of Wavefunctions, Number of Projectors
nl 1 occ

25 0 2.00
2p 1 2.00

Generated using unknown code
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Author: Von Barth-Car (<1984)
Info: automatically converted from PWSCF format

1- The Pseudo was generated with a Non-Relativistic Calculation

2- 0.00000000000E+00 Local Potential cutoff radius

3- nl pn 1 occ Rcut Rcut US E pseu
38 0 0 2.00 0.00000000000 0.00000000000 0.00000000000
3 0 1 2.00 0.00000000000 0.00000000000 0.00000000000
</PP_INFO>

<PP_HEADER>

4- 0 Version Number

5- Si Element

6- NC Norm - Conserving pseudopotential
7- F Nonlinear Core Correction

8- SLA PZ NOGX NOGC Pz Exchange-Correlation functional
9- 4.00000000000 Z valence
10- 0.00000000000 Total energy

11-0.0000000 0.0000000 Suggested cutoff for wfc and rho

12- 1 Max angular momentum component
13- 431 Number of points in mesh
14- 2 2 Number of Wavefunctions, Number of Projectors
15-Wavefunctions nl 1 occ
3 0 2.00
3r 1 2.00

</PR_HEADER>

<PP_MESH>

Abstract:

Recently, Diluted Magnetic Semiconductors (DMS’s) due to high ability
to produce spin polarized current, has attracted a great attention. The
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result of research was shown that doping of transition metal oxide
elements in wide gap semiconductor lead to higher Curie temperature.
SiC is one of the wide gap semiconductors, which is a good candidate
for spintronics. In this work we investigate properties of this
semiconductor and the effect of Mn doping on it.

Using ultrasoft Pseudopotential plan wave method by PWscf code , the
effect of doping concentration of Mn on the magnetic properties of -
SiC (SiC:Mn) was quantitatively investigated. Tt is found that the
SiC:Mn with low doing shows stable ferromagnetism. Using the density
of states calculation, it is shown that SiC:Mn has half- metallic
properties for doping concentration of 3.13%, 6.25%, 25% due to spin
polarization at Fermi level, that is desirable characteristics for realizing

spintronic devices.
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