DeltaSoft’s ChemCart

A web - based, integrated suite of applications for
Discovery Research




DeltaSoft, Inc.

Specializing in R&D Informatics since 1996

Based in New Jersey, USA

Long term ChemAxon partner o many joint customers
Commercial Software Applications

B ChemCart Suite of Products

}  Professional Services

1y All products integrated with ChemAxon
B JChem Cartridge
B Marvin sketcher / renderer
B Structure Standandizer
B Property Calculators
B Structure to Name

ChemAxon
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ChemCarApplication Modules

Reagent Chemical Compound Sample Biological Structure
Selection Synthesis Registration Handling Testing Activity
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Reagent ELN Registration Sample BioAssay Browser
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Custom for Excel
Synthesis
Request
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ChemCart - ‘Next Generation’

}  Configurable forms interface
B 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

} Facilitates Collaboration 3 CROs, joint ventures, partners
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ChemCart Reagent Inventory

} 00One Stop Shona f aor

. . Fle Edit Form Lst Search Sort Cart Commercial In-house Tools Options Help
- Hit Lisk: 21 of 53
commercial and in AE @ Kes s ouN T —
H — searching: Al Soft
house reagent sourcing Reagert Inertar |
P HEFCDO0000E53 Cy Hy C1 O
B Vendor, pricin Reagent Inventory Creramer oo, [
1 p g; CAS Number  |3%-68-4 Mol. Wt. | 140,565
supplier info CormarcnlSaurces [ sitwez ] [ s ]
. o) Supplier Catalog # Py Size Units Frice Currency Purity caone
B Locatlon, a.l I |0u nt, BAVER 16.18 o 0.00 UNE 100 ~
- EDH 10054 37 100 HL 0.00 3 59.0% 100 =
barcode info o zr3a a5 s | m | mon | sees | o
EDH 27345 48 500 HL 0.00 UKL >00% 100
Cl| BDH 27349 L3 2.5 L 0.00 TEL >09% 100
B COl | |p0un & Bott e E-HMERCK .01804, 0100 100 HL 5,36 EUR >09% 100
- E-MERCK 8.01804. 0106 100 ML .00 TINE »99% 100
‘ ategorles E_MEDCw Ni=na anon 1 1 1e 0c B oo 100 M
Chemical Name BENZOYL CHLORIDE Campound Categories | Bottle Categories ‘
B Health & Safety s Y - ——
. Supplier Comment | COFROSIVE: LACHRYMATORY: MOISTURE-SENSITIVE: TOXIC
1 Shopping Cart ; ;
"B I nte rn al In-house Sources Add ko Cark
Barcode | Supplier Catalog# LotNo | Orig Amt|Curramt |Units [Date Recd | Date Ordered | & Owiner Location Exp Date
B I 262 [LANCASTER (3317 -1 | 1000 1000 ML [L7-Hovw-Z006[3l-Jul-2006| CHEMCART U5 Lab 2 20-Jan-2015 &
Upp Ier 825146 |ALDRICH El,263-5 25 25 L |26-Jun-2007/26-Jun-2007| CHEMCART S Store 1 b
3001 [FLURA RDH-15215  |22-D4-59 100 100 ML |25-Jul-2006[25-Jul-2006) CRISTAL33 U5 Lab 2 30-Jan-2010
- 258 JANISEN 10.575.02 1-1 50 50 g 17-Now-Z006(Z25-0Tul-2006| CRISTALSS UK Store 1 z0-Jan-2015
} raC Ott e Isto ry 250 [JANSSEN 0. 575.02 1-1 H H G L7 Wov-2006[25-Jul 2006 CRISTAL33 UE Store L Z0-Jan-2015
3004 ACROS L0575-0010 8-1-77 1 1 L 25-Jul-200625-0ul-2006| CRISTAL33 US Lab 2 15-Mar-2009 | |
from Cradle to rave 3005 [ACROS 10575-0010 | 8-1-77 1 1 L [25-Jul 200625 Jul 2006| CRISTAL33 U3 Lab 2 15-Mar-2009 o
3006 ACROZ L0575-0010 8-1-77 1 1 L 25-Tul-2006(25-Tul-2006| CRISTALI3 U3 Store 2 15-Mar-2003
260 JACROS L0575-0010 1-1 1 1 L |17 Nov- 200825 Jul 2006| CRISTAL33 UK Stoze 1 20-Tan-2015 -
}  Link to Purchasing
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ChemCart ELN

}

}

Record experiments

B Reaction, reagents,
products,

B Text, images,
documents & files

Auto calculations
B limiting reagent

B mmol, vol, theo yield, %
yield

Quick Pick reagents or
text

Duplicate pages

Lock experiment & audit
changes

Print notebook pages
Query own ELN or all

Link to Registration,
Inventory
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ChemCart Custom Synthesis

}  Request custom synthesis,
internal or external [ e et S ke o e s —
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ChemcCart Registration

Compound, Lot, Sample

} Fie Edt Form List Search Sort Updabe Tooks Oplions Help
B Duplicate structure checking bl LILILASER LR LI ST -
B Setrequired / optional fields Srwcans P
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vocabulary cj/J
. Conp I DS 1000007 Profect PROJECT1
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Sall Forin MO Sat L) Ml Weight 17724 (P ifcation Mathod | Cry=talizaton
B Forms el |2ea 1 WA wihsan | 177 24 Weing Pown (T} 1?cun
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ChemCart BioAssay

} Biological Data entry e £t Fom U Seath S0t Ui ok s 70

) . AEE @ K<2>M oSS & ﬁg;ﬁ:mw .
B Associate test results with Tottunds
reglstered Samples Corp 1D D5-5615 Biological Test Results

Lot 431

B Single point entry e

|esaim Type [Ouabfier |Result Volue  [Unis | Date Crested | Entered By
A0A8 (51 = 05 1]

CyioTox cT-1 71-Apr-2008 | CHEMCART | &

h I d f I CyinTa CT2 | 1 | 152 | 34 D38 | ICS0 | = | D4 | uM | 21-Agr3DD8 | CHEMCART
B Batc oa rom Exce ’ teXt itaTex [ MT-1 |1 | &3 | &8 | MTL | ECSO | = | 14 | uM | 21-Apr3003 | CHEMCART
1 Enz Ei 1 66 14 CEM ICE0 = 10 M 21-5pr-2008 | CHEMCART
fl|eS, etC r::,mm:z Ef | S CEM | B0 | = | i | |L:M '71.:.p:.9nnﬂ | CHEMCART
Enzyme E2 | 1 | 17 |37 | CEM | B0 | = | BE | uM | 21-Apr-2008 | CHEMCART

B Configurable pick lists
}  Load image results
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B Batch load s | &, vy
1 Attach supporting o | B, C

documents
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ChemCart Structure Activity Browser

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

documents, files, and images e o (st e S Upde ok po 1ol -
. . MAEE ® K< > o & @ ﬁ:m N

}  Run multiple queries e

simultaneously with each having | Project Summary Form

different search criteria e [ = T = ]
} Build customizable forms, or use ¢ T

pre - defined forms to view results T Lo e

T o | o e | e o T e

1 Search by substructure, similarity, e e .-

exact, and more TR - ]
}  Generate custom report printouts P s e | I S
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1 Extensive result list handling e — 2 = |

[T | cowoze | a1z B o onen il ik
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nemcCant web applica'ti’orL.

Reagent Chemical \Compound Sample Biological
Selection Synthesis Registration Handling Testing
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Select Data Sources Set friendly column names.  Set user access
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ChemCart Form Designer

BOXGS " ChemCart - CHEMCART _ACCELRYS - Windows Internet Explorer
Fle Edt Form List Search Sort Update Tools Options Help

Tables (' hRODHBEm ¥Dh oA \ o ‘@v S‘hgmi m
Labels Project ‘Euﬁl

BUttonS — Pipeline Pilot
M u Itl ple SheEtS DESCRIPT 7@ SAN‘I:PLEDATA_AC-COR-D smocm’

. r L - [] CORPID Label
nsc Content
Field selector

Project Summary Form

Font
- - [[] Formula of STRUCTURE Foreground [ ™ W
Calc fields L smugnee ) O csmene icans [ June [ e |
-+ [[] Compasition of STRUCTURE Aligment TOP LEFT

[ Marme of STRUCTURE Data

Fonts, colors - DlecatHassof STUCTURE | Al piain 72

L VS L S S S G e

REGMO
g Foreground . Black
B i LC50 Results ‘[ Cell Ling Google ” |[ Cell Lire NCET ]l [Jcas R Backgrourd |:| whits
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PANEL CELL HLOGLCS0 LCONC D il (4 + 511 OFf
. irtual
fo rm atl n PANEL CELL HNLOGLESO LCONC . E 1050 A0 Alignment BOTTOM
-E G1s0_A00 Line Format Display on single line
B Tal_aon Is Data HTML False b T
. Serollin IF Heeded
B HTS_A00 E]
- @ H1_SPECTRA Precision Mo Limit
E C13_sPECTRA Helper Program <none>
- 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

1 Methods
Froject | Taple | a0 263
B FOI’m Project Summary Form

smianty
ipeline Pilot

B Advanced Query Builder

S

9 StructA AND NOT StructB L =
N
Search Type: Enter similarity values between 0.0 to 1.0 BT

1 Strusture ENC
B SQL Editor e Z=n
}  Cartridge operators

D
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Searching: Al
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Ao valence
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B Similarity
B Equals
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[£3
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[Clcasen
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Remove|
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B GIso_a00 v
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.

e
Save Name: <none:

$33 (STRUCTURE, <structure>)
and
not (5% (STRUCTURE, <structure>)]

Gor ] [ owen ][ 3w ] [Fonvow [ %[ cand Delta Soft InC.

Expand in Viewer

] Show structures in Yiewer




iew Results

Navigate hit list
by Chemlcal /- ChemCart - CHEMCART_ACCELRYS - Windows Internet Explorer

Structu re Fle Edit Form List Search Sort Update Tools Options Help
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Manipulate Hit Lists

Add It B Structure Navigator - CHEMCART_ACCELRYS
el I IS Fle Edit Options

C h er ry P I C k [corpm: ps-a00120 ‘
—
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8@ o | | ww v
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R phencls @pn henols

History  Configuration
L
F'mj ecth Read Access: Read Access:
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Report

Print forms
Create ad hoc reports

Save / Share standard
reports
Export to file
A CSV
A SDF
A RDF
A XDF
A Excel
A Accord for Excel
A ISIS for Excel
A JChem for Excel
A ChemCart for Excel

A Export to pivot
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Analyze & RepOI‘t: Pipeline Pilot, Spotfire
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