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Yi-Chung Liu

2008/07/21

N,



Molecular Structure Visualization
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Software of Molecular Structure
Visualization

-------------------

RasMol i http://www.umass.edu/microbio/rasmol/

Chime 5http://www.mdlchime.com/chime/

-------------------

MolPOV .chem.ufl.edu/~der/der pov2.htm

/software/molmol/

RasMol & Chime

WebLab ViewerLite
ViewerPro

Swiss-PDB Viewer  http://www.expasy.ch/spdbv/

XtalView  http://lwww.scripps.edu/pub/dem-web/toc.html
MolView and MolView Lite  http://bilbo.bio.purdue.edu/~tom/




What's RasMol ?
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RasMol =1 /i [ EJ?KJ[TE'EJE,T

&3 ZHHD X-RAY DIFFRACTION
File Edit Display Colowrs Options Settings Ewxport Help

See "help notice" for further notices e
find RasMol help filet

H-Bonds ... 448
Helices ... 42

: Unable to allocate shade?
: Unable to allocate shade?
: Unable to allocate shade?
: Unable to allocate shade?
: Unable to allocate shade?
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& RasMol- Download

http://alpha.life.nthu.edu.tw/download.htm

& Download the demo protein:

Protein: 1D66

Download the structure file from PDB

“IPDEB

PROTEIN DATA BANK




& After download the demo protein: 1D66

Please open the RasMol- User manual

il RasMol [or Dummies
FEEL ke
%oteinfDNAZﬂvE’;‘JiF@
Pl ety
CABET

FiER

Script

ZikiEtE

PRI T REHY EERE

10 protein/DN & BAVERE
N A FAEREISkab)
12 |BIFEDN ABHIFEE

13 FEFRIRIRGE

14 iFRETF

15 &F3DE(steren)
16 fBEFERETF

17 |Tips

18 {EE

19 ##E

(el o= e R (R B = [ B L R

A Tutorial for the Rasmol Basics

[

http://mod.life.nthu.edu.tw/bioinfo/rasmol/rasmol.php




Protein Structure Visualization —

Chime




Chime vs. RasMol-1

& Chime is Built upon RasMol
Chimejl— %= plug-infji s - ﬁlfliﬁj@‘“é (IE or Netscape) 3 ]
)?\[ ‘Ei&_lﬁ:?ﬁg‘ 'Hi[ RaSMO _F_FI fr Ij lrl%yj}'_f ’ "”?I jj u—‘\fﬂ
RasMol- £x > [’ SifiLRasMolfvErRy -

’3 DNA by Chime - Microzoft Internet Explorer

[HTML Code]

<embed

src="dna pdb"

name = dna

bgcolor = black
display3d = ball&stick
height = 300

width = 300

script="rotate x 45
rotate y 45
mowve 0360000000 3"

<lembed>

@Il Chime script completed . B fErEEE




Chime vs. RasMol-2

& What Chime Has that RasMol Lacks

Chime”éjﬁi?%i$~ = script commands , 7 educational tutorials_+
JE}M £| "] - These include clock-timed move and delay, also
vView show View save, View restore.

Hypertext button-controlled scripting.

i (IS {9 5! (with plug-in graphic and
HTML/javascript)

Molecular animations from XYZ data files. '\‘P
Ability to run multiple plug-ins simultaneously. "“"L'

MDL
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Chime vs. RasMol-3

& Advantages of Chime over RasMol for Educational
Tutorials-1

PJ}E%@@'WT@: hypertext, buttons...
Legends: color-keyed, font control

RasMol's legend font is fixed. On high-resolution displays, it
becomes too small to read when projected.

The HTML control of legends on a Chime [Color]—[CPK]
web page allows full color and font size control. CPKEHffL4r3H:

ONitrogen (light blue)
C N Fe OCarbon {light grey)
@ Chiygen (red)
OHydrogen (white)
OSulfur (yellow)
OPhosphorus {orange)
Olron {orange)




& Advantages of Chime over RasMol for Educational
Tutorials-2

AT P P (S A R S AR 5 R
FpL <

For example, 2/j ;| 1[5 (Collagenase )

Hardware-independent timing

Chime provides clocked moves and delays which occur in
specified time intervals, independent (as much as possible)
of hardware speed.
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Chime vs. RasMol-3

& Advantages of RasMol over Chime

High-Resolution Printing.
Chime images | If %TJ" LIIH]
Source code.

RasMol's source code is in the public domain. This allowed
individuals to modify RasMol and port it to many operating system
platforms.

Chime source code is proprietary to MDL.
Rasmolfiscripti' y& = iAFRFAYELCE > Chime EJESJ?[ TRl B E]
Rasmolpvscript -

*RasMol Version 2.6-beta-2/Chime 0.99 Manuyal
http://www.umass.edu/microbio/chime/manual/chimeman.htm




Let’'s play Chime now!

& Install

Test your PC...
Install Chime in Alpha download page

& View and Control
http:/ /mod.life.nthu.edu.tw/bioinfo2 /Chime/
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Mouse Controls

Chime rule in RED if different than RasMol.

Action Windows | Macintosh
Romte X,Y Left Unmodified
Translate X,Y Eii;:%l]?lgight Command*
Rotate Z Shift-Right | Shift-Command*
Z00m shift-Left | Shift

Slab Plane Cirl-Left  Cirl

Chime's Menu | Right Hold Down
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Protein Story
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How to use Chime Plug in
[ o A B ]

<head> :

<title>Untitled Document</title>

<meta http-equiv="Content-Type" content="text/ntml; charset=big5">
</head> :

<body> :
<embed ........... (F IR ? ChimeE[fJ&F’lE’l_ﬁ)>

: ~ <embed src="file name" name= file name
Zjﬁmdbef - : ﬁ‘,?;()d%b width=300 height=300 bgcolor= black
</htr(:1|>y N jﬁ display3d= ball&stick script=" ">

R0 & ekt

| *.mol, *.pdb, *.xyz and *.skc
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How to use Chime Plug in

[ B B (e P ET ]

<head> :
<title>Untitled Doéument</tit|e>

<meta http- equw—-‘Content Type” content="text/html; charset=big5”">

</head>
<body>

<embed ........... (ﬁfﬁfyl ffi,lfﬂ 77)>

</embed>

o€
</body>
</html>

<embed type="application/x-spt" width=12
height=12 button=push target="struct"
script=" ">

4
B E'Jﬁfjs'criptiﬁ?“ [ %Eﬁ :
[Chime RasMol Tutorial]

19



Part I

Embedding Chime Structures

in PowerPoint Presentation



*PC MAGAZINE - 5 STAR RATING

LiveWeb

- insert and view web pages real-time.

Use LiveWeb to insert web pages into a
PowerPoint slide and refresh the pages
real-time during slide show.

Design Animations Slide Show Review View Developer Add-Ins

JUJ%@A

Picture Cllp Photo Llnks Te:ct Medla Web |Edit Page
- Art Album~ I'Hh Page | property

Download the LiveWeb PowerPoint plug-in file from:

http:/ /skp.mvps.org/liveweb.htm 21




How To Install the LiveWeb PowerPoint
Plug-In in a PowerPoint Slide

Extract the contents of the zip to a folder.
Launch PowerPoint.
Click on Tools | Add-ins to bring up the add-ins window.

Click on Add to bring up the 'Add New PowerPoint Add-in' dialog
box.

Navigate to the folder where the contents of the zip file was
extracted and select 'LiveWeb.ppa' and click on OK.

You might be prompted with the macro virus warning. Enable the
macros. When the Add-in is properly loaded, it will display a 'X'
against the add-in name.

That's it. You have successfully loaded the add-in.
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Before you insert a chime page to a
PowerPoint Slide

To show a rotatable molecule on a PowerPoint slide, you must
first create a web page with a working Chime script.

Make sure that you have the "chime.htm" file and the subject
molecular structure file ("something.pdb"), preferably stored in
the same folder as your .ppt file.

Protein Story

The Catalytic Domain of the Collagenase
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Spin off & Reset <P




Usage

Launch PowerPoint.
Click on Insert | Web Pages...

Enter the list of web page address that you wish to create.

Provide the additional info required.

LiveWeb will create slides with web browser controls

embedded on the slides
Run the slide show.

The web pages will be displayed during
the slide show and refreshed at real-time.
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