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Definition
Charge density difference of system AB:

AP = Ppg ~ Pa ~ Pe

NOTE: In calculation of the latter two quantities, the atomic
positions are fixed as those they have in the AB system.

In VASP, three calculations should be perform to obtain
the charge density of AB, A, and B systems. CHGCAR file
contains the information about charge density.



[:HEES ‘%1NC¥“Rf”e

PREC=accurate
The geometry optimization is ENCUT=500
supposed to have been done. NELMIN=10
EDIFF=1E-5
- it f NSW=0 IOnly eIectronfic-SC |
or the reg calculations o TRRTION——1 oops are performe
charge density of A, B, and AB
systems, INCAR and KPOINTS ALGO=Fast
files are same. POSCAR file ISMEAR=1
should be prepared separately, SIGMA=0.1
as well as the corresponding ADDGRID=T
POTCAR file. TL.CHARG=T CHGCAR is written
LREAL=F
Example: LASPH=T
CO adsorbed on Pt (111) surface LORBIT=10
A B IDIPOL=3

LDIPOL=T




Example

Pt (2X2) supercell is used. When the geometry
optimization is finished, CONTCAR is obtained.

/ *KPOINTS \

Automatic mesh
0
Gamma

o 6 1

Q.oo 0.00 o.oy




mv CONTCAR POSCAR

»CO/Pt (AB system)

CO adsorption on Ptl11l
1.00000000000000
5.6248002051999997
-2.8124001025999998
0.0000000000000000

0.0000000000000000
4.87121986889955%9%
0.0000000000000000

0.0000000000000000
0.0000000000000000
21.888900756799859582

Pt C 0]
le 1 1
Selective dynamics
Direct

0.3078%%8535024776 0.1157508176504085 0.20%23%5708218%017 T T T
0.4722200040000004 0.44444000699995972 0.0000000000000000 F F F
0.47222704784¢65680 0.4444435285%232810 0.32237805958481174 T T T
0.13888%9380000033 0.277779595559955%%¢ 0.1045100010000004 F F F
0.8055593647218970 0.111109687860943¢6 0.20783498454272%9¢ T T T
0.9722200040000004 0.4444400065995572 0.0000000000000000 F F F
0.9725427394145848 0.4450750238233668 0.31180701544343971 T T T
0.6388500279955%87 0.27777959559955%¢ 0.1045100010000004 F F F
0.3078%%98535024776 0.60876%0168520634 0.20%23%5708218%017 T T T
0.4722200040000004 0.94444000699995972 0.0000000000000000 F F F
0.47155538¢704466% 0.59441276983522304 0.311806863452394°% T T T
0.13888%9380000033 0.777779595559955%%¢ 0.1045100010000004 F F F
0.8008779549745275 0.60876859529872636 0.20923966811270895 T T T
0.9722200040000004 0.5444400065995572 0.0000000000000000 F F F
0.9725427394145848 0.9441277255912126¢ 0.31180701594434971 T T T
0.6388500279955%87 0.777779595559955%¢ 0.1045100010000004 F F F
0.472225316379388% 0.44444266318965%1¢ 0.4068328727876835 T T T
0.4722244301200938 0.4444422500600438 0.4597422040913705 T T T

POTCAR file is same with the geometry optimization.



»CO (A system)

Delete the Pt part in POSCAR of AB system

CO adsorption on Ptl1ll
1.00000000000000
5.62480020519959357 0.0000000000000000 0.0000000000000000
-2.81240010259959998 4.8712198688999999 0.0000000000000000
0.0000000000000000 0.0000000000000000 21.888%90075679959982
C O
1 1
Selective dynamics
Direct
0.4722253163793889 0.4444426631896916 0.4068328727876835 T
0.4722244%01200838 0.4444422500600438 0.4597422040813705 T

POTCAR file should match the POSCAR.

—



» Pt (B system)
Delete the CO part in POSCAR of AB system

CO adsorption on Ptlll
1.00000000000000
5.6248002051999997
-2.81240010259999%8
0.0000000000000000

0.0000000000000000
4.87121586885995%53
0.0000000000000000

0.0000000000000000
0.0000000000000000
21.888%50075€7999%82

Pt
16
Selective dynamics

Direct
0.307895853502477¢ 0.1157508176504055 0.20%235%5708215017 T T T
0.4722200040000004 0.4444400069%999972 0.0000000000000000 F F F
0.4722270478465680 0.4444435289232810 0.3223780958481174 T T T
0.13888%95980000033 0.27777995%59999%9%6¢ 0.10459100010000004 F F F
0.80555%3647218970 0.11110%6878609436 0.207834984542723¢ T T T
0.5722200040000004 0.4444400069595%%72 0.0000000000000000 F F F
0.9725427354145848 0.4450750238233668 0.31180701594434971 T T T
0.63889002759%99%9%87 0.2777799%5999%9%%6¢ 0.1045%100010000004 F F F
0.30789598535024776 0.6087690168520634 0.2092395708219017 T T T
0.4722200040000004 0.5444400069595%%72 0.0000000000000000 F F F
0.4715953867044669 0.9441276983522304 0.31180686345233493 T T T
0.138889%9%980000033 0.7777799959999%9%6¢ 0.104%100010000004 F F F
0.800877954959745275 0.6087689529872636 0.2092396631127095 T T T
0.59722200040000004 0.544440006999%%72 0.0000000000000000 F F F
0.59725427354145848 0.9%9441277255912126 0.3118070154434%971 T T T
0.63885900275995%87 0.7777799%959595%9%5%¢6¢ 0.1045100010000004 F F F

POTCAR file should match the POSCAR.



Example

When the above three calculations are
finished, three CHAGCAR files are obtained.

A: CO CHGCAR CO
B: Pt CHGCAR Pt
AB: CO/Pt CHGCAR COPt

Next step: Utilizing the software of VESTA to
make subtract.



Open CHGCAR_COPt

& CHoCARCOPvasp-viSTA T ™ T L T R o |

File Edit View Objects Utilities Help
a b ¢ a* b* f*| A Y > T ¥ step() 50 | MV € > seppo 10 | + — & step(w: 10
[Tools | Style | Objects| CHGCAR_COPtvasp |

Structural models

Show models
Show dot surface

Style
@ Ball-and-stick

hl

() Space-filling
() Polyhedral
) Wireframe

() Stick

Ch%Oo4

Volumetric data
Show sections
Show isosurfaces
[] Surface coloring

Style
@ Smooth shading @
) Wireframe Q

() Dot surface

c » 1 PO®O

Crystal shapes

[] Show shapes
Style () o 0
@ Unicolor b a

Custom color O () O

Wireframe

a 0 I 2
’ Properties... ] -
Boundary. | Orentaton.. |
00 1): 20 (7S, 20 ( 719) A

Number of polygons and unigque wertices on iscsurface = 18876 (9930)
22 atoms, 0 bonds, 0 polyhedra; CPU time = 109 ms

4

Output Comment




Edit

Edit Data Volumetric Data...

4 s conepven TP WP S 00 T | G

File View Objects Utilities Help
2 Undo cti+Z | ¥ Step("]::45.0 | 1V € Step(px]::lﬂ | + - O Step(%]::lﬂ
Redo Ctrl+Shift+Z CAR_COPtvasp
Edit Data Phase... Ctrl+E
Bonds... Ctrl+B Unit Cell...
Vectors... Structure Parameters... Y G o
Lattice Planes... Volumetric Data...
Preferences... e
| |
(©) Polyhedral
() Wireframe
() Stick
Volumetric data
Show sections
Show isosurfaces
[[]Surface coloring
Style
mooth shading @
() Wireframe [+
() Dot surface
= ) 100®O |
Crystal shapes
I:‘Showshapes
sy POOO
@ Unicolor b a
Custom color 0 () O
Wireframe
PO W W
’ Properties... ] -
’ Boundary... ” Orientation... ]
T e === 1 SR === 1 ==
(00 1): 240 | 7159, 540 ( 715) a
Humber of polygons and unique vertices on iscsurface = 18976 (9930)
22 atoms, 0 bonds, 0 polyhedra; CFU time = 109 ms |:|
Output Comment




Click Import...

o CHOCAR CoPasp -VeEsTA T ;\ WWEE . R | o 8] %

File Edit View Objects Utilities Help
A b e a* L* l.:oc| AV > TVF Step(“)::al. |+ 1 €« > Step(p)()::lﬂ | + — O Step(%)::lﬂ

[ Tools | Style | Objects| J CHGCAR_COPtvasp |
| N\
Structuraf™
N Edit Data - CHGCAR_COPtvasp \ [
Show
Sho —= N o Te
Styl Phase: 1 ~—— unknown system - -
e
Q @ Ball | Phase | Unit cell | Structure parameters E‘_Volumetric dat; | Crystal shape|
f © Isosurfaces \
() Poly +1,000000 C:\Users\rengin\Desktop\zrg_presentation\example\CHGCAR_COPt.vasp
s o
V (0) Sticl Delete

Volumety |
Sha.
[#]Sh

Surface coloring

Interpolation: 1

Orientation...

e = =y == — =iy = ==y

(001): 240 ( 715), 840 715) -

Humber of polygons and unique vertices on iscsurface = 18976 (9930)
22 atoms, 0 bonds, 0 polyhedra; CPFU time = 109 ms

4

Output Comment




Select CHGCAR_CO Click Open

o CHocaR comasp vEsTA T WWEE . R o | 5 |

File Edit View Objects Utilities Help
a b e a*b* k| AW L > TP Step(:450 | AL € D> Stepp: 10 | + — ] Step(®: 10
i) | CHGCAR COPtvasp |

.; Open » p— — u
[: EE B =
OO v_| \. » zrg_presentation » example - | 3 | | Search example pel |
4 — = - AN TN
‘ Organize ¥ New folder == 0 @
X Favorites MName ° Date modified Type Size
L Bl Desktop IL] CHGCAR_CO.vasp 3/21/2012 09:47 VASP File 4q
! & Downloads |#| CHGCAR_COPt.vasp 3/21/2012 09:46 WVASP File 44
1 . Dropbox |#| CHGCAR_Pt.vasp 3/21/2012 09:46 VASP File 4(
I 5l Recent Places

m

4 Libraries
@ Documents
J‘ Music
[&5] Pictures
B Videos -

1% Computer
&, Local Disk () ~ ¢ 1 | v

» 1 PO®O

File name: CHGCAR_COwvasp + | All Supported Files () -

| Open |v| [ Concel ]

00O

Interpolation: 1

Wire]
: PR W W £
’ Boundary... ” Olienta’(ion...] |
©01): 20 (79, B0 ( 79) A

Humber of polygons and unique vertices on iscsurface = 18976 (9930)
22 atoms, 0 bonds, 0 polyhedra; CPFU time = 109 ms

Output Comment




Select Substract If you want to change
the unit, do it here.
from current data

4+ CHGCAR_COPtvasp - VESTA . L s & —— - R — |-

File Edit Wiew Objects Utilities Help
a b o a*b* | AV L > TP S50 [ AL € > St 10 | + — O Step (%) 10

0
|E
&3

| Tools | Style |Objects| CHGCAR_COPt.vasp
]
Structural™_ 52
Q Edit Data - CHGCAR_COPtvasp
[¥] Show
[ Show . -
‘i’ Style Phase: 1 —— unknown system A /_\M‘] o
Q @ Ball- | Phase | Unit cell | Structure parameters | Volumetric data | Crystal shape
.
/ NOTE: Th t of
& O ot | : The unit o
- +1.0000 ————
£ ©) Wirel Choose operations ﬂ h d - -
v O stick Operation Convert the unit C a rge e n S Ity I n
Volumet () Add to current data @ Raw Data (do nothing) . 3
© Sublract f t data ©) Angstrom(-3) to Bohr(-3 CHGCAR B h
[¥] Shaw @ Subtract from current data I ngstrem*(-3) to Bohr*(-3) IS e O r .
Show () Replace current data () Bohr”(-3) to Angstrom*{-3)
Surfg *) Multiply to current data (71 Other factor
Style (") Divide current data by the new data
_ Surface ¢ @
@ Smo Y
) Wire| Factor= |1 °
) Dot
) v OO®O
Crystal sh
Sho S AN
Style \ () O o
@ Unic
Cust Interpolation: 1 = \ o () o
Wirg]
rara ~
o (o ][ o J[ awy | \ 8660
AN p,
’ Boundary... ” Orientation... ] | \
(00 1): 240 715}, 840 715) o
\ )
Humber of polygons and unique wertices on isocsurface = 18976 (9930) ‘ I I C k O K
22 atoms, 0 bonds, 0 polyhedra; CPFU time = 109 m3 |_|
Output Comment




CHGCAR_COPtvasp C=nra

File Edit View Objects Utilities Help
A b ¢ a* b* ¢*| AV > TP Step("]::45.0 | 1V € Step(px]::lﬂ | + - O Step(%]::lﬂ

[ Tools | Style | Objects| ‘ CHGCAR_COPtvasp |

Structura®™_ : | 52 |‘
Q Edit Data - CHGCAR_COPLvasp

Show
o | [Clshod : L SR

Style Phase: 1~ unknown system -

Q @ Ball- | Phase | Unit cell | Structure parameters | Volumetric data | Crystal shape
fo © Spac Isosurfaces

O Poly +1.000000 C:\Users\rengin\Desktophzrq_presentation\examplehCHGCAR_COPt.vasp
£ ) Wire] -1.000000E+000 ChUsers\rengin'Desktophzrg_presentation\example\CHGCAR_CO.wvasp
V| s

Volumeti
[#] Show

[#] Show
Surfg

Style
® Smo Surface coloring @

i
Delete
» 1 OO0O®O
Crystal sh
Sho

Sy POOO

4 mn L3

@ Unic
Cust Interpolation: 1 = o () o
Wire]
: ’ QaK ” Cancel ” Apply | PR W W &
’ Boundary... ” Orientation...] -|
e G e e =rer
(001): 840 715}, 840 | 715) o

Humber of polygons and unique vertices on iscsurface = 18976 (9930)
22 atoms, 0 bonds, 0 polyhedra; CFU time = 109 ms

<[

Output Comment

Repeat the steps and select CHGCAR Pt



AP = Pup = Ps — Py

%= CHGCAR_COPt.vasp

File Edit View Objects Utilities HNp

a b ¢ a* b* ¢*| A Y 2\) 1 r Step("]::45.0 | 1V € Step(px]::lﬂ | + - O Step(%]::lﬂ

[ Tools | Style | Objects] ‘ CF}&CAR_COPt.vasp |
1

Structura™
Edit Data - CHGCAR_COPtvasp

==

() Stick

Ch* O ®

£ Poly +1.000000 C:\Users\rengin\Desktophzrq_presentation\examplehCHGCAR_COPt.vasp
) Wire -1.000000E+000 ChUsers\rengin'Desktophzrg_presentation\example\CHGCAR_CO.wvasp Import... !
-1.000000E+000 C:h\Users\rengin'Desktophzrg_presentation\example\CHGCAR_Pt.vasp

Delete

Volumety |
[¥] Show

[¥] Show|

< | 1l

[ surfdl

Surface coloring

Crystal sH/|
] Sho
Style

Delete

@ Unid
Cust Interpolation: 1
Wirgl

[l

Cancel

Orientation...

b oo

O

Shou

t:l:m Phase: 1 ~ unknown system - YN W NN
@ Ball- | Phase | Unit cell | Structure palame’(\rs| Volumetric data | Crystal shape

© Spa Isosurfaces N

s £

= = =g

(001):

s e — =
240 ( 715}, 840 {\7f5y\

22 atoms, 0 bonds,

Humber of polygons and unique vertices on iscsurface = 18976 (9930)

0 polyhedra; CFU time = 109 ms

Click OK

P

Output Comment




The isosurface of charge density difference is obtained.

+ cHecan comuas vesT N R | - o

File Edit View Objects Utilities Help
a b o aFb* x| AW L > TP step(2450 | AL € D Steppo: 10 | + — ] Step (3 10
| Tools | Style | Objects| CHGCAR_COPtvasp |

Structural models
[¥] Show models

[] Show dot surface
Style

@ Ball-and-stick

(0 Space-filling
() Polyhedral
() Wireframe
() Stick

Ch* O ®

Volumetric data
Show sections
[¥] Show isosurfaces

Surface coloring

Style
@ Smooth shading
() Wireframe

() Dot surface
c Q00

Crystal shapes

. 1

Show shapes

S
O
O

Style
@ Unicolor b a
Custom calor O C) O
Wireframe
e
| Properties... | I
’ Boundary... H\Orientation...] L 1
1% By Briz, -LUEE] noEpRTT n 2paja 1 nap 1 nnn 1a 1
{00 1): 0 q ay, o aj) i

Humber of polygons and unique vertices on iscsurface = 13832 (6924)
22 atoms, 0 bonds, 0 polyhedra; CFU time = 109 ms

Output Comment

\
Click Properties... to modify the isosurface.



I CHGCAR COPLiatp s -

File  Ece Obneers
a b
i

IE Took | Sle | Objects
S
> "

Ch%O+

e ety Uniities Help —
¢ A% b | A Y L > T e | b S R0

CHGCAR COPLvasp

+ — O Swepisr 10

¥9Tos and unigme vertices on isosurface

eT of polygD 2 on iscmarfece = 13832 (€326}
23 avoms, O ponds, O polytedea; CPO time = 109 =

..... | models
—_ —
o
|| Properties - CHGCAR COPLasp @
ol 1| | Generat | Atoms | Bonds | Peyhedra | Bosurfeces | sectioms
o Materul
8 Speculac 0 12/ 0 [0 (3 [l Shininess %k 100 |3
foly
il || Rewraces
|| Fimin) = 0329744 Fima) = 0248555
voided Rendes from froet to back /
g =i |Pesitive and megative  =|  Opactyl [0-255% 127 2
7 o Ieeturlace bevel: 005807 Opacy 3 [0-255): 155 5
E Color 285 |3 285 |2/ 0 2 /
afe ’
. No. level mode color New
B\ o03s60: Positive and negat o
| : o @
P § O &)
:
Surl !
™ i urlace coluring boOO
Hrmn) = 0.000000;  Fmas) = 0.000000;
Satusation level (
4 Tweree color
Al Mae: 0038802 {100 %) O O
Min: 0038802 (o %) £ g o o
Al A A A
= & .
; : 4
. Cancel vt o5 Default 1 o

~

The min and max values
of the isosurface.

Bigger (smaller)value,
smaller (bigger) isosurface
Tune the Opacity

In a word, you can modify
the properties of isosurface
whatever you like.

Properties - CHGCAR_COPtvasp

Isozurfaces | Sections

| General |Atoms | Bonds | Polyhedra

]

Material

Specular: 0 0 =lo :@ Shininess (35): 100 =

Isosurfaces

Fimin) = -0.329744:  F{max) = 0.246555;
Z
[=] Render frorf front to back

Positive and negative -

Isasurface level: 0.038802

-

Opacity 1 (0-255): 127
7 __Opacity 2 (0~255): 255 =

» HE

-

M

2097 o =
0038202  Positive and negative Delete

Clear

Surface coloring

Firmin) = 0.000000;  F{ra:x) = 0.000000;

Saturation level

Max.: 00383302

[ ] Inverse color
{100 %)

Min: -0.038802 (0 %)

Preview

oo |

icancel ] I Save as Default




Export Raster Image...

File Edit View Objects Utilities Help

| Tools | Style | Objects|

CHGCAR_COPtvesta |

a b oc a*b* c*| AW > TP Step) 450 | AL € > Steper 10 | + — I Step () 10

I | Structural models
L
& Export Raster Image M
&Dvl- Dskto.r:r 3 ) i - | ‘f_| | Search Desktop pel |
Organize New folder g ®
| A . - e -
I Favorites [ [ | Libraries rengin
B Desktop | System Folder System Folder
& Downloads
| Dropbox | 1*/ Computer Ir Metwork 3
G| Recent Places | - Systern Folder System Folder
. i i covergence_text FHI-AIMS Workshop 2009
i Libraries | Filefolder } ‘ File folder
@ Documents L4
J’ Music ] lesson ] molecules_PtTiMN
[E=] Pictures | File folder | File folder
B Videos : )
- I NiAI203 l I pdvasp -
File name: CHGCAR COPt&nq -
Save as type: JPNG file ~|

# Hide Folders

FPM file (*.ppm)
W file (*.raw)
RGE file (*.rgh)
GA file (*.tga)
FF file (*.ti

Propet

1% Dy, Briz,
{00 1):

nognnas noEngTT A 20474 1006
o ay, o { ay

1 nnn

Humber of polygons
22 atoms, O bonds,

and unigue wertices on iscsurface = 13832
0 polyhedra; CPU time = 109 ms

(6926)

T Select the format whatever

you like and save.

9

Output I Comment I




The format of png is good. Select it and put
the value in the rang of 3 to 5. And click OK.

File Edit Wiew Objects Utilities Help
A b o At bt | A Y L > T Step (*: 450 | AL € > step(po: 10 | + — H Stepcr 10
[Tools | Style | Objects]| CHGCAR_COPtvesta |

Structural models

[¥] Show models
[ Show dot surface

Style
@ Ball-and-stick

N
3

(©) Space-filling

) Wireframe
() Stick

Q

Jo () Polyhedral
£ ©

v

Volumetric data

[¥] Show sections
Show isosurfaces
Surface coloring

Style
@ Smooth shading Scale x 3
() Wireframe

() Dot surface

Crystal shapes

Export image

Show shapes
Style
@ Unicolor b a

Custom color

Wireframe

’ Properties... ]

’ Boundary... ” Orientation... ]

=
»

)

T~

(001):

S

0),

=3
(=3
-

Numker of polygons and unique vertices on iscsurface = 13832 (£92&)
22 atoms, 0 bonds, 0 polyhedra; CPU time = 109 ms

1 [

Output Comment




This is the side view of
the isosurface. You can
also export other views
of the isosurface.

The final figure



2D slice

CHGCAR_COPt.vesta

File Edit ¥iew Objects Utilities Help

bocoatb® | AW > T s a0 | AL € > s 10 | 4 — ] Step (% 10
[Tools | Style | Objects| CHGCAR COPtvesta |

e D

Structural models
Show models
[ Show dot surface
Style
@ Ball-and-stick

Select Pt, C, and
e Oﬁf’o © O atoms

Show isesurfaces

CR O bF] >

Surface coloring

Style
@ Smooth shading O O O o
() Wireframe

() Dot surface

4
Crystal shapes
Show shapes
Style

@ Unicolor b

Custom color

0000

[ Properties... ]
[ Boundary... ” Orientation... ]
= —————— = =
Atom: 17 €1 € 0.47223 0.44444 0.40683 (0, 0, O)+ %, ¥, =z e
Occ. = 1.000 TUeg = 1.00000 la 1
Atom: 3 Pt3 Pt 0.47223 0.44444 0.3223% (0, 0, O)+ X, ¥, Z
Ocec. = 1.000 TUeg = 1.00000 la 1
Atom: 11 Ptll Pt 0.47159 0.94413 0.31181 (0, 0, O)+ %, ¥, =z i
Occ. = 1.000 TUeg = 1.00000 la 1 [

Output Comment

Press "Del” to delete selected objects, "Esc” to reset deleted objects.

Utilities 2D Data Display



Click Slice

.4~ 2D Data Display - [CHGCAR_C'OPt.

File View |

=Ll ]

AV {» 1VF St}p(deg.): 150 A ) & > Step(pu: 10

* Distance from origin: 2431694736
Q Z(min) : -032972
Z(max) : 0.24617

Q 1]
Genera I'| Contours

Background color D

[ Bird's-eye view

m Miller indices: (EII@jQS 1}

Zscale: 1

[] Draw grid edges

Width: 1 @

Fill polygons

4 — O Step(: 10

Slice Properties

Style: ’l[hkl] plane in the bounding box ']

h 21169 k 21595 1

Distance from origin: 2.57815 A [ 243169 x d)

Ranges of fractional coordinates

[[] Absclute values x(minj = U x{maxj = 1
[T Assign colors recursively
Saturation levels - = _ _
Max: 0320097  ( 114479 %) y(min) = 0 y(max) = 1
Min: 033 ( 0044385 %) i z{min) = 0 z(max) = 1
’ Calculate the best plane for the selected atoms ]
A
[ Set}zﬁrrent orientation matrix in the 30 Graphics Area ]
’ QK ] ’ Cancel l ’ Apply ]
WValue: -0.00170938-  Fractional conrdinate: (-0.16279 1.36098 1.63R75)

Click Calculate the best plane for t

/

/

and then OK.

ne selected atomes,



% 2D Data Display - (CHGCAR_CO
A ta Display o (

File View

ANV L » T F stepeg) 350 A ) € > sepp 10 4 — I Step(®: 10

Miller indices: (31169 21595 1)
Distance from origin: 2431634736
Z(min) : 032072
Z(max) : 024617

General | Gontours
Background color: D

[T Bird's-eye view

€0 O

Draw giid edges

Fill polygons

[] Absolute values

[ Assign colors recursively
Saturation levels

Max.: 0329997 (114479 %)
Min: -0.33 ( -0.044385% %)

Miller indices: (31169 21595 1)
Distance from origin: 24316.94736
Z(min} : -0.32972

Zlmax) : 0.24617

| Slee,” |

Value: 100192468 Fractional cnordinate: (-1.50950 186154 0.44755)

The min and max values

of the isosurface.

General Cuntuurs|

/Cl|ck Contours

d

/Mﬁer indices: (31169 215851)
Distance from origin: 24316.94736
Z(min) : -0.32972
Zimax) : 0.24617

| Slices:

Background color D

Bird's-eye view

Lecale; 1

Draw grid edges

Width: 1 @

Fill pelygons
R-G-B -

Ahsolute values
Assign colors recursively

Saturation levels

Max.: 0.329997 (114479 %)

Min: -0.33 ([ -0.0443858 %)

General || Contours |

Draw contour lines

F(N)=Min + N x Interval
Maxs 1

ting 0
| Interval; 0.5
Style

L1: Width: 1 @
L2: Width: 1 [E

Tune the display of the figure whatever you like by using these two boxes.
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