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3.1 LinuxooQO

l.0o0oo0o000O0O0O0OOO0OOOOO(@UoOooOoOooOoOoOoOoOoooOooooooooon.)

¢ Debian/Ubuntu O

$ sudo aptitude install libwxgtk3.0-dev

* Red Hat Enterprise Linux/CentOS O

$ sudo yum install wxGTK3-devel.x86_64

2.000000

$ ./configure
$ make

$ sudo make install

00000000000 sre/fermisurfer 0000, /usr/local/bin/ 00000000O.

3.2 Mac, Windows 0 O O

oOoO0oOo oSOUOU0OooOooooodooobooOooooooooo.

OO0 wxWidgets 10000000000 O0DO0000O FermiSurfer 00 000000000000, MacODO
Linux 0000 configure 00000 O0O0OO. Windows OO VisualStudioDO OO0 fermisurfer.vcxproj
ooooog.
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4.1 inputfileO OO

oooooooo,
e Brillouin OO O OO 300)

0000000

ooooDo

- J0000(@MODOO0DODOOODO)DODOOOO,kODO0O0DODOO

- J0O000DODOD00DODO@UOUbODOOOOOO)DOO0OD,EO0O0DDOOOODO
go.

OoooOoOO0OOO0O0OO0O0O00O00000@UOO0000 mgb2_viz.frmsf000).

40 40 36 (1)

0 (2)

3 (3)
1.0000000 0.57735026 -0.0000000 (4)
0.0000000 1.1547005 0.0000000 (5)
0.0000000 -0.0000000 0.87206507 (6)
2.91340202E-02 (7)
2.93242838E-02

2.98905596E-02

3.08193434E-02

0.14393796

0.12800488

0.0000000 (8)
0.36269817

0.71675694
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1.0535113
1.3644149

-26.409407
-19.318560
-10.315671

1. kO0OO00ODO
2. k000000000 (o0, 1, 200000)
kOOOoDooooooooooo.

ki,j,k = xibl + yjbg + Zkbg (41)

OO00Omath:y, j, k0 10000000000000000 Ni,No,Ns(OOODODOOOODO)ODO
x, Y, 000 30000000000.

e 0000 (Monkhorst-Pack DO 0O 0): z; = %

. _i—1
+ 1000 2 =52

«2000 ;=25
3.00000
40000000 1(0000)
5.00000002
6. 0000000 3

7.00000 OO0OO Cforran OO DO OO0 OOOOOOOO OO)

fermisurfer 000000000 FermiOOOOOO 0.0000000.000,000 Shift Fermi
Energy 00000000 FermiOOODOODO Oo.0000O0D0ODODOODOOODOOOO.

§. 000 (UUDOO Cforran DD O DOOLDOODOOOOOO ODO)(@OODDOO)

oooo30000000,0000000000000000.00000000A0.

4.2 BXSF OO

XCrysDenOOOOODODO0OD fermisurfer0000000000.00000000000D0D00O00O0O0ODO
oboboooooonog

8 O 40 Input file
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43 CHortran D 0000000000000

fortran

real (4) :: bvecl(3), bvec2(3), bvec3(3) /ODOOOOMOMN
INTEGER :: nkl, nk2, nk3 /0000000000 0O0O0O0O
integer :: ishift /000000000000 (=1)00 (=0)
integer :: nbnd /0000

real(4) :: eig(nk3,nk2,nkl,nbnd) 00000

real (4) :: x(nk3,nk2,nkl,nbnd) /0000

integer :: ik1l, ik2, 1ik3, ibnd, fo

open (fo, file = "sample.frmsf")

write (fo, ) nkl, nk2, nk3

write (fo, ) ishift

write (fo, x) nbnd

(

(

(
write (fo, ) real (bvecl(1:3))
write (fo, ) real (bvec2(1:3))
write (fo, ) real (bvec3(1:3))
do ibnd = 1, nbnd

do ikl = 1, nkl
do ik2 = 1, nk2
do ik3 = 1, nk3
write (fo, ) real(eig(ik3,ik2,1ik1l,ibnd))
end do
end do
end do
end do
do ibnd 1, nbnd
do ikl = 1, nkl
do ik2 = 1, nk2
do ik3 = 1, nk3
write (fo, ) real (x(ik3,ik2,ikl,ibnd))
end do
end do
end do
end do

close (fo)

coo

float bvecl[3], bvec2[3], bvec3[3]; /0000000 %/
int nkl, nk2, nk3; /000000000000000 %/

int ishift; /000000000000 (=1)00 (=0)x+/

int nbnd; /#0000 #/

float eig[nbnd] [nkl] [nk2] [nk3]; /«00000 %/

float x[nbnd] [nkl] [nk2] [nk3]; /<000 %/

43. Cortran0 0000000 ODOODOO 9
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FILE+x fo;
int ibnd, ik1, ik2, ik3;

fo = fopen("sample.frmsf", "w");

ierr = fprintf (fo, "%d %d %d\n", nkl, nk2, nk3);

ierr = fprintf (fo, "%d\n", iswitch);

ierr = fprintf (fo, "%d\n", nbnd);

ierr = fprintf(fo, "%e %e %e\n", bvecl[0], bvecl[1l], bvecl[2]);
(
(

ierr = fprintf (fo, "%e %e %e\n", bvec2[0], bvec2[1l], bvec2[2]);
ierr = fprintf (fo, "%e %e %e\n", bvec3[0], bvec3[1l], bvec3[2]);

for (ibnd = 0; ibnd < nbnd; ++ibnd) {
for (ikl = 0; ikl < nkl; ++ik1l) {
for (ik2 = 0; ik2 < nk2; ++ik2) {
for (ik3 = 0; ik3 < nk3; ++ik3) {
ierr = fprintf(fo, "%e\n", eiglibnd] [ik1][ik2][1k3]);

}
for (ibnd = 0; ibnd < nbnd; ++ibnd) {
for (ikl = 0; ikl < nkl; ++ik1l) {
for (ik2 = 0; ik2 < nk2; ++1ik2) {
for (ik3 = 0; 1k3 < nk3; ++ik3) {
ierr = fprintf (fo, "%e\n", x[ibnd] [ik1][ik2][ik3]);

}

fclose (fo);

44 20000000000000000

fortran

real (4) :: bvecl(3), bvec2(3), bvec3(3) /ODOOOOOMN
INTEGER :: nkl, nk2, nk3 /000000000000 O0O0O

integer :: ishift /000000000000 (=1)00 (=0)
integer :: nbnd /0000

real(4) :: eig(nk3,nk2,nkl,nbnd) 00000

real (4) :: x(nk3,nk2,nkl,nbnd,2) /000 (2000000000 )
integer :: ikl1l, ik2, ik3, ibnd, fo, ii

open (fo, file = "sample.frmsf")

write (fo, ) nkl, nk2, nk3
write (fo, ) ishift

write (fo, ») nbnd

10

O 40 Input file
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write (fo, ) real (bvecl(1:3))
) real (bvec2(1:3))
write (fo, ) real (bvec3(1:3))
do ibnd = 1, nbnd
do ikl = 1, nkl
do ik2 = 1, nk2
do ik3 = 1, nk3
write (fo, ) real(eig(ik3,ik2,1ik1l,ibnd))
end do
end do
end do
end do
do ii =1, 2
do ibnd = 1, nbnd
do ikl = 1, nkl
do ik2 = 1, nk2
do ik3 = 1, nk3
write (fo, ) real(x(ik3,ik2,ik1l,ibnd,ii))
end do
end do
end do
end do

close (fo)

write (fo,

45 00J000000DOOO0O0ooooogo

fortran

real (4) :: bvecl(3), bvec2(3), bvec3(3) /ODO0OOOMOMO
INTEGER :: nkl, nk2, nk3 /OD0000000O0OOO0O0O0O
integer :: ishift /000000000000 (=1)00 (=0)
integer :: nbnd /0000

real(4) :: eig(nk3,nk2,nkl,nbnd) 00000
integer :: ikl1l, ik2, ik3, ibnd, fo, ii
open (fo, file = "sample.frmsf")

write (fo, ) nkl, nk2, nk3

write (fo, ) ishift

write (fo, ») nbnd

write (fo, ) real (bvecl (1:3))

write (fo, ) real (bvec2(1:3))

write (fo, ) real (bvec3(1:3))

do ibnd = 1, nbnd

do ikl = 1, nkl
do ik2 = 1, nk2
do ik3 = 1, nk3

45. J000D0OU0OODOOUDOOOOUODOO

11
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write (fo, *)
end do
end do
end do
end do

real (eig(ik3,ik2, ik1, ibnd))

12
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51 00

5.1.1 LinuxOUnixOMac O O O

000000000000 fermisurfer0O0OUOOO0OOOO0OO0OO

$ fermisurfer mgb2_vfz.frmsf

00000,0000,00000000000000. (00000000000 MgB,0 FermiOOO 200
oooo.)

5.1.2 Windows [ 0 00
000000 @CUD0O00 mogb2_viz.frmsf) 00000 OO,00000000O0O00DO0O0CODOODOO,
UOobDO00dbD fermisurfer.exeUUODOOUODODOOO.
OO0O0DOoO00D00O0O0,Fermi 00000000 (O 5.1).
e JO000OO0ODOODODODODOD.
- J00000OD00ODUODODODOUObODbOOOD.

0J000O0CO0ODOOODOOOODOOO.

OD00000 (Windows OO wasd) 0000000000000 0O0OOOOOOO.
e JbbOo0ObO0ObLbOOoOobOoODbDO.

ooooooooooobooooooon.
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O0O: 00000000000 0D0O00DO0OUpdate0 0000000 OO0OOO0ODOOOOD.ODOOOOOODO
OO00O00 UpdateD OO OOooQg.

52 000

0000000000 000000. BrillovinZone 0000 O0/O000000O0OO.

53 0000000000o0ooood

O000000on/off 0000000 (O 5.2).
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First Brillouin zone Primitive Brillouin zone
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Min of Scale:| 25283419 Os Os O7 Os

Max of Scale : [ 22283419 09 O10ONnO”
OB 01015018

Color scale mode

Brillouin zone

@ Input (1D) (@ First Brillouin zone
O Input (2D) O Primitive Brillouin zone
Olnput (30) Stereogran
O Fermi Velocity ® None
O Band Index O Parallel
O lnput (1D, Gray Scale) O Cross O Translate
O Fermi Velocity (Gray Scale)
Rotate | O [o 0
MBand 0 Position : ‘ 0 0
[4Band 1 [ Color bar Scale:| 0,866025
[MBand 2 [ Equator Lighting Background colc
[Nodal line
[l Section @ Both @ Black
O Unoccupy O White
O Occupy
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Min of Scale :[ 55 283419 Os Os O7 Os
Max of Scale :{ 22283419 09 01O 0On
0B 0OuO108

Color scale mode Brillouin zone
@ Input (1D) (@ First Brillouin zone
QO Input (2D) O Primitive Brillouin zone
O Input (30) Stereogran Mouse Drag
O Fermi Velocity @ None @ Rotate
O Band Index O Parallel O scale
O Input (1D, Gray Scale) O Cross O Translate
(O Fermi Velocity (Gray Scale)

Rotate | 114690300 l 16.922037 I 225873383
[Band 0 Position :[ 0.000000 0
I Color bar Scale ;‘ 1.229875

N - Lighting Background ¢
@ Both @ Black
- O Unoccupy O White
O Occupy

059 "Nodalline"OOOODO nodalline DO O/000000O0O0O.

OO,00nGammallO00000OOOOOOOOCOOCOCOCOOOOOOOOOTIOOOO.

Update Line width:| 4 (. On Gamma )
(( section-v:[o 0 . ) Section-v : 0.0 0.0 0.1

Equator-v:| o 0 1
Interpol ratio : | 4 Tetrahedron
Fermienergy:[o | ®1 O2 O3 O4
Minof Scale: [ ga21616 |05 O6 O7 Os
Max of Scale: 16480536 |09 O10On O1”2
01 0Ou0O10.
Color scale mode Brillouin zone
O Input (1D) (®) First Brillouin zone F
Q) Input (2D) O Primitive Brillouin zone
O Input (30) Stereogran Mouse Drag
@® Fermi Velocity (® None (@ Rotate
O Band Index O Parallel O Scale
() Input (1D, Gray Scale) O Cross O Translate / ~
(O Fermi Velocity (Gray Scale) E
Rotate 309.276184 -70.846390 ] 291730133 g
Band 0 Position :| o 0 h 4
Band 1 Color bar Scale:| 0849414
Band 2 Equator Lighting Background colc
Nodal line =
@ @k gaction-y : 1.0 0.0 0.0 (On Gamma)
(O Unoccupy (O White

O Occupy

5.14 Fermi 00000000 (O Update)

Fermi 00000 (0000000 000000000000, @ 5.10).

514. FermiO OO O0OO0OO0O0OO (O Update) 21
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Update Line width: | > 646270 On Gamma

Section-v:| 1

)

Equator-v:| o 0 1
Interpol ratio :| 1 Tetrahedron
Fermi energy : 0.1 @1 O2 O3 O4
in Of Scale Os Os O71 Os
Max of Scale : | 09 OwOn O
O1010O1s0116
Color scale mode Brillouin zone
@ Input (1D) (@) First Brillouin zone
O Input (2D) O Primitive Brillouin zone
O Input (30) Stereogran Mouse Drag
O Fermi Velocity @ None @ Rotate
L e O Parallel O Scale
O Input (1D, Gray Scale) O Croe O ransiote

O Fermi Velocity (Gray Scale)

Rotate 121,395660
Band 0 Pasition :| _g
Band 1 [ Color bar Scale
Band 2 [JEquator Lighting Background colc
%g:{ffc'n""s @ Both @ Black
O Unoccupy () White
O Occupy

O 5.10 "Shift Fermi energy"0 0000 Fermi 00 OO00 OORyO O O.1RyO OOO.

515 000

OoOOoOoOO0OO0O00oO0/o0000000gg (@ s.15).
None (0ODDOOO): DOOOODOOOO.

Parallel: ODOOOOOOOOOOO.

Cross: OO0ODOOOODODOOD.

Line width :| 1,900839 On Gamma

Section-v: | 1 I 0 ‘5
Equator-v:| °
Interpol ratio: | ¢ Tetrahedron
Fermienergy:([o | @1 O2 O3 Oa
Min of Scale : Os Os O7 Qs
Max of Scale 098 Ow OO
O101401018.
Color scale mode Brillouin zone
@ Input (1D) @ First Brillouin zone
O Input (2D) O Primitive Brillouin zone
Olnput (30) Stereogran Mouse Drag
Q) Fermi Velocity @ Rotate
(O Band Index

. O Scale
O Input (1D, Gray Scale)

QO Fermi Velocity (Gray Scale)

Rotate 725113
Band 0 Position :| _,
Band 1 [ Color bar
Band 2 [] Equator Lighting W
%?::c:‘;o(.lm ®8Both ® Black
O Unoccupy () White
O Occupy

22 0500000
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516 0000000 (O Update)

ooooobooooooboobo.boooooboooooboooooo,bobobo0obOoboboOobOoOoboOobDOoOoboon

ooo.

| Update | Line width :| 3 464102 [1On Gamma

Section-v:

0 [

0 [1

0
Equator-v:| o
Interpol ratio: | ¢

0

Fermi energy :

Min of Scale: 25 283419

Max of Scale: [ 22283419

Color scale mode

(Tetrahedron
@1 O2 O3 O4
Os 06 O7 Os
09 OO0

O1301 015016

Brillouin zone

@ Input (1D) (@ First Brillouin zone
O Input (2D) O Primitive Brillouin zone
O lnput (30) Stereogran Mouse Drag
O Fermi Velocity @ None @ Rotate
O Band Index OParallel Oscale
O Input (1D, Gray Scale) @E—= O Translate
O Fermi Velocity (Gray Scale)
Rotate | O [o °
[FBand 0 Position : ‘ 0 0
[4Band 1 [ Color bar Scale:| 0,866025
[MBand 2 [ Equator Lightin Background colc
q ighting g
[Nodal line
[l section @ Both @ Black
O Unoccupy O White
O Occupy

517 JO00D0OO0O00ODOOOODOOOO

OoooooooO @ s.10).

Scale: 0O0O0OODOOODOOODO.

Positon: O00OOO0OOOOOOOOOO.

Rotate: x,yzOOOOOOOOOOO,"Roate" 0000000000 0.00000 zO0-yO-xOOOOODO

goo.

518 OO ODOOO

fermisurfer 0000000000000 00000O0O0OO.0O000PCOODOOOOODOOODOOOODO

00000 (Printscreen0000000)00000000 gmpO0OO00000O0O0OD0O0OOOODO.

5.16. D0 00000 (O Update)
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UpdiT Line width : On Gamma
- Section-v:[g 0 1
Equator-v:| g 0 1
Interpol ratio: | 4 Tetrahedron
Fermi energy : | o ®1 Oz O3 O4
Min of Scale:| g.921616 Os Os O7 Os
Max of Scale : | 15.480536 O9 Q1w O1n 012
O13010O1s016
Color scale mode Brillouin zone
O Input (1D) (®) First Brillouin zone
O Input (2D) O Primitive Brillouin zone
O Input (30) Stereogran Mouse Drag
@ Fermi Velocity ® None (@ Rotate
O Band Index O Parallel (O Scale
O Input (1D, Gray Scale) OCros @
(O Fermi Velocity (Gray Scale)
( Rotate | 309276184 -70.846390 291.730133 )
[F1Band 0 (Position :[o 0 )
[ABand 1 [A Color bar (Scale 1| 0.849414 )
[]Band 2 J Equator Lighting Background col
E arodgs @ Both @ Black
(O Unoccupy O White
(O Occupy
O 5.11 "Viewpoint'ODOOOO OOOOOODO.
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000000000000 FermiSurfer 100000000 (PNG)OOOOOOOOO,00000000O000O

gogboodb.oboobobuoobbooobodnbooboobooobooboboon.

00000 example/ 00000000

$ fermisurfer mgb2_vfz.frmsf frmsf.in 500 500

oooooo,000000 frmsf.in.png000000. 00000O00O0COOCOOCOOOCOOCOODO

U.frmsf.in0000000O0DOO0OOOOOOO0OO,000000000DOO0.

background Dblack
band 0 0 1
#brillouinzone primitive
colorbar 1
colorscale fermivelocity
minmax -22 22
# equator 1.0 0.0 0.0
interpol 4
linewidth 3.0
lighting both
nodalline 0
# section 1.0 0.0 0.0
acrossgamma 1
position 0.0 0.0 0.0
scale 1.0
rotation 120.0 40.0 0.0
fermienergy 0.0
stereogram none

tetrahedron 1

gooooooooobobobobobbooo,ogooooooooobobbbbbbooobbboobbbobobboon

ooooooooocooboooooon.



http://fermisurfer.osdn.jp/table.html

Fermisurfer Documentation, 0 0 0 O 2.0.0

O O |0D0ooooooooo oooooo oo
ggd
backgroundblack, white black ooagd
band 1000 oooooogon 1111.. ooooooo()oooog
O (0)
brillouinzonirst, primitive first ooooooooooo
colorbar | 0,1 1 gooooooo(()oooo
oo (o)
colorscale| inputld, input2d, input3d, | inputld O00ooooooo
fermivelocity, bandindex,
inputgray, fermivelocitygray
minmax | 00O OO0 gooobooooooo,dod gooooooogog
O
equator | 00O OO OO goooooooOopoDoOOO |DO0o0poOoUOOOoOo (@ooo
goad oooono)
interpol | OO0 1 oooood
linewidth | OO 3.0 oo
lighting | both, unoccupied, occupied both Oo0oooooooog
nodalline | 0, 1 0 oooooooooo (oo
oooo (o)
section oooooo goooooooOoOoDOOO |DO00DOoUOO0oOo (@ooo
ad oooono)
acrossgamnty 1 1 oooroogoo ()oo
(0)
position | 00O OO 0.0,0.0 oooooon
scale oo 1.0 oooooo
rotation oooooa 0.0, 0.0, 0.0 ooox-,y-,z-0OOOOOO
fermienergyld O 0.0 Fermi OO 0O OO
stereogram none, parallel, cross none ooag
tetrahedron0 0 0O 15000 0 ooooooo

OO0: 00000 ImageMagicO0OOOOOOO0OOO0O0OO0O0O0DOO0OOmpoertD000O00O00.00000000O
00000 ImageMagicO O OO0 000000 0ooooooooo.
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0 70

Quantum ESPRESSO D000 oooon
00

Quantum ESPRESSO version 6.2 00O, FermiSurfer 0 0 0000000000000 DOOOOOOODODOOOOO
O00ooOo.FermiSurfer 00000000000 0O0OOOO.

e Fermi 000000 |vp| (fermi_velocity.x)

000000000 |{Pnim|Vnk)|? (fermi_proi.x)

7.1 PostProcess OO0

00000 FermiSurfer 000000000, 0000000 QuantumESPRESSO OO PostProcess 000
(0oo0oU0UoUoUoUUUoUoooooUooooUOo)ooDoooooooDDoOo.

$ make pp

7.2 SCFOO

000000000 Db0000.00000 pw.xOOODDOOOODODOOOODODOODDODOO.MgB,OOODO
obob.0ob0obooboboboooo.

scf.in
&CONTROL
calculation = 'scf',
pseudo_dir = './',
prefix = 'mgb2' ,

outdir = './'
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&SYSTEM
ibrav = 4,
celldm(l) = 5.808563789,
celldm(3) = 1.145173082,
nat = 3,
ntyp = 2,

ecutwfc = 50.0 ,
ecutrho = 500.0 ,
occupations = 'tetrahedra_opt',
/
&ELECTRONS
/
ATOMIC_SPECIES
Mg 24.3050 Mg.pbe-n-kjpaw_psl.0.3.0.upf

B 10.811 B.pbe-n-kijpaw_psl.0.1l.upf
ATOMIC_POSITIONS crystal
Mg 0.000000000 0.000000000 0.000000000
B 0.333333333 0.666666667 0.500000000
B 0.666666667 0.333333333 0.500000000

K_POINTS automatic
16 16 12 0 0 O

000000000000 00000000000 PSLibrary 000000000000, 0000000000
ocoooocooo.

* http://theossrv1.epfl.ch/uploads/Main/NoBackup/Mg.pbe-n-kjpaw_psl.0.3.0.upf
* http://theossrv1.epfl.ch/uploads/Main/NoBackup/B.pbe-n-kjpaw_psl.0.1.upf

obobooooooooboobobooooboooOooooOoOooOo,b000bOb000D pw.xOgooOaoO.

$ mpiexec -np 4 pw.x -npool 4 —-in scf.in

O0000,k0000 (npool)000.0000,000 k00000 Non-scfOOOOODOOOO.

73 FermiOOOooooOQ

fermi_velocity.xO0O0OO0OO0OO0O0O0O0.0000000 pw.xOOOOOODOOO.

$ mpiexec -np 1 fermi_velocity.x -npool 1 —-in scf.in

O000,k0000 (npeol)d 1(OO0ODODOODOOO)OODOOOOOO.ODO0OO,Fermi0OO000O0O0O
viermi.frmsf 000000 0O,000 FermiSurfer0O0O000O.

$ fermisurfer vfermi.frmsf

28 O 70 Quantum ESPRESSO OO0 O0OO0O0O0OOOOO


http://theossrv1.epfl.ch/Main/Pseudopotentials
http://theossrv1.epfl.ch/uploads/Main/NoBackup/Mg.pbe-n-kjpaw_psl.0.3.0.upf
http://theossrv1.epfl.ch/uploads/Main/NoBackup/B.pbe-n-kjpaw_psl.0.1.upf
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00,000000000000000D00000000 vfermil.frmsf,vfermi2.frmsf 0 200000
gbooboooo.

74 0000000DO0O0DOOO

oobOoobOOooooOo,0bb00b000b000b0bc0bb0U0b00n projwfe.xO00000.00000000O
ooooong.

proj.in

&PROJWEC
outdir = './'
prefix="mgb2'
Emin=-0.3422,
Emax=10.0578,
DeltaE=0.1

PROJWFCODOOODOOOODODO (/)OO0 projwfec.xO0O0O0O0O00,00 fermi_proj.xO0O0O0O0O0O0O0O
O0000.projwfc.x00000000000CO00,Ak0000 (npool)JOO0O pw.xOOO0O0O0O0O0ODO
obobooooon.

$ mpiexec -np 4 projwfc.x -npool 4 -in proj.in

O00,wf_collect=.true. Udogodoooo.

projwfc.x0000000O0O0O0DOOCOO0OOOOOOOO.

Atomic states used for projection

(read from pseudopotential files):

state # 1: atom 1 (Mg ), wfc 1 (1=0 m= 1)
state # 2: atom 1 (Mg ), wfc 2 (1=1 m= 1)

74. 0000D0OOO0OOOOOO 29




Fermisurfer Documentation, 0 0 0 O 2.0.0

state # 3: atom 1 (Mg ), wfc 2 (1=1 m= 2)
state # 4: atom 1 (Mg ), wfc 2 (1=1 m= 3)
state # 5: atom 2 (B ), wfc 1 (1=0 m= 1)
state # 6: atom 2 (B ), wfc 2 (1=1 m= 1)
state # 7: atom 2 (B ), wfc 2 (1=1 m= 2)
state # 8: atom 2 (B ), wfc 2 (1=1 m= 3)
state # 9: atom 3 (B ), wfc 1 (1=0 m= 1)
state # 10: atom 3 (B ), wfc 2 (1=1 m= 1)
state # 11: atom 3 (B ), wfc 2 (1=1 m= 2)
state # 12: atom 3 (B ), wfc 2 (1=1 m= 3)

O000000D0D0OD (state $) 00000 @MDODO0 QEDDOOO INPUT_PROJWFC.html ODOOO)DO
00000.0000 Fermi D0 000000000000 ODOODODODOOOOOO.O0O0O0O0O0000.00
O proj.in0O0O00O

$ mpiexec -np 1 fermi_proj.x -npool 1 —in proj.in

00000000 FermiSurfer 00000 proj.frmsf 000000,0000 proj.in0O /00

6 10

0O0,00000 ()0o00d0bo00oo0o0ooo0oooO,000bo00obDo0obooogoooOoo
OO00O00O0O00o0.0000o 1000 BOOO 2pz00 () 2000 BOODO 2pz0O00 (10)DOOOOO

(DB, 2p= i) > + (B By2pz|tnk) |

goboon.

$ fermisurfer proj.frmsf

OoOoOO0O0,0000BOOO2px,2py0000000000O0O0O0O0O0O0OOOOOOODOOO,

&PROJWEC

outdir = './'

30 0 70 Quantum ESPRESSOO0 000000 ODOOO
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prefix="mgb2'
Emin=-0.3422,
Emax=10.0578,
DeltakE=0.1

/

4

7 8 11 12

U000 proj.inO000O0OO, fermi_proj.x0000000000ODO0O0. projwfc.xO000OD0OOO
opooo.

74. 0000D0OOO0OOOOOO 31
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OoOooOoOoOoooDoooODOO0OD,MacOSXOOOOOOOOOOO Makefile OOOOO0OO0O0OO0O0OOOOO
ooooboogoo.
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91 000000000 FermiSurfer0 00O O

FermiSurfer 0000 MITOOODOO 00000000000 0. 000000000000, 000@O00O00O
oooooooooo)ooooooOoooooOo,0ooooooooooocOooooboooooooOoooon
ooobooooooo,0oboooooooooobooooo0ooDb,0b0bo0ooooo.

9.2 MITOODODOO

Copyright (c) 2014 Mitsuaki Kawamura

gboboboooooo,
gboboboooooooooboboboobobobooboooonm
gbobooooooobooobooba,
oboboooooobooboboboboooooobo.bobo,
gogobooooboooboo,bo,bb,0b,o0,bo,bboob o,
ooo/oooooooog,
goboobbooboobobooboobobooboobbooboobboob.

obobooooooooooobon,
goboobobooboobooobobooboobbooboobobog.

oooooooobooooboooo,ooooooobooooboooon,
ooobooooooooboo.oboooobobooo,oono,
ocooooooooo,cooboooooooooobooooboooon,
ooooooooboooobooooo.obooocooobooo,oooa,
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oooo,0o0o0o0oboooooo,0ooboooooooooobon,
ooooooooooobooboboooobooooooooooooonn,
oo,00b0oocobooboooooOoooobbo0obobooooooon.
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0100

Juoood

ooooOooooOoooobooobooooboooooooon.

http://sourceforge.jp/projects/fermisurfer/forums/
gdddouooooooooooboboboboboobooooo.
ooooooooo

good

mkawamura__at__issp.u-tokyo.ac.jp
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