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CAS REGISTRY

 The CAS Regqistry file contains mainly
substances that were encountered In
the literature and patents

— ~8,000 scientific and technical journals
SciFinder

— patents from 37 patent-issuing authorities <cicias
==00=

 There are situations where a substance
IS not associated with any literature
iInformation
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Chemical substances in
Registry

21,126,771 non-sequence substances (March 2003)

Inorganic
No/Partial

e e uctures

SciFinder

SCHOLAR
200=

Organic




CAS is adding substance
information to CAS
databases at a record pace

CAS analysts added new information on 9.76 million
substances in 2002

— 8.1 m sequences

— 1.66 m non-sequences

3.3 m new substances had >=1 reference(s) in

CAplus
— 2.5 m sequences SSE{EIHEE
— 0.8 m non-sequences 200=

10,000 substances updated/added daily

— New references from both patents
and journals

— Additional structure information
— New chemical names, eg trade names
19/03/2003 4



CAS records substance
occurrences in many

different situations

* The majority of these substances have
one or more associated references

* Some may be encountered showing no
literature references
SciFinder

 Possible cases are outlined on the SCHOLAR
following slides
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Substance only cited in
CHEMCATS®

*- Detail of Substance 1 |Z||E|El
File Edit Help

& |
Registry Number: 486393-21-4 il
u g F .
C To learn more:
ey
Check out the

Formula: C1d4 H9 F N2 02 =52 suppller COIIectlon
CA Index Name: Acetic acid, [[5-(4-fluoropheny(ithieno[2 3-d]pyrimidin-4-yl]thio]- (3C) SClt“lnder

-- Properties — i SCHOLAR

=200=
Calculated
Property Value Condition Note
H donors 1 (1 ACD
H acceptors 4 (1 ACD
Molecular Weight 32036 (1 ACD
logP 3.40340.585 (11 ACD
Freely Rotatable Bonds 5 (11 ACD
logD 339 pH 1 (11 ACD
logD 235 pH 4 (1 ACD
logD -0.35 pH 7 (11 ACD
logD -0.B5 pH S (11 ACD
logD -0.70 pH 10 (11 ACD j
19/03/2003 | 6




Substance was very recently
registered - no namef/file
information available yet

File Edit Help
Registry Number: 493044-43-2 J
Absolute stereachemistry
E ula: C26 H36 OF
L14 ANSWER 3 OF 25528 REGISTRY COPYRIGHT 2003 ACS
Index Name: INDEX NAME NOT YET ASSIGNED
- RN  493044-43-2 REGISTRY
S CN INDEX NAME NOT YET ASSIGNED
Property Val Conditi Noti
Hr;:;q)ﬁors : alue ondition U‘;'_,:CD FS S TER RCH
H )| 7 1)1 ACD
M:I[:i:eulllac;r\sl\leighl 460.56 EW;ACD C2 6 H3 6 07
logP 2.41140.440 11 ACD .
Fc’rﬂely Rotatable Bonds 9 E‘\g ACD S R Re ac t 10n Da t aba se
logD : H 1 1) ACD
SED 241 EH 4 EngCD \\ J
logD 241 pH? (1) ACD
logD 2.4 pHB (11 ACD
logD 241 pH 10 (1) ACD
Molar Solubility Sparingly Soluble  pHA1 (1) ACD
Molar Solubility Sparingly Soluble  pH 4 (11 ACD T I - C h k
Molar Solubili 5 ly Salubl H7 11 ACD
oo Soy oo bp G O 1earn more. ec
Melar Solubility Sparingly Soluble  pH 10 (1) ACD
Motes:

(1) Calculated using Advanced Cheristry Development (ACD) Software Solatis %476 (© 1954-2003 ACD)

References:

Database:

Mone

REGISTRY

-- Resources -

Close

periodically or contact
CAS for additional
information



Substance only registered as a

component

File Edit Help

Registry Number: 493045-07-4

o

FaC— (CFz)g— (CHz) 3— §—CHz—CHz—0— C— CH— CHz

Formula: C14 H1I3F13 02 5

CA Index Name: 2-Propenoic acid, 2-[4 455667788599 9tridecaflucrononylithio]ethyl ester (3CI

- Properties
Calculated

Property Value Condition Note

H donors 0 (1) ACD
H acceptors 2 (1) ACD
Molecular Weight 492,30 (1) ACD
logP 6.76040.952 (11 ACD
Freely Rotatable Bonds 13 (1) ACD
logD B.76 pH1 (1 ACD
logD B.76 pH 4 (1) ACD
logD B.76 pH? (1 ACD
logD 6.76 pHE (11 ACD
logD B.76 pH 10 (1 ACD
Molar Solubility Sparingly Soluble  pH 1 (1) ACD
Molar Solubility Sparingly Soluble  pH 4 (1) ACD
Molar Solubility Sparingly Soluble  pH7 (11 ACD
Molar Solubility Sparingly Soluble  pHS (1) ACD
Molar Solubility Sparingly Soluble  pH 10 (1) ACD
Motes:

(1) Calculated using Advanced Chemistry Development (ACD) Software Solaris Y4.76 (€ 1994-2003 ACD)
-- Resources -
References: MNone

Database: REGISTRY

File Edit Help

Claze

Registry Number: 493046-06-3

Component Registry Murnber: 493046-05-2
Formula: C14 H11 F15 02

o

FgC— (CFz)g—CHz—CFz— (CHz) 3—0—C— CH—CHz

Component Registry Number: 2274-11-5
Formula: C8 H10 04

o

Hz C—CH—C—0—CHz—CHz — 0—C— CH— CHz

Component Registry Murmber: 80-05-7
Freranla: 15 HIR 07

To learn more: Conduct a
. “family” search to locate
o - sUbstances in which the
compound of interest is a
- component

REGISTRY

Formula:

Class ldentifier: P

Polymer Class Term:

References:
STN Files:

Datal

Cloze




Registration by CAS Registry

ServicessM

File Edit Help

Registry Number: 433035-935-0 JI

0 oa To learn more: The
Q majority of these are

F

proprietary registrations
CA Index Name: Benzeneacetonitrile, 3-chloro-S-fluoro- (BC)

for which additional
a— ool e e information is not available

H donors 0 (1 ACD
H acceptors 1 (11 AZD o~
Molecular Weight 165958 (11 ALD )
logP 1.65540.341 (11 f \
Freely Rotatable Bonds 1 (M
logD 185 pH 1 (1)
logD 1.65 pH 4 (1)
logD 1.65 pH7 (1
logD 1.65 pH S {1
logD 1.65 pH 10 {11
Molar Solubility Slightly Soluble  pH 1 1) L14 ANSWER 15 OF 25528 REGISTRY COPYRIGHT 2003 ACS
WMolar Solubility Slightly Soluble pH 4 m _ _
Molar Solubility Slightly Saluble pH 7 m RN 493038-93-0 REGISTRY
Molar Solubility Slightly Soluble pH & m 1 ] — —5- —
Molar Solubllity Sliohtl, Soluble b 10 i CN Benze nitrile, 3-chloro-5-fluoro (9C1I) (CA INDEX NAME)
C8 H5 C1 F N
Motes: . .
(1; EZIcuIated using Advanced Chemistry Development (ACD) Soft CAS Regilstry Services
- Resources —-
References: Mone \ /

Database: REGISTRY

| 9

Close




Substance only cited

S

CAOLDSM (currentl

19/03/2003

* Detail of Substance 4
File Edt Help

Registry Number: 133525-53-8 _J

Relative stereochemistry.

Formula: C13 H22 03

CA Index Name: 4a(2H)-Naphthaleneacetic acid, octahydro-trans-4-hydroxy-, methyl ester (5CI)

-- Properties --
Calculated

Property Value Condition Note
H donors 1 (1 ACD
H acceptors 3 (M ACD
Molecular Weight 22631 (1) ACD
logP 2.5855400.251 (1) ACD
Freely Rotatable Bonds 4 (1) ACD
logD 2585 pH 1 (1) ACD
logD 2485 pH 4 (1) ACC
logD 2485 pH? (1) ACC
2 e To learn more
logD 2485 pH 10 (1) ACC
Molar Solubility Sparingly Soluble  pH 1 (11 ACC
Molar Solubility Sparingly Soluble  pH 4 (
Molar Solubility Sparingly Soluble  pH 7 (
Molar Solubility Sparingly Soluble  pHB (
Molar Solubility Sparingly Soluble  pH 10 (1) ACC
Motes:

(1) Calculated using Advanced Chemistry Developrment (ACD) Software Solaris V4.76 (@ 1984-2003 ACD)

-- Resources -

References: Mane

STN Files: CAOLD

(Additional Information is available through STM International. Contact your information specialist, a
local CAS representative, or the CAS Help Desk for Assistance)

Database: REGISTRY |

Cloze

g e

Check the =

SciFinder

»: CAOLD database on STN®

10



Substance is a Ring Parent

- Detail of Substance 1
File Edt Help

Registry Number:

Formula:

CA Index Name:

497180-52-5 =1
@
C
a
C20 H38 O 52

13-0xa-1 5-dithiaspiro[5.17 Jtricosane (3CI)

(] Class ldentifier:

Ring P@

praperis - SciFinder
e
roperty ooalated s 7O learn more: Create a =
H donors 1l - . g
Haccopors 1 structure with unspecified
logP 729740 614 bonds and conduct a
} e | structure search to locate
compounds containing this
19/03/2003 ring system



Substance only cited in another
STN database

" Detail of Substance 4
File Edit Help

Registry Number: 133361-34-9 J

{CHz) 4— 0Bt

Formula: C12 H19 N O3

CA Index Name: 4{1H}-Pyridinone, 1-(4-ethoxybutyl)-3-hydroxy-2-methyl- (SCI)

- Properties --

Calculated
Property Value Condition HNote
H donors 1 (11 ACD
H acceptors 4 (11 ACD
Molecular Weight 225.28 (11 ACD
logP 0.84440.750 (13 ACD
Freely Rotatable Bonds 7 (11 ACD
logD -1.13 pH 1 (13 ACD
logD 080 pH 4 {13 ACD SClFln er
logD 0.54 pH7 (13 ACD
logD 0.83 pHE (13 ACD T R T
logD 0.15 pH 10 (1) ACL R
pKa 9.4140.20 Most Acidic (1) ACE —
izen, = 0 To learn more: Consult the =
Molar Solubility Yery Soluble pH 1 (11 ACL n
Molar Solubility Slightly Soluble pH 4 (11 ACL
Molar Solubility Slightly Soluble pH 7 (11 ACL
seomy e 1 gu relevant database on STN
Molar Solubility Soluble pH 10 (11 ACL

Motes:
(1) Calculated using Advanced Chemistry Development (ACD) Software Solaris V4.76 (€ 1994-2003 ACD)

-- Resources --

References: Mone

STN Files: RTECS

(Additional Information is available through STH International. Contact your information
specialist, a local CAS representative, or the CAS Help Desk for Assistance)

Database: REGISTRY

19/03/2003 & 12
Cloze




Substance only cited in

CHEMLIST®

" Detail of Substance 1

19/03/2003

File Edit Help

(M=1FY

Registry Number:

Formula:

CA Index Name:

Property

H donors

H acceptors
Molecular Weight
logP

logD
logD
logD
logD
logD
pKa
pKa
Molar Solubility

ty
Molar Solubility

Notes:

References

STN Files:

Database:

299176-75-6

C14 H26 N2 3

N
ICHz) g— Me
wr
N

CHz— SH

To learn more: Check out

1H-Imidazole-1-methanethiol, 2-decyl- (BCI)

Calculated
Value

0

&

254 44
512740287

Freely Rotatable Bonds 11

1.13

1.88

4.60

4497

422

2.1640.25
7.3440.31
Slightly Soluble
Sparingly Soluble
Sparingly Soluble
Sparingly Soluble
Sparingly Soluble

Mone

CHEMLIST

(Additional Information is available through ST International. Contact your information specialist, 2 local CAS
representative, or the CAS Help Desk for Assistance)

REGISTRY

Condition

pH 1

pH 4

pH7

pH &

pH 10
Most Acidic
Mast Basic
pH 1

pH 4

pH7

pH &

pH 10

(1) Calculated using Advanced Chemistry Development (ACD) Software Solaris %476 (& 1994-2003 ACD)

the regulated chemicals

e collection

ACD
ACD
ACD
ACD

SciFinder

(1

i1

i1

i1

i1

i1

(1
e
(13 ACD SCHGLAH
i

i

i

i

i1

1]

ACD

ACD =00 =
ACD
ACD
ACD
ACD

-- Resources —

Cloze




" Detail of Substance 1
File Edit Help

* ‘SciFinder Scholar
File

Edit “iew Task Toolz Help

Registry Number: 74359-22-0

MewTazk

=T o
; - T2l
= S CIESIE
—F oo |
Fanuan Print Saue o5 || Full Text | Prefs Database ||  History Internet Help Exit

Formula: Unzpecified

CA Index Name: Lubricating ails

Other Names: 150B; 1508 (lubricant); 58ts; Amoco 5
4; Clavus B3; Clavus G 63; Cosmo Allp
Drawsol 1622, Drawsol 3003; DS 11, Dl [
Ferrocoat | B130; Ferrocoat M 61 T20K2)
Hykornol k80; 1 124; | 404, | 54, | 84;
150; L-CKD 220; Lube oils; Lubricants,
Bp; MM 7.5; Mobil Multigrade 7.5W/30,
10; M3 10 (lubricating oil); M3 205; M}

[~ Buyanovskii, | A Matveevskii, B. M. Natchuk, A | Effect of base oils on antiwear properties of additives.

[~ “amos, Endre. Coatings for corrosion protection and trends in their development in Hungary.

=

N

E1
3

Issled. Smaz. Mater. Trenii (1931), 41-50. CODEN: 48IMNAJ CAN 87200406 AN 1982600405 CAPLUS

Banyaszati es Kohaszati Lapok, Kaoolaj es Foldgaz (1982), 15(8), §63-6. CODEM: BKKFAC [53MN:0572-6034.
CAMN 97165558 AN 1982:565558 CAPLUS

Rozhkovskaya, G. P.; Porutskii, G.%.; Khokhol'kova, G. A ; Tkachenko, A, E.; Tereshchenko, L. 5. Hygienic
assessment of working conditions during the use of MR-3 and MR-5U cutting fluids. Meftepererabotka i
Meftekhirmiva (Kiev) (1980), 19 82-5. CODEN: MEFMNEY [SSM:0548-1406. CAN 95:57093 AN 193257093

Clvikor; OF Qil Type lIl; OSM 1, OSM

Analyze or Refine References

Penetrating oils; PGP 70, Pressoil 5 3
B8 (lubricating oil); Royco :

CAPLUS
Get Related. . Back

Toughness Wulti; Tp 22; T
(lubricating oil); Yhiteway
Yunipuresuterami DP BS

Definition Field:

References 1-3 of 14

A complex combination of hydrocarbons obtained from solvent extraction and dewaxing processes. It consists predominantly of saturated hydrocarbons

| OO =

having carbon numbers in the range C15 through G500

Class ldentifier:  Manual Registration, Concept

ferences: MNone

STN Files:

(Additional Infarmation is available through STM International. Contact your information spe

Assistance)

Deleted Registry Number(s): 62212-79-7, 50935-76-7, 79956-47-

Database: REGISTRY

5 IS, CA, CHEMLIST, CIN, DETHERM, FDLCOM, RTECS, TOXCE!

To learn more: Search the
name(s) in Explore by
Research Topic

-- Resources --

1, 83362-50-7

14

Close




Substance only registered as a
generic entry

*-/Detail of Substance 1
File Edit Help

Registry Number: 110720-53-1 J

Camponent Registry Mumber: 822-06-0
Formula: CB H12 N2 O2

0CH— (CHz ) g— HCO

Component Registry Mumber: B4-04-0
Formula: CB H11 N

HzN—CHz—CHz —Fh

Formula: CeH12 N2 02 G5 H1] T
CA Index Name:{C Benzeneethanamine, reaction pm@ B-diisocyanatohexane SClFlnder

Ahternate Formula: Unspecified SCHOLAR
=200=

Class ldentifier:  Manual Registration, Generic Registration

References: Mone To Iearn more: SearCh the
Database: REGISTRY name in Explore by

Research Topic
|

19/03/2003 15




Reference summary
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Summary

* The majority of substances in the CAS
REGISTRY are derived from literature or
patent references

 Many sequences may show no associated
references (eg GenBank author
submissions) SciFinder

« Some small molecules may show no SCHOLAR
associated references

* Further information can generally be derived
from the detailed display in SciFinder®
Scholar™ or on STN

19/03/2003 17
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