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VMD 1.8.7 - InstallShield Wizard

Destination Folder
Click Next ta install to this folder, or dlick Change to install to a different folder.

Install ¥MD 18,7 to:
C:\Program FilesiUiniversity of Tlinais\¥MD},

| mext > [ cancel

VMD 1.8.7 - InstallShield Wizard
Installing ¥MD 1.8.7

The program features you selected are being installed.

Please wait while the InstallShield Wizard installs YMD 1.,8.7. This may take.
several minutes.

Status:

(4)]

VMD 1.8.7 - InstallShield Wizard

~ " | Ready to Install the Program
The wizard is ready to begin installation.

Click Install to begin the installation.

If you want to review or change any of your installation settings, click Back. Click Cancel to
exit the wizard,

[ <Back J{ mstal ] [ cancel

Sy
-
-~
i VMD 1.8.7 - InstallShield Wizard

InstallShield Wizard Completed

The InstaliShield Wizard has successfully installed YD 1.8.7.
Click Finish to exit the wizard.
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% Windows Catalog
% windows Update

pidi18Zans2 92] Mew OFfice Document

I [ Open Office Document
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I Accessories

* | asal @

) Games 1 =

[ Realtek »

/ . Internet =

é Internet Explorer 1@ Startup X -

HD ADeck »

r&f E-mail
| Microsoft OFfice Outllf @ Internet Explorer

» ms
@ Windows Media Playé @ Outlook Express
) ¢ Remote Assistance
Paint
@ Windows Media Player

v MSH 3 Windows Messenger

@ Windows Movie Maker
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[/ windows XP MRT »

l® TREMloNE @ Microsoft Office 3
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i Microsoft Office Wor @
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F'| farrokhi@farrokh-deskiop: -

File Edit W¥iew Terminal Help
farrokh@farrokh-desktop:~$%

(1)




sy Ubuntu Q‘rﬁ"ﬁj J.olc RS s VMD -t

farrokhi@ farrokh-desktop: ~/Deskiop

File Edit Miew Termminal Help

(2) farrokh@farrokh-desktop:~$%$ cd Desktop/
~/Desktop$ tar -xvzf vmd-1.8.7.bin.LINUX.opengl.tar.gz |

farrokh@farrokh-desktop:

F| farrokh@farrokh-deskiop: ~fDeskiop

File Edit View Terminal Help
farrokh@farrokh-desktop:~/Desktop$ cd vmd-1.8.7/|}

F| farrokhi@farrokh-desktop: ~/Desktop/ivmd-108.7
(4

F| farrokh@farrokh-deskiop: ~/Desktopirmd-1.87

File Edit Miew Terminal Help
arrokh@farrokh-desktop:~/Desktop/vmd-1.8.7% ./configure LINUX]]

File Edit \iew Terminal Help

farrokh@farrokh-desktop:~/Desktop/vmd-1.8.7% ./configure LINUX
(5) farrokh@farrokh-desktop:~/Desktop/vmd-1.8.7% 1s

Announcement configure.options

configure LICENSE README
farrokh@farrokh-desktop:~/Desktop/vmd-1.8.7$ cd srclj
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farrokh@farrokh-desktop” ~/Deskiopivmd-1.87/s1C

File Edit fiew Terminal Help

L

(ES farrokh@farrokh-desktop:~/Desktop/vmd-1.8.7/src$ sudo make install
[sudo] password for farrokh: I

Info: /bin/csh shell not found, installing Bourne shell startup script instead
echo Make sure "/usr/local/bin"/vmd 1s 1n your path.

(7 Make sure /Jusr/local/bin/vmd is in your path.
echo "VMD installation complete. Enjoy!"
VMD installation complete. Enjoy!
farrokh@farrokh-desktop:~/Desktop/vmd-1.8.7/src$ |}

farrokh@farrokh-desktop: ~/Deskiop

€2)] e Ecdit View Terminal Help

farrokh@farrokh-desktop:~/Desktop$ vmdj]
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pdb el )9
ATOM 1 N THRA 1 5.700 -9.286 -9.888 1.00 3.05
ATOM 2 CA THRA 1 6.418 -9.657 -8.635 1.00 3.09
ATOM 3 C THRA 1 5.549 -9.342 -7.415 1.00 2.89
ATOM 4 0O THRA 1 4527 -8.693 -7.519 1.00 2.56

ATOM 5 CB THRA 1 7.681 -8.796 -8.632 1.00 3.07

ATOM 6 OG1 THRA 1 7.316 -7.423 -8.632 1.00 2.71

N
C
C
O
C
O
ATOM 7 CG2 THRA 1 8.516 -9.104 -9.876 1.00 3.41 C
ATOM 8 H1 THRA 1 5.914 -8.298-10.131 1.00 3.12 H
ATOM 9 H2 THRA 1 4.675 -9.395 -9.746 1.00 3.40 H
ATOM 10 H3 THRA 1 6.011 -9.905-10.663 1.00 3.17 H
ATOM 11 HA THRA 1 6.685-10.702 -8.649 1.00 3.57 H
ATOM 12 HB THRA 1 8.264 -9.013 -7.750 1.00 3.37 H
ATOM 13 HG1 THRA 1 8.100 -6.907 -8.835 1.00 2.79 H
ATOM 14 HG21THRA 1 8.154 -8.517-10.707 1.00 3.36 H
ATOM 15HG22THRA 1 8.432-10.155-10.113 1.00 3.79 H

ATOM 16 HG23THRA 1 9.550 -8.859 -9.685 1.00 3.75 H
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Atoms

1 6.28748 0.0158469 -0.197615

1 6.12178 1.43457 -0.197593

1 5.91402 2.16248 1.02925

2 5.26635 3.45262 1.02929

4

Atoms

1 6.39697 -0.140508 -0.583044
1 6.3211 1.30526 -0.514325
1 6.03102 2.00236 0.688049
2 5.20754  3.19116 0.693601
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units real

atom_style full

bond_style harmonic

angle_style harmonic

pair_style lj/lcharmm/coul/long 8 10
pair_modify  mix arithmetic

kspace_style pppm le-4

read_data myfile.data

fix 1 all nve

velocity all create 300.0 12345678 dist uniform
thermo 1

thermo_style multi

timestep 1
dump 1 all xyz 10 vmdfile.xyz
dump 2 all atom 100 dump.atom

run 20
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VMD 1.8.7 OpenGL Display

VMD Main

File Molecule Graphics Display Mouse Extensions  Help
D T A D F Molecule Atoms  Frames Vol
0 M
4|4l zoom ™ Loop | step ﬂ|1_ﬂ speed [ 11 | 2
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VMD 1.8.7 OpenGL Display

VMD Main

mlvlulecule Graphics Display Mouse Extensions Help

Mew Molecule... Y

Atoms Frames Vol

Load State...
Save State...
Log Tcl Commands to Console

| Log Tel Commands to File... 1} W
. Turn Off Logging b 1 ) speed i b
Render...

Quit
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Choose a molecule file

Show: | All Files (*) w| Favorites

.S
example.pdb

example xyz

I Preview

Filename:

T T A

homefarrokh/Desktopisualizefexar

OK,

i

B.28748 0.
6.12178 1.«
E.31402 2
E.2E63E 3

]

B.33637 =0.:
B.3211 d.:
E.03102 2
C.20754 3.

mple. sz

e Cancel |

Molecule File Browser

Load fies for: [New Molecule Y]

Filename: lneﬁarrukNDesktopNisualizefexampleM Browse...

Determine file type:
Load [\

Frames:

Yolumetric Datasets

Firstt Last Stride:

@ Load in background
C Load all at once

|0 |1 [

x
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VMD 1.8.7 OpenGL Display —a[x]

VMDD Main

File Molecule Graphics Display Mouse Extensions Help

I T A D F kMolecule Afoms Frames ol
3 T ADF examplexyz 4 i 0

L 1]
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Graphical REpr’ESEI‘ItEtIUI‘IS =l

Selected Molecule

IS: example xyz j
Create Rep Delete Rep |
Shyle Colaor Selection
Lines Mame all

Dl Olas e gledalas 5n 1) Ll Olg o |

VMD Main

Selected Atoms

File Molecule Display Mouse Extensions Help I
a

D TADFM C E Atoms  Frames Vol | Draw style | Selections | Trajectory| Periodic |

olors...
i3 TADF e . 4 Z 0 Coloring Method haterial
Matenalﬁnl %
Labels... |Name ﬂ |Dpaque ﬂ
Toals... Drawing hethod
|Lines j Default |

n-E | 1]
4 |dl| zoom T |L|:u:-p "I step 1I‘I _b| speed i |3

Thicknessﬂi 1 ﬂll

* Apply Changes Automatically Applyl
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VMD Main

File ®olecule Graphics Display kMouse JESedEaliks

Analysis
BioCoRE -
Data >
hodeling =
[
[

|0
o

T A D F Molecule Atoms
T AD

F example:yz 4

Simulation
Wisualization

Camera Nauigatnr (k.eys)

| Tk Console Camera Mavigator (hMouse)
4 {Il zoom ™ m step 1'1__P| speedlﬁ-] Clipping Plane Toaol

iZlone Representations
Color Scale Bar

Dipole Moment Watcher
Intersurf

hovie hMaker

Multiple MMolecule Animation
Palette Tool

Fuler

Wiewhdaster

Virtual DNA Viewer
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Save Trajectory NS

File Molecule Graphics Display Mouse Extensions Help
Selected atoms: |all E

ID IA D F Molecule Atoms  Frames Vol File tyne:
D TIADF et z 7 =] Save.py |

New Molecule...

Load Data Into Molecule... Frames: Volumetric Datasets
Save Coordinates First  Last  Stride:;
_Rename... 0 1 [1
b p———— Delete Frames... 1 @® Save all at once
4|4] zoom™  [Loop Abort File 110 ![ﬂ O Save in background

Delete Molecule




File Molecule Relgbhildl Display Mouse Extensions Help
|10 T A D FyRemresentations. | 00 Franes vl
F 1
2 TADF1 Materials 543 20 0
Labels...
Tools...
L 1™
1 4|4 zoom ™ |Lnup vl step 1|1 _!I spaad| i 13
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A5s5ign colors to categories:

Categories Mames Colors
Display «| |Background 13 mauve -
Axes BackgroundTop |14 ochre
Mame BackgroundBot 15 iceblue
Type Foreground 16 black
Element FP= 17 yellowz
Fesname > 18 yellows -

Colar Definitions | Color Scale |

T TTTELTTEE
14 ochre
15 iceblue
16 black
17 yellowsz

Pl a Y n ]

-] [

v I Grayscale

Default |
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Simulation | Add Solvation Box
Viaualizatiun [ Autﬂmaﬂc FSF BU”dEr VMD 1.8.7 OpenGL Display

N'rll : -1} Tk Console | €G Builder

4]4] zoom = [Loop =] stepf 17 M speed[” N W Dowser

Inorganic Builder
Membrane Builder
Merge Structures
Molefacture
hutate Residue

e
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Help

mHanotube chiral indes< n: |10

Manotube chiral index m: (10 =

Manotube length (nm):

Generate Manotubhe







