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Running Mold2, Initial View

Shown below is the initial view upon starting Mold2 (requires Java
Runtime Environment JRE 1.6.0 or higher).

] Mold2 _
) Input SDF file: | Browse ...
Windows: _
. Ourtpant file: |SAERBEV SOl 2DebugbWWind owsoutput b Browse ...
-double click
Report file; |5 EREV S0k old 2D ebugtWWind owsireport td Browse ...
Mold2.bat
. # of CPUSs: |4
-Or run Mold2.bat in
an Windows cmd » About ...
line Readin_ID | USER_ID | Status | atom #(H-D3 | atom #(H-8) [CPU time (53 Do01 |
Linux:

/Mold2.sh




Running Mold2 by Java Web Start

Mold2 can be also launched by one click on any supported platforms.
http://weblaunch.nctr.fda.gov/arraytracktesting/Mold2.html

#2 Mold? Software Setup - Windows Internet Explorer =]
6@ ~ |&] http://weblaunch.nctr fda.gov/arraytracktesting /Mold2.html = [#]x||Google [2]-]
i8 @ @Moldz Software Setup | | fi ~ B ~ & v ='Page ~ & Tools = =

Welcome to Mold? Software Setup

I

| NCTR Toxicoinformatics Home | ArrayTrack Home |

You'll be able to run Mold? on your local machine by following one or two simple steps, depending on
whether Java is already installed on your machine.

IZ Step 1: It appears that Java is already installed (good!), so you can go on to step 2.

(In case of problems, you can click here to re-install the Java environment that 1s required by Mold?, )

D Stepp 2:1|jck here to ingtall and run Mold®.

You can also use this link in the future to run Moldz; or let Mold? place icons on your desktop and start memm when
prompted.

Mold? is a prod

Warning - Security x| -
R . ' - . aps % v
B The application's digital signature cannot be verified. 0 & Z

Do you want to run the application?

Name: Maldz 2.0,0
Publisher: Mational Center For Toxicological Research

From: http:ffweblaunch. netr. fda. gov

¥ Blways trust content From this publisher &

2 Run | Cancel

The digital signature cannot be verified by a brusted source, Cnly
run if you trust the arigin of the application.

Mare Information..

Mold2

Input SDF file:

# of CPUs: |4

Browse ...

Outpurt file: |(CADocuments and Settings'zsu FD&output bt Browse ...
Report file; |ZDocuments and Settingsesu FDAreport bt Browse ...
! About ...

Readin_ID | USER_ID | Status | atorn #(H-D)| atorn #H-24) [CPU time (s]

m



http://weblaunch.nctr.fda.gov/arraytracktesting/Mold2.html

Choosing an Input File

Click the Browse button and select a

Mold2

Input SDF file: || K Browse )
Output file: |S:1.EKB‘LZSulru1DIdZDebquinduws‘tautput.m || Br%& . Sdf Or a . mOI fl Ie
Report file: |S:IEKB‘LZSulru1UIdEDEbugIWindnws‘trepurtbd || Brnu‘se

sorceusts | | After selecting a file, you
will see your selected file in

Readin_ID |

the “Input SDF file” text box

=
Look In: |7 testSDFFiles - E |‘

) e 3 4
[} LTKB_06022010_test.sdf Mold2 :: mE B
D LTKB_{:nmx.sﬂf| Input SDF file: |c:@rujectslmculd2DehugltestSDFFiles‘LLTKEl rnax sof || Browse ...
E‘ LTHB_Cmax2 s Ourtpant file: |c:1zsu1F'rcujec151hn1culd2Debungindnwslnutput.bct || Browse ...
|| Browse ...

Report file: |c:'tzsu'LF'rDjects'Lnl1Dld2DehungindDwslrepnr’[.bd

]

L ——--..
# of CPUs: (4

P mo. |

| atom #(H-0 | atorn #(H-2) |CPU time i5)]  DO01

File Name:  |LTKB_Cmaxsaf Readin ID | USER ID | Status

Files of Type: |MOIecue File (*.sdf, *.mol)

A i] Iril




Choosing an Output File

Mold2 g H
Input SDF ﬁle:||::1zsu1F'rnjectsIMDIdzDebugltestSDFFiIesILTKEH_Cmax.sdf ” Browse ...

”( Browse )
” Bruwsﬁ\...

Output file: |c:1.zsu'tF'rDjectslMDIdEDebug'LWindnws'LDutp ut bt

Report file: ||::1.zsu1F'rnjectsanIdEDebug‘LWindnwslrepcurt.txrt

#of CPUs: |4

P [ mon.. |

Readin |0 | USER 1D |  Status [ atorn #H-00 | atom #H-2) [CPU time (53] Doo

Choose a directory and
type in a filename for
your output file; it is
recommended to save it
with a .txt extension

«Ji] Irll

Look In: |_] Desktop

o-0-
MBS SIS

] AAPCATest [} Abstract_DD.dd
] AffyTestData12 [} AnData_joshual
] SimpleTox3.4_demoData D ArrayTrack 3.5
[ SMPData [Ty ArrayTrack 3.5

[ 123gene_Welch_P0.05_F1.5
[ AATestNewExcel.xisx

D arraytrack(2).jn
D arraytrack.jnlp

A n | IC

File Name: |Examp|:-:-0utp ut bt |

Files of Type: |NI Files ‘ - ‘




Choosing a Report File

Mold2

Input SDF file: |S:IEKEI‘LZSUIMu:uId2DebugltestSDFFiIes‘LLTKEI_Cmax.sdf

|| Browse ...

Output file: |C:1Documents and SettingslusenDesktopiExamplaOutput bd

|| Browse ...

Report file: |S:IEKEI‘LZSUIMl:lIdzDebugl'n-’\IindnwslrepDrt.bft

Coranse.,)

# of CPUs: |4

»

Readin_ID | USER_ID |

Status

| atom #(H-00 | atom #H-& [cPUtime 5] Doo1 |

Choose a directory and
type in a filename for
your report file; it is
recommended to save it
with a .txt extension

Look In: | Desktop

0-o-
- [=] (=] =] B8le=

3 Network Applications
3 Share-to-Web Upload Folder
D Ad-Aware.Ink

3 My Documents D HP Memories Disc.Ink
3 My Computer D HP Photo & Imaging.Ink
=3 My Network Places [ JMP 7.Ink

D Oracle Database 10g Express
B PowerWord2010 Oxford Ultim
[} symyx Draw 3.2 .NET.Ink

1] i |

File Name: |E><amp|eRepnrt.bd

Files of Type: |m| Files

|v‘

| Open H Cancel ‘




Choosing an ID Tag

Mold2

Input SDF file: |S:1EKEIIZSU1MDId2Debug1teStSDFFiIESILTKEI_CmaX.Sdf || Browse ...

After selecting Input, Output and Report files,
ot o cocsments s sennneoneeonns | mone. | CIICK thE green arrow button to run the analysis.
Report i C-Dosuments ane seting=ucenbesmibemueneorst. | mromse—. | AN OPHION pane i1s shown for users to choose a
porceusle | structure ID tag. Available ID tags are listed in a
(f\ ListBox. “None” means have no an ID tag will be

Readin_ID | USER ID | Status | atorn #(H-D) [ atorn #(H-A1 [CPU time (s} Doot | |

Mold2
Input SDF file: |S:IEKB‘LZSulru1UId2DebugltestSDFFiIesILTKB_Cma}{.Sdf || Browse ...
i I 0utputﬁ|e:|C:1Dnc Choose a Molecule ID tag . tat || Browse ...
Report file: |(ChDoc @ Choose a molecule ID tag: et || Browse ...
# of CPUSs: |4 one |~
— AffectedPathwaySource
CellumenNumber =
ChemicalCategory 1 4
Readin_ID | USER Cmax_uM Btme s Dom |
CompoundName
CytoAssay
CytotoxicConc_uM
DailyDose
HEBOND_ACCEPTOR =
| OK | ‘ Cancel ‘
am [ »




Performing Analysis

The progress of calculation can be monitored from the table view. There are
four statuses: Loaded (chemical structure is loaded from the input file),
processing (perform calculation), Finished (calculation is finished), and
Saved (the descriptors are written into the output file)

Mold2
Input SDF file:
# of CPUs:
@
Readin_ID | USER_ID Status atom #(H-0} | atorm #{H-A) | CPLU fime (g) Doo1 Doo2 Doo3 Doo4 Doos DOog |
1)1 Finished 2 4 0.203 0 ] I 0 0 0 -
2|2 Finished 4 10 0 ] ] I ] 0 ] =
33 Finished 28 a7 0078 0 0 I 1 3 0
44 Finished 249 A1 0.141 0 ] I 1 3 0
a5 Finizhed 249 54 0.156 ] ] I 1 3 ]
6|6 Finished 17 29 0032 1 0 I 0 2 0
77 Finished 24 42 0.093 1 1 I 2 1 0
ale Finizhed 14 28 0.016 1] ] I 1] 1 1]
] ] Finished 16 30 0.031 1 ] I 1 1 ]
10(10 Finished 18 34 0.031 1 ] I 0 2 0
11(11 Finizhed 249 T3 0.125 0 ] I 1 2 0
1212 Finished 14 29 0.016 ] ] I ] 1 ]
1313 Frocessing |[Processing |Processing |Processing |Processing  |Processing |Processing |Processing |Processing |Frocessing
14|14 Frocessing |Processing |Processing |Processing |Processing  |Processing [Processing |Processing |Processing |Processing
1515 Processing |Processing |Frocessing [Processing [Processing [Processing |Processing |Processing [Frocessing [Processing
16[16 Frocessing |Processing |Processing |Processing |Processing |Processing [Frocessing [Processing |Processing |Processing
17117 Frocessing |Processing |Processing |Processing |Processing  |Processing [Processing |Processing |Processing |Processing
10010 Proro inn BProco inm |Proco inn_ |Proco inm |Proco in |Proco inn BProco inm Proco inn_ |Proco inn BProco i | T
] [ ¥]

8 ongoing processes



	Molecular 2D Descriptors (Mold2) Generator Software, A step by step tutorial
	Contact Information
	Running Mold2, Initial View
	Running Mold2 by Java Web Start
	Choosing an Input File
	Choosing an Output File
	Choosing a Report File
	Choosing an ID Tag
	Performing Analysis

