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soluzioni informatiche

¥ Services

» REACH
« Consulting activities

Advanced
themlistry
Development

5-IN Soluzioni Informatiche is an ltalian company that supplies customised
computer-assisted solutions in chemistry-related framewaorks.

People and expertise; these are the major strengths of 5-IN Soluzioni
Informatiche, a company which is based on scientific preparation and vocation
to innovation of our professionals. The structure and the organization of aur
company take great advantage of knowledge sharing and highly-gualified
staff with more than 10 years of experience.

SCH RéDI NG ER Our competent professionals are capable of providing custom solutions

making use of different methodological approaches and diverse |T tools. By ~

[ subscrive |

06/10/2010 Sisvolgera a Vienna dal 6 al 8 Ottobre il 10th Annual
Schrodinger European User Group Meeting

We are pleased to announce the 10th Annual Schrodinger European User Group Meeting, to be held in
Vienna, Austria, on October 6-8, 2010,

@ UMETRICS

21/04/2010 S-IN and KNIME sign exclusive distributor agreement for
KNIME.com enterprise products in Italy

KNIME.com [www.KNIME.com), the company behind KNIME, the comprehensive open-source data integration

and analytics platform, announced today that it has signed an exclusive distribution agreement for Italy with
_ 5-IN Seluzioni Informatiche.

17/03/2010 9th Edition Wiley Registry Now Available for ACD/MS Manager

Toronto, Canada (February 26, 2010)—ACD/Labs is pleased to offer the combined 9th edition of the Wiley
Registry of Mass Spectral Data with NIST 2008. The 9th edition of the Wiley Registry is available in an
ACD/Labs compatible format. As a result, ACD/MS Manager can be used as a tool to navigate the Registry for

oORACLE searching and comparison when unknown compounds need to be identified, or known compounds confirmed.
PARTMER




SN Context
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o Support of different kind of Chemists.
— Synthesis
— Drug design

» Dealing with strange and hard-to-handle Entities: Chemical Structure and
Analytical Spectra

e Something you really need but it is very far from your every day job
— Strictly connected to IT arguments

— Strictly connected to:
o Data Safety
« Data Confidentiality

 Type and offer of those products is very high and differentiate: difficult to
choose.
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* Files
— Simply organized in Fields and Records.

« Hyerarchical database
— A level of abstraction is inserted: the birth of Tables and Relations.
— Tables are related one to each other.
— A table can only have one parent.
— This imply the existance of a ROOT table.

 Relational database
— A more advanced level of abstraction is introduced.

— Tables are related one to each other in many different ways (Relations,
Bussiness Rules).
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Background

* Hyerarchical: only one “parent”

EXPERIMENTS
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» Relational: all the possibilities

YALLE_ID
Company_number
e Reley
ACD_LOGP_ERR

Company_rumber

Fiy'
Formula
ML

VALLE_ID
Company_number
RECEPTOR_TYPE
TISSUE_TYPE

PROJECT COMC_TYPE
MOoL YALUE




TSN Relationshie Between SD file and DB“ _

 SD file FLAT DB Vs. Relational DB

— SD are the common and easiest way to obtain and transfer Molecular
information from one software to another.

— Usually, the final task is to collect all the information related for Screening and
Characterization.

— How can we map an SD file into a Relational DB?



Lssv Relationship Between SD file and DB“ _

» A typical SD file, could contain thousands of fields.

1_from_cf

iy

Formula

ML

A0 L ogP

A0 _Logp_Errar

Binding [ R.at Cortes | SHT1 ns [ -5M

Binding [ R.at Cortex f SHT1 ns | -6M

Binding [ R.at Corkex | SHT1 ns [ -7M

Binding [ R.at Cortex | SHT1 ns [ -9M

Binding [ Bowin Hippocampus [ SHTL1A | pKi
Binding / Human Recombinant [ SHT14 [ pki
Binding [ F.ak Striatum | SHT1E [ pkKi

Binding [ Huran Recorbinant | SHT1E | pki
Binding [ Human Recombinant | SHT1D | pki
Binding [ R.at Cortex | SHTZ ns | -5M

Binding [ R.at Cortex | SHTZ ns [ -6M

Binding [ R.ak Corkex | SHTZ ns [ -7M

Binding [ F.ak Corkex | SHTZ ns [ -6M

Binding [ F.ak Corkex | SHTZ ns [ -9M

Binding [ Human Recormbinant | SHT24 | pki
Binding [ Human Recombinant | SHT2C | pki
Binding [ Human Recombinant | SHTZE | pki
Binding [ Guinea Pig Choroid Plexus | SHTZC | pki
Binding [ Human Recombinant f SHT3 | pki
Binding [ Mouse Meuroblastoma | SHT3 [ pKi
Binding |/ Mouse Meuroblastoma | SHT3 [ -5M
Binding | Mouse Meuroblastoma | SHT3 [ -7M
Binding [ Mouse Meuroblastoma f SHT3 | -9M
Binding [ Guinea Pig Skriatum [ SHT4 [ -5M
Binding [ Guinea Pig Skriatum [ SHT4 [ -7M
Binding [ Guinea Pig Skriatum [ SHT4 [ -9M
Binding [ Human Recombinant | SHTSA | pki




TSN Relationshie Between SD file and DB“ _

« Basically like an Excel spreadsheet with Chemical information inside

|| Company_number | FW | Formula_| MOL | ACD_LogP | ACD_Logp_Error| Binding / Rat Cortex / 5HT1 ns/ 5M | Binding / Rat Cortex / 5HT1 ns/ $M | Binding / Rat Cortex / 5HT1 ns / 7M _|Bindi
SOMP-ID-1234 241 C14H11NO3 | D/ChemSketch 3 i a0 45 21
0 0 0 0 0 0




TSN Relationshie

Between SD file and DB

» Typical Rearrangement of the SD file inside the Relational DB, it

constitute what is called “Data Model”.

Z_PHYSCHEM

YALLE_ID
Company_number
ACD_LOGP

ACD LOGP_ERR

Z_BIMNDING

YALLE_ID
Company_number
RECEPTOR,_TYPE
TISSUE_TYPE
CONC_TYPE
VaLUE

2_MOL
Company_muamber
Fhi!

Farrmula
ML

Z_RECEPTOR_TYPE
RECFPTOR_TYPE

2_TISSUE_TYPE
TISSUE_TYPE

2_COMC_TYPE
CONC




Lssv Relationship Between SD file and DB“ _

 Relation Beetwen SD file and Relational DB.

2MOL
Company_number
iy

Formula

ML

A0 _Logp_Error

Binding [ Fuak Corkex f SHTL ns [ -5M
Binding [ F.ak Corkex | SHTL ns [ -6M
Binding [ R.ak Corkesx | SHTL ns [ -7M
Binding [ R.at Cortes | SHT1 ns [ -9M
Binding [ Bowvin Hippocampos [ SHTLA | pki >

Binding [ Human Recombinant | SHT14 | pki < VALLE ID
Binding [ R.at Striakum f SHT1E | pki —
Binding / Human Recombinant § SHTLE | pki
Binding / Human Recombinant [ SHT1D [ pKi
Binding [ F.ak Corkex | SHTZ ns [ -5M
Binding [ R.ak Corkex | SHTZ ns | -6M
Binding [ R.at Cortex | SHTZ ns [ -7M
Binding [ R.at Cortex | SHTZ ns | -3M
Binding [ R.at Cortex | SHTZ ns [ -9M

Company_number
&0 L OEP
ACD_LOGP_ERR

2 BINDING
VALLE_ID

(& s )
Binding | Hurnan Recombinant | SHT24 | pki Company _nurmber =
Einding | Human Recombinant | SHT2C | pki RECEPTOR_TYPE p
Binding / Human Recombinant | SHTZE [ pki TIS3UE_TYPE ==
Binding | Guinea Pig Choroid Plexus | SHT2C | pki CONC_TYPE
Binding § Human Recormbinant | SHT3 | pki YALLIE

Binding [ Mouse Meuroblastoma J SHT3 | pki
Binding [ Mouse Meuroblastoma f SHT3 | -5M
Binding [ Mouse Meuroblastoma f SHT3 | -7M
Binding [ Mouse Meuroblastoma f SHT3 | -9M
Binding [ Guinea Pig Striatum [ SHT4 § -5M
Binding [ Guinea Pig Striatum [ SHT4 § -7M
Binding [ Guinea Pig Striatum [ SHT4 § -9M
Binding [ Human Recormbinant | SHTSA | pki




-BSIN What we need
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» A fast Search Engine compared to the number of molecules to be
managed.

* Provide Data Integrity to avoid duplication and ensure no data-corruption
 Manage Safety and Confidentiality Conditions.

« Archive also complex Analytical Information.

« Archive any other kind of Electronic Information.

* Full audit of the records (“Who did what and when”).

 Document Management (Document Versioning).

« Different ways of Data Visualization.



-BSIN What we need
R e e

« Some small Example from the previous points:

— Full audit of the records (“Who did what and when”).



@& ACD/ChemFolder Enterprise: Database Window - [chemfolder_admin is now connected to Oracle DB on localhost <Default=] =] x|

Database  Wiew Record Search Lists Options ACD{Labs  Help

LTy Al

e Hlin

Mmic Q@ cladairp|s

LocaL | remote || [* @7 | &5 ”m\/ .4 |§ 1|

Froject _

Mo spectrun

Formula: C; H;0 Mew Table | mia_tabellal
Fur: 170, 2072 valare] | valare2 valares
Index Nawme: Z-propanone, l-phenyl-599 ahc

Calc. BP (C) at 760 mwHg: 214.00 (+/-0.00)

Cheulame: phenylacetone

IUPAC Name: l-phenylacetone

MoleID: MCC-0000-D

PEl: correct

CALERN: 103-79-7

Script Information: No data for integreation by data hame

<Double-click to enter new data items-

Elu 2

IC: 4 A32T4 B 274 Last Updated: 061172008 12251 Single DB

1-ChemSketch | 2-Database
EBstart| || %4 ACD/ChemFolder Ent... [ Esme | [ micrasoft Poweroint - [... |83 85 | E|20W® ) @i 1254




QMED,.-"Eheanlder Enterprise: Database Window - [chemfolder_admin is now connected to Oracle DB on localhost <Default>]
Database  Wiew Search Lists Options ACD{Labs  Help

LOCaL | REMC

Formula: C;
Fur: 170,207
Index MName:

Calc. BP ([

Create Mew

v Edit
Apply Changes
Undo Changes

8] x|

Clone
Delete. ..
Expork...

Copy ko Editor
Report by Form
Create Report by Template. ..

Kleg@l zlawumwmpr o %P |H 6 Y # & Gk Project _
el D -

Mo spectrun

Tk Ctrl-Dionan
Previous Chrl-Up
Eirst Chrl-Home
Last Ctrl-End
Go ka. ., FS
Goto ID... F4
Last Shaown Shift-F5
Permissions. ..

Update and Sign...

View Signatures. ..

Calculate Propetties F2

Chenlame: p Histary. ..

IUPAC Mame:

l-phenylacetone

MoleID: MCC-0000Q-D

Pil: correct

CAZRN: 103-79-7

Script Information: No data for integreation by data hame

<Double-click to enter new data items-

I

IC: 4

A 3274 B 274

1-ChemSketch | 2-Database

.00y

Last Updated: 061112008 1251

Mew Table | mia_tabellal

valare] |
abic

2

valare2

valares

Single DB

#/start| |[ 4 ACD/ChemFolder Ent... 24 Esme

| Micrasoft PowerPaint - [...

le@ 8o

| [ |29 ) @i 1253



Database  Wiew Record Search Lists  Options ACD{Labs  Help

LocaL | remote || [* @7 | &5 ”m\/ .4 |§ 1|

@& ACD/ChemFolder Enterprise: Database Window - [chemfolder_admin is now connected to Dracle DB on localh

Al

o« & |8 | &Lz

Froject _

8] x|

=

laqcr | |HE 5 44

¥ o

£

AN

2. Molecule is changed

|

4. User data walue =Script Information= iz deleted

1. User data value =Script Information= is deleted

Mo spectrun
& Record History B ] 1
—Ewvent:
bt Who | Vuhen | Old Valug
5. User data walue =PS1= is changed chemfolder_admin 06-11-2008 12:51:15 Pleaze Engui

chemfolder_admin 06-11-2005 12:51:15 Mo data for intec

chemfaolde

06-11-2008 02:58.26
06-11-2008 02:.58.26

Substance
Mo data for intec

chemfolder_sdmin
chemfolder_sdmin

—0lId Walue

Mew Value

Formula: Cp-Hyq0
Fur: 170, 2072

2-propanone, 1-phenyl-

Index Nawme: Z-propanone, l-phenyl-
Calc. BP (C) at 760 mmHyg: 214.00
Cheulame: phenylacetone

IUPAC Name: l-phenylacetone
MoleID: MCC-0000-D

PEl: correct

CALERN: 103-79-7

Script Information: No data for it

2-propanone, 1-phenyl-393

<Double-click to enter new data it

Details << Copy To Clipboard ¢ Ok ? Help
4 I I »
IC: 4 Ao32T4 B274 Last Updated: 06M1/2008 12351 Single 0B
1-ChemSketch | 2-Database
]E'Startl J I:‘El ACD/ChemFolder Ent... @ Esmc | Micrasoft PowerPaint - ... J & @ L J E A @ 12,54




& ACD/ChemFolder Enterprise: Database Window - [chemfolder_admi

Database  Wiew Record Search Lists  Options ACD{Labs  Help

LocaL REMOTE Nl gN=3 ”j'\/ .4 |§ 1|

LTy Al

C#le [ GLrE

Froject _

8] x|

laau > |5 |H

¥ o

& Record History

=

—Ewvent:

What
5. User data value ’

4. User data walue =Script Information= iz deleted
3. User data walue =Index Mame= iz changed

06-11-2005 12:51:15
06-11-2008 08:58:38

chemfolder_admin
chemfolder_admin

06-11-2008 02:.58.26

1. User data value =Script Information= is deleted

chemfolder_sdmin

|

Mo spectrun
=]
I\ Who J Old Valug
- uEl Please Encui

Mo data for intec
2-propanone, 1-p

Mo data for intec

Ve

Formula: Cp-Hyq0
Fur: 170, 2072

Index MName:

Calc. BP (C) at 760 mmHg: 214,00 O

Cheulame: phenylacetone

ITUPAC MName:
MoleID: MCC-0000-D
PEl: correct
CALERN: 103-79-7

Script Information: No data for it

l-phenylacetone

€ rOld W alue ) Mew W alue )
q J

Z-propanone, l-phenvl- O

CH,

<Double-click to enter new data it

Details << Copy To Clipboard |

(T
I 4 A 3274 B2T4

1-ChemSketch | 2-Database |

Last Updated: 061112008 1251

»

Single DB

4 Startl J I:‘El ACD/ChemFolder Ent...

@ Esmnc

| MicrosoFt PawerPaint - [... |

le@ B

.minimum requirements for audit trails...

w7 [\ 12.54



-BSIN What we need
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« Some small Example from the previous points:

— Manage Safety and Confidentiality Conditions



_1of x|
El& = E Servers Project | Indg':-_: State
EDMINL =[] Oracle DB iDhefault Yald

-2 Users and Groups [1142) " alid
alid

| Projects (5] i
\:- Scripted Actions [1] xal!d
L& Locks [040) alid

QStartl J Y ACDIChemFalder Enterp. .. ”_ESITIC MicrosoFt PowerPoint - [... J ﬁ @ L J E 9@ 12,57




ABLOO

g —i5ig
Edi= = Servers | Index State
EDMINI =[] Oracle DB )
-2 Users and Groups (11/2) Refresh
Projects (5] Create new project. ..
) Seripted Actions (1) Delete project
% Locks (0/0] Rename project. ..

Reindes. ..

Edit all Records permissions. ..
Edit User Data permissions. ..

Edit Forms permissions

QStartl J Y ACDIChemFalder Enterp. .. ”_ESITIC MicrosoFt PowerPoint - [... | J 5 @ L J E @ 12,58

...choose a project...




PSPad

— Access Rights

[« |

User/Grougp
EWVERYOMNE

ACTIITY

-

ChetmnMatme CASRM Analyst

T r O

2]

=10l x|

| Index State

A fdd User, | A AddGroup| A Add Hame

¥ Remove Row ¥ Remove Column |

r— Other Users

r— Other Groups

rOther Data Mames————

ACDAUDIT
ACDDOCKMAMN
ACDSPECHAM
chemfalder_admin
DESNMP
PIFPO

SCOTT

SYS

SYSTEM

test

WFM

CHEMIST

Yalid
Y alid
Y alid
Walid
*alid

.*fStartl J Lﬂ ACDIChemFalder Enterp. .. ”_ Esmc

Micrasoft PowerPaint - [... |

x Cancel |

? Help

le@ B

...user “PIPPQO” is assigned to group “CHEMIST” that
can browse only “project” and “chemname” fields...

| |98 ) @ 1250



8] x|

Database  Wew Record Search Lists  Options

Locar | remote ||[1° @7 | &5 | ob

Froject _

TSER: ?'_q C:yDocuments and Settings)idninistratoriDocument || Mew Table | mia_tabellal Spectum parametersl 1H Takble of Peaksl 1H Table of Annotations | TH Table of Integralz | 1H Table of Multipletsl

PROJECT: 100 valorel | walorez2 | valore3 [
Index Nawme: benzene, [(E)-Z-nitroethenwyl]- a 12 999
Calc. BP (C) at 760 womHg: 255,54 (+/-5.00) [ 34 2
Cheulame: beta-nitrostyrene [ 436 5
IUPAC Name: [(E)-Z-nitroethenyl]benzens d 12 4

MoleID: MCC-0000-C
P3l: Please Enguire x ¥¥¥

att: [?] C:\Docunents and Zettings\ddministrator\Desktophd
GpecDB_RecordData. PLATE CELL #: Platel (az)
GpecDB_RecordData. IOPAC Name: strychnidin-l0-one
JpecDB_FRecordData.Data Type: HNMR
SpecDE_RecordData. PROJECT: 100

1S il

9 IC: 2 A12T4 B 274 Last Updated: 0611172008 1304  Single DB

1-ChemSketch | 2-Database
fﬂStartl JI@AEDIEhemFDIder Ent.. [ CFE_12.ppt | J e85 J B | <A® () & 1300

..."ADMIN" browse all the fields...




QMED,.-"Eheanlder Enterprise: Database Wi dow - [pippo is now connecte | to Oracle DB on localhost <Default>]

Database Wiew Record Search Lists  Options
LocaL | remote || [1* @7 | &5 | OB @ z|awumpr o[%B

@ “ # & Ellia

Froject _

8] x|

=

d-+d | |

H3C

=~ N :O

HC™ N\ §
3 O

i¥)

CH,
CH3 +
CH,

Mew Table | mia_tabellal Spectrum parametersl 1H Table of Peaks | 1H Tahble of Annatations | TH T able of Integrals | 1H Table of Multipletsl

| valares |
933

2
£
4

PROJECT: 100

Chemlame: beta-nitrostyrene valorel | valore?
SpecDB_FecordData. PLATE CELL #: Platel (4Z) a 12
3pecDB_RecordData. ITPAC Name: strychnidin-l0-one 1] 34
3pecDE_RecordData.Data Type: NMR [ 4356
SpecDB_RecordData. PROJECT: 100 d 12
=] ID: 2 810274 B 274 Last Updated: 06/1/2008 1312 Single DB

1-ChemSketch | 2-Database

#/start| |[ 4 ACD/ChemFolder Ent... @] CFE_12.ppt | 7 Esme |

...user “PIPPO” browse only allowed fields...

le@ 8o

| B[ 0@ w
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« Some small Example from the previous points:

— Archive also complex Analytical Information.



QMED,.-"Eheanlder Enterprise: Database Window - [chemfolder_admin is now connected to Oracle DB on localhost <Default>] - |ﬁ' |i|
Database  Wiew Record Search Lists Options ACD{Labs  Help

Locar | remote ||[1° @7 | &5 | ob S E 2w, o %R Lo le gl B Pojea |
d-+d | |

CH,4

\
O
¥

CH3 + .0

= N7 =~ SN °
H3C | i} CH3 |
O

CH,4 0O o

TSER: -',"_q| C:yDocuments and Settings)idninistratoriDocument || Mew Table | mia_tabellal Spectm parametersl 1H Takble of Peaksl 1H Table of Annotations | TH Table of Integralz | 1H Table of Multipletsl

PROJECT: 100 valorel | valtye2 | valore3 [
Index Nawme: benzene, [(E)-Z-nitroethenwyl]- a
Calc. BEF (C) at 760 moHy: 2Z55.84 (+/-9.00) b
Cheulame: beta-nitrostyrene [
IUPAC Name: [(E)-Z-nitroethenyl]benzene d

MoleID: MCC-0000-C
P3l: Please Enguire x ¥¥¥

att: [?] C:\Docunents and Zettings\ddministrator\Desktophd
GpecDB_RecordData. PLATE CELL #: Platel (az)
GpecDB_RecordData. IOPAC Name: strychnidin-l0-one
JpecDB_FRecordData.Data Type: HNMR
SpecDE_RecordData. PROJECT: 100

1S il

9 IC: 2 A12T4 B 274 Last Updated: 0611172008 1304  Single DB

1-ChemSketch | 2-Database

#start| |[ 4 acD/ChemFolder Ent... [] Microsoft PowerPaint - [.. | \ V1R &) | E
There are Spectra Informations Associated




QMED,.-"Eheanlder Enterprise: Database Window - [chemfolder_admin is now connected to Oracle DB on localhost <Default>]

8] x|

Database  Wiew Record Search Lists Options ACD{Labs  Help
= % I 4 : .
LocaL | remote ||[1° @7 | &5 | o « S E 2w, o %R # | & aglllin Project _
& —
a+a E AR OB aalacy | 7G4 e B .
=
stechin, o
catechin.esp E ul:‘ 5
.00 1 \ T oBa,_
] oun g T2 cdel)
oy A m'a__l? T -
= 1 = oo
2 975 ] B T B8 W (m)
E ] g = o g
= CH, = = ] 7 2@ it | DMS0-d6
w . P
G ﬂ o — CH, <+ 0 £ 00 g i 2
- = m 1 = o e
= N ? = i VoS E ] gﬁg'ﬁﬁ“%ﬁﬁgﬁ
HBC |_ CH3 |_ 20_025 : P R . r'j_,_,JNN
CH3 O L O . ] |T \
o 243 103 096 102 1.03 1.0
(= Ly '] i u Uy
11 10 9 8 7 B 5 4 3 2 -1

USER: -',_"j C:hDoouments and Settings)hdmninistratorhDocument

Chemical Shift (ppm)

Mew Table | mia_tabellal Spectrum parametersl 1H Table of Peaks | 1H Table of Annotationsl 1H T able of Integralsl 1H Table of Multipletsl

PROJECT: 100 valorel | walorez2 | valore3 [
Index Nawme: benzene, [(E)-Z-nitroethenwyl]- a 12 999
Calc. BP (C) at 760 womHg: 255,54 (+/-5.00) [ 34 2
Cheulame: beta-nitrostyrene [ 436 5
IUPAC Name: [(E)-Z-nitroethenyl]benzens d 12 4

MoleID: MCC-0000-C

P3l: Please Enguire x ¥¥¥

att: [?I C:\Docunents and Zettings\ddministrator\Desktophd
GpecDB_RecordData. PLATE CELL #: Platel (az)

GpecDB_RecordData. IOPAC Name: strychnidin-l0-one

JpecDB_FRecordData.Data Type: HNMR

SpecDE_RecordData. PROJECT: 100

1S il

9 IC: 2 A12T4 B 274 Last Updated: 0611172008 1304  Single DB

1-ChemSketch | 2-Database

& 5tart| J |:_1 ACD/ChemFolder Ent... Microsoft PowerPoint - [... |

le@ 8o

...Sspectra related to “reaction”...

|l () (il 13.05



QMED,.-"Eheanlder Enterprise: Database Window - [chemfolder_admin is now connected to Oracle DB on localhost <Default>] - |ﬁ' |i|
Database  Wiew Record Search Lists Options ACD{Labs  Help
LocaL | remote ||[1° @7 | &5 | o « S E 2w, o %R Lo lea | ggllllln Project _
& —
a+a E AR OB aalacy | 7G4 e B .
=
techin. =)
catechin esp E T .
100 { \ T =Bg,
] RS T2 cdel)
z o R R .
£ 975 1 = s T b b (m)
2 ] © oo [N L\-JCO Q
- CH, = =R 7 2 35
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= 7 T o IE %%2"85%%5
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CH; S o = 025 : T
o 293 1.03 0.96 102 1.03 |—u—u—|
= HH 'N'] /I 8] HH
11 10 9 8 7 B 5 4 3 2 1 0 -1

TUSER: -',_"j C:yDocuments and SettingstaduninistratortDocument
PROJECT: 100
Index Nawme: benzene, [(E)-Z-nitroethenwyl]-
Calc. BP (C) at 760 mmHg: 255.84 (+/-9.00)
Cheulame: beta-nitrostyrene
IUPAC Name: [(E)-Z-nitroethenyl]benzene
MoleID: MCC-0000-C
P3l: Please Enguire x ¥¥¥
att: [?I C:\Docunents and Zettings\ddministrator\Desktophd
GpecDB_RecordData. PLATE CELL #: Platel (az)
GpecDB_RecordData. IOPAC Name: strychnidin-l0-one
JpecDB_FRecordData.Data Type: HNMR

SpecDE_RecordData. PROJECT: 100

Chemical Shift (ppm)

Mew Table | mia_tabellal Spectrum parametersl 1H Table of Peaks | 1H Table of Annotationsl 1H T able of Integralsl 1H Table of Multipletsl

1S

] IC: 2 A 1274 B 274

1-ChemSketch | 2-Database

2

Last Updlated: 06/11/2003 1304

valare]
a

[

[

| valore? | valores |
12 995
34 2
456 3
12 4

Single DB

& 5tart| J |:_1 ACD/ChemFolder Ent... Microsoft PowerPoint - [... |

le@ 8o

...Sspectra related to “reaction”...

|l () (il 13.05
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...live spectra (you can zoom into a region) not
Images...



...I can also show details pertinent to a molecules...



...browse the attached spectra...









How To Choose

Purpose
— Reactions

— Molecules
e Few 1000’s Molecule
* Millions of Molecule

— Manage all Labs/Depts. Dalily Life

Usage
— How many Users.

Ease of Use
— How many resources/users can we dedicate to maintein the system.

OS Based
— User use Windows.
— User use Linux
— User use Mixed Environment

Client Software
— Thick stand-alone Client
— Thin Web Client

Back-end
— User use Oracle
— User use SQL Server, Mysql, PostGres, MS Access
— User do not want to use RDBMS



What we provide in terms of DB

e S-IN is the Exclusive Italian Reseller for:

— ACD/Labs : Chemfolder Enterprise & SpecDB for ADMS (Analytical Data
Management System).

— IDBS: ChemBook (ELN), BioBook (Biological Data Management ).

— Deltasoft : Chemcart (ELN).

S-IN is happy also to propose Software Solution from Chemaxon .



