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A BE

STN DRIGIEHREZE

B STN [CEREEBERRTEDI7MANEHREH N TEY, RISICEATISESETLHERN
IRFESN TS,

C RET—AR—RIZPWHE SN TLEHIR KRG RIS E R

| Ri5? (Reactant) | | #3% (Catalyst) | | £81 (Product)

/ l /

Pd(OAc)z

Br AN Ph N-Phenylurea AN Ph
+ -
HTON K2COs
DMF

98%

S ZE (Reagent) | | BIE (Solvent) |

C RIET—ER—RTIE, WHRIATVWIEREFALTHRRLGEHTRENTES.

- CASREACT 774/ TOHRZEHI

- REEMAXICKIEBERR

P 1 %4 e 1*/\/
_—
K N — RIEYEEEY DA EEFIEE
R

it

- RIEMPERYDERESICIIRE

=> S 108-86-1/RCT (L) 103-30-0/PRO — CAS BIREBEEBICLEHE

- BREICLIRE

=> S PRIMARY AMINE/FG.RXN (S) NITRO/FG.FORM <« —#RF73>z=rOX/Z

EHRIBIRNM
- BRERELE-®RE
=> S L1 (L) 68-12-2/SOL — DMF 1HVEIED K I

(CAS E#R&ES 68-12-2)
- INEEFREL-HRR

=> S L2 (A) 80<=YD — 80% LI LDRIIZIRE

T7AINZEOTIREIR, NEANE, FIATEIRRMEBLCENRLDH, BMICTEHET
BENEIT7AIVERRT 5.



A BE

T774ILD L8R

B STN TREERERRTETSI77/41L

[ ] #x=mmorqn

CASREACT

ReaxysFile

ChemlInformRX

Chemical Abstracts Service

Elsevier Information Systems

1]
EIR (CAS) GmbH FIZ CHEMIE BERLIN
1840 FELIFIZCRITINT= EHIEZELIHICEITS, EF | ELERESFOZRIERSS
HEPLIUVBHFICHEXTS | MERTEEHR, XUV T7IF | Cheminform [ZIREF SN 1=,
BE BRIt RIGERZINER M) T2, RIET—4%% EHEEYELUVEHESRE
v £% tLEYMORRBIERSE, TOD
Xk 1 R A UR 8%
CA INExD45F, HERmX Handbook of Organic Cheminform [ZUN$kSh 1=
. Infochem Tt DTF—% Chemistry by Friedrich M
g R Wiley $tDF—% Beilstein
INPI DRET—8R—X AHILZLHFOHE 176 5
—EBRLUZERRIE L2 ¥ & R E 1 R —BERLUZEERIG
BER (RIEY, £5%) BER (RIGYW, £HRY) BER (RIEY, £%)
WERE I 1 ¥R 70 (BE) T—4 &1 R
: (RIEEEMEDER, RE, RIEEHRE)
IR, RIGEHERE) &1 ¥R
(RZE, RISEHHE) EFER P&
CA 774 )LD ik &
EFER
U4 | 1840 ELI[E 1771 FELUE 1991 F LI[%
1 -
mips | 120 PHSE Ceman | 1080 BLLE GbemED) éoﬁjﬁﬁﬁ(m"ﬁ)
4300 AU E (RISH) 940 AYMEB U LIZRIGTELR (1 BB RIS )
La—FK N tEMEEA e e
8 3 Ak B 4L 5 I 2447 3T Ak B SL
EHHEAE | 88 £ 4 3 £ 43
1991 FELIFIEE R ISR EAR AR LY CASREACT 77/ IILER %
EEZ0OHLAIRILEEIR DHREHEEELTLS:
MBLO—KRERBLI—FA | O, ACLBREXZF -5
O—JILPIYEVTERIETE w#ETS BMERENES
LIz &R A EE
LERE REERUNCEEELG D7 | BEICEIEHOYUTIL

BERERICKIREMN A

IhT 2% IR

R3OV AE




(2011 &£ 3 AB#E)

DJSMONLINE/DJSMDS

PS

CAplus/CA

Thomson Reuters

Georg Thieme Verlag
Thieme Chemistry

Chemical Abstracts Service
(CAS)

Derwent Journal of
Synthetic Methods [Z
BREINE-ARLEZERIS
1% $R 7 IR

HERPOLETINWEEERE
ERICEITET 4 X—X. &
1597 LT VE 3

HRPORFZM S TFOFM
WX, BITABIUVRHFEZRE
TEHEXBMT —EN—2R

180 LI EDHE

FDA, WHO, #%3F,

R DR F D EFOFM

M BHFRTRBOBE | ARLESBOHEY, M. 55 ~E, 4 EREEO
F—HR—Z BEhE
—EBEALUSBERE | LEMERTIER BEER, DE

RictEHR (RICEEME,

IR, F—T—F)

ERIE®R, HEE

M|FHER—SAA=D

£, @IS, A

RIGEHR (BRAF—L4L, RIE
Hh 4K

EHER

EEIREE

RishDEREZERT
CAS B—JL

1975—2009 £

1957 FE LI

1808 4F LL[&

(BB M CAS A—JL (PREP)
MMFESRTLEDIE 1907 &
LU

109,300 &Ll L

2,400 EL L
8,200 R UL E

510 FH L E
(EH®» CAS O—JL (PREP)
Nt EEShTWALa—K#)

=yny--Kivi EEMEAL SCHR B a1
T EH £ 2 [H &BH

RIGEHRICESTSF—7
—FRBIAFERELTLST:
&, BEREAPREAIS
FBHIR K MV &

mEORIS S EERE

RIEEZAA—DT—AT
R~ Al RE

HEEEERICBRELE-ER
AEBE

BRAF—LEHE
A A= T—BTRE

BERRMNAAE
EEMRD CAS BEHEBESHES

(T 100%
[Appendix]

REGISTRY 774/ TRIGE &
MEBEEXBRELTHYIORLFT—/N—
B&R

tEYWERIICHESITE

CAS O—/ILTREFDHRE%E
BE

(B £]

A BE



A BE

La—K44)

B RHEEINTVWAIRISEROEARKIE, IJ7MILICEO>TELS.

CASREACT J74JL (FHIT XRER)

RX(6) OF 19 ...K + Q ===> R °
0
MeO Mol ~o (6)
K Q —

0
N .¥
T e
Me

R

RX (6)

RCT K 3535-37-3, Q 20059-73-8

RGT S 1310-73-2 NaOH
PRO R 122898-67-3
SOL 7732-18-5 Water

ReaxysFile Z74JL (RX ®xER)

Reaction:

RX

Reaction ID (. ID):
Reactant AN (.RAN):
Reactant (.RCT):

Product AN (. PAN):
Product (.PRO):

No. of React. Details (.NVAR):

Reaction Details:

RX

Reaction RID (.RID):

Reaction Classification (.CL):

Reagent (.RGT):

Solvent (.SOL):

Time (. TIM):

Other Conditions (. COND) :

Note(s) (. COM):

Reference(s) :

1. Sakaguchi, Jun; Nishino, Hi
et al., Chem.Pharm.Bull.

3810523

783596, 2210230
3,4-dimethoxy-benzoyl chloride, 4-
(2-dimethylamino—-ethoxy) -benzylamine
5384115
N-<4-(2-dimethylamino-ethoxy) -
benzy!|>-3, 4-dimethoxy-benzamide

1

[ Rawizmn |

3810523. 1

Preparation

Et3N

CHC |13 «
2 hour (s)

Ambient temperature
Yield given ./— H B i 3R

royuki; Ogawa, Nobuo; Iwanaga, Yuji; Yasuda, Shingo;
CODEN: CPBTAL, 40(1), <1992>,202-211; BABS-5644163



A BE

PS 774JL (PRED R K)

COa,
OHCO CHs KaC03 Hscﬁcﬁs OHC\Q\ GHs
+ 4b
M N
OH O e, 0™"NCH,
p-hydroxy- 4-(2-dimethylamino-
benzaldehyde ethoxy)benzaldehyde (I)

NHs, H3C”OH,

R —Ni H
: aney—Mi HZN E 3
07™"NcH,

4-(2-dimethylamino- ~ ——
ethoxy)benzylamine (II) __l:l MRF—L

0 1. toluene 0
— 2. HCI —
+ HzC—0 el HsC—0. N (I:H 3
B > H AN * HCI
HsC—0 H3C—0 0 CHs
3,4-dimethoxy- ltopride hydrochloride
benzoyl chloride

INT .ﬁ FEFIER

RN. INT | MF. INT | CN. INT
== + —=—=—=—===+
3535-37-3 |C9HIC 103 |3, 4-dimethoxybenzoy!| chloride; Benzoyl
| |chloride, 3,4-dimethoxy-
15182-92-0 [C11H15N02 |4-[2- (dimethylamino) ethoxylbenzaldehyde;

| |Benzaldehyde, 4-[2-
| (dimethylamino)ethoxy]-

|
20059-73-8 |C11H18N20 |4- (2-dimethylaminoethoxy)benzylamine;
| |Benzenemethanamine, 4-[2-
| | (dimethylamino)ethoxy]-
107-99-3 |C4H10CIN |2- (dimethylamino) ethyl chloride;
| |Ethanamine, 2-chloro-N, N-dimethyl-
123-08-0 |C7H602 |p-salicylaldehyde; Benzaldehyde, 4-
| |hydroxy-

RE EXTEN
preparation and formulation: Of////_____
synthesis of intermediate I1I:
(1) EP 306 827 (Hokuriku Pharmaceutical Co.; appl. 15.3.1989; J-prior.
1.9.1988, 5.9.1987, 22.9.1987, 29.9.1987, 5.10.1987).
(2) US 2 879 293 (Hoffmann-La Roche; 1957)
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A*4

PS

Hh A 4K

O*S

0*3

O*S

CAplus/CA

= It

A*?

R

A*Z

B

A*Z

CAS BHES
%R

*1 AQIEE L CAS BEHEBS DN EATETEAL.

*2 REGISTRY 77/ /L CTHERRL-BEREIORF—/IN—F 5.

*3 YU T VRREF A TELL.
*4 RIGICBETHREIEROF—T—FRREFATS.




B CASREACT Zr7+1/L

CASREACT J774JLIZIE 4,300 AU EDILZERIGIER (—BEERIG -2 K
BREEED) AIEESNTLVEY. CASREACT J7MIILEFE =R M4
BEFEECEBNLET.






B CASREACT Z71/L

ME

B CASREACT 774J)LIE, EEZEREEWNEFTEHIT—IR—IXATHD. ELEREEREIETIEL
FETRETDHIENTES.

- CAS BRBEEZ2HEI-RE CIE | tEZVERMHLOBRFRXFT)
5l : FJLT> (108-88-3) MBI /—JL (108-95-2) ME K
- R BRI EFE--EERE

Bl LTORBZERR

BREERAEZFE-RER
Bl - SRS TILOA—ILADET RS

- LREOREBREDHERICHL, SESEFLERZHAESOEDILENTES.

IEH J4—ILK
/YD, NONE/YDT (CAS 2B ERZE-HERER)

ok /FG.YD, NONE/FG.YDT (EREE R R)

B R RIS (ENZYM? OR BIOTRANSFORM?)/NTE

LS /SOL

firh 45 /CAT (ANY/CAT THMEZFE - TLWAIRIET ~TIZRE)

CA O—EDOEFEFER | /JT (HESR), /PY (BITE), /DT (BEXESHE) &

B CASREACT Z7A4JLIZIZL, #E ATI74J)L (LCASREACT) . ElRGEHRERNH
(1,800 A/B) FIHTTRICHRZEZDHEEILTO52ENTES (2011 &£ 3 AREDOHE).

B CASREACT J77MILDEHBREFE—F (2011 &£ 3 ARE)

ER He
REEH : CAS BHES 961 M
BREEH : REGISTRY IZ7MIASYARFT—N—Li L BEFE 4,000 M
BEREH . TXXE 276 M
BERER (SSS, CSS) 16,000 M
BEREREN 10,100 M




B CASREACT Z71/L

IR 5% £ B

B CASREACT 774 JLIE Chemical Abstracts Service (CAS) MIB# T 2ILERIET—HR—X
T, CAS ERDORIGIEMICIMZ T, InfoChem %, Wiley B KU INPI (D52 R4EFEFIT)
HEXDRIGERDINEZLTLS.

- CAS DUNERE # (APPENDIX BHE) [CEHBMLERIGAIEZINTLNS.
- RUI—DREPIENRIGIEIHEYINEE SN TULVELY.
— B, BIUZERBOAERREIAIEZINATINS.
- RIGICAET52TRTOILEYWHAREISNTINS (CA T7MILEDHEER).
- BEX#EICEREIh TN, IRE, RIGEH, REHICEATHER (F—7—K) £
BRF-RRTES.

B REFEROFREE

1985 1991 B
T H
. EEHEH 100 5 G . ton
%EWL‘-\DRHI (ﬁ%ﬂ:i‘t’a:/ﬂ.\/) E j"\-ca)’*&mbuﬂﬁi
« VAN Y]
' '
CAS HXE® YHEDTRTORES BHMICEZEDOHIRG
RIGER A
77777777777777777777777777777777777777777777777777777777777777777777777777777777 e N
455 1991 FELIED CA UNER$FEHF
g

InfoChem/INPI/Wiley i 3E D15 %#H
RN R T —4 Biotransformations database D& KIS

(CA [TIRBESNTVSHE/FEF DA R)

1840

 CAS HEDREIERIL 1985 FELIET, TNLETDIEEHRIEX InfoChem/INPl/Wiley* H E
DRIGERLZEEH R INEZFL TS,

- BRIRBENT—RIIDOVTH, LTOHELNFATES.

- TRTCOKRIGCEEYMEIZ CAS BRERBEENTEINTLS.
(INPI, Wiley HEDRIGFIZIE, il LB D CAS BEBSOWNELATZTLEHELOLAHD)

- A=, RIGEGL, YYEVTEZBELI-RR, BIUERERENTES.
* Wiley #tHIEDRIGIEROD L 8-
- Encyclopedia of Reagents for Organic Synthesis (EROS) : e-EROS 2001 £ kix

- Organic Syntheses : 1921 - 2006 £
- Organic Reactions : 1946 — 2006 £

- W RIREEESNTI=T—42IL, => S NONCAS/FS TIRETAHENTES.

8



B CASREACT Z71/L

IS D UR Ex iz =

B Lo REXHBERTHY, | HOLI—RiE 1 HOXRICHETS.

- ZFLO—FIZIE, CA 774D XEkIEEHRE CASREACT 7ML E DL E RIGTHE R

MUIREEFEN TS,
................................................................... o [ORRERG 57E
P RGERICEATAIXBMERD |
: CA 771 ILDOXERTER ¢ DR O VAl B {
(BIB+ABS+IND+RE) o | R IR N R R

= 05 1 #R

.¥ 2 FOEEMNELONIEES,
ZOMOXEAEYRLIZEWNS
C&ITEd (RIG TIEALY)

BRI BRI 1H 0B

BIZIEE HRREE

- —BERDOAERS L= BMELERXAE

=i (1) A ——> B
RIS (2) cC ——> D
&It (3) E ——> F

- ZBERE A + B —> C —> D -—> E ZHRELEX#E

B (1) A+ B —> C wm@
RIS (2) C —> D

R (3) D —> E

R (4)= &I (1) +(2) A+ B -——> C -——> D
kI (5) = &t (2) +(3) c ——> D —> E

kit 6)= kIt ()+(2)+@ A + B -—> C -—> D -—> E

BIZIE FEEE

- DIEBEBERE A + B ——> C

&It (1) A+ B —> C

Ris (2) C -—> D EDHAEHLETEEYRT B LSIC,
RS (3) C ——> E HEILERTYTBRBEESATNS.
&It (4) E —> F

R 5)= R (1) +(2) A+ B -—> C -—> D

RIG (6) = R (1) +(3) A+ B -——> C -—> E

R ()= RE (3) +(4) cC ——> E —> F

R 8)= kK& (1)+@)+@4) A + B -——> C -—> E -—->F

9



B CASREACT Z71/L

La—K44)

La—F&S
B
B E
YEEFHIFEA
IR £% iR

AMER

==
= a0

ER%HHFIHE

CA ¥ 3y

BEE A
I7I)—H

HEFER

BEIERER
ek

51 Xk %
51 A XX

AN 132:222457 CASREACT Full-text
Tl Photochemical process for the preparation of lauryl lactam from cyclododecane
IN Ollivier, Jean; Drutel, Damien
PA  EIf Atochem S.A., Fr.
SO Eur. Pat. Appl., 7 pp. =10 .
CODEN- EPXXDH CA 774 ILEIFIER CXHK1E #R
DT  Patent
LA French . . N N
IPCI CO7D0201-04 [ICM. 6] co7p| CA 77;()1:&@:7@%74—)1/%’&@’)1?&3&&75‘5{ﬁu.
IPCR C07D0227-00 [I,c+]; co7po| ® @ FEFISIRETS (=> S L1 AND P/DT)
o §7 21 (Heterooyclic COMPO) ) cpeaCT T4 LT R TERLMER
ection cross-reference(s o T
FAN. ONT 1 LRI
PATENT NO. ﬂﬂ? ?f - IT 74— JLRh D CAS EHFEFEFEL CAS A—JL
o
Pl EP 989118 Al g0 - BIAXERER
EP 989118 B1 20077074
R: AT, BE, CH, DE, DK, ES, FR, GB, GR, IT, LI, LU, NL, SE, MC, PT
IE, SI, LT, LV, FI, RO
FR 2784103 Al 20000407 FR 1998-11734 19980921
FR 2784103 B1 20001208
US 6194570 B1 20010227 US 1999-400996 19990921
PRAI FR 1998-11734 19980921
AB Lauryl lactam, useful as a monomer (no data), is prepared in high yield and
selectivity by the photochem. nitrosation of cyclododecane with a nitrosation
agent (e.g., nitrosyl chloride) and hydrogen chloride in an organic solvent (e.g.,
chloroform) to produce the oxime of cyclododecanone which is then subjected to
a Beckmann rearrangement in the presence of methanesulfonic acid
ST lauryl lactam prepn cyclododecane reaction; photochem nitrosation
cyclododecane prepn cyclododecanone oxime; Beckmann rearrangement
cyclododecanone oxime prepn lauryl lactam
IT  Beckmann rearrangement
(of cyclododecanone oxime in the presence of methanesulfonic acid for
the preparation of lauryl lactam)
IT Nitrosation
(photochem. ; of cyclododecane with nitrosyl chloride in the prepn of
cyclododecanone oxime)
IT 75-75-2, |Methanesulfonic acid
RECAT Gl{;lzjf_ise): USES (Uses)
(photochem proce - . m from cyclododecane)
IT  67-66-3, Chloroform,mmmzs
RL: NUU (Other use, unclassified); USES (Uses)
(photochem. process for the preparation of lauryl lactam from cyclododecane)
IT 294-62-2, Cyclododecane 2696-92-6, Nitrosyl chloride 7647-01-0
Hydrogen chloride, reactions
RL: RCT (Reactant); RACT (Reactant or reagent)
(photochem. process for the preparation of lauryl lactam from cyclododecane)
IT 946-89-4P, Cyclododecanone oxime
RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT
(Reactant or reagent)
(photochem. process for the preparation of lauryl lactam from cyclododecane)
IT 947-04-6P, Lauryl lactam

RL: SPN (Synthetic preparation); PREP (Preparation)
(photochem. process for the preparation of lauryl lactam from cyclododecane)

RE.CNT 2 THERE ARE 2 CITED REFERENCES AVAILABLE FOR THIS RECORDRE

RE

(1) Ato Chimie Sa; FR 2417501 A 1979 CAPLUS
(2) Montecatini, S; FR 1335822 A 1963 CAPLUS

10



B CASREACT Z71/L

Rkis<yZ |RX(1) OF 3

28T 3 HORSFER,MNTFESN
.A ===> B o— _CBU,
A ATRORIEDHFEEERY

ZORIGIE 1 &E

Jiﬁ?%?
Ryl

REE#M KiE®W RX(1)
HE
FY 1)
11 4%
ey
JEED

RCT A 946-89-4

PRO B 947-04-6
CAT 75-75-2 MeSO3H

SOL 67-66-3 CHCI3 LR
NTE photochem. \
SR, RICYTEITTHS SREPBE,
ORI FEHEGELRTIIND
\

(1) ?IELD 99%

ERMOTISREN
RGT G 2696-92-6 NOCI, D 7647-{ = raxhzcsLtH3

> —BERS

RIGESYMEF CAS EHRES

RX(2) OF 3 G ===> A...
0
G
A > — BB RIS
RX (2) RCT G 294-62-2
RGT C 2696-92-6 NOCI, D 7647-01-0 HCI
PRO A 946-89-4
CAT 75-75-2 MeSO3H
SOL  67-66-3 CHCI3, 7732-18-5 Water )
RX(3) OF 3 COMPOSED OF RX(2), RX(1) o | ERERENFE, BATD
RX (3) G ===> B —BRRIEOREESHHMNE
Bl . RIS (2 &) £hbEERRE

D [

RX(2)

RX (1)

RCT
RGT
PRO
CAT
SOL

RCT
RGT
PRO
CAT
SOL
NTE

STEPS
?IELD 99%

G 294-62-2

IS

H

% BB R It

C 2696-92-6 NOGI, D 7647-01-0 HCI

A 946-89-4 =
SERERENDEE, REEMNE
715-75-2 MeSO3H @ B3ILT, RIEDRAADMND

67-66-3 CHCI3, 7732-18-5 Waret

A 946-89-4

C 2696-92-6 NOGI, D 7647-01-0 HCI RX(1)

B 947-04-6
75-75-2 MeSO3H
67-66-3 CHCI3
photochem.

11




B CASREACT Z71/L

CAS EHEBEERR

M CAS Z8H(&EEIC, UTND®RE (ROLE) 2 ELT, RIGERERERTHENTES.

|:| KEbhBO—)L

/RCT KI5 (Reactant) REMELITHE
/RRT [(Reactant or Reagent)

/RGT HE (Reagent) (/RCT, RGT)

/PRO £ (Product)

/NPRO SR DYWE (NonProducts) (/RCT, RGT, SOL, CAT)

/SOL AHE (Solvent)

/CAT il 4% (Catalyst) * ANY/CAT Tt & it (ZFR %E o 8
* O—J)LZRELBEVWEEICIE, §XTOA—ILIBRRARIZEDS.

EENELHMNGEFRRTELGY (RIET—RITFRFFAA DTN,

BREMBEDIEEL, CAS BHRESTOHERAR BERRKR, BEREKRREIFAD.

B O—JLERELEBRRECEK UTO 2 @YLHS (HE(E 2011 £ 3 ABRE).
CAS BHE&ESIC, EEO—ILZHEEISAE (961 F/CAS BHEES)
- DR (HIBfEht= CAS BEFES) ZEo-1HE, HITD CAS FHFS(FEVILAL.
- CAS EHBEESHMNTHLIZE AL REGISTRY I7AIILTHARS (P. 15 SHR).

=> § 50-00-0/RRT — FINALATFILTEFERIEYEEIF#AEEL T ERL

L1 20870 50-00-0/RRT
=> § 50-00-0/RCT — FNATFILTEFEREYHE T ERL
L2 19828 50-00-0/RCT

REGISTRY 7/ DEIZLybD L FE |2, O—)LZEEITEAHE (4,000 H/L FE)

- BEEVMIBERREFERR, ELODBRTHEL.

=> FILE REGISTRY — REGISTRY Z 714 NIZA D

=> S FORMALDEHYDE/CN
L3 1 FORMALDEHYDE/CN

=> FILE CASREACT — CASREACT Z 714 NIZA B

=> § L3/RRT — FINALAFILTE FEREYEEIFFHEEL T ERL
L4 20870 L3/RRT

ﬁ? REGISTRY J7A LMD CASREACT FJ7AIADYOARFA—N—RBREBEIIESED-HEE.

5 MELEDIBES — REGISTRY J7//LDRIZ+LVrD L BEEICAO—IILEIEETS.
- 4 YMELTNDHESE — CASREACT 774JLT CAS EHBBEESICEEO—ILZIETETS.
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B CASREACT Z71/L

B CASREACT Z77M4IDEEFDORE

(L)
RX (1) OF 1 A+ B === C .
/ﬁ\ Me Me
MeO o2l H\*O/©/ Me{0/©/
A (1)
B = | YieL sou
\ (A)

RX (1) RCT A 616-38-6, B 106-44-5

PRO C 104-93-8

CAT 7440-44-0 Carbon, 1310-58-3 KOH

CON 607K, 1.1 MPa

NTE solid-supported catalyst, active carbon used, green
chemistry-reactant, high pressure, optimization study
optimized on quantity of reactant, airspeed, pressure
temperature

R—RICFICERETSEEIE, (L) BEFEFES.
(RIERTYTE (/NS) %, fiiEDELE (ANY/CAT) 3 (L) BEFEZHWD)

=> § 616-38-6/RCT (L) 104-93-8/PRO (L) 7440-44-0/CAT

=> S 616-38-6/RCT (L) ANY/CAT (L) 1/NS

IRE (/YD) EEBMEIVITHERIZIE (A) BEF, Thlliid L) BEFERAWS.

=> § 104-93-8/PR0O_(A) 80<=YD

=> S 104-93-8/RRT (L) 80<=YD

RITERED CA I7/ILOXEIEHRE)VVTHEEIL AND EEFEHILS.

=> S 104-93-8/PRO_AND P/DT

[ZXEE] AND EEFIZDLT
RICER (E8Y, RIGHEOCRER) L2 ITHBEIC, AND BEEFZRNDE
JAZANEENDDTEE T SH. CASREACT TJ7AJLIK, 1 La—FMN 1 XED=0,
B—La—FRICEZ<DRIGZFWEHFLTLS. Z0D7H, AND EEFZEZRNDE, TRILXHE T
ICHEETIRIE] PBRRFRICEY, /A XHBEENS. LIzA>T, CASREACT Z74ILD
RIGEHREETHE, EEEETFEARTS.

Bl - =>S M8 A D CAS ZiEFEE/RCTAND & F @O CAS &EHEE/PRO

1 La—F = AND

R [A + B ====> C + D (A~D AYrH&hTL\3) ](L)
R 2 [E ====> F + G (E~G AU ENTLND) }L)
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B CASREACT Z71/L

BEH - CAS BEHRBERE

B #®FHl : Mphenyethyl-2-phenylacetamide (5460-60-6) MDA R EZHRETS.
INFEA 80% LIEDRIGICIRET 5.

R IsY /3 Z (2 phenylpyruvic acid (156-06-9) ZFAWTWARIGIZEEE T 5.

=> FILE CASREACT — CASREACT Z7 14 NIZA B

=> S 5460-60-6/PRO — 5460-60-6 HERYDRIEERFT S

L1 17 5460-60-6/PRO

=> DFHIT 6 8 — 6 FHL 8 BFEOAEZE FHIT ZFFBATERT S

LT  ANSWER 6 OF 17 CASREACT COPYRIGHT 2011 ACS on STN

RX (30) OF 36 AA + Q@ ===> AW

N
N~ —
HOAH\/Ph H/*N\/\Ph (30) " \\Hﬂph

AA Q — AW

~— | REFHROLBEVED |

RX (30) RCT AA 103-82-2, Q 64-04-0
RGT J 26386-88-9 (Ph0)2P(0)N3, K 121-44-8 Et3N
PRO AW 5460-60-6
SOL 68-12-2 DMF
CON SUBSTAGE (1) room temperature -> -10 deg C
SUBSTAGE (2) 2 hours, -10 deg C
SUBSTAGE (3) 15 hours, 20 deg C

LT  ANSWER 8 OF 17 CASREACT COPYRIGHT 2011 ACS on STN

RX(11) OF 193 AA + B ===> AB

0 N
HO"JJ\/Ph H/*/N\/\Ph Ph "~ T\Ph
an

AA B

Q?ELD 94%
RX(11) RCT AA 103-82-2

~— | REEHROHZLD |

STAGE (1)
RGT D 79-37-8 (COCI)2
CAT 68-12-2 DMF
SOL  75-09-2 CH2CI2

STAGE (2)
RCT B 64-04-0
RGT E 121-44-8 Et3N
CAT 1122-58-3 4-DMAP
SOL  75-09-2 CH2CI2

PRO AB 5460-60-6
NTE combinatorial

14



B CASREACT Z71/L

=> 5 L1 _(A) 80<=YD — WES 805 LILEDRIEIZRET S
L2 7 L1 (A) 80<=YD & [ BEBBOLLRGEEHEIZE

(A) (80<=YD OR NONE/YDT) &A 73

=> D FHIT 7 — ] BEDEEF FHIT ZF7-HATERT S
L2 ANSWER 7 OF 7 CASREACT COPYRIGHT 2011 ACS on STN

RX(10) OF 16 R + B ===> S§

H
Ph/f\/hk\f Ph

(10)
%
§IELD 98% (A)
RX (10) RCT R 10431-95-5, B 71-43-2
RGT D 7446-70-0 AICI3
PRO S 5460-60-6
SOL 71-43-2 Benzene
=> S L2 (L) 156-06-9/RRT — phenylpyruvic acid (156-06-9) KR isY/ & ZED
L3 3 L2 (L) 156-06-9/RRT RIGICIRE T 8
=> D FHIT 3 — S EBEREDEEF FHIT ZF-EATERT B

L3  ANSWER 3 OF 3 CASREACT COPYRIGHT 2011 ACS on STN

RX(1) OF 10 A+ B ===> C

N
Hozc”lT\/Ph o—k_t_on HO/fN\/\Ph

(m
A B: CM 1 B: CM 2 — = QIELD 884

RX (1) RCT A 156-06-9, B 300843-77-0
PRO C 5460-60-6
SOL 68-12-2 DMF
CON 15 hours, 40 deg C
NTE chemoselective, optimized on solvent, alternate solvents also
give good yield, optimization study, regioselective

(L)

CAS ZEHREENTHLIBEIZIE, REGISTRY J7AIILTREL-HEMNDS SELECT avUK
THHEL: E BEZF-TRETS 4 MELUTODES). 5 MEULLDEEE L FES %
HARA—IIN—TF 3.

=> FILE REGISTRY

=> S FORMALDEHYDE/CN — RESGISTRY Z7 1IN TEHISBEEFT S

L1 1 FORMALDEHYDE/CN

=> SEL RN — CAS BIRES WL T S

E1 THROUGH E1 ASSIGNED

=> FILE CASREACT — CASREACT Z 74 INIZA S

=> S E1/RRT — WAL EBESEFR>T CAS ERESHRFE
L2 20870 50-00-0/RRT

15



B CASREACT Z71/L

R

B CASREACT J7A4JLICIE, CAT7AIILERLUXHEAIESR (2 1FEH, #45, F5|, 5SIHER)
MNINERESh TS,

B ALL RREZXLISIE CAplus/CA J7AMILERILEZ REXAF B TES.
=1L, FBIB, FAM R R [I{E R TE4HL.

© ALL KRR ATE, XBBEREITATO-—BRERIEARTEIND.
BEHMENFREICZNVEELNHLDOT, BEFFALLL.

- E%& %% <9 B, FCRDREF, CRDREF, CRDREF(n) UM DR TFTHEAXDIE S (T,
XHDEERBHR (EOXMIZFDORIGHEEHINTNDD) RRTREINLEWN=D,
BIB (STD) R R R ERIGERDETEAZHEAEHLETRTITHELL.

B REERORKT
- REBXDEBEUVHIOKRAUE
- TEyrLEERADORIET M TEYRLEEIRTORIET H

CASREACT Z74JLIE, 1 La—FK =1 X#ED=&H, —DDLa—FIZELD RIS AU R
SNTWWBIEENRHD. TDE=H, 1 HEORIZFICEVIIERIGEZETHEELHD.
FNOEITRTRRIEINESIMNT, RERBEHXZRDS.

EL TFRTOEYERG] #RBAESE, TROLSHREEIRELTLS
La—KFTlE, ALRENMTELRTINIOTEERE (5) OREATRTRRIND).

A+ B ——> C -—> D -——> E #&8HZEZzHRELE-XXHET,
EvkLERIEMN A + B -—> C DiBE.

=) RS (1) A+ B —> C FHIT RRBXTIE (1) OH
SR (2) C —> D HIT RRBR TR (1), (4), (6)
RIS (3) D ——> E

) RIE (4) = RIi& (1) +(2) A+ B -——> C -—> D
R (5) = RIS (2) +(3) cC ——> D —> E

)RS 6)= Ri6 (D+(2)+(3) A + B ——> € —> D ——> E

- TevbLf=l RIED, EVPLTWAHWRELEDHZH

CASREACT 74L&, 1 La—F=1 X#ED=, ELORIEZEINFLTIS.
LIzhoT, IRTORIGERTIEDEEE, RRVFEEBICRGLIEENHS.

5l : SSRX IFEVFLTWEHWRIGEEHRRTES.
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B CASREACT Z71/L

B EhERRR * COTFFRNTRAT IR AR
G £ F W B
CcRD EvMLERMORGORGY, £RNOBERLRE, Mg, SRO—EERT
@O kRR)

FCRDREF FCRD &EEH (SO, PY) (FIA—ILR)

SCAN (#E#)) |[FCRD L1288 (BIZFESILIEE TEHELY)

FHIT EVFLEROORGORIETYT, BER, RIGEH (First HIT)

HIT EVRLETRTORIEDRERYT, BER, KEEH, EVvrI—LEELT1—
JLE

006G EVMI—LEZETT4—IFE (RIEES) E&ETA—LFIZBITHEVNE—LDIR
E# (OCCurrence)

RX EVRLETRTORBEORERYT, BER, RiEELH

RXG EVRLEITRTORGORIETYT, BEE

RXS EVELEZTRTOREORIEYYT, RIGEH

RX(n) Rit n ORIEZYT, BER, RIGEH

RXG(n) Rt n ORETYT, #BEE

RXS(n) Rit n ORIEZYT, RIGEH

SSRX TRTO—EBRRIEORGIYT, BER, RIEEH

SSRX(n) —BRERIE n ORGIVT, BER, REEH

CRD EVELETRTORIE DAV /IR E

CRD(n) RIiE n ®avRILRE

CRDREF CRD &RER (SO, PY)

CRDREF(n) |Ei n @Mav/orRFEEZE (SO, PY)

EVbLERIEDSS, ZREATYITHDEVWREDRIEIVTEEBER

PATH (BRERICE->TEREINBRIGRB ERAS)

SPATH EVELIZRIEDSS, RLATYTHOLHVWRIGDOREIVTLEER
(BRERICLH>TRTRINDIRIEBREIEIELD)

FPATH PATH [CREZEHHAEM (Full PATH)

FSPATH SPATH [CRIGZEHHAEM (Full SPATH)

EmwyT: A = B

! RCT G 294-62-2 :
RIGER = 1 ReT ¢ 2696-92-6 NOCI, D 7647-01-0 HCI
| PRO A 946-89-4

AVNIERT - RSB ) FEARTEINGVAVNIMIRIEKX DR T

17



B CASREACT Z71/L

R B

B #®ZEH : Clarinex & Clarinex 28 L2 MEBENDEREZRETS.
(B £&1x 2011 £ 3 ARAE)
Cl

| RS
[\

i

CASREACT 774 TIX, TR MEEZERTSIEADKS CAS BEFHES THRETELL.
Lizh'oT, BHEDER T MEERE T HIEE (X, REGISTRY J7/)ILTHRELZEIZ YL
FOOQRA—N—RERTHELL.

=> FILE REGISTRY — REGISTRY Z 74 ILIZCAB

=> § CLARINEX/CN — EEYPEEHTHRET S

L1 1 CLARINEX/CN

=D — FTIF =N IFDEFHEATEFT S

L1 REGISTRY COPYRIGHT 2011 ACS on STN
RN | 100643-71-8 |REGISTRY

ED Entered STN: 01 Mar 1986
CN  5H-Benzol[5, 6]cycloheptall, 2-blpyridine
8-chloro-6, 11-dihydro-11-(4-piperidinylidene)—- (CA INDEX NAME)
OTHER NAMES:
CN  8-Chloro-11-(4-piperidylidene)-6, 11-dihydro-5H-benzo[5, 6]cycloheptall, 2-

blpyridine
CN  Aerius
CN  Allex
CN  Azomyr

CN Clarinex

CN Descarboethoxyloratadine

CN Desloratadine

CN Neoclarityn

CN  NSC 675447

CN  Opulis

CN  Sch 34117

DR  381727-28-2

MF  C19 H19 CI N2

Cl COM

SR CA

LG STN Files: ADISINSIGHT, ADISNEWS, AGRICOLA, ANABSTR, BIOSIS, BIOTECHNO,
CA, CAPLUS, CASREACT, GCHEMCATS, CHEMINFORMRX, CIN, DDFU, DRUGU, EMBASE
IMSPATENTS, IMSRESEARCH, IPA, MEDLINE, MRCKx, PATDPASPC, PS
REAXYSFILE*, RTECS%, TOXCENTER, USAN, USPAT2, USPATFULL

(xFile contains numerically searchable property data)

Cl

N\ /

i

*%PROPERTY DATA AVAILABLE IN THE 'PROP" FORMAT=*x
795 REFERENCES IN FILE CA (1907 TO DATE)
13 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA
800 REFERENCES IN FILE CAPLUS (1907 TO DATE)
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B CASREACT Z71/L

=> S 100643-71-8/CRN — BRAYEZHRFT S0, KH CAS EREFZHRFT S (EH)
L2 44 100643-71-8/CRN

=> D SCAN — SCAN ZF-HBATHET S (FH)

L2 44 ANSWERS REGISTRY COPYRIGHT 2011 ACS on STN

IN 5H-Benzo[b, 6]cycloheptall, 2-b]pyridine
8-chloro-6, 11-dihydro-11-(4-piperidinylidene)-, ethanedioate, sodium salt
(1:2:7)

MF  G19 H19 CI N2 . x G2 H2 04 . x Na

cM 1
Cl
| AN
i
i
cMm 2
00
Ho—6_¢_on

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> S L1 ORL2 — EEREGKLZHEAYEEELNHS

L3 43 L1 OR L2

=> FILE CASREACT — CASREACT Z 71 IIZA S

=> § L3/PRO — /PRO 1159 8L, LHEYDRIEIZRE

L4 18 L3/PRO ) O—LEEZFETSIC | EFEF/O0XF—1W"—F 8L,
COHEVEELTLEINTDRESEY LTS

=> S L4 (A) (80<=YD OR NONE/YDT) — WETRZET &

L5 15 L4 (A) (80<=YD OR NONE/YDT) ) RWEF— LN T—FESHT

#EITSESLIL NONE/YDT # OR 938

@ D517, SCAN ERBRAEMNT, EyrL-REEREEDTDELL,

=> D SCAN

- SCAN R (FEH, ST LKRT)
L5 15 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN
EBBELEVNIERIORICDEER
Tl  Process for the preparation of a polymorphic crystq (A /3URF&KRR)

rupatadine free base

RX(1) OF 3
Cl

= Cl
NZ [
KOH, Water, EtOH

| mEEHOLLLI—F

li)—OEt N .\

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :EN
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B CASREACT Z71/L

B HEhhdEEDEREKX - FCRDREF, FHIT, FPATH ®xER
(#£E 2011 &£ 3 ARAE)

=>D8
L5 ANSWER 8 OF 15 CASREACT COPYRIGHT 2011 ACS on STN FCRDREF F*Z: =2z (396 H)
(TI4+—ILk)
RX(1) OF 2 oL
S EvbLERUODOREDEER
= X @RI rRER) LREH
1. H2S04, Water
2. Water
—OEt
| 96%
(step 1)
REF Indian Pat. Appl., 2003MU00406, 11 Feb 2005
CON STAGE(1) 3 hours, 100 105 deg C; 105 deg C -> room temperature
STAGE(2) cooled

@ FCRDREF X2z & BIB FCRD [IRILEZTHED -0, ZBLEE, FIEHEZ O
BEHRLEIRFICER T TEIESIE, BIBFCRD REEXEZALSELL.

=> D 13-14 FHIT

L5 ANSWER 13 OF 15 CASREACT COPYRIGHT 2011 ACS on STN FHIT £RF 5 (308 M)

— - R —

RX() OF 4 (A == B BEXZI EvhLEBH) D RIG OHEE,

RiE<vr, RIGEH

I ~ Cl ~ cl

N | N

0
HO—%—OH m

Et0— S0 W , _

A DO Giell ey Fiefl fas

RX (1) RCT A 79794-75-5
RGT C 7664-93-9 H2S04 « L
PRO B 439543-8923 SRR - 3 1re. - |
SOL 7732-18-5 Water

(O—)LE CAS B EE)

L5 ANSWER 14 OF 15 CASREACT COPYRIGHT 2011 AGCS on STN

RX(19) OF 283 ...H ===> AC...
Cl
| x ~ Cl
N/ | =
N
EtO/;i§§O 19) 1
H — AC

RX (19) RCT H 79794-75-5
PRO AC 100643-71-8

20



=> D 14 FPATH

L5  ANSWER 14 OF 15 CASREACT COPYRIGHT 2011 ACS on S

RX(252) OF 283 COMPOSED OF RX(22), RX(8),

B CASREACT Z71/L

FPATH R R (474 A)

EvbLEZRIEDSE, RERATYTH
RX(11). RX(5) NEVNRIEDODRETYTEEER
BRAICEOTERTRINDIRICER

RX(252) 0 + AG + S + E ===> AC
TEL%)
= M
N *Bu-t Gl O*Me
%
H Cl
~
0 | Mg
AG S
0
4L~ FPATH RRMBXOMEMNLR AL E
Cl OEt ST%PS
E —_— - RIEYMDOAIEELTRETSEEICHHE
ZTORIEMDLEDIIGRELEMAXEF T
ol EEHEhtE=mA, F<I2hhb.
S
| B  ERYMOAEELTRETDIEAICHA (RRH)
N
XEHBT, EQOLIERIGY RE) MoERINT
WAHH, F<CIThhb.
AC
RX (22) RCT 0 32998-95-1, AG 620-20-2
PRO M 107285-30-3
RX (8) RCT M 107285-30-3
PRO N 31255-57-9
RX(11) RCT S 63463-36-5, N 31255-57-9
PRO | 130642-50-1
RX (5) RCT | 130642-50-1
PRO G 38092-89-6
RX (4) RCT G 38092-89-6, E 541-41-3
PRO H 79794-75-5
RX (19) RCT H 79794-75-5 ° FHIT R TRERADB &L,
PRO AC 100643-71-8 ZM RX(19) MAHATRIND

FPATH 2 TREXERGEMUNRTREINAL PATH EREXEFRICES. RIEBEHNIZIE, &K
FEAPHED CAS BRBESERTIND=O, REIL—rDBH YO
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B CASREACT Z71/L

B RX(n) REREKI(E FPATH RREXTERLEERATYTDHMERTIHIDIZEF.

=> D 14 RX(22) RX(8) RX(11) RX(5) RX(4) RX(19)

L5  ANSWER 14 OF 15 CASREACT COPYRIGHT 2011 ACS of RX (m) &imfs= (560 F1)
BELEREBESORIEIYS,

RX(22) OF 283 0 + AG ===> M... REHE, REH
o~ 1 TICAAITNE 1 BHORS
| NHBu-t
-t ¢l
S \\[::::::I//ﬁ*\0|
H
0 AG (22)
=
P cl
NHBu-t
M
RX(22)  RCT 0 32998-95-1, AG 620-20-2
PRO M 107285-30-3
RX(8) OF 283 ..M ===> N..
]
~ Cl | x
_ Cl
P NA'{Bu t =
i N=E
’ (8) |
RX(8)  RCT M 107285-30-3
PRO N 31255-57-9
RK(11) OF 283  ...S + N ===> I..
/Me | S
C|\\ng,[::::if Cl _
S N=
N (11)
Me
N N~
~ |
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B CASREACT Z71/L

B XAEHRAVELGBEF, BB RBALGEZHRAEHOETERTITS.

=> D 14 BIB ABS FHIT

L5 ANSWER 14 OF 15 CASREACT COPYRIGHT 2011 ACS on STN

AN 114:42525 CASREACT Full-text

Tl Dual antagonists of platelet-activating factor and histamine
Identification of structural requirements for dual activity of
N-acyl-4- (5, 6-dihydro-11H-benzo[5, 6]cycloheptall, 2-blpyridin-11-
ylidene)piperidines

AU Piwinski, John J.; Wong, Jesse K.,; Green, Michael J.; Ganguly, Ashit K. ;
Billah, M. Motasim; West, Robert E., Jr.; Kreutner, William

CS Dep. Chem. Res., Schering-Plough Corp., Bloomfield, NJ, 07003, USA

SO Journal of Medicinal Chemistry (1991), 34(1), 457-61
CODEN: JMCMAR; 1SSN: 0022-2623

DT Journal

LA  English
Gl
» R
N= R1

Nor2 |

AB The title compds. | (R = H, Me, OMe, OH, Br, CI, F; R1 =H, Cl, F; R2 = H, Me, Et,
Pr, CMe3, OEt, Ph) were prepared from the N-Me derivs. by demethylation-acylation
| are dual antagonists of platelet activating factor (PAF) and histamine. A number
of structural features are identified which are necessary for PAF antagonist activity.
Acylation of the piperidine N is required for appreciable activity with small acyl

groups being optimal. Less conformationally constrained analogs and those lacking
either N atom exhibit little or no anti-PAF activity. The Hi-antihistamine activity
can be adjusted utilizing substitution in the benzo ring. | (R =2Cl, R1 =H, R2 =

Me) was selected for clin. trials.

RX(19) OF 283 ...H ===> AC..
Cl
| S \\\ Cl
N// | =
N
Etoko (19)
H —_— AC

RX (19) RCT H 79794-75-5
PRO AC 100643-71-8
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B CASREACT Z71/L

RICEMKICLDBERR - #IE

B CASREACT 774 T, RIEERRZFE>-EBEREBENTES.

B EEF (OaRVEVBEERISTILFDINURVEVFERDERRIGDER)

6 HHIETEE - [teststr *Standard* ]

oF Fr B REE RO FLAL-MD BRRESQ@ FTE OREN RO ALTH ==l
B|ﬁ:||| ﬂl3@|ﬁ| O éﬂ| T"/|Q| -N-|-.*¢-|EX| IETQ|‘T|ﬂ

7 6|

/
A -

1 */C
5t ok
CHX .\
5

a8 BOMIFETE

4 »
G H|O|S|N|P|OI|Br|F|Si|I— :|C

[ MF 2, [ 2008/09/76 165731

- RICERMXICESBERRDRAb

- —OOREMAPIC, RIEY, £FY, AEERILEBEISTAVMELTHER

5 (RIEMDH, £ERYDH, ABOHHIERAIRE. B, MEIEFAD.

- FRILEBEICHLT, FEOO—IL (REY - -HE) NMFTEShD. BHED

O—J)LIZZEBEL=WMEAE, O—)LY—IILTEETS.

- BEIZHLTIVEYY (RIEMEERYPFORIETHRFOIEE) ©, RICEAL

(RIYRHER) EHEEITS.

TVEVTORIGEHMUEZEELGEVNE, FTROIIG/AIANEFENDIEENHD.

& % TlA<, —
i’CI;i 5 < Hem G=C—_ OH
AVESRE - |, O E—

| Cl

AE AF

O==C—H * _—
BHIRE — O Ao & o _OAc

Gl

- IHRBERRPR—MORNICRELEZBRRETEGL.
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B CASREACT Z71/L

RICEERXDER - O—JL

B RGERRERY—LBaEsyvsdae v—LLvroREREY—L [,

REO—ILY—IL |asB|, RIEEEAY—IL |exx|, YvE T Y—IL j_>j MF AREEIZE5.
84 fHE{EE - [f#5 1) *Standard* ]

of FpLE REE FED FLAL-HD BREESG TP BRENY Ospbudw AL ==l

NS =X=el wE vl % clrd=ikd

W -
<

A

pa

i //

—= Cl

L% = e

- | |

— k\ k\

arB EEOn-1 EEOD-I

CEX

-

TG}

A -

4 [ 3

~ o - [ACENCNIAENCYAERRY = P

o —wrm,

B O (BE Y REW B OMBERCE REEMY—L[ | 2EETS.

D RIEXRMY—L [ &0090F 58, REORNEATOTRYIRNRRENS.
XEOWEERT, 0K £0U0T 5.

BED FEQ FI-HD BEREEQ #TE EEW 0 ALIE 18]

D@EE obdniel w2l ra 75§ 53 7

lﬁ ErEmEEn ii

|21 F— e

A

? e ’f; C ——

Lo ¢ o e

s BEE

— e - 's R \\

220 e FEon-1

C*X e .\

T — | FOxMEFALTE

— s e BRERFRALCICHD

5

E E ] | -
4 3
C nH|O|S|N|P|CI|Br|F|S||II—=_|O

—
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B CASREACT Z71/L

@ THRERSYILGALKRNZRS RMNZSIKAZICLENST “RIEW/RAE"E
“ERYTon—LAftESNG RIEXMBEREIREDOHRICALEL.

84 HHErEE - S ) *Standard* ] = I
od JeLE REE FED FLOL-MD BESREZRQ FTE O EEM rLEod  agldH _|8] x|

N BE wK=e =@ ¥al sl b2 [raG T 2

4

o—qa

FErEH/5A e

&
|
R

G

-
I 3
" EECEEA AR CHCRRAEA RN
[ MF L

B RICEKHNTEHNICHEESN-EBEISTAVIOO—)L (EYWEDRE) X, REA—IL
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B CASREACT Z71/L

@ O—IWEEELEISTAVEOVTAID/—FED)v DT HE, O—ILEEEDRER
BAT7ATRIIANKRREND.

%4 WBFE - [IB (1) *Standard® ] ol x|
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* [ ] OO— LW EEINE=TSTAVRNE, TEV T PRIGYAADIEENEREINS.
TDEH, ITREM/RE] 2B RRBRIC/AZADEFTNILEL DD BEDSLVRERE
T3 EICZEF, TREHM OO—ILEHRETEIALKL.

@ EBEITHIO—ILEERL, OK &9V TH5LFERLI-O—ILDEETSTAVLDTIC
REREND.

%4 TRBTFE - (35 (1) *Standard® ] ol
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B CASREACT Z71/L

RICEBRXDER - RIEEBAL

B RIGICE S TELTIREMUDEEICIE, REBMBLY—ILEERTS.

RISEALIE, RIGMEEBRMDBETISTAVIRICT TICHEETIRAITHLTEE

¥5.

RIGEHAIFHEOHSICITEE TELL. "ROYFLFHAE" ORBBICEET DL
RIEMEFNRISEHAFEREBESHh, HEORRTEIERIND.

RIGEHHLTHEE T 51E

R it &R iz 7E = £5i

co BEIEIRBIZE-,TELEIZEIL TS (Completely Changed). C=0 — C=N
- WIFHh—HD/—FAELTE. FEEOMREITTIN.

PG HEEIXE D MIZZE LTS (Partially Changed). C=0 — C—0
- EEDERBARXEOLSN, /—FIEIHEHEILTE.

XC | HAERLFEEBAMISELTS (CC Tl PO). cco e
#HEIXZE /L LAL (No Change). L e

NC | B RESCES LA €=0 — Cc=0

NON RO BB AL I I23E E LARLY.

D REEHEEEETSICE, REEay—L (9% 2909932, e a8uskhicisr
FTEEIAvE—SHEREINEZDT OK £9Uvh¥ 5.

&6 FEIEE - BEIE (1) *Standard* ]

¢ FrE REE fHED FLAL-HD BERERESQ ERTE BTN fospPoid  AgLH =12 x|
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Lo Cl i

A ]

_’

AxB [ 5 o
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| i WFEL
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B CASREACT Z71/L

Q@ RISEMZEZEETAHEEEIIVITHE IRIGEUDOEEDRER) 4707 KvIZAA
KRRShD. HETHARIEMUDIEZREIRL, OK Z0)v 79 5.

w4 5 FE - 858 ) *Standards ] ol x|
od 2B RED HED TLAL-HD BESEZED HTE BTN okl AgLHD =151 x]
D BE oKz(®] wEm el el rafGTE 2

9] FGER O ELANEIR 5
A
? & CC - FEEITE2EE ferkEiTtnem
[ PG - RS ISR L GES R
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@ NG - FEE A B
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—

5 ) OK
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G “H|O‘S‘N|P‘OI‘Br|F|Si‘II—=:|G_
| | MF ZEL

® EELLESIC, TREAVRIN G EESLS.

#4 fHE{EE - [##8 (1) *Standard+ ]
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* RIS/ EEYPICRISICEETIEENERDHIEEIE REICEHESETITINTORKAI
HLTRGHMUZIEEET, THHEEIFETHEIMNELL.
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B CASREACT Z71/L

RISEBRXDER - v vEVY

B REMEEBRDPORMETEIRERFOIEEICZIE, IvELTY—ILEZFERTS.
- YYEVT I, BHBABEISTAVMNADRILEESLESICHLTOHIEETED.
- BEISTAUE A DD BEISHTAVN B ADTYEVS AEELRO—ILDEAEHE.
- ISTAVE A BRIEYW (RCT), RItWERIZHEZE (RRT)
(REDGEFX YVEVIEEBLERRENEITSINS.)
- IS5 AR B . £ (PRO)
- a—bhvbEES, Gk /—F, —f&@ XU IL—T (Ak, Hy &) IZIXFERATELEL.

- BYRLTIL—ThD/—FRIZIFIVEL T EZERTEALL.

D RYEVTEEEITDICIE, wvEVTY—IL )0 =9)v09 5.
“BRTIVEVY” i “BEIYVEVY” 2R IRITBF5AT7ATRYIADRRTEINEDT,
ELLMEEY OK #0)v99 5.

+4 EHE - (38 () *Standard | - ol x|
oF JrLE REE fFRD FLOL-HD BRSEEQ FTE BEN OouEd AL H =121 x|
e E8 <K=el w&@i val s mE%T8 7
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i W E,

* BEPDIRTORFICIVELTEBAFEEIT AT TELELDT, $XTH/—FIC
EEITADTIHEL, REMUEDOEDICHRFETHELL.
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B CASREACT Z71/L
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B CASREACT Z71/L

sZ . HEgvvE>T

B ‘BT YEVS TRRIEVFORFEERDFORFORMGERATILTYRLIZ

FoTROHLON, HIETEIRFICRA—DESATESND.
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B CASREACT Z71/L

BER R

B REERMXZFE-BEREDOANFIE

[=> SLnx BEIAT BFEEH ] . Lo R E R

* —EHRVY—VLFATES.

B BERZFDHAT (EXACT ®RFEE FAMILY BRFRFXF AT T)

BRESAT A&

HOEERE SSS |RICEMAEZH I BELTIVMEORLEREKTS.
(T74+—ILH) EMOBBEMNDNTHLL.

FEERIBERR | RCEMARXICELIC—HIIVE OREERETS.
CSS - ERILTWVEWNESAIE, IRTKRAEBRLIER.

*x BEMEZEOLIEEICTIE, #EEIEKFEE (CONNECT) THEETS.

B BERROEH

1% 3 &6 B RES
SAMPLE
% T JIZ g SN
(5T — L R) T7ALD 5% ZTAMIICEERT D (FEH)
FULL T7AILDTRT (100%) #HRFET 5.
RANGE

A—H AR ELEEBRARNF-EREDT—RIRELTRETS.

B CASREACT 7ML DEERRIZEITHVRATLAIRIE

FoSAUBRFB YT EIMNRE INYTFIEFER
BT | TLTFAIL | EBEIETE 2ILITFAIL FFEIEE
Verification 2 5,000 1,000,000 1,000,000 1,500,000 1,500,000
(R DFEER) ' B T o AR
B (k) 50 1,000,000 1,000,000 1,500,000 1,500,000
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B CASREACT Z71/L

+
B STN [Z##iL, CASREACT Z74/JICA%S. | G|&5)vsL, 7y7O—FT 3774 IL%EER

T35 FAT7OTRIIANRRENDGDT, "RIGBRET7AI" €RBAT, OK &0)907%.

O

=

Uploading C:¥Documents and Settings¥...¥STN Express 8. 4¥Queries¥B-1.str
L1 STRUCTURE UPLOADED

=> D QUE — FuZlO—FLERBEMAZHET S (FH)

L1 STR

@“ o

Structure attributes must be viewed using STN Express query preparation

= 8 L1 — Y2TNEFTE (EH)

SAMPLE SEARCH INITIATED 13:36:02

SCREENING COMPLETE - 1076 REACTIONS TO VERIFY FROM 113 DOCUMENTS
100. 0% DONE 1076 VERIFIED 29 HIT RXNS 7 DOGS

SEARCH TIME: 00.00.01

FULL FILE PROJECTIONS: ONLINE #xCOMPLETE**
BATCH  *xCOMPLETE#x

PROJECTED VERIFICATIONS: 19553 T0O 23487
PROJECTED ANSWERS: 7 T0 298
L2 7 SEA SSS SAM L1 ( 29 REACTIONS)
[ EvrLi-X @ | | EvbLi-REH |
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B CASREACT Z71/L

=> D SCAN — SCAN ZFrHBATHRT S (FH)
L2 7 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

Tl General catalysts for the Suzuki-Miyaura and Sonogashira coupling
reactions of aryl chlorides and for the coupling of challenging substrate
combinations in water

RX(27) OF 32

CO2H :870245-84
+ Me—(CH)7—C==CH PdCLZ(MeCN)Z “cs2c03,
cL Water, MeCN

: (= (- (CHI7—Me
HO2C

867%
NOTE: in-situ generated catalyst, Sonogashira coupling reaction

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

=> § L1 FUL — TITF7LILBEEFTS
L3 130 SEA SSS FUL L1 ( 783 REACTIONS)
=> D SCAN — BHDEFRFEFATE Y FLEBIZEFEFRL THEZETS

L3 130 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

Tl Layered double hydroxides supported nanopalladium catalysts for Heck-,
Suzuki, Sonogashira—, and Stille-type coupling reactions of haloarenes

RX(18) OF 26
cL

Phenylacetylene, Pd Ph— C==C—Ph
Cul, Et5N, Water, THF 95%
NOTE: Sono%ash1ra Coupling, solid supported catalyst, nanopalladium
catalyst was use

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):2
L3 130 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN
Tl Copper-free monomeric and dendritic palladium catalysts for the

Sonogashira reaction: Substituent effects, synthetic applications, and
the recovery and re-use of the catalysts

RX(14) OF 29
Ph— C==CH Eggh'w3w7'8' Ph— C=C—Ph

NOTE: failed reaction AN
| #FLBELERKIRERSAS |

L3 130 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

Tl Cross—coupling of polychloroarenes with phenylboronic acid and organozinc

compounds catalyzed b alladium complexes
P y yp P SSS RERTIE, XL
RX(5) OF 6 P BEIC, SHICBBREN

c ct DWEEMEET RIS
+ Ph=C=C(C—1ZIn—Cl Pd(PPh3)4, THF tEvhT 3

cL

cu cL
: : :C_=C—Ph

cL cL

NOTE: regioselective, in-situ generated reactant, other product(s)
also detected

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B CASREACT Z71/L

WHT2=v7

EEREXTRELERGEROBERE, SESFLHETRYADIENTES.
MULAABRBRZETIEER BEBEEFITEETS.

=> S L3( (A) )(80<=YD OR NONE/YDT) *———— Eﬁi%%1’ﬁbf:’f§i§iﬁ$ﬁ%l:
L4 67 L3 (A) (80<=YD OR NONE/YDT) REENTHDEDHEICE
(A) EEFERHULS
=> D SCAN — BHOFERHBATE Y FLELBEFFEFRL THETS
L4 67 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN
Tl 6-Substituted indoles from o-halonitrobenzenes
RX(1) OF 50

+ MezSi— C==CH PdCL2(PPh3)2, Et3N
cl
02

L MEORBALLRIEG

0 e

¢

\E?\CEC—SiMez,
02

L4 67 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):2

Tl Palladium-tetraphosphine complex: an efficient catalyst for the coupling
of aryl halides with alkynes
RX(4) OF 21
CN Phenylacetylene, (= C(C—Ph
Q/ C:12012-65 2, Q/
T:333380-86-2, K2CU3,
clL DMF NC

L4 67 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

TI Efficient Suzuki-Miyaura coupling reactions between lithium
alkynyltrimethylborates and aryl chlorides

RX(1) OF 9
1. BuLi, (CH20Me)2,

CN Hexane
_ 2. Me _borate
+ Me— (CH)5—C=CH 3. EhZ- entadienone Pd

cL “O, sk,

Dioxane
(step 3) 4. Water

(= C— (CHp)5—Me
NG~ i

NOTE: Suzuki-Miyaura cross-coupling, optimization y, optimized on
catalytic system

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

* ERYZEERILTOVENEE®, EHADF—U—FETRYAAEHEICNEZNMNTHHEDIEHRICIE,
(L) BEEFZFRATS.
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B CASREACT Z71/L

WHT2=v7

v

CAS ZHBESRFZHALT MEFZHRELME, AR, RLY £ERMTRETES.
=L, B, M D CAS BHBSHARFSIATLEVLI—FEBFEMAMIDTIE.

=> s L4 (L) )109-99-9/S0L & | THF &% (109-99-9) [CBRETS |
L5 N—/13 L4 (L) 109-99-9/S0L
=> D SCAN

L5 13 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

Tl Cross—coupling of polychloroarenes with phenylboronic acid and organozinc
compounds catalyzed by palladium complexes
RX(5) OF 6
c ctL
+ Ph—(=(C—1In—CL Pd(PPh3)4( THF_ )
cl cL
cL C(=C—Ph

cL : cL

NOTE: r?g ose e, in-situ generated reactant, other product(s)
als

ioselectiv
o detected

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L5 13 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

Tl Synthesis of Surface Organopalladium Intermediates in Coupling Reactions:
The Mechanistic Insight

RX(37) OF 44 - 3 STEPS
ct

1. Pd, Bu
©/ 2. Ehtlen ‘b etylemes, Ph—C=C—Ph
u 2 e ‘Iil, o
3. Watér‘ 93%

NOTE: 1) melt

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

RIGATYTHIIBMEREI«—ILRLEOT, &GEEERENTES.
Bl - ZEEBUTORBATYTHIZCBEE => S L1 (L) 2>=NS

=S LS( )1/Ns Ps —BERISICEEYTS
L6 7 L5 (L) 1/NS RIERATYT &

L6 7 ANSWERS  CASREACT COPYRIGHT 2011 ACS on STN

=> D SCAN

Tl Layered double hydroxides supported nanopalladium catalysts for Heck-,
Suzuki, Sonogashira—, and Stille-type coupling reactions of haloarenes

RX(18) OF 26

clL
Phenylacetylene, Pd Ph—C==C—Ph
Cul, Et3N, Water, THF 95%

NOTE: Sonogashira Coupling, solid supported catalyst, nanopalladium
catalyst was used

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B CASREACT Z71/L

=> D BIB ABS FHIT 1-7 — &2 F BIB ABS FHIT ZFEATHERT S

L6  ANSWER 1 OF 7 CASREACT COPYRIGHT 2011 ACS on STN
AN 147:9651 CASREACT Full-text

Tl A process for C-C coupling reaction of haloarenes using reusable
heterogeneous nanopalladium(0) catalyst

IN Choudary, Boyapati Manoranjan; Sateesh, Madhi; Chowdari, Naidu Sreenivasa;
Kantam, Mannepalli Lakshmi; Sreedhar, Bojja

PA Council of Scientific and Industrial Research, India
SO Indian Pat. Appl., 22pp.CODEN: INXXBQ

DT  Patent
LA English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl IN 2002DE01060 A 20050128 IN 2002-DE1060 20021022

PRAI IN 2002-DE1060 20021022

AB A process for G-C coupling reaction of haloarenes using ligand free reusable
heterogeneous nanopalladium(0) catalyst, which comprises reacting haloarene with an
organic reagent selected fromolefins, arylboronic acids, phenylacetylene and tin reagent
in a polar solvent in the presence of base and heterogeneous nanopal ladium(0) catalyst
at thermal or microwave irradiation, at a temperature ranging between 20-150°C for a period
of 0.5 to 48 h under nitrogen atmospheric, filtering the above aid reaction mixture
followed by extraction and washing the resultant mass to obtain the desired C-C coupling
compds. Heck coupling of aryl chlorides with olefins in the presence of nanopalladium
yielded trans—-stilbenes. Biaryls were obtained from the Suzuki coupling or aryl

RX(27) OF 35 A+ AM ===> AN

cl
@ Ph— C==C—H Ph—G=0=Ph

27
A AM E——l;> @NELD 95%

RX (27) RCT A 108-90-7, AM 536-74-3

RGT A0 121-44-8 Et3N

PRO AN 501-65-5

CAT 7440-05-3D Pd, 7681-65-4 Cul

SOL 7732-18-5 Water, 109-99-9 THF

CON SUBSTAGE (1) 2 hours, room temperature
SUBSTAGE (2) 30 hours, 80 deg C

NTE Sonogashira coupling, solid-supported catalyst

L6  ANSWER 2 OF 7 CASREACT GOPYRIGHT 2011 ACS on STN
AN 146:361031 CASREACT Full-text
Tl A process for the preparation of novel reusable heterogeneous
nanopal ladium (0) catalyst useful for C-C coupling reaction of haloarenes
IN Sateesh, Madhi; Choudary, Boyapati Manoranjan; Kantam, Mannepalli Lakshi;
Sreedhar, Bojja; Chowdari, Naidu Sreenivasa
PA Council of Scientific and Industrial Research, India
SO Indian Pat. Appl., 21pp
CODEN: [INXXBQ

DT Patent
LA English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl IN 2002DE01061 A 20050128 IN 2002-DE1061 20021022

PRAI IN 2002-DE1061 20021022

0S  MARPAT 146:361031

AB  Disclosed is a process for the preparation of a ligand free reusable heterogeneous
nanopal ladium (0) catalyst useful for the C-C coupling reaction
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B CASREACT Z71/L

Verification AT L£4EZE

B CASREACT 7ML THEERREZEITT DL, ENIT Verification BT L£EEEZH
BEENBIENHS.

=> § L1 FUL — NI FALIBRFEFZETTSE
FULL SEARCH INITIATED 15:26:34
SCREENING COMPLETE - 10139 REACTIONS TO VERIFY FROM 2331 DOCUMENTS

100.0% DONE 10139 VERIFIED 16 HIT RXNS ( 2 INCOMP) 8 DOCS
SEARCH TIME: 00.00.02 !

Verification 2V FZLLRLA 16 8 2 DB B
L3 8 SEA SSS FUL L1 ( 16 REACTIONS)

| E&EDHIZ(E Verification N FZEL LR EEFAL TS
B Verification NATELERIGEE, FRILERERXE—BTEINESIMED AT LH |
TEEN RIS THD. KEHITTUTOZEELHS.
T7AILFDIARTORBEIRTEELHIVEV B LIURIGE D IFREIF>TNSEE
[R5, 2086, TNODEHRPZFILZIREPFICHEELLEIN =126, RENET
BEHEDOHERNTELEM -GS

- CORIGEEFER, BEEZRTLER ROLIGAVE—UHARTIND.

e N nE

VERIFICATION INCOMPLETE - REACTION SITE DATA UNAVAILABLE | RISERGIA B & A Al

VERIFICATION INCOMPLETE - REACTION MAP DATA UNAVAILABLE RyEVITABERT

VERIFICATION INCOMPLETE REBEEEIUVIVEYITH
- REACTION MAP AND SITE DATA UNAVAILABLE BEXRA

& DHEER (VERIFICATION) BFREIAICKREN R OG5S .

B Verification NATLAEEZ (X => S Ln/COM F#=I1E => S Ln/COMPLETE (Ln IX#&&
BREFER) THRISENTEDS (EH).

=> S L3/COM — Verification A% (COMPLETE) 74 [E&/ZRE
L4 7 L3/COM
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B CASREACT Z71/L

BERRFDIE

B CASREACT 7/ ILDEEREZTE, EHDOIZTAVMIALO—ILERELTRET S L
MTELN, A—BSFOELGIE D P LEVSEEIETELZL. LEAST, #iIFLTWENWESE
(JA4R) BNBLNBIELNDHS.

B RRH . TEORBEBRX L) 28REITS.

=} CH
i
th:::::g\
5
i) L1

=> FILE CASREACT — CASREACT Z 71 JILIZA B
=> S L1 — YO TNBEFEFT S (FEH)
L2 3 SEA SSS SAM L1 ¢ 230 REACTIONS)
=> § L1 FUL — NI F7LIREZT S
L3 139 SEA SSS FUL L1 ( 2150 REACTIONS)
=> D FHIT 70 80 — 70 ZEF ¢ 80 BEEDEEEF FHIT ZFHEXTEFRT S

L3  ANSWER 70 OF 139 CASREACT COPYRIGHT 2011 AGS on STN

RX(12) OF 16 A+ X ==Y

FRhENDIST AN
0 0 / BHARMA I BETSEE
S o

PR EEETSON B~ G==CH)) i Ho= 6——_j N
AT X I

YIELD 63%
RX(12) RCT A 64326-47-2, X 107-19-7
RGT W 7646-69-7 NaH
PRO Y 552335-84-9
SOL 109-99-9 THF

L3  ANSWER 80 OF 139 CASREACT COPYRIGHT 2011 ACS on STN

RX(2) OF 189 € o+ H === 1. ENENDTISHT AN
ﬁ A—Rp I BETEE
{Ho=C- PN 0~ OEt
P HC==C Ph
H3C 0 cl (2) o~
C H s 7N

RX(2) RCT C 204013-96-7, H 3188-13-4 |
YIELD 90%
STAGE (1)

RGT J 7087-68-5 EtN(Pr-i)2

SOL  75-09-2 CH2CI2
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B CASREACT Z71/L

B OSTAVRIEICH RDORGEBMATI7AILEERL, AND BRETEHE, IFTAVRLEA
BElgorzmEL/OND.

L4 L5

=>

Uploading C:¥Documents and Settings¥...¥STN Express 8. 4¥Queries¥B-3. str
L4 STRUCTURE UPLOADED

=> D QUE — RIEEBHXFEZFL THEZET S (F#)

L4 STR

CH=s=——CH

Structure attributes must be viewed using STN Express query preparation.

=>
Uploading C:¥Documents and Settings¥...¥STN Express 8. 4¥Queries¥B-4. str
L5 STRUCTURE UPLOADED
=> D QUE — RIGEMXFEZFL THEZET S (F#)
L5 STR
CH—=—
\\\S

Structure attributes must be viewed using STN Express query preparation.

=> S L4 AND L5 SAM — YO TNBEETE (FEH)
L6 3 SEA SSS SAM L4 AND L5 ( 230 REACTIONS)

=> S L4 AND L5 FUL — TNIZ7INEETS
L7 158 SEA SSS FUL L4 AND L5 ( 2189 REACTIONS)

=> D 122 FHIT — 122 EEDEEZ FHIT ZrBEXTEHERT S
L7  ANSWER 122 OF 158 CASREACT COPYRIGHT 2011 ACS on STN

RX(8) OF 18 0 ===> P

.ﬁ [ 757 rRTICELRYDOHEZEE |

____________

ST ) ey
0 (8) ;
P

RX(8) RCT 0 1609-42-3
PRO P 10574-85-3
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B CASREACT Z71/L

BERRERE

B CASREACT 77/ TIX, RIGY, B, ERYHTOEREDEMHEF > TRISIERE
BERTES.

Bl - FE/oEMIOEADORE

F) BEBIUVMBECONTIE, BERREBRREFEIENATERL.

B EREMAZEEN 200 EHY, REESILEVOBEEZEMLTH SN TLS.

RREREE KEOHTTUTD 3 BENDHS.

it

- BEOERRERIE (NITRO, PRIMARY AMINE 7 &)
- —RMLEATORZRIBEERFAE (1,2-C3N2 #&)
- BHOEREZHAESHEL-EREREISAHE (ALCOHOLS 7%&)

B EREEREI« —ILF

BEI(—ILF SES
/FG.RXN (Functional Group Reactant) RIGLI-BEREE
/FG.FORM (Functional Group Formed) EfLE-ERE
/FG.NON (Nonreacting Functional Group) RIGLGEVWEREE
/FG.RCT (Reactant Functional Group) RSP DE R
/FG.PRO (Product Functional Group) ERYMTOERE
/FG.RGT (Reagent Functional Group) HEPOERER
/FG (/FG.PRO, /FG.RGT, /FG.RCT) BERE K
/FG.YD (Yield Functional Group) BRERE—IE
NONE/FG.YDT EREE - IERFHLTL

B AAp
- E—RT7IVUARIEGLT, ZrORIZERTERIG

=> S PRIMARY AMINE/FG.RXN (S) NITRO/FG. FORM

- NATUEARIGLT, FERTILI—LAAERT DRI

=> S HALIDES/FG.RXN (L) TERTIARY ALCOHOL/FG. FORM

s R FVBREEZEHEOREZAVLGRIE. 2L, RIEYMHOT7ORERFELCLGVRE

=> S AZIDE/FG.NON (L) PEROXY ACID/FG.RGT

- ZrOEAERTEIRIGT 80% LLEDINEFLIZIRNEBFEHROLVDEE

=> S NITRO/FG. FORM (A) (80=<FG.YD OR NONE/FG.YDT)
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B CASREACT Z71/L

EREREDEEF

B ERERROEEF

- EMLRETE CAS BRESHRE, RERALEFHATHAHN,

BIZRVEVTZHRETHRIC (S) BEFZEFARTS.

BREKRRTIE,

- HEFORE
(L)
RX(15) OF 127 ... AN ===> AQ
i . o e,
F NH2 g F\\Tﬁfi\\ﬂ//JL\\NHz
\ \Hﬁ/H - (8) : Ng/NQj:/»\\%:/o

(15) i

AN

RX (15) RCT
RGT
PRO
SOL

AN 122590-80-1

AR 359-48-8 F3CCO3H
AQ 122590-81-2
715-05-8 MeCN

%0 63y

.................................

- (S) BEF <« ERRERRICOAFRAIIEREF

- A—RIE (—EREREEIVERERIE) PORIGYEERYDIEELE-EREN
AISADHTRELTEY, DLEEL—DRRERFIHABICHERETSCLE (IVEVY) &

FHELTRRETDESR.

- (L) BEF

- HBORFLAEELGVWEREZBRRGDES.

- RIELGVWEREDFAZIEETAES.

- BEDOERELREYPCEANERAGHETRRETIES.

- RIBATYTH (/NS), CAS EHRBESRRLEAEDLEDLHE.

- (A) BEF

- £EYMPOEREE (/FG.FORM Ik /FG.PRO) LFDNEREHAETDHEDES.

- AND EE¥F

- ERER PEOBHREMEASHETRRIIES.
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B CASREACT Z71/L

RRERZEOHE

B ERERERH H£E 20011 £ 3 ARE)

EREEMRBERE 1 BFR 1 TGS 1 THRE (SEARCH)] HIZVICHLTEREESINS.
- BEHOEREZINALTRRITIEEIE, BE3X—DONEMATHEET S.

=> S PRIMARY AMINE/FG.RXN (S) NITRO/FG.FORM <« 7 EIADEFEEBFHIFEZIAS

=> S PRIMARY AMINE/FG. RXN

=> S NITRO/FG. FORM EHEABFHIZEHELINSE
=> S L1 (S) L2

- IREIZEH T BTs—ILK (/FG.YD, /FG.YDT) IZDW\TIE, BEREEBREHNTIILGEED
BRREBHENEESINDS.
B BEMLGENA

- BERBEENS O HTLERERRMEIRESNS. STNindex ZFAITIIE, HEFHME
DHT, HOMLHBRIERRZEHEETED.

=> IND CASREACT LCASREACT <« S7Nindex [ZAE/IZ/% 2 DULDZ 7L I FHEET S

=> S PRIMARY AMINE/FG.RXN (S) NITRO/FG.FORM — Ey FHHEFREZT S (EH)
621  FILE CASREACT — CASREACT Z 7 1 /LoD [a] & # #

1 FILES HAVE ONE OR MORE ANSWERS, 2 FILES SEARCHED IN STNINDEX
L1 QUE PRIMARY AMINE/FG.RXN (S) NITRO/FG. FORM

=> FILE GASREACT

=> S L1 — | HFEETEHEFTS
L2 447 PRIMARY AMINE/FG.RXN (S) NITRO/FG. FORM

BREBICEDIIBILDLAHINEZHERTH=OIZIX, ELXDKREIT«—ILFT EXPAND
45 =KL, BEEE D /FG J4—ILRTIX EXPAND TZEZ4LH.

=> E ACETAL/FG.RCT 5 — RIEYFDERERZ v —I F
E1 1010 1,4-C4S2/FG. RCT

E2 3234 1, 4-C5N2/FG. RCT

E3 53320 —-> ACETAL/FG.RCT

E4 129066 ACETYL/FG. RCT

E5 178170 ACID HALIDE/FG.RCT

- BEREEAZEO—EI(X => HELP FGA, BEREEVSARAEND—EBEELEEIEL => HELP FGC &
ANTHERTENS.
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B CASREACT Z71/L

REH - BERRERE

B BEFREENASERERFOEMAZERTHIENTES.
© TA—FaA—FOREFERANTIC, A TSIV THEITERTES.

A—LOIVEVTERET HE BULGIT—ILFa—FORBEBEEFEELERKA
BEIERSND.

1 1
KETONES —— = SECONDARY ALCOHOL

B s AR (TG TR
LACTOMNE
IS L R -
163 1 R E & THE

@ 7yTR—K

=> que LACTONE/fg.non (L) (KETONES/fg.rxn (S) SECONDARY ALCOHOL/fg.form)

L1 QUE LACTONE/FG.NON (L) (KETONES/FG.RXN (S) SECONDARY ALCOHOL/FG.FORM)
I BRI A EBIFEEAS

GE) IRELH (/FG.YD, NONE/FG.YDT) IZ&LARE XER TEALY.

B REH  SOMNEET, 7hEEZR/RTLI-NAAERITIRLERET D.

D |FGlzruvsLT BEEBRERXERE—FICHYEZD.

6 5 'EE - [ (1) #Standard# ] H = I
g B REED PEED FOL-L Easly) FnP BTN ek ALHHD 2] x|
D= BS K=ol ek Yo ¥ B2
I i ———————— ~—~ =
<)
AR \
= BEERARIVN
= |HIHD
ﬁ Fg (Functional group)
A KRRV ED Y
_’ -~ >
BREERAARIVH
220 FOTF1D12H%B
C#*X /
fg,
A
\/ I

am -
e T T T s
|
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B CASREACT Z71/L

@ [FGlrscsmicERaha T T RBIAAAEE DL HE, BERERDYR A
ETANG BRESERRLED ~UULY—LTHETS,

O

O

@ BELEREZINTAANLT XMEERTSE (RVREFFIYITHRAEIILIADT
A—LHABEBEESIND).

(: ) LACTONE
[E3=tulnkd”

BEOEREE OR T
f FEHLRFICHERT S
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B CASREACT Z71/L

@ O—LOEENALELGERREICEAENO—LEEET S EREEITL—Too—)L
T, ZOERENRICICEESTEINESIHADIEELTES.

W B REE) 00— )LER

- FE M-I AREPIETE

~ B D Sy TARIHEPIF 2L, BRI

( > p— BTGRP

HIL - R AR TRE

O IR GAEE
g LT R
R TR D'Jgg?[IEEEMEF'[CTiEb. RIET

 EEOD—Ib %’EET}%I&EM IR AR

C ¢ EEEseed ) HI - RFEREE Lt
oK |

® RYEVHTY—ILEII)VILTHORIETIERELEIVVILT, IvEVTEETE
T5.

LACTONE
IS L hE

O

® ERMNTETLED, J7MILERETS.
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B CASREACT Z71/L

@ BMX DR

- AALEERERZARIVIVVITEHE, FRTHBEDEREHIDTES.

LACTOME
FRIGIERAS Lz B

©\7{:‘|’7'J‘y7

- BEERXZEREFLCHD TERRXTER — STN OERREITUNERS] X177 56L&,
Ty7O—REh2BERRXOERATES.

LACTONE

Tyv7O—FEnBEMX

-

RS L, v C>

/
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B CASREACT Z71/L

STN IZHEE# LT CASREACT J7A4IICAY, BELEFERXEZ7Yy70—F9 5.

O Cifzorwa—r |

=> que LACTONE/fg.non (L) (KETONES/fg.rxn (S) SECONDARY ALCOHOL/fg. form)
| BEBEFTEIAS
L1  QUE LACTONE/FG.NON (L) (KETONES/FG.RXN (S) SECONDARY ALCOHOL/FG.FORM)

= S L1 — | BETHET S

L2 1332 LACTONE/FG.NON (L) (KETONES/FG.RXN (S) SECONDARY ALCOHOL/FG. FORM)
=> 812 (L) 1/NS — —BRERIEIZCRET S

L3 1229 L2 (L) 1/N