-

<= SCIFINDER
S |, s SOLUTION

SciFinder® {5 F F i}

5% B 22 3 H A

CAS, a division of American Chemical Society



SciFinder 1 Fi§ F it

il
o
il

—& NIiES
5 4 R
55 =4 Pjli] ChemZent Sk
#V9% 83T PatentPak 1 1] % F]
FHE Ak Java M m iR
754 Java SRR AR 2S
HLE MR
5\ RMNER
FIE H 472 MethodsNow
G ARSI NMERE
H—% QI EBIEE: (KMP) $EHE
%+ —% 1£ SciPlanner FZHZE
Bt =f%aFEfRRh®
%1% SciFinder R4 &



-

<== SCIFINDER
v A CAS SOLUTION

SciFinder® £ FAf
F—H ANITHES

5 B2 30 AL

CAS, a division of American Chemical Society



SciFinder {3 i /it

IR NRE==

TIEH e R 1
BF STTEUR oottt 1
IR ZRTRAT oot 2

SCIFINAEr ELB TR .ottt ettt naenans 2
SERIR cvveveneeeseeeseess s ee sttt 2
BIIJBT e 2
JERE oo isesess e ettt ARt 2
ZEREJZIAEL —ovooevereeeseese et es st s st s8Rt 2
FETMV IR vttt 2
LA oo 3

FBFR IR ..ottt st R Rttt 3
INTTFEFE oottt e 3

G ©veeveesesesesesesssesassste s ss et s e st e At s RS AR s A b E RS A AR AR R AR R SRR bR b s AR b AR bR b st st s e see 3
T FE] oot 3
SCIPIANNET ...ttt e e 3
SCIFINAET B U IEL ..ottt bbb 4

Copyright © CAS, a division of American Chemical Society



01 NI 14RS

A

SciFinder N[ 196/, 1H#&W P S A E .

SciFinder SE Mt MRFIISCHR . PR ML A 4R15 2, Bt LART BLASCHR . 4058 3 5 7 o AR AR — 3G
ZIT4R, BT DRI SE RS AR B 045 8. .

FARR
R AEEAE T SciFinder 38T T, WA AZ 25 LR #0Re -

SciFinder &7}

A LA SRt HE—— KB REH R LD TR AT AT,

BE NS BT E T EARRY SciFinder 12 ZRII8E.

TEAE A SciFinder I FEr, AT LABEHT £ @ 4541 SRET 5 1 75 W1 .

HoAh )2 ) SR “AUMAR” ,  CUEITRRR” ,  C HScERIA R, DU “mR B R B
%Rl #FA] LAE SciFinder Training Materials B i3k 15 .

JHIE 7 E CAS Content at a Glance, 1] LIRS E0¥E e 1) 50 4o 11505 .

Copyright © CAS, a division of American Chemical Society


https://www.cas.org/zh-hans/support/training/scifinder
https://www.cas.org/about/cas-content
http://www.cas.org/etrain/scifinder/choverview/story.html

SciFinder {3 i /it

BRRIRAT
TEASFH SciFinder IEFEH, WS AEAT n) @l Bl 3 75 2255 B, 1S RERT B R china@acs-i.org.

SciFinder #3101 &
FALTENRRIERE R, TH#EEZS SciFinder REIRHAIVARFINEE.

SCHR

SRR ARG 2 3 T T 1]
SCHR T I
SRk VR LT

YR

W R A 2 3 T O T

W 5 L TH 1

W5 VTR T T B

R
SRS 2R 34 T T T 1]

S5 N T TH]

SN VE

gErgmiE

dE-Java &5 i) 2 4R s A 0L TH
Java &5t g 4% 71T
A NSRIR

e b R T T
SR VA T T P

Copyright © CAS, a division of American Chemical Society


https://scifinder.cas.org/help/scifinder/R42/references/map_of_the_explore_references_screen.htm
https://scifinder.cas.org/help/scifinder/R42/references/map_of_the_references_screen.htm
https://scifinder.cas.org/help/scifinder/R42/references/map_of_the_reference_detail_screen.htm
https://scifinder.cas.org/help/scifinder/R42/substances/map_of_explore_substances.htm
https://scifinder.cas.org/help/scifinder/R42/substances/map_of_the_substances_screen.htm
https://scifinder.cas.org/help/scifinder/R42/substances/map_of_the_substance_detail_screen.htm
https://scifinder.cas.org/help/scifinder/R42/reactions/map_of_explore_reactions.htm
https://scifinder.cas.org/help/scifinder/R42/reactions/map_of_the_reactions_screen.htm
https://scifinder.cas.org/help/scifinder/R42/reactions/map_of_the_reaction_detail_screen.htm
https://scifinder.cas.org/help/scifinder/R42/drawing_non_java_editor/map_of_the_nj_structure_editor.htm
https://scifinder.cas.org/help/scifinder/R42/drawing_java_editor/map_of_the_structure_editor.htm
https://scifinder.cas.org/help/scifinder/R42/commercial/map_of_the_commercial_sources_screen.htm
https://scifinder.cas.org/help/scifinder/R42/commercial/map_of_the_commercial_source_detail_screen.htm

01. A%

FAt

SciPlanner 71 [ &
[ 58 v T
PRAT &5 HR 4R 1 1]

1 3E FE B I L T

ARG ve E T K

HFEFIYA
I U EIE T IR, % 5T SciFinder.

VNREI=]

Introduction to SciFinder-Zf2H /R T WA Z Y . BFISCHR . ATk 2R &5

B ERSENE -

W AR SCiR 4 SciFinder &Y

R

FEE R R (17080

W R (1738

PGt (1 58D

iif Markush S5k =LA (1738
SRR R (L7351

Hi &
5K (10 205D
v (10 75

SciPlanner

B HE & 2% %) SciPlanner (1 42304
BVE TAEX BT (1 205

Copyright © CAS, a division of American Chemical Society

» DIREE


https://scifinder.cas.org/help/scifinder/R42/sciplanner/map_of_sciplanner.htm
https://scifinder.cas.org/help/scifinder/R42/history/map_of_the_history_screen.htm
https://scifinder.cas.org/help/scifinder/R42/map_of_the_saved_answer_sets_screen.htm
https://scifinder.cas.org/help/scifinder/R42/kmp/map_of_the_keep_me_posted_screen.htm
https://scifinder.cas.org/help/scifinder/R42/preferences/map_of_the_preferences_screen.htm
http://www.cas.org/etrain/scifinder/overview/story.html
http://www.cas.org/etrain/scifinder/choverview/story.html
https://scifinder.cas.org/help/scifinder/R42/substances/video_exact_structure_search.htm
https://scifinder.cas.org/help/scifinder/R42/substances/video_substructure_search.htm
https://scifinder.cas.org/help/scifinder/R42/substances/video_similarity_search.htm
https://scifinder.cas.org/help/scifinder/R42/substances/video_markush_search.htm
https://scifinder.cas.org/help/scifinder/R42/references/video_categorize_references.htm
https://scifinder.cas.org/help/scifinder/R42/tutorial_draw_structures.htm
https://scifinder.cas.org/help/scifinder/R42/reactions/tutorial_draw_reactions.htm
https://scifinder.cas.org/help/scifinder/R42/sciplanner/video_send_data_to_sciplanner.htm
https://scifinder.cas.org/help/scifinder/R42/sciplanner/video_manipulate_workspace_objects.htm

SciFinder 1 F /it

DEATH (a8

SciFinder E)I#18

{#7E SciFinder Bl bR E BB, RSO RI BOR .

Copyright © CAS, a division of American Chemical Society


https://scifinder.cas.org/help/scifinder/R42/sciplanner/video_share_a_project.htm
http://www.cas.org/training/scifinder

<== SCIFINDER
v A CAS SOLUTION

SciFinder® £ FAf
B8 TR

5 B2 30 AL

CAS, a division of American Chemical Society



SciFinder {3 i /it

2. A&

R R E TR oot n e 1
SR BRI T T . ovv vttt s s 2
BRI ZRIE T ..ottt ettt 4
BT TE IR ZR oottt bttt 5
VBB B ZR e e 8
INTBAHREZR oottt e ettt et st 10
SEBRTE T ZR oottt s st a st a sttt s s 11
50A2011 U1 = NSO OO OO 13
R 1 = NSO OO 15
TETE Markush GEFIRTEZR T T oottt ettt ettt s et nse st ne s e 17
FRZEREZR oottt sttt n s 20
BTG N IIHT SCBRIZE TN oottt sttt 20
SEBRTTTHT Lottt b bbbttt s e nees 21
SCBRVERE TUTHT vttt s st s st een e 26
BE TG SCRIREE B oottt s e s en st s st s s 30
SCHRFEFT coeeveeveee ettt ettt bbb bbb bbbttt a e 31
BT SCIIR T o evv vttt s st s ettt s en s s 32
IIHTZARTEE FEEE oottt n e 33
IIZETTRIR wevveeeeereeeeeeseesees s s aes st s s st s et b st sses st saes s s es st s s st saensen e 36
] B S T T2 TR et s e 37
GAFAZE SCRRFCTIE T oot s et s s es st s s as s s s sar s 38
JHIER MEDLINE 1 HL A I STHIR .o vvocveeeeeecee st 39
A B B B ATE T I SZRIR vttt 39
IR R R GE B TEAR /INGE TR oo 40
B SCHRZE B R oottt bbbttt ettt aenann 41
FRIFHA TEBTIEIIIE T .oo ettt 43
SR SR FRIE I o vvoveeveeveee et 43
BRI SCHER IR IE T SR vt 46
FRIEUBE T SR e vv vttt 48

Copyright © CAS, a division of American Chemical Society



SciFinder 1 Fi§ F it

FRITUG] L ottt a st a bbbttt n e 49
BRI SCBRIEIAE St 50
ARAF NG ZE SCHRITIETI oottt sttt a s ss s 51
PRAEZARTLE TR oottt bbbttt 53
IITETTRIR wovveereereeesesse st s s a s b et s st bbbt s s ettt r st 54
SEHESERER vttt bbbt 56
SEONTERR vttt bbb bbbttt 58
FTUEITEHR oot bbb bbbttt 59
DA B v STl 1010 1= ST 62
F T I RAFE IGE TR EE ot 63
B R A o L= = N 64
TR AEII GG TR oot 65
SRR IR FIBRZE I ..ot 66
T SRR IIETT vttt s bbbttt s s st st es s enaenaen 67
T SRR IIBEZE oottt st en s a s s aenaesaen 69
FRETFRZE SRR e vv vt eee e a st s s s es s saes s st as s seessen s sassaenssnsans 70
T SEHRIEIFE ZE oot 71
T SCHRIBEE TV o vttt bbb bbbttt 72
T AT SEHRIEIITR o vvovvve ettt 73

Copyright © CAS, a division of American Chemical Society



02. kIR

MM R BRAETR

TEARYE L S AR ARSI S 5. AT DL YE H SR A R N 7 5 3 B 2 R R BT

JFUa SCHR R
ThaXaeE T T A TG 2R SR -
BT F 8
- FEA
ALIES
SCHRTR A5
LIREIEERSY
BFIFER
A I M CERES R AR
bR 5E (L B A IR Y SCRR SR
MRIEFE LM IO 5 R AT H (i, mTRUE R HEFP 3R R
I L RISCHR,  BCE SRS RO 22 (3RO

MRAEIRBERIE I AT 45 05 (Qn, W] DASRECR RS 72 90
AT, MR H BE A R R TR B ) -

ERHT

i SR L

Iyl il T DL 2 PR e R R 4 R (L SRS R A
FEHD

A DR S B3 R e e S0k, B AR A AR

MSCHRFRAFAH L ) 3

MR T BT — R SO B AR R SRS, B R BT
AH R 2R | RS SCHR ISR B 88 SR 1152 SR

TRAF AN 73 52 3CHRE 2

AT DAMRAESCHR, DA CUER, 3038 S W 3 S0H-Je b 4t A\ 7]
Blo 3B ] DUK RS SCHREE B2 R a2k ¢h FoAth SciFinder A .

Copyright © CAS, a division of American Chemical Society



SciFinder {# Fi F/ift

RIS

LAEH kiR

PRARMIBRIC SCHR LA KA
ALK B S RPFR NS — e SCik, BGE A AR 2R R 4R SOk
HAERRIL, DA U 28 5 G 2R I SCRR

TR 2R 3% T R T A

IEFARAT SRR 2GR TN, w2 BT 1 A UL

ACAS SOLUTION

Explore «

J REFERENCES

B Fesearch Topic
Author Nama
Comparry Name
Docurment Identifiar
Joumal

Patant

Tags

o SUDSTANCLS
Chissmical Struciung
Markush
Maloridar brrmiila
Fraparty
Substanca Identfiar

s HEACTIONS

Raacton Structuré

== SCIFINDER
g

Saved Searches

H Prefemnces | Safinder telp - TR

sciPlanner

HEFFRFNCES: RESEARCH T0MC @

©

SAVED ANSWER SETS @

sultistep 2
Luamphes Multistepl

The effect of st residoss on dery products Single step

Photooyansbon of aromate compaunds

Préparation patants

coribred sl rod s

chlaroguing substructure

s EhEFE, 53X

elean up ol spills

@ = oo seomcn

RS SR R

liptesr moevl iy

sl TR

lipitosr substructure

Auiesaved Roaction Seb

WView &ll | gt

KEER ME POSTED @

L€

chkrodguine

1an 1, 201604}
1an 14, 20601}
1an (9, 20601}

plant Nawvanaids
Feb 06, 20161}
Jan 02, 2006(1)
Moy 28, 20152}

it

Feb 06, 2016{10)
Jan 23, 2006(7)
Jan 16, 20061}

Wicwer Al

Copyright © CAS, a division of American Chemical Society



02. CHRIG R

MRAEA FIIAL R, ARSI H 22 P SCHRAG 2R L T

Research Topic——H T SCHATHE R, v LU e 3l FLAtham FH 032 ) 3 ] 43
9:':

Author Name

/B4R X

Company Name—— 1] Jf] i Bt 4

Document Identifier— itk 5. kS L5, PubMed ID 5 A DOI
Journal—75 ZHATI A BB b, Bl 2 DR IMER I REIR

Patent——fF LA, BiE 2/HAE RN SUR B 1 K
Tags——ilid [ & O R KL % 2 BT AR i i i STk

L ILE A (R 20 FE B T 9 8 R 25 3
EXABIT o, MR R TR A M, T LIRS0 e p i A L A
1, $iE Z RS D

S C e e S AN e S

i Search, R

% i Advanced Search i, st & HEUE &8 N R R e 400 WRAEL
FRERI— BB, M2k Always Show i i 5 HE .

RS 2R ER BRI 2 G DLAL, W R R IR, BATA B IS IR 2%
4, XFER] UARIE— 6t Ae SRR L B ST B . R FHFE, W A] DAZE )5 TH 8
it Refine Thae Rk 45 R4

BRAL 7R 1 Rl fRAT I B 45 R 2

T ORAF I 45 REE ) 2 75U LE —MRAFE 85 RE T BT R R (Eetn
Multistep 2)

midr View Al iTAEE i MRS IF A g R I i 4 R 5
mir Import AT BL3 A ZRTBL AKX S I ECE Fetb oy AKX SCIFI 25 R 4

PEAL B IR R H € LB BA (KMP) R B 1 BofT 45 2R - KMP $R e & 61 A B0 B4
HEBIMS RHER

A KMP AR FHE I E R (Eehn Jan 30, 2016) B&EZ REF SR, FHS5HT
HrRnEREF—IELLER,

il View All ATEUEE . MIBRECS I KMP 45 R4 rh T IS R

P NARAT IR 2L TN
Saved Answer Sets—— & F . Znfh. MMEREE & 345 B4

Copyright © CAS, a division of American Chemical Society


https://scifinder.cas.org/help/scifinder/R42/references/search_by_research_topic.htm
https://scifinder.cas.org/help/scifinder/R42/references/search_by_author_name.htm
https://scifinder.cas.org/help/scifinder/R42/references/search_by_company_name.htm
https://scifinder.cas.org/help/scifinder/R42/references/search_by_document_identifier.htm
https://scifinder.cas.org/help/scifinder/R42/references/search_by_journal_information.htm
https://scifinder.cas.org/help/scifinder/R42/references/search_by_patent_information.htm
https://scifinder.cas.org/help/scifinder/R42/references/search_by_tags.htm
https://scifinder.cas.org/help/scifinder/R42/references/options_for_refining_references.htm
https://scifinder.cas.org/help/scifinder/R42/map_of_the_saved_answer_sets_screen.htm
https://scifinder.cas.org/help/scifinder/R42/references/import_references.htm
https://scifinder.cas.org/help/scifinder/R42/kmp/map_of_the_keep_me_posted_screen.htm
https://scifinder.cas.org/help/scifinder/R42/map_of_the_saved_answer_sets_screen.htm

SciFinder 1 Fi§ F it

Keep Me Posted——#& % . MIBRELE & I € BB PR PR BE 1 45 SR 4R

History — &% . TEIELE T HIERIED L (B LRTRRISEHTY SciFinder #:4F
i) .

A8 F X SE R AT T THI R B A«
Preferences—— 1% & SciFinder 244}
SciFinder Help——£ \ N T FA3& T -
= Help #5 8
= Training 3%l
= What's New 3 A %
= Contact Us Bt R34/
Sign Out ——iB 1} SciFinder &5 T, [AAfIBH 418

e HEN SciPlanner B DL SCHR 4050 R0 e 3 #EAT RT A4 B

SRR 2R I T

F 28 LT H AR SRS, BRI 2 R PR E 26 1

W7t £

WAITE S HARTE 5 RIS, Horh 2 N 2 1a)m] AR /1] 3 A
W G IT (40, effect of antibiotic residues in dairy products)

e 4
EOTERALER

NCIEZ
R B

Copyright © CAS, a division of American Chemical Society


https://scifinder.cas.org/help/scifinder/R42/kmp/map_of_the_keep_me_posted_screen.htm
https://scifinder.cas.org/help/scifinder/R42/sciplanner/map_of_sciplanner.htm
https://scifinder.cas.org/help/scifinder/R42/preferences/overview_scifinder_preferences.htm

02. kIR

SCHRIR A S

o LTSI AR L SRS £FS . PubMed ID B, MR R
- (DOI)

HE-NTIA . B BB LR

FAOFERMPADLRT . BRBNLEA B KN RLER

P
iEE

%
o e ORI R R T B SR STk

L A] U Markush 5446 2238k 15 LRI SCHR . Markush 25 K438 $i H ILTE % RIBUR) 2R (1 3 20
SERATIEAL 50 . Markush Fs R T A BRAS R AT T 7

e e, T PGS E IR R (KMP) S BEIB B ol 1O SClk - (Rl L6 ) B 0 H 0T —
REFERR, HFRERRIRE) .

P2/ %
i iR 2R TBRHRCHE AR 2 R SR
BIEP R

1. i%&# Explore > Research Topic.
2. FHTRT FRIR T R S NS R 2R, S0 P A 1 B AR R AR 32 R e . B

Copyright © CAS, a division of American Chemical Society



SciFinder 1 Fi§ F it

 REFERENCES REFERENCES: RESEARCH TOPIC @

I Research Topic [ |

Author Name

Company Name |t}rr05ine kinase inhibitors in the treatment of cancer

Examples:
The effect of antibiotic residues on dairy products
Photocyanation of aromatic compounds

Document Identifier
Journal
Patent

Tags
Search

o SUBSTANCES

Chemical Structure w= Advanced Search
Markush
Maolecular Formula

3. (i) fiidi Advanced Search, JEISFRED Can . SCERZEA. 1BS . E& L R/EA
4 REMRUHE. WRABHAERXERRREI, WnlaiE - Always Show #i T 1
JiHE

Copyright © CAS, a division of American Chemical Society



02. kIR

Publication Years

Dacument Types

Languages

Author

Campany

= Advanced Search

O] always Show

Examples: 1995, 1995-1999, 1995, -1905

O Biography O Historical
L] Book O] Journal
LI Clinical Trial O] Letter

O Cammentary O Patent
(] conference L1 Preprint
O Dissertation L Feport
] Editorial [l Review
O chinese O apanese
] English 1 Palish

Ll French O] Russian
] German 1 spanish
O Italian

Last Marme * First Middle
| | |
!Examples:

Minnesoka Mining and Manufackuring
CuPonk

B BRARR R EORARHE I, 8 W AR BAE — JT A ZR I s AT BR € 1L,

IXFERUR] A

PRGBS R, WRATE, W EEHEE M Refine Dfg e 45 R 2.

& Search.

FERIEFC UG R TR I, s e — B 2k It

Copyright © CAS, a division of American Chemical Society



Select All Deselect All

1 of 12 Research Topic Candidates Selected References

[ 59 references were found containing "tyrosine kinase inhibitors in the treatment of cancer" as entered. 59

3879 references were found containing all of the concepts "tyrosine kinase inhibitors", "treatment” and 3879
"cancer” closely associated with one another.

[ 17344 references were found where all of the concepts "tyrosine kinase inhibitors", "treatment" and "cancer" 17344
were present anywhere in the reference.

[l 10621 references were found containing the two concepts "tyrosine kinase inhibitors" and "treatment"” closely 10621
associated with one another.

[l 27557 references were found where the two concepts "tyrosine kinase inhibitors" and "treatment" were 27557
present anywhere in the reference.

[l 10817 references were found containing the two concepts "tyrosine kinase inhibitors" and "cancer” closely 10817
associated with one another.

[l 24803 references were found where the two concepts "tyrosine kinase inhibitors” and "cancer" were present 24803
anywhere in the reference.

[l 531003 references were found containing the two concepts "treatment” and "cancer” closely associated with one 531003
another.

O 1198011 references were found where the two concepts "treatment” and "cancer"” were present anywhere in the 1198011
reference.

O 48580 references were found containing the concept "tyrosine kinase inhibitors". 48580

£l 9585444 references were found containing the concept "treatment”. 9585444

[l 3841905 references were found containing the concept "cancer”. 3841905

Get References

P (FIETURE TMES S Y, XSS 2 SciFinder MR #E i N5 AT IR 5 7 A4

1. fE_LHEEFH, BEMBESH ‘BB (tyrosine kinase

inhibitors) ” , “JGJ7 (treatment) "F1“Wi5E (cancer) "o ASFE LI T W& LE SCik
R EALE:  “as entered” FoRMESE—MER—HIEST . “closely associated” %

TR A —AE RS R — kR R . anywhere R AE SCHR T AR AT B (RE& 2 81
ALEATREIRZE) .

BN IE T P R SCIRBO AN R FE A OSBRI (A0 SciFinder (704 TR AT LI K&
I SCHRIEAT BROE PP AN .

SR SciFinder 52 1 IEFA MR 7B, WSRHERIE AN &, W] AR 5%,
AR ER) o PR Ui SR

6. i Get References.

TEEERE
BRI R T R IR | RN G R T SR
BRIEDR

Copyright © CAS, a division of American Chemical Society



02. kIR

1. i%&¥t Explore > Author Name.

2. FERERFERIASEMES . WSS KNS . DA AR (Last Name) .

 REFERENCES REFERENCES: AUTHOR NAME @

Research Topic

B suthor Name [ |

Campany MName Last Marne * First Miclclle:

Frale M
Dacument Identifier | ¥ | | | | |
Journal Look for alternate spellings of the last name

Patent

Tags
:

# SUBSTANCES

L-, i | ey

3. (WHE)YWMERALERS U RAFRBE, TIAHZ)E Look for alternative spellings of
the last name,

4. i Search.

5. FERIEDIE, 2k —uiE 2 M4,

Explore « Saved Searches v SciPlanner

Author Name "Fraley, M"

REFERENCES

Select All Deselect All
4 of 18 Author Name Candidates Selected

References

FRAILEY MAX L
FRAILEY MICHAEL DEAN
FRAILEY MIKE

FRALEY M

FRALEY M A

FRALEY M C

FRALEY M E

FRALEY MARIE ELENA A
FRALEY MARK

FRALEY MARK E
FRALEY MARK EDWARD
FRALEY MARTA
FRALEY MARY A
FRALEY MATTHEW A
FRALEY MATTHEW N
FRALEY MICHAEL
FRALEY MICHAEL R
FRALEY MIKE

FRALEY MILINDA

e = = o

Get References

[ o R S — T R

-
U
(=]

- - R B I

FEIXANMI 771, “Look for alternative spellings of the last name” &It T Frailey 1)
ANFRAPE. fEgRt, BFY5 Fraley MBS 52 &L MEE R . (HEXF Mark Edward
Fraley 3X/MEZ A1 PUAN AT RERME T . 7ESREEIPTA AT B IE B AR SCERZ 5, 7T R
W RS AF 4. DRI AR O RS I BT IR E

Copyright © CAS, a division of American Chemical Society




SciFinder 1 Fi§ F it

6. /il Get References.

ALTE s 4
(R ZR AT LU R A A K%, BUMHU SR AR BRI SUR A SOk
BIEP R

1. %% Explore > Company Name.
2. FINAELZRREE A F W .

REFERENCES: COMPANY NAME @

| REFERENCES
Research Topic
Authior Marne

B cormpany Name || Tropix |
) Examplas:

Docurment Idertifier M
Journal DuPont
Patent

o SUBSTAMNCES

3. A1l Search.

HE: WTLMEH Analyze £ 1) Company-Organization SR HT45 8. F1)H kI m] A
BB — BRI EIFH R A F 4 .

Copyright © CAS, a division of American Chemical Society
10



02. kIR

Get Get - Get Related Get Create Keep Me Send to
REFERENCES © Substances A Reactions =" Citations M Full Text ?&1«"5 M E Posted Alerl; = SciPlanner
Analyze Refine | Categorize | Sortby: IAooession Mumber = @ Display Options
7|~ 0of 113 References select=d M 4 Page: I 1 ofs b M
Analyze by: @
I Company-Organization | | [ 1. pendritic chemiluminescent substrates &
. Q Quick View Bl Full Text
I‘I’roplx Inc, USA ?GI By Sparks, Alson L. »1{_5 .
From PCT Int. Appl. {2002), WO 2002057745 A2 20020725, | Language: English, Database: CAFLUS
LS:%'T;;; Bedford 9 The invention concerns chemiluminescent substrate delivery systems comprising a conjugate a dendrimer and at
— ] least one chemiluminescent substrate are provided. The substrate delivery systems can also include a
. chemiluminescence enhancer. The dendrimer/chemiluminescent substrate conjugates can be used in kits including
IT"?F”’" usa 7| an enzyme capable of activating the chemiluminescent substrate to produce a per-oxygenated intermediate that
decomps. to produce light. The dendrimer/chemiluminescent substrate conjugates can be used in assays to detect
Tropix Bedford MA the presence of an analyte (e.g., an enzyme, an antibody,...
USA 3
o ]
] [ 2. The NorthStar HTS workstation luminescence detection system *
Tropix Inc Bedford Q Quick View Bl Full Text
Massachusetts By Olesen, Corinne E. M.; Boldt-Houle, Deborsh M. ; Yan, Susan; D'Eon, Brian 1.; Liu, Betty; Tilotson, Bonnie; Voyta, John C.; Bronstein, Irena ~0R"
01730 3 Edited by Case, James F -
L 1 From Bigluminescence & Chemiluminescence, Proceedings of the International Symposium, 11th, Padific Grove, CA, United States, Sept, 6-10,
Tropix Inc Bedford 2000 (2001), 485-488. | Language: English, Database: CAPLUS
Massachusetts The MorthStar HTS workstation is a fully integrated high throughput screening (HTS) luminescence detection system
01730 USA 3 developed to expedite lead discovery with whole-plate imaging for both glow and flash luminescence chemistries.
a 1 Luminescent assay systems, including homogeneous cell-based assays and heterogeneous immunoassay formats,
Tropix Bedford MA using several different luminescence chemistries, were developed and performed on the NorthStar workstation. The
01730 2 results showed that NorthStar HTS workstation is capable of imaging flash and glow luminescence assays, and is
u! ! compatible with multiple microplate format...
Advanced Discovery
Sciences Applied [ 3. Enzyme-based G protein-coupled receptor assay for monitoring GPCR. activity and protein/ protein interactions in *
Biosystems Tropix GPCR signaling and for screening ligands
Division Bedford MA Q Quick View B Full Text -y
01730 USA 1 By Palmer, Michelle A. 1.; Gee, Melissa; Tillotzon, Bonnie; Chang, Xia-jia -
I ] From PCT Int. Appl. {(2001), WO 2001059451 A1 20010816, | Language: English, Database: CAPLUS
Advanced Discovery Methods for detecting G-protein coupled receptor (GPCR) activity; methods of assaying GPCR activity; and methods of
“Scmnces, UsA 1| screening for GPCR ligands, G-protein-coupled receptor kinase (GRK) activity, and compds. that interact with
components of the GPCR regulatory process are described. The present invention involves the use of a proprietary
Tropix Inc 47, USA 1 technol. (ICAST, Intercistronic Complementation Anal. Screening Technol.) for monitoring protein/protein interactions
I 1 in GPCR. signaling. The method involves using 2 inactive B-galactosidase mutants, each of which is fused with one of
two interacting protein pa...
Show More
[T 4. An enzyme complementation assay for G protein-coupled receptors and their interactions and analysis of orphan *
receptor function

KRR EHFE

AR HEAS SRR = ROk e an % A5 53 B 0 SRS (DOD

BIEPR

1. &% Explore > Document Identifier,

Copyright © CAS, a division of American Chemical Society

11



SciFinder 1 Fi§ F it

7 REFERENCES REFERENCES: DOCUMENT IDENTIFIER @

Research Topic

Author Marme
Company MName
B oocument Identifier [ |
Journal
Fatent
Tags Enter one per line,
& SUBSTANCES Examples:
L 1983:4296
Cherical Structure 107112935

10,102 1jnp0S0327]
Markush frp J

Molecular Formula
Property Search

Substance Identifier

2. BRZ AT 25 GRS (CRHATHIAN—DRAS) o R RS T i AR AT — MR

S HEAT SCRRIE R
lSas W5 R B 2 B 2] SR B — T R A S .
(Accession 7E CAplusSM ik, s 52 LR Tk SCHES 1) 10 A3
number) T
#: 2009:624911
7 MEDLINE®CHkH, WokS RAMEMES, (HEEAE
Fo
kT TEENRIRR AL 2SR (CA) T, TRk S & — D RAIR RS : 4
BCA R AR BN RV RS, AR HT, NEEIT
(Document 8, SCERIRBIS—E R FHE51 26 .
number)
7E CAplusS™M i1 3k 5 /& CAS IS5 (CAND .
SRR HIR U volin...n.
Bil: 148:276656
LR LR SRR LR S, LA S. ERHiIES
B R iE S .
(Patent number)
XA S F, EHRASLI0E T H 7.

Copyright © CAS, a division of American Chemical Society
12



02. CHRIG R

SEA AT DL AL B DU A Bk =t (e 92 8% 1992) .

fl: JP 1992-502228

PubMed ID 5 PubMed ID 5 J& MEDLINE(ZE [F [F 37 2 K 15 18) 4 Bio 45 &
T SCHR )5 75

A SRAE IR ST S

fl: 12608445

B G BN GIRNS, 5 DOI®, H [ TH T IR AITE A dy & 1
T . DOl 24t E Fr DOI F: 42 7,

SciFinder £ CAplus i J& i R B 7 105 .

JITA (5 DOI LA 10 I3k TS TRANEM N, JR82 1M
NG TR REMEE . FHIERAL bR BT M 5 4 .

#l: 10.1021/np050327j

(PubMed ID number)

3. A Search.

WER 155
A B T L TS AE RSOk (i, BRI isie ST
BRIED R

1. %+ Explore > Journal.

Copyright © CAS, a division of American Chemical Society
13



SciFinder 1 Fi§ F it

REFERENCES: JOURNAL @

1 REFERENCES
]

Research Topic

Author Narme
Journal Mame *

Docurment [dentifier | |

. Journal . Yolurme Issue Starting Page

Patent | | | | | |

Tags

Company Mame

& SUBSTANCES Title Word(s)

Chemical Structure Examples: antibiatic

Markush

Malecular Forrula Author Last Name * First Miclclle

Property | | | | | |

Substance Identifier
Publication Year

& REACTIONS | |
Examples: 1995, 1995-1999, 1995-, -1995

Reaction Structure

2. FEASR XA EE

TR R E D FERASERIERR . A EEE T LE% (Volume) ,
(Issue) , HHEBIGTAG (Starting Page)

» EEARREDTFERMAEZRIEK (Author Last Name) . HABEHE 7T DLE 42
(First) 5 HE4 Middle.

«  AFFEAH (Publication Year) # %%/ FHERAHITFIZFK (Journal Name)
B4 (Title Word (s) ) , siEEFRIZEK (Author Last Name) .

AT E LR DX 3l TS T A

AT S FR . W4, MEEEE TS .
(Journal Name) i 5 AL & R EE bR ST S Y S

% 30 A

# (Volume) B (38) sFHEFRHFFHFH (45a) .
# (Issue) ¥y (16) HEAHL (NA) .

Copyright © CAS, a division of American Chemical Society
14



02. CHRIG R

I TR

(Starting Page)

By (46) , B i, BEFEEA AR (m287) .

e

(Title Word (s) )

R 2 B E R4 (—AEEZANED

Ve HIER IR

(Author Last Name)
4 (First) 42t B
HiE 4 (Middle) oh i) 44 (1 =

TR

(Publication Year)

BN —IE, BCERANE AT IRE — MR,
1975-1995.

A] DL IR AN 7S D& R 3 AT A VE BN 8 IR -
tbtn, 1975-1%3% 1975 £ LA M 1975 4EJ5 1k, 2L -1995 18
LT 1995 DL K 1995 4F 2 |l i SCHR .

3. Aiii Search.

B0y HERREYTIEXNE, WAL AATIZ, BA. #id Tools 5 .+ Remove
Duplicates ffi {4 MEDLINE H EE[{SCHk B a6k, BATLLEE Ko 0 E, BaiRE. TS
AR RS I B S A R A

BEFHEE

il FH A 2R T AT DUAGL 2R 1) R SCRRTE 1S

BIELR

1. #%# Explore > Patent.

Copyright © CAS, a division of American Chemical Society

15




SciFinder 1 Fi§ F it

) REFERENCES

Research Topic
Authar Mame
Comparry Mame
Document Identifier
Journal

Tags

o SUBSTAMNCES

Chemical Structure
Markush

Maolecular Formula
Property

Substance Identifier

& REACTIONS

Feaction Structure

B ratent [ |

REFERENCES: PATENT @
|

Patent Mumber

Examples; Wi 2001011365

Azsignee Mame

Examples; Cancer Research Technalagy Limited

Inventor Last Mame * First Middle

Publication Year

Examples: 1995, 1995-1999, 1995, 1995

Search

2. WAZEDTHA—IUEE. R RENKUIN, WATFERALER. A4E XS5 A

LA %t -

LR

(Patent Number)

LR G RARAT AT ARG — L R 5 5

L Fl)5——4l: CA 2107100 5 CA2107100
| HiF 5 —Fl: IJP 1992-502228

LS B 5 —51: 1T 1998-BO661

RN —AN LR 5.

S IA K 200 DR

SR LR RS EUNE B, 1 B AT DV S By i A5
S DML EE T

WERATEARAD AL B, 0 R AR e e H IR (et
US 2005-301370) .

W ERE TR FIED, WL RG-S B SR RS 5 AT B
AP B EE DAL B kS (f: 05 8% 2005) .

Copyright © CAS, a division of American Chemical Society

16




02. CHRIG R

LHRAN LRNIERI R LTRBIHAEE (TR A R PEE A -
(Assignee Name) = AAE]4E4—: Glaxo SmithKline Corporation
= AF AT

KRB ANIE4—F]. Adalbert Prior(% 7t AT LUXFESI N «
Prior, Adalbert)

BRBNRAFRD A b — AP REAF, JIF HAA Bl 200 4>

#]: Glaxo

FRFo
#EIG (Last) s
# (First) A I E R
HiF 4 (Middle) o [] 44 B ) 44 1Y) 8 B

3. (Wi i@ Publication Year [REEFIFZ .

AT AN — N — ARy, OB E R — AN A By, bhln 1975-1995., 7] ATE A
SR BT BUG INE PR AT E Ve B A 2 1R 2 Bl 1975483 1975 4E DL K 1975 2
SRRSOk, B3-1995 {8 1995 4F DL Az 1995 4F DL i SCHk -

4. i Search.

B Markush 214122 Z7)/
Markush 25 1418 ¥ 72 L AU LR b kR IR Fid 40 & A s e 4. %1l

trans-6-[2-(Substituted pyrrol-1-yljalkyllpyran-2-one inhibitors of cholesterol synthesis

R, T R1 = {un)substituted Ph. naphthyl, cyclaheasyl,
norbornenyl, etc.
fz _ R2, R3 = H, Br, Cl, cyano, C1-4 alkyl, etc.
X R2R3 = atoms required to form a fused heterocycle
= o o R4 = C1-4 alkyl, cycloalkyl, CF3
& X = CH2, CH2CH2, CHMeCH2
R,

H I AT CAAS A B i 26 SRR P B AL 4, (B2 AT LSS Markush S5l — S EAL A f
JE A PRBUR K

Copyright © CAS, a division of American Chemical Society
17



SciFinder 1 Fi§ F it

Markush F6 2 ) Ji I 25 R4S 28 (AN [ 2 AR AE T B I VL Bo 45 R LA IR s A H . R R 46

R — RINEHSCHR -

Structure query

BIEPR

1. i Explore > Markush.

Clle

MeO— CH—CHz —CH»

S
i-Pr N
" N -
Wy T S
YOy

-
e

F

—
o e Substructure match

O
OH
R,
R;
_._-r-
NX:
S (o] Q
Ry
R‘

Markush match

Copyright © CAS, a division of American Chemical Society

18



02. kIR

Explore v Saved Searches v SciPlanner

Author Name "Fraley, M"

SUBSTANCES: MARKUSH @

% REFERENCES 1

Research Topic

Author Name
Structure Editor:

Java Non-Java Search Type:
@ Allow variability only as specified

@ Substructure

Company MName
Document Identifier
Journal

Fatent

Tags

Click to Edit
o SUBSTANCES

Chemical Structure

B warkush [ |

Molecular Formula

Froperty
Substance Identifier

— | search

Reaction Structure

Import CXF

2. fiihi Import CXF /] LS AN Z il LA CXF #% sUARAF I S5 44

3. &M mEE4% Structure Editor.
a bt gmiE s RbR T MR gt dmtE . (AT DS i An2s bl Java B dkE-Java fifE . Java gt s 7 5
— Java JRE Fl3dEE)

b.2x 45,  QER: Markush k3 2 H R AR ZH SGETHBUE, AR AFFHRIUR. ZA4
PR SHH T RELH RN IHE. ek Esazz4). O

c. miili OK 4 25 b A% ke &= UL T
4, EPFRRFH
= Allow variability only as specified 7~ HfefE R-JEF . HAh w40 57 aldd B
HUAR.
= Substructure FosEAHIATHSE 1AL E AL ER W] LA B

5. Kii Search.

Copyright © CAS, a division of American Chemical Society
19



SciFinder 1 Fi§ F it

VY s
P 0 2R 5T LA 5 SR B 0 3R
BIEP R

1. %%t Explore > Tags.

REFERENCES: TAGS @

BREFERENCES 1

Research Topic

Authar Mame
Company Name Click a tag to retrieve references associated with that tag.
Document Identifier A
Journal actd 1
Patent actd 2
Tags [ ] adipose
F adsc

2. WARZER)T-BHFF A2, ri i Fnaimt rlAS R B AX AN FRZEAR 5% 1 3CHR -

BE M SCHRIE IR
SciFinder ISR . HEHOEHLSE R R 4 IR
TSRS

R REMUA, GRS R N AE SCBR T o 7T DABR I I 0] 5 A A 474
HENRESESE ENESIEC Gy iR sce-pa /Nt IV £ediE kN
IS SR A, ) DU PR 9 2 /s (1 S 2

SCHRHER

A DE Ik PR E S A SCREE AT HE R (s AT LS R AR R
BRI SCHR B B H AR 1 SC 51 KR 22 R SCHRD

Copyright © CAS, a division of American Chemical Society
20




02. kIR

AR SCHRVE

LEE SCHRVEN, s S br L . SCERVRARE Ui 34 1 e B
OB HL 9150 PLAKRTIEE . X EEAF R AT DU O A 2R 2
fifto

NI EE S

v =N E i A F] LURYE SciFinder SR Hrik Wiy réti R (i, wr BLE AR 4
GIHT s DU 2 WS A 35 A AR TE BIF I U N 2 B BRI o AT RAE Sy
B BEAL b ST —ASETR S R . BB TERR TR E B[] 2 A
e R A

SRR

fii il Categorize AT LLHRAE ARk ) SANNR 51 17X SCRREEAT DU ik -

(el 0 S5 iy (1 45 SR 4R

LESF TSR S

BPATNRIE QIR -DINSRER, MRRFEBBGSIE T
TR “Remm 2L SHiskh. Tl SR H el 4 R
ARIOCHR

IR ET A
HHRR R SE R, S5 SISO ST

Copyright © CAS, a division of American Chemical Society
21



SciFinder {# Fi F/ift

Explore v

Jankovic Joseph

i

Research Topic "apomorphine controled release™ > references (60) o

REFERENCE Get Get . Get Related _ ¢ e Create Keep Me Send to
S * Substances ‘ Reactions ‘ Citations 7{100!9 * Posted Alert -. SaPlanner
Analyze | Refine Categorze | Sortby: ClingReferences v & e Display Options
IZ] > 0 of 60 Referances Select=d QH‘PAOC 1 ofi b M
alyze by: @
Author Name v | 1. Embedding and encapsulation of controlied release partides -
Q Quick View PATENTPAX ™
- o By Van Lenger o “f
- From PCT Int
Chi Chen Hslen 3 pmbedded component such as
& = component are continuously
SRR 3 SEERNTE, BHEXRAE Syt B oo
%ﬁlﬁfrﬁ ﬂﬁiﬁﬁ capsulant from the particles.
Freedman Joshua 3 ding capacity component for
.|
Harrison Nancy 3
[ =————— |
N Bloavailability of apomorphine following intranasal administration of mucoadhesive drug delivery systems in &
Hassan Emad Eldin 3 rabbits
. Q Quick View (F Other Sources “‘
Hsu Shu Hui 3 By Ugwoke, M. 1.; Exaud, S.; Van Den Mooter, G.; Verbeke, N.; Kinget, R
From Europesn Journal of Pharmaceutics Soences (1999), %(2), 213-218 Language: Engleh, Databass: CAPLUS

Junginger H E
e

Macdonald Dawvid

Saved Searches v SciPlanner o Save Print Export

3 Purpose: The purpose of this study was to investigate both the in witro and in vivo release of apomorphine from

mucoadhesive powder formulations of Carbopol 971F and polycarbophil. Methods: The In vitro drug release

3 from the mucoadhesive formulations was studied by using a modified USP XXIT rotating basket. The

— pharmacokinetics of apomorphine given as a soln. was detd. after s.c. and intranasal administrations to rabbits.

3 The animals aiso received Intranasally the mucoadhesive dosage forms and iImmediate release lactose powder
—— mixt. Comparisons were made between the salient pharmacokinetic ...

—| 3. Nasal mucoadhesive delivery systems of the anti-parkinsonian drug, apomorphine: influence of drug-loading on

in vitro and in vivo release in rabbits +
Q Quick View [ Other Sources -M@‘
By Ugwoke, Michael Teachukony; Sam, Exaud; VYan Den Mooter, Guy; Verbeke, Norbert; Kinget, Renaat

From International Journal of Pharmacauncs (1999), 181(1), 125-138 Language: Englsh, Database: CAPLUS

FE SCHER AR 2 b 540 & ] ULRC B R s s B . BRI 7, RS S
£i apomorphine, controlled #! release. &7 #HI7i#/HR ] #i(controlling 5 controlled VLAC)
FA] Al (delivery 5 release VCHE)# & VEHC A -

SCHERAR RS — AN EERE . AT DA o SCHR AR R E N B STHR V15 DT

Quick View 1% 1 AT LA SZELAE AN B TF 24 7 52wt vT DA B8 SCRiR

TECHRGE AL TR, W RE2F 2 PatentPak ET (FREXE ) PDF 43¢ & H A PDF

A, #i# Other Sources (55424 SciFinder “F&4MUA ) &I (FEITH
PatentPak 7 fE H #:3REL L& F| PDF £30) .

Copyright © CAS, a division of American Chemical Society
22




02. CHRIG R

HRTARE A 60 FSCHR. AT LA e SO 553 () R B AR F— s SOk, AT A &
FifT Sk ik Select All I+ 43 SCHk .

R A AR B SRR, RIFIEFRIBRIETH.

@ i 2rishae, tin Get Substances ¥ & 75 H SR RRBIEF . AR A AR
Wk, IXASTHRERF =1 F T4 RS BT STk -

Sort by DyRe B ERIEUNCR S . 1EE R 5130 ATTEA BEE TR RN SCEREAT HEFF

A DA v B B A SRR E T B B . AR T, SCHR ARG 51 SCRR AT R
3,

sidr Display Options R4 TR 7 I 45 R A 1 B0 8RR XTI AE i kAT ik
#, WJE A OK.

Rk AEE S, B0, R EkgE T
BHEE L.

33{:

& SEANRARN IR, BB

AT DA FH I 2 P s R AT SCIRAT SR 115 2.
BRI S, AL S 71 B bs.

FEXAMI 7, —3F 46 Js SCRR ST 1 IXRECE . Al BLd ey SOPF IR, RIS AR B

Copyright © CAS, a division of American Chemical Society
23




SciFinder 1 Fi§ F it

e FIH Analyze IEIFFIE 4 RE (W0, HEELRHILE .
] DL TR AR /B Jia You Fang &2 (1 5 B SCHR.
¥ Bon RFSCREUR 2 M RTH 0k % . 7L Show More B B A [H1EH 4 .
miili Analyze by 1 R kB BTk . LI
. fEE4
o« CASHil%
o CAZFRIHAE

o NF-HA

. iR
. AR
. %3

o CAMZIIRE

. WA
. EE

. ATFEL
. HRAE

G I Refine M ATAGHIRE R4 REATIRE, S2EREHRI T4
%P Refine by 330, AR5 FEAR 2R X I 7 (R E 261 -
sidr Refine st £ 45 RE

e %% Category Heading. Frii/»2k4: HIILE Category £2H. SRGEFE— 1402, Index
Terms Hiex L. EFEMEAIZE T (index terms) .

it OK, SciFinder 2K 4 RAER & AR5 PINE 2R 51 1A 1) SCHRk .

Copyright © CAS, a division of American Chemical Society
24



02. CHRIG R

Get Substances R A STk - & 95
Get Reactions 3k UL H SCHR e IE 1 SN

Get Related Citations #&fit | Get Citing (5| H 7 #i% TR SCk ) A Get Cited (#f
& HRSCHRAT S B SCHRD RN IE T

Tools $RABLH T hi S BB TN :
= Remove Duplicates—#%[(k MEDLINE - # & [ SCiik
= Combine Answer Sets—& I i 45 SR AR A BT DR A7 i 1 45 R4
= Add Tags—1# F 5 il it 18 ot ik Hh 1R SCRRIEA T B
Creat Keep Me Posted Alert iz F$5 & 245 REM MK R X, & HIERNEHE R .

Send to SciPlanner ¥ H 11 ) N#Ei% % SciPlanner library # .

“RIR LT e T A RENE . SRR AT, AEE EES R,

M7 Save, Print 8¢ Export fR47. #1ENE S H FTiE ik

Copyright © CAS, a division of American Chemical Society
25




SciFinder {# Fi F/ift

XS T AT
XHERERE (Reference Detail) T R T 48 & SCHR VRIS B

Explore v Saved Searches v SdPlanner o uink
Research Topic “apomorphine controled release” > references (60) > Controlled release formulation
Get Get Related View with _ Link to
REFERENCE DETALL @ & = et parentPax ~ | [0 other Sources
4 Previcus | Nextp

* Return Q

1. Controlled release formulations and assodated methods

By: Parkh, Niesh H.; Melku, Teshome o

Assignee: Watson Laboratories, Inc., USA
A pharmaceutical formulation having a geometric configuration that affects the release charactenistics of active agents contained
therein and assocd. method ical tablet (10) may include a
first layer (12) having a firg pntrolled release layers (14),
at least one of the adjacen ers (14) are arranged such
that they cover a portion of} y may be joined into 2 single
continuous layer, dependi

mHEMHFE, EEXBEERE
TR B R

10

14

16

12 18

US 2006-458651

Save Print Export
Send to
o SciPlanner
QUICK LINKS
0 Tags, 0 Comments
PATENT INFORMATION
Jul 1, 2014
US 8765178
82
APPLICATION
Jul 19, 2006

PRIORITY

Jul 19, 2006

US 2006-458651
Jul 18, 2007

WO 2007-US16498
Jul 18, 2007

NZ 2007-574325
Jul 19, 2007

CN 2007-80034617

SONDCT

Copyright © CAS, a division of American Chemical Society

26




02. CHRIG R

Equivalent to 148:175784
(wo)

Patent

2014

Patent Information o CODEN:USXXAM

Patent No. Kind Language Date Application No. Date CLASSIFICATIONS
US 8765178  B[patentPak| B2 Jul 1, 2014 US 2006-458651 Jul 19, 2006 US424468000
Us 20080020039 Al Jan 24, 2008
Al 2007275557 a1 Jan 24, 2008 AU 2007-275557 ul 19, 2007 ACCESSION NUMBER
CA 2657913 Al Jan 24,2008 CA 2007-2657913 Jul 19, 2007 2014:1060794
CA 2657913 c Sep 22, 2015 CAN161:132561
WO 20080111698 [PaTentPak] A2 English Jan 24, 2008 WO 2007-US16498 Jul 19, 2007 CAFLUS
WO 2008011169 A3 Nov 6, 2008
EP 2043647 A2 Apr 8, 2009 EP 2007-836171 ul 19, 2007 LANGUAGE
TR 2009000437 T1 May 21, 2009 TR 2009-437 Jul 19, 2007 English
CN 101553230 A Oct 7, 2009 CN 2007-80034617 Jul 19, 2007
CN 101553230 B Apr 11, 2012
JP 2009543875 T Dec 10, 2009 JP 2009-520861 Jul 19, 2007
JP5202522  B|patenPax B2 Japanese Jun 5, 2013
NZ 574325 A Nov 25, 2011 NZ 2007-574325 Jul 19, 2007
NZ 590674 A Feb 24, 2012 NZ 2007-590674 Jul 19, 2007
CN 102512397 & |patentPak] A Chinese Jun 27, 2012 CN 2011-10320167 Jul 19, 2007
RU 2463049 B [PatentPak| C2 Russian Oct 10, 2012 RU 2009-105373 Jul 19, 2007
BR 2007014304 A2 Apr 9, 2013 BR 2007-14304 Jul 19, 2007
Priority Application
US 2006-458651 A Jul 19, 2006
WO 2007-US16498 w Jul 18, 2007
NZ 2007-574325 A3 Jul 19, 2007
CN 2007-80034617 A3 Jul 19, 2007
Indexing
| Pharmaceuticals (Section63-6)
Concepts Substances e
Analgesics Combination chemotherapy 64-17-5 Ethanol, analysis @
Controlled-release drug Cyclooxygenase inhibitors
delivery systems GABA receplor agonists controlled release formulations and assocd. methods
Isomers Muscle relaxants

NMDA receptor antagonists ~ Nonsteroidal
anti-inflammatory drugs
Opium Oral drug delivery systems

Analytical role, unclassified; Analytical study

50-78-2 Aspirin &

57-27-2 Morphine, biological studies &
57-42-1 Meperidine %

58-00-4 Apomorphine

Opioids Rotation (-). Absolute stereochemistry.

controlled release formulations and assocd. methods

controlled release formulations and assocd. methods

Pharmacokinetics; Therapeutic use; Biological study; Uses

Pharmaceutical tablets

controlled-release; controlled release formulations and

" opioid analgesic control ulation

Citations e

Stephenson; US 3146169 A 1964 @
Baker; US 4560937 A 1986 2
Elger; US 4844907 A 1989
Sims; US 5164398 A 1992
Conte; US 5422123 A 1995 @
Conte; US 5626874 A 1997 Q
Fassihi; US 5783212 A 1998 @
Palepu; US 5827537 A 1998
Oshlack; US 5968551 A 1999 &
Chen; US 6087386 A 2000 @
Kushla; US 6348216 B1 2002
Kushlz; US 6361794 B1 2002 R
Thassu; US 6663892 B1 2003 @
Kaiko; US 6696066 B2 2004
Fanara; US 6699502 B1 2004
Appel; US 6706283 B1 2004 &
Oshlack; US 6733783 B2 2004 2
Woolfe; US 6787155 B2 2004 S
Rosenberg; US 6787157 B1 2004 aQ
Grimmett; US 6838094 B2 2005 Q

VPO GGOO GO0 0000000000000 0000002
Tags @
0 Tags | Edit Tags
Comments

0 Comments  Sortby: Newer First | Older First

No comments

Copyrgnt © CTAS, a aivision oT American Lnemicar SOciety

27



SciFinder 1 Fi§ F it

PEAL 7R 1 Se B 2L, A SCHIE R T R AR

X IR R T HEER.

®@ 0 6

FELRE B XA 1 BRI -
IR AR L ARG T PatentPak 4%, WIWT OB AT T PDF £3C.

WRLR S 2B (N RE I WO 2008011169) (11, Mk AJ DL S 5585545 %
) B SRR VE -

BFORPUX L EF], FTEIT PatentPak.

Indexing &7~ T 2 ¥) CA Section title. Tif i CA Section Title 73 #745 R 4E H ¥ 3k -

Concepts #IH THESFRE, T8 CHRER . AT DL o RS A RS 2R 50 72
rh AR AN & AH S BT A SClk. AT LLETE CA Concept Heading 734 354N SCHik 45 SR 4E .

Supplementary Terms $2fit | & H5 85 R b 210 KRR WER . AT
Supplementary Terms 73 H7 SCHk 45 545 .

BRI A T SRR A 1R E B

mr CAS Bl 5 MM T A E YRR . SoaalPIBEsas: Hraik. 49
s PR SCIs /5 2 MVE s, BLURGE RIS R

st Quick View BRI, W7 BI7E AR B I R T R T B (S

B CAplusSM#A% 5| 1) Citations R N bR ic I H: . A B CAplus 455! 1) Citations
M7 A B

Copyright © CAS, a division of American Chemical Society
28




02. CHRIG R

ik Quick View IR, a7 BI7E R B IF 243 T MO FBUAMR (S B . S Scikag
B A A 5 SRR B

Tags &M 83 SCIRAS N /T IR R IR TE . 7T A Tags 628 e PR s i o 22 2]
FiTh & LR e i A9 SR

M Edit Tags #5807 LA IN B4 AR 25

FH P vl DL2g HE 0 SCRRAS In B PR . I — 2% 1P, 15 7E Add Comment AEH1 41 A
PFe, )5 S Save BITT,

i P AUBEREFT LA
R B 5 R 1 SCHR 0T
o AN B R B RO TR

»  BkFISCERA) Tags B Comments.

SREUASCERA R IME B, e
= Get Substances FRECHR A HRIE KI5 .
= Get Reactions FRHUCCHR A HRIE 1)V

» Get Related Citations %% Get Cited (GREUCHRIIZ 2% k) 2t Get Citing (FRHX
5| FH I B8 SR A8 30)

= View with PatentPak ] % F| 3 k) PDF 43¢ CEAFHZINRE, 7520
PatentPak) .

= Link to Other Soucres 7 SciFinder “F & 4k EL 4 o

w7 Send to SciPlanner ¥ J¢ M #Ei% £ SciPlanner library .

Copyright © CAS, a division of American Chemical Society
29




SciFinder 1 Fi§ F it

LR B LRI, i

= Link: SHSCEE) URL 884%, 7TLORSIER)HEE, SCfFEiE email H.
= Save: 4 CHR{RA7E] SciFinder *F- & T ) Saved Answer Sets .
= Print: H§3CHRATENJY PDF 3CfF

= Export: H§3CHRT O — AN

BE XSGR
SR REEHU, SCHRES g SR TE ORI

[>] Get 1 Get . Get Related 4ZE Took Create Keep Me - Send to
REFERENCES Substances & Reactions (—S Citations T ARTeET E Posted Alert L SciPlanner
Analyze | Refine | Categorize Sortby: CitingReferences ¥ Display Options
O |~ | 0of60References selected M 4 Page: 1 ofs b M
Analyze by: @
Author Name - [ 1. Embedding and encapsulation of controlled release particles \#'
_ Q Quick View  PATENTPAK ™
IFang Jia You 5| By Van Lengerich, Bernhard H. ~45R
From PCT Int. Appl. {1998), WO 9818510 A1 19980507. | Language: English, Database: CAPLUS -
ICh' Chen Hsien : 3| Controlled release, discrete, solid particles which contain an encapsulated and/or embedded component such as a
) heat sensitive or readily oxidizable pharmaceutically, biol., or nutritionally active component are continuously produced
El Rashidy Ragab 3 without substantial destruction of the matrix material or encapsulant. A release-rate controlling component is
f : 1 incorporated into the matrix to control the rate of release of the encapsulant from the particles. The addnl.
Freedman Joshua 3 component may be a hydrophobic compenent or a high water binding capacity compenent for extending the release
[ | 1 time. The plasticizable matrix m...
Harrison Nancy 3
I [ I [ a2 &
Hassan Emad Eldin 3 Bioavailability of apomorphine following intranasal administration of mucoadh: drug delivery systems in rabbits
1 Q Quick View [T Other Sources ~45{_§
Hsu Shu Hui 3 By Ugwoke, M. I.; Exaud, 5.; Van Den Mooter, G.; Verbeke, N.; Kinget, R.
[ I | From European Journal of Pharmaceutical Sdences (1999), 9(2), 213-219. | Language: English, Database: CAPLUS
Jankovic Joseph 3 Purpose: The purpose of this study was to investigate both the in vitro and in vivo release of apomeorphine from
[ L ] mucoadhesive powder formulations of Carbopol 971P and polycarbophil. Methods: The in vitro drug release from
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The compn. for clean-up of environment (e.g., seawater, beaches, rocks, marine sand) from spills of petroleum and
Ol spill 7 petroleum products contains essential oils such as black pepper oil 3.75-4,35, nutmeq oil 1.22-1.86, clove oil 4.26-
4.96, rosemary oil 0.89-1.34, thyme oil 3.84-4.29, and basil oil 3.84-4.29, sorbitol 8.65-12.45, maltitol 8.65-12.45,
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The present invention pertains to a process for the prepn. of atorvastatin calcium intermediate, i.e., (4R-cis)-6-[2-[2-(4-fluorophenyl)-5-
(1-methylethyl)}-3-phenyl-4-[(phenylamina)carbonyl]-1H-pyrrol-1-yl]ethyl]-2, 2-dimethyl-1,3-Dioxane-4-acetic acid 1,1-dimethylethyl
ester, which comprises: mixing (4R-cis)-1,1-dimethylethyl 6-(2-aminoethyl)-2,2-dimethyl-1,3-dioxane-4-acetate (compd. A) and N-
Phenyl-4-(4-fluorophenyl)-3-phenyl-2-(2-methyl-1-oxopropyl)}-5-oxopentanamide (compd. B) under nitrogen protection; adding THF and
butylether, stirring uniformly; adding tri-Me acetic acid, reflux-reacting at 94-96 °C to obtain the title compd. The invention can improve
the conversion rate of product and reduce the content of pollutants in the reaction obviously.
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Husa Wm J 16 tested against growth and aflatoxin prodn. of Aspergillus flavus. The result indicates that all five drugs suppressed the
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or a stereoisomer thereof, or a stereoisomeric mixt. thereof,
comprises: reacting a compd. II [R = H, alkyl, alkylcarbonyl; R*
= benzyl], or a stereoisomer thereof, or a stereoisomeric mixt.
thereof, with a nucleophile in the presence of a fluoride-free
Lewis acid to provide I. For example, reacting compd. IIT with
1,2-bis(trimethylsilyloxy)cyclohexene in the presence of ZnCl, in
DCM afforded 91% (3S,7R,7aR)-1V.
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process for the prepn. of I, or a sterecisomer thereof, or a stereoisomeric mixt. thereof, comprises: reacting a compd. II [R = H, alkyl, alkylcarbonyl; R* = benzyl], or a stereoisomer
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Method for producing glyphosate from glycine crystallization mother liquor
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From Faming Zhuanli Shenging (2014), CN 103641854 A Mar 19, 2014,

The present invention belongs to the tech. field of pesticide, and
refers to a method for producing glyphosate from glycine crystn.
mother liquor. The method comprises the steps of: adding
inorg. base to residual glycine crystn. mother liquor for
neutralization, converting glycine and iminodiacetic acid in the
mother liquor into glycinate and iminodiacetate, adding
chloroacetate to completely convert glycinate into iminodiacetate
to obtain mother liquor contg. iminodiacetate, carrying out a
reaction between the mother liquor contg. iminodiacetate and
phosphorus trichloride to obtain iminodiacetic acid
hydrochloride, adding formaldehyde, regulating pH value to
obtain N-phosphonomethyl imino diacetic acid mixt., and
oxidizing to obtain N-phosphonomethylglycine. The method can
effectively recycle residual glycine and iminodiacetic acid in
waste mother liquor to produce glyphosate, accomplishes
integrative utilization of glycine crystn, mother liquor, reduces
waste discharge of glycine prodn. and waste of resources,
creates social benefit and economic benefit, and solves problems
of treatment of glycine crystn. mother liquor.

By Wu, Chuanlong; Ding. Yongliang; Qin, Ling; Wang. Yonggui; Zhu, Lili; Yang, Fan; Ren, Xingyu; Chen, Hongyang; Li, Ou
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Exemplary compounds with CCR(Y) activity in calcium mobilization assay.
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1452182-92-1

Benzenesulfonamide, 4-(1,1-dimethylethyl)-
N-[1-(8-quinolinyl)-3-(trifluoromethyl}-1H-
pyrazol-5-yl]-

36

p.16

1452182-93-2

Benzenesulfonamide, 4-(1,1-dimethylethyl}-
N-[1-(4-quinazolinyl}-3-(trifluoromethyl)-1H-
pyrazol-5-yl}-
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p 17

1452182-94-3

Benzenesulfonamide, N-[1-(1,2-dihydro-2-
oxo-5-quinolinyl)-3-methyl-1H-pyrazol-5-yi]-
4-(1,1-dimethylethyl)-
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IRRB R RER EARRT RS EORH, WALl — AN SRE I e b 1Y
CHRBE, XEB =) .

c
it BRI E VBT HoR R TR E OB, W R B A

ALY
1.&%%%1&”/0
- o = ol EL
2. midiriaRERER e ) R 5 8
3. M AR R . A N B R AT O 1 U 1A

c
iE: BRI E VBT HoR R TR E R, W R B K A .

BRR TS

/ o

1. S ET R
2. \]PlL:

SEMEETFERCIH O S N P CIBr F I Si|jg ame
T2 T T A2 0 24 3 B o B A R T

Atom

S ETRET AL N TR E R AT
3. B T

c
iE: BRI E VBRI HoR R TR E B, U R R I A .
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EH B i

&

1. miIERA TR

2. Rl g AT LR T A RAEIE N AT, AT AT e

-

B 47 RELAT LR

o
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f5E B H B e

i3

A
1. SR TR .

2. fE PR EES, SEr AT (s ZEIMEEY BRI S KRR .

Templates

Q

»

P Nucleic Acid (5)
» O-containing (11)

¥ Polycarbocyclic (13)

! !

i ) P

[ | e fe Y

A . ) 2 S \

Ay (O L)
|. | | S S RN ¥,
Ry —
Acenaphthalene Anthracene Azulene

m

< ) M|

Bicyclo[3.1.0]hexane Bicyclo[4.1.0]heptane Bicyclo[4.2.0]octane

) o
Bicyclo[6.2.0]decane Fluorene Gonane

Close

J34h, ] AR RAEARAE TN — MR A4 AR CER AL FRINS, AR AR At 2 B
FERF T AE A o
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3.

4.

Templates

Q anth

| | I| | Anthracene

|
J Phenanthrene

Close

R PR P AMRAR
s ey 2 ) DX NSRRI 254 o

eI A RIASRR 2 Y BILAE 222 1) DX RGP 1) Z BT BREARAE

B H e R BRR

1.

2.

3.

IR A o

Rt AR ABAR IEH%O

N — R A TR, RJE i OK.

Save as Template

Please enter a termplate name  Bromobenzene

0K Cancel

s ety RV AT SRR Hh ) 45 #

Copyright © CAS, a division of American Chemical Society
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4. il OK fRAF M. CXF U RAF 2 T H S

Opening Bromobenzene.cxf I&

You have chosen to open:

|| Bromobenzene.cxf

which is: of File (2.1 KB}
from: https//=cifinder.cas.org

What should Firefox do with this file?

@ Save File

[] Do this automatically for files like this from now on,

[ QK l| Cancel |

i B 6 R DA SN T B 3@ importing the structure from the CXF file SREUAF 4544

[
5. AR TR |, ¥ CXF SCHEURANEI 5 X (User Defined) i, 7 f

HE LN % . fidi Select CXF Template.

Copyright © CAS, a division of American Chemical Society
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Templates

Q Enter 3 or more characters...

» Alkaloid (9)

» Amino Acid (25)

» Bicarbocyclic (8)

» Carbohydrate (7}

» Coordination (14)

» Cycloalkane (13)

» Miscellaneous (8)

» Monocarbocoyclic (19)
» MN-contzining (19)

» MNOS-contzining (10)
» Nucleic Acid (5)

» O-contzining (11)

» Polycarbocyclic (13)
» Rings (4)

» S-confmining (6)

» Steroid (7)

¥ User-Defined (0)

Select OKF Template...

Close

6. /i Browse.

User-Defined Template

Only .cxf file format is supported.

No file selected.

Cancel

7. % CXF X, #RJ5 A Open.

Copyright © CAS, a division of American Chemical Society
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r '
@ File Upload =
{ H\.__./'I- | &+ Downloads - |¢f ‘ ‘ Search Downloads )

Organize + Mew folder =~ 0l @
Mame . Date modified Type Size
|| Bromobenzene. cxf 8/6,/2014 10:09 PM CXF File 3 KB |
|| Duloxetine.pho 8/2/2014 2:53 PM PKX File 1KB
File name: Bromobenzene.cuf - [A” Files (%.7] ']
[ Open Iv] [ Cancel ]

L

)

8. CXF X HIIEREMR (Templates) XJiEHEN) User-Defined H, ‘e A1) UG At iR —

Rk T ANAE T -

Copyright © CAS, a division of American Chemical Society
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Templates

Q

»

» Carbohydrate (7)
» Coordination (14)

» Cycloalkane (13)

» Miscellaneous (&)

» Monocarbocyclic (19)
» N-contzining (19)

» MNOS-contzining (10)
» MNucleic Acid (5)

» O-containing (11)

» Polycarbocyclic (13)

» Rings (4)

m

» S-contzining (6)
» Steroid (7)
¥ User-Defined (1)

Select CKF Template...

Br

Bromobenzene -

1

Close

{12, MKPM4HT SciFinder #AERT, TEABURTEHER] User-Defined H R AR 2 4% H 51 M
Mo FH B AN AE SciFinder 4 AT /ER AT .

A B AT

Short

1 MR Esa T A S,

2. AR R E e

Copyright © CAS, a division of American Chemical Society
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Shortcuts

CH||CH; ||Me | OMe | Et| OEt| Prn || Pr-i || OPr-n
OPr-i || Bu-n || Bu-i || Bu-s || Bu-t | OBu-n | OBu-i
OBu-s | OBu-t | Ph | OPh | o-CgH, | m-CgH,
p-CgH., || CF, || CF5 || CCl, || CCl; || CBry || CBry || CL,
CI; || CHO || CN || C{O)CH; || CO,H || COOH || COSH
CS;H || CS5H | NH || NH, || NH5 | NO, || OH | OPO3H,
0S0;H || PO;H, || 5H || 50, || 50,H

Close

B AR BCEAE W BRI 5514, b m] UL BIAL A 540 o R RE TP 45 R A 590 1) i 1) o 2

/N o

3. R ABEERHE M E BRI T

e/ i8 a8ttt 7y 7

1. RERETR .
2. (Wig) fEFEAEE%T, s Shortcut Keys B8, B ? 4.

"\lf/\ Draw or change atoms or bonds. Shortcut Key]

S PR 7 SNAEAE Java e 2% s T U

Copyright © CAS, a division of American Chemical Society
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3. MlfEEAESSANEER, RV OCH BonrEgmiBas LAIREE . JoibtREER T2 5

Keyboard shortcuts

Gen
Pres

Click anywhere or press any key

While hovering over a bond

Press key Changes bond to
Single
Double
Triple

While hovering over a node
Press key Changes node to
A
Ak
Br
Cb
i
i
Et
F
H
Hy
|
K

M

WoR, URERE LI A IR TR

4. wJLL:

Open keyboard shortcut help

Closes keyboard shortcut help

Press key
n
M
0
p
=]

Changes node to
N

Ma

o

F‘

Ph

Q

/

B ANET, REN AR TR AR TR B SRR T, RS

N

b, ¥HA A Br,

= fERIREE, AR A RGE R N A, B fRm IR, WA 2, R
HAZ AN -

Copyright © CAS, a division of American Chemical Society
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WIER BT S5 BR&ES #  B) — B 5

1 ostpTA? |

2. R AREMER A — R TR AR . BN AR, AR X I N B P S A

(]
Tk, mﬂuﬁﬁﬁgiﬁlﬂp BT EL Y DR FRIEE, SR5HF Delete S FR 4%k +
A AR, HEhEbr, B R TR B TR P ERIER A H . mide— AR 7 B AT i %,
i CTRL-m i ] A 2k, B #E R 45

AR B HARREIRAIEEH

W CAS BIEE. SMILES FfFEEA] InChl FEHFE 3 K441

T
QO

1. s B g8 KR

2. TEXCAEFHIN CAS Eid 5. SMILES F4F 8 InChl 455 .

Add to Editor

Enter CAS Registry Mumber, SMILES, or InChl:

Exarnples:

50-00-0

CCCO
InChI=15/C3HB0/c1-2-3-4/h4H,2-3H2,1H3

0K Cancel

3. miili OK. Z5HRIH HLAE S AN X 45k

BN LEH A
A LLS N AR AE N CXF 58Y MOL U R 45 H

|
1. s Import EFr_— 1,

Copyright © CAS, a division of American Chemical Society
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2. il Browse.

Import

Only .cxf and .mol file formats are supported.

Mo file selected.

Cancel
3. L.
r ™y
‘@ File Upload 5
—

m‘v| 1. =« My Documents » Saved structures - | 3 | | Search Saved structures je |
Organize + Mew folder =« 0l @
Mame Date modified Type Size
|| Albuterol.cxf 9/3/201212:20 AM  CXF File 2KB
|| Crizotinib.phx 9/28/201212:49 AM  PEX File 1KB
| iodobenzoic.oxf 11/28/201110:06 ...  CXFFile 2KB
|| lipitor.cxf 12/6/201112:12 PM  CXF File 4 KB
|| plavix.cxf T/22/2012 206 PM CXF File 3KB
|| query.cxf 8/6/2013 9:01 PM CKF File 4 KB
| rssoof 5/2/2012 2:06 PM CXF File 2KB
|| substructure. cxf 2/6/2013 417 PM CXF File 2KB
|| suzuki.cxf 9/24/201210:39 PM CXF File 3KB
| Valsartan_Synthesis.phx 6/25/2013 3.07 PM PE File 1KE

|
File name: lipitor.cxf - ’A“ Files (%) "I

L

I

Open | | Cancel |

4. riifi Open.

Copyright © CAS, a division of American Chemical Society
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FHEH XA

AT B2 B 9 25 S 1y CXF 5% MOL SCHF, LA LR TS A 1] CXF Hs s (7 stz
FISUR L. MOL s (47 L

=)

1. s Export B,

2. HIAN— File Name(CUH48 )8 E H BRI FR. &5 File TypeCUHREA). S
Export.

Export
File Mame: Structure 08_05_2014 123941
File Type: @ .cxf ) .mol

Export Cancel

3. mili OK, RS ORAEEI T8 H

Opening Structure_08 05_2014_123941.cxf [

You have chosen to open:
|| Structure_08_05_2014_123941.cxf

which is: o File (3.0 KB)
from: https://scifinder-test.cas.org:98

What should Firefox do with this file?

@) Save File

[] Do this automatically for files like this from now on.

[ QK l| Cancel |

Copyright © CAS, a division of American Chemical Society
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(EEERIRZ AL v 82 )1

PR T REA A T M0 45 R A fs R A 2%

VR 7224k
TRAE MBI 28R CRTAR LB
MR B E — RN E] (REED
VLA AR 1L
A — AN E B 2
FCVFFAEIHE /N34
] — > L LA
G NE
Mbr— A EE A
Bl e B
i R 7 BlE T e
LRI TBUE DhRg
BEM
fi A BE T e
LRI BUE DI RE
FEVFIA ERUAL R 224
il Ay Ay B
i T Aoy B AR

LR TER

e —MEMRETRE (AJRERD

AR M E R 2R, (e XAURMER R, B A AR ER T A LMY
EREET .

1. /Ay Variables THL * 1,

2. gl A AR RO

Copyright © CAS, a division of American Chemical Society
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Variables

¥ Any halogen
M Any metzl

A Any atom except H

Q Any atom except Cor H
Ak Any alkyl chain

Cy Any cycle

Cb Any carbocycle

Hy Any heterocycle

Close

o Ak AREAEEIREE, BFFEAR TR Ak ERAT LIRS —4 Ak ZERLE (f
& R AR AK BCE S EELBIA R AKD .

»  Cy UERAEEX/NEUER AR B BARF A .
» Cb ZABGHEHETH Cy T4,
Hy 28&20ERIE T Cy T4,

3. sl AR E n AR R T

E—NET L —RIITENER (RERD

FERFEAL A ] R R BIR E BARRBUAIE . RIERAT LB & 7 W B Re ] e ] AR R ]

1. A REFTE

=R

Pl Hie il R 2R SO AE .

Copyright © CAS, a division of American Chemical Society
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R-group Definitions

Cy Any cycle
Cb Any carbocycle
Hy Any heterocycle

CS,H| CSSH| NH | NH,
0SO,H | PO,H, | SH

Close

NH,

S0,

SO;H

RL|R2|R3|| R4 | R5||RG | R7 | R8| RO RIO
R1 =
Atoms
H He
Li | Be B/ CIN|O|F| Ne
Na| Mg Al Si P Cl| Ar
K| Ca|S|Ti||V |Cr|{Mn| Fe | Co|Ni|Cu|Zn |Ga| Ge| As |5e | Br| Kr
Rb| Sr| Y| Zr /Nb Mo Tc|Ru Rh | Pd Ag|Cd In||Sn|Sb Te I |Xe
Cs| Ba Hf||Ta| W | Re | Os| Ir || Pt| Au ||Hg||Tl | Pb| Bi | Po | At | Rn
Fr | Ra
La| Ce| Pr| Nd [Pm| Sm| Eu| Gd | Tb| /Dy Ho| Er |Tm| ¥b| Lu
Ac||Th||Pa| U | Np| Pu [[Am| Cm Bk| Cf| Es | Fm| Md| Mo| Lr
Variables Shortcuts
X |Any halogen CH| CH, | |Me | OMe | Et| OEt| Pr-n| Pri| OPrn
M Any metal OPr-i | Bu-n || Bu-i || Bu-s | Bu-t | OBu-n || OBu-i
A |Any atom except H OBu-s | OBu-t | Ph | OPh  o-CH,| m-CgH,
Q |Any atom except CorH [y ¢k | cF, |[cal, | cc1, | cer, | cBr, |1,
e .
Any alkyl chain cL,| cHo | N || co)cH, | co,H || cooH | cosH

NO,  OH| OPOH,

EAFRRIE S U E G SRR
2. fEHPLFEE L —A REH:
a. EFE P RERH (WWRD .

Copyright © CAS, a division of American Chemical Society
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R1

R1

R2 || R3

R-group Definitions

R4

R3 || Ro || RY

R8

R9

R10

b. 7f Atoms CRAHIR) ik —PZ AT

H
Li
MNa
K
Rb
Cs
Fr

Atoms

Be
Mg
Ca
sr
Ba
Ra

Sc||Ti| vV
Y || Zr||Nb
Hf || Ta

La Ce
Ac| Th

Cr
Mo
w

Pr
Pa

Mn| Fe | Co| Ni
Tc || Ru || Rh || Pd
Re |/ Os | Ir || Pt

Nd sm | Eu

Cu

Au

Gd

U ||Np| Pu | Am | Cm

n
Cd

Hg

Th
Bk

Al Si
Ga| Ge
In | Sn
Tl ||Pb

Dy |Ho
Cf | Es

As
Sb
Bi

Er

Fm

Se
Te
Po

Tm
Md

Cl
Br

At

Yb
Mo

He
e
Ar
Kr
Xe
Rn

Lu
Lr

c. Variables (W[ZBEH]) o rikfE— ek A nl AR,

Variables

X | Any halogen
M |Any metal

Cb Any carbocycle
Hy Any heterocycle

A | Any atom except H
Q |Any atom except C or H
Ak Any alkyl chain
Cy Any cycle

d. 7t Shortcuts (¥HERERD KHfkfE AN,

Copyright © CAS, a division of American Chemical Society
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Shortcuts

CH || CH; || Me || OMe || Et | OEt | Prn || Pr-i || OPr-n
OPr-i | Bu-n | Bu-i | Bu-s| Bu-t||OBu-n | OBu-i
OBu-s || OBu-t || Ph || OPh || 0-CgH, || m-CcH,
p-CgH,, || CF, || CF5 || CCl, || CCly || CBry || CBry || CI,
CI; || CHO | CM | C{O)CH; | CO.H || COOH | COSH
CS;H || CS55H || NH || NH, || NH; || NO, | OH || OPO3H,
0S04H || POsH, || SH || S0, | SOH

e. 1t RERAMNEFMATLERT S, F92EmHESHEIT.
R-group Definitions
Rl R2 || R3 || R4 || RS || RO || R7 || R8 | RO || R10

Rz = Me, MO2, X

3. £ R ZH%E X (R-group Definitions) XiGHEH fidi RZER (W1 R2) , )5 midiEif
SERIR AR R T, BT LK R ZEH | RIS

4. EHEE 3D, HIEPAR REREE NIE, 55T Close.

= JEHAZH] Ak, Cb, Cy F1 Hy A0 DL IRAERS EEGIA Ef) R B[]

o AERTRRZATLUE L 10 R &P, SR HEA REMHRZAE 20 MR T HHERE
P B AT AR ] o

« PHEME RER (WR2) BN RGEERNBE — H MBI L AT I T R A e (AT By

Z
BB L R

Copyright © CAS, a division of American Chemical Society
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AN
A LATE S5 T R PR B IR FERR R, W OB A B DU RS (R

A2 F — A e s 2

1 AR AR R TR
2. RSB AR AR B

T HFHEGEER A

A LA E WSS R A B R S A R SR T B B AR AR AT DR SR R AE [ n] A2
B[,

il — AN EREHE

L]
1. s EEFEATARL M
2. MEFREESNIEANE 7, sl I R e — AR EE S E AR
OJ\
O/ -
L O/
k —w———————
L], L

3. ERFAVESE From Ml To MISCAKIANE. £ SCAKE Fhim N BUEHR & R L

~~, Click to select an atom to be repeated, or drag to
‘\!_; select a group to be repeated. Enter the number of From |0 To 2
repetitions. Click OK.

4. i OK,

Copyright © CAS, a division of American Chemical Society
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HEH AT Lo — M E ] (0-20) .

FEEEIRAT, S BRI RIS A R SR R e
HE T B P E BB

FH AT o A 2 A2 K AT AT LI i — HR B i 2

HE P A R A LR .

AREEEH S Ak EHMER A .

AR E B HIIREL:

[]
1. RESERATAEL T,

2. R EARAESS R TR EER M B, s MG S MEUE. HERER RSN, At

=R S T
3. From Fl To HSCASHE - A\ BT i EUE
4. riifi OK.
EB— N EEEHR
T L

2. RirEEREPINESEERHE.

BUERALC
J B LA Bt i3 AR A iy e AR AR o m] A E — 45 FP AR AT B R (1 iR
o REIEHERER] (. WD 7R N Casie .

IR T e Th g

1. Rl T8 TA (}<" .

2. RiEREBUENET . 7 LI AR R g, AT A G

Copyright © CAS, a division of American Chemical Society
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0
" o

ERIETBE TR

1.ﬁﬁﬁ?ﬁilﬁ3§o
2. MEBUEMET . JET B TTAERIRE 28R, R AT DA A AR

BEH
B T B THEHIEIA RABE DR BB A . (D) REmT DAFESS RAE T HFER LU R 454 224
I T B B S A3 AR 2 A A B AT LA A

15 FER B 2 D e
1. R8T R OQ’ o
2. MR EBEHI REEE, B RBEERN I S, R\ OB, AT DU A
IETE O
O\/k 0\)\
U - @ -
LB ETIRE

il

Copyright © CAS, a division of American Chemical Society
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2. AUTHUERIUERREREE, FRSUE EIONHLE R B b, FI AT LUBAT AR S T
.
L LERACRALZEM

AJASELARAL S T B (Variable Attachment Point, VPA) #H T8 EH & FEANABA I 2 A
RGN .

B SRERAR e BIAC (VPA)

SE 2R 75 BEVPARIEUAR 5t
l k950D
o 584 BV PATEL G B T
T B (T B |
AR I
e
P R

BT AP R R B AT

AR (BEE) —RotR. WARR. HAHERR. EHMBAERN R
[, sERFZHEM

= DA
= HEEXT—ANI R AT T AR B AR
= AATDORE S R 14
« RN VPA IR AR FH 2
ARERE | e ATLLE (Bad) —MAES R RE X, Q E A
¥ - ATLUBEBE
» AT —EHERE, —MeEE 1M, Ak, Cb, Cy 5 Hy
= W R R R P IR AN BEAE AN s BRI — 56 4
= ANEEVE N VPA [RIFERE N AEIS R

ARHUREE | e FTRLE SR, XU, =HREUAEEE R BT
= ANATRLESLREE

Copyright © CAS, a division of American Chemical Society
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VL) o B AN UEE AT DA [ E R A AR P A R
» BAMERT, BZWUA 20 DA E A BB

AL ERBR (VPA) -

Q
1 s RRARA R TR 2,

2. KRR EADNNRE L, BAEIEs R EREAMLE, MITRARE, ST 2R

25,
¥ 4F AR FATFE B AR

= 3=

-
1

!

3. (k) WLMEmEP AL N Rt B ANAE, BT AR,

/\

ci " Cl
EERATRA B R
1. )ﬁﬁf%ﬁ‘iiﬂl -
2. pulBUREE (BURET) o SR, B, BUR S EBRENTTARTU.

Copyright © CAS, a division of American Chemical Society
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3. Rt B RIS A

4 N
s Cl

’

Copyright © CAS, a division of American Chemical Society
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BEEH. AREGHA EBSRBEE MR T

B— 1
PELA DK — M T O S M 25— X

;) (]
1. mhERTHE s THEL * L
2. Mdr&sr Bk e,

3. RPUE ST T E AN R X

JEE— N1
PR B L, TN A BB s — A4

1. sl TR ﬁl‘ .

2. fRIGEH, SRRIEAE I EURR, B AT B i B B A
WE—1
1o B A T L T St A R T /K 16 B ) B

Q.

1 sdEEgmTA Y

zifﬁ*ﬁﬁ%%%%,%Eﬁﬁ#ﬁﬁﬁﬁ,m¥ﬁﬁﬁﬁﬁﬁﬁﬁﬁﬁﬁ¥%5%%
HE— R

A DLPE 2] DX 25038 2 s EE B R A A ) RS
1. ek N E sk el o 48 o st /s BB E

¢ structure Editor
Y EY L ran~ = a [w] @
/

i ::..‘-":.\- Draw or change atoms or bonds, Shortout Keys

Copyright © CAS, a division of American Chemical Society
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RN A

L] — PRI

1. sl R TR
2. FELRHIIX sl oy B SRR 2 1] S MR S o A

i Sk AR S5 B BE SO - 5 Sk AT RIS B S € SO

LI YEIEER A E

—

1. fdiRpmeTA N "
2. eI IR .
3. EERAHEME R R R, ARG Al OK.

Reaction Roles

Select 3 role for the structure fragmentz

i@ product
(™) reacant
(7 reagent
(7 reacantreagent
i) any role

DK Cancel

Copyright © CAS, a division of American Chemical Society
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S S A BB 7.

Copyright © CAS, a division of American Chemical Society
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PRt AL R

PRICAE SN R A AR (W3R AR et ) ISR FE N R

BRIELTE

1. sidi R AR E TR &o

2. R E R R AR R, BRI AL S hRid. . CARAEITR, &b
MR

0 0
o ™~

product

PR R R Ie 8 L BR R B AR IE o

PCJR T

R E LA SN AT 4 i AR L0 R R S MR R

PRIEATE
1 Al EFRRTA D .

2. Rt AR, e R d T A RN R . B C By B IR SR R e G

X E P

—

a a
Ho = fo

reaCiant product
e AR R AR A N R EE . MARIE R XTI R AR R

Copyright © CAS, a division of American Chemical Society
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e B fe i — MR

PR B BERASE CTTA R — MSEIIZ5 M) TR R, s

8

1. sdrEREA TR, MIIERE .

Functional Groups

Q

» Alcohols (13)

» Alkenes (11)

» Alkynes (4)

» Amines (11)

» Carbonate Derivatives (7)
» Carboxy Derivatives (17
» Halides (16)

» Heterocycles (34)

» Ketones (6)

» Organometallics (19)

» Non-Rings (136)

» Rings (71)

Close

2. maliE R REIT A H1E S

Copyright © CAS, a division of American Chemical Society
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Functional Groups

Q Enter 3 or more characters... EE
¥ Alkynes (4) 1
ALKYNES is a dass that C=cC i
incdudes: pi-Alkyne, \ / C=—=C
Alkyne, Enyne M
ALKYNES pi-Alkyne Alkyne
C
G’#} \‘RC e
“"\“.\-\, -
Enyne

m

» Amines (11}

» Carbonate Derivatives (7)
» Carboxy Derivatives (17)
» Halides (16)

» Heterocycles (54)

» Ketones (6)

» Organometallics (19}

» Non-Rings (136)

» Rings (71)

.1

Close

AR R RATE (an: Heke2S) B S — MR RIS (0. pi-pu) o

38N, AT B SCAAE P N B R RTA S . FERA D = AR, SciFinder B4y TRt
TE £ 3R] 1

Copyright © CAS, a division of American Chemical Society
33



SciFinder 1 Fi§ F it

Functional Groups

Q ket]
0 i
!:!r Acyclic Ketone
G/ “\\C
)
!:!r Cyclic Ketone
G/ “\\G L
L—G\ﬁjﬂ—b
E-fbxﬂ
o Ketzl
"‘qu\u/“

C=—=0C=—=0 Ketene e

C=—0C=—=N Ketenimine

KETOMES is & dass that
incudes: Acydic Ketone, -

Close

3. milrEAEHFEIE.
4. Rz X S d i E H .
5. Ll — AN SR i Sk A s R Ay 8 e A RO H R BRI R E SN A e 9]

Mitra . AMINES
reactant pirosciect
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F

1. fEgMgiEs T, S8 (Preferences) “I_-‘@ﬁo
2. A E -

¢ Structure Editor Preferences
Structure Drawing - Options

Use fixed drawing length
Standard bond length (25-200 px): |40

Use fixed drawing anagle

Drawing angle (1-90 degrees): 15

DK Cancel

IR i

Use fixed drawing B IEIZIRIT L RIS B B (8 2O KR . BB E W
length & TR RST AR T 454 R

FRUERKAE N 25-100px. ERIAME N 40px.

angles i

A EEAE Y 1-90 E. BRMEN 15 2.

3. M OK IR HE .
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6. i F Java EM4niE a8 = S 1

6. {1 Java ZEHIZREERRARBIAET oo 1
DT A TTTE v 1
DT SN TR T T v 2
ZEAJE T B oo 3
ZETHITE oottt ettt 3
ZRTHIBE oottt sttt 4
BB TEL ..ottt bbbt 4
FFFINTAREE ...t 5
Bl R = SO OO O OO PO OO 5
JB T EELTT oot st 5
A3 AR R B BEI vttt 6
FHEFIABERI cvvocvvovvesseesse sttt 6
BT S SR .vvovvevee st 7
IRIIH FE BB oot 8
A VB LRI 7 IRttt 9
T3 T AT G R BRAE T B3 oot 11
FHIBAR AN LT oottt sttt 11
BB ZZ AN T BRI oottt 11
BN HAZEIE TR oottt 11
B CAS L5« SMILES F4F B3 A InChl P4 ER AR TIET R oo 11
Nt 58 ) G 2 P DRI 54 oo 12
NGRS oottt 12
AG T ARG ZR TN o cvveeveeeeeeee et 13
FEEFTE TR ettt 13
FEEFALZEEEAR L ottt bbbttt 17
FEVFIRBEE T TR sttt 18
BITEEAR covvoeveeseeesse sttt sttt 19
BITETE oottt 20
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FEFFR EEARAL ETZE AL oottt 21
FoEhgE e PSS AL BB IE AEF ST e 24
BT N T oo 26

] R N S VA 15 SO O T T O T O OO 26
FRTEU IRV Fol v vvssesseesss s s sttt 28

FEVEIBIR oottt 28
FRTER T rvveiteeiseeees ettt st 29

FEVEIEIE oot 29
AF B BETHE TE T oo 30
R L T B ettt 33

BITHR ©ovvovveveeeiseese sttt ettt sttt 33

ZHEEL <ottt R SRR Rttt 33

BEFAZET <ottt ettt ettt 35

R ARt A ettt 37
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LRI G TS

e — SR G, AT R PATRE AR . A5 . HIILSE B Markush 6% .

2 )RR I
B L NG RICR IR DRE VA N N G S SN F S E LR o

SWET . #IF

Ao AR AN PR B o
il PR . E RE I AN AL DR B . QI 58 SRR

EdHESE TR R

W B 24k W3 BT A 35 ) w2 ) o ) — 8 4y
o 2 Ll 0 S 4 ) TR e B P BN R 4

K B HAl TR S5

SAGHEXHt ¥ CAS Bit 5. SMILES T4 8l INChl =45t o5tk . 5
NGRS

IS P T M5 Rk 2R 1 K

IR ot aF e . ‘
MIThes AN DhRESCE TS iR . SR T A B e ve A AR e, M Bl

R RV BUEBURER MR, BURIEAERF LR G AT
.

. 0, 1 5E ST 5 M B A M RN
SRS RN e AL A
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2SIV WS

HEREA®

LR R

B E Rl EE
— 1R

TRE RN

2P s O e 2 ) S N i Sk AR E HON RN B . Ak, T B
R E R YIRS A G RN GRS SRR
AMERME) .

N SYEINAN A

PRACHE SN R A AR B (W3R T RS B R R

brid s

T8 7€ HHOUAE S AN =4 (R AR L S 7%
WL H REHEE MR

o

ATLAHERER] AN — M E I aii) REBRNY. w5 e™
.
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) S AN 7SS

L2

©]0 o o (™"

1. A AEERE R ER—43h.

n

TR BRI/ (N 3-15 Z AT — AN B8 2 31

R A 3-15 oS LA
KN, ARG A OK.

Ring Description
(n
7

DK Cancel

2. dLL:
o LI X HEIAI
. '5EE ANET, AFEIRETZ R R .
o N iREE, (EIIEILZEE IR

n
YE: 7E Java A MR e ch, WATLLE ] 3-15 Member Ring Tool L3 PR St Ra s
MIRTREIARIAR, BT DA RVIIARSS (VPRI 4, 5816 o) FI AR (u=Lk, d=
) . il

B\ 656 2l T T A 25 4 B\ 66u6d5 2l T I 254 -

0 oY
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Lt

/ o

1. SEH4ETAE

2. AL
it BUbR 2z i — e s
mdr AR T R A A

BINRE T, HEKNERE, A AEAE. 7 LLET fixed drawing length 55 fixed
drawing angles 145 /22 il % & .

e

1. midrE T H

2. FAERARIFHEZ), AT DARIE A R BE . AR AR RO RE T, BE R T AR 2
WoRe AT R bRAS R Bk

KT

L ATHE TR

2.\l LL:

SRR BRI = = i, R A B A
FaR— MR IE R, U 1, 2 5k 3R B, KU =

o R ST AR ) BT B 0, 0T DL s — /S R A SR A
(. R

Vi

i EEHHORBR By BRI HORE IR T B E DR, U R B R IR A
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Vi MYRS o
1. AT A /|,
i =2 ol EZ
2. MESARERER o = | g,

3. M ABENARKRE. B R B T A .

c
iE: EPREE R E VBRI HoR R TR EDOBR, U R R A .

HERFHE
1. SEHETR /s .
2. \Jbh:

. AEBEEFERCIH O S N P CIBF I S|y spme
15 TR U624 B BT HE o LB A LT

Atom

S ETRET AL N TR E R AR

3. Rdr AT

c
iE: TP E Dy BRI HOR IR B E OB, S R R IR A A .

/7B

L A ERETE T mmanTa =

2. sl AR LR . WORAESE N A, T RAAS B R SR T
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58 B H B e

/B’

ol

1. AR TR o
2. E MR (Templates) SFUGFHEH, i OO I& B IR AR SO B AR

Templates

(- [ Alkaloid -
(- [y Amino Add

(- | Bicarbocydic

(- | Carbohydrate

(- | Coordination

(- | Cydoalkane

- [ Misc =
(- |) Monocarbocydic

[ [ M-containing

[#- | NOS-containing

[+ | Nudleic Add

[#- |, O-containing

ol
e -
13 Template(s)

o, WA AR SR A MIINS (+) B P o 7 AR

I

Templates

4 Acenaphthalene
~[E Fluorene

]
=]
3
1]
3
il
m

~[E Bicyda[5.2.0]decane
4| Picens

~[g Phenanthrens

~[E MNaphthalene

~[E Bicyda[4. 1.0]heptane

-[E Bicyda[4.2.0]octane

{

13 Template(s)
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3. T IEFEAAR P A H 5 G AL B o s IR 454
4. g DR AR PRI .
s AR 2 L BULAE 2 1) DX R AT P 4 RTARARME o ol B AT SR DU v (104544

BYEE B e XK

1. 2R A

2. ﬁﬁij‘?‘;ﬁﬂﬂﬁfﬁi@ﬁo

3. HA— MR AR
( Save As Template... @1

Please enter a template name

| ok || Cancel

L A

4. il OK

5. 5N HE RN, SR T EAE (Template Tool) . BRI P 2
X (User Defined) 3032,
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Templates

(L] sy e s ey v w1y
Ficene

ﬁ Phenanthrene

ﬁ Maphthalene

ﬁ Bicydo[4, 1.0]heptane
& Bicydo[4.2.0]octane Br
[=I- 1) Rings

ﬁ Cydohexane
ﬁ Cyclopentane

ﬁ Benzene

ﬁ Cyclopentadiens
(- | S-containing

- | Steroid

=~ | User Defined

m

4

e

R ARSI RIEL X MR TP 5 SRR -

NTH ST B R

Short

1. AR REEAT A
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F ™
Shortcuts ﬁ
_H Eu-n D-C6H4 C13 I"..IH2
CH, Bu-i m-CeH,  |CHO MH
Me Bu-s p-C6H4 Zh N02
OMe Bu-t CF, CLO)CH;  |OH
Et OBu-n  |CFy COpH OPOH,
OEE OBu-i CCI2 CCioH 0503H
Pr-n CEU-5 CCIS Z05H F‘OSH2
Pr-i OBu-t CEr C3,H SH
OPr-n Ph CBFS _55H 502
COPr-i JPh CIE MH 503H
b

B PR BCEAEH B BRI 5514, it r] LU B A 45 . B RE PP 5 R e £ 59 1 1) i 1) v 2

No

3. Ml AREERHE B RERIM T

e/t a8 (et 7y 7
/

1. SHHETR .
2. (A[ik) fE¥EEE%F, M Shortcut Keys 8%

'\l_/‘ Draw or change atoms or bonds.

Shortcut Key]

B PRI TR A 27 Java JadEas
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close

Keyboard Shortcuts

Elements/Shortcuts
a A

A Ak

b Br
B Cb
c Cc
Corl Cl

e Et

f F

h H

H Hy

i I

k K

m M

n N

N Na
o (o]

p P
Pord Ph

q Q

s S

S Si

X X

y Cy

1 Bu-n
2 Bu-s
3 Bu-t

Single
Double
Triple

» REANET, RRA AR RGE R AR TR B fRE AR T, AR5
A b, HHAN Bro

o R RREE, SRS AT ALRE R AR AE T ROBE Y. . R IR, A 2,

R HAZ RN
4. (A[%) ridy Close (&l Java g iE as SR PRI 7o vl DA S A PR T B 2 s PR B
BB ERTE o
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WIER BT S5 F BR &G 4 B —BR 5

WG EAR TR

1. SEHEBETAR ¢
2. AR BRI SR T B

W Z R 7B

]
1, )ﬁfﬁ%?ﬁiﬁ—p VPR R TG, B R T RL N AR T X B R T A
2. Hazh b7 a5 A0 S R i SR T A
3. HiDelete .,

e WA DME T R i, REH CTRL+ By, EHZ MR, sSifEafFg,
2 A

FAREHMME RS

# CAS Bd5 SMILES FHFE A InChl FHFH EB L1

T
1. mdmmEgeEse e Ol

2. TEXCAEF KN CAS Eid 5. SMILES F4FH 8 InChl 475 .

Add to Editor

Enter CAS Registry Mumber, SMILES, or InChl:
Exarnples:

S50-00-0

CCCo
INnChI=15/C3H80/c1-2-3-4/h4H,2-3H2,1H3

0K Cancel

3. Aiih OK. ZEKIENH BRI NX I8
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MEBEM L5795 245 1 7 TR I 457
1. M ChemDraw 5% ISIS/Draw £ Tl 25#,

. fE ISIS/Draw 77, W2 B N place Molfile content on the clipboard.

r.

2. fEG KGR, SRS EAR

FALGHX A
AT LS N EL AR A7 Sy CXF 3 MOL S f# sRA 4544

oy
_| e
1. A Import EFr———1.

2. .

d ™y
 Import ==

Import from | || Saved Structures - ¥ e -
r . 4_chlorebenzoic_acid.cd Preview
‘;} || Clopidigrel_Reaction.cdf

reaction ring cyclization example.cxf

Recent Items l—l
|| Structure_10_16_2013_162048.cxf

subs htg structure.cxf
- 0

Desktop

]
My Documents

E,&I

Computer

Cl

=
(E File name: 4_chlorobenzoic_acid.cxf
SRR Files of type: | sciFinder (*.ccf) -

. T = =

3. i Import.
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(EEERIRZ AL v 82 )1

PR T REAS A Y0 45 R 1 S ey 2%

VPR
€ —MEH R 2R (AT EEED
E—NETALEIRE — R/RIBAREE (RERD
SRR
5 FH— AN E B A
FOVFHRBE 1 /N4,
#x—~ repeating group
G =R/ ¢
fHEE— repeating group
B U
14 FH 591 E DR
R R TBUE TR
B E A
fS A B E D e
ZERIAE D AE
SV EEURAL RAR 1L
2| P AR i B AR
I AT AR A A

LR TER

HE—MEARIEFRE (Varible):

I — AR — M E R R 2R, (e XAURMER R, 3A AR R T ALY
EREET .

1. /Ay Variables THL %1,
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2. PR AL
Variables Iﬁ

Any halogen

Any metal

X

M

A Any atom except H

Q  Any atom except Cor H

Ak Any alkyl chain

Cy  Any cyde

Ch Any carbocyde

Hy Any heterocyde

Close

Ak REAEEREE, OISEARR TR, AKZEFIAT RS 54 Ak EH E (g
5 R EPBIN K AK B repeating group Wi AK)

»  Cy HUEREE KNSR R KB SR 2 .
» Cb ZABGHHETH Cy T4,
= Hy 28&20ERIE T Cy T4,

3. mr 4t AR R AT AR A T

FE—NRT LI —RIITRNER (RZEH)
R ZERIRE R E A BRI . R EEPIATLIE R 7 H A E RE BB A8 5L 4]

1. Ad R-EZRTRL ", #ieHIIXHEHE,
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25 K G A 2

g5

& R-group Defini

itions

Atom
e

Short
oyt

-X
»

A BLR e XA R M (e

R :

Atom
a. M Atom Menu Tool Pl WL EAMRPEFE AT
Atoms u

1 1

) VIR
' [a] & =t MR WA WA v
: (e To ]
2 ||3;3 r:B '-.:a uia \.-'1?5 ?_'-.ﬁu_1,ﬂ 1|; = . Sij| P S E]
4 [E] Sc | Ti V )| CriMnll Fe i Coll Mi jl Cull Zn -[E] Se [E]
Bl ¥ )| Zr | Mef{ Mol Tcl| Rull Rhjl| Pd || Ag Cd@ﬁﬁ E]E]

e

Hf | Tafl Wl Refj Os || Ir | Pt} Au Hg....ﬂ.

LafjCefl Pr | Nd i PmiSmQl Eufl Gd | Tbjl Oy f Hofl Er f Tmjl Y& § Lu

Acll Thij Pa

U NMNpll PuflAmBCmil B |l Cf | Es i Fmjj Mdjj Mo fl Lr

[

b. i Shortcut Menu Tool

Short

el
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Shortcuts g
_H Bu-n D-C6H4 '-:[3 NH2
CH B m-CeHy  [CHO NH.
Me: Bil-5 D'CE-H‘} M NOZ
OMe Bu-t F, C(O)CHy  |oH
EE CBuU-n CFS COEH OP03H2
QEE CBU-i CC|2 _C0H 0503H
Pr-n CBU-5 CC|3 Z05H P03H2
Pr-i CBEu-k CBFZ CSzH SH
OPr-n Fh CBr3 Z55H 502
OPr-i PR CIZ MH 503H
Close
. —x — e N
c. A Variables Tool Pl WEIRISE AN E A n AR

Variables g

Any halogen
Any metal

X
M
A Any atom except H

Q  Any atom except Cor H
Ak Any alkyl chain

Cy Any cyde

Ch Any carbocyde

Hy Any heterocyde

Close

d. £ RERMAEFTMATRA S, f5ZEHET 2.

3. 1 REHRESCHEHE T sty RER (W1, R2) , A5 aidilEr, sl LU R 2 H 23
gikr
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( ., Lo \
¢’ R-group Definitions @
Atom Short
s Xa X
Rl1= NS =
R2 =  |Me, NO2,X| |5
R3 =
R4 = -
L y,

4. EEH 3D, HIPER REREENIE, )55 Close.

- @HIEH Ak, Cb, Cy il Hy 78 BAH AL FF 5 iy R 4]
- AR I LUE X104 REH, R R EFREWE 20 MET. HATHE
B E i
- BRI RAER (W R2) SARNRGHKE BB AR TR AET (T BLA
c
B R b ~ AR ED
L E A

R AR TR A e s R . fER R b, AN E 1B A T ORI R s A UL I

A5 F — A R RS 2
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1. sidrfesEgim LA e R TR
2. RSt PR R A B AR I B

HHEEER A

A AR 458 R HA repeating group H IR E R X3, Repeating group AJ LLE -
F B RER BT AR R 4

24| —4 repeating group

L]
1. /i repeating group THEL ™4,
2. MlEFREEENIEANE 7, sl IR R e - H T EE R E AR
O\)\
o/ 5
L 0/
k k
L L,

3. ERFAVESE From Ml To MISCAMIANE. 72 SCAHE T N BB 15 € R IXEL

-, Click to select an atom to be repeated, or drag to
“‘;.'—" select a group to be repeated. Enter the number of From |0 To 21
repetitions. Click OK.

4. il OK.

» EEHTF LR —AREEANER (0-20)
= f£ repeating group 11, B T 51 E RIS tOE A TN SRS R T,
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o EEET LOAUH AU R

«  FHABHIPE A repeating group AT LU —HE S
= repeating group HANEEAL B L AARE .

= 5 Ak BESEEN A RS A repeating group.

R E R HIREL:

[]
1. /i repeating group TEL 4/,

2. FERARBAES R R EER A EL, B IS MEE. 4 repeating group 5% &
AN PR oG rhr A s

3. {E From Fl To [ SCASHE H A8 A EE

mi OK.

H

ZBE— repeating group

1 gAY
2. i repeating group K45 S B E B 1A .

BUERALC

JE B s AR B i1 AR £ iy e AR U, o mT A — S5 P AT B (14 R
To R HERE (. B 7EE Ut S sie .

R e ThAe

1. sdiRTF8iE TR % .
2. Rl T EBUERIR T BT BB IENRO R A giiiie, AT G .
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0
" o

ERIETBE TR

1. R8iERT IR ‘}4' .
2. MEBUEMET . JET B TTAERIRE 28R, R BT DU A AR

gEH

A TR T IEHIE RAEE DL SO 3 . (8 BE D RErT DAAESS R HEER DL T 458 224
RIBE R Bl S e oh s BRI 3 2R A AN A3

5 B E ThRE

1. mfiHgiE TR (&’ o

2. pil il EBUE RS REE, B REEER IR R, RYILEEBUE, AT IR AR
MBI BT A -

°\/ko/ 2 P
oandone
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EERAVEThEE

1.%%%%%Iﬁq%°

2. MEBUERIA REEE, PR EUEE BRI R B 25 B, SR L AT A A A PR B KT
M.

THH LR B

AJZRBRAL T B (Variable Attachment Point, VPA) #FH T-45 & 3F & _EHEANEURIE 2 AN Af
REEHNIE .

The asterisk represents the variable
point of attachment (VPA)

The solid line connects the VPAto

the substituent, in this case, Cl.

Cl

The dotted line connects the

VVPAto each position where the ' T
substituent can attach,

Substituent
Core structure
B FHIE
HAR R ¥ = AR — AR ECE R R B R — AN R T

» ATRLR (BEE) Mook, AIARER. WHERE. oHA
BURHEER R 2:14], B4 repeating group

= AT RABAE

o HEER AN RFEAT R AR B HUR

= RHE[LLSE repeating group ) — 4>

= REEMEN VPA [FRIRHEREFAN AR &

A AR AR R ¥ » ATRLE (HEED) —MAEGETERE X, Q HL A
»  ATRABAE

« AR -ANEAERE, —feEE T E M, Ak, Cb, Cy 5L
Hy
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Wik repeating group H R -FANREAE AN 2 B — 5843
ANEEAE A VPA RIS A [F36 &R

Variable attachment

bond
RELGY

«  ATDUR AR, XU, =R B
ANRT B ST A

Core structure
AN

— B A BRI AT DAAS [ S SE R B R P AR 5
AN RT, ELHUA 20 AR E A B BT

LA BB (VPA)

1. s RBAA R TR 2

Q

2. B BARREARRE L, JHEE BN EREANLE, MITEARE, SSTER— %R

%

Cursor engaged

y

Cursor released

<

Cl

o

N TR A E, BT RE.

/\

Cl

3.
T s mT AR AL B ERAR
1. MR TR

I o
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AR (BARE T o B, B2k, B SRR TR,

T 2R RE 2 2 BRI BURAL s

,/\
s cl

7
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BEEH. AREGHA EBSRBEE MR T

BB — A5
FEL ] DR — A Rlade o O S5 A3 TR 22 — AN X

1.ﬁ$E%IE;>O
2. M R bR k.

=3

3. R BUARCE ARG A L, ARJE HEh B S5 I B AR A

-
|
Sowes]

B, sl T AL N ARJE R A R . K R RS B AR ALE
e — 4K

B TR, TG B i £ 07 ) e — AN 454 .

¢

1. sl TR
2. K bR BCE A AR AR O e Y SR T L
3. FAEIFHESD SRR Bt BT I e 45 A B B

Original orientation Rotated structure

Lol (O~
o . - o
(:r Axis of \\(

rotation O~
%
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W —A 51
it PR RE G5 h T B w0 5 Rt AT /K17 1) e BT [ G

o

o

1. SR gm TR
2. M ERNRE O T
N H KPR 450

Original orientation Horizontal flip

R

Anchor
atom

ANV BRI

Original orientation Vertical flip

oY |
9l QW\T

iy
R
A DAE 2 ) DX e i 2428 S 7 B A4S B 25 A 1 RS
L E ROk S
¢ HOSNPCIBrFISi [scareo0 =]
il = ) EX

]

P —
L] & %O o O}

o, EGERURE RN 25 B 400 Z AT, BNIEUT N 25 MR

T
o
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R RN A

L] — PRI

1. sl R TR
2. LB BN AR B RN ik

i Sk AT SRR B B SO - Fi S AL I S5 R B B E SO -

L— I YREIEERMAE

—
AB

1. mitRNABTR
2. Rl XI5 .
3. P IEAHEF SN A, SR)E i OK.
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-

<
Feaction Roles ﬁ

Select a role for the structure fragment:

@ product
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Journal
Patent
Tags

& SUBSTANCES

Chemical Structure

Markush
Molecular
Property
Substance

SUBSTANCES: MOLECULAR FORMULA @

Examples:
H45i04
(C3HB0.C2H40)x

Search

Identifier

Formula [ |

Identifier

2.

ENEE WP ST
3. Aiii Search

PN i Ve T
- BRI
o MTZFEMHITHR, RHFEEFEERS (W: Ca, Fe)
o TLERRT/HFMMHTEIEIT (1. C21 H26 N2 S2)
» RETECON LR, BB fEER T (W C02)
- WSS T
o HRrkEAs (Ww: C4AHLLNO3.C2H402)
o fEATAPFMAIES (4. (C15H10 N2 02 . C6 H14 03 . 3(C3 H6 O . C2 H4 O)x)x
o FHFESRREEWHERLEHHIC, HH n AAREZIRE, W(C2 H3)n C14 H13 N4 02
« AU AFR ST
o HHFEH (dn: C2 H4 02 . 3 H2 0. Na)
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o HARE (4, C2H402.1/2 Ca)
o AFAKX ((C8H8 03 S)x . (C8H8 03 S)x . x H3 N . x K)
» TR R A1
o WHSBKENN TR HIESRHEAE ST K, FHSIHEZNHTE x (. (C2 H3)x)

o ZUNMEEYN T MIETHEHED 2 TIEER, Ao rUa AT, B55NHER R

FEL X
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I LR 530 T B R B R
BIEDTR

1. %% Explore > Property

Explore v Saved Searches v SciPlanner

7 REFERENCES SUBSTANCES: PROPERTY @

Research Topic

Author Name
@ Experimental

Select Property... -
Examples: 44, 25-35, =125

Company Name
Document Identifier

Journal
Fatent © Predicted
Tags Select Property...

Examples: 44, 25-35, =125
& SUBSTANCES

Chemical Structure

Molecular Formula

B Froperty [ |

Substance Identifier

& REACTIONS
Reaction Structure

Ak RS20 (Experimental) (il (Predicted) )i
MR LB ik R 5

A5 SCASHE A A N B B Y

miifi Search

a > w DN

VE T LU E v, AR DU N B R N B TR R
= PR 1
. %_{}:E’ 3

- BRI, 2

= WA, 1
= logD, 2
= logP, 3
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- BEJRMERR, 1
- pTE, 2
= pKa, 2

o, XA, AR D & TINE AN PRI, W R A WWE RO 100.4, NPKEAULEE 100, 100.1 BRG]

5 99-100 2 4] 1A
100.4 (114 .

SEIG T E X

BR, WREWH AN 100.43, MPE VU4 LN 100.4, F#ICE 100.4 2576 FE A 99-

Boiling point

WARZEIRE 15 T KRR IR IR . S50 S — i 50 (9 0 2 iR 2
R RS ST

(i
B CToBRED

-273°

S|
=

PLFE N BALI R 7T
w/h: 0

R CERRED

SN DR B B NS 1 AR

Density

IR AT AR B, D glom® o
E o

LA°C i i 2

BL°C A RefTemp (Z5iREE) (241
DAFE K g s

SN BE R A SNBSS 3 gt

Electrical
Conductance

FoR IR A AR, s AR B R S I R LA 22K S B
REEPETTT (S) .

KA

=i, BL°C 9l AL
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Electric RIS AR S . ATEITFIER (S/om) AL
Conductivity

F A

Eifk, LA°C RiREEHRAL
Electric For SR IR RSV F AN, iftae SR A IR L B Lo AR B
Resistance

HAF
i, PA°C AR RAL

Electric Resistivity

AT AR AR R . AR K Cohmiem)
A
Fit, PACNIRESAL

Glass Transition
Temperature

TEREFERBE AR B30 2 BIUME PR 25 AR SR T A B P A DR 28 1 L S VS TRl PAY
R . SRIREE (0 C) AL,

IR (Infrared)
Spectra

ERA EM R AR EAE . IR Haih BRI o (RO .

i IR il et AT PR E T DGR AR IR RIS, IS AR R O e 1 £
e, BT DR ADEE B YR

A

YeREA (Hltn, JASCO FT-IR-410, Nicolet 170SX)

Magnetic Moment

FERL R I AE BT B0 BB R LR CuB)
A

TR LL K NN, S

Mass Spectra

LT S IR o R

B A (T R SR R T AR R AR o PO s, dE W] USRS I
B -

A

HRe s (tn 75eV)
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AN &4 (Wi: DIRECT, Reservoir)

BT IE R R (1 8-10kV)

AR (4 266)

W% (1)

J£77 (410.001Torr)

JeRE{ C(n: Varian HA-100, JASCO FT-IR-410)
BAR (0. BPEE)

BE ¢ C

Median Lethal
Dose (LD50)

FE50% MBS WA LTI G e MR B THlh, BL s/ 50 (mg/kg) &
Zig

A
GEt7/MS

RGBT

Melting Point

VIR S NS RIS GRIREE « S SRS AR, REYEE %
TR REAT I BEAE

wik: -273° C
e CERED
AT A T ARAD FR e — B4 55

re BRI (2 RAERD .

Sublm - EARRZRTUSSET KRR OHeR) KHIRE. M EA TSR I3
AETHE R RETT

Decomp - [E4&Z 70l WARL T A IS ER 4 (5D IR EE .

+

Polymorph - 5 ¥ 2 F 4 F T 52— AR s B 5AN—F 25 B T s 22 D o5 — b 46

NMR Spectra

SRR (NMR) i, 8% TaeEWmmer e i 7% . NMR J6iEdE O
B M EMRaFERR-13, #-19, #-31, 7E-29 A5 NMR.

AL NMR S 1 cdfs ) mT A 7] AXS A 0 R b ic A B dE AT IR »
= fj-11
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= B%-13
= F-19
= &)E
= %-15
= %-31
i F (A
= fE-29
. YR
e
RR (. 208 RS, 35 CAS M E R LLEZ T4, PLEEEE)
W (°C)
ProfE Chn: DY LG IR TR, 5 CAS Bid5)
YeiEfx (4. Varian HA-100)
TAESZE (1. 300MHz)
et AR
£ NMR Jtite ey, X dbpric v T4,
0D - W
0Q - Py 2z
0S - 2k
OT - =&

OU - R CRIBAHLEGAA 7 BLfE ED

Optical Rotatory
Power

34— AN X RRIR T 5 FROERIRIRITIZE (<) 30t (+) Bkt
B

FAF

BE C O

WIE, ¥47 g/ 100m
7

K (Wavlen) , Hf7 nm
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K (Len) BLdm NHAL

Raman Spectra

g E MR L 2 e R -

GV E A= i €/ T DR R i B SR N ok S AN TRV A= i €70k /) O o)
REFEHEIE R IR

Refractive Index

X IE A B IR ER, A RS2 538 M I IESZ 2
KA
e ¢ C)

WK (Wavlen) , FA47H nm

Tensile Strength

FRSEBLMR IR P R A0 AR T AR BR A FIRL A, A (MPa)
L P, I
f:

e ¢ O

F
12

W

FRIU P 2 X

Bioconcentration

AL B IR 5 ) B T s - SR FE RO L, B AR RZF I log D {E 45

Factor . 7F25C Fit#.
f/ME: 0
AR (CTEBRD
ATA pH: pHEM 12 10 (BRIMEN 7D o pHAERAERIZH-E 7T AR & ATk 2 1
— k.
Boiling Point PSS R BER R TR L, AR IR T AR Y 287U 5 T KU AT .

Bf%: -273° C
e CERED

J&73: 760Torr.
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a1 T Gy S A

Density

BRI BT R, se/SLTT K (g/em3) .
I/ME: 0

Bk: CRRR#HD

EE: 20°C

J£73: 760Torr.

AP A TINE] 3 AN .

Enthalpy of
Vaporization

PR TR AZR ST R RER (k3 / moD
w/ME: 0

Bk CERRHD

F73: 760Torr.

R B WIS DY & TN BN P AL

Flash Point

PAER IRBEVH I B ARIR P, AR IR P N VUM B R PR AR RE TR 6 1 2R R A 5 2 SR A
RS .

Bf%: -273° C
A CERED
PSRRI E NS =y =i R AR

Freely Rotatable
Bonds

e S8 1 BT IR B R AR B 25 W FRAL 22 AR Ak i BN R ) B
w/ME: 0

wRK: (TERRHD

Hydrogen
acceptors

SFRERRRTIORN, XA 5 B AR R T AR TR A
. )

#/ME: 0

R (ToBR#D
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Hydrogen donors

EZRB D THRRRE T AR TSR TR (REAE TR 5SEZEET
DN T

w/ME: 0

R (ToBRHD

Hydrogen APAFIE S A S
donors/acceptors
sum w/ME: 0
K CERRED
Koc XTI IR S IEFK RAYI R YR, 3R s A MUK A
: -7 B P B E 7K HR R A0 BT 1 R B2 114 B 2 b A S ) T30 logD {A « £ 25°C 5L
(Organic Carbon
Adsorption RN
Coefficient) U ©
R CEFRHD
AT pH: pH A 1 3 10.7] LR @ AFAT pH (A S 1E ARSI 2R 1) — 5.
logD XS IR IR R GV, R4 E pH T SEREAI/K 18] 1) 7 e SR Bt
#. 1E25°CHiE.
wAK: -10
wA: 10
AT pH: pHE A 1 3 10.7] LR @ AFAT pH (A S E ARSI 2R 1) —# 5.
logD & PU& LA N/NELRE 2 f7.
logP &P AT 2 SE BEA K Z 8] ) 70 B R B # . 72 25°C R it

w/ME: 0
R (TohR#D
logP &) Y& T B/ NSRS 3 fiLe

Mass Intrinsic
Solubility

wER YRR, R8T (/L) R, fHN:

= B value>=100g/L
= A (BRI @ 10 <={f<100g/L
= fdiE: 1<={i<10g/L
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= BliA: fH<lg/L

N o, =2
HE. C, &

Mass Solubility

TERRAE G BOR 20 7K o DL A — TH AV AL S I e 8. W TAER G0 Y
K HVEREE, FTASH) pH #E 25°C Rk, fEA:

= W 5% value>=100g/L

« W (BRA) ;10 <={f<100g/ L
» PV 1<={fi<l0g/L

» iR fH<1lg/L

E”ﬂ pH:
Seplok: pH U 13 10,7 DU ERT pH (ALA e R 2 19— 1.
TEmMK: $8EM pHVERE CATRLRIFRED .

Molar Intrinsic
Solubility

B IR QR P LAV T R BE R BT (mol [ LD ¥R . fEDA:

» W5 value>=1mol/L

= AR (ERIA) ¢ 0.1 <=ffi<lmol/L
= PR 0.01 <={<0.1 mol / L

=  fl%: fE<0.01mol /L

fE: 25°C, =i

Molar Solubility

AR AE B2 1 BRI 7K T DL A — THB R AL S R EE R B fEDA:

» W5 ¥s: value>=1mol/L

o VAR (BRI ¢ 0.1 <={E<lmol /L
= . 0.01 <={fi<0.1 mol /L

» % {f<0.01 mol /L

EIFH pH:
ZErik: pHAEM 1 2] 10.7] LAFE 24 pH (A S 1E N R —E 50 -
TR e pHYEE (TBL2FFED

WEE: 25C, =i&

Molar Volume

A7 ROKREEE /R (em® [ mol) FoRIHJR i) & .

w/ME: 0
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oA CRREED
W 25°C, =i
% 77: 760Torr.

BE R B W Y & AN S 1A

Molecular Weight

i1 1997 IUPAC & 7 EiH 80 7 TR TR .
w/ME: 0

R CEFRHD

T EERNE AN )E 2 67,

NMR Spectra

MHEIEHR (NMR) et , N2 eI iRz . NMR S6is s O 1
B AFE%-13 A1 1-H NMR.

At
BE o)
FRdE Clne DYRERERE, S wlRE, 3% CAS Bid5)

TAESZE (4n: 300MHz)

pKa

7E 25°C N RRBIAE 4 (12 0-14 VBRI D B FOR 8, AR 701 rp e 1 el e ik
PEAL R BRI ZK P ) 8 1 9

S AL 2 1 pKa S AL U TR 401 pa
BT CERHD

Bk CRERRHD

e

R

B

pKa 2 P4 T F NS 2 fir.

Polar Surface
Area

PR IEIR T CRL RURERMED MRIARER, LIRPT5 (A2 FoR.

w/ME: 0
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R (ToBR#D

Vapor Pressure

£ 25°CTT 5 HB AR s ] (4 20T (9 2GRN - (Torr)
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FIHRY T 25 RATTH D

Vi g e e, RRERRKERE “Substances” T o BB, W LK AR GhRBCE AR L,
ERZP T — DA R I CEAEE I S TR .

BRIEDR

1. RebriEsii b a5 pims iR, SRR AR,

[ 1. 619-58-9 Q

~1605 2 @ s A

C7Hs102
Benzoic acid, 4-iodo-
Regulatory Information

Spectra
Experimental Properties

Quick View FIER N A7l 70 /R B 24 30 T R L A U R (5 .

2. ik P REMITET, BT U TR IS — IR R .
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[] 1. 19-58-9 Q

Y 1 ]
~1606 [ 2 151 &% CAS Registry Number: 619-58-9
_~~_ _-COH N View Substance Detail
Y Q Explore by Structure 3
I.,e-"# T Synthesize this...

Get Reactions where Substance isa ¥

C7 H5102 Get Commercial Sources
Benzoic acid, 4-iodo-

Regqulatory Information Get Regulatory Information

Spectra

Experimental Properties Get References

Export as Image

Export as molfile

Send to SciPlanner

3. EBF IR R

Explore by Structure MG I R R R

Chemical Structure - ¥ &5t L&2] “WDiifez” WH LR “fbZ2g507 X
. TEUbAL, WTLUBRERETIR B VRIS T B IS MR R

Markush Patents by Structure - 45 #) A% 295 k6 2% 5 - Markush
X3, FEURAL, TTRUKERS ZR B A B A o Vi e A s vl AR BT 45 R R 26

Reactions - $ &5tk EA% “ I MARZR” TR B/ <Mk ” XK. fEiL
Ak, ATULR AR R IR B BN SO VR e Al TR B S5 F S MAR R o SN

B E AL
Synthesize this SRECZIR E 7 W

Get Reactio_ns where SRENYD AR 38 52 A ) e ™
Substance s a W SR R A £

Product, Reactant, Reagent, Reactant/Reagent, Catalyst, Solvent, Any

Role
Get Commercial BRI ORI CGEZETUN A, RTINS 2 R (7 A5
Sources B)
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Get Regulatory

SRE R E 5 R CRAZR Uy A e, IR BT SR B B2 B 1 1

Information JS9)
Get References SRR 1% 5 B SCER

BEEAY by R E DT
B CAS it 5 ss ML M Hr GBI, B AoE T RS KRR,

BIEDR

1. #%&#% Explore > Substance Identifier

| REFERENCES

Research Topic
Author Mame
Company Name
Document Identifier
Journal

Patent

Tags

& SUBSTANCES
Chemical Structure
Markush
Molecular Formula
Property

F Substance Identifier

Explore + Saved Searches = SciPlanner

SUBSTANCES: SUBSTANCE IDENTIFIER @

Enter one per line.
Examples:

50-00-0

999315
Acetaminophen

Search

2. BETUMA 25 MR, SMFRERR T, SRRERETEE 200 154,

3. M Search
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SciFinder # PSP RA R, IR E AL AR 45

Ko Us, 4B SR “Substances” DU L. I AT LN 4 46
g Jot okl e, slih “Substance Detail” BERE S S EIOMRIOS.
S T 5 0 B P B T

AT LR i 26 2 AT HEFE . 0, T DA T Bl O P e e 5
3PS A AT iﬂ%ﬂﬁo 1t FFHbF. T, AR TR R B R 5

EEM R it CAS Bl S EEMF LN . 7F Substance Detail TR ML TIL224FR . T
= H1R TRISZIGVE R R . i, B SORbR B R .

FELHE A T P SR 6 5 b A . T LU AN B T 0 02
LY
PR IR e ST S ) DL S 4 A

cdsmn ) [t e [l Tl PR, AR I O B OB ER T ) i

e 30 =Bl (1] “Refine” Ui e FRE R rF, BIAIERIE. 1775 R Rr sl ]
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FEPAT SeA REPRE RAF QIR — DM aE RS, — B I ERAEIL O 2 RN 21
“PpJs” UTITRARAK) P SERE” e RTRAgHE PSRRI AR ERIEIL SRR
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Melting Point (Experimental) "—ﬁEE thFa, TEWER
Value: 90°C A Wl S0 A R

Boiling Point (Predicted)

Value: 516.7+50.0 °C | Condition: Press:
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 PREDICTED SPECTRA @
FREGULATORY INFORMATION o
+ BIOACTIVITY INDICATORS o
+ TARGET INDICATORS @

» CAS REFERENCE ROLES o

» ADDITIONAL DETAILS @

Print

o

Export

Send to
SciPlanner

Copyright © CAS, a division of American Chemical Society

33



SciFinder 1 Fi F it

A

sty BA R S 30 R A7 B 70 52 24 T R -

Link S H PRS2 H28 . SO s 7 BSEF TR 45 1) URL

Save ¥ PRA7 2] SciFinder H I ERAF 145 2R 4E (Saved Answer Sets) &b
Print Y445 543547 0N PDF SO

Export B4 Hdh T OSSO

St UL R AR SR 15
= Get References 3% " BFRIREURIE %4 R 1Sk
- Get Reactions S0 & [l 2KEUALIE AR 1 N

. Get Commercial Sources ¥ 8" EFHEIR ML &
&7 Send to SciPlanner, ¥4 k%% SciPlanner library.

A Return iR [ 24 i 45 54 7L TH]

© 0

YIRS B A CAS Bk 5. WM. o7, (AR Al AL = o
Ml EE AR (0, Molecular Weight) , Bk 2151 %)@ M i B 804 Cn,

“Predicted Properties” ) .
Other Names R ¥ HAL FLFIfb F4Fk . s View more BoRrib 2= 4RI e85 3K o
¥ RArtegity, BT ISR SR RIET, Rl R.

SR BIE (Experimental Properties ) S RfEikmi-F I,
SR B K R AR

i T B0 Notes FKIUCHR.

it Quick View [ F T 278 BITF I 5 O 1R 7T B SR 2.

LR (Experimental Spectra ) #%8MFfEE TR .

Rl See spectrum 7EFH & 1 H EIR TR .

AJ DL s AT A R 4% (1) Notes SREUSCHR .

it Quick View [ e e A g F M T O LR BT B SCRRS B

Wik REAE (Predicted Properties ) S sfEET£ L.
METET-R A Z AN B R .
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Wil & (Predicted Spectra) %8B FILEETF I,
R See spectrum 7E#H & H W B R iE A,

HE R (Regulatory Information) #RALEHIY KIS B..

e O

AYiERE (Bioactivity Indicators ) 15 8 B TE X —HAEYEEREH K
TRV SCHREL B R A 2 /0 SR A I GG T AE YIS HEARE RO o

wl, A 145 k& SCERIFIR S T Antimalarials FU4 Y% .

KB SCHR 2R B2 T A1 05 P9 78 77 TR P REPEAR K

A5 Bioactivity Indicator A8 5E4E 3R BCCHR

BREE (Target Indicators ) HHTUE LI —ZHEEi . BEAIHAREE OB AL L.
R U SR B B 3R A 22 /D SR (R s A 45 RORTE FI P 5

1, 5 110 5 CER[FI €14 C-reactive protein F1X4 R4 .

ek B SRR IO R -

XERA s (CAS Reference Roles) RS 4 TYIREANRE CERT MG (WERITHD .
AT (ke A . SCBRER A AR IC SRR .

=K

HAhfEE (Additional Details) . JEMSRIEFI CMIERT CAS Bl 525 B (XLt CAS Zit s

W5z R, (2 HATCHE O
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SciFinder 13 F 1}

BEYIELERE
BB SEHUR, 45 R W o TE R DU -

Explore v Saved Searches v SciPlanner

Chemmical Structure substructure with limiters > substances (460)

Save Print Export

| Experimental Properties

BST, ] Get Get Get Commercial &E Tools Create Keep Me -1 Send to
su ANCES E References Reactions " Sources ﬁ ool T E Posted Alert ’— SciPlanner
Analyze Refine Sortby: Relevance - lr Display Options
[~ 0o0f 460 substances selected M 4 page: 1 of31 b M
Analyze by: @
Substance Role - [ 1. 619-58-9 [ 2. 64297-66-1 X [ 3. s2107-87-6 &
IPreparation 4DQI - WY B & & a5 & -od®
Reactant or Reagent 269 (o] s} (o]
I I ]
Properties 91
AL : OH oH OH
IBiologilcal Study QDI Oh\"ﬁ
Uses 62 !:L
 — ]
Process 46 G H;10, CsH; 10,
|- | Benzoic acid, 4-iodo- G H;10, Benzoic acid, 4-iodoe-3-methyl-
. . Benzoic acid, 4-iodyl- . .
Analytical Study 41 * Key Physical Properties » Kev Phvsical P t + Key Physical Properties
= 1 Regulatary Information e_v ysica _mpe 1es Spectra
Prophetic in Patents 20 Spectra Experimental Properties Experimental Properties
I

« siifi“Key Physical Properties "B @ 4 Chnks A £ AOEEE(E -
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[ 1. 619-58-9 2
~1801 [%%] i --2:-:-&'

8]

£

OH

C,H, 10,
Benzoic acid, 4-iodo-

~ Key Physical Properties

Molecular Weight
248.02

Melting Point (Experimental)
Value: 270 °C

Boiling Point (Predicted)
Value: 318.5£25.0 °C | Condition:
Fress: 760 Torr

Density (Predicted)
Value: 1.999+0.06 gfcm3 | Condition:
Temp: 20 °C Press: 760 Torr

pka (Predicted)
Value: 4.02+0.10 | Condition: Most
Acidic Temp: 25 °C

Regulatory Information

Spectra
Experimental Properties

Al DL X e B R PE 85 L e “Regulatory Information” . “Spectra” I “Experimental
Properties ” H4E#:, BEH %] “Substance Detail screen.” T b HIEHRE AL .

o WHTLLAT S M U7 H) CAS Registry Number Bk#% £“Substance Detail screen” i [ii. B3 riidi CAS
Registry Number 55% Quick View EIFR, FEAESH 477 GUHF LT RP AT IS S 2.
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1.]1619-58-9 | &

n15ﬂ1@ ‘ ~200 &

OH

C,H; 10,
Benzoic acid, 4-iodo-
* Key Physical Properties

Regulatory Information
Spectra
Experimental Properties

o gl MR 1 oMM e b R REIE . SR, AU B
%0

o ik Display Options B {(4F 0 o IV BB E A . MBI XA ik, SR )5 s OK.

0

Display Options
Answers per Page
©@—0C—0—0

15 20 23 a0

Displaving more answers per page may increase page-loading time,

Layout Options

O 2 colurmns & 2 columns O 4 colurmns

0K Cancel
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Y7
LR 5 OB P S R

BIEDR

1. Ai“Sort by "Gk, ARJEEFEH LI

Sort by: | Mumber of References | | i'

Relevance

YCESE PN (AR TE EPS e J5 28

CAS Registry Number

% CAS FiL 5°H 7 (H CAS plca AV IME—FriRS) .

HrBAEE L.

Number of References

{2 RAROE Y (1 SRR R HE

Number of Commercial Sources

ZIED 5 B B R HE

Molecular Weight

LM 7> 1 EAEHET .

Molecular Formula

PIE N6 Ta

Similarity Score

EIR AR R IS5 REEATHE o 20 BB B AR 1L

2. Rl FEkE SO e, fk i BT, # kR R LR R
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BEYEFEHEE
IR AN B R TEY R S T

BRIEDR

1. e, s CAS Registry Number

8]

OH

C,H;10,
Benzoic acid, 4-iodo-
r Key Physical Properties

Regulatory Information
Spectra
Experimental Properties

2. fiir Return R [BI1¥) )5 & A UM .
A Next 8¢ Previous @& F— 8 E— ¥
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T TSR

K sEmUn, AT DARYE bR e (i, ARV TR s i () Ke4s

BRI IR [0 2 72 B (45 R4

G NS R BN EOGEBN T A B

T ARG ALY R 20,000 4N, WITEIESERMTE R 0T . RN TS B A Rl

BIEDR

SUBSTANCES @

Analyre | Refine

1. Choose the Analyze by option

Analyze by: @

(see descriptions below). — @ sy macaos =

2. Click an analysis bar to view
the substancesin that subset. g

—QOr—

Click Show More to see more

Hypolipemic agents
(ally 411

[ ]
Cardiovascular
agents (all) 248

Enzyme inhibitors

(ali 243
[ —
Anti-inflammatery

agents (all) 154
[ —
MEMOUS SyStem

agents (all) 140
e i
Antidiabetic agents 107
Antiturmer Bgents

(all}) 97
=
Cytoprotective

agents (all) o0
[ I ——
Antiohesity agems

(all}) 75
_e————————
Immune agents
[pharmaceutical) o

than the top ten subsets. — @ chow bare

paRipri

» Get 1

Get

References | @ Reactions

Sertby: Relevance

0 of 2204 Substarces Selected

1. 1304771-99-0 2

i

EJI HEI "2 DI
14Pyrrole-3-carbomamide, 1-(2-
hydroxyethyd)-2-(1-methylethyl)-#4,5-
triphenyl-

v Key Physical Properties
Expermental Properbes

4. 775356-36-0 2

;. Get Commencial
‘ Sources

-4

o, Tooks ~

2. B11864-61-6 R

€y Hyg FI, O
1 HPyrrole-3-carboxamide, 5-(4-

fluorophemyl)- 1-metfryl-2-( 1-methylethyl)

=N 4-diphenyl-
* Key Physical Properties

Expereneriial Propertes

5. B62260-40-00 S

e
1
J

o

= Bioactivity Indicators -#& T2 X —2H K %) 260 A~ SR SR A DG AR S,
Jii 5 CAplusS™ SCHRZ 8] ) 2% & CL RN

= Commercial Availability -2 75 7] A CHEMCAT S®¥His  $R B i ML ke A5 B 41 3%
» Elements -¥ih TR YIE
= Reaction Availability -/& 75 A /£ CASREACT® ¥ [ 4k 31| /2 S i) i 1)
= Substance Role -8 CER s IR Mt Can, Z99EIER . AEMIRGE. #1455

» Target Indicators -5 7€ L —41%) 5800 Fag 1. BEAHARELIRARTE, CAS REGISTRY )5l
CAplus SCHRZ )k 3R C 2 BRIA
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%y | Create Keep Me

Send to

Posted Alert SoiPlanner |
Dispilay Options
M A Fage: 1 f1ar b M
3. 1367368-87-3 2
|
a
/
W
w—'"'%]
s
Cyy Hyy N O

1A+ Pyrrole-3-carboommide, 1-
oydopropyl-2-( 1-methylethyl)- 74,5
triphenyl-

b Key Physical Properties

6. 912998-29-9 9

CAS REGISTRYSMY)
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fnE1%$E Show More

To sortthe subsets alphabetically, choose Natural
Order. To sort the subsets by the number of
associated substances, choose Frequency.

Click to export a list of the
selected subsets to an Excel
spreadsheet or PDF file.

Analyze - Bi ivity Indicators l
24 Items 2 Selected Export
Sort by: Frequency -
Select bars to view only those substances within the current answer set,
Hypolipemic agents (all) 411 ~
® [¥] Cardiovascular agents (all) 248
—————— 7 |
Enzyme inhibitors (all) 243 |E
| |
Anti-inflammatory agents (all) 154
e ][
Nervous system agents (all) 140
—— I
® [V/] Antidiabetic agents 107
T |
Antitumor agents (all) 97
T ]
[”] cytoprotective agents (all) 90
e ]
(7] Antiobesity agents (all) 75
T ]
[T immune agents (pharmaceutical) 54
— e

Check the selection boxes for the
subsets that you want to view.

[ sor | come

Click to view selected subsets.

BETHEE, "Lk
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mifikesp Analysis@lE— B T80
SRERFEERE

_Eﬁl_

\

mifClear AnalysisigbRair,
S [0 St F g

Explore =

Saved Searches «

SciPlanner

Cherrical Structure substructure > substances (2204)

D

A 256 substances with the Bloactivity Indicators Antidiabetic agents, Cardiovascular agents (all) are displayed

SUBSTANCES @ B Get & 5 Gs::m;ﬁllmml 48 Tooks ~
Analyze | Refine Sortby: Relsvance - ¥
1" | 0 of 2204 Substarces Selected

Analyze by: @

Bioactivity Indicators v [ 2. s11864-61-6 2 [ 5. s62260-40-0 =
Hypolipemic agents - -1 B

(ally 411 i

P ™ P

Cardiovascular \[ \[’ i

ents (al 248 R s - -

.ag (all) : : S m{ ‘\l’,. . %_U__,ﬂ.\{ \f?_’,-m\_
Enzyme inhibitors TR P "L‘]‘;

(al) 23 . @ -

= e
Anti-inflammatory \Q
agents (all) 154 |

' = |, HuFN, 0

- Hyy FN; O
:e“:.:?j:?em 140 14Pyrrole-3-carboxamide, 5-(4- f:‘-P‘:mlej_'i-carhmmide, 1-ethynyl-5-
20 ! ,  fluorophemyl)-1-methyl-2-(1-methyletiy: (4-Augrophenyl)-2-(1-methylethyl)- A4-
N 4-diphenyl- diphenyl-

Antidiabetic N Physical P .

agents 107 Key Physical Properties ¥ Key Physical Properties

[ I ] Experimental Propertes

Antitumor agents

(al) 97 [ 12 s11864-73-0 & [ 14. 811864-93-4 2

-

Cytoprotective - a ~2

agents (all 90

o= |E : ] P ™ o
Antiobesity agents \[ L I

ta"} 75 . P "H":-_.r" ‘H,IF.'" \\{..-'H“H
i | g N
Immune agents Sy A ) 0

{pharmaceutical) 54 e *-.,/ \.\"ﬁm _!_\H;:__I !

| "’-‘::»;_.,.a"_f'\_‘;}"
|
Show Mare L-’”‘“

Absolute stereachemistry.

x Save Print Eﬂ

® eep Analysis  Clear Analysis

o1 Send to
LSci‘hml:r

Display Opbions

of 12 b W

E Create Keep HMe
Posted Alert

M 4 Page: 1

T 7. 351426-86-3 2

B &

Cag Hyy F M, 0,

1 H-Pyrrole-3-carboxamide, 5-(4-
fluoraphenyl)-1-(2-hydroxyethyl)}-2-{1-
methylethyl}-N.4-diphenyl-

* Key Physical Properties
Experimental Properties

T 17. 666714-63-2 2

B &

E: TEEEAT RS ERMIYR. #: fEERMYFH, 5 Bioactivity Indicators. Cardiovascular
agents (all) fil Antidiabetic agents A —L4Fi L4 £ 5 7F Antitumor agents (all) F&H.

w71 Call) FIADE PR bR AR TE 2 CA R 5| .
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IR BB B YN
AT DL F B R ST SR, R R R R S R BT PR «

BIEDR

1. fEWIBR UL, AR

2. %% Keep Selected #(# Remove Selected

SUBSTANCES @

Analyze Refine

Analyze by: @
Substance Role

Preparation 409
[ ]
Reactant or Reagent 269
[ I ]
Properties 91
[ I ]
Biological Study 90
[ I ]
Uses 62

Get 1 Get . Get Commercial ZE Tools v Create Keep Me 1 Send to
References & Reactions A Sources ~ E Posted Alert = sciPlanner
Sortby: Relevance - 4 Display Options
El |~ | 2.0f460substances Selected M 4 Page: 1 of3t p M
Select Al
Deselect Al 2. 64297-66-1 % [ 3. s2107-87-6 %
~1g]  Keep Selected ~7 |5 * < & 5 [ .'. 1008
Remove Selected
1] o 8]
OH oH OH
0'\-\.\|
a

RN RGN R
{3511 Refine 7 40 45 AL gk 1 K 26 b

BIEPR
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1. Click the Refine tab to

. . Analyze Refine
make it active. L

Refine by: @
2. Click a Refine by option. — & chemical Struchure
Search criteria appropriate O 1sotope-Containing

for that option appear below. © Metal-Containing

O Commercial Availability
O Property Availability

O Property value

O Reference availability
© atom sttachment

Structure Editor:
Java Mon-Java

(=]
3. Enter the search criteria. ——®
(=]
1

Click image to change
skruckure or view detail,

Search type: Substructure

4 (Optional) Specify —e Only retrieve substances
additional characteristics. that:
O Have references

O are commercially
available

[ are a single component

O are in specific substance
classes

[ are in specific types of
studies

5. Click Refine. ———® Refine

Rk | R

Chemical fiili Chemical Structure B4 gmMERs. (IR LEM A Java giEes, 1 S dy ki
Structure £1]#:% non-Java gﬁiﬁ%ﬁo )

B A MLE N, A5 M OK FH I& 4 i) 1% 3] Refine i& T .

(AT I P e R 5T R AE N SCIRIRIE IO R 45 R4 L k] SRAGPESE R . i
A a1 E. REMFERMNGERE (W —RFIF]D stk @it R usm s RE (H
Bl— R BT .

Isotope- md ks LA FAL R (Include only isotope-containing substances ) %
Containing NEE RN ZHYIR (Exclude isotope-containing substances) .
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Metal- s B R R A8 48R T (Include only metal-containing substances ) &%,
Containing HEAROE SRR T (Exclude metal-containing substances) .

Commercial A B R R A S T L A 3R (Commercially available) 5L A AT $k15
Availability (Not commercially available) TE¥) .

Property s LR RIUE AT @Y (Any property) /B TiJEY: ( Any predicted
Availability property) . {Fs2E &1 ( Any experimental property) B8 AT ik H (1) S2 i J@
(Any selected experimental property, HIl—R5EMH) KR .

Property st Select Property #%4l. 7f Refine by Property Value XfifitEH, 2ik—4
Value Experimental 5% Predicted property , 7EHA7mh 2 MOl XK, fELbal LURNE
PEEUE . v DUEREZ AN B T B At @ 1t AT A\ A S M
(AJi%) “AJi% Include substances with no values for selected properties EIE.
WRAEF, WIPR 2 J5 145 AL B A5 1X )50 .
i Refine,
Reference el B HL BRI — RS B B SCHR (1 or more references ) #R3E (1945 BTG SCHR
Availability (0 references) #RIEIIT
Atom fiili Select Attachments 1%4ll. 7E Refine by Atom Attachment XfiEHEF, 7278
Attachment Mgt b — AR ARSI A s R 288 (s S, Hy-

Heterocycle, Ak-Alkyl chain) , [AIRIE SR 122K BRI ) i 8z .
ORI E SR IR E, 85 s Refines
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07. VIR

2§ — 124 REE

HPAT Se R R B E QI T REER, BT VB A B SN2 5 DU T ) AR Bl B T RARG
R0 B 2% HOR B B 2 AT AR R 45 R4
%ﬂﬁ%’%ﬁiéﬁﬁ%ﬂﬁﬁ{t

Explore = Saved Searches v SciPlanner

Chemical Structure substructure > substances (6333) > refine "substructure” (1355)

BIEP TR
1 CROUARESE “PILEiad” 6 H L, BEEARERENFELE. FEREREREE T,

Explore Saved Searches « SciPlanner

Chemical Structure substructure > substances ;63%@"! = refine "substructure™ (1355)

Explore substances by structure: substances substrucie

SUBSTANCES © I o
Analyze Refine =

Analyze by: @ 0

| Substance Role b

Freparation 375

| |

I
IReactant or REEQEI”t 235| Resulting in 0 candidate
s

2. pidiPrsgk A, BIATSRECZ BT ROV 45 R .
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EHYTL R
L A AR SR A AT 9 IS SR
BIEDTR

R A S RENZ TR NS REHRITEHF

1. %% Tools > Combine Answer Sets

Explore v Saved Searches v SdPlanner

Chemical Stucture substucture > substamces (2120)

BSTANCES @ [™ Get Get Get Commercial
U £s = References * Reactions [ro—
Anatyze | Refine Sort by: Relevance - # Combine Answer Sets

-

— 0 of 2120 Substances Selected
Analyze by: @

Save Print

# Create Keep Me
Posted Alert

M 4 Page: 1

Expart

Send to
SciPlanner

Display Opbans
af142 B M

2. MRS RETIR S, i — DB A CORAF A RN FRAR .

e AR A RAEE R, WIAPER 3 th & IF L TUR A B ) o & A AL

3. WEPEEA A IFHIEI

Combine Answer Sets

Select saved answer set(s) to combine with your current answer set (2120):

3 Answer Sets 1 Selected

Substance Answer Set Details

Date Saved -+

[¥1]  lipitor similarity (665)

Chemical Structure similarity > substances (665)

Icl iodo benzoic acid substructure (6356)

Chemical Structure substructure > substances (6356)
Il lipitor substructure (2005)

Query saved as lipitor.cfx

Chemical Structure substructure > substances (2005)

Feb 17, 2014

Jun 13,

Apr 16

2013

, 2012

Select an option for combining the answer sets:

@ Combine Include all answers from both sets
C;D Intersect Include only answers that appear in both sets

@ Exclude Include only answers from current answer set (2120)
that are not in lipitor similarity (665)

(D] Exclude Include only answers from lipitor similarity (665)
that are not in current answer set (2120)

Combine Answer Sets

Cancel
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4.

& Combine Answer Sets

AHZARFRIERE
1. i%# Saved Searches > Saved Answer Sets.

. M “Substances” &K BN ARSIV T 45 R AE .

2

3. EREHAAMPNEL NG REMEFNE, 85 AT “Combine Answer Sets”

Explore v

Saved Searches v SdPlanner

Chernical Structure substructure > substances (2120}

SAVED ANSWER SETS @

SAVED SEARCHES

M saved Answer Sets

Keep Me Posted
History

Combine
@ Answer Sels

Y

* | 2of 3 Substance Answer Sets Selected | References (2) | Substances (3) | Reactions (3)

lipitor similarity (665) Edit @8 Link
Chemical Structure similarity > substances (665)

iodo benzoic acid substructure (6356) Edit @9 Link
Chemical Structure substructure > substances (6356)

lipitor substructure (2005) Edit @8 Link

Query saved as lipitor.cfx

Chemical Structure substructure > substances (2005)

Saved Feb 17, 2014

Saved Jun 13, 2013

Saved Apr 16, 2012

4.

e RIEREACLECRAEIREE, NP IR 4 o & FF L IUR A R H1 Dy & IR RIAR AL o

sy il BAE A A 5

Combine Answer Sets

Select an option for combining the two selected saved answer sets:

@ Combine

Include all substances from both sets

@ Intersect Include only substances that appear in both sets

@

@

Exclude

Exclude

Include only answers from lipitor similarity
that are not in lipitor substructure

Include only answers from lipitor substructure
that are not in lipitor similarity

Combine Answer Sets

Cancel

5

. i Combine Answer Sets
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PATVI AR R E I

KAL) 7 A
FRIR DA TSRO b, oS S P R (RS B

HEE IR S REGRIEY) R SCHR . WGBSR E At (i, TRt Fe. ARt R
; %ﬁ SE SRR SCHREGER U A A SCHR . FRAT IS5 SR8 — ST I SCRES RS, T A
VR AR

FORSPRPPWPPSPIN 5. (15T 5. FTDUBIHEIRIS A E (i, =40, AR B3R
MR BISARIIIR 2 SHOFTH IR, SRS R HT R LRI, T
_— R 2 R

R N 1 IR 8. SR04 DRI 5 AL

R E R E X BUNBUFHUR I E G S —IRATSRE — MR E
LS
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AR BT HI KB
FIRASRICEAS | i e A o 45 SR 4R Hh 420 5 1) SR
BAEPR
FEM R VLT
s gk BTN References BEIRRIEA ST (¥ SR -

[ 1. 619-58-9 2

1802 |=?1 ‘ ~200 &%

OH

C,H; 10,

Benzoic acid, 4-iodo-

» Key Physical Properties
Regulatory Information

Spectra
Experimental Properties

B
HIEZAYIFR, SR)E A Get References R85 2 MY (K SCHR
Get Get Get Commercial F -
SUBSTANCES © References Reactions " Sources ;é Tools
Sortby: Relevance - ¥

Analyze Refine

Analyze by: @

Substance Role

-

m - 2 of 460 Substances Selected

1. 619-58-9 4 2. 64297-66-1 2

Preparation 409 Y Y o B &
[ 1
Reactant or Reagent 269 0 0
[ I ]
Properties 21
I P I ! OH OH
Biological Study a0 -
[ I ] 0"‘\|”
|
Uses 62 0
 — ]
Process 46 C;H; 10,
= | Benzoic acid, 4-iodo- C;H; 10,

Benzoic acid., 4-ipdyl-
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WARARIE AR, W SciFinder 2 BUE AR KA BT ) (1 3Rk -
VE: TGRSR A R T 5 -

(=] TI 2 of 460 Substances Selected
Select Al

Deselect all

~181] Keep Selected

Remove Selected

8]
I

2. {F Get Reference XHEHEH, EBFIREUFTAYIR (All substances) BUEH )i (Selected substances)

(¥ SCHR -

Get References

Retrieve references for:

@ All substances
@ Selected substances

Limit results to:

[C] Adverse Effect, including toxicity [C] Preparation

[C] Analytical Study [7] Process

[”] Biological Study [C] Properties

[C] combinatorial Study [C] Prophetic in Patents
[l Crystal Structure [C] Reactant or Reagent
[l Formation, nonpreparative [ Spectral Properties

[C] miscellaneous [C] uses

[] occurrence

For each sequence, retrieve:

[T] additional related references, e.g., activity studies, disease studies.

Get Cancel

3. (Ak) W LAA IR At PR e SRE R K SR .
4. fiih Geto A HISCHRIG B VHT 25 AR
a] AR i, EVR VRS TUH A Get References SREX AN A SCHR «
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HRYEHI R

A LASRAG LS e rh s N o 45 SRR R W R SO

BIEP TR
TEMIR LI -

1. A4 E7 i Reactions EIFRFECEA AR (1 2 B

[ 1. 619-58-9 2

- T 1 b
~1802 M3 & ~200

C,H;10,
Benzoic acid, 4-iodo-

Regulatory Information
Spectra
Experimental Properties

8]

* Key Physical Properties

OH

—mkE -

RIEZ AR, ridi Get Reactions 312 MR X
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SUBSTANC

Analyze by:

5 @

Analyze Refine

e

Substance

Preparation

Role -

409

Reactant or Reagent 269

Properties a1
[ | |
Biological Study an
[ | |
Uses 62
 — |
Process 44

Get Get
References Reactions

Get Commercial
" Sources

Sortby:  Relevance

(= |~ 2 of 460 Substances Selected

1. 619-58-9 <

2. 64297-66-1 <

%Tﬂuls -

SEC R WY J 2B & &
0
OH OH
0{-_‘\.\_‘|
' |
4]
C,H.10,
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%‘éo

WRIEEFEHIbRAE (U™ 25D X N HEATHER? o
A P AT 57 BB 2 0 G e s A I 55 2 B o A S
AIE IR R ARE (AR NP REE) i/ Na R AR
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FrRARAE REORARHEBE, &0 — AR AT IRk R sl FT R 2 26 AF (i
RESLTRE, WA AR B R A R A, 1] Refine ThRERR E A R 45
) .

BEAL 7 )2 Bl PR AF IS5 SRR
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[l Gas-phase

Sources @  Any source

Patents only
Sources other than patents

Publication Years
Examples: 1995, 1995-1999, 1995-, -1995
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Combinatorial: ZH&1b% & B A 1 M

Electrochemical: &AEFEHEACEZ A, FRAE R A ™= A R
T8 FIAb 5 N

Gas-phase: % 5 NIV BTHEZ AH KRN .
Non-catalyzed: : ANF5ZEMEALFINTIN .

Photochemical: 248 HOG SR

Radiochemica: [FIfz FEARICYIHI S .

Regioselective: H 1 —NATHEH) TR T E =W B

Stereoselective: i) T4 L i — AT BE I SLAR AR = 1)
S

Sources

PR ICHRRAY

Publication
Years

BN— DAL B A BE VS . 1T DUV —ANERERTR € — T
JRHE R, Hhn 1995-43 1995 4F & 2 & 44 -

Copyright © CAS, a division of American Chemical Society



SciFinder 1 Fi§ F it

BT
T BT 4 R A PR S B R
BIEP R

1. R FE, 1 ST Advanced Search BRI ZRIR € %44, R)5 5 Select Solvents.

REACTIONS: REACTION STRUCTURE @

Structure Editor:
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©  Allow variability only as specified
SN
\\H
D

@ Substructure
Click image to change structure or
view detail.

—

Import CXF
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Solvent Hierarchy
[View solvent list]

220 Selected Select Al  Deselect all
<] [m] Monpolar solvents -

[m] Aliphatic compounds
[m] Aromatic compounds
] Silanes
[=] [@] Polar solvents
[E] Polar solvents, aprotic
[=] [®] Polar solvents, protic
O] Acids
Alcohols
[C] Amides
[] Other
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A LL 5 il Deselect All.

3. i View solvent list #Z7BHI TP BRG], FPUEHEN AN BoREF VIR (b View
solvent hierarchy, B[} [A] 213771 )2 2% TLTH])
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MTERL TR FERE, WG s XEHE 171 Close B4z, ik vh i 7 B ss Hh BAE VA 7R

SEFMET o

Structure Editor:

Click image to change structure or
view detail.

Import CXF
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Java Non-Java Search Type:
@ Allow variability only as specified
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REACTIONS: REACTION STRUCTURE @
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Structure Editor:
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Click image to change structure or
view detail.

Import CXF
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© Allow variability only as specified
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view: | Al 217 7|

15elected Clear Selections
I Acetal =
I Acetyl i
I Acid Halide

W acyclic Alkene

I Acyclic Ketone

I Acylmetal

I ALCOHOLS

™ Aldehyde

I pi-Alkene

I ALKENES

I Alkyl Halide

™ pi-Alkyne

I Alkyne ~|
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™ pi-Alkyne

I Alkyne ~|

Reactions must have @ all selections
C any selection
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Structure Editor:
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& sub

Click image to change structure or
view detail.

Import CXF

= Advanced Search [T Always Show

Solvents = Select Solvents

Non-participating
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Search Type:
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REACTIONS: REACTION STRUCTURE ©
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] Get 4 Tools ~
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Analyze | Refine Group by: Mo Grouping ~ Sortby: Relevance - ¥
[[1 = ©0of 1424 Reactions Selected
Analyze by: @
Reagent M [ 1. view Reaction Detail @ Link|k Similar Reactions
Hz 367 Single Step Hover over any structure for more options.
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I i
AcOH 473 |&|=
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Get Similar Reactions @
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Get Reactions
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4.

i F All reactions B, SEAMUZE R E) N B & HBUERE 5 4. FEIXAN] T
=  Broad fAfAZ, (UXFEL T RBHC, REIRENE] 1401 25 R

»  Medium FRLZER SN S 5 B B O AR AT IR S AT AR 22 UL HC . Medium B
Broad 7 % 2 [FIFR ], K 3RIE] 306 2% SN

= Narrow FHZLE R SN A e S A 7 Fgg (b I B R0 i o f B A7) #RELL
fic, KrRE R 46 4% o
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A i Get Reactions.

BHRAM R
B 23 5 R P (SR, T DA BRI R ST IR b O B SO S w071 63847

TIRIE)
BIEPR
1. TERPMIGUHE, EFENMERP =Y P SRIGTE Tools SEHHIEFRE Find Additional
Reactions.
REACTIONS © Gant eeeeeee . @ :;:;L to
Analyze e — Group by: [1o Grat Find Additional Reactions ﬁ' # Display Options
Combine Answer Sets
8] |~ | 1 of 20— page: [T of 05 b M
Analyze by: @
I Reagent j 1. View Reaction Detail @® Link
‘NaHCOJ 10?9‘ single Step Hover over any structure for more options.

2.

NaOH 799
[ I ]

Qg - OMe
Hal e o j:
EtN 590 [ 1 i J\
[ ]

snea OGN
H,50, 560 : . . ’ ,J ‘\\ P J— s
L

] .
~126 b
H0 523 ' 100%

= T ] &
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Explore v Saved Searches v ScPlanner

Save Print Export
I A\ 213 additional reactions have been added to your answer set. I
Reaction Structure substructure = reactions (2089) > find additional reactions (2302)
Get &8 - Send to
REACTIONS @ o erences ¢ Tools

L SciPlanner

Analyze Refine Group by: I Mo Grouping j Sortby: | Relevance ﬂ % Display Options

- 0 of 2302 Reactions Selected 4 4 Page: |1 of 116 p M
Analyze by: @
Answer Type j' I 1. View Reaction Detail ®® Link

Reactions 2089
I 1

Additional Reactions 213
= 1

Single Step Hover over any structure for more options.

Show More ST

3. BRI NHAN RN, i ST Additional Reactions T4 i n %% .

Explore v Saved Searches v SciPlanner Save Print Export

I /A 213 reactions with the Answer Type Additional Reactions are displayed Keep Analysis Clear Analysis

Reaction Structure substucture > reactions (2089) > find additional reactions (2302)

[7] Get % Tools -1 Send to
REACTIONS O ences | G Tools + ¥ Cplanner
Analyze | Refine Group by: INn Grouping j Sort by: IReIavance j @ Display Options
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Analyze by: @
IAHSWE‘( Type :l' 7 2000. View Reaction Detail @® Link
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o ————
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e — |
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= it Clear Analysis, R8s R4,
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BE, oHTARRRMNERE

BE, TR
SciFinder 44 # WY T AE B IR A5, FRHUHE SLR MR S5 .

B R

BERMGR | RS B o e I o
T
HRE

B3 Transformation (%3402 % %) 8t Document (&f
T SR B R — 2R RN X N AT 4325

HEF S L
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(357

B SRV
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e ) TP, SRJE PR B Sk 3 B T 1 S
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SIS, 3R 2% 1 PR 4 R R
s = F

RESBRE 1 Refine AR LI € HABAE REAF: IR 725,
SN H NGRS 5 [N B REH -

iR [B] e R 4 R AR

AT T — VK R R BT R R A5, S B T
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HIFAIRE
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Copyright © CAS, a division of American Chemical Society
21



SciFinder {# Fi F/ift

Explore v Saved Searches v SaPlanner o Save Print Export
Reaction Structure substructure > reactions (B20) > keep analyss "Document Type” (686) > refine "1 step” (65) > remowve 25 reactions (40) o
CTIONS ™ Get 73 & Send to
REA © “ References /X Tooks @ L SciPlanner
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hydrogensulfate (clopidogrel bisulfate of formula (V)): To an aqueous solution of formaldehyde (1 L) at 25 to 35°C was
added methyl-(+)-(S)-a-{2-thienylethylamino}(2-chiorophenyl)acetate hydrochloride and stirred for the completion of the
reaction. After completion of reaction, water and methylene dichloride were added to the reaction mass and the pH was
adjusted to 7 to 8 using solid sodium bicarbonate solution, The layers were separated and methylene dichloride layer was
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yl)acetate freebase as a residue.
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Q Stages Notes Yield
1.1 S:H0, rt Reactants: 2, Reagents: 1, Solvents: 2, Steps: 1, Stages: 2
1.2 R:Disodium carbonate, S:H,0, S:CH,CL,, it, pH 7-8 Transformation:
1. Aminoalkylation and Amidoalkyiation of Aromatic
Compounds

v Experimental Procedure

Preparation of (+)-(S)-2-(2-Chlorophenyl)-2-(4,5,6,7-tetrahydrothieno( 3,2-c]pyridin-5-yi Jacetic acid methyl ester
Q hydrogensulfate (clopidogrel bisulfate of formula (V)): To an agueous solution of formaidehyde (1 L) at 25 to 35°C was

added methyl-(+)-(5)-0-(2-thienylethylamino)(2-chiorophenyl)acetate hydrochloride and stirred for the completion of the
reaction. After completion of reaction, water and methylene dichloride were added to the reaction mass and the pH was
adjusted to 7 to 8 using solid sodium bicarbonate soiution, The layers were separated and methylene dichloride layer
was distilled out completely under vacuum at to obtain methyi-(20)-{2-chlorophenyl)(6,7-dihydrothieno[3,2-clpyridine-
5-(4H)-yl)acetate freebase as a residue.
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1.1 R:#BUCO,H, S:THF, S:PhMe, S:Me(CH,):Me, 3-4 h, 110-120°C  Paal-Knorr cyclization, Reactants: 2, Reagents: 1, Solvents: 3, Steps:
Show More 1, Stages: 1, Most stages in any one step: 1
References
Preparation of pyrrolylethoxyp hoxypropanoates having
hypolipidemic and hypocholesteremic activity
Q quickView  PATENTPAK ™
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Procedure
1. Cool a solution of 2-(3-(((2R,35,65)-2-(methoxymethyl)-6-phenyl-3,6-dihydro-2H-pyran-3-yl)oxy)prop-1-yn-1-yl)aniline (99.0 mg, 0.283
mmal) in CH;MO, (2.8 mL) to 0 °C.
2. Add PtCl; (15.0 mg, 0.566 mmol) to the reaction mixture.
View more...
Available Experimental Data
H NMR, BC NMR, IR, HRMS, Mass Spec, R., State

| View with MethodsNow |
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O 1. view Reaction Detail @ Link & Similar Reactions

Single Step Hover over any structure for mere options.

Cl
H
C\/\/N
5
\ H, C==0
/ My 4+ 2 —
]
o 21s &
» HCl
e
~ Overview
Steps/Stages MNotes
1.1 RiHCl, 5:H,0, 2 h, 80°C; cooled paraformaldehyde used, workup-after cooling down pH of solution carefully

adjusted to 2.2 before extraction, Reactants: 2, Reagents: 1, Solvents: 1,
Steps: 1, Stages: 1, Most stages in any one step: 1

References

Deuterated Clopidogrel Analogues as a New Generation of Antiplatelet Agents
Q Quick View [ Other Sources

By Zhu, Yaoqiu et &l

From ACS Medicinal Chemistry Letters, 4(3), 349-352; 2013

(1), d,-CPG (2), d,-CPG (3) and d-CPG (4) To a suspension of 10 (or 11, 500 mg, 1.44 mmol) and paraformaldehyde (121 mg,
%‘-ﬂ'ﬂﬁ or d;-paraformaldehyde, 130 mg, 4.32 mmol} in H,0 (10 mL) was added HCl (1 M, 24 uL). The reaction mixture was stirred for 2 h at 80 °C.
After it cooled down, the pH of the solution was carefully adjusted to 2.2. The resulting cloudy mixture was extracted by hexane (3 x 15 mL).
The combined organic layers were washed with brine (50 mL), dried (Na,S0,) and concentrated to yield 1 (or 2, 3, 4). d,-CPG (1):
Colorless oil (429 -450 mg, 90 -94% yield). *H NMR (500 MHz, CDCL,) 8 7.70 (dd, 1H, J= 7.5, 2.0 Hz), 7.41 (dd, 1H, 7= 7.5, 1.5 Hz), 7.24
-7.31 (m, 2H), 7.05 (d, 1H, J= 5.0 Hz), 6.67 (d, 1H, J= 5.0 Hz), 4.92 (s, 1H), 3.76 (dd, 1H, 7= 14.0 Hz), 3.72 (s, 3H), 3.63 (dd, 1H, 7=
14.0 Hz), 2.88 (br, 4H); “C NMR (125 MHz, CDCl,) 8 171.5, 134.9, 134.0, 133.5, 133.4, 130.2, 130.0, 129.6, 127.4, 125.4, 122.9, 68.1, 52.4,
50.9, 48.5, 25.7; ESFMS my/z322.3 [M+ H]"; HRMS my/z caled for CH,,CINO,S™ [M+ H]® 322.06630, found 322.06643. The chiral purity of
the desired S-enantiomer wias found to be 97.8%.
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O 11. view Reaction Detail ®® Link A Similar Reactions

Single Step Hover over any structure for more options.

NH,
J— Z N
= . ! +
| CH, :
o
35%
18%
- Overview
Steps/Stages Notes
1.1 C:PtCl;, S:MeNO,, 20 min, 0°C; 1 h, rt; 3 h, 40°C Reactants: 1, Catalysts: 1, Solvents: 1, Steps: 1, Stages: 1, Most stages

in any one step: 1
References

A Cycloisomerization/Friedel-Crafts Alkylation Strateqy for the Synthesis
of Pyrana[3,4-blindoles

Q Quick View  [FOther Sources

By Medeiros, Matthew R. etal

From Organic Letters, 13(15), 4012-4015; 2011

' Experimental Procedure

~ MeTHopsNow™

Procedure

1. Cool a solution of 2-(3-(((2R,3S,65)-2-(methoxymethyl}-6-phenyl-3,6-dihydro-2H-pyran-3-yl)oxy)prop-1-yn-1-yl)aniline (99.0 mg, 0.283
mmol) in CHMO, (2.8 mL) to 0 °C.
2. Add PtCl, (15.0 mg, 0.566 mmol) to the reaction mixture.
View more...

Available Experimental Data
*H NMR, “C NMR, IR, HRMS, Mass Spec, R,, State

View with Methodshow
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A Cycloisomerization/Friedel-Crafts Alkylation Strategy for the Synthesis of Pyrano[3,4-b]indoles

18%

By Medeiros, Matthew R.; Schaus, Scott E.; Porco, John A, Jr.
From Organic Letters, 13(15), 4012-4015; 2011
Published by American Chemical Sodety

cH :
~o

35%

m

Products

Reactants

Catalysts
Solvents

Procedure

D-erythro-Hex-2-enitol, 1,5-anhydro-2,3-dideoxy-4-0-(1 AHndol-2-ylmethyl)-6- O-methyl-1-Cphenyk,
(15)-, 35%, CAS RN: 1314595-76-0

D-erythro-Hex-2-enitol, 1,5-anhydro-2,3-dideoxy-6-0-methyk1-Gphenyl, (15)-, 18%, CAS RN:
1314595-77-1

D-anythro-Hex-2-enitol, 4-0-[3-(2-aminophenyl)-2-propyn-1-y(]-1,5-anhydro-2,3-dideoxy-6- 0-methyl-
1-C-phenyl, (15)-, CAS RM: 1314595-75-9

Platinum chloride (PtCL), CAS RN: 10025-65-7

Nitromethane, CAS RM: 75-52-5

-

Cool a solution of 2-(3-({(2R,35,65)-2-{methoxymethyl}-6-phenyl-3,6-dihydro-2H-pyran-
3-yl)oxy)prop-1-yn-1-yl)aniine (89.0 mg, 0.283 mmol} in CH,NO, (2.8 mL}) to 0 °C.

Add PtCl (15.0 mg, 0.566 mmol) to the reaction mixture,

Stir the reaction mixture for 20 minutes at 0 °C.

Remove the reaction mixture from the ice bath when TLC analysis shows no reaction .
Stir the reaction mixture at room temperature.

[T RNy ]

Print/Export Close
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MethodsNow
Anion-Binding Properties of a Cyclic Pseudohexapeptide Containing 1,5-Disubstituted 1,2,3-Triazole Subunits
By Krause, Martin R.; Goddard, Richard; Kubik, Stefan

From Journal of Crganic Chemistry, 76(17), 7084-7095; 2011
Published by American Chemical Society

Sequence 1: Reaction Steps -
Sequence 2:  Reaction Steps - ﬂ
Sequence 3:  Reaction Steps -nnn

(Converging)

m

Products 2-Pyridinamine, &-[2-(trimethylsiylethynyll-, 97%, CAS RN: 173314-97-1

Reactants 2-Pyridinamine, 6-bromo-, CAS RN: 16798-81-3
Ethynyltrimethylsiane, CAS RN: 1066-54-2

Catalysts Phosphine, 1,1°-[({oxydi-2,1-phenylene)bis[1,1-diphenyl, CAS RN: 166330-10-5
Cuprous iodide, CAS RM: 7681-65-4
Dichlorobis{triphenylphosphine)palladium, CAS RN: 13965-03-2

Solvents Triethylamine, CAS RN: 121-44-8

Procedure 1. 5tir 2-Amino-6-bromopyridine (1.5 g, 8.7 mmol), (PhsP ),PdCl, (240 ma, 345 pmol, 4 mol %), bis(2- -
Print/Export Close

miihi Print/Export, FTEIELS HVEN

Procedure 1. Cool a solution of 2-(3-(((2R,35,85)-2-(methoxymethyl)-6-phenyl-3,6-dihydro-2H-pyran-
3-yloxy)prop-1-yn-1-yl)aniine (99.0 mg, 0.283 mmol} in CHyNO, (2.8 mL) to 0 °C.

. Add PtCL (15.0 mg, 0.566 mmol) to the reaction mixture.

. Stir the reaction mixture for 20 minutes at 0 °C.

. Rermnove the reaction mixture from the ice bath when TLC analysis shows no reaction .

. Stir the reaction mixture at room temperature. -

Print/Export Close

o L opa

P AAT BN AT VR IR SO PRI FT A VRN, 285 st Print/Export.
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E#ELTH Bl

S AT IR :

= Author Name — %1l t s W SRR A A 7
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= Company - Organization —#Il i SCHR A 7 BN 44

=  Document Type — 51| i 5 4f SCk 2R A

= Experimental Procedure — 51 H sz /F it #2275 nl 3k 15
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» Number of Steps — %1 Jx N 5%

Copyright © CAS, a division of American Chemical Society
39



SciFinder 1 Fi§ F it

= Product Yield —PAH 70551 =%

= Publication Year — 51| i SCHR A FF 43
= Reagent — 1t B A5 A
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= Chemoselective: ¥ 7EHAAZ NN ) RERAAE TR T,
) AR AR RE A A S 14 S
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Excluding
Reaction
Classification

2)ik LIEAT BRI R BEER . (S % B E 3O

Non-
participating
functional
groups

fa e RN R B BIAS S RN ERER] . WNEERRT, EFEER
All. Classes. Rings B% Non-rings. it AR ERER . ik
T Fi W BT Bl ae v () B R T 0 A2 328 P T 5 BB A1 A 0 BRLTE S B

Copyright © CAS, a division of American Chemical Society

43



SciFinder {# Fi F/ift

B ZYEHTHT— T RE
ST T MRS IRV T NELE AR, — BT IC T A I R B T

T Az 2" e s R IZE SR AT 4 R T ) S

Breadcrumb trail records the changes to the answer set
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2 Answer Sets 1 Selected

| Reaction Answer Set Details Date Saved =
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Reaction Structure substructure > reactions (2089)
I reactions based on polymers of 1,3-butadyne (86) Aug 5, 2014

Opened saved answer set "polymers composed of 1,3-butadiene and ethylene" (219) > get reactions (86)
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el & & [B]
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2. View Reaction Detail @® Link J Similar Reactions

Single Step Hover over any structure for more options.

F N

NH
oH \
NH;/\\/ + . — o
~178 i" Q MH
O
-100 k’
52%
v Overview

Steps/Stages Notes

1.1 R:#BUCO,H, 5:THF, S:PhMe, S:Me{CH,):Me, 3-4 h, 110-120°C  Paal-Knorr synthesis, azeotropic, Reactants: 2, Reagents: 1,
Solvents: 3, Steps: 1, Stages: 1, Most stages in any one step: 1

References

Preparation of pyrrolylethoxyphenylethoxypropanoates and related
compounds for treatment of hyperglycemia, hypertension,
cardiovascular_disease, and eating disorders.

Q quick View | PATENTPAK ™ |

By Lohray, Braj i
From PCT Int. Ap| Patent No. Kind Language

B WO 2001053257 A2 English

Patent Family

o . B EP 1250323 English
GE_-neraI;TypmaI Proced_ure: Preparation of_ 1-(2—I1ydrox_-,ret_h B P 5144421 Japanese
mixture of hexan-2,5-dione (5 g), ethanolamine (26.7 g), pivalic
heptane: tetrahydrofuran: toluene (4:1:1, 5 mL) was refluxed wi during the
reaction was removed azeotropically during 3 - 4 h. The mixture was cocled and the solvent was removed. The residue

~ Experimental Procedure

HA] PAFE SCHR Y Quick View & 1+ 255 PatentPak, Bt Reaction Detail 71 [ 555 View
with PatentPak.

B HAb 2 SCHEIR
7E S N TLTHT ) Overview [X 35, i SCHRkbR 5% ) Other Sources.
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[ s0. view Reaction Detail @® Link & Similar Reactions

Single Step Hover over any structure for more options.

o

v Overview
Steps/Stages

1.1 S:CH,Cl,

~171 k’

Notes

Reactants: 2, Solvents: 1, Steps: 1, Stages: 1, Most stages in any one

step: 1

References

Synthesis of multi-labeled [14Claripiprazole
Q Quick View
By Bonacorsi, Samuel 1., Ir. et al

H

SO T 0T

From Journal of Labelled Compounds & Radiopharmaceuticals, 49(1), 1-9; 2006

W] LLZE SCHER Y Quick View T M i Other Sources, EYfE Reaction Detail 7 &7 Link

to Other Sources.

HRY 15 B

FEBF — 2% SN, 7T LAIREL R LSS B (0 S N R s A5 U2, A LSO S (R A

WAIRIBE B . NS SR DI A HAt R R (3L (0, BRI LEYIRR & RO D .

AP IR

1. ¥ BARICETE [ B AN S5 4Bk Overview XIS RFEAT . B FRIF =

s AN I 2 AN ElbR. B
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[ 1. view Reaction Detail Link & Similar Reactions

Single Step Hover over any structure for more opfions.

HyN—CH 3 — CH;— OH

~149 &

+

* Overview
Steps/Stages

1.1 R:#Bul B |, S:THF, S:PhMe, S:Me(CHz)sMe, 3-4 h,

110-12,

Q

HO— CHz— CHg

|T » | /,—":::H F
ﬁ Pln (l:‘—mn Q i-Fr — H\Jl /r
o oCTCE—CE—C—Prei — W/ ~
< ] /A
. /L_‘ ° Fh— NH— © Eh
r I
B °
- 52%
Notes

Paal-Knorr cyclization, Reactants: 2, Reagents: 1, Solvents: 3,
Steps: 1, Stages: 1, Most stages in any one step: 1

References

Preparation of pyrrolylethoxyphenylethoxypropaneates having
hypolipidemic and hypocholesteremic activity

Q quick view  PATENTPAK ™

By Lohray, Braj Bhushan et al

From .5, Pat. Appl. Publ., 20030236254, 25 Dec 2003

2. BT U A TS B, 2 Quick View bR

3. WEEMREN, Wigk 2

BoRYIRIET, SRJE1%EEE View Substance Detail .

CAS Registry Number: 141109-14-0

Explore by Structure »
Synthesize this..,

et Reactions where Substance is a »
Get Commercial Sources

Get Regulatory Information

Get References

Export as Image

Export a5 molfile

Send to SciPlanner

A, EERVRE R R AR, WS D S RRER R . RE S
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Explore by
Structure

MG i AR R A

Chemical Structure — ¥ 2514 A% 24 B 2 UL T R4k - 4544
Xk, SRJ51EFH A Exact Structure. Substructure 5§
Similarity.

Markush Patents by Structure — ¥ &5 ¥ A& 2 ik &R 7
H ) Markush X35, 2R JEERFRZREIEE: Allow variability
only as specified 8 Substructure.

Reactions — ¥45 1 b A% 31 S S 28 UL T I S R Z5 00 X k. 2R )5
KGRI Allow variability only as specified 5§
Substructure. N EH IR EAMER -

Synthesize this

R AR 7 M R RS o

Get Reactions
where Substance
is a

KRB AR AR BUE A B2 5 R .
FE G B R 3 SN A B

Product (#)) , Reactant (RM#)) , Reagent GRAF)) ,
Reactant/Reagent (RN MARF]), Catalyst (fE4L5),
Solvent (%&57)), Any Role ((EE M)

Get Commercial
Sources

RIS R L RIS S (U SRAZAE TR s S, R BIAS
REFRIL B2 o AR KPR A D o

Get Regulatory
Information

R EEE R RZIETUNRE ¢, MR ARESR IR
ZHIRINEEEED -

Get References

SRIUIRIE LA 5 R SCHR o

5. TSR, WiELE T SRR, GG

Export as image

Substance image is saved as a GIF file.

e B RAT N GIF S0P

Export as molfile

Substance is saved as a MOL file.

B R A9 MOL XA

6. ik P ESRMIR R, SRE1ES% Send to SciPlanner ¥R & %5 SciPlanner.
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KRR S5 YR RAFIR
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BRIEPR
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HyN—CH;— CH;— CH | W

1.
+ o C—CH— CH—C—Fr-i —} ‘
@ || VAR
145 k’ ° Fh— MH— Fh

(=]

52%

e

1. K RSB AR B AN 45 R B Overview X3 FAFIEIA T Lo B AR U8 =i 5%

o, JFRI B2 A

[ 1. View Reaction Detail @ Link & Similar Reactions

single Step Hover over any structure for more options.

HyN—CH 43— CH,— OH Il

e B ¥ /Lj/

¥ Overview
Steps/Stages

1.1 R:£BuC )} |, S:THF, S:PhMe, S:Me(CHz)sMe, 3-4 h,

110-12
Q

HO— CH, — CH

» | F
1-Fr - .
Q P~{}J:j/

C—CH— CH—C—Fr-i —' A/,

FPh—HNH © Fh

(=]

52%

Notes

Paal-Knorr cyclization, Reactants: 2, Reagents: 1, Solvents: 3,
Steps: 1, Stages: 1, Most stages in any one step: 1

References

Preparation of pyrrolylethoxyphenylethoxypropanoates having
hypolipidemic and hypocholesteremic activity

Q quick View  PATENTPAK ™

By Lohray, Braj Bhushan et al

From U.5. Pat. Appl. Publ., 20030236254, 25 Dec 2003
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Explore by Structure 3
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Get Commercial Sources
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Get References
* Overview

Steps/Stages Export as molfile
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Reaction Structure substructure = reactions (732) > keep analysis “Experimental Procedure” (466)

@ W Get  Tacks = . Send to
REACTIONS B peterences | 2 W ptanner
Analyze | Refine Groupby: MoGrouping ~ Sortby: Relevance - ¥ Cisplay Cobons
(m] = 3 of 466 Reactions Selected M 4 Page: 1 of32 p M
Analyze by: @
Catalyst - 1. View Reaction Detail @& Link & Similar Reactions:

R AR [N, - SciFinder WA A 4y B ORA7 45 REE T 1T UL o
bE SRR/ BN N i vt & I Y R ik e S TR S RS

Em}~ | 2 of 604 Reactions Selected
Select All
L4 fail @2 |
Dieselect 4ll

3 Keep Selected structuirg

Femove Selected

2. (g fEHBLRIXTEES, EFELRAF All answers B Only selected answers .
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Save This Answer Set

* Required
Save:
O all answers
® only selected answers

Title: *

Description:

0K Cancel

3. RERFERN— Title.
4. (Al fHiA—A> Description.

5. mifi OK.

FIRMCLR) 5%, 2 SR NIV DU ity Save, fRAFHLAR RN o

HDERMLGR

] LR 2% S BB AN CLORAE I S5 REE I BE IR SN2 . WRERIBERE I T P e A8 3% SciFinder
JEA RE B S o

BIELR

1. 1F Reaction Detail T & 7 Link.

Explore v Saved Searches v SciPlanner | Link | Save Print Export

Research Topic "Preparation of pyrrolylethoxyp...” > references (2) > get reactions (724) = refine "1 step” (287) > reaction 1 (of 287)

Get Reference Viewwith _ 11 Get Similar Link to . Send to
REACTION DETAIL @ Detail PATENTPAK & Reactions m Other Sources ¥ Sciplanner

— B E-
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7F Saved Searches > Saved Answer Sets T [f] &7 45 BAE 1 Link EFx.

Explore v Saved Searches + SciPlanner

Reaction Structure substructure > reactions (172) > reaction 2 (of 172)

SAVED ANSWER SETS @

SAVED SEARCHES [T |~ 0of2Resction Answer Sets Selected ~ References (3) | Substances (3)

M saved Answer Sets W [ lipitor as reactant (1082) Edit
Keep Me Posted Reaction Structure substructure > reactions (1082)
History [T}  benzothiophene rm substructure (605) Edit

Reaction Structure substructure > reactions (605)

Reactions (2)

&8 Link

Sawved Feb 17, 2014

Saved Apr 17, 2012

2. H Ctrl-C siAME I T57%, EHISCAHE ) URL 4% .

Copy and paste link for quick access to this result.

Create 3 bookmark, save in 3 document, or e-maif fo 2 coleague. IF pou delete
this answer sef. the fnk wil no fanger be avaiahie.

3. K URL Kils 2] e-mail BOCHH, B 9l WA AR A8

FHRIVZER

S EE AT DA 5 A PDF SO SCF AN B AT SR RTF SO, 8i3 A SciFinder T2

AKX X0

BRIEDR
1. FESR MU 2R B E T NI RN, JRJE midi Export.

Explore v Saved Searches v SsdpPlanner

Reacton StTuciure substructure > reactons (739) = keep analysis “Experimental Procedure™ (466)

™y Get E -
REACTIONS @ - H Tools
Analyze | Refine Groupby: NoGrouping v  Sortby: Relevance - ¥
[m] =~ 3of 466 Reactions Selected
Analyze by: @
Catalyst - 1. View Reaction Detail @ Link A similar Reactions

Save Print
Send to
! SciPlanner
Digplay Options
M A4 Page: 1 of32 b M

WRBAT AR SN, - SciFinder WA 4y B2 3 45 R 1T AT Lo

e ATLOEE I, R B R R SN o
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(B |~ | 3 of 604 Reactions Selected
Select All ]
[+ fail @2 |
Dieselect 4ll
3 Keep Selected structuirg
Femove Selected

2. fESHIEY, EFERESFHEITAR AID 2558, &R (Selected) 45 Rk 215 e ol
(Range) HWHIZEHR.

Export ©
*Required
Export: For: Details:
Al Offfine review File Hame: *
' golacted & Portable Document Format (*.pdf) |Readion_09_10_2014_144138
& Range " Rich Text Format (*.rtf)
Saving locally Format:
Example: 2-20 ' Answer Key eXchange (*.akx) & Summary
" Detail
Include:
¥ Experimental Procedure (if available)
M overview
I Task History

Export Cancel

3. ft For FJy, EHECHIM,

SRR ‘ﬁm

Portable Document S 7 B RE B B R ElE 5 o PDF XU, 75 % PDF [
Format (*.pdf) BLgs & F AT EI PDF 3Cf%.

* pdf

Rich Text Format (*.rtf) | 4 s 5 B RITE B8l 4% 20 s 5 H R SO A BB mT 32 1)
RTF /4.
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* rtf

Answer Key eXchange | ¥ S Hi o AKX #38, BI{EH Import #2505 AKX SC:
(*.akx) S\ 3 SciFinder 1, #5 NN RPN AT gE R AR .

* akx

4. i\ Details F¥tdl. (HHILAE Details T 77 HUe U T2 3 Pk BRSO 281, )

5. miii Export.

FIARCLI) T3, AT CAAE SCHR VS DU iy Export 3 H L6 RO o

FARMWZGR

ALK AKX A% 2R OB A 3E SciFinder H1o #E5 A SUSE RV R A 24 iy 25 RS AR o 18 S N 45

R .

BRIEDR

1. 7EMR U A4 Saved Answer Sets ) K5, i Import.

REACTIONS: REACTION STRUCTURE @
SAVED ANSWER SETS @

clean up oil spills
Structure Editor:

Java Non-Java Search Type:
@ Allow variability only as specified
@ Substructure

lipitor similarity

benzothiophene rxn
substructure

lipitor substructure
Autosaved Substance Set

view A

KEEP ME POSTED @

Click to Edit

plant flavonoids
Aug 30, 2014(2)
Import CXF Jul 26, 2014(4)

Jun 21, 2014(4)

| search o

Sep 13, 2014(2)

= Advanced Search Jul 05, 2014(5)
Jun 14, 2014(4)

2. A7 Browse &k AKX A
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08. X M %

3. Wil AKX 3Cft, sE i s IriE s, 25 s Open.

4. A OK.
FHEILR L
B I ST BN —A PDF XA

BRIEPR

1. FERMNUUR, 2EBZATENR RN, 2R)5 midr Print.

e—
Explore v Saved Searches v SdPlanner Save Export

Reaction Stuciure subsiructure > reactions (739)

REACTIONS © ™ Get £ Tools v send to
= References ~ W sGptanner
Analyze | Refine Groupby: MoGrouping = Sortby: Experimental Procedure = Ditsplay Cptions
@ * 3 of 739Reactons Selected 4 4 page: 1 afso b M
Analyze by: @

Reagent - . View Reaction Detall @ Link & Similar Reactions

R BAT I AR SN, - SciFinder WA 4 AT B 45 REE T I FTAT L o
e A RUEN N AT, R RO T SOV

[}~ | 3 of 604 Reactions selected
Select All
L fail &= |
Deselect All
3 Keep Selected structurg

Remove Selected

2. ff Printto PDF FJ5, #&FRITEIFER (A 4558, 1 (Selected) 455HiL 245
EVulE (Range) WIS R,
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Print @

Print to PDF:
Ol

& selected
e Range

Example: 2-20

Format:
o Summary
' Detail

Title:

Include:
3 Experimental Procedures (if available)
M overview
™ Task History

Print

Cancel

w

H

o

RIRMCLR D5, iy SN2 VEAR DI Y Print 3T BT L6 SN o
IR

%P Format.
(Al3%) BN TE PDF A1 —A Title.
(i) 73k Include T 7 R3ETH .

At Print.

SR S Print.

HiN— Title, FH4)i% Include T /5
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Print ©

Print to PDF

Title:

Include:
¥ Experimental Procedures (if available)
I Task History

Print Cancel

KRV KX B SciPlanner

SciPlanner & B T-76 Al 404K 1 TAE X 20 2 s B AT H A SciFinder £ Z& 45 5, 4H4Y)5 1S B ] LAk

PRAFAI 5o B DL R AR D IR, Kk b i) e B k1% B SciPlanner .

BIEP R

TE RN TTH, /2% AR E K 1% %] SciPlanner (M, #R)5 & Send to SciPlanner.

REACTIONS @

Analyze Refine

Get

" Tools ~
References ~

Greup by: | No Grouping ¥ | Sortby: | Relevance

[B ~ ' 30f604 Reactions Selected

v

M 4 Page:

1

Send to
' sciplanner

Display Opticns

of41 p M

Analyze by: @

Reagent A 1. View Reaction Detail @@ Link

HCl 214 2Steps Hover over any structure for maore opions.
1

WRBAT P AR SN, SciFinder WA A Ay B2 A3 45 RAR T AT 1R UL o
NS SR M)k £ S e i P v V0 RSB E D P TR SRR A A

[}~ | 3 of 604 Reactions Selected
Select all
L fail @o |
Dieselact All

structuirg

3 Keep Selected

Remove Selected

FHARLI 32, 78 B VE1 T A5 Send to SciPlanner ¥4 8144 ) 3 % % %] SciPlanner.
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TP — 1 LRI REE
AN EURAF I R HATTF IR MR TE SN T I FRA 24 T A

BRIEPR

1. AEHKRHE Saved Answer Sets 745 BRELK, FTHF—AMRAERIGE R

REACTIONS: REACTION STRUCTURE @

Structure Editor:

Java Non-Java Search Type:
Allow variability only as specified
@ Substructure
Click to Edit
Import CXF

= Advanced Search

SAVED ANSWER SETS @
clean up oil spills

lipitor similarity

benzothiophene rn
substructure

lipitor substructure

Autosaved Substance Set

View All | Import

KEEP ME POSTED @

plant flavonoids
Aug 30, 2014(2)
Jul 26, 2014(4)

Jun 21, 2014(4)

lipitor

Sep 13, 2014(2)
1ul 05, 2014(5)
un 14, 2014(4)

—E -

1. AAME View All, Biik#¢ Saved Searches > Saved Answer Sets F] %A #:41) H
1k RAE

Saved Searches v ScPlanner

Saved Answer Sets
Author Name

Keep Me Posted
History
Company Name

Document Identifier
Journal

Patent

Tags

Explore v

REACTION STRUCTURE @

! REFERENCES

Research Topic

Structure Editor:

Java Non-Java Search Type:
©  Allow variability only as specified

@  Substructure

Click to Edit
& SUBSTANCES

Chemical Structure
Markush

Molecular Formula

Property

Substance Identifier Import CXF

= Advanced Search

& REACTIONS
. Reaction Structure .

SAVED ANSWER SETS @
clean up oil spills
lipitor similarity

benzothiophene rm
substructure

lipitor substructure
Autosaved Substance Set

View All | Import

KEEP ME POSTED @

plant flavonoids
Aug 30, 2014(2)
Jul 26, 2014(4)

Jun 21, 2014(4)

lipitor

Sep 13, 2014(2)
Jul 05, 2014(5)

Jun 14, 2014(4)
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2. il Reaction i34,

3. R4 REM AR,

Explore v Saved Searches v SciPlanner

SAVED ANSWER SETS @ @
SAVED SEARCHES O] '~ o0of1Reaction Answer SetSelecteg | References (1) | Substances(3) | Reactions (1)
. Saved Answer Sets . ] Ihenznthinphene rxn substructure lﬁDS] Edit
Keep Me Posted Reaction Structure substructure > reactions (605)
History

Saved Apr 17, 2012

G BRI 5 R

BIELP R
1. 1%&#f Saved Searches > Saved Answer Sets.
2. R EEGEHIARERT OOk, Pl xR
3. s A E g A 25 RS 55 1L Edit.

Explore = Saved Searches « SciPlanner

SAVED ANSWER SETS @

Keep Me Posted
History

4. WR¥ETFE, B0 Title 5% Description.
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SAVED SEARCHES ~ 0 of 3Resction Answer Sets Selected | References (3) | Substances (2) | Reactions (3)

. Saved Answer Sets . lipitor product {10) Edit

Reaction Structure substructure > reactions ,'3.053: =

Saved Jan 8, 2014
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5.

Edit Answer Set
* Required
Title: *
lipitor product
Description:
0K Cancel
s OK.

W ORI H 4 REE

R LM SciFinder iz 55 a4 _EMHIER— A CORAFIEE REE . BRI EE REEARE AT

»

1% $¢ Saved Searches > Saved Answer Sets.
M AR B ER g AR STk W, BB
A AR B R ) 45 SRR

R £ Delete Selected .

Explore v Saved Searches v SdPlanner

SAVED ANSWER SETS @ gp Combine

Answer Sets
SAVED SEARCHES (I} = ] 20f 3Reacton Answer Sets Selected ~ References (3) | Substances (2) | Reactions (3)
[ | SeeAl Edit © Link
B saved Answer Sets | | DeclectAl

ubstructure > reactions (3943) >
Delete Selected  formation "Addition of Amines to
WOEE, S or Thiocarbonyls” (142) > refine "70
- % yield" (45) > keep analysis "Experimental
Procedura® (10)

[¥]  patents with expt procedures (26) Edit @8 Link

Opened saved answer set "dopidogrel nm
substructure” (691) > keep analysis "Humber of
Steps" (58) > keep analysis "Experimental
Procedure” (26)

[Z]  benzothiophene nm substructure (605) Edit @0 Link

Keap Me Posted
History

Saved Jan B, 2014

Saved Oct 5, 2012

Saved Apr 17, 2012
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42 MethodsNow ™72

MethodsNow™ & —/™ B VR n] kiR, R EE 1T 180 A SCHAF]. 2000 4E 2 4 b 28 I M

TE IR BB S VEAE B 0UH,  7E MethodsNow T 1 H T4 SRS VEIH IR R M.

[ 11. view Reaction Detail ®® Link & Similar Reactions

Single Step Hover over any structure for more options.

NH,
— N
35%
18%
* Dverview
Steps/Stages Notes
1.1 C:PtCl,, S:MeNO,, 20 min, 0°C; 1 h, rt; 3 h, 40°C Reactants: 1, Catalysts: 1, Solvents: 1, Steps: 1, Stages: 1, Most stages

in any one step: 1
References

A Cycloisomerization/Friedel-Crafts Alkylation Strategy for the Synthesis
of Pyrano[3,4-b]indoles

Q, Quick View [ Other Sources

By Medeiros, Matthew R. et al

From Organic Letters, 13(15), 4012-4015; 2011

' Experimental Procedure

* MeTHoDsNow™

Procedure
1. Cool a solution of 2-(3-(((2R,3S,65)-2-(methoxymethyl)-6-phenyl-3,6-dihydro-2H-pyran-3-yljoxy)prop-1-yn-1-yl)aniline (99.0 mg, 0.283
mmol) in CH;MO, (2.8 mL) to 0 °C.
2. Add PtCl, (15.0 mg, 0.566 mmol) to the reaction mixture.

View more...

Available Experimental Data
*H NMR, BC NMR, IR, HRMS, Mass Spec, R., State

View with MethodsNow

e 53 View more 8¢ View with MethodsNow 7E51 & 11 H s 77 VR VE R
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A Cycloisomerization/Friedel-Crafts Alkylation Strategy for the Synthesis of Pyrano[3,4-blindoles

By Medeiros, Matthew R.; Schaus, Scott E.; Porco, John A., Jr.
From Organic Letters, 13(15), 4012-4015; 2011
Published by American Chemical Sodety

N

35%

18%

Products D-erythro-Hex-2-enitol, 1,5-anhydro-2,3-dideoxy-4- 01 AHindok-2-yImethyl}-6-G-methyl-1- Cphenyl,
(15)-, 35%, CAS RN: 1314595-76-0

D-enpthro-Hex-2-enitol, 1,5-anhydro-2,3-dideoxy-6-O-methyl-1-phenyl-, (15)-, 18%, CAS RN:
1314595-77-1

Reactants D-erythro-Hex-2-enitol, 4-0-[3-(2-aminophenyl}-2-propyn-1-y(]-1,5-anhydro-2, 3-did e oxy-6- O-methyl-

1-Cphenyk, (18)-, CAS RN: 1314595-75-9
Catalysts Platinum chloride (PtCl,), CAS RN: 10025-65-7

Solvents Mitromethane, CAS RN: 75-52-5

Procedure

[ury

. Cool a solution of 2-(3-(((2R,35,65)-2-(methoxymethyl)}-6-phenyl-3,6-dihydro-2H-pyran-
3-ylloxy)prop-1-yn-1-ylJaniine (99.0 mg, 0.283 mmol} in CHNO, (2.8 mL) to 0 °C.

. Add PtCl, (15.0 mg, 0.566 mmal) to the reaction mixture.

. Stir the reaction mixture for 20 minutes at 0 °C.

. Remove the reaction mixture from the ice bath when TLC analysis shows no reaction .

. Stir the reaction mixture at room temperature.

P L

Print/Export

Close

o RHNWIHAF JIIEVEME L
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MethodsNow

Reactants

Catalysts
Solvents

Procedure

Transformation
Scale

H NMR

B3¢ NMR

IR
HRMS

Mass Spec

State

CAS Method
Number

(15)-, 35%, CAS RN: 1314595-/6-U
D-envthro-Hex-2-enitol, 1,5-anhydro-2,3-dideoxy-6-0-methyl-1-c-phenyl, (15)-, 18%, CAS RM:
1314595-77-1

D-erythro-Hex-2-enitol, 4-0-[3-(2-aminophenyl)-2-propyn-1-y(]-1,5-anhydro-2, 3-dideoxy-6-O-methyl-
1-Cphenyl, (15}, CAS RM: 1314595-75-9

Platinum chloride (PtCL), CAS RMN: 10025-65-7

Nitromethane, CAS RN: 75-52-5

[y

. Cool a solution of 2-(3-(((2R,35,65)-2-(methoxymethyl}-6-phenyl-3,6-dihydro-2H-pyran-
3-yl}oxy)prop-1-yn-1-yl)aniine (99.0 mg, 0.283 mmaol) in CH;NO, (2.8 mL) to 0 °C.

. Add PECL (15.0 mg, 0.566 mmol} to the reaction midure.

. Stir the reaction mixture for 20 minutes at 0 °C.

. Rermove the reaction mixture from the ice bath when TLC analysis shows no reaction .

. Stir the reaction mixture at room temperature.

. After 1 hour, heat the reaction mixture to 40 °C.

. Stir the reaction mixture for 3 hours.

. Rermove the sobvent.

. Adsorb the residue onto siica gel.

. Purify the residue by flash chromatography (gradient elution, 90:10 to 60:40, hexanes:EtOAC).

=T s I T W= VR R PN I 6

=

Formation of Alkyl Halides/ Alcohols from Ethers /Silyl Ethers
rilligrarm

4 NMR (400 MHz ,CDCL) & = 7.45 - 7.41 (m, 2 H), 7.40 - 7.30 (m, 3 H), 6.12 - 6.02 (m, 2 H), 5.28
(br. 5., 1 H), 4.29 (br. 5., 1 H), 3.67 - 3.60 (m, 1 H), 3.56 - 3.50 (m, 2 H), 3.38 (5, 3 H), 2.52 (d,
3.1 Hz, 1 H).

8C MMR (101 MHz , CDCL) & = 139.3, 120.6, 128.7, 128.4, 128.1, 128.0, 73.9, 73.8, 70.5, 65.9,
59.5.

IR (thin film, MaCl} v 3419, 2889, 1452, 1193, 1073, 740, 700.
HRMS calculated for CHoMO; [M+H]=:350.1756; found:350.174614.
LRMS Calculated for CoHMNa0; [M+Na]™: 243.1; found: 243.1.

R.= 0.36 (60:40, hexanes: EtOAC).

Yelow ol

3-049-CA5-80983

Print/Export Close

RS AP, WA e NP RS B R N .
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»

Anion-Binding Properties of a Cyclic Pseudohexapeptide Containing 1,5-Disubstituted 1,2,3-Triazole Subunits

By Krause, Martin R..; Goddard, Richard; Kubik, Stefan
From Journal of Organic Chemistry, 76(17), 7084-7095; 2011
Published by American Chemical Society

Sequence 1: Reaction Steps n
Sequence 2:  Reaction Steps n n ﬂ
Sequence 3.  Reaction Steps n n ﬂ n

(Converging)

m

NHE ~132 i‘b

Products 2-Pyridinamine, 6-[2-(trimethylsity}ethynyl]-, 97%, CAS RN: 173314-97-1

Reactants 2-Pyridinamine, 6-bromo-, CAS RM: 19798-81-3
Ethynylrimethylsiane, CAS RN: 1066-54-2

Catalysts Phosphine, 1,1°-[(oxydi-2,1-phenylene)]bis[1,1-diphenyl-, CAS RM: 166330-10-5
Cuprous iodide, CAS RN: 7681-65-4
Dichlorobis(triphenylphosphine)palladium, CAS RM: 13965-03-2

Solvents Triethylamine, CAS RM: 121-44-8

Procedure 1. Stir 2-Amino-6-bromopyridine (1.5 g, 8.7 mmoal), (Ph;P).PdCl, (240 mg, 345 pmol, 4 mol %), bis(2- -

Print/Export Close

o  EIHINETEN, NS Print/Export. T LAA] PDF BG XLS S, FF T # 2 A0 S 2T ik
i SN R A T
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Print/Export

Format: @pDF

0%Ls

@ This MethodsMow™ Protocol

D All MethodsNow™ Protocols

Print/Export

Cancel
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10. EHRMAEYIRMRIR

IR A TTMEIRIFIE T ...ttt s8££ 1
FRIUBLIR TR JEL e vvveevteesiseeetseesse sttt 2
BFAEID IR e eeeeeeevesessessessesssssssssssss s 5 4 4 4 4 R R 2
FET MV RTEAES JEL TUTHT BEIZIR et eese s ss s8££ 3
T M RTEAES JE TERE TUTHTEIZI oottt 5
A R 155 JEheevvevvesmesmssnssmsssssss s £ £ R 888 6

FAVEID IR oot sss st st R R R R 6
R B B S BRI IR IR oottt 7
FEVEIDIE oot ssssss s s st 1 5 R 7
G A A = NPT OO TP O OO OT PPN 8
FFAVEIE TR oot et R R A e e 8
B TG D B T3 R TE I oo veveees st s st s s e s 11
B B TR R BTN oottt 12
EVEIDIR et e ass s s s 8 8 R R 10 13
T R B 05 2ttt s R RRRRRER R sS e stR e ssentnee 14
FEAE D IR ettt s ket 8 k81 R R 588 R R e 14
B B R B 0E B ettt 15
VBT oot oss s st R R e 15
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B E YR TIET

IR — AP DL AT ERAF Y, AT BLGE SciFinder SRICE AR BRAL SR 1945 B

iR b e LR IR A R . NS5 SREE K SciPlanner 5 ISR IRAE B

miER{EEHSF BRGNS E Y SRRk Ve S DOER S Y o S X N da g

REspnay [ A O,
S A5 A AT B FAE 0™ dn DR IEAE B AIE, AT LR B Bl A% a8 426 10 o M R A B

LA bR s 7 SR BRI, o LR 015 LB
PiN iR
2RI E S SERSN o g o 2 A

R SN s R A R TS R .

tEI=RE <

= pA e A= p Al AR BB E R BN . B N R R, E IR N R A E e
g ] ] DUAR A AH N 7 A D IR A HE P B3 R R

FANE RS =R R R 7 (5 S5 T AR AT BN PDF # xS

ISR S N L5 75 (5 T LA A LR, LR excel A% 2SCfF
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KR 156
AT LISREUAITR 5 e SRR 45 AR SciPlanner 4 (IR KU .«

BIEP B

1. WEOCFERTEIR F B SRR, R A D SRR R
2. Hii Get Commercial Sources

] 1. 141109-14-0 &

I Y CAS Registry Number: 141109-14-0
ol MH . » View Substance Detail
,-"J:::-H Pl Q Explore by Structure r
“ H.J || Synthesize this...
o I

Get Reactions where Substance isa »

Absolute stereochemistry., Rotation (+).

Co Hio CIN O2

Benzeneacetic acid, a-amino-2-chloro-,
methyl ester, (05)-

Get Regulatory Information

Get References

Regulatory Information
Export as Image

Export as molfile

Send to SciPlanner

Yoo (0 e Lk SRR AR SRS e s 1 R Y SR IEAS B T

£ SciFinder AU, SRECA R RIEE BINEAR. BZEL, ESH:
o FEWIBR A R TSR ORIR(E B
o R R PSRRI ORI B
» 7 SciPlanner FrER L KA S
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FIAVRIR 155 B TET
YR BASRER /e MR B RIRAE 8 . 45 A B R s 2R SR YA B DU -

Explore v

Analyze

Substance Identifier "619-58-9 °

@ | -

Saved Searches v sciPlanner

> substances (1)

COMMERCIAL SOURCES @

> oommerdal sources (200)

Sortby: Preferred Sources - * e

Analyze by: @
Stock Status M = Commercial Source
Maintained in stock 42
e ]
1. ALDRICH

Typically in stock 47 United States
[ ]
Intermittantly ¥ Preferred =
available 34
Synthesis on W L)
demand 6 - Fine
= 1 TC1 America

Chemicals
No Stock Status 76 United States
| ||

o Preferred =

3. 3B Scentific
Corporation
Product List
United States

Set Preference -
| 4. A Chemtek

Product List
United States

Set Preference =

| 5. Aaron Chemistry
GmbH Product List

0 of 200 Commercial Sources Selected

— Substance

619-58-9
4-lodobenzoic aod

95-98% Grams

- Purity - Quantity

Purchasing Details

W& Order from Source

miEPHTE, BFEl

=2 VRN TRl a e g 22 22

619-56-9 9 95-98%  Grams
4-10DOBENZOIC

ACID

619-58-9 A 95-98%  Grams

4-lodobenzoic aod

610-58-2 2
4-lodo-benzoic acd

95-98% Groms

100g, USD 311.67
250g, USD 759.60
5009, USD 1480.42
Bulk

1g
5q

25 g, EUR39.59
10 g, EUR19.26

Print Export

e Display Options

4 Page: 1 of0 b M
* Stock - Ships
Status Within
Maintained in
stock
Maintained in 1 week
stock
Intermittently 4 weeks
available
Intermittently
avallable

cermany 5 g, EUR10.70
EAAE AN AEAE S, WS SRR A (W: ALDRICH) . 15 BB # B/RTE(E B

15T (Source Detail screen)

FE T

Preferred) A% (No Preference) -

s Quick View #41lR], EREFLATE, M EEWRE B ¥
S SE NS %1 (Purchasing Details) Hff) Order from Source #8350 n] PLEE R 3 4L N F 1T

W PR T o

e, f# ] Set Preference B Hik NS (Preferred) . JEE &AM (Non-
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https://scifinder.cas.org/help/scifinder/R42/commercial/map_of_the_commercial_source_detail_screen.htm

SciFinder {3 1 F-/iit

R TR AR B T (R T, o (AL N2 P JR s M P AT e BRSO HE S, R —
R B2 Tyt ) 3B T3 o
WH LA Sort by TS sk B ok 4 B, i S I O E kAR E 1T BRI .

i/ Analyze TR A% FEAR AT QIR BEN RS T4 R 26
R TERETLHZEETERER

skt HERBERZ W 10 1%, BERFEFENTE, WS KD Show More. 7£H
DU XEAE R, W LSRR — B A T4k

RATEEEAT BN BT AN A5

@@ @@

&l Display Options E&ﬁ*ﬁﬁfﬂ‘]ﬁ%ﬁ%

EHERHH I WA Sk B 2 — 00, Al — 0, P EE R — . WA LEES A
PRENR: = Ei=peie
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10. AL A PIRL IR

P IR 15 B3 16 T T B
LSRR S8 5 0T RS T 56— PR ST T 0 HE A £ .

Explore + Saved Searches v SdpPlanner o
Substance Identifier "619-58-9 " > substances (1) > commercl sources (200) > TCI America Fine Chemicals

SOURCE DETAIL @

*» Return e o Previous | Mext P

2. TCI America Fine Chemicals  « preferred « @

Commerdial Source Information Contact & Address Information
Chemical Name: 4-lodobenzoic Acid e TCl America

Order Number: 10054 9211 N. Harborgate Street 0

Purity: >98.00%(GC)(T) Fortland, OR, 97203

Grade: EF United States

Quantity: 25 g, Price: USD 93.00

tity: 5 g, Price: USD 27.00 Ju
Bk Avalable X SLE TR, EH
Stock Status: Maintained in stock
Ships Within: 1 week = :
Purity Category: 95-98% TR MV SRR TR DI A5 T PR 7 g
Quantity Category: Grams
Pricing Information Last Updated: 4 Dy

¥ Order from Source

Substance Information

CAS Registry Number: 619-58-9 2
CAS Index Name: Benzolc acd, 4-lodo-

OH
I
Distributors
Distributor Name Address Contact Information
TCI America (East Coast Office) One Broadway, 14th floor Phone: 1-800-423-8616
Cambnidge, MA, 02142 Fax: 1-888-520-1075
United States Email: Sales-US@TClichemicals.com
TCI America (Philadelphia Distribution Center) 121 Domarah Drive Fhone: 1-800-423-8616
Montgomeryville, FA, 18936 Fax: 1-888-520-1075
United States Email: Sales-US@TCichemicals.com
Tokyo Chemical Industry Co., Ltd. (Tokyo Kasei TCI Bldg. 4-10-2, Mihonnbashi-Honcho ~ Fhone: +81-3-5640-B878
Kogyo Co., Lid.) (Overseas Sales Office) Chue-ku Fax: +81-3-5640-8802
Tokyo, 1030023 Emiail:
Japan globalbusiness@T Cichemicals.com

Print

Export

.
e MV SRAFAF JS T DA% I a4 2E AT HEFP AT 04T

e YR DL S — 5 LR JE %A Preferred, Non-Preferred, 5% No Preference. & F$isZ it fTik

e RNCRIER B &AL ER.
Rl Order from Source #4% ELIA /R EENE SE 47 5t B 78 I sl
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SciFinder {3 1 F-/iit

A 4240 Quick View EI EATE FEEEZYRER.

L RIS SR L. R B HEER, HERE SR LSRR,

15 S i 42 -
»  Return i [0l & EkAS ERIE T
»  EIAERAS B TUH AT — 7L Previous B3 f5— I Next

=gy,
= Print f£i PDF Xff
= Export fiH HAb g 20

O @@@

BRI
TESFITR LIRS, T LU R0 5% P 5 T

BRIEPR
1. 55 Sort by FHi THEZ%, EHFHF &M

COMMERCIAL SOURCES @
Analyze I Sort by: Preferred Sources - 1‘ | Display Options
|~ 0 of 171 Commercial Sources Selected M 4 Page: 1 ofs b M
Analyze by: @
Stock Status M % Commerdial Source ¥ Purity | ¥ Quantity Purchasing Details + Ships
Maintained in stock 31 pRRi
I ] ] I I [[11. ALDRICH 619-58-9 Q 95-98%  Grams Eé( Order from Source Maintained in
IT‘}‘Icha”Y I'” stock 2?' United States 4-Todobenzoic acid stock
- 25 g
Intermittently ¥ Preferred Bulk
CAS Registry Number 118 CAS Fid 517 (CAS &id T2 1 CAS Jrlicss & — Mo i shy
P5)
Commercial Source o2 A N7 5 42 B 2 BRI HE 1)
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10. AL A PIRL IR

Country 22 HE A L e SR ] 5 ) - BRI AT 4R 51

Order from Source F2 AR 7 5 B O 505 BT o ) L ) B AT HE A
Preferred Sources ML, AR Eik e o O LT R

Purity 2 R o ¥ 4 2 kAT HE 1

Quantity 2 R A A T HES

Ships Within TR IR t-Az Fa B[R] HE 57

Stock Status IR SA A

2. FHRROCEHIIGY, WS AT R OE RS AT, B NPT
BE

1. sl RS TG . SR A B4 BB HES, U 7 A — IR A T

COMMERCIAL SOURCES ©
Analyze Sortby:  Purity - % Display Options
[~ 0of171 Commercial Sources Selected M 4 Page: 1 ofs b M
Analyze by: @
Stock Status e ¥ Commerdial Source + Substance ¥ Quantity | Purchasing Details + ships
Maintained in stock 31 Within
[ T ]
] ] 1. AK Scientific 619-58-9 Q >=09% ¢ order from Source Maintained 1 week
Typically in stock 27 Product Catalog 4-Todobenzoic acid 25g, $15 in stock
: ' ' United States 100g, $50
Intermittently 500g, $210
available 22 Set Preference ~ 1Kg, $413
' ' ' Bulk

IR BT B BB FEH L
AT UL R S L SIRI SR, T AR B B RS ) (T
BRIFPR

1. {EGEIRFE BT, AR B G T A

2. %% Keep Selected #{# Remove Selected
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SciFinder {3 1 F-/iit

COMMERCIAL SOURCES @

Analyze Sort by: Preferred Sources - ‘!'

IE ¥ | 2 of 158 Commercial Sources Selected

Analyze by: @ Select all
Count -
ountry Deselect all
United States 87 Keep Selected
| |
Remove Selected 619-38-9 Q
II!:hma | 39| 4-Todobenzoic acid
Preferred =
United Kingdom 24 v
O B 15

A DAL AN IR ETR I SO T, AR5 e IR (114, AT DURYE s A5 2 B — ST 1 45 SRR I T KR 70 #r
ARSI EOL S vae e B S S

E: WURERE PR 1 20,000 NMENRE, WIAREREAT BRI, £k REE B — P REI2HT.
BIEPR

MBENI AR B TUE AT DU T #R4E:
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10. AL A PIRL IR

COMMERCIAL SOURCES @
. N Analyze Sortby: Prefered Sources - 4
1EF% Analyze by 1% 7 | .
¥ 00f 171 Commercial Sources Selected
Analyze by: @
( %%‘ TE‘T.H_ S ) & Counry e + Commerdial Source + Substance
— I United States 93
EEeeee—— | |
[]1. ALDRICH 619-58-9 Q 95-98%
China 46 United States 4-Todobenzoic acid
[ —
/\/ United Kingdom 24 ¥ Preferred -
— e ]
A \:LE ]Z}~ *Fl_ IE‘/# Germa 2 2. TCIAmerica Fine  619-58-9 Q
e Chemicals 4-Indobenzoic Add
B TR LR L e
[ —— « Proferred =
> Er——————% | []3. 38 Sdentific 619-58-9
E‘Z% Corporation 4-lodobenzoic acid
Belgium 7 Product List
= —]
United States
_— 9 Set Preference ~
Hong Kong 5 |[]4. Achemtek 619-58-0 Q
—————————— N N
Product List 4-Iodobenzoic acid
Netherlands 4 United States
= —]
rii7 Show More 7t e
%E% %% Show More [C]5. Aaron Chemistry  619-58-9 @
GmbH Product List  4-Todo-benzoic acid

Germany

% Quantity

Grams
5g
25g
Bulk

¢ Order from Source

25 g, $93.00
5g, $27.00

Grams 100g, $311.67

500g, $935

59, EUR10.70
109, EUR19.26
25, EUR39.59

Purchasing Details

¥ Order from Source

Display Options

M 4 Page: 1 fa b M
¥ Stock
Status

Maintained in
stock

Intermittently 4 weeks

available

pax gl
= Bulk-idid KRR 1 AT R A AT O i
= CAS Registry Number-#ZB &AM 1 CAS B 5
= Commercial Source-#%& {5 i 4 AR i ik
= Country-F& B4 5 7 1 [ 5 1k
= Order from Source-#% & 75 ) I 4 Joft ) st % 122 i 1k
= Preferred Sources-#& ALk AR ECE AN B A I Xt (it B s A
= Purity-#% 45T 148 BE i 1k
»  Quantity-$# 1 & & f A7 i ik
= Screening—#% [ &l & L HR1T
»  Ships Within-#% [ it iz i A i ik

» Stock Status-1%I8 2 5 A7k

i ide

IR %&+E Show More:

T ik
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T EARE BT HES, W& Natural Order. 5 i Export A2 — AN CLik 45 AR T4 A
BARYE S RS EHET, WIEFE Frequency. A LLZ Excel #5# PDF 4% X

Analyze -|Country

24 Ttems 2 Selected Export
Sort by: Frequency -

Select bars to view only those commerdal sources within the current answer set,

Dlumted States 93I B
chhina | 45|
—'IUnited Kingdom | 2.4| =
—'IGerman}r | 22|
|:||Ja|:|an | 13I M
|:||In|:|ia | al
DIBeIgiurlﬂ ?I
DICanalda ﬁl
|:||Hnnlg Kong 5|
DINetlherIands 4|
Apply Cancel
M IR FAE B ROGER T4 I

R E AR R

BEEETHEZ)E, Wl
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10. AL A PIRL IR

R a5 Rk

i Clear Analysis, 5 &40 HT F1% [9] 2| 9] 45

MR AT B 45 AN — AN 245 R4E, T &i+h Keep Analysis

Maintained 1 week

Explore + Saved Searches~ Sarlanner l Print

/&, 38 commercial sources with the Countries Germany, United Kingdom are displayed K AR i
Substance Identifier "619-58-9 ° > substances (1) > commercial sources (171) > TCI America Fine Chemicals
COMMERCIAL SOURCES @

Analyze Sartby: Preferred Sources - 4
| ™ 0 of 171 Commerdial Sources Selected M 4 Page: 1

Analyze by: @

Country h + Commercial Source ¥ Purity |  Quantity Purchasing Details ¥ Stock
United States 93 —
— ' Fl2. TCIAmericaFine  619-58-0 Q W Order from Source
China 48 Chemicals 4-Todobenzoic Acid 25 g, $93.00
= L 1 United States 5q, $27.00
|"nm| om 24'. & Freferred =
Germany 22 “]5. Aaron Chemistry  619-58-9 Q 5q, EUR10.70
! . ] GmbH Product List  4-Todo-benzoic acid 10g, EUR19.26
Japan 13 Germany 259, EUR39.59
— : Set Preference =
India g
LE ) ]9, ABCR Product List 619-58-9 Q 10g, EUR25.40
Belgium 7 Germany 4-lodobenzoic acid,

o ]
Set Preferance = 7%

Canada 6
= ! ] 11. ABIChem Stock 619-58-9 4,

Hong Kong 5 Building Blocks 4-10D0OBENZOIC ACID
m ] Germany
Netherlands 4 Set Preference =
[ ]

| 16. Activate Scentific  619-58-9 & 90-95% Bulk
Show More Product List 4-lodobenzoic acid in stock
Germany

Export
@ Clear Analysis

Display Cpbions

ofz b M

+ ships

Within

iE: WO TEFOVATTRORKZRE . B, AR BN R £ 2R GAEEMIEE, (EA ek 56 [ el H

ft 54,

BE R 5 8
S SREREVY TR GR35 LR, ST 5 bR 1 8 ST 5 L U
1. EEEYRIRIE RN, Ui S R 4 A
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SciFinder {3 1 F-/iit

COMMERCIAL SOURCES @

Analyze

Sortby: Preferred Sources

-

Analyze by: @
Country -
United States 93
L 1

; ALDRICH
|Chlﬂa I 46| Uﬂlte States
United Kingdom 24 & Preferred ~
[ I |

[C] 2. TCI America Fine
German 22 n
[ IY ] Chemicals
United States

Japan 13

i ] & Preferred »

A

0 of 171 Commerdial Sources Selected

= Com cial Source ¥ Purity | ¥ Quantity Purchasing Details + Ships
‘Within

Display Options

4 4 Page: 1 ofs p M

619-58-9 Q 05-98%  Grams & order from Source Maintained in
4-Todobenzoic acid 540 stock
254
Bulk
619-58-9 Q & order from Source
4-Todobenzoic Acid 25 g, $93.00
5 q, $27.00

R EGEN R AR B VR DU 45 2

SOURCE DETAIL @

=¥ Return

1. ALDRICH & Preferred

Commercial Source Information

Chemical Name: 4-Iodobenzoic acid
Order Number: 206547

Purity: 98%

Grade: 98%

Quantity: 5 g, Price: contact source
Quantity: 25 g, Price: contact source
Bulk Available

Stock Status: Maintained in stock
Purity Category: 95-98%

Quantity Category: Grams

Pricing Information Last Updated: 1 Jul 2014

& Order from Source

Substance Information

CAS Registry Number: 619-58-9 Q
CAS Index Name: Benzoic acid, 4-iodo-

{ Previous | Next}

Contact & Address Information

Sigma-Aldrich
F O Box 14508
St. Louis, MO, 63178
United States

Phone: 1-800-325-3010

Phone: 1-314-771-5765

Phone: 1-314-771-5750 (Call Collect)

Fax: 1-800-325-5052

Fax: 1-314-771-5757

Web: http://wnww.sigma-aldrich.com

MNotes: Please see website for additional locations around the
world.

TERE B FIFE B R
A LK BB R R 452 N S SR A TR

W HEN R I S e, ROV A A E L ptRRs, 0 mT Lo

EEMNEE RN, HERERS YRR RN R . &

Ao R 0 A 4

Copyright © CAS, a division of American Chemical Society
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10. AL A PIRL IR

A UM AN RS B T AR R B ARk, T DR A SRR R B R N AR Oy e s AR

:[Z,.l_a,o
BRIED R

1. fERENEER mEF, At FhisEH Set Preference
COMMERCIAL SOURCES @
Analyze Saortby:  Purity - ‘l‘

(g 0 of 8 Commerdal Sources Selected
Analyze by: @
Country v ¥ Commercial Source | ¥ Substance
United States 7
[ ]
L [[] 1. ApexBio 50-18-0 Q
United Kingdom 4 Technology Cyclophosphamide
' ' ' Product List
China 2 United States
[ I ]
Set Preference -
France 1
= ] 2. selleck 50-18-0 Q
India 1 Chemicals Cyclophosphamide
— I Product List
Israel 1 United States
— ' Set Preference =
— R —

HEERBEE T, Sdi FhisEH Set Preference

SOURCE DETAIL @

*$ Return

1. ApexBio Technology Product List

Set Preference -

Commercial Source Information

Chemical Name: Cyclophosphamide
Order Number: A2343

Purity: 98%

Quantity: 100mg, Price: $80

Contact & Address Information

Apexbio Technology LLC
7305 Fannin 5t., Suite 210
Houston, TX, 77054
United States

2. BAERS

Copyright © CAS, a division of American Chemical Society
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SciFinder {3 1 F-/iit

Set Preference «

& Preferred

Q MNon-Preferred
Mo Preference

T B 15
LUK (455 79 15 54T BV PDF S

RIEDR
1. fEGENRE R T, A e EITENENRT, AR5 sy Print.

Explore v Saved Searches v SciPlanner Print Export
Substance Identifier "50-18-0 " > substances (1) > commercial sources (67)
COMMERCIAL SOURCES @
Analyze Sortby: Preferred Sources - t Display Options
B |~ | 3 0f 67 Commerdal Sources Selected M 4 Page: 1 of4 b M
Analyze by: @
Country e + Commerdcial Source % Purity | ¥ Quantity Purchasing Details
United States 44
o
1. ApexBio 50-18-0 & 95-98% | Milligrams & Order from Source Maintained in | 1 week
China 10 Technology Cyclophosphamide 100mg, $80 stock
| -
Product List Bulk
United Kingdom 9 United States Screening
e — |
4 Preferred =
Germany 4
2. 3B Scientific 50-18-0 Q Grams 50q, 5500 Intermittently 4 weeks
France 3 Corporation Cyclophosphamide 100g, $750 available
e — | Product List
Hong Kong 3 United States
e — |
Set Preference
Austria 2
[F13. A cChemtek 50-18-0 & Typically in
Canada 2 Product List Cyclophosphamide stock
United States
Czech Republic 1 Set Preference

SRR PR RIRT, U SciFinder 447 B 2E5 L& 1 BTG (L R R
W ATLOEIE R TSR, P IERT AT BN

Sortby: Preferred Sources - $

(=] |' I 2 of 67 Commerdial Sources Selected

Select All
Deselect Al
Keep Selected
Remove Selected 50-18-0 4
TEChnology Cyclophosphamide

Product List

2. {EITEIN PDF U2 R, 73 B 2 AT EIFTR 45 . (T EIRREMAE R 23T E e Vel A ZER .
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10. AL A PIRL IR

5.
6.

FIACL B B, Rl BAAEAS B RS DU iy Print $TEIE —AMENFEIE R .

Print

Print to PDF:
O sl
@ Selected
O Range

Example: 2-20

Format:
® surmmary
O Dpetail

Title:

Include:
[ Task History

Print Cancel

1% $¢ Format

(Afi%) N PDF U —AN 8K
(A[i%) )% Include FJ7HIJ7HE (Summary B¢ Detail (15 T A H)D

At Print

B 125 T LA 5t R URRSCPRAG 50, 0 excel s s 14

BIEP R

1. 7EGEMIRIME B i, A EES KRR, S5 s Export.

Copyright © CAS, a division of American Chemical Society

15



SciFinder {3 1 F-/iit

Explore v Saved Searches SciPlanner Print Export
Substznce Identifier "50-18-0 " = substznces (1) > commercial sources (67)
COMMERCIAL SOURCES @
Analyze Sortby: Preferred Sources - 1‘ Display Options
B ¥ 3067 Commerdial Sources Selected M 4 page: 1 of4 b M
Analyze by: @
Country v ¥ Commercial Source ¥ Purity | ¥ Quantity Purchasing Details ¥ ships
United States a4 Within
[ ]
] J 1. ApexBio 50-18-0 9 95-98%  Milligrams % Order from Source Maintained in 1 week
China 10 Technology Cyclophosphamide 100mag, $80 stack
: : : Product List Bulk
United Kingdem 9 United States Screening
[ I ]
& Preferred =
Germany 4
= I [E2. 38 Scientific 50-18-0 Q Grams 50g, $500 Intermittently 4 weeks
France 3 Corporation Cyclophosphamide 100g, $750 available
== 1 Product List
Hong Kong 3 United States
= : Set Preference =
Austria 2
o 1 [[]3. A cChemtek 50-18-0 4 Typically in
Canada 2 Product List Cyclophosphamide stock
[} ] United States
Czech Republic 1 Set Preference =

2. fERMZHT, HERFRFHFASR. T HEERN SRR T I8 H A 4

3. MEFFHCIHKA

Portable Document
Format (*.pdf)

Exports data in Summary or Detail format to a PDF file. Requires a PDF
Reader for viewing and printing. DA {8 2 5 £ 4 4% 205 21 PDF SO (75 2 Al
F PDF Reader X & F14TEN)

Rich Text Format
(*.rtf)

Exports data in Summary or Detail format to an RTF file readable by word
processing software such as Microsoft® Word®

DL ZE B AR T B word AEBRERAE (OB word) REMZ BN RTF 3C
{65

Microsoft Excel
Worksheet

Exports the data to a Microsoft® Excel® worksheet. 5 Hi | EXCEL 4%

Quoted Format
(*.txt)

Exports the data in quoted format. You are prompted to select the Quote
Character to be used to enclose data items and the Delimiter to be used to
separate data items.

Copyright © CAS, a division of American Chemical Society
16




10. AL A PIRL IR

L Quoted M S EdR. 12BN B T I MO 4% B SR T
SR R 2 H 27

Tagged Format
(*.txt)

Exports the data in tagged format. Records are delimited by START
RECORD and END RECORD statements. Each data field is identified by
name and appears on a single line.

PDIbnZEtg . (tagged format) S, id¥ L START RECORD #1 END
RECORD 45k . BEANEE RS B 42 FR AT H B AT — 25 R 2R ki) .

4. WANEHEER OX R

5. i Export

75 B R J A2 2D I = 1 (1 SCA % 5X)

AL 7%, o n] DAZEGRRIR{E 1B 04 sy Export 53— AN R .

Copyright © CAS, a division of American Chemical Society
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SciFinder {3 i /it

1. GIE e BB ER (KMP) S22

T e 1
B KMP B . . 1
B B M KIMP G5 R . 3
B KM G T e, 4
B E T e e 4
KIMP L I B . o et e e e e e e e e e 6
I KM G 7
B KM GG O 8
B KIMP o e e e e e e e 10
B B T KIMP T . o e 12
T Y[ = 0 7 LS 14
B KM G T 16
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118 & 5E BUEEE (KMP) 22

/g J.%_

KMP Zhfig af PALE S P 6] s b AT shiR R R B, 1830 A ShiRBEThRE, T LA I SR EUB S ATk 1) 55 37 3
j&?‘o

MR BT RS R 45 R 0 KMP. A7 Create Keep Me Posted Alert 7] LLEid SciFinder K&, & HIZKIS 845
%o

Create Keep Me
Posted Alert

W AU TR B SCERG R G KMP, (B TGt s b g5 /e & 61,
RGN EIE R E (R EiRE D AR S,
TAE @ TR E R KMP 4558, {5 Ri1: Preferences &% Keep Me Posted Notification %77

HL RS B AERT AN R B . Ui —MERE, JF 80 SciFinder J5, ] APl &5 5 5 5% 45 R 1E
. B3, tAlLlik$¢ Saved Searches > Keep Me Posted %% 2 Bi il KMP 45 % .

W] PLZE R e F-HL L A# A SciFinder Mobile &7 KMP 45 % . f#i[H SciFinder Mobile, Tt 75 F##H< APP (&
IP Mo FR D o

B —1 KMP 725
KMP 4 UL 46 22 SRR (17 i 22 45 L
Ve AT CUMIT R SRR IR KMP, {E ARSI

BIEP R

1. 7£ KMP 2 iz ELRIFTR &R
2. il Create Keep Me Posted Alert

% Create Keep Me
Posted Alert

Feon o IAGZ AR K, T RRAS B ARG KMP . (H AT BEW] DLTE R R R AL T O 2 B 45 RAE G
KMP, ZER [0 22 Ji 45 505, W Rl R e S0k

3. {E Create Keep Me Posted Profile X iEHE H145 & 1% 1
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http://www.cas.org/products/scifinder/sf-mobile

SciFinder {3 i /it

Create Keep Me Posted Profile @

* Required
Title: *
Description:
Characters Remaining: 1024
Duration

Expires On: spr 30, 2014 Change

Frequency
Send updates once every | Week b

O] Exclude previously refrieved references,

Create Cancel

Search:

Explore references by research topic: Clean up of an oil
spill in the ocean

Candidates Selected:

References which

contain all of the concepts "Clean", "oil spill" and "ocean”
arywhere in the reference

« B Title #iiAh KMP, HLAASUEE Title,
= Description f&Xf KMP [, A LLkIH,
= Duration 8@ B HIRT (A].  BRIMEOT, $REDRE—F NI 5 R, 15 S

Change. #JLLKG#REE R E N 1, 3, 6812 41 H A EIH.
= Frequency f8 7€ T #2BIZ4T AR . 78 T Hid) R Pk £ Week 85 Month.

» R R/AE“Exclude previously retrieved results”, 455 iol 0 & 90 58 L Z BT HIE 3. W2

W AZGEI, WSS RSB A R

: Search M{EHIR [ IE 7RI KT EAE. AREHE SUAL RIR R R iRAE . A F R 3RAE R

2 KMP, A ZB G — AN BT R SR

4. i Create.

5. midihi%A LA Preferences, WEIEMHBEA KMP 4558 . £ RS K E T, A% Receive e-mail
notification of Keep Me Posted results.

Keep Me Posted

Receive e-mail notification of Keep Me Posted results

Add or update e-mail address (Opensin a new window)

WA —/MFI SciFinder K 5 ORERIIHEAE . @R FHFE, F sy Add or update e-mail address ¥ INEEEHT

MEF k. (&% Set e-mail notification of KMP results K755 215 1)
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https://scifinder.cas.org/help/scifinder/R42/preferences/set_email_notification_of_kmp_results.htm
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