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DeltaSoft, Inc.

o Research systems consulting company since 1996

e Specialize in Discovery Informatics
e Solution focused software applications

_ Custom solutions and services
- Multi-vendor integrated solutions

- ‘Out-of-the-Box” solutions
e ChemCart
e DeltaBook
e CRISTAL
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DayBook Basics

e Built on DeltaSoft’'s ChemCart technology
- Out-of-the-Box interface to data cartridges
- Web based
- Flexible forms interface
- Search, View, Update chemical structures, data, images
- List management
- Platform independent
- Data model independent
e Developed in collaboration with Medicinal Chemists

e Uses Daylight’s DayCart for chemistry support
- Commercially available DayCart notebook
e Customizable
- API
- Link to Chemical Registration
- Link to Chemical Reagent Inventory
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DayBook Architecture
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Preparation of Acetylsalicylic Acid (Aspirin)
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Experimental Procedure

Atesttube containing 0.135 g of salicylic acid was placed in a
water bath held at90°C. One diop of 85% phosphoric acid was
added from a plastic dropper. followed by 0.3 mL of acetic
anhydride. The reactants were mixed tharoughly. then heated at
00°C. After the Gontents of the test tube were dissolved and colorless,
the test tube was removed from the hotwater, There was added 0.2
mL of distilled water with the syringe to decompose the excess ace....
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Design Notebook Page (Boxes, Tables,Labels,Buttons,Sheets)
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Create Notebook entry

File Edit Form  List Search Sort Update Tools  Options  Help

Hit List: 1 of 1
b g4 B B2 2 > M =& & Seloctedt 1 o a
Searching: Al Soft
DayEiu:u:nkl
Synthesis ofAspirin Scientist  Joe Chermist NB# D524 | Meswy Reaction I | Calculate I
Reaction Date Page# | Register I | Yiewm ERestre I
Eeagents
D| Stuwruwe |LR| MW [ MF | ActMW| Equiv] mM| ActMass| d | ol| Auto | Theo Mass|
oy oy a ™ v [ 13542 | CrHeDa kY
""?‘A,L\ - “‘1’; " "’E
" \lrp CHy CHy
10200 | CaHeDa ks
0= ™o
Temp ISoIvent
ACETOME LI
DIMETHYL SULFOXIDE Producis
_ o ID| Stoutre | MW | MF | ActMW |Equiv] mM | Act Mass| Theo Mass| % Vield |
Experimental Procedure =
° 180,16 | CoHaOs
o D\lrn-,
CH,
A 60.05 CzHqO
Lit Ref o " OH
[

" Reaction | 1H MR | 13C iR | 1R |

www.deltasoftinc.com

Soft



DayBook Features

e Electronically record all aspects of chemical synthesis

- reaction, reagents, products, experimental detail (including
images)

- enter reaction; reagents and products are generated with
cartridge calculation of MF and MW

e Auto limiting reagent
e Auto calculations
- mmol, vol, theooretical yield, % yield
o Duplicate notebook pages for similar reactions
o Use Picklists to add corporate standard terms
e Use Quick Pick to add reagents or text
e Save drafts, update notebook pages, publish to database
o Batch file upload (.csv, .sdf, .rdf, binary files)

- field mapper Delta
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Search Notebook (Form or Advanced Query Builder)
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View Search Results (Form or Structure Navigator)
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Manipulate Hit Lists

e Add
e Remove
e Perform operations (AND, OR, NOT, XOR)

e Share
- Public

- Private
- Role

e Save & Manage
- For All DayBook Objects

e Forms

e Search Criteria

o Hit Lists

e Sort Criteria

e Print Layouts Delta
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Export

www.deltasoftinc.com

* Forms
e Lists
* Files
e« CSV
* SDFile
* RDFile
* XDFile
e ISIS for Excel

* Accord forExcel
* Copy/Copy As Image
* Save as Rxnfile/ Molfile
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Generate Reports
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Optional Integrations

* Accelrys Accord for Excel

IBM InsightLink

IBM DiscoveryLink (Information Integrator)
InforSense KDE

MDL ISIS for Excel
Spotfire DecisionSite
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Integration with Spotfire

© Spotfire DecisionSite 7.2
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Analyze data in KDE workflow
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DayBook Summary

e An interface to research experiments using DayCart cartridge
- Web based
- Configurable forms

- Ul designed for scientists
e Auto calculate
e Picklists
e Quick Picks
e Duplicate reactions
e Searching by Form or Advanced
o Customize

- Buttons
e Link to other systems
- Internal (Registration, Inventory)

_ 3rd t
party Delta
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