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AuxanbKoreHigm nepexigHux mertanis

3aranbHa opmyna MX,

X — nepexigHuin metan (Mo, Nb, V, Ti etc) H-cTpykTypa T-cTpyKTypa

C  1T-MX,

M — xanbkoreH (Te, S, Se...) A 2H-MX; B

HanisnpoBigHukn
MoS,, WS,, MoSe,

MeTtanu
NbS,, NbSe,

MeTanu

TiTe,, TiSe,, MoSe, t/) )K )_/ )\ //()//

Ataca, Can, Hasan Sahin, and Salim Ciraci. "Stable, single-layer MX2 transition-metal oxides and dichalcogenides in a honeycomb-like structure." The
Journal of Physical Chemistry C 116.16 (2012): 8983-8999.




AuxanbKoreHigm nepexigHux mertanis

3aranbHa opmyna MX,

X — nepexigHuin metan (Mo, Nb, V, Ti etc) H-cTpykTypa T-cTpyKTypa

M — xanbkoreH (Te, S, Se...) (a)

HaniBnpoBigHuky "R
MoS,, WS,, MoSe,

MeTtanu
NbS,, NbSe,

MeTtanu
TiTe,, TiSe,, MoSe,

Ataca, Can, Hasan Sahin, and Salim Ciraci. "Stable, single-layer MX2 transition-metal oxides and dichalcogenides in a honeycomb-like structure." The
Journal of Physical Chemistry C 116.16 (2012): 8983-8999.



BnacTtuBOCTI aMXanbKoreHiais

T, H are Only H Only T T, H are stable T, H are stable
unstable is stable is stable EJT] > E[H] ECIH] > EL[T] T+ = Half-Metal
. .. 3 h T*, H* = Metal
TiTe, — CDW Ta HagnpoBigHiCTb MX, MX, MX, MX, MX, T+, H** = Semiconductor
J J
3d Transition Metal Dichalcogenide 4d 5d
{ HQQ‘ 4 R YW 4 N H* - hAY R - g N\ 4 N
Mo:re_za WTe, colbgl 1 o) 1 G 6 T s [Moo,] WO,
BewnniBcbki HaniBmeTanu a3 WU - By =Yy ey — /&y " -= L
[iIraHTCbKM MarHiTocnpoTmB TR\ G M N ) ) P —
SeS, | | Tis; | | VS | LGasy] | MnS,| |Ees.| | cos, | | Nis NhS, les,l WS,
S b 24 L 'J WL, L B“j R b 24 L Lt J \. 24 . T**ZJ I Hee L H )
i () O aYa N\ 7 N ™\ e T ) 4 A
ScSe,| | TiSe,| | VSe, | | CxSe,| [MnSe)| | EeSe,| |CoSe, | [ NiSe: NbSe,| [MoS WSe,
E_ar.aTo CTPYKTYp B OO4HOrO ) s O i e e g bSay (Pl iSe
XIMI'-IHOFO CKnaAy ) fﬂ (T s s N\ G e \ s \
M O-I-e2 -T d, T’, 2H, TS, Ta iHLLi ScTe, T'i'i'ez Y'E:ez CrTeJ Mnjl‘e} FeTeaJ CoTeJ NiTe, NbTe, EVIoTe} WTke,
T U U -y \ T ) - ) \_T ) _T* ) H** )

Te x came gns WTe,, MoSe,

NbSe, — CDW Ta ®epmi-apku

Borisenko, S. V., et al. "Two energy gaps and Fermi-surface “arcs” in NbSe 2." Physical review letters 102.16 (2009): 166402.



Xeunsa sapaaoBoi ryctuHMm B TiSe;
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Monney, C., et al. "Electron—hole instability in 1T-TiSe2." New Journal of Physics 14.7 (2012): 075026.
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Monney, C., et al. "Electron—hole instability in 1T-TiSe2." New Journal of Physics 14.7 (2012): 075026.



Xeunsa sapaaoBoi ryctuHMm B TiSe;
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Monney, C., et al. "Electron—hole instability in 1T-TiSe2." New Journal of Physics 14.7 (2012): 075026.



AJITOPUTM PO3PAXYHKY

1. Penakcauin
pw.x < TiSe2.vcrelax.in > TiSe2.vcrelax.out

2. Camoy3roaXeHuin po3paxyHoK
K pw.x < TiSe2.scf.in > TiSe2.scf.out
36. HecamoysroaKeHui po3paxyHoK
pw.x < TiSe2.nscf.in > TiSe2.nscf.out

& ~N

4a. BuainexHs 30H 46. Nobynosa nosepxHi ®epmi 4B. BUAiNeHHA NapLjiabHUX CTaHIB
pw.x < TiSe2.band2.in > TiSe2.band2.out fs.x < TiSe2.fermi.in > TiSe2.fermi.out projwfc.x < Tise2.pdos.in > TiSe2.pdos.out

|

56. Bisyanizauia nosepxHi Pepmi
xcrysden --bxsf tise2_fs.bxsf

3a. Po3paxyHOK B340BX k-Lunsaxy
pw.x < TiSe2.bands.in > TiSe2.bands.out



1. Penakcauin

&control

calculation = 'vc-relax'
prefix="tise2',
pseudo_dir="./",
tprnfor= .true.,
tstress= .true.,
etot_conv_thr = 1.0d-6
forc_conv_thr = 1.0d-6

&system

ibrav= 4,

celldm(1) = 6.689630,
celldm(3) = 1.889830,
nat= 3,

ntyp= 2,

ecutwfc =70.0,
occupations = 'smearing
smearing = 'gaussian’
degauss = 0.02

&electrons
mixing_mode = 'plain’
mixing_beta = 0.7
conv_thr = 1.0d-8

&ions
ion_dynamics = 'bfgs'
/
&cell
cell_dynamics = 'bfgs’,
cell_dofree ="ibrav',
press = 0.0
press_conv_thr=0.0
/
ATOMIC_SPECIES
Ti 47.867 Ti.pbe-spn-kjpaw_psl.1.0.0.UPF
Se 78.963 Se.pbe-n-kjpaw_psl.1.0.0.UPF
ATOMIC_POSITIONS crystal
Ti 0.00 0.00 0.00
Se 0.333333 0.666667 0.231181
Se 0.666667 0.333333 -0.231181
K_POINTS {automatic}
884000



2. Camoy3roaxeHumn po3paxyHoOK

&control
calcfulation ='scf' CTpyKTypa
prefix=‘tise2’, . . .
pseudo_dir ="/ https://materialsproject.org/materials/mp-
/ 2194?chemsys=Ti-Se
&system
it\J/rav= 4, Lattice (Conventional) Atomic Positions
celldm(1) = 6.689630, € a 354 A Wyckoff Element x y  z
celldm(3) = 1.889830,
nat= 3, b 354 A 1a Ti 0 0 0
ntyp=2, c 6.69 A 2d Se 13 2/3 0231181
ecutwfc =70.0,
occupations = 'smearing' a 90.00 °©
smearing = 'gaussian’ .
degauss = 0.02, B 90.00
nbnd =32 ¥ 120.00 °©
/
&electrons Volume 72.82 A2

mixing_mode = 'plain’
mixing_beta =0.7
conv_thr = 1.0d-8
/
ATOMIC_SPECIES
Ti 47.867 Ti.pbe-spn-kjpaw_psl.1.0.0.UPF
Se 78.963 Se.pbe-n-kjpaw_psl.1.0.0.UPF
ATOMIC_POSITIONS crystal
Ti 0.00 0.00 0.00
Se 0.333333 0.666667 0.231181
Se 0.666667 0.333333 -0.231181
K_POINTS {automatic}
QAA000



2 ] ca M oy3 ron*e H " ﬁ p03 paxyH o K Wyckoff Sets of Space Group P-3m1 (No. 164)

NOTE: The program uses the default choice for the group settings.

&control
calculation = "scf'
prefix="tise2',

H 1 1
pseudo_dlr = / Contact us About us Publications How to cite the server

/ Space-group symmetry

&system CENPOS

ibrav= 4, WYCKPOS

celldm(1) = 6.689630, bt g
MAXSUB

ceIIdm(3) =1.889830, SERIES

nat= 3

! NORMALIZER

ntyp= 2, KVEC

ecutwfc =70.0, SYMMETRY OPERATIONS
IDENTIFY GROUP

bilbao crystallographic server

Generators and General Positions of Space Groups
Wyckoff Positions of Space Groups

Reflection conditions of Space Groups

Maximal Subgroups of Space Groups

Series of Maximal Isomorphic Subgroups of Space Groups
Equivalent Sets of Wyckoff Positions

Normalizers of Space Groups

The k-vector types and Brillouin zones of Space Groups

Geometric interpretation of matrix column representations of symmetry operations
Identification of a Space Group from a set of generators in an arbitrary setting

occupations = 'smearing'
smearing = 'gaussian’
degauss = 0.02,

nbnd =32 Wyckoff Sets

/

&electrons
mixing_mode = 'plain’
mixing_beta =0.7

Please, enter the sequential number of group as given in the International
Tables for Crystallography, Vol. A or
NOTE: the program uses the default choice for the group setting.

Letter | Mult| SS Rep. Equivalent WP
i 12 {1 (%, y,2) i
i 6 .m. (%, - X, 2) i
h 6 | 2| x012) gh
g 6 (x,0,0) gh
f 3 |.2/m.|(1/2,0,1/2) ef
e 3 |.2/m.| (1/12,0,0) ef
d 2 | 3m. |(173,213,2) d
c 2 | 3m 0,0,2) c
b 1 |-3m.| (0,0,1/2) ab
a 1 |-3m.| (0,0,0) ab

B ckot Posions)
Wyckoff Positions

conv_thr = 1.0d-8
/
ATOMIC_SPECIES
Ti 47.867 Ti.pbe-spn-kjpaw_psl.1.0.0.UPF
Se 78.963 Se.pbe-n-kjpaw_psl.1.0.0.UPF
ATOMIC_POSITIONS crystal
Ti 0.00 0.00 0.00
Se 0.333333 0.666667 0.231181
Se 0.666667 0.333333 -0.231181
K_POINTS {automatic}
QAA000

Hint: Other possibility is to check the full table of Wyckoff Sets for space groups.

Please, enter the sequential number of group as given in International Tables
for Crystallography, Vol. A or choose it:
Standard/Default Setting User-Defined Setting ITA Settings




2. Camoy3roaxeHumn po3paxyHoOK

&control
calculation = 'scf'
prefix="tise2',
pseudo_dir="./"

/

&system
ibrav= 4,
celldm(1) = 6.689630,
celldm(3) = 1.889830,
nat= 3,
ntyp= 2,
ecutwfc =70.0,
occupations = 'smearing'
smearing = 'gaussian’
degauss = 0.02,
nbnd =32

/

&electrons
mixing_mode = 'plain’
mixing_beta =0.7
conv_thr = 1.0d-8

/

ATOMIC_SPECIES

Ti 47.867 Ti.pbe-spn-kjpaw_psl.1.0.0.UPF
Se 78.963 Se.pbe-n-kjpaw_psl.1.0.0.UPF
ATOMIC_POSITIONS crystal

Ti 0.00 0.00 0.00

Se 0.333333 0.666667 0.231181
Se 0.666667 0.333333 -0.231181

K_POINTS {automatic}
QAA000

Wyckoff Positions of Group P-3m1 (No. 164)

IMuItipIicity ".';Z ﬁ';‘;u y Site‘ v Coordinates

(xy2)  (yxy2)  (x+Yx2) (1x2)

12 i 1 (X-Y,Y,2) (XX4Y,-2) (XY,2) - (V-xHy,-2)
(xyX-2) (9,%,2)  (X+yy.2) (Xx-y.2)

. (X%2) (X,2%2) (-2%X,-X,2) (X,X,-Z)

6 ' M @2xx,2) (x,-2%,2)
(x,0,1/2) (0,x,1/2) (-x,x,1/2) (-x,0,1/2)

6 h 2 (0,x,1/2) (x,x,1/2)
(x,0,0) (0,x,0) (x,-x,0) (-x,0,0)

e 9 2 0%0) (xx.0)

3 f 2im. [[(1/2,0,1/2) (0,1/2,1/2) (1/2,1/2,1/2)

3 e 2im. |[(1/2,0,0) (0,1/2,0) (1/2,1/2,0)

2 d 3m.  ||(1/3,213,2) (2/3,1/3,-2)

2 c 3m. (0,0,2) (0,0,-z)

1 b 3m. |[(0,0,1/2)

1 a 3m. |[(0,0,0)

Atomic Positions

Wyckoff Element X y z

1a Ti 0 0 0

2d Se 1/3  2/3  0.231181




3a.Po3paxyHoK B3a0BX k-lunaxy

&control K_POINTS {crystal_b}
calculation = 'bands’ 8
prefix="tise2', 0.000.000.0020!G
pseudo_dir="./" 0.000.500.00 20 'M
/ 0.333333 0.3333330.0020 K
&system 0.00 0.000.00 20 !G
ibrav= 4, 0.000.000.5020 A
celldm(1) = 6.689630, 0.000.500.5020 'L
celldm(3) = 1.889830, 0.3333330.3333330.5020 'H
nat= 3, 0.000.000.5020 A
ntyp= 2,

ecutwfc =70.0,
occupations = 'smearing'
smearing = 'gaussian’
degauss = 0.02
nbnd =32
/
&electrons
mixing_mode = 'plain’
mixing_beta =0.7
conv_thr= 1.0d-8
/
ATOMIC_SPECIES
Ti 47.867 Ti.pbe-spn-kjpaw_psl.1.0.0.UPF
Se 78.963 Se.pbe-n-kjpaw_psl.1.0.0.UPF
ATOMIC_POSITIONS crystal
Ti 0.00 0.00 0.00
Se 0.333333 0.666667 0.231181
Se 0.666667 0.333333 -0.231181



36.Hecamoy3roaxeHun po3paxyHoOK

&control
calculation = 'nscf'
prefix="tise2',
pseudo_dir="./"
/
&system
ibrav= 4,
celldm(1) = 6.689630,
celldm(3) = 1.889830,
nat= 3,
ntyp=2,
ecutwfc =70.0,
occupations = 'tetrahedra_opt'
nbnd =32
/
&electrons
mixing_mode = 'plain’
mixing_beta =0.7
conv_thr = 1.0d-8
/
ATOMIC_SPECIES
Ti 47.867 Ti.pbe-spn-kjpaw_psl.1.0.0.UPF
Se 78.963 Se.pbe-n-kjpaw_psl.1.0.0.UPF
ATOMIC_POSITIONS crystal
Ti 0.00 0.00 0.00
Se 0.333333 0.666667 0.231181
Se 0.666667 0.333333 -0.231181
K_POINTS {automatic}
202010000



4a. BupineHHsa 30H

&bands
prefix="tise2’,
outdir="./',
filband = 'TiSe2.band.dat’
/

MNobyaosa rpacdiky:
gnuplot —persist plot.gp

Energy (eV)
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4a. BupineHHna 30H (ckpinTt plot.gp)

set ylabel 'Energy (eV)’ #Ha3Ba oci Y

set ytics 5 #3a4aeM0 KPOK B340BX Y, TYT KOXHi 5 eB (MoxXHa cTaBuTK Byab-aKuUit iHTepBan)

unset key #npubupaemo nereHgy

high-s§mmetry poiﬁt:

high-symmetr oint:
x1=0.5774 #koopgmHaTtu k-TouoK, 6epemo i3 dainy TiSe2.band2.out high‘ szmmetrz goint:
x2 =0.9107 high-symmetry point:
x3=1.5773 high-symmetry point:
x4 =1.8419 high-symmetry point:
x5=2.4193 high-symmetry point:
X6 = 2.7526 high-symmetry point:
xmax = 3.4193
ymin =-10 #mexi iHTepBany B340BK Y, MOXKEMO 334aTh By ab-sKuUi 19.4173 20.9330 21
ymax = 10

ef = 6.4182 #eHepria depmi i3 paiiny TiSe2.scf.out

set xrange [0:xmax] #iHTepBan B340BX oci X
set yrange [ymin:ymax] #iHTepsan 83408 oci Y

the Fermi energy is

total energy

[cNcNocNoNoNoNoNol

.4895

[cNoNoNoNoNoNoNol

.0000
.0000
.0000
.0000
.2646
.2646
.2646
.2646

X X X X X X X X

coordinate
coordinate
coordinate
coordinate
coordinate
coordinate
coordinate
coordinate

22.1426 23.5054 24.646

.0000 0.0000
.0000 0.5774
.3333 0.5773
.0000 0.0000
.0000 0.0000
.0000 0.5774
.3333 0.5773
.0000 0.0000
6.4182 ev

-562.59644353 Ry

set xtics ("{/Symbol G}" 0, "M" x1, "K" x2, "{/Symbol G}" x3, "A" x4, "L" x5, "H" x6, "A" xmax) #3aaaemo Ha3BM k-TOYOK B30B3 OCi X Ta CTaBUMO iX Yy

BignoBigHMX KoopgmHaTtax 0, x1, x2 i 14,

set arrow 1 nohead from x1,ymin to x1,ymax It 2 #mantoemo npami, o BUXoAATb i3 k-TouoK, abu BiaAiNATK ix ogHa Bif 0AHOI

set arrow 2 nohead from x2,ymin to x2,ymax It 2
set arrow 3 nohead from x3,ymin to x3,ymax It 2
set arrow 4 nohead from x4,ymin to x4,ymax It 2
set arrow 5 nohead from x5,ymin to x5,ymax It 2
set arrow 6 nohead from x6,ymin to x6,ymax It 2
set arrow 7 nohead from 0,0 to xmax,0 It 2

plot'./TiSe2.band.dat.gnu' using 1:($2-ef) w |

#MaN0EMO ropn3OHTa/IbHY NPAMY B HYAi, abun NO3HaUUTK eHeprito Gepmi

#6yayemo rpadik i3 painy TiSe2.band.dat.gnu. 1:(52-ef) - o3Hauae, wo no oci X B Hac byae nepuua
KOJIOHKa rpadiky, ae KoopamHaTth k-Touok, a no oci Y — eHepria 3 4pyroi KONIOHKK, Bif, KOXXHOro 3Ha4YeHHA AKOI BiAHIMaEMO eHeprito Pepmi nA HOPMyBaHHA

WNNRFER,ROOO

.0000
5774
.9107
5773
.8419
.4193
.7526
.4193



46. Nobypnosa nosepxHi Pepmi

daunn TiSe2.fermi.in

&f . *++ XCrySDen - Fermi Surface: /tmp/xc_10050/tise2_Ffs.bxsf

Band #1 | Band #2 | Band #3 | Band #4 | Band #5 | Band #6 Merged Bands |
f. i 2| S 600,20, *
= ep: 0.00.20.
prefix="tise2’, —————————— »
ir="1/N 7.720} .
outdir="./
/ 6.714

fs.x < TiSe2.fermi.in > TiSe2.fermi.out
fs.x —mogynb ana nobygosu nosepxHi Pepmi

BukopucrtoBye ¢paiam 3 nscf-po3paxyHKy 3 BACOKOIO FYCTUHOLO L e
k-TO‘—I OK XYRanges | SetTics | SetGrid | Text | Margins J Postscript | Close

4.683

Bisyanisauia:
xcrysden --bxsf tise2_fs.bxsf



4B. BuaineHHs eneKTpoHHUX CTaHIB

3ara/sibHa rycTuHa CTaHiB MapuianbHa ryctTMHa CTaHis
&dos &projwfc
prefix="tise2’, prefix="tise2’,
outdir="./', outdir="./',
fildos = ‘tise2.dos.dat"’, filpdos = ‘tise2.pdos.dat’,
DeltakE =0.01 DeltakE =0.01

/ e /
OTpumyemo Habin dannis, WO BiANOBIAAOTL OPOITaNAM KOXKHOFO aTOMY
tise2.pdos.dat.pdos_atm#1(Ti)_wfc#1l(s) - ctaHu ana s-opbitani atoma Ti 3 panny TiSe2.scf.in

tise2.pdos.dat.pdos_atm#1(Ti)_wfc#2(p) - ctaHn ana p-opbitaneir atoma Ti 3 panny TiSe2.scf.in
tise2.pdos.dat.pdos_tot — 3aranbHa ryctuHa

sumpdos.x *\(Ti\)* > Ti_dos.dat — 3ibpaTn ctaHu ana atomis Ti
sumpdos.x *\(Se\)* > Se_dos.dat - 3ibpatu cTaHn ans atomis Se



4. CkpinT plot_pdos.gp

set xlabel 'Energy (eV) #HaBigminy Big plot.gp, Tenep B Hac S -
eHepris no oci X, Ae i pobumo BiANOBIAHY NOMITKY -

set ytics 5 #t1e X, wo i B plot.gp

set key #HaBigmiHy Big plot.gp, TyT M1 A03BONSIEMO
byaysaTtu nereHay rpadiky

ef = 6.4182 #te Xk, wWo i B plot.gp T

set xrange [-2:2] #iHTepBan no X, B eB I
set yrange [0:10] #iHTepBan no Y, B KiZIbKOCTi CTaHiB

set arrow 7 nohead from 0,0 to 0,10 It 2 #BepTuKanbHa
npama B Touui 0,0 4nsa no3HavyeHHs eHeprii Pepmi

W

plot './tise2.pdos.dat.pdos_tot' using ($1-ef):2 title "DOS = = = RS ] °( ) i . e
total" w lines, './Ti_dos.dat' using ($1-ef):2 title "Ti" w lines, ¥
'./Se_dos.dat' using ($1-ef):2 title "Se" w lines

#o6yayemo Tpu rpadikun. 3 dpanny tise2.pdos.dat.pdos_tot — 3aranbHy rycTuHy ctaHiB, HazmBaemo oro DOS total (onuia
title "DOS total”). 3 dannis Ti_dos.dat Ta Se_dos.dat — aHanoriyHo, rycTUHy cTaHiB Ha atomu Ti Ta Se.

(S1-ef):2 o3Hauag, 1o nepLly KONOHKY Byayemo no X i BigHiMaeMo Big 3HauyeHb eHeprito Depmi, Le eHepris.

2 KOJIOHKA — KiNbKicTb CcTaHiB, no Y



4. CkpinT plot_dos+bands.gp

set multiplot #p03Bonsemo NobyA0BY KinbKOX rpadikis o4HOYACHO

set ylabel 'Energy (eV)’ #te », wo i 8 plot.gp

set ytics 2 #3agato iHTepBan 414 NO3HAYOK 2 3aMicTb 5, 60 Kpacusie 0b6MeXnUTH iHTepBan
rpadiky (ue sk 3abaxaere)

unset key #1e %, wo i B plot.gp

x1=0.5774 #te ¥, wo i plot.gp

x2 =0.9107

x3=1.5773

x4 =1.8419

x5=12.4193

x6=2.7526

xmax = 3.4193

ymin = -2 #6epy mexi iHTepsany He -10,10, a -2,2 — Tak BUAHO rpadik B getanax
ymax =2

ef =6.4182

set origin 0.0,0.0 #onuis Big muptiplot. 3agato KoopanHaTh nepworo rpadiky, 3 30Hamu, B
Touui 0.0

set size 0.8,1.0 #3aaato po3mip rpadiky Ak 0.8 no ropmusoHTani — 60 iHwi 0.2 3aime rpagdik DOS,
i Ak 1 no BepTMKani, 60 No BepTUKani HiskMx iHWKX rpadikis He Byayio.

set xrange [0:xmax] #TyT i HUXKYe - Te XK, Wwo i B plot.gp
set yrange [ymin:ymax]

set xtics ("{/Symbol G}" 0, "M" x1, "K" x2, "{/Symbol G}" x3, "A" x4, "L" x5, "H" x6, "A" xmax)
set arrow 1 nohead from x1,ymin to x1,ymax It 2

set arrow 2 nohead from x2,ymin to x2,ymax It 2

set arrow 3 nohead from x3,ymin to x3,ymax It 2

set arrow 4 nohead from x4,ymin to x4,ymax It 2

set arrow 5 nohead from x5,ymin to x5,ymax It 2

set arrow 6 nohead from x6,ymin to x6,ymax It 2

set arrow 7 nohead from 0,0 to xmax,0 It 2

plot './TiSe2.band.dat.gnu' using 1:($2-ef) w |

Energy (eV)




4e. CkpinT plot_dos+bands.gp (npoooB>xxeHHSA)

#npoaoBXKeHHA ckpinTy gna nobyaosu rpadiky DOS

unset xtics H#TyT i HUKUYe — NPUBUPatO BCi NO3HAYKM i NiHii, AKi 3p06UB B NonepeaHii YacTuHi
rpadiky, 60 iHaKLe BOHW NOBTOPIOBAaTUMYTbCA Ha rpadiky DOS
unset ytics

unset arrow 1

unset arrow 2

unset arrow 3

unset arrow 4

unset arrow 5

unset arrow 6

unset ylabel

unset xrange

set xrange [0:10] #3apato iHTepBan no X Big 0 go 10 cTaHiB. Ha BigMmiHy Big, ckpinTa
plot_pdos.gp s miHAto oci micusamun. Tenep cTaHK He B3A0BXK Y, a B340BK X

set arrow 8 nohead from 0,0 to 10,0 It 2 #6yayto niHito 4nA No3HaYeHHs piBHA Depmi,
asne Ternep BOHAa rOPM30HTa/bHA, @ HE BEPTUKA/bHA, fiK B plot_pdos.gp

set origin 0.8,0.0 #3anato novaTok rpadiky He B 0,0, Ak rpadik 30H, a B 0.8, 0 — rpadik 30H
3arimae 0.8 no ropmsoHTani, Tomy rpadik DOS noumnHato 3 cyHyToi Ha 0.8 TouKM

set size 0.2,1.0 #8igHocHuMI po3mip rpadiky DOS. Mo ropusoHTani BiH 3aimae 0.2 Big ycboro
rpadiky, iHwi 0.8 3aimae rpadik 30H

set xtics 0,5,10 #3aaato no X BigMITKM 3 NO3HaYKamu

plot './tise2.pdos.dat.pdos_tot' using 2:($1-ef) title "DOS total" w lines, './Ti_dos.dat' using
2:($1-ef) title "Ti" w lines, './Se_dos.dat' using 2:($1-ef) title 'Se' w lines

#tak camo, aK i B plot_pdos, 6yayto rpadiku. MpoTe Tenep miHAo oci micuamm - 2:($1-ef). Le
03Hauae, Lo B340BXK X Bye KONOHKa 2, KibKicTb cTaHiB. A No Y — KoNoHKa 1, 3 AKoi BigHiMato
eHeprito pepmi — Lie eHepris, Ha AKIW Li CTaHW PO3MILLYIOTbCA
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