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Stereochemie und
Substanzeigenschaften



Strukturen 1in SciFinder

* CAS Registry enthilt tiber 21 Mio.
"kleine Molekiile" oder kurze Sequenzen

e 7.7t. haben 4.8 Mio. Strukturen eine
definierte Stereochemie

o Stereochemische Informationen sind fur
folgende Klassen nicht verfligbar:

— Koordinationsverbindungen, Allene und SciFinder

SCHOLAR
Cumulene, Atropisomerie zwischen zwel ==

Ringsystemen

3/18/2003 SciFinder is a registered trademark of 2
the American Chemical Society



Struktursuche in SF Scholar

e SciFinder Scholar nutzt eine breitere
Struktursuche die Tautomere und
verwandte Verbindungen mit aufgreift

— Die Doppelbindungsgeometrie kann durch
Tautomerie beeimnflul3t werden

— Kohlenhydrate und Hemiacetale konnen SctFinder:

zusatzliche Stereozentren bilden, die SCHOLAR
200=

ebenfalls als Hits angezeigt werden

3/18/2003 SciFinder is a registered trademark of 3
the American Chemical Society



Suche nach emnem Stereoisomer
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Automatische Stereoanalyse

“* Stereo Analpsis
File Edit Task Toolz Help

Select Histogram Entries of interest:

[ Absolute stereo match ] 142 =
I Absolute stereo mirror image B 45

[ Relative steren match | ]

[ Steren that doesnt match guery [ 51

=

Mo stereo in answer structure ] 414

Back

Histogram Entries 1-5 of &




"Absolute stereo" Hits

Registny Number: 464334-51-8

Absolute stereochemistry. Rotation (+).

OH
g
e E = Ty
|
.

CA Index Name: Z-Propanal, 1-(3-pyridinylthia)-, (25} [GCI)

Formula: CEH1T WNOS

* Diese Antworten haben auf jeden Fall die S-
Konfiguration am gesuchten Zentrum. Die
graph. Darstellung kann aber aus der SciFinder:

. . . SCHOLAR
Zeichenebene heraus oder hinein deuten. Der =& =

Autor muss explizit die absolute

Konfiguration angegeben haben.
3/18/2003 SciFinder is a registered trademark of 6
the American Chemical Society




" Absolute stereo mirror image"

 Hier ist das Stercozentrum R konfiguriert. Es

handelt sich um das Spiegelbild der SciFinder:

gesuchten Verbindung. SCHOLAR
=2=200=

3/18/2003 SciFinder is a registered trademark of 7

the American Chemical Society



"Relative stereo answers"

Registry Number: 13505-15-2

Relative stereachemistry.

OH

CozH
HE’??&?L’

HN
=Ty

e
O=M

Formula: C9 H11 M3 05

CA Index Hame: Threonine, N-id-nitro-3-pyridyl)-, DL- [BCI

 Bei diesen Antworten 1st nur die relative

Stereochemie bekannt. Die graphische ,
Darstellung kann von der tatsdachlichen g,s E LFLHLCJIPE
—0O0=

Konfiguration abweichen.

3/18/2003 SciFinder is a registered trademark of 8
the American Chemical Society



"Stereo answers not matching”

Registry Number: 383901-31-3

Double bond geametry as shown,

0H Cl
HZCM e u
|

T,

Formula: C14 H18 CI M O3

CA Index Name: Z-Propanal, 1-[(2-chloro-3-pyridinylloxy]-3-[(32)-3 5-hexadienyloxy]- (BCI)

* Diese Verbindungen haben zwar nicht die
gewlinschte Stereochemie an dem chiralen
Zentrum, aber es gibt eine definierte SciFinder

. . . SCHOLAR
Stereochemie an einem anderen Zentrum 1m ==ecse»—

Molekiil. Hier die Z Konfiguration der
Doppelbindung.

3/18/20

SciFinder is a registered trademark of 9
the American Chemical Society



"No stereo 1n answer structure"

Registry Number: 464934-45-1

OH

Me—CH—CHz — &
S |
- I

CA Index Name: Z2-Fropanol, 1-(3-pyridinylthio)- (9CI)

Formula: CAHITMNOS

 Hier hat der Autor keine Stereochemie
angegeben oder es handelt sich um die
Racemate oder um undefinierte Gemische SciFinder

. . . . SCHOLAR
der Stereoisomere. Keine Stercoinformation =cer—

— die Gratik 1st flach.

3/18/2003 SciFinder is a registered trademark of 10
the American Chemical Society



Zeichnen der Stereochemie
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<Y SciFinder 2002 - Microsoft Intemet Explorer

J File  Edit iew Fawortes  Tool:  Help
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=] Begin a Search

Structure Drawing Errors

This table indicates possible stereo drawing errors:

E Set the Display Format for Your Currern
E IInderstanding Your Explore Results
] Explare by Chemical Substance aor Rez

E Explare by Chemical Substance or B

(] Explore by Chemical Structure
E Access Explare by Chemical Strue
% Exactws. Substructure Searching
% Howy Explore by Chemical Structun
@ Structure Drawing Wind o
Q,',Il Drawing Structures and Reactions

=] Draw a Structure

=] Draw Modes and Bonds

=] Change Modes and Bonds

=] Display Atoms as Dats

E Dizplay Position Mumbers

E Ize Fixed Anales and Lengths

=] Revarse a Shoreut

=] Drawing Stereo

E Ige a Structure Template

E Copy a CAS Registry Mumber to

@ Moving Structures or Structure Fi
& Prohihiting Substitution or Fusio
E Check for Cverlapping Modes
E Check¥alencies in Your Structu
E Tips for Modifying & Structure
=] Draw a Reaction
@ Explare by Functional Group

@Previewing Structures

@ Searching Structures
@ Explore by Substance Identifier

Error Message

Incorrect

Correct

The steren in this stracture drawing
cantiot be interpreted. Pleaze redraw the
stereo using the Stereo Bond Palette, or
teplace the highlishted bonds with flat

Br
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Zeichnen der Doppelbindung
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Mehrere Stereozentren
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™ Absolute steres match; Double ] 14 =
bond geometry as drawn
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Strukturen und Eigenschaften

* In CAS Registry finden Sie berechnete
Eigenschaften fiir 13 Mio. einfache organ.
Verbindungen. (ACD Labs)

« In CAS Registry finden Sie experi-mentell
bestimmte Eigenschaften fiir 830000
Verbindungen. (Infochem)

« Referenzen die bestimmte Eigenschaften SciFinder

. . . SCHOLAR
beschreiben konnen in CAPlus gefunden =200=

werden.

3/18/2003 SciFinder is a registered trademark of 15
the American Chemical Society



Experimentelle Eigenschaften in
Registry

Folgende Daten sind fiir ca. 800000 Verbindungen erfasst:
e Schmelzpunkt
Siedepunkt

Brechungsindex
Dichte
Optische Rotation

Informationen zu den Eigenschaften

 Der Wer SciFinder:

* Messbedingungen, wenn vom Autor angegeben SCHOLAR

Ca. 20% der Substanzen in Registry mit physikalischen

Ejggngphatten haben keing Eigenschaftennandgren STN 16
Datenbanken the American Chemical Society




Registry 1st inzwischen auch
eine grosse Quelle fur phys.
Eigenschaften

REGISTRY BEILSTEIN HODOC MRCK DIPPR  HSDB
Melting Point 687,000 3,950,000 16,000 6,800 1,700 2,900

Boiling Point 123,000 680,000 12,400 2,200 1,700 2,100
Refractive Index 51,500 350,000 7,600 1,200 1,700
Optical Rotatory Power 32,800 680,000 1,200 2,100
Density 19,700 180,000 7,400 -
SciFinder
SCHOLAR
==00=
3/18/2003 SciFinder is a registered trademark of 17

the American Chemical Society



Ein Beispiel

-- Properties --
Calculated
Property Value Condition Note
H donors 1 (1 ACD
H acceptors 1 (1 ACD
| Molecular Weight 15223 (1 ACD
Registry Number: 4017-83-5 logP 2.4544].249 (1) ACD
logD 2.45 pH 1 (1) ACD
Absolute stereochemistry. Rotation (-). logD 2.45 pH 4 (1) ACD
logD 2.45 pH 7 (1) ACD
FHz logD 2.45 nH & (1) ACD
logD 2.45 pH 10 (1) ACD
Molar Solubility sparingly Soluble  pH 1 (1 ACD
" O0H Molar Solubility sparingly Soluble  pH 4 (1 ACD
Molar Solubility sparingly Soluble  pH Y (1 ACD
: Molar Solubility sparingly Soluble  pH B (1 ACD
Formula: C10H1E O Molar Solubility Sparingly Soluble  pH 10 (1) ACD
CA Index Name: Bicyclo[4.1.0)heptan-3-al, 7 7-dimethyl-4-methylene-| Experimental
, Property Value Condition ote
Other Names: 3NO-Caren-4-al, (15 4R BR-(-)- (BC1); Bicyclo[4.1.0]h Boiling Point A0-50 °C Press: 0.6 Torr (211G
7 7-dimethyl-4-methylene-, [TR-[1a 30 Ba)]- Melting Point E3.54 °C 2 1C
Optical Rotatory Power -1159.5° Conc: 2.47 2 1c
oml
=olv: chlaroform
(B7-66-3]
Temp: 20 °C
Motes:
3/18/2003 SciFinder is {1} Calculated using Advanced Chemistry Development (ACD) Software solaris V4.76 (©
he A J1994-2002 ACD)
the Amerly paguette, Leo A Joumal of Organic Chemistry 1990, V55(5), P1589-95




Ein Suchbeispiel:

Die Analyse einer Verbindung hat ergeben, dass sie
folgende Stukturelemete enthalt:

o q
W)

P

Die Verbindung schmilzt bei 165-170°C. Das
Semicarbazon schmilzt bei 212°C.

Was ist die Struktur der Verbindung?




Sustruktursuche mit Fraimten

File Edit “iew Toolz Template Help

Z N

[EGetSubstances |
& & e SciFinder

et substances where this structure is:

5? AiB ™ an exact match or a related structure 5 C H G L AR

1 & a substructure of a more complex structure | =—D0D==
— - 4 [T
[coty 024 Additional Opti o |
E?E;HE r itional Op ||:|ns| ance | ~ale[100 ﬁ
E— = mmmn =] ] =|
3/18/ Freview | Get Suhstanceal 5et Reactinnsl Cancel | 20

I CIOHE . CH2O, CH2ZOZ. CHY I 128.17 . 30.03 . 46.03



Unerwunschte Substanzen
ausschliefien:

= Get Substances E3 |

Get substances where this structure is:

" an exact match or a related structure Dle ElnStellungen
% 3 substructure of a more complex structure oo .
— Additional Options for Current Explare gelten nur fur dle
For gqueries without steren: aktuelle SUChC!

™ Automatically analyze substances by precision

=earch Options

[ INCLUDE substance answers where my structure is a SciFinder Alert!
component of a larger system (e.g. mixtures, polymers).
EXCLUDE substance answers that are: & The first “IEIEII:IL'_I of FUUV_E‘sz
, substances will be available for

™ Incompletely described substances viewing, printing and saving. Any other
¥ |sotopes steps you take will operate an the full
™ Metal-containing substances B402E substances. 2
 Midures SCIFInder
W Polymers S C-‘H OLAR

=00=

i

e | Cancel |

3/18/2003 SciFinder is a registered trademark of 21
the American Chemical Society
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Eingrenzen auf den Schmelzpunkt

Refine by Property |_ [Of x|
Select one or more Properties of interest.
Then enter the appropriate values for each property.

For more information about properties, click here.

™ Hydrogen Acceptors

I~ Malecular Weight

I logP

I~ Freely Rotatable Bonds

I logD

[~ pka

I~ Solubility

I~ Boiling Paint

W Malting Paint
Temperature (C):
165 to {170
Min: -273

Max: no limit

R

™ Include substances with no value for the specified properties

Back |

Ik | Change F'referenn:eal

Nicht relevante
Eigenschaften
ausgrenzen und

eingeben.

Antworten ohne
Schmelzpunkt
ebenfalls ausgrenzen.

Schmelzpunktsbereich

tered trademark of

the American Chemical Society

SJFinder

SCHOLAR
=2=200=

24



= SciFinder

File Edit “iew Task Toolz Help

== Sl E =) © |« 4
NewTask | Back Frint Sale g History || Message | Imernet Help Exit
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E 128981-46-4 E 89585-46-9 E 78540-11-1
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ALK, o0
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REGISTRY ~1 Reference
EcO—0 Me REGISTRY
| . .
Das Semicarbazon Das Semicarbazon
PEGaernee dieser Verbindung dieser Verbindung
hitte folgende hitte folgende
| [l m |
g 72391947 g { Summenformel Summenformel
: CI9H21N305 CI6H17N303
C— OH Hel F— OMe
. e
gg Me0 C— 0Me
HOZC Me l.;l,
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‘ Get References

Analyze or Refine Substances

Back ﬂ

‘ Substances 1-5 of 5



Summenformel der

) v V% aVWa (’111f\1"\ﬂ1"\°
Explore by Molecular Fo.mw(a y Explore by Molecular Formula

C19H21M30H CIBHTT N3OS

Nicht beschrieben

3/18/2003 SciFinder is
the Amer

26



Die gesuchte Verbindung:

Die
Schmelzpunkte
dieser
Verbindung und
thres
Semicarbazons
sind nirgendwo
sonst zu finden

registered trademark of 27
an Chemical Society




Suchbeispiel 2

Verbindungen mit folgenden Strukturfragmenten
e
/

N N—S—Hy
S

sind in vielen Endothelin Receptor-A Antagonisten
vorhanden.

Welche Verbindung aus Registry hat diese
Strukturfragmente und passende Eigenschaften um
als Wirkstoff verwendet zu werden?

3/18/2003 SciFinder is a registered trademark of 28
the American Chemical Society



= Lintitled

3/18/2003 SciFinder is a registered trademark of 29
the American Chemical Society



= SciFinder

File Edit “iew Task Toolz Help

IR Ar=1Ps

EBack Frint Sale g

Feg

History

Mezzage

O

Imternet

i

Database

il

M T L[| M T

E 469971 1-65-1 E 469911-84-0 E 469911-63-9

4

Exit

Help

MewTazk

|

He= Me i:|| He
&—EHE—D &—CHE—D = | HEZH_ﬁ_D
I o
He Me He
|‘ I
Cl . c— Cl ||::|:|
I —==m Refine hy: iil'
B e s e = LN S
! | ‘= - o i X\ I e
N—a0 o % Chemical Structure o I
Lirnit results using a chermical structure,
= J—
_— :: = E) Commercial Availability Data. .
Limit to commercially available substances. =
~1 Reference 2@ EI'_?:JQF' F'rnpn-artg.,f Data e
REGISTRY %?J pk.a Limit results by property values.
B Cancel
B | 469911-82-8 —
i:II He . HeI|ZI ITE Etzl — CHz
Taas Pl
0
M=
He He 0—&—1n
HEH H—HMe

0 €1 |
w AL %&’ o -
‘ (et References Analyze or Refing Suhstances| Back ‘

‘ Substances 1-B of 1922




Eingrenzen mit den phys.

Eigenschaften

“ Refine by Property

e Voreinstellung Lipinski
“rule of 57

* Bereich der Eigenschaft
eingeben

* Substanzen die keine phys.
Eigenschaften in Registry
haben konnen
aufgenommen oder
ausgegrenzt werden

3/18/2003 SciFinder is a registered tra
the American Chemical

Select one or more Properties of interest.
Then enter the appropriate values for each property.

For more information about properties, click here,

¥ Hydrogen Donors
o = to |5 x|
hdin:0 Mz ==20
¥ Hydrogen Acceptors
o = to |10 |
flin: 0 Pz ==20
¥ Malecular YWeight
[ to [
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¥ logF

to

;
7
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hlazx: 10

™ Freely Rotatable Bonds

™ Include substances with no value for the specified properties

Ol Change Preferences
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Fetrieve references far:

& All substances

For each substance, retrieve:;

Al references

& References associated with:

[ Adverse Effect, including Toxicity T Occurrence

[ Analytical Study

V¥ Bialogical Study

[ Combinatorial Study

[ Crystal Structure

[ Formation, nonpreparative

[ Mizscellaneous

For each sequence, retrieve:

[ Preparation

[ Process

[ Properties

[ Reactant or Reagent
[ Spectral Properties
[ Uses

[ Additional related references, e.q., activity studies,
disease studies. For more detail, click here.
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™ Wu, Chengde; Elok, Matalie; Patricia, Woodard Timothy; Keller, Karin; YWoodard, Fatricia. Preparation of heterocyclic sulfonamides for treatment of b r
endothelin-mediated disorders. 1.3 (2002),  B5 pp., Cont.-in-part of LS. 6,248 767, CODEM: USKeAM LS B432994 B1 20020813 CAM 137154844  —
AN 2002610408 CAPLUS

[~ Gillespie, Roger John; Lerpiniere, Joanne; Dawson, Claire Elizabeth; Gaur, Suneel; Pratt, Robert Mark; Stratton, Gemma Caroling; YWeiss, Scott Murray. b
Preparation of purine derivatives as purinergic receptor antagonists. PCT Int. Appl. (20027, 111 pp. CODEN: PxD2 WO 0255521 A1 20020718 —
CAM 137109164 AN 2002539531 CAPLUS

[~ Wu, Chengde; Raju, Bore Gowda; Kogan, Timathy; Blak, Matalie. Preparation of N-isoxazolyl aryl-substituted thienyl-, furyl-, and pyrrolylsulfonamides b
and derivatives as endothelin activity mo-eloatore 2 Srr sl e n ot e o 2P 2 s pe Ao TOneh LIEGAN US B420567 B1 20020716 —
CAM 137:93741 AN 2002:534073 CAPLL Al R it g LTl

[~ Broka, Chris Allen; Campbell, Jeffrey Allen; - - . . Michael Joseph; Walker, Keith Adrian b
Murray. Preparation of sulfamidesasm oo DS Your topic using a phrase. 744 CODEN: USX¥AM US B376506 —
B1 20020423 CAN 136:3409968 AM 2002:° | am interested in:

[~ Barf, Tieerd; Emond, Rikard; Kurz, Guido; % ENDOTHELIN hnamides as 11-3-hydroxysteroid b
dehydrogenase type 1 inhibitors for the pp. CODEMN: PRXDZ WO 0190050 —
A1 20011129 CAM 136:5976 AN 200186

_ _ _ Examples: - _ —

[ Braeunlich, Gabriele; Loegers, Michael, St The effect of antibiotic residues on dairy products . Christian; Lustig, Klemens; Sperzel,  Jy
Michael Preparation of 6-{4 sulfonamid Photocyanation of aromatic compounds 1, 16 pp. CODEN: GWXEX DE
10010429 A1 20010906 CAN 135:211047 Hydrocarbon-water emulsions as fuels

[~ Tondi, Donatella; Powers, Rachel A ; Casel Brian k. Structure-based design b
and in-parallel synthesis of inhihitors of QR Cancel | CBOLEZ [SEM:1074-5521. CARN —
135:303925 AN 2001590257 CAPLUS

I~ Brock, Thomas A Ward, Patrick E. Pharmaceutical and veterinary uses of endothelin antagonists for treatment of laminitis and other conditions, and b
preparation thereof. PCT Int. Appl. (2001, 363 pp. CODEN: PEDZ WO 0149239 A1 200M0712 CAN 135102580 AN 2001:607533  CAPLUS

[~ Elok, Matalie; WWu, Chengde; Woodard, Patricia; Keller, Karin; Kogan, Timothy. Formulation of heterocyclic sulfonamides for treatment of B
endothelin-mediated disorders. 1.3 (2001), 58 pp., Cont.-in-part of LS. 5 783 705, CODEM: USK:AM LS B245767 B1 20010619 CAM 13546080 —
AN2001:449271 CAPLUS

™ Wu, Chengde; Decker, E. Radford; Blok, Matalie; Li, ian; Bourgoyne, Andree R.; Bui, Huong; Keller, Karin M.; Knowles, Wippra; Li, YWen; Stavros, Fiona D ; b
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Zusammenfassung

* SciFinder Scholar kann jetzt
stereoselektiv suchen

» Registry enthalt viele berechnete und
experimentelle phys. Eigenschaften, die
sonst nicht zu finden sind

* Die Suche nach Strukturen (Elementen
einer Struktur) kann mit einer Textsuche ?ELFLI}CE |
und der Suche nach bestimmten —
Eigenschaften verknupft werden

3/18/2003 SciFinder is a registered trademark of 37
the American Chemical Society
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