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Molecular Structure Visualization
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Software of Molecular Structure
Visualization

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

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

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

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

mol.sourceforge.net/

/software/molmol/

RasMol & Chime

WebLab Viewerlite
ViewerPro

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

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




RasMol =4 /i [-1'E Exj[’[ﬁfﬁll?'ij’

o3 2HHD X-RAY DIFFEACTION
File Edit Display Colours Option: Settings Ewport Help

g‘.'. RazMol Command Line

RazMol Molecular Renderer
Hoger Savyle. August 1995
| upyrlght (C> Roger Sayle 1992-1999
lersion 2.7.2 August 2008
upyrlght CC>» Herhert J. Bernstein 179826088
See "help notice" for further notices s
nahle to find RasMol help filet
RazMol>

umber of H-Bonds ... 448

umber of Helices ... 42
numher of Strands ... @
umber of Turns ..... 32

: Unabhle to allocate shade?
arning: Unahle to allocate shade?
arning: Unahle to allocate shade?
arning: Unahle to allocate shade?
arning: Unahle to allocate shade?
asMol>
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& RasMol V45

hitp://alpha.life.nthu.edu.tw/

& RasMol -V ff® |32

hitp://ibm4. life.nthu.edu.tw/tool/rasmol/
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Download the Structure File: - 1D66
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&, After download the demo protein: 1D66

Please open the RasMol- User manual
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@ = T iEnd Tife it edi tedtoo Mrasmolasmiol phy

. p e

BEE &EED R0 SMeEw ITARD SEmW

W | @ Resmol Tutor) | B-E @ -E@#Ee- GIR0-@-@ 3

7R
BEEEEER
:%ote'inf[).NAt@'{;ﬂ’JiFﬁ
Bk RS

C g7

EEE

IScript

\ZiEAETE

R TR

10 ;proteinfDNA RS
1 s+ HERE(Slab)
112 |[EFEDN ABFEE

13 [FFHIRIRAE

114 iFREF

15 & F3D[El(stereo)

RasMol Dummies

A Tutorial for the Rasmol Basics

| 1oo | = | | s s IR =

16 fEEF TR T
A7 Tips
18 1BE,
119 #E

hitp://ibm4. life.nthu.edu.tw/tool/rgsmol/

=5 @ FEEE

100% -




Protein Structure Visualization

Part 1

Introduction of Chime




Chime vs. RasMol-1

& Chime is Built upon RasMol

Chimefl—- Zplug-inpyfif - %F'?%EF%EUE or Netscape)
P —E’fﬂ"ﬁ%‘ FRLY) RGSMOIHFIFIJA = O N T
?FB FlRasMol- 7% > ' BikLRasMolfvBETa Yy

B DFA by Chonr - Wxrewd) Inlemsl Bxplazer
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Chime vs. RasMol-2

& What Chime Has that RasMol Lacks

Chime’t | #r— £ script commands , 7educational tutorials -
?Eﬁfj‘“ﬁj H| - These include clock-timed move and delay, also
view show, view save, view restore.

Hypertext button-controlled scripting.
ﬁﬁaﬁ%ﬁ%ﬂ ’F",El@?”sf%%j ='(with plug-in graphic and
HTML/javascript)

Molecular animations from XYZ data files.

Ny’
Ability to run multiple plug-ins simultaneously. "‘:’"

MDL



Chime vs. RasMol-3

® Advantages of Chime over RasMol for Educational
Tutorials-1

[7J7Fﬁ’?ﬁ‘u7@§f2t’ﬁjﬂfﬁ: 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. |CPKEAfa4r3H:

ONitrogen (light blue)
C N Fe OCarbon {light grey)
@ Oxygen (red)
OHydrogen (white)
Odulfur Cyellow)
OPhosphorus (orange)
Olron (orange)




& Advantages of Chime over RasMol for Educational
Tutorials-2

A R B R PR TR A - A T
EFR o

For example, 2L} [ (Collagenase )

Hardware-independent timing

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



Chime vs. RasMol-3

& Advantages of RasMol over Chime

High-Resolution Prinﬁng.
Chime images | {fj %IFJ;’#’T@ SIH]
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.
Rasmolfiuscriptfi' 1& = {&AF Ve » Chime JEHJ:' JRIE &
Rasmolpvscript -

*RasMol Version 2.6-beta-2/Chime 0.99 Manual
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
hitp://mod.life.nthu.edu.tw/bioinfo2/Chime/




Mouse Controls

Chime rule in RED if different than RasMol.

Action Windows | Macintosh
Rotate X,Y Left Unmodified
Translate X,Y Eirgl]?lgight Command*
Rotate Z Shift-Right | Shift-Command*
Zoom Shift-Left | Shift

Slab Plang Cirl-Left | Cul

Chime's Menu | Right Hold Down
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Protein Story

The Catalytic Domain of the Collagenase
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How to use Chime Plug in
[ o S

<head> :

<title>Untitled Document</title>

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

<body> :
<embed ........... (F Fmop ? Chimelélfjer“, -,&J)>

: ~ <embed src="file name" name= file name
“lembed> . 77=Pody> | width=300 height=300 bgcolor= black
</b0dy> . A-/ I&jﬁ . _ . s aon "
</html> : display3d= ball&stick script= >

e S Eakdt

| *.mol, *.pdb, *.xyz and *.skc




How to use Chime Plug in
[ 3 B e ]

<head> :
<title>Untitled Document</title>

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

</head>
<body>
<embed ........... (;hihl%}ﬁj ri,ff[ 71)>

</embed>

T o€
</body>
</html>

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

A

[ JscrlptF‘ Sl xﬁl‘é{
[Chime RasMoI Tutorial]




Part I11

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.

Review View Developer AddIns @

Design Animations Shide Show

ST R
= | =)
Picture Cllp Photo Llnks Te:{t Medta Web: |Edit:Page

Art Album I'Ih F‘age prr:uperty
Download the LiveWeb PowerPoint plug-in file from:

hitp://skp.mvps.org/liveweb.htm




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.



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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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

-] Mew Slide ChrlM
Picture K
Movies and Sounds k

@, Chart. ..
] Table...
Weh Pages. ..
Edit Page Property...
¥




Enter the web page address of the page that you wish ko
display within the PowerPoint slide, #3
&.q. htep: [ s, rveps, arg)skpindes . bkml

| hikkp: f e, pdb, orgfpdbhome fhome, do Add

Size the web page shape ko 90 % af the slide size,

Set shape position at: | _enker of slide ﬂ

Baoktam-Center of slide -
| Boktom-Right of slide

" Middie-Left of side

Middle-Right of slide
Remove Top-Left of slide
Top-Center of slide —

Top-Right of slide 7

about, ‘ Mexk = ‘ about, . < Back ‘ Mexk >

Do vou wish ko refresh the page automatically everytime the o ) . )
#2 slide cantaining the web page is visited? #4 This wizard has collected all the information required ko
insert the web page.

¥ ifes, refresh web page automatically (real-time update? Click. on Finish to insert the web page.

| Eliminate residual’ image Flashing

A momentatry Flash of the page may appear momentarily before
the page is refreshed when the slide is revisited. To eliminate it
place a PowerPaint autoshape over the ackives: contral,

about, ., < Back ‘ Mexk = ‘ about, . < Back ‘ Finish RL

[ Run show after inserting the web page !




Live Webh Wizard

Run the slide show.

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



