Molecular Visualization |1

VMD 1.8.5b9 OpenGL Display
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Display a protein

Generate a 2d and
3dRamachandran plot
Sequence Window

Display a molecular surface

[llustrate animation using
— Water dimer
— Bucky balls

Drawing 3d surfaces
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Ramachandran Plot
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Surface Rendering

VMD 1.6.4 OpenGL Display

Draw style | Selections | Trajectory | Periodic |
Method Material
[Restype =] [opanue =]

Method
| [5ur | Defaut |

Reprsaat oo [RTSIRERTS]
procesasus 414 M|
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proc £ (x ) (ewpr sin{fu)eces(ful)

proc draw_surface { F § §
st mimx -4

set step 0.5
i ® first, get the data (this dsn't the most data eFfFicient way of
u doing things}
for {uet § Sniny {51 €= fnaxc} {set | [expr §i o g
tor uet yd £5] €= fnaxy} {set § [expr 5 +
wet datai$i,giy (51 3§
)

H
& make another pass thrasgh te plot it

wy 5] €= [expr fmasy - Sstep]d ¢set § (expr §i » Sstepld {
$i « futep)
et {7 [expr §j + Sitep]
€ Find the ndddle

set {niddle [expr f o fst
st kon Cidatagsi,g
5855700 4
coloring schene (Ehis depesds on Ehe qraph hiving 4 nin
uf @ and max of %, or At Least bess than about 3m)

Séraw color [expr 17 « [int [expr 200 = fknigdle]]
draw color [expr 17 « int (200 = Shmiddle) 3 1024]

+ Sdatag§iz. g1y + Sdatagdiz.giny v

® make b triangles

In the VMD command window type draw_surface g
The following website contains a number of other scripts using VMD:
http:/Avww.ks.uiuc.edu/Research/vmd/script_library/
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Making a Movie with Chimera

2 UCSF Chimera

File Select Actions QELEN Favorites Help

General Controls
Viewing Controls
Depiction

Structure Analysis
Structure Comparisen
Structure Editing
Surface/Binding Analysis

isemble Analysis

e [ )

Higher-Order Structure ¥
Volume Data 3 Ensemblehatch
Demos 3 EnsembleTile
Mavement 3
Utilities 3

»

Collaboratary

no selection

Making a Movie

‘2 UCSF Chimera

File Select Actions Tools Favorites Help

B=E

Trajectory format  CHARMM —
PSF: |Ninux_share_files\bpti psf Browse

DCD.|s'.l\Hux._share_ﬁles:nml.m Browse

PSF/DCD support courtesy of MDTaols

Use frames |first  through |last

OK | Cancel | Help

no selection
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Making a Movie

e . i o

2 MD Mavie: bpti.trj

Jhe [ 4| m | ]

Trajectory format.  CHARMM  —1
PSF: |linux_share_files\bpti.psf Bl
DCD: [s\linux_share_files\bptitri Browse g

PSF/DCD support courtesy of

MDTools
Use frames [first  through |last

OK | Cancel | Help

Actions  Per-Frame  Analysis

M Lc

Save PDB.

Frame| 1 of100

no selection

back speed: |slower

Step size

Hide | Quil

Folder:

) Record Animation of Trajectory (= BBE) | = D]

Making a Movie

Fall 04
Fall

Spring 05
[cert Spring 0
st
D114
Datal
re_filest
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Trajectory format.  CHARMM  —1
PSF: [Minux_share_files\bpti.psf Browse

DCD: |s:Imu,gsharej\les‘.bpti tri Browse

PSF/DCD support courtesy of MDTools
Use frames [first  through |last

OK | Cancel | Help

-

Frame| 1 of100

File name'l

File type:

¥ Add .mpeg suffix if none given

Enceding options (ather than cutput name/fermat):

Iake sure no windows obscure the main Chimera graphics
window (even partially) during movie recording

Step sin

Hide | Qu

Mew foldel
no selection

Starting frame

Step size:
Ending frame: [100

Recording options:
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My First Movie
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