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1) DOWNLOAD JMOL APP OFF OF SOURCEFORGE

https://sourceforge.net/projects/imol/?source=typ redirect

SOLUTION CENTERS  Go Parallel Resources Newsletters Cloud Storage Providers  Business VolP Providers

Home / Browse / Graphics / Graphics / 3D Rendering / Jmol

a An interactive viewer for three-dimensional chemical structures.

Brought to you by: egonw, hansonr, migueljmol, nicove
Summary Files Reviews  Support Wiki Mailing Lists  Tickets ~ News Code
* 4.7 Stars (47) (

¥ 2,146 Downloads
{5 Last Update: 2016-03-25 |

Browse All Files

Description

Over 10,000,000 page views! Jmol/JSmol is a molecular viewer for 3D chemical structures that runs in
four independent modes: an HTML5-only web application utilizing jQuery, a Java applet, a stand-alone
Java program (Jmol.jar), and a "headless" server-side component (JmolData jar). Jmol can read many file
types, including PDB, CIF, SDF, MOL, PyMOL PSE files, and Spartan files, as well as output from
Gaussian, GAMESS, MOPAC, VASP, CRYSTAL. CASTEP, QuantumEspresso, VMD, and many other

Recommended Projects

* Avogadro

An intuitive molecular editor and
visualization tool

n PyMOL Molecular Graphics System

PyMOL is an OpenGL based molecular
visualization system

a JSmol

JavaScript-Based Molecular Viewer From

Jmol
jmol
chemistry
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https://sourceforge.net/projects/jmol/?source=typ_redirect

2) DOWNLOAD YOUR PROTEIN PDB FILE

- Search for it on RCSB.

RCSB PDB  Deposit ~ Search~ Visualize ~ Analyze ~ Download ~ Learn ~

- - LD Wl DE I_\.”) Ba.k StructuralBiolog
i PDB-101 ‘,PB ! —— .[ﬂ“..m Knowledgebase

Structure Summary 3D View Annotations Sequence Sequence Similarity Structure Similarity Experiment

Literature
1 CRN FASTA Seqguence
WATER STRUCTURE OF A HYDROPHOBIC [Pi
RESOLUTION. PENTAGON RINGS OF WATER pDB Format

CRYSTALS OF CRAMBIN
DOIl: 10.2210/pdb1crn/pdb

PDB Format (gz)

Classification: PLANT PROTEIN PDBx/mmCIF Format
Deposited: 1981-04-30 Released: 1981-07-28 FDBx'mmCIF Format (gz)
DEFIDSitiDI"I author(s): Hendrickson, W.A., Teeter, M.M.

Organism: Crambe hispanica PDBML/XML Format (gz)

Structural Biology Knowledgebase: 1CREN (1 model =14 a|
Biological Assembly (PDB format - gz) (A)

Experimental Data Snapshot wwPDEB Validation ["Full Report |
&) View in 3D: JSmol or PV (in Browser) Method: X-RAY DIFFRACTION Metric Percentile Ranks Valug
N b Resolution: 1.5 A Clunhacom: I o0
Standalone Viewers R-Value Work: R harndran aullrs I o
Siclechain outliers. I ]
Simnle VWiewesr  Profein Wnrkshnn Werse Benser
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3) EXECUTE JMOL

- Unzip the jmol file you downloaded in step 1 and execute Jmol (Executable Jar
File). Make sure you have Java updated to the latest version.

oL JEAL T T

Ty A

~ &7 Text Outline ~

v Jmol-144.4 2016.04.22-binary » jmol-14.4.4 2016.04.22 » - | +5 |'[ search jmol-14.4.4 . B - Bring to Send to Selection Align Group Rotate
— - Text Effects * || Front~ Back=  Pane - -
|£| Open ~ Share with « Burn Mew falder =~ 0l (2] WordArt Styles &= Arrange

= - MName : Date modified Type Size o = | = ﬁ1
iloads | build.README 4/22/2016 5:39 PM TXT File 2KB File Edit Display View Tools Macros Help
op | CHANGES 4/22/2016 5:39 PM TXT File 423 KB =l o Jﬁ" ;e) = | ek y .Ef._ﬁ A - |@..:| @..] E""D $
10% | COPYRIGHT 4/22/2016 5:39 PM TXT File 3KB

| jmel 4/22/2016 5:39 PM File 1KB
5 ) jmol 4-%6 5:39 PM Windows Batch File 1 KB
ments 1) Jmol 4/22/2016 5:39 PM Executable Jar File 5,641 KB

@ jmol 4/22/2016 5:39 PM MacPaint Image 3KB
— = [Eljmol 4/22/2016 539 PM  Shell Script 1KB i
5 %] JmolData 4/22/2016 5:39 PM Executable Jar File 4,320 KB

=] JmolLib 4/22/2016 5:39 PM Executable Jar File 2,424 KB
roup % jsmel 4/22/2016 5:39 PM WinRAR ZIP archive 47,677 KB

%] JSpecView 4,/22/2016 5:39 PM Executable Jar File 705 KB
wPC | LEAME 4/22/2016 5:39 PM TXT File 13KE
Disk (C:) | LICEMSE 4/22/2016 5:39 PM TXT File 21 KB
m Reserved | README 4/22/2016 5:39 PM TXT File 11 KB
Disk (F:)
k -

Jmol
Executable Jar File
" State: 7.?4 Shared
& Date modified: 4/22/2016 5:39 PM
Size: 5.50 MB
Date created: 4/27/201611:23 AM
Shared with: Admin
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4) OPEN YOUR PDB FILE

- Select the “File” tab and click “Open”

- Navigate to where your .PDB file is saved and open it. The 3D model of the

protein should appear
r,—g lcrnpdk - 1CRN =aray )

File Edit Display View Tools Macros Help

@] =@ Pe[= & he R X @ e e]2]9

492 x 489
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5) EXPORT PDB AS A WEBPAGE

- Click the little globe icon on the upper left hand corner

BRNIetn. pdb - 1CRN =B &

File Edit Diaw, View Tools Macros Help

] [T h]0]@x (@ €] e]2]s

@xport one or more views to a web page.

i = | ©

%

Introduction Pop-In Jmol ScriptButton Jmol Log

This Jmol Web Page Maker dialog generates some simple web pages that display views you design within

the Jmol application. You can edit the pages created using a standard web editor to change the text. More

W'\ detailed instructions for each of the types of pages is accessible in the tab for each. Instructions for
making your web site use the Jmol applet, so that people can access the pages you create, are also

! included. You select the page type you want by clicking on the tabs above. The available types are:

1. Pop-in: this template allows you to create a page with multiple images of your Jmol views. When
a user clicks on one of these pictures, it becomes a live Jmol applet that can be rotated, zoomed,
etc.

2. ScriptButton: this template displays a single Jmol applet on the right side of the browser window.
On the left side is a scrolling region with buttons that allow the user to select the view.

There are also some widgets that you can select to appear with your applet. These widgets give the user
additional control over the applet. See the help for more details.

Messages (see Log tab for full history):
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6) NAVIGATE TO SCRIPTBUTTON JMOL TAB

.

|| Introduction | Pop-n Jmol |  ScriptButton Jmol | Log |

| Help/instructions Jmol Instances:
Cartoon of Page: % of window for applet width: EUE
These names will be used for button labels

Imsert the page TITLE bere.
Inser the page
INTRODFUCTION hese
(The buon MEF will appear
bezlorw, [nsert information for
MEP here and below.
MiR

Insen moer information for
MEP here.
The bumon pi-bondfarbial
wmill mppear helow. Insent
snfcration for
pi-tandorhital here and
bezlonw,

- bl e
Insen more information for
pi-bond‘orbital here.

If your browser)S combination is Java
You may look ot any of these capable you will get snappicr perfomance if
Entermediate views again by e s Java

Relative server path to jar files:
|hitp:ﬂbinf.gmu.edu!ahoang?dte stljmaol |

Relative local path to jar files:

Author (your name):

oy Hoans Bl i IC
click and drag to reorder |||

Browser window title for this web page:
|1 crn|

| Add Present Jmol State as Instance...

| Save HTML as... || View HTML | Delete Selected

Messages (see Log tab for full history): ‘Il
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7) ADD JMOL STATE

- Click “Add Present Jmol State as Instance” to save what protein jmol window is
currently viewing. Name the instance and hit “Ok”

- You can even add multiple states if you wish to have a list of PDB proteins to
view on your page. Simply repeat steps 2-7 for each different PDB protein

i, Jmal Web Page Maker — == = ]
{Introduction | Pop-n Jmol |  ScriptButton Jmol | Log |

| Help/instructions | Jmol Instances:
Cartoon of Page: % of window for applet width: BUE

These names will be used for button labels

Insert the page TITLE here. ‘

Ansert the page
Input ‘ ﬂ

INTRODAUCTION here.
[Thsa bus vill appesr

Give the occurrence of Jmol a name:
|1 crn|

beehonw, | tgan for
MEP here and below.
[

Relative server path to jar files:

|http:n'binf.gmu.edufahoangB:‘tesh’jmol |
Relative local path to jar files:
Author (your name):

|Andy Hoang [ X I G
click and drag to reorder

Browser window title for this web page:
|1 crn |

| Save HTML as... || View HTML | Delete Selected

Messages (see Log tab for full history):

| Add Present Jmol State as Instance... |
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8) SAVING THE HTML (THIS IS TRICKY!!!)

- Be sure to know the URL to where your BINF files will be added for this
assignment. (For example: binf.gmu.edu/ahoang3/test) Do not include
“public_html”

- If you’re not sure, check using WinSCP or a similar drag and drop tool for SSH

- In the “Relative server path to jar files” text box, input the URL to your HTML
pages and add “/jsmol” to the end (http://binf.gmu.edu/ahoang3/test/jsmol)

- The “s” in jsmol is important!

o n

- “Relative local path to jar files” can be left with a “.

- Enter the Author and Browser window title and then hit “Save HTML as...” and
save it as an .html file
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http://binf.gmu.edu/ahoang3/test/jsmol

Header WordArt Date ]
& Footer 4 & Time Mo

Text

. Jmol Web Page Maker
g

[ Introduction | Popn Jmol | ScriptButton Jmol | Log |

] | HespAinstructions | Jmol Instances:
4 |/ Cartoon of Page: % of window for applet width: EUE
These names will be used for button labels
Insert the page TITLE here. 1 —
Insert the
INTRODUCTION hese | £ Select a directory to create or an HTML file to save ‘ u
Tk bu 1R will . e BN BN | .
below. In '.nH:TcS I I I I
h[ld'h:mﬁ lovw

In: asdgiis@dimgasdgadgasgasg b E

Insert moee information for
MEP here.

T bistzon pi-bond'arbital
will mppear helow, Insen
information for
pi-Band'orbital here and
o,

o LT
Insen mors information for
pi-band‘orhital here.

If yosr beowsen 35 combénation is Java
You may look mteny of these capahble you will pet snappior performance if
Entormediate views again by you yse Java

|http:ﬂbinf.gmu.edu!ahoang?».ftesb‘jsmnl

Author (your name):

File Name:  |1crn.html |

Files of Type: |hll Files

\Andy Hoang |

Browser window title for this web page:
|‘1 Crm |

Add Present Jmol State as Instance...

‘ Save HTML as... View HTML Delete Selected

Messages (see Log tab for full history):
file C:iUsersiAndy_2/Deskioplasdgasdgdasgasdgadgasgasg/llcrn.himl created

dgasgasg/om himl aeated

|
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9) EDIT YOUR JMOL HTML FILE

- After you hit “Save HTML as...” an html file should generate along with the
necessary jmol files to run it on your webpage.

- Manually edit the html file using a text editor, such as Notepad++ or
TextWrangler.

’ - e —_—
Ou | .+ asdgasdgd igad 2 - |¢,|, Search asdgasdgd... 1@ |
X - . T oeeee—S — =
Organize + € Open = Share with + Print Burn New folder =« i @
3 Favorites MName Date modified Type Size
& Downloads . jsmol 4/27/2016 2:14 PM File folder
Ml Desktop | . lernhtml 4/27/2016 2:14 PM Chrome HTML Do & KB
22 Dropbox & lcm.pdb Open 49 KB
|55 1ern.png Edit 28 KB
4 Libraries || lernspt Print KB
@ Documents = JmolPopln.js Media Info 5KB
& Music % Convert to Adobe PDF
] Pictures = 5 Combine supported files in Acrobat...
B2 Videos
Scan for Viruses...
oy S
@ Homegroup [&f  Edit with Notepad++
Open with »
.- My Slow PC Share with 4
£, Local Disk (C:) @ Defrag by Smart Defrag
== System Reserved B Addto archive...
—w Local Disk (F:) B Addto "lcrmrar”
B B Compress and email...
G"; Metwork = B Compress to "lcrn.rar” and email
: Sp— Restore previous versions
— Chrome HTML Document € PowerdsO ;
State: 28 Shared Send to »
Date modified: 4/27/2016 2:14 F
Size: 7.05 KB Cut
Date created: 4/27/2016 2:14 R Copy
Shared with: Admin
Create shortcut
Delete
Rename
Properties
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HTML EDITING CONTINUED

Scroll down and find this section of code. This is where you can edit for more details
on your PDB file. Don’t edit anything else unless you know what you’re doing. Save
when done.

AUsers\Andy_2\Desktop\asdgasdgdasgasdgadgasgasgilern,

File Edit Search View Encoding Language Settings Macro Run  Plugins Window 7 X

| soB&3 &l 4shh|ideihh 2B 1B 0D NE| &Y

[ GZ01_Dewt fasta | E GZ01_303600fasta | E GZ01_BJ430fasta | ) IDSAscristoy (= Tombtmi |

144 /{ notice that we are using no document.write () function here. A1l DOM-based. -
als = /{ Jmol.getBppletHtml i= working.
146
147 [E& (document) . ready{function() {
148 S{"#Imoll™) .html (Jmol.getAppletHtml {"jmolhipplet™, jmolInfo)) ;
149 §("#make live icon").attr('src',jmolInfo.makeLiveImg);
150 B
151 r - «<fscript>
152
153 F</head>
154 —|<body>
155 <div id="wisible page wrapper">
156 <div id="Text Bmttons" class="JmoclTextPane">
157 —] <div id="JSmol loading msg">
158 Once the molecunle file is fully loaded, the image at right will become live. At that time the "activate 3-D"
iLEE 7 < fdivs
160 [H <div id="HeaderInfo" style="text-align:center;"><span styvle="font-weight:bold">
181 Insert the page TITLE here.
162 r <fspan></div>
163 Insert the page INTRODUCTION here.<br/>
164 The button lcrn will appear below. Insert information for lcrn here and below.
165 = <div id="lern" class="JmolButtonDiv">
166 E <button onclick="Jmol.script (jmolApplet, 'load lcrn.spt:javascript \'mpdateScriptButtonWidgets (0)\':'")">lcrn</butta
167 = <div id="jmolCntl0" style="wvis=ibility:hidden; display:none;">
168
169 r < fdiv>
170 o </fdiv>
171 Insert more information for lern here. <br/>
172
173 <br />
A B e P S P
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10) TRANSFER FILES TO BINF

- Transfer all your files to your binf server and where your project is stored using
WinSCP or an equivalent program

B\ test - ahoang3@binf.gmu.edu - w-nscm

. - e EEEE

Storyboarding

Local Mark Files Commands Session Options Remote Help

i_;_ — |8 Text Direction = TEmFen Y P e H : y o X oy > i 5 Default ® -
FEv e N P (=B
BSEd o WS S - = ===
O—C\)_v | » asdgasdgdasgasdgadgasgasg » v ‘,|| Search asdgasdgd... ,O\ =5} b test @R ie-> - at @ =5}
g = il L — ") Iahy
et et -t —  —  —e e . = 3/public_htmi/t ‘
(0] i = 9 Sh ith B New fold |
rganize ¥ - Open are with v ) urn ew folder > [0 @ b Bl = P p— Rights |
<X Favorites 2 Name Date medified Type Size 16 t. 4/26/2016 12:27:47...  rwxr-xr-x :
I 18 Downloads | 1 jsmol 4/27/2016 214 PM  File folder \ 01 5“ jsmol . 4/21/20161:54:48 ... rwar-xr-x 4
| | :09:31... i
Bl Desktop || 1emuhtml 4/27/2016 214 PM_ Chrome HTML Do... 8KB| o1 Wicmmml 24 B:| 4/27/201612:0031 5
3 ~ JmolPopln,js 4173B  4/27/2016 12:09:08... E
23 Dropbox ‘ & lcrn.pdb 4/27/2016 2:14 PM Program Debug D... 49 KB‘ 14, A 1cm.pdb 492488  4/27/2016 12:09:31 |
) \E,‘ lcm.png 4/27/2016 214 PM  PNG File 28 KB\ Bort [ /1em.png 283828 4/27/2016 12:09:09... d
i Libraries | ] 1ern.spt 4/27/2016 214 PM_ SPT File 8K8| \Bo12| || [)1crn.spt 8096B 4/27/201612:09:31... :
@ Documents " JmolPopln.js 4/27/2016 214 PM  JScript Script File 5 KB\ 1012
&' Music |[2011]
[&=] Pictures = 015 |
B Videos |[2016
112011
12014
Homegrou
& group 014
2014
i
1% My Slow PC bo14
&, Local Disk (C)) |Bo1s
a System Reserved | Bo11
ca Local Disk (F:) [2015
2012
€l Network or 012
= 6 items selected | %
14
State: 3 Shared 2015
Shared with: Admin 2012
011
| /201
o015
— — —— - J2011
The button lcrn will appear belo nse: " Guild Wars ile folder 0/14/201
B ccobinie E I e | TSExpress File folder 10/21/201
<button onclick="Jmol.script(jmolApplet,‘lo 3 3
<aiv ia= stylemny 11tyint 1 iMacros File folder 8/5/2012
1. Image-Line File folder 2/12/2011
<ldivy IPython Notebooks File fold 4/24/2014
s 1. IPython Notebool ile folder /24/.
Insert more information for lcrn here. <br/> 1 MATLAB File folder 1/11/2015
7 L MPC File folder 1/11/2015
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SET ALL FILES TO BE EXECUTABLE

- Highlight over all your files and click “Properties”

- Set all of the permissions to be exactly like the image below or manually type
“0755” as the octal. Hit OK when finished

L test - ahoang3@binf.gmu.edu - WinSCP

Local Mark Files Commands Session Options Remote Help
& g mEe @R B Default - i
ahoang 3@binf.gmu.edu
E|Mydocuments - & [ - - = - a} [ | e | test -@E e - EEAS R
C:\Users\andy_2\Documents fuserhomesstudents/ahoang3/public_htmlftest |
Name Ext Size Type Changed * || MName Bt Size Changed Rights (
t. Parent directory  1/25/2016) . 4/26/2016 12:27:47...  rwaer-xr-x i
I |44 Games File folder 12/12/201 |L]smol 472772016 1:54:48 ... rwar-xr-x i
| Ableton File folder 12/22/201 f lern.html 7,224 B 4/27/201612:09:31... rwxr-xr-x i
| Adobe File folder 1/1/2013 ™ ImolPopln.js 41738 4/27/2006 12:09:08...  rwxer-xr-x i
AL File folder 8/30/2011 'alcm.pdb 49,248 B 4/27/20016 12:09:31...  rwar-xr-x i
| Amnesia File folder 3/15/2011 |55/1ern.png 28,3828 4/27/201612:09:09...  rwacr-xr-x Q
|, Bandicam File fr - R= 2 = 096 B 4/27/201612:09:31...  rwxr-xr-x i
|| BFBC2 File jsmol, ... Properties
| Bioshock File W‘ﬁ‘
| BioWare File
. Black Desert File @ Sfiles. 1folder
| Bluetooth File
I\ Calibre Library File Location: Juserhomes/students.ahoang3/public_htmltest
. Command & Conque... File f] | Size: Urikn
| Command and Cong... File f| e rrenevn
| Command and Cong... File ] |
. Command and Cong... File f] | _——
|| DAModder Filefl | GPW = (10 v
|| Database Filef|| | Owner: ahoang3 [807]
| Diablo I File ff l l
| DivX Movies Filef|l| | Pemmissions:  Qwner R [ Set LID
| Downloads File f] | ] Set GID
|, Dragon Age File f] | [ Sticky bt
. dumps File fi
' Dungeons and Drago... File f] |
. EA Games File fi
| Elder Scrolls Online File fi 7] Set group, awner and permissions recursively
| EVE File f}}|
X Gu!Id Wars F!Ie i oK l Cancel ] [ Help
| Guild Wars 2 File fi
| II5Express File f
| iMacros File folder 8/5/2012
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11) CHECK TO SEE IF THE PAGE IS WORKING

- Type the URL of where the jmol html file is stored. For my file, it was:
http://binf.gmu.edu/ahoang3/test/lcrn.html

- Check to see if it runs. If it does, yay! If not, double check the steps above and
retry...

binf.gmu.edu/ahoang3/test/lcrn.html

- —
Insert the page TITLE here.

[Insert the page INTRODUCTION here.
The button lcrn will appear below. Insert information for lern here and below:
1cm
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http://binf.gmu.edu/ahoang3/test/1crn.html

CONTACT

Feel free to email me any questions or concerns:
ahoang3@masonlive.gmu.edu
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