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@ What's Available Online?
Laamiens Overview

¢ Internet
e I-Lab on the Internet
e Live update
e Tech support Live help

¢ Intranet
e [-Lab

e Structure-spectrum verification using I-
Lab

e Web Librarian
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¢ Internet
e I-Lab on the Internet
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e Tech support Live help

¢ Intranet
e [-Lab

e Structure-spectrum verification using I-
Lab

e Web Librarian

Structured

Solutions Spectroscopy ¢ Chromatography ¢« PhysChem « Naming « Drawing and Databasing « Enterprise Solutions



What Is I-Lab?
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Development

¢+ The Interactive Laboratory
e Delivering ACD/Labs predictions
o CNMR, HNMR, FNMR, PNMR, NNMR
o IUPAC Name, CAS/Index Name, NTS
o BP, LogP, pKa, LogD Aq Solubility
e Providing access to non spectral databases
o NMR DB

o PhysChem DB

Via a Web Architecture

e
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I-Lab via ChemSketch
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I-Lab Online
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What's Available Online?
Overview

¢ Internet
e I-Lab on the Internet
e Live product updates
e Tech support Live help

+ Intranet
e I-Lab
e Structure-spectrum verification using
I-Lab
e Web Librarian
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@ Online Updates
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+ New Application for online Updates available
since April 2002

+ WUK delivered to those under maintenance

¢+ Automatic Download and Install
e All new bug fixes and improvements
e File format enhancements
e Ability to restore original
¢+ Password and Security Protection
+ Verification and Logging of Updates

¢ Automated version control

Structured

Solutions Spectroscopy ¢ Chromatography « PhysChem « Naming « Drawing and Databasing * Enterprise Solutions



€5 Online Update Utility
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@ What's Available Online?
taans Overview

¢ Internet
e I-Lab on the Internet
e Live update
e Tech support Live help

+ Intranet
e I-Lab
e Structure-spectrum verification using
I-Lab
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@ I-Lab for Intranets
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+ “It's a nightmare to deploy all that software on
everyone’s desktop who needs it”

o Inventory the hardware;
o Inventory the computer resources for each machine;
o Install the software on each computer;

o Make sure network installations don't cause too much network
traffic; and

o Re-install for every update.

+ The cost of deployment and maintenance can be a significant
financial burden itself.

+ I-Lab on Intranet offers an equivalent
accuracy for less money than the
standard Windows interface
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é vvvvv d I-Lab Architecture

¢+ The I-Lab Prediction Platform is server
technology serving up the predictions and

providing the transaction handling and
integration technology

¢+ ACD/Labs prediction engines sit on the
platform technology

¢+ The user interface can be
- ACD/Chemsketch
- ACD plug-ins on IE or Netscape

- ACD/ Active-X module used in some
customized user interface
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Starting I-Lab from ChemSketch
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Starting I-Lab from your
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Structure Drawing Applet
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Ci MolX Control

Chemistry
Development

Structure
To erter & new structure or
edit the entered one double-
click on the box balow
NHz
Your browser window is divided into three pars.
Wz
— e Top par contains file operations menu and a list of I-Lab se
& Middle part is used to input additional parameters for calcul
HO ¢ Bottomn part is called Account Frame. It contains your accoul

values are shown in red. Ifthis frame is absent, that means

‘ The Structure Drawing Applet occupies a separate window. Click on

¥ the Mol X control Before you request an |-Lab service, the Structure Drawing Applet mL
A f does not work properly Menu Frame to input existing MOL or ChemDraw file into the applet.
proceed to troubleshooting
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ACD I-Lab Archifecture

I-Lalb ENGINES

I-Lab Transaction
server



ACD [-Lab Architecture

-Lab ENGINES

Log P & DB

oz B <
Log D

Solubility & DB NMF

BR/FP/VP HNMR Predictor
Search HNMR DB
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Search CNMR DB i
APNMR Pregiator . 20CTION
tr| Search PNMR DB )
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~{Search FNMR DB -
NNMR Predictor
Search NNMRB DB




ACD [-Lab Architecture

-Lab ENGINES

Log P & D8
pKa & DB

Log
Solubility & DB
BP/FP/VP

I-Lab Transaction
server

pKa
Search pKa DB

LogP

Search LogP DB

LogD
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Boiling Port/V apor Pressure
Molar Refractivity

Molar Volume




ACD [-Lab Architecture

-Lab ENGINES

Log P & DB NMH
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:§ I-Lab Request - NMR
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CALCULATE ]

HNMR Options
Frequency, MHz I40[]

System training
(« Mot Use User DB
(" Use System Training descripuons

HNMR User Database(s)
[~ ACD Demo UDB
[T Example UDB

-
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User DB Description

a User Database Descriptions - Microsoft Internet Explorer - I O I x |
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Content

To viewr details of the User Database click on corresponding database name.

& LogP example UDB
® LogD example UDB
& Example UDB (pKa)

User Training Database details

¢ LogP example UDB

Built Date:
Built By ACD Inc.
Description: Sample databases, contains one molecule for testing physchem

prediction using training system.

¢ LogD example UDB

Built Date:
Built By ACD Inc.
Description: Sample databases, contains one molecule for testing physchem

prediction using training system.

& Example UDB (pKa)

Built Date:
Built By ACD Inc.
Description: Sample databases, contains one molecule for testing physchem

prediction using training system. 1

=
. 8 |@] Terming ’_ ’_ ’_ 1_'3_{' Intranet local 4
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I-Lab Result - H1 NMR Prediction
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T1 ACD/HNMR Spectrum Yiewer - [D:Other,acd.HSP] -2 x|
File Tools Show Scale Options  ACDfLabs  Help

R -H |50 | [serfzer | pe mH T F—nnE—sdE—=d

Advanced 5_@@&&##_&4—;& |||_“ﬁ|.,_|;“;.m|_|2 _LJg___JJ_;:j‘E,J,
Chemistry | =
Development

151

10

I:ID ||||||||||||||||||||||||||||||||||||||-'-||||||||||| ||||||||||||||| ||| |T||||||||| TTT ||||||||| |||||||||||||||||||||||

11 10 | g T

G 3 4 3 2 1 0 Gl
| 400 MHz [ 0100Hz | 75lnes |

Chemsk, | Spectrurm |

You can view the NMR spectrum predicted using
Aiiidar I-Lab with a Windows-based spectrum viewer
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Workflow Scenario Using
ACD/Labs Software

10 Spectroscopists are using some modules
of SpecManager to make assignments, and/or
enriching training databases

20 Chemists are making compounds, running
NMRs, and creating NMR Predictor training
databases

The rest of the organization periodically
needs access to NMR information, in addition
to other unmeasured structures or access to
a simple verification

For those, a deployment of I-Lab
Intranet is the best choice

Spectroscopy * Chromatography « PhysChem « Naming ¢ Drawing and Databasing * Enterprise Solutions



é&gﬁ? I-Lab vs Standard Windows

Advanced

cnemisery ¢ EQSy Deployment:

Development ° 9 I_Lab

+ 100% of the functionality
e > Standard Windows

¢+ More intuitive interface
e >I-Lab
+ Pricing for large deployment
e >I-Lab
¢+ Easy upgrade
e > [-Llab
¢+ Concurrent network
e > Standard Windows
+ No capability to build a user database and

train the program but only using Corporate
User training DB

e > J-Lab
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What's Available Online?
Overview

¢ Internet
e I-Lab on the Internet
e Live update
e Tech support Live help

¢ Intranet
e [-Lab

e Structure-spectrum verification using
I-Lab

e Web Librarian
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@ NEW: NMR Verification through
Eemteiey I-Lab

+ Manual, spectrum-by-spectrum
|nterpretat|on is the traditional way

¢+ Use prediction software to predict
compound-by-compound, and compare
against experimental is faster using
ACD/NMR Processor or Manager and H or C
NMR Predictor

+ Now easy do deploy using H or CNMR
Prediction under I-Lab
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Auto-Assignment
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@ What's Available Online?
enemizien Overview

Development

+ Internet
e I-Lab on the Internet
e Live update
e Chromatographic application database on the Web
e Tech support Live help

¢ Intranet
e I-Lab
e Structure-spectrum verification using I-Lab
e Web Librarian
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Review of Workflow Using
Cuomisiry ACD/Labs NMR Software

Development

T ACD/HNMR DB: Database Window - [D:\ACD70A\EXAMPLESYHNMRAACDD EMO.-HUD]

Database View Structure Search Lists Table Training Options ACDfLabs  Help

Intemal [User £t @b @b |G| 40 44 bbb b, |, & | (F Q| e

Atom Mo | Chemical Shift (ppm) | Calculated =E B
1 1132 11 57+0.00 ~
7 7.48 727000
a 7.38 7.2310.00
10 81 7.31:0.00
14 130 13.34:0.00
7 45 4312000
18 14 1.28+0.00
~
< >
dst No. | 2nel Mo, (] Coupling Constant (Hz) =]
7 1 219,319 ~
7 a 225
10 a a0
17 17 -10.92.-10.52
18 17 708
18 18 5.74.13.06 ~
< >

FCF: 27.87 (+/-1.00)

A
BP (C) at 760 muHg: 471.27 (+/-45.00)
CAS Name: 3-guinolinecarboxylic acid, 7-chloro-1,Z-dihydro-4-hydroxy-Z-oxo-, ethyl ester
TUPAC Name: ethyl 7-chloro-4-hydroxy-2-oxo-1,2-dihydro-3-quinolinecarboxylate B
£ b
10:1 &1/36 0 BI3E Last Updated: 10/09/2001 16:49 Exclude from Calculations Single DB
ChemSk Spectrum History Database

¢ Databases of chemical shift information are

being created to train the CNMR, HNMR
predictions
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Review of Workflow Using
Caamiery ACD/Labs NMR Software

Development

B ACD/SpecDB: Database Window - [D: \ACD7O\EXAMPLESASP ECMANY DNMRINMRDEMO.ND5]
Database Edit iew Record Search Lists Plates Options ACDfLabs Help
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Original Points Count: 16384
Points Count: 16354

Solwvent: CHLOROFORM-Dv

Spectrun Dffset (Hz): 1377.9711

Sweep Width (Hz): 6024.10

A A A M Ay B s LA A LA L LA e MR AR AR R AR
14 12 10 & & 4 z i 2 y o 2

- User Data )
O ~
| F: 160. 1678

Formula: CoH)z04
Name: Butylmalonic acid

HB(: (:)H MP: 105-107

Merck Index: 11,1574

<End of List>

O = OH
o1 A28 B: 23 1H Single DB 32002003 6:21 PM

ChemSk | Processor | iewer ‘ Diatabase ‘

¢ Databases of SPECTRA are created and
shared with ACD/NMR Manager (1D and

2D)
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Other Types of ACD/Labs Databases
Your Company Might Be Creating

+ MS Manager

+ UV-IR Manager

¢ ChromManager

¢+ CurveManager

¢+ ChemFolder

¢+ LogP user database
¢+ pKa user database

~ Islands of isolated information that can be
' leveraged by other groups in your
Structured organization?
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ACD /Web Librarian

¢+ Design Objectives

To provide web-based access to analytical
databases built inside SpecManager SQL on
ORACLE, and CNMR/HNMR ‘training” databases

To ease deployment across an organization

To reduce significantly the cost of deployment for
spectral DB viewing and searching

To provide DOWNLOAD access of spectra and
structures to ACD/Labs desktop tools for “power
users”

To provide a tool which can be integrated to already
existing enterprise solutions
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Visualization of all Associated
Information

Development
; http: / facdlabd_acdlabz ru:-8100/webLibrarian/index_html - Microzoft Internet Explorer
File  Edit “iew Favoites Toaols  Help |
oy = M ¥
.2 D AL I R E B |
Back Farsand Stop Fefrezh  Home Search  Fawvorites  Hiztom b ail Frirt Elit Dizcugz  Copernic
Address 2:]http:Hacdlabﬂ.acdlabs.ru:s'lDDMebLibrarianfindEH.hlml j @GD Links *
/ @ Tree fl W Databasei}ﬂ SearchRecords\
SR AAdpr I b, 4> )%, 84 2 7 @& Recordi:2 2867
|1H@ | Spectrurn Parameters 7
. d ' Acguisition Time (sec):1.0908 =
comment. Hampe
Assigned Spectrum Hamee e ctrum
Date:hay 51
Freguency (MHz); 400.17 Parameters
Mucleus:1H
L i Mumber of Transients: 128
. . Criginal Paoints Count: 8192
10 a g q 2 a -2 -4 -B Faints Count: 8192 Ll
7 | User Data 40 44 b b Plate1 5/9
0 0 P 239.3108 oD
I I Forrmula: C, H. Mo, A1l A2 A3 A4 A5 A6
i Dark Regions: 2.1..3.8(*) L B B N N N B
Structure 4 Bt B2 B3 Bi BS BO
I oo
CH, e
: & P| m »
User defined data |® Plate mode \
1 |
. : e Internet
Structured & [ [ [ I®
solutions
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Viewing Various Tables

Advanced

Chemistry 3 http: //acdlab9. acdlabs._ru: 8100w ebLibrarian/index. html - Microzoft Internet Explorer
Development File  Edt “iew Faworites Tools  Help |
-5 PDHAAES DSE- DS
Address [&] hitp: //acdlabd. acdlabs.ne 8100w ebLibrariandindes. himl ~| ©Go | Links
/ P Tree y ] Database\(ﬁ SearchRecords\
S AP b b, b 2], 00 R T DT v RecordID:1 1736
4]
1H _.|g TeblootRasks— =
Spectrum Farameters =
E Table of Annotations —
Ho. (ppm){Hz ; irea *LF *Functi
LD {ppm| Table of Assignments
1 000 0.0 5 T.ﬁljhz- of Feaks B
2 154 4833 - |Table of Integrals Cor
3 162 4876 - |Table of Multiplets Cor
4 163 4905 - - 00200 C T T
§ 167 5012 - - 0.0300- ! T
6 175 5262 - - 1.0000- ! T ]
. 7 176 5285 - - 0.7318- ! T
. : : : T 1t~ |& 187 s815- - 02117- ! T v
10 5 0 5| | | B
7 —15 —
User Data
Mame:Adamantane
MP:209-212 (sublimes), 268 (sealed tube)
Merck Index: 11,140
ACIVCombi result 0 58636
|g‘] ’_’_I_lﬂ Internet g
Structured
solutions
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Structure Searching
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<3 Draw a Structure - Microsoft Internet Explorer

R VI E EN EN 2 B2 ERT RV 2]

| ¥

2

G |
]
[ ] oH
N
0
= MH2
L P HO
= 5 | I -
Similarity Coeflicient*:| Tanimoto Coefficient j

Minirmum Coefficient®: |0

ﬂ W OK X Cancel

Structured
Solutions . . : . .
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Searching the Databases

Chemistry

Development
|@ ACD/Web Librarian™ - Microsoft Internet Explorer u@]
File Edit View Favorites  Tools  Help "
Q) Back ~ = & S [T &h P search “Favorices @ Media &2 - = y.
Address @j httpffwll, acdlabs, comfwebLibrarianfinde:., html v a GO Links **
(}:7 / % Explore \{ il Databases Y |48 Search Records \ @ [if
~H Y M 7
Multiple Database Search: () Current Database Search: (&)
Analytical Data Type: | HPLC V Search Peaks: I
Record Mote:
Formula fexample: 10 CIET-100 F{0y M)y C27 HA6 O Exact: []
Farmula Weight (example: 1203 or 20,50y 380,387
Structure Search: | Exact Structure v Show Structure:
Spectrum Parameters
. ~ i
= =
User Data
n
E‘ trll ':: tu I'E"i,i &] Dare & Internet
Solutions
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Multiple DB Searching

<} ACD/Web Librarian™ - Microsoft Internet Explores

File  Edit iew Favorites Toole  Help

-2 QA B E-SE-EFS

Addrezz @ hittp: /¢ acdb36. crm. maw. su: 3100 AW ebLibraniandindes:. htrl

Go | Links

/ B Tree \( W DatabaseYﬂ SearchRecords\

8 Multiple Search Results - Microsoft Internet Explorer

Database Total Records Humber of Hits
webdb'data'Digital.cfd 1340 2
webhdb'datanmrdemo1.nd5 g6 7 I
fiwehdbdata'Poppy.cfd 345 4
'wehdb'data'EXample.ndb 28 1

3 [ [EWrojectsivweb DB atawdict.cid i

4 [T |E\ProjectstWehDBEDatalrwis.ndb .

Execute Multiple Databases Search r

0K X Cancel

Eil]efin S — o
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After Searching Multiple DBs

‘acdlab9.acdlabs.ru:8100,/WebLibrarian/index.html - Microsoft Internet Explorer

File Edit View Favarites Tools Help

L8l
=

GBack ~ = - () at | Qsearch [ Favorites @fMeda ¢4 | By St D

Address I@ http:/}acdlabs, acdlabs, ru & 100fwebLlibrarianfinde:, html

| @G |Links 2

f P Tree y i@ Database \{M SearchRecor‘ds\\

Record ID: 1

1/46

I
LVIR @ |View Mulkiple DBs Search resulks window|

trurm Pararnet

ers

Ahzorbance
(o8] o)

T e e e T e e e e e e
240 320 400 430 560 E40 F20 ann gan

Comment:13:46:14 98502126
Date: 00J00/00 00:00:00
Technigue: LW-Visihle
Spectral Region: LV-Vis-NIR
W Axis:Wavelength (nanometers)
Y Axis Absarbance
Spectrum Range:190.0000 - 900.0000
Points Count: 711

Wawelzngth (nm) Data Spacing:1.0000 |
@ Record Note
]
N
B /kl'a)\cm
o—f=0
w |
[u]
User Data
Fiy:473.4348
Farmula: G, HygMoMNad 5
Title:Acid Blue 40/ Alizarin Direct Blue A2G
SolventWater
Cancentration:61.8 mg /L
YWavelength Range: 900-190 nm
BF:cannot calculate
SimCoeff. 0127
|@ Wiew Multiple DBs Search results window ’_ l_’_ |Q Internet

Sston] | () € 5 Dol || Brd M| st Fin] 5a] ve | €

| &) B Eh [RELEAIBELEOSLAME wam
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Email Record Link

Development - http:/ /acdlab9.acdlabs.ru:8100,/WebLibrarian/index.html - Micros

-

File Edit View Favorites Tools Help

wback - = - (@ 2] & Qoearch GaFavoritss Pveda % B S = EH B
Address I@ http:facdlabd, acdlabs, ru: 8100 WebLibrarianfindes:. html

/ B Tree y ﬁ Database\{ﬁ Search Records\

ST A4Db I b, db 2] # 2 T & B[ Record:1 146
VIR I Spectrum Parameters j

| % Untitled - Message (Rich Text) =1of x| =l

JEiIe Edit View Insert Format Tools Actions Help

x| P |Links »

B3

Ez | arial v10vé|31g|§§_. = 1=

i1 o @& 0@ me 3] Hosm. | @. eters)
h

Ll

Subject: I
http:/facdlabd. acdlabs. ru:8100AYebLibrariandindex. html?connect_to=fwebdb\datawwis. ndS&layout=specmandllérec_id=1 ;I

I = User Data

Fi:473.4348
Farmula: G H,  NaMNa0gs
Title:Acid Blue 404 Alizatin Direct Blue A2G
SolventWater
Concentration:61.8 mg /L
Wiavelength Range:300-180 nm
BF:cannot calculate
SimCoeff. 0127

s 1
i F i |@ mailto: *hody=http://acdlab. acdlabs.ru:& 100/ Weblibr arianindex. htmizconnect_to=F:\webdbidataluwvis ndSadayvout=specmandliirec_id | l_ l_ l_ |0 Inkernet

Wstort|| | @ 5 DR @ || B Mp sar] @) S| e @ 1a] @] Enf[ov. [ RELTEACSLEOS L DB wsa
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Download Data
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[

T=thni
- Choose the Data Format - Microsoft Intern - IDIEI]HE!
.
by
_ _ Fa
@ Fress onicon to get the spectrum in ESP format. L 0
W
— @ Fress onicon to get the spectrum in JCAMP format.
T
0
Nawve
@ Fress onicon to get the spectrum in ASCH format.
W
&
Title:,

[ o TS PR B |

Structured
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Download Spectrum

. it *I =R

== ]

Phase Carr.| BLine Corr. | Arithmetic |PeakPicking | Integration Reference|Annotat|on|Assignment
Organizer ... Phaze Urine WITHOUT FT | ur_phasel | Mugenesis Restore |Elasic H1 | basic_C13 | Basic_H1_manusl_phase_and assignmert | excel peaks | E-mail |
Minduw 1,
49.2 4
486
0
S
?5\“_’_37\
CH; i o
\/‘\l/u oH =
1] -
i | | | p -%H3 454
11/ ‘HJ'/ \2/ Tl
1|n s| E 1|3 495
o L
zoz/ T 28.4 4
7T R 318 r23.3
782 4 725 344 F233
755 720 347 1958
15534 1293 89.2 1 GBa 355 [r"”
|'124-7" |— 405 k481
1
372
2129 1885 1
1 17004 1004 .
1027 :
TS
———V—"———fFr+——+—+—fJ T T T T T T T T T T T T
200 150 100 a0 u]
| specs-293374_47748976(1] esp | SPECTRUM [13C |dhactiexvamplesi3s esp

ChemSkl Spectum | Qatabasel CgmbiNMRl Search | Mixture Search |

- Hzlmsl

Rstrt|| () @ 5 @@ || | 6] Bp| £18] Enl[iza G| @] oo |

@&%!ﬂ(ﬂ-%&@?&& BEAME 1137 am
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Report Generation

Advanced
; Choosze the Report Contentz - Microzoft Internet Explorer

Chemistry
Development Ll

CHECK THE ITEMS YOUWISH TO INCLUDE IN THE REPORT

W DK X Cancel

mManufacturer:varian Chrompack International B
Faw 31-118-F13-81A (in The klatharland<

; Choose the report format - Microsoft Inkte ;IEIEI -

E Press onicon to get the report in MS YWard format.

Press onicon to get the report in PDF format.

HAC CH, AN
— Q
N/ \ \‘\SQ I_ Structure
\o/\“NH/“:\ hd
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Report Generation

LTEI RecReport3-575626_1015937698[1]. doc - Microzoft Word
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JEiIe Edit Wiew Insert Format Tools Table Window Help |

0 E@lo- o |BD= 8|/
JNormaI ~ Times Mew Roman = 14 = FI u |§ =E=EE =

f:'wehdh'data\Appl DB.nd5 Record ID: 1

User Data
Arufactimer TWarisn Chrotrpack Btemational BUW.
Fax 21-118-613-815 (m The Hetherlinds)
Tecirwology LC

Wed site of verudon i Aaamar rarianne cornlchrorrpack
Colipn pH min 2 5

Clalumn pH wax

o’

NH\\

He CH, T
ik
o

~ ..

[Page 1 Sec 1 Yz (a7 n1 Coll  [REC [fRX BT [2VR [Englsh{U.s 4
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ACD/Web Librarian
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+ A Thin-Client view of SpecManager (SQL)
+ Fully searchable by usual ACD/Labs methods

+ Ideal method by which to make enterprise reference
databases accessible across the company

+ Distribute ORACLE-based data via the web to analysts
for downloading (comparison, reporting etc.)

+ Full reporting capabilities

Flexible, easy to maintain, easy to
deploy!
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What's Available Online?
Overview

¢ Internet
e [-Lab on the Internet
e Live update
e Tech support Live help

¢ Intranet
e I-Lab
e Structure-spectrum verification using I-Lab
e Web Librarian

+ Extending the Technology to
Enterprise Deployment (some
examples)

Structured
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€S, Enterprise-Wide Integration

Advanced
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Development

¢ QOut-of-the-box ACD/Labs Tools
e I-Lab (Intranet)
e Web Librarian
e MS-Windows® Platform

¢+ ACD/Labs tools for integration
e ActiveX Components
e API

e Batch programs for integration to registration
systems or webifying

e ACD/DLLs

+ Integration directly managed and
commercially proposed by ACD/Labs:
MDL/ISIS Draw, Base and Host integration

Structured
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Conclusion

¢ Our Web Site is an incredible source
of regularly updated informations

» We developped a lot of capabilities to
be used on line
e [-Lab
e Updater
e Access to support

+ Most of this tools are usable on your
Intranet for larger deployment
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