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Abstract

SASSIE, a program used to analyze scattering data, was the first program to be converted into a web appbesifgpldyenAppis a
developing program that can convert standalone programs into different forms of media, like a web apphuaitidmolis an open
source molecular viewing program that is embedded in SASSIE Web. | helped set the base for increased functidnasitiEnuod|
application. All work done idmolJSmolmust be compatible with SASSIE Web d@adnApp Some of these functionalities include a
persistent right click menu, a permanent console, an atom list, and a second menu of commands.
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Additions to Jmol/JSmol

What 0s Been Compl et ed

= Permanent Conosle: |Atom List:
SASSIA = Webos ‘] Smo | applet should soon have peT manehestecomd i Jc?n' T 7 35ho 1 S (:0171t &1 e g%t § %IT TSR A new graphical user interface that has a list of all of the at¢ms

menuos base being created as of now and h e atom | " 1Df cdnitands tiat cgnaoé Llséd Yo gét thesntlo%cgblg n the perfe Soglt?or% andré " 8r|n the universe. From here a client could select which atom

molecule. In the original JImol/JSmol program, the console is hidden and has to [ | e he/she would like to manipulate. We are aiming to have it bf
BaCk rOUﬂd opened from the right click menu. Now the console shows up upon launch of theg : similar to the Visual Mo | u
g program and cannot be closed. The c¢ qn|Wehave yetto delve too deeply in this part of the project.
always in the same place when needed. Will look something like this: x - 9 &
‘]mOI SmOI File Molecule Graphics Display Mouse Extensions Help‘
I — Testing a permanent console . . i;n 1 o GRS, U SR S |:|. ID T AD F Molecule Atoms  Frames Vol
What 0SS Jmol / J S Fixed: Not Fixed: ot ¢ oooand 1 ssiep s ovsm o0 TADF almedshor a2 0
; S — AR 5 6 SERA 2 49.050 47.195 99,630 1 N9 ] 1
. — morhED PE IR IS Meenn e gedrieer 1 B
TJmol/JSmol Is a molecular structure visualization tool usf MOE 1L N IS A 3 50,147 45,185 101970 1,00 29.53
look at chemical compounds, DNA, proteins, and more. . Ho4 Bl REIEES S
fdmol is the Java only, standalone program. JSmol is the L  — Mo mimsa 3 mon ara s Lo
JavasScript version of the program and is intermeshed Wit , lm MTON 19 CE1 HIS A 3 53.676 48.730 99.476 1.00 20.57
Java code. JSmol can be accessed online as a web applic QGRS A
{Possiblilities of Jmol/JSmol
fLoad multiple molecules at once
fMove structures independently e e
{Saving the universe of molecule(s)
Jmol/JSmol:
Persistent Right Click Menu: In the future, Jmol/IJSmol will have all of these features
Wh a t 6 S S A S S | E ! When a user right clicks on a molecule, a menu appears containing a slew of optionjcompleted (and possibly more) and fully operational on SA$SI
| such as saving a file, loading in a file, options to manipulate the universe and th¢ |Web and compatible with GenApp. Jmol/Jsmol is program full
Y L T — molecule, getting the console, and getting help with the Jmol/JSmol application. of possibilities and is growing in usage among the scientifi
: — Having the menu appear on the fly is useful, however as soon as a user mouseg offfcommunity. New tools are being implemented into the projgct
1SASSIE Web Is a program that uses atomistic models to . . . . . . . .
. . . menu, even if by accident, the menu will disappear until right clicked again. What weleveryday and the program will continue to grow.
predict and interpret scattering data (such as NeutronRa . . . o ,
| have done is made it so after being opened the first time, the menu stays open fpr e

Scattering).

ISASSI E Web contains JSmol f or
purposes.

1SASSIE Web was originally a standalone program calleg
SASSIE, but with the help of GenApp, SASSIE now has web
capabilities. . =
Ml téd6s my goal nal Yyl [/ J Smol’ or S A&
Web.

use. The Menu can be gotten rid of if necessary by right clicking the molecule aam GenApp:
As for GenApp, SASSIE Web a

EJ = ﬁ process of turning all sorts of programs into different formatfs.
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Surfaces

GenApp will continue to grow and become readily available

Scenes.

GenApp Processes Tree
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1GenApp Is a program that converts standalone applicati A —T _Dr. Robert Hanson
other formats such as: " oSl 2 -Steven Howell

Web Application £ "‘/l C— |
10t 3, 4, and pending 5 (Qt is a crgdatform application e il )l ' v
: s ' | Second Custom Menu:

framework used for creating graphical user interfaces)
fAndroid and soon 10S

{How it works:
1GenApp takes in a JSON file (essentially a text file wit

structured data) that contains definitions to form the degired YAl changes | make to Jmol/JSmol have to be compatibl¢
standalone program. GenApp uses the JSON and works as| with SASSIE Web and GenApp.

compiler to develop the standalone program on differe YSASSIE is the first program to be turned into other form$ of

Calculate Properties »

popmones -JulieBorchers Yamali Hernandez
-SHIP, and SHIP Director

-All other ImolJSmolDevelopers
Links:

A second menu is being implemented so that users do not have memorize all offthe
console commands and have access to a variety of new tools to manipulate thei
structures. These tools include: center (center the object in the universe), translgte
(move the structure), rotate (spin the structure), align (align the structure with anpth
or on a plane), calculating scattering (shape and dynamics of the molecule), anc
dropping in geometric objects (to compare to a molecule). This part of project is still
development.

Scope

forms of media.

media using GenApp (it was the test program).
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