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Wish List

Another Zoo of Acronyms OVITO
. 2 Open Visualization Tool

* Exploration «

Fast manipulation of structures AtomEy . ]

Multiple supported file formats b ‘
* Science illustration VM ‘b

isual-Molecular Dynamncs
Built-in analysis tools (rdf, FFT, etc.) ® ‘*
.&* VESTA ~ j
High quality renderings ( T Ay
R LX

Scene manipulation "’ ParaView

* Artistic or features (covers, websites, etc.)

Unusual styles, property mappings,
“photoshopping” And many more... i

Live molecular dynamics visualizer
g-—a
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(Credit A. Stukowski
LAMMPS Users Meeting 2019)

“in-silico microscopy“ ¢

von Mises Shear Strain 0.5
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OVITO Pro (Open Visualization Tool)

'. O El E] L W | * ":’ c; a |Quick command search (32P) | Pipelines: | | dumpifriction [LAMMPS Dump]
Top Front 24 | (o] l * |
Iy > Add modification...
oy . A 4 et B
Ty _ “‘f?;g,.‘).’ L R AR I LR T Vvisual elements -
s s e e s i
BAD
Simulation cell
Modifications A
2 Color coding
®
Coordination analysis v
| Data source
dump.friction [LAMMPS Dump]
808 Particle types =
o Simulation cell
B z ) Y
SRRt k
Lx I-)x

2o < M °

Left Perspective (preview) Data source
Current file: dump.friction
Directory: icuments/Visualization/LAMMPSUsers_21
File sequence
Search pattern: ‘dump.friction
® | auto-generate  Found 1 matching file
Trajectory
Current frame: Timestep 20000 B
Showing frame 41 of 41
TS ety Playback ratio: ~ 1/1 Change...
BINTRISINININININI e
ININTRININININININI NI
T8 TAAR 0 TR I T K eTeT AT Status
1 i; : z 3 § 1 Lz"lk)l]l ' 1)
Z 16 16 T 10 Y6 10 14 T 10 T T 1010 T RIS 14 £ 16 e TR 6 T4 TS T AL S 1724 particles at timestep 20000 ‘
BISINININININTG,
g
Particl lobal ibi Data Tabl optons
v
GUCLC Global Attributes ata Tables File contains multiple timesteps
€ *, X Particleldentifier==1517 || Particleldentifier==1548 || Particleldentifier==1519 " | Sort particles by ID
Particle Identifier  Particle Type Position Coordination Cc Pair A-B Distance Vector Triplet A-B-C Angle File columns
783 1517 2 28.0826 16.8.. 402 M 02¢ 783-784 117128 116996 -0.0556032 0 784 -783 - .. 56.8291 © Automatic mapping
" User-defined ing to particl rti
784 1519 2 202526 16.7... 511 Moz 783-800 118263 0693323 0.958075 0 783-784-.. 620958 2t bt e
Edit col ing...
800 1548 2 287759177 395 Wo2 784-800 112015 -0.476639 1.01368 0 783-800-.. 610751 e b ol

‘ ‘ ‘ ‘ ‘ or 40 @R B2 |
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will be the only one rendered

vt

OVITO Pro (Open Visuali Tool)
'. O m E] L W | k ‘:” c: a |Quick command search (32P) | Pipelines: | | dumpifriction [LAMMPS Dump]
Top Front 24 | (o] | * |
9 @ Add modification... B
R %’ e B o A ot
LT e (e T e eI T TR oo BTV ORIy oTe 2 T e e e oo Visual elements -
N T TR T T T S e L T T L S LT e (L L LR T R e S T ] Particl .
o o IR S R R S R articles
9 Simulation cell
b savee Modifications A
2 Color coding
®
.... Coordination analysis v
% Data source
30 dump.friction [LAMMPS Dump]
o s > Particle types =
TEl e P
I 3 DO BODI N LR CRERR e g Simulation cell
SYRTSTRTOIRTS Ta Yo T KRTe LS S TR0 LN 518 1ol DO PR I O e )
[2S0acta0 0 ganaovuna DAV ADDY: oY fe Te T Yuon Te[e Fe TR Te o Lo o s
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ST FDOR DDV IVTRS DRI DDDQDD 61 ;\;} TSI ST IR TnIn e InIv ) 53 =
: [Peihtacboousiuoas SRR L0 B R AT T P
X x ? X =
L)
B o o M E
Left Perspective (preview) Dataleonics
Four views of your data, the coen TR
y > ? . 3 Directory: icuments/Visualization/LAMMPSUsers_21
6 V820 Y VI 1 870 0 211 L1 1 T S L
: : : 100 0 08 T 0 1k 8
one with a highlighted border == A s
RI808 (8 V6L r7e
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o
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Global Attributes ~ Data Tables v
@ *, X Particleldentifier==1517 || Particleldentifier==1548 || Particleldentifier==1519
Particle Identifier  Particle Type Position Coordination Cc ‘ Pair A-B Distance Vector [ Triplet A-B-C Angle
783 1517 2 28.0826 16.8... 402 [l o2¢ 783-784 117128 116996 -0.0556032 0 | 784-783-.. 56.8291
784 1519 2 29.2526 16.7... 511 W 013 783-800 118263 0.693323 0.958075 0 783-784 - .. 62.0958
800 1548 2 28.7756917.7.. 395 o2 ‘ 784 - 800 112015 -0.476639 1.01368 0 783-800-.. 610751

O ¢ > MQ Y@

Search pattern: dump.friction

| auto-generate  Found 1 matching file

Trajectory

Current frame: Timestep 20000 B
Showing frame 41 of 41

Playback ratio: 1/1 Change...

Status

1724 particles at timestep 20000

LAMMPS dump reader

Options
File contains multiple timesteps
| Sort particles by ID
File columns
© Automatic mapping
_ User-defined mapping to particle properties

Edit column mapping...
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GUI Walkthrough

your machine

@00
' 5 ? % 5 5
Load a local file on /h f Et] B] KN\ k ¢:¢ C. ‘ m

TL.oad a remote file with

sftp:/ /user@machine//Path/To/The/LAMMPS.data

Very useful because OVITO deletes the temporary file
when the app is closed, saving you a ton of disk space.
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GUI Walkthrough

Save/Load an OVITO session

(Covered in tutorial)

——

! 5 ? % ; z
Loadalocalﬁleon/bfg m E] KN i * ¢:¢ c; m

your machine

TL.oad a remote file with

sftp:/ /user@machine//Path/To/The/LAMMPS.data

Very useful because OVITO deletes the temporary file
when the app is closed, saving you a ton of disk space.
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GUI Walkthrough

Save/TL.oad an OVITO session

(Covered in tutorial)

A

your machine

@00
Load a local file on /b f m 4 KN

LLoad a remote file with
sftp:/ /user@machine//Path/To/The/LAMMPS.data

Very usetul because OVITO deletes the temporary file
when the app 1s closed, saving you a ton of disk space.

Quick access to swap your
left-click mouse function
to Select/Move/Rotate

/N

Render active viewport,
this 1s one of four panels

highlighted in yellow



GUI Walkthrough

Play a movie of your
simulation trajectory

| Particlesr | Global Attributes Data Tab|e< A

“H ¢« b QY @
o [/@ © > i

Move one
frame forward,
jump to end.



GUI Walkthrough

Play a movie of your
simulation trajectory

Particles  Global Attributes 7 Data Tab|e< A

“H ¢« b QY @

\\/o}' e Oﬂﬁly@ —

frame forward,
jump to end.

Select a particular
frame to view



12 I GUI Walkthrough

| Particles

Play a movie of your

simulation trajectory

Global Attributes

20/40 | |4 44

O=_40

b

QW @

\\/'
Select a particular
frame to view

Move one
frame forward,
jump to end.

[/

@ tﬁ KA Focus on one v'iewing
‘L‘ o K M panel, click again to see all

Adjust Zoom, left-click
and drag up/down

Auto-Z.oom to fit all
atoms into the view



13 1 GUI Walkthrough

Play a movie of your Detailed information

simulation trajectory / tables stored here

~N

| Particles Global Attributes

0040 |4 44 Qo ¥ =

. I
KA Focus on one viewing
K M

~ panel, click again to see all

Move one

Select a particular
p frame forward,

frame to view

Adjust Zoom, left-click
and drag up/down

jump to end.

Auto-Z.oom to fit all
atoms into the view
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GUI Walkthrough

Building a Viz Workflow

* The flexibility of OVITO comes 1n its library of

modifications that can be made

* Bottom-up evaluation: Data is loaded, modifications
added, visual elements are generated for rendering

* Multiple files can be loaded if Search Pattern is
given a filename with %’ or %’ in it.

Modelling Simul. Mater. Sci. Eng. 18 (2010) 015012 A Stukowski

F @ [¢ ]

4. Delete ;
selected 2. Slice

1. File import 2. Color coding 3. Selection

Add modification... @
Visual elements p—

Particles

Simulatoncel @00 |
Moditications A

Color coding

Coordination analysis e

Data source
dump.friction [LAMMPS Dump]

Particle types

Simulation cell

B o < ¥ ©°

&

Data source
Current file: dump.friction
Directory: icuments/Visualization/LAMMPSUsers_21

File sequence

Search pattern: dump.friction
) auto-generate  Found 1 matching file

Trajectory

Current frame: Timestep 20000 E
Showing frame 41 of 41

Playback ratio: 1/1 Change...

Status

1724 particles at timestep 20000

LAMMPS dump reader

Opticns
File contains multiple timesteps
Sort particles by ID
File columns
° Automatic mapping
User-defined mapping to particle properties

Eﬂt qugmn mgpp@gg...




15 1 GUI Walkthrough

Visual Elements

F @ [¢ ]

Add modification... @
Visual elements p—

Modifications A
Color coding

Building a Viz Workflow Active/Inactive

* The flexibility of OVITO comes in its library of modifications
modifications that can be made

File Imported
* Bottom-up evaluation: Data is loaded, modifications
added, visual elements are generated for rendering
* Multiple files can be loaded if Search Pattern is
given a filename with %’ or %’ in it.
Modelling Simul. Mater. Sci. Eng. 18 (2010) 015012 A Stukowski
1. File import 2. Color coding 3. Selection 4'85111(?5: d 5. Slice

S Particles
Simulationcel! |

Coordination analysis v
Data source

dump.friction [LAMMPS Dump]

Particle types

Simulation cell
M

B o o 8MEe
Data source
Current file: dump.friction
Directory: icuments/Visualization/LAMMPSUsers_21
File sequence
Search pattern: dump.friction

| auto-generate  Found 1 matching file B
Trajectory
Current frame: Timestep 20000 E

Showing frame 41 of 41

Playback ratio: 1/1 Change...
Status

1724 particles at timestep 20000 I

Opticns

File contains multiple timesteps
Sort particles by ID

File columns

° Automatic mapping
User-defined mapping to particle properties

Eﬂt qugmn mgpp@gg...
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W Global Attributes ~ Data Tables v

GUI Walkthrou g h €3 ", X Particleldentifier==1517 || Particleldentifier==1548 || Particleldentifier==1519
Particle Identifier Particle Type Pc Pair A-B Distance Vector Triplet A-B-C Angle
! 783 1517 2 28.08. 783 -784 117128 116996 ... (784 -783-.. 56.8291
1784 1519 2 29.25; 783 -800 118263 0.693323.. 783-784-.. 62.0958
800 1548 2 28.77¢ 784 - 800 112015 -0.476639 783 -800-.. 610751

Change left-click to inspect particles

Inspect properties of multiple
particles (bond length, angles)

. i Particles  Global Attributes Data Tabl v
View plots generated by ; o : —

. . . ~;
modifications .

- n

40 B R R L A o R A R R L D R e R T R R R R R R S e e

View data tables generated by ‘ B
modifications .

alr)

Export data tables or plots | 1
generated by modifications -

Pair separation distance



[ XN ] &4 OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito

‘B [+ m E‘] N M * 4:0 C) m éQulckcommand search (3¢P) Pipelines: I 110-5-1.lammpstrj [LAMMPS Dump] B
5 ) . . ) : Front P I - I * |
Add modification...
s Visual elements
Simulation cell
DOOOOVVVIGVPVVVIORVIQQ Modification stack read
0000000000 0000000000 .
Q0000000000 0000 000000 = from bOttom to tOp
00000000000 B
00000000 )¢
o0 QP Common neighbor analysis
:: 110-5-1.lammpstrj [LAMMPS Dump] e
00 , ‘
-4+ )
ee e Common Neighbor
) Interval CNA (variable cutoff) . .
o - va\a) :: " Conventional CNA (fixed cutoff) i Analysls ls used to
33 A Cutoff radius: !
A2VZ v vwre Vailet A o .. . .
S0 - identify the surfaces, and
Use only selected particles . . .
Lo s s internal cavity in the
|
sample
% ”’ " "’% “ Structure types:
SR, o
FRARACRACUCO2N | "
| ",” ,’ " @ lFrcc 0 00% 1
"”’, ’, ’ W Hcp 0 00% 2
| ; ’ ; prgpp—— Sp——— 5 .“"’ ” ” W scc 4512 845% 3 .
: .3"‘"’ ”“1 0 o oo 4 Atoms will now have a
]

.’ " “ property called

StructureType

Sl

| B T S o
e € = S~
Gt i e (ot el =~
AL A e e o e e o ol

Double-click to change colors. Defaults can be set in the application settings.

J SO0 EQEGEGEGEGE SgugE

el Global Attributes  Data Tables

- og2 M «« > » »Q @ =
or CRCR D g




®0e0 &' OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito
b [+ m m N * ":" C) m Quick command search (32P) Pipelines: I 110-5-1.lammpstrj [LAMMPS Dump] a

' Ortho Front

Perfspective (preview)

*—N

Wl Global Attributes  Data Tables S
0/32 M« «« > » »Q @ =

. PN ' K A
Duplicate an entry that is shared by multiple pipelines. Or 0 S @ .Q > 'S

P o] *

Add modification...

Visual elements

Particles
Simulation cell
Modifications A

Modifier is currently turned off.

v Expression selection

Common neighbor analysis E
Data source

U

110-5-1.lammpstrj [LAMMPS Dump]

Operate on:
Particles u
Boolean expression:
ParticleType==1

5250 out of 5340 elements selected (98.3%)

Variables 2

Available input variables:
Properties:

* Particleldentifier

* ParticleType

* Position.X

* Position.Y

* Position.Z

® StructureType

* Particleindex (zero-based)
* ReducedPosition.X

* ReducedPosition.Y

* ReducedPosition.Z

Global values:

* N (total number of particles)

* Frame (animation frame number)

* CommonNeighborAnalysis.counts.BCC
* CommonNeighborAnalysis.counts.FCC
* CommonNeighborAnalysis.counts.HCP
* CommonNeighborAnalysis.counts.ICO
* CommonNeighborAnalysis.counts.OTHER
* SourceFile

* SourceFrame

* Timestep

 CellVolume (simulation cell volume)

* CellSize.X (size along X)

® CellSize.Y (size along Y)

* CellSize.Z (size along 2)

Constants:

o pi (3.74159...)

|

ParticleType is used to
create a selection of

particles (now colored in

red).

Setting up for the next step
where we want to identify
the surfaces that surround
only the solid material.



[ NoN ] &' OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito
b O Ef] E] KN A k O:# C) : a ; |Quick command search (32P) Pipelines: ] 110-5-1.1ammpstrj [LAMMPS Dump] a
Front

' Ortho

-

0/32

Duplicate an entry that is shared by multiple pipelines.

WlCEol Global Attributes

Data Tables

Surfaces

M <« » » »Q @ =
CRCR D g

Or 0

|
&

P ) [

Add modification... B
Visual elements —

Particles .

Simulationcell
Surface mesh A
Modifications
v
=
Modifier is currently turned off.

Expression selection E

Common neighbor analysis
Data source

Construct surface mesh ?

Method
© Alpha-shape method (default):

Probe sphere radius: 3 =
Smoothing level: 5 =
Select particles on the surface
Identify volumetric regions (filled/void)
Gaussian density method:
Resolution: 5
Radius scaling: =
Iso value: =

Options

Use only selected input particles <
Transfer particle properties to surface
Compute particle distances from surface

Surface area: 5321.2

Surface

Transparency: 0% : A
Smooth shading

Flip surface orientation

Highlight edges

Cap polygons

Construct Surface Mesh
modifier is added

‘
Important box to check,

will create surfaces based
on the selection



4. OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito

B o Et] E] KN k 0:# c} m Quick command search (3¢P)

 Ortho

L]

0/32
v

Duplicate an entry that is shared by multiple pipelines.

m Global Attributes

Front

Pipelines: | 110-5-1.lammpstrj [LAMMPS Dump)] |

Data Tables

Surfaces A
M <« » » » Q @ =
0 @ > Ll

Or 0

' @ K

Add modification...

Visual elements
Particles

Simulation cell

Surface mesh
Modifications

‘

Expression selection
Construct surface mesh

Expression selection

(< <M<

Common neighbor analysis
Data source

Expression selection ?

Operate on:
Particles
Boolean expression:

- Atoms are given a value of

Selection==1 && Position.Z< 32

0/1 called Selection, can
use this to make a

384 out of 5340 elements selected (7.2%)

Available input variables:
Properties:

* Particleldentifier

* ParticleType

* Position.X

* Position.Y

* Position.Z
 StructureType

* Selection
 Particleindex (zero-based)
* ReducedPosition.X
* ReducedPosition.Y
* ReducedPosition.Z

Global values:
* N (total number of particles)

* Frame (animation frame number)
* CommonNeighborAnalysis.counts.BCC

* C ighborAnalysis.counts.FCC
*C Neighbor is.counts.HCP
*C NeighborAnalysis.counts.ICO

* Ci ighborAnalysis.counts.OTHER
 ConstructSurfaceMesh.surface_area

* SourceFile

* SourceFrame

* Timestep

* CellVolume (simulation cell volume)
 CellSize.X (size along X)
* CellSize (size along Y)
 CellSize.Z (size along 2)

Constants:

o pi (3.74159...)

compound expression

We want to select atoms

on the surface
(Selection==1) and below
the cavity (Position.Z<32)




& OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito

Quick command search (3€P)

Front

Pipelines:

] 110-5-1.lammpstrj [LAMMPS Dump]

Pefispective (preview)

et

0/32
v

)

Duplicate an entry that is shared by multiple pipelines.

w Global Attributes ~ Data Tables  Surfaces

4« <« » » » Q
or 0 :@:9:

]
>

(O

K
4

[

b ] [= \

Add modification...

Visual elements

Particles
Simulation cell
Surface mesh

Modifications

\

Delete selected
Expression selection
Construct surface mesh

Surface area: 5321.2
Expression selection

Common neighbor analysis
Data source

Delete selected ?

nl - <

T O

Mesh Regions

Particles

0 input regions
0 regions deleted (0.0%)
EAANA immiit martinlan

Delete Selected to make
the bottom surface look

pretty




[ JoN )
B o )i o~ &
 Ortho ) )

Q:Q C) a Quick command search (3¢P)

Front

& OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito

Pipelines: I 110-5-1.lammpstrj [LAMMPS Dump] u

Perispective (preview)

E | V;l

0/32

Duplicate an entry that is shared by multiple pipelines.

Data Tables

sl Global Attributes

P [C] *
Add modification...

Visual elements
Particles

Simulation cell

(<< <]

Surface mesh
Modifications

‘

Expression selection
Delete selected
Expression selection
Construct surface mesh
Expression selection

Common neighbor analysis

(<IN <H << <]

Data source

| Expression selection ?

Operate on:
Particles
Boolean expression:

o

<

m O

,  Create a new Expression

ParticleType==

Selection to grab the
atoms 1n the solid again

4866 out of 4956 elements selected (98.2%)

Variables ?

| Available input variables:

Surfaces G|
4 <« > » > Q ¥ =
10 |Q > il

Or 0

Properties:

* Particleldentifier

* ParticleType

* Position.X

* Position.Y

* Position.Z

* StructureType

* Particleindex (zero-based)
* ReducedPosition.X

* ReducedPosition.Y

* ReducedPosition.Z

Global values:

* N (total number of particles)

* Frame (animation frame number)

* CommonNeighborAnalysis.counts.BCC
* CommonNeighborAnalysis.counts.FCC
* CommonNeighborAnalysis.counts.HCP
* CommonNeighborAnalysis.counts.ICO
* CommonNeighborAnalysis.counts.OTHER
* ConstructSurfaceMesh.surface_area

* SourceFile

* SourceFrame

* Timestep

* CellVolume (simulation cell volume)
 CellSize.X (size along X)

® CellSize.Y (size along Y)

* CellSize.Z (size along 2)

Constants:

*pi (314159..)

(ParticleType==1).




® @ &' OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito

b o Ef] E] KN M ‘ * ‘:’ C) : m échkgomu*ewd search (3¢P) Pipelines: I 110-5-1.lammpstrj [LAMMPS Dump] B

W Front ‘

Pefspective (preview)

W Global Attributes Data Tables Surfaces A
0/32 M4« > » »Q @ =

| = KA
Duplicate an entry that is shared by multiple pipelines. Or O : @ LeJ XN ‘

P (O] *

Add modification...

Particles
Simulation cell
Surface mesh

‘

Slice

Expression selection
Delete selected
Expression selection
Construct surface mesh

Expression selection

<H<H<H<N<N<}

Common neighbor analysis

© cartesian coordinates
Distance: 27.2167
Normal (x) 1

Normal (y) 0

Normal (z) 0

Slab width: 0

Reverse orientation

Create selection (do not delete)
Apply to selection only

Visualize plane

Visual elements

Modifications

Data source

Miller indices

4O O OO O

&

Center in simulation cell
Align view to plane
Align plane to view

Pick three points

4956 input particles
2220 particles deleted

A28 martialan canaainine

Surfaces

Particles

Slice modification allows
us to look inside the
sample

Important box to check,
will only cut out atoms
that are part of the
previous Expression
Selection



@00 & OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito

= [+ m E] N k 4':" C: a EQLuckcommavdseavch\:::ZP] Pipelines: I 110-5-1.lammpstrj [LAMMPS Dump] a

 Ortho v Front 4 | a l ® |
Add modification... ‘

| B
‘ Visual elements —
‘ Particles [ ]
Simulation cell
Surface mesh A
Modifications
v Clear selection v
Slice
Expression selection —
Delete selected B
Expression selection IE]
Construct surface mesh
Expression selection E
Common neighbor analysis
Data source

: .
operear Clear Selection to get rid

of that ugly red color and
get back to our original
atom coloring,

[ <>

m Global Attributes ~ Data Tables  Surfaces A

0/52 M« <« > » » Q @
> e

or 0 0 9 >




@® [ ] &' OVITO Pro (Open Visualization Tool) - ECP_HeBubble.ovito

B O ChBY v~ kh & ¢ [Quick command search (3P) Pipelines: | | 110-5-1.lammpstrj [LAMMPS Dump] B

[P a <
e ]

Rendering range

Single frame
© complete animation
Range:
~to

Every Nth frame: 1

O

File number base: 0
Animation settings...
| Output image size

Width: 3200 <

Presets... H

WO

| Height: 3200 Preview

| Render output

Save to file Choose...

Background

Color:
| © Transparent

@ Render active viewport e

Tachyon settings

| EEnable anti-aliasing

| Anti-aliasing samples: 12 =

4 Direct light

4

| Brightness: 0.8
Shadows

| £ Ambient occlusion

Brightness: 0.8

4 O

| Sample count: 12

Depth of field

W Global Attributes Data Tables Surfaces
0./32 M« <« » » » Q

&
7 7 |
or o 10 (@ > I

Now over on the
rendering tab

Adjust size of image here ‘
|

\ Can save as single images,

gif, or other movie formats

I chose the bottom right
panel to render as a gif



e e L OVITO Pro (Open Visualization Tool) - Ei deVis_Solid_RDX_ le.ovito

q b o m m i N * ‘:’ C) m Quick command search (3¢P) Pipelines: I anime_443.xyz [XYZ File] E |
Ortho (preview) : : - ¥ @a e \
! Add modification... B
1 e Simulation cell r— i ‘
=
| Bonds A
‘ Displacements
| R ~ Quick run through the
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Quick run through the
modifications needed to
visualize 2 normal mode
of vibration in a molecule

Identify molecules with
Cluster Analysis > Select
one molecule with
ClusterID > Generate
displacement vectors, scale
by mass of atoms >
Adjust the Transparency
of atoms and bonds with
Compute Property



28 I Advanced Features

Analyzing Large Simulations

* If you really enjoy the features of OVITO, there is a
paid version that will enable python scripting

* This also allows for batch processing on a cluster
computing resource

* Example is a >1B atom simulation of a Liquid to
Vapor phase transition

Temperature

14 + Start
12 | Expand
.
1.0 |
0.8 |
0.6 |
0.0 0.2 04 0.6 0.8
Density

1.0



29 ‘ Advanced Features

Analyzing Large Simulations

* Example is a >1B atom simulation of a Liquid to
Vapor phase transition

0.8

* OVITO calculated properties can be outputted to
make for unique analysis of your simulations

0.8 1 1.2 1.4

Temperature
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Support Forum

General questions

Feel free to post any questions regarding the usage of OVITO here.

NearestNeighborFinder-periodic image
By sepideh kavousi

4 Replies - 64 Views

LAMMPS trajec
By Botond Tyukodi

tory files with bonds
11 Replies - 683 Views
Creating bonds NOT based on distance

By Anna Lappala

1 Reply - 11 Views

https://www.ovito.org/forum/

HOME

DOCS v SUPPORT v OVITO PRO v

SUPPORT FORUM

TUTORIALS

CONTACT

New Topic

Last post
6 hours ago
"a‘ Alexander Stukowski

Cong Dai

1 day ago
“a' Alexander Stukowski

MY ACCOUNT
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PMMA Short Chains, lambda = 24nm Up = 2.25 km/s, SFac = 1.0

Emmmae!mb::m
aesettanr,

4

2 mm
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