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DeltaSoft, Inc.

o Specializing in R&D Informatics since 1996
o Based in New Jersey, USA

o Commercial software applications

m ChemcCart
web interface to research data

m ChemcCart Applications
Compound Registration
Reagent Inventory
Electronic Laboratory Notebook
BioAssay
Sample Inventory
Structure Activity Browser
Custom Synthesis Tracking
ChemcCart for Excel

O Services
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DeltaSoftt’s Discovery Informatics Expertise

Cheminformatics & Bioinformatics

Application Design and Development

Chemistry Cartridge Evaluation and Tuning

Data Model Design / Oracle Optimization and Support
Strategic Planning

Software Integration
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ChemCart — ‘Next Generation’

O

Configurable forms interface
m Structures / Reactions, Data, Images, Documents & Files

Web-based, no client install

Accesses chemistry data cartridge databases
Utilizes any chemical sketcher / renderer
Integrates with pipelining and analysis tools

Links to multiple Oracle databases, any data model

Use Out-of-the-Box Applications or for Rapid Application
Development

Deployable on internal servers, hosted, or in the 'Cloud’
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Component Approach — Choice!
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ChemCart Applications

Reagent Chemical Compound Sample Biological Structure
Selection Synthesis / Registratio Handling Testing Activity

Tr T 1 111

ChemcCart ChemCart ChemCart ChemCart ChemcCart ChemCart

Reagent ELN Registration Sample BioAssay Browser
Inventory Inventory
ChemCart ChemcCart
Custom for Excel
Synthesis
Request Delta
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ChemCart Reagent Inventory

o “One Stop Shop” for

X . Fle Edit Form Lst Search Sort Cart Commercial In-house Tools Options Help
- Hit Lisk: 21 of 53
commercial and in MAE @ Kess o T
— searching: Al Soft
house reagent |
.
Ci dID  |MFCDOODODES3 Formul Cq By C1 O
SO u rCl N Reagent Inventory — ormula 7
CAS Number 95-86-4 Mol. Wt. 140. 565
u Ve n d O r’ p Fl CI n g 4 Commercial Sources | addtocat | | mans ||
- H o) Supplier Catalog # Py Size Units Frice Currency Purity caone
Su pp Ier In O BAYER 16.18 i 0.00 UMK 100 ~
BDH 10054 37 100 i 0.00 K 95.0% 100 =
H BIH 27345 48 s00 i 0.00 UEL >99% 100
| Locat|0n, al I |0unt, EDH 27345 48 500 i 0.00 UKL >89% 100
H Cl BIH 27345 13 z.5 L 0.00 UEL >99% 100
a rCO e In O E-MERCK 3.01804.0100 100 i 9.36 EUR. >89% 100
E-MERCK 8.01804. 0108 100 L 0.00 UMK >95% 100
Compound & Bottle — e
p . Chemical Name BENZOYL CHLORIDE Compound Categories | Bottle Categories ‘
Categories s Y |
Supplier Comment | CORROSIVE: LACHRYMATORY: MOISTURE-SENSITIVE: TOXIC
= Health & Safety " g
D S h O p p i n g ( a rt In-house Sources Add to Cart
Barcode | Supplier Catalog# LotMo | Orig Amt | Curr Amt | Units | Date Recd | Date Ordered | & Owner Location Exp Date
262 [LANCASTER (3317 1-1 1000 1000 ML [17-Now-200631-Tul-2006| CHEMCART U5 Lab 2 20-Ten-2015 ~
| | I nte rn a | 825146 |ALDRICH El,269-5 25 25 L |26-Jun-2007(26-Jun-2007| CHEMCART Us store 1 V]
3001 [FLUKA RDH-15215  [22-04-99) 100 100 ML |25-7ul-2006/25-ul-2006) CRISTAL33 U§ Lab 2 30-Jan-2010
H 258 |TANSSEN 10.575.02 1-1 50 50 Ey 17-Now-2006{25-Jul-2006| CRISTAL33 UK Store 1 20-Tan-z015
| u p p Ie r 259 |JANSSEN 10575, 02 I-1 50 50 G [L7-Nov-2006[25-Jul-2006| CRISTAL33 TE Store 1 20-Tan-2015
3004 |ACROS 10575-0010 | 8-1-77 1 1 25-Jul-2006/25-Jul-2006| CRISTAL33 US Lab 2 15-Max-2008| |
H 3005 |ACROS L0575-0010 | 8-1-77 1 1 25-Jul-200625-Jul-2006| CRISTAL33 U3 Lab 2 15-Mar-z009 9
D ra C O e I S O ry 3006 |ACROS 10575-0010 | &-1-77 1 1 25-Jul-2006(25-Jul-2006| CRISTAL33 Us Store 2 15-Mar-2009
f d I t 260 |ACROS L0575-0010 I-1 1 1 17-Nov-200625-Jul-2006| CRISTAL33 TE Store 1 20-Tan-2015 v
g Main | History | Supplier Info | Safety

o Link to Purchasing
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ChemCart EILN

o Record experiments

m Reaction, reagents,
products,

m Text, images,
documents & files

o Auto calculations
m limiting reagent

= mmol, vol, theo yield,
% vyield

o Quick Pick reagents or
text

o Duplicate pages

O Lock experiment &
audit changes

o Print notebook pages
Query own ELN or all

o Link to Registration,
Inventory

a
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ChemCart Custom Synthesis

O Request custom synthesis,
internal or external Ei:. ER (K<t %6 B et

Custom Synthess Request

O Provide experimental details, e ——

including image of reaction e o PEEE
scheme and supporting e 2 e | NG

Synthetic Sch

Create RFQs n, o, S,
o Track and browse synthesis Qe Qb
progress Cg RS S
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ChemCart Registration

o Compound, Lot, Sample

Fie Edt Form List Search Sort Updabe Tooks Oplions Help
= Duplicate structure LL . ILILARAZ LA LIl S ermemn D\
C h ec kl n g Structure Compound Registration
. . |
= Set required / optional A —
fields o
m Use picklists for controlled f T S T B
vocabulary g R
D Configura ble Sal Form No Sat [#] ;lllmw::m C?I?: ;:ENJ ::mmmm ;T;;alizzmn
el 268-1 MO wilh Salt | 177 24 WleRing Point (“Ch [ 110-111
m Flelds Amount Submtted |57 Junns Jrmg Exact Mass [Bading Pom ()
Stlimite CCUSERE Riag Daté 21-Apr-2008 Liwrary Library 1035
. FO rms Stereochemisiry Feg By CCADMNE [External Souoe ___
o Sample Inventory M —
m Track samp|e location Commasts | reservea for Project 1, keep in colg storage
m Sample request P
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Integration with ChemAxon

ChemAxon JChem
Cartridge for Structure
Storage/Searching —

ChemAxon JChem
Cartridge for Structure

— Calculations (MW, MF)

Fie Edt Form List Search Sort Updabe s Optons Help
Mk Lisk: 7of 7
44 o Selectedt 7 of 7 (CHEMRES_COMPOLIND) h_
MAEE @ K< #> I o 7 -
Pl i
~
Strwctrs N Compound Registration
|
e == =
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StrUCtU re | > e |Fag. No 1000007 7 Tharapsartic Targst | TARCET1
Sketch|ng/Render| ng [H | |Bach i D5 1000007-0-1 Sobvile
T [ Mot Formuta [y Hys 1 0 oty OME0
|Batch Fermuta |11 415 N O Pty =00%
Sal Form WO St [=] [motwisiont [ 177 24 Parification Memod | Crestalization
Motebook Fef 2681 [ with s [ 177 24 Meing Poit (T} [ 110-111
Amount Submitted |57 Juns Jmg [Exact Mass eding Poirt ()
| Submitter CCUSERE |Rag Date 21-Agr. 2008 Litsrary Library 105
Sleseochemisliry |Req By CCADMING External Sowrce
Appearance white salid [Aias Etermal e 0 |Ei 3726
Heference JACS, 2006
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ChemCart BioAssay

o Biological Data entry

Associate test results with
registered samples

Single point entry

Batch load from Excel, text
files, etc.

Configurable pick lists

o Load image results

Paste single images
Batch load

o Attach supporting
documents

Original Excel files
Raw data
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Fie Edt Form List Seach Sort Lpdate Took Optons Hep

MAEE @ K<2>M oD% &

Tast Rasuds
Corp 1D 055615
Lot 43-1
Samiile (Barcode) 100012

Mok List 1 oF 1
Sebected: 1 of 1 (Compounds]
Saerching: Al Soft

Biological Test Results

|Fesaim Type | Quattier |Rosut Value | Unns
CyinTon CT-1 ADER 150 = 05 bt
CyioTox cr-2 | v | sz |3 Apag | cs0 | o= | 04 | umM
MitoToe | MT-1 | 1 | 163 | &8 MTL | EC80 | = | 14 | uM
Enzyme E1 | | 166 L) CEM | IcE | = 0 | uM
Ermyine Ef 1 195 a5 CEM 1550 = mn 7]
Enzyme E2 I = - CEM | Ic50 | = | BE | uM

Project | AssayName | Version |Notebeok Page | Coll Line
1| 15-1 23

[Date Crested  [Enterediy |
1-Apr-2008 | CHEMCART | &
| 21-4gr-2008 | CHEMCART

| F1-Apr-3008 | CHEMCART

| 21-Apr-2008 | CHEMCART
21-A0r-3008 | CHEMCART

| 21-gr-2008 | CHEMCART
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- -
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= o N
L]
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P | Protocctdoc Oy A
reager file 5 T\
| Rownbata et Ny
excel data ] [ |
| Raeliatah A
i e

Delta

Soft



ChemCart Structure Activity Browser

O Query by Form for chemical
structures, reactions, data,

documents, files, and images Pl £ Fom et Seath Sot Lot Took Cptos i
) _ MAEE @ K<2>M oWy & 0 e e A
O Run multiple queries B _
simultaneously with each having | Froject Summary Form
i Far Ao T IR
dlfferent sealjch criteria ) B R e
O Build customizable forms, or use ¢ S I S— —Tr— CT=1
pre-defined forms to view results G e
o Search by substructure, similarity, e = EEER |
exact, and more e e —— :
o Generate custom report printouts =2 e | | I
of search results . TR
o Extensive result list handling == ===| I L
Delta
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ChemCart for Excel

crosoft Excel - Book1
Fle Edt ¥ew Insert Format Tools Data [SIS Window Help Type a question for help

NEE GG YR s B F a8 =] A[B]100%  x @l T 10
(RS B REEA = R R A = J =
e T I 5 |2 By g ] 9 Reply with Changes,.. Fod Review... !
= = —
: ChemCartForExcel - !
- A& STRUCTURE 11030903342175020
A [ 8 [ ¢ T o [ e [ F [ & [ H [ v [ v T vk [ L [T v [ N [ 0 ]
1 |STRUCTURE CORPID MOLWT _STORED
0 OH ChemCart for Excel-SAR_BROWSER
Expart From ChemCart |L.;t | search |
=
S I _ET@ES ot ~ Export Order and Display Name
ructures
2 DS-0000 "0 coBREGNG add Fisld | Export Hame |
~O  STRUCTURE | |Structures STRUCTURE STRUCTLRE
H ] Structures, CORPID CORPID
0 NYD . E ;”Drlmw‘: ”DFFSSTT':"I'JCCTTL Remove Shruckures, MOLWWT_STORED MOLWT_STORED
i -0 corem
H ~O wsc Up
“ ~[O casku
.y - E MOLWT_STORED Down
- PROJECT_ID —
=R D3-0000 0O PROJECT_ID_LOOK
=[O Leso_ano |¥ Display Repeating Data Export Name Farmat: | ficid > (Display Name) =
=[] s50_s00
] E TGI_AOD Date Format: [ oy, « | Dedmal Places: [~ 000 -I Column Width: [0 -+ g
i HTS_Ad0
' simirem || e o | s
= IR_S_PECTRA
Z = O] caLc_proPERTIES
® DOCUMENT — Workbaok Export Optians
I
= Starting Cell: o
4 DS-0000:
% Create New Sheet ChemCartExport
OH " Uss Existing Shast -
e
[ Show Structures on Export I Exclude Header
= Eport ——————————————————
. | < @ ¥ Limit to| spgo  hits ¥ Limit to| 20p00 tows e S0 Clear
5 DS-0000

List Sheet: Sheetl List Selection: $a$1
Soft Application:  SAR_BROWSER (i Cancel

DS-000024 370 Delta

5]
W 4 » nlChemCartExport / Sheetl / Sheet2 / sheet3 =<
iDraw=- s | AutoShapes~ ~ » [0 O A ol ¢ @ @ & - 2 - A - = ﬁﬂi!
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Design Form

U se Defa u It /" ChemCart - CHEMCART_ACCELRYS - Windows Internet Explorar

Fle Edt Form List Search Sort Update Tools Options Help

Create ad hoc MAEE OEHBS fXROA -~ O S e
 Froject | Table | SR 2x4|

S heets Project Summary Form
E X p O rt / I m p O rt Descriptig Pipeline Pilot
pescripTl |EE SAMPLEDATA_ACCORD

fo r m S = = 2= Protocols
. 1 L - [ CoRPID Label
Fields added to O

OO oo

a

-+ [v] STRUCTLRE Font Arial, bold, 12
database are N E T - — [
STRUCTURE - [Jtal. it of STRUCTLRE Background [ white

.
K )
a u to m a tl Ca I I y [ Compastion of STRUCTURE | [ roP LT
[ Marme of STRUCTURE Data
-+ [] Exact Mass of STRUCTURE

availa ble - OresHo Font Arial, plain, 12
. Black.

Foreground

LC50 Results ‘[ Cell Line Google ” |[ Cell Line MCEI ]l [Jcas R Background thite
PANEL CELL HLOGLCED LCONC ~d GC:LV\:T;IISWTOR:E Off
PANEL CELL NLOGLCSO LCONC % ‘L'[';'Z (AEID + 500 FY— e
-E G1s0_A00 Line Format Display on single line
B Tal_aon Is Data HTML False b T
- B HTs_ann Scrolling If Meeded
- @ H1_SPECTRA Precision Mo Limit
E C13_sPECTRA Helper Program <nonge =
- IR_SPECTRA Element
-E CALC_PROPERTIES Border Width 2
- B DOCUMENT Border Color Il custom (0,51,102)
Tab Order 10000
Tag
Previous ] [ et I [ Ok J [ Cancel
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File Edit Form List Search Sort Update Tools Options Help

Query

o Methods
Project [ Tatle| R 23

| FO I"m Project Summary Form

smianty

m  Advanced Query Builder % fis

S

StructA AND NOT StructB _ ]
N
Search Type: Enter similarty values between 0.0 to 1.0 BT

=  SQL Editor il =
o Cartridge operators

Selacter
Searching: Al

wreoMode [Defauk v
|Akornic number ~
LC50 Results Cell Line Google

LCONC. PANEL CELL

m  Substructure b
E Xa Ct st 1
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Eq u a IS Query Builder.

E t C Field Selector Term Editer
. [E samMPLEDATA_ACCORD D Field Term

[ corem
[nsc A BTRUCTURE
[ STRUCTURE
O Formula of STRUCTURE H 55
[ mal. v, of STRUCTURE add TRUCTURE
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- [] Mame of STRUCTURE
] Exact Mass of STRUCTURE
[IREGHO L
[Clcasen
[ MOLWT_STORED

Atomic charge

(Atom mass number
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(Atom hydrogen count
‘Atom unsaburation court:

HEEEE

<]

<]

[£3

Remove|

BB Los0_am
B GIso_a00 v
Select Compeser

.

o
Save Name: <none:
5S35 (STRUCTURE, <structures) De Ita

and
not (5% (STRUCTURE, <structure>)]

Expand in Viewer

] Show structures in Yiewer

Clear ] [ Open ][ Save ] [kunNuw H oK ][ Cancel
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View Results

o Navigate hit list
by Ch e m Ica | /- ChemCart - CHEMCART_ACCELRYS - Windows Internet Explorer |
Fle Edit Form List Search Sort Update Tools Options Help
St ru Ct u re : Hit List: 2 of 1305 (SAMPLEDATA_ACCORD) [Sorted) h_
Soft

: _Hg . ﬁ% @ # § % o % % @ @- Sz:lri;ti:gii"of1305(5AMPLEDATAJCC0RD)
o Tag and keep or [ v |

remove Project Summary Form

Description Fila Pipeline Pilot
& o] Protocols
0 / \ HMF MMR. jpg
@ CarplD NSC MF |[ Propetties ]l
HC excel file RawData.xls pe-n00002 " CeHeNO: St Table
H-Acceptos H-Donors LogP i |
v 3 1 03322 122.110
£, - oatn AR A R |}

File Edt Optons
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LC50 Results | ell Line Google || [ celLine nce

PANEL CELL | NLoeLlcsn | L 0 |Recnrd 2 of 1305 | Rows va. % Inh
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LNE NCI-HZ26 K ‘( l 3» ] [ }E ] l . I Ll

LNs NCI-H3ZZM 4

LNg NCkHe80 52 _
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LhS HOF-32 4 = =
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- I
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Manipulate Hit Lists

B Structure Navigator - CHEMCART_ACCELRYS
Add Itel I |S Fle Edt Optons

i CORPID: D5-000130
Cherry Pick ~ | | wra

\ Nzg |Recurd 22 of 144

Perform Boolean Operations pem i | b8

rorm Bootean Yp o k|«
Maintain List History : %
Jovd ﬁ@ A G ol

Import / Export So 10 F D r——

Save, Manage, Share Ol Bog | o Gy e

benzoic arid derivatives benzaic acid derivatives

— H i furans
J Z hits for project A = hits For project &
X o] phencls @s henols

O O0O0OoO0OaoOoao

T

. "
A ‘ § ;
W b *
History  Configuration
~
bad Access: Read Access:
. rite Access: Wit Access:
Froject A [ Count: 10 Hit Count: 384
eated By: YVONNE Created By: YUONKE
cated:  03-Apr-2007 12:05PM Created:  20-Mar-2007 10:07 AM
dified By: YUONNE Modified By: YUONKE
In Progress dified:  03-Apr-2007 12:05 PM Modfied:  O-Apr-2007 12:04 PM
Show Contenit
Execute Logic Save [ Export. ] [ Load Ta Form ]
Leads D I t
Metabolized
v
< | >
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Report

o Print forms
Create ad hoc reports

o Save / Share standard
reports
o Export to file
m CSV
m SDF
m RDF
m XDF
m Excel
m Accord for Excel
|
|
|
X

O

ISIS for Excel
JChem for Excel
ChemcCart for Excel

m Export to pivot

www.deltasoftinc.com
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Analyze & Reportz InforSense, Pipeline Pilot, Spotfire

calhost:9944 /jobs /miked /% 7B7A3D35BB-4DFF-4DD5-E648-991 BD9IBD4 7 2E% 7D 36 7-MoleculeSpreads - Windows I = |EI|£|
(&SI N |g http: fflocalhost: 3944 jobs/miked) % 767 A3035BE-4DFF-4DDS-B645-99 1 BDIB04 7 2E % 70} 367 -MoleculeSpreadsheet . htm j 2| X IGoogIe yolihs
- rro »
{:? ﬁ'ﬁ? I{éhttp:,l’,l’h:ucalhost:9944,1’j0|35,|’miknat:l,l’?-"a?B?MSDSSBB—‘IDF... | | @ - [B v [ - Iﬁ"Page - Toals -
-
Display records |1 to |25 of 100 Update | z«<First «Previous Mext> Laste==
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o F
n
o %0
H
4 NH DS5025 3877 ] 2 0
o E
ol o
|
@ Dss026 | 2140 ] 2 0
oH o O

nH N 0s5027 | 3.7 ] 2 0

LMs SCL  CoL  oOvA  LEU REM MEL CNS BRE

OH (1 DS5028 | -08820 |0 2 0
N0 e

- Delta
Done l_ l_ l_ l_ l_ l_ [%3 Local intranet HI00% v g
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Create a rich user interface & deploy
wotrldwide 1n less than 5 minutes!

Select data sources. Set friendly column Set user access.

Define joins. names.
Set picklists.

—

Draw a form with boxes,
tables, labels, and
buttons. Delta
Save publicly.

Search worldwide!
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ChemCart Informatics Solution

Web Served
Applications
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ChemCart Summary

o Web-based, configurable forms interface
m Benefit to Scientist
Ad hoc access to any research data
Sharable objects for communication (e.g. forms, hit lists)
Scientist-familiar chemical sketchers/renderers, search engines
m Benefit to IT
Minimal deployment & maintenance overhead
Rapid Application Development environment, no programming
Corporate standards (chemistry cartridge, sketcher/renderer, platform)
o Integrates with best-of-breed 3 party software for analysis and
data integration

o Provides API for customer-specific workflow implementation
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Contact Us

Yvonne C. Shimshock, Ph.D. Michael A. Dippolito
Director of Business Development President
yvonne@deltasoftinc.com miked@deltasoftinc.com
www.deltasoftinc.com www.deltasoftinc.com
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