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Q&A

CAplus 774I)LT B XEERETNIX, CASREACT 774/ TEYLT S

EE>ITATEENFTIH?

LWWA, TRTEENDEIFREYFEEA. CASREACT T74JLIE, CAplus 77’()1«3

[SHEARTREFEINTWALa—FEIEIDEZWNTT A, CASREACT 7/ I/ILEFESE
CAplus Z7MILDREBETIEBONEM > EERXEMAEONIBEAHYET.

BEFH: TAXOL ICBHIHERMNNEERBENICHETS

L1
RN
ED
CN

Absolute stereochemistry

FILE REGISTRY — REGISTRY Z 714 IIZA B

E TAXOL/CN 5 — IELFEYEEHE EXPAND T8
TAXOID OXYGENASE (TAXUS CUSPIDATA CLONE F9)/CN
TAXO1D-14-BETA-HYDROXYLASE (TAXUS CUSPIDATA)/CN

TAXOL 2’ - (2-HYDROXYETHYL SUCCINATE) /CN
TAXOL 2’ -CARBAMATE/CN

1
1
1 —=> TAXOL/CN
1
1

S E3 — EEETHRFSS (670 A)

1 TAXOL/CN

D — IDE ZFHBRATHET S (260 H)

ANSWER 1 OF 1 REGISTRY COPYRIC
33069-62-4 REGISTRY

Entered STN: 16 Nov 1984
Benzenepropanoic acid, B-(benzo
(2aR, 48, 4aS, 6R, 9S, 118, 12§, 12aR, °

\ | FFVILDOERXBERBNICRETD
BEIE BECKNPNFLEOTRET D.

l
NE—RDETIERNMEDORRETL

Rotation (-). FNODEREL—RICRETHELND

*%PROPERTY DATA AVAILABLE IN THE ' PROP" FORMAT#x*

=
L2

=> SLIOR L2

L3

S 33069-62-4/CRN — ## CAS

140 33069-62-4/CRN

141 L1 OR L2

BERESRFZT 5 (FH)

— RFV—NEZBEAYEDEETEELDH S
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=> FILE CAPLUS — CAplus Z 71 ILIZA B

=> s L3/P — /P TEREXBEZRFT S (FH)
L4 1542 L3/P

=> FILE CASREACT — CASREACT Z7 1 /~A 3B

=> s L3/PR0O — /PRO T BREXBEBRETSE (3 860 AH)

L5 84 L3/PRO

JO

) CAplus 77/ J)LMDEIZE &, CASREACT TJ74ILD
EZEZFEDB

=> FILE CAPLUS — CAplus Z 71 ILIZA B

=> S L4 OR L5 — CAplus 774 IL&E CASREACT Z 7 A L DEIEFFEHE (FEH)
L6 1547 L4 OR L5

=> S L5 NOT L4 — CASREACT Z 7 4L TDHE v + L /=[5

L7 5 L5 NOT L4

=> D SCAN TI CC — EBEL O IEFRETE (BH)

L12 5 ANSWERS  CAPLUS COPYRIGHT 2008 AGS on STN

Tl Synthesis of congeners and prodrugs. 3. Water-soluble prodrugs of taxol
with potent antitumor activity

GC 30-20 (Terpenes and Terpenoids)

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :4
L12 5 ANSWERS  CAPLUS COPYRIGHT 2008 ACS on STN
Tl Novel chemistry of taxol. Retrosynthetic and synthetic studies

GC 30-20 (Terpenes and Terpenoids)

L12 5 ANSWERS  CAPLUS COPYRIGHT 2008 ACS on STN

Tl Process for the preparaty f beta-phenylisoserine derivatives and their
use in the preparation o Iog;aaddu.aa:iua.:axana derivatives

CC 34‘2' (Amino Acids, Pepti CASREACT 74 DIESH, vt 8N DE<TE
Section cross-reference (5 CASREACT 77/ L DHTEYRS 2EELHS

L12 5 ANSWERS  CAPLUS COPYRIGHT 2008 ACS on STN

Tl Method for synthesis of Paclitaxel and Docetaxel

TIP XU B XEILEFRFERIEILDERDI=ODAE [HHER]
GC 30-20 (Terpenes and Terpenoids)

L12 5 ANSWERS  CAPLUS COPYRIGHT 2008 ACS on STN
Tl Total synthesis of taxol
CC  30-20 (Terpenes and Terpenoids)

ALL ANSWERS HAVE BEEN SCANNED
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EHIEERGERIC
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B CAplus/CA J7AJ)L& CASREACT J7A4ILDUIEZFAHNEDLLE (2008 &£ 8 AIRTE)

®

15 B CASREACT CAplus/CA
. 1808 4 LL[%
I §-¥- 1840 £ LI (/P B EESATNEDIE 1907 & LK)
19 53 3 67 A (La—F%) 460 F#H (/P AftEShTLWALa—F#)
: 1,500 75 (HEREE- 2B RSH) —
HEERD | L .
23 4 a 4 b A4
SHBE | (CA BN TOE—HoLa—k ) | CARBNROEE-LEHENE
M- ESHEOHD TR
—HOXEIET A TORIE FHEICHEEL:, EEHDHLIE
2158t - 1985 ~ 1990 E£ETORIGIEH MM/ ESHEDOHIYE
U P RTTERCREROWE G| s gmiconTis, gRmCHET—5
HICHENEOEREDHERETS B R)
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HEYIE SN TLAL
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LEXE
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INELEXICTHE S HNILINE N R AE R (LA > TLAL
- LSEOEHREMALE. BELRIS - CAS O—)LEAWLNIE, HBIEE
BERATEE 1% R AVET B
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LIV, CAplus T7AILERREIH# NELDDT, CASREACT F7 /LT

DHWFEEIN TV RICHERLH S




A ERMERELERRER

CAplus/CA TJ74J)LE CASREACT J7A4I)L

*1 CASREACT 774 DINERERIZKDLEE

£K Xt & 3k IR 8% 9 B RIS

1985-1990 4 FEMEELN 100 3 (FIcEHILEEEIVIY) X P DT RTORIE

TRTOMBERX (EITHERIEFEEIDY)

S| & O eb - s
1991 AR 1991 £ 1 B 1 BUBKRTOHN RRHCRRODHERG

(EICAR®IEZEYIVIY)

e InfoChem/INPI R D1E3R (39 30%)

(1840-2000 %) Biotransformations datab_ase O{ﬁgi}iﬁf\
(CA [ZIRBFEN TV DM/ FHDARR)

¥ oA EF BERXCHFEIELIINTENE (EDYaY) 187 £1LE,
AFRLELZE S2FIEE TRAMNZ-LZ2IZ YE-ER-SWIEZD5 20€03y
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Q
CASREACT 77A4)LIE, —EHDEROEBRINEKICEWNTIE, B/ ESHED
HEIZhIDOT, RIGEREZINEZLTLS

* 2 CAplus/CA 774 JILTDH B X Hk
CAplus/CA 774 TIE, 8B X#kIZ REGISTRY J7AM/LD L BEE/P TRETES.

- /P &, /PREP (CAS O—JL) IZRILERIZHS.
f=1ZL, /P IZEHR =AY, /PREP (IBRFREBEHN 1 BLEEINIDTEE

- BEICBH9 % CAS A—JL

RiEA E & Hm
PREP |[Preparation 2 & 1907-
BMF |Bioindustrial Manufacture | bFMTE4EE 1967-
BPN |Biosynthetic Preparation =R (=R 0 R 1967-
BYP [Byproduct Bl & 1967-
CPN |Combinatorial Preparation |AYEFRJFILTIAMN)—IZLBER 2002-
IMF  |Industrial Manufacture bR TS E 1967-
PUR |Purification or Recovery b 1967-
SPN |Synthetic Preparation [[4=28=g57 1967-
PNU |Preparation, Unclassified | L& L4 D& & 1967-2006

/P #HWDE, EEERUSNDER AR, CASREACT Z74JILTAFLIZLL
Q@ THEHNEEREDXMEOHOETAFTES.
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CAplus/CA TJ74J)LE CASREACT J7A4I)L

B CAplus/CA 77 ILIZRIGTERMAUNER SN TULVEL L O—R4F]

BHE-RESNTOEDREFRERE

KMH N—-—ZFNW—N-— (2—AFNTz=)) —2-F5FFIF

4AD0O075 Ak kb1 2o b vEE1 2. 0g (0. 139 F)N) X
5C~10ClcwmiALk, WHPFT, —5~15CTHEFA=)17. 17g (0. 14
4 EN) EETFUR, —5~15CTTAMMMIPL. 1. 8~4. 6nl  min®ilE TE
FHAESHMBELL

kbrzrz2.34glcN—ZFNV—0o—kA¥r17. 91g (0. 132%F)NL) &
. 26 %KEEEFTFUDTLKBEHRTS .3 gEMAEB®RIC, 5~20CT, Flc@@EL
fezob=boy FoOFIEERAERFLE, FLTY1 .8ml THEIOU FE@EEL

rE#BEREBL. EEB®ICHEAL, 5~20CT. 307MMAELRE,

REYADCHFMEIN—ZFIL-—N— (2—RAFATxz=)) —2—-7T5FF+3IF 96
THCCEEEmMETH), HElkEMAmME 2. 1% KEMEFEO. 01% THoizs
CORBITA(TAR,. N—TFNV—N—-—(2—=RFNT7z=NV) —2-TFTF+IFR
18. Twth, FJT> 2 4. 9wtk NaOH 9. Owtk, 7K 3 8. 6wth, NaCl 6. Owt
% MEFTL) 1 44g2T7SA0cERrH, BEFEHATLLE, EEY ALY Y
WrVZFLTYEZYLE 2. 5gHMLT. 55CETHIEBL. 50~60CTT

AU MERELE 6 ~9KFMITo . ‘

REXABN—ZFN—N—(2—AFNTz=)) —2—-FTFFIF 98. 6%(CCHH
EE#MES®R), BEkEMMAERB NS, KEMERZO. 02% Tho iz,

AN 145:356517 GASREACT Full-text
Tl Preparation of high-purity N-ethyl-N-(2-methylphenyl)-2-butenamide

PATENT NO. KIND DATE .APPLICATION NO. DATE

Pl JP 2006249039 A 20060921 JP 2005-70976 20050314

IT Alkali metal hydroxides
RL: RGT (Reagent); RACT (Reactant or reagent)
(preparation of HCl salt-free ethyl (methylphenyl)butenamide)
IT 56-37-1, Benzyltriethylammonium chloride
RL: CAT (Catalyst use); USES (Uses)
(preparation of HCl salt-free ethyl (methylphenyl)butenamide)
IT 483-63-6P

RL: IMF (Industrial manufacture); PUR (Purification or recovery); SPN

(Synthetic preparation); PREP (Preparation)
(preparation of HCl salt-free ethyl (methylphenyl)butenamide)

IT 94-68-8, N-Ethyl-o-toluidine 3724-65-0, Crotonic acid 10487-71-5,

2-Butenoy! chloride
RL: RCT (Reactant): RACT (Reactant or reagent)
(preparation of HCl salt-free ethyl (methylphenyl)butenamide)

IT 1310-73-2, Sodium hydroxide, reactions ‘\\_f) s = —
RL: RGT (Reagent):; RACT (Reactant or reagen q:FE'E]ﬁStb\'ﬁ_%%ﬁ'H’Eéhtl’\
(preparation of HCI salt-free ethyl (methylf &L =&, BE (PREP) &LTIX

RElShTULVEL

RX(1) OF 3 A ===> B..

HO/*J\/\Me CIAu\/\Me

1
A 5—2%;> B
RX (1) RCT A 3724-65-0
RGT C 7719-09-7 S0CI2
PRO B 10487-71-5
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R DB R

1338 J. Org. Chem., Vol. 48, No. 8, 1983 Madison, Chen, and Keehn

--T o topuingol (2) undergo reaction, collisional deactivation by the increased

! o) gre, gyt oromsrsane concentration of product molecules occurs.'®

Lope Infrared laser irradiation of 6.9 torr of 3-butyn-1-ol (2)
at 1064 cm™ (C-O stretch) resulted in the formation of

ot ° ° ° allene and formaldehyde as the only observable products
(eq 5). This behavior paralleled the thermal chemistry

0
/O\H a Zy 7
- _Z 5)

=

EY ~
T T

v

anecgy abserbed tioulen)
LS : .

of 2 as reported by Viola et al.® After one pulse, with a
Tluence of 1.24 J/cm? the conversion was 14% (F in'_]m 1.
g s ¢ After 10 pulses the conversion reached 46% and after 100
pulses it had risen to 68%. A falloff in conversion ap-
peared to have been approached between 200 and 3&
_Dulses as it only increased from 77% to 79% in this range.
The energy absorbed by 2 showed a smooth decrease from
the first pulse where the absorbed energy was 0.83 J to the
ke last pulse, which absorbed 0.53 J (Figure 2). On a per mole
. basis the energy absorbed during the first pulse corre-
i . 2 e sponded to 81 kJ or an average 6.4 photons/molecule. It
0. of puises is apparent tllxsat thg lower }clonverailion of 2 relagive lt):odl l;n
s . . " : the initial pulse is due to the smaller energy absorbed by
Figure 3. Energy absorbed vs. number of pulses for 4 and 5 the former (83 vs. 103 kJ /mol) and probably can be at-
yield in the isopulegol experiment must be taken as a general tributed to differences in the absorbances of 1 and 2 at
indicator of the extent of reaction. 1054 emL,

>

)

Y
T

AN 98:159920 CASREACT Full-text

Tl Organic chemistry by infrared lasers. 4. Laser-induced reactions by
B-unsaturated alcohols

AU Madison, Stephen A.; Chen, Ruth; Keehn, Philip M

CS Dep. Chemical, Brandeis University, Waltham, MA, 02254, USA

SO Journal of Organic Chemistry (1983), 48(8), 1336-40
CODEN: JOGCEAH; ISSN: 0022-3263

DT  Journal

LA English
CC 22-4 (Physical Organic Chemistry)
ST laser photolysis unsatd alc

IT Addition reaction
(ene, retro, laser-induced, of unsatd. alcs.)
IT  Cope rearrangement

(oxy-, laser-induced, of unsatd. alcs.) _ _
IT Alcohols, reactions L—H—ThfEdTdHLENS
RL: RCT (Reactant); RACT (Reactant or reagent) f TE®E] &LLTHSI
(unsatd., laser—induced reactions of)

IT 89-79-2  627-27-0 924-41-4 927-74-2 5557-87-9
RL: PRP (Properties)

(laser-induced reaction of)

RX(3) OF 11 D ===> B

Hr Oz (=CH H2C=£=0
(3)
D —= §iep 704

RX (3) RCT D 927-74-2
PRO B 50-00-0
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BED=HDE KRS

Derivatization

Trimethylsilylation. We added 50 pL of BSTFA/TMS to
the extract in a_5-mL _coni
tube, and incubated the sample in a 50-60 °C heating

block or water bath for 15 min. The was
vortex-mixed and cooled before GC/MS analysis.

Methylation. The dried extract in a 5-mL conical tube
was vortex-mixed with 1.5 mL of 4 mol/L methyl iodide,
after which we added 0.5 mL of 0.01 moV/L tetrahexyl-
ammonium hydrogen sulfate. After vortex-mixing the
sample for § min, we ferred the lower ic layer
to a 15-mL d-bottom tube and evaporated the sol-
vent under nitrogen at 50 °C. We added 1 mL of hot
saturated silver sulfate solution, vortex-mixed for 1
min, then added 600 uL of toluene followed by vortex-
mixing for another minute. The upper (toluene) layer
was transferred to a 5-mL conical tube and evaporated
under nitrogen at 50 °C. The resulting product was
reconstituted with 20 uL of ethyl acetate before GC/MS
analysis.
GC/MS Analysis

Analyses were performed with an HP 5890 gas chro-
matogmph mterfnced to an HP 5790 mass selective

tt-Packard, PaloAlto CA). The gas
h was equipped with a J & W (Folsom,

CA)13m 1 X 0,25 mm (i.d.) DB-5 (5% phenyl polysilox-
ane phase) fuged silica capillary column (0.25-um-thick
film). The injection port was equipped with a split
silanized glass insert packed with OV-101 (80/100
mesh). Helium was used as the carrier gas, with a flow
rate of 1. Oml'../mmandasplitraﬁo of 10:1. The injector,

h +

teg

150 209
Hass/Charge

N

T8 Comen 313

Mzssi

™~ m/ N

F OO

W b .115‘-—-

147 "

\-Ju-—

124

e

l 375 l l

4
/

l

oven, and interf; were d at
270, 250, and 270 °C, respectwely
'!'hema.sn-selechvedehechrwasusedinselectedion

122 I‘B ZIE ISE 3e@  35e  4ee  4%@’

Hass/Charg

fm.z.mmmmmmwmomw

monitoring mode (dwell time 50 ms) to itor the
AN 115:173992 CASREACT Full-text
Tl Enzymic digestion, solid-phase extraction, and gas chromatography/mass
spectrometry of derivatized intact oxazepam in urine
SO Clinical Chemistry (Washington, DC, United States) (1991), 37(9), 1595-601
ST  oxazepam urine benzodiazepine metabolite mass spectroscopy; gas chromatog
oxazepam urine benzodiazepine metabolite
IT Urine analysis
(oxazepam determination in human, by gas chromatog.-mass spectroscopy)
IT 604-75-1, Oxazepam
RL: ANT (Analyte): ANST (Analytical study)
(determination of, in human urine, by gas chromatog.-mass spectroscopy)
IT 12794-10-4D, Benzodiazepine, derivs
RL: ANT (Analyte); ANST (Analytical study) .\\bmatn — — -
(determination of, in human urine, by gas chr Eiﬁ?iffwﬁﬁélm * DT,
oxazepam formation in relation to) 7] R Jh-
g RGERELTIE, REISNT
RX(1) OF5 2 A + B ===> ¢ L
CI CH3 Ph Ph
cl - Cl
H3C/ \CHS = M%SI/Me N
2 A Ha Me— 0
0 Me
. *Si
H /
(M Me Me
B —> ¢
RX (1) RCT A 75-77-4, B 604-75-1

PRO C 55319-93-2
CAT 25561-30-2 Me3S

iN:C(CF3)0SiMe3
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CAplus/CA Z74ILDFEWNA

B CAplus 274 TOERXEDIEE

(

=> FILE CAPLUS

=> S REGISTRY 774D L FE/P (EH)
=> D BIB HITSTR (488 M)

- /P EDIFDHE, ERT 1907 FLUBROERXEICKRYAL ZENTES.
- ARZADE TR T HITSTR, FHITSTR (331 H/#)

- BERRGE, S<OMEZIARFT—N—RRBLELEESBEICTHIZAN

AN 2002:169562 CAPLUS Full-text

DN 136:216527

ED Entered STN: 08 Mar 2002

Tl Preparation of 2,2 -dihydroxybiphenyls from phenols
IN Takuma, Yuki; Tanaka, Yoshiyuki; Nakashima, Iwao; Kasuga
PA Mitsubishi Chemical Corp., Japan

EvkLf= CAS BEHRBEESNNAS

CC 25-10 (Benzene, Its Derivatives, and Condensed Benzenoid Compounds)

FAN. CNT 1 _—
PATENT NO. KIND  DATE APPLICATION NO. DATE <

Pl JP 2002069022 A 20020308 JP 2000-260602 20000830

PRAI JP 2000-260602 20000830

0S  CASREACT 136:216527; MARPAT 136:216527

AhENTEH, EABHELRANID

AB  Oxidative coupling reaction of phenols is carried out in a batch or a continuous flow process in the presence
of catalysts using 0 as an oxidizing agent, wherein 0 concentration in the reaction solution is adjusted

to <33 mg/L until phenol conversion reaches to 70% (in the batch

ST biphenyl dihydroxy prepn phenol oxidative coupling; phenol oxidative coupling oxygen concn
IT Coupling reaction
Coupling reaction catalysts
(oxidative; preparation of dihydroxybiphenyls from phenols)
IT Amines, uses
Transition metal compounds
RL: CAT (Catalyst use); USES (Uses)

(preparation of d |7 6390-68-7P, 3,3 .5,5 -Tetra—tert—butyl-6, 6 —dimethyl-2, 2’ -

IT  Phenols, reactions
RL: RCT (Reactant);

(preparation of d
IT  110-18-9  7440-50-8 PREP (Preparation)

RL: CAT (Catalyst us (preparation of dihydroxybiphenyls from phenols)
(preparation of ¢ RN 6390-68-7 CAPLUS
IT 6390-68-7P, 3,3',5,4 CN [1,1" -Biphenyl]-2,2"-diol, 3,3 ,5, 5 -tetrakis
(1,1-dimethylethyl)-6,6 - dimethyl- (CA INDEX NAME)

dihydroxybiphenyl

t-Bu

RL: IMF (Industrial manufacture); SPN (Synthetic preparation) ;

HITSTR

TNzzx

EvkL7z CAS BEHESL,
## (CAFESIRB), BEMN
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CASREACT 774D EWNA

B CASREACT 77/ TOERXMDBRE

~

C> FILE CASREACT
=> S CAS &4$&ES/PRO (930 FH/CAS &H(&ES)

Fi-1%
=> S REGISTRY 774D L &S /PRO (3,860 H/L &F=)
\:> D BIB FHIT (450 M/#) j

B KAk
- CAS &8 ES (HBHULL, REGISTRY 7LD L FE) [T /PRO 2DITTHRETS
- EEMERBHHSFBRERTELL.

+ CAS ZRRFEEBRESL, REGISTRY Z7MIALDIORA—NN—RETIX, BEHELS.

- 5 MBLEDES — REGISTRY Z7M/ILDEEZ VLD L BE
Q‘Q - 4 YMEBELLTDIES — CASREACT J7AJILTCAS EHBEEEAN

- CAS BHRBEEIC, EEO—IILEEETHAHE (930 A/ 1 CAS EHRES)

=> S 50-00-0/PRO — FNALATFILTERFELEYE T ERE (930 H)
L1 462 50-00-0/PRO * DR (HIfr&/z CAS BEREEL TORFEXTELLY)

- REGISTRY Z7/J/LDEIZtyrD L FEICO—ILEZHRETSHHZE (3,860 /L FS)
(AZtEybE, BERZEDHERTH BERRDOBRETELLY

=> FILE REGISTRY — REGISTRY Z 714 IIZA B

=> S FORMALDEHYDE/CN
L1 1 FORMALDEHYDE/CN

=> FILE CASREACT — CASREACT Z 714 ILIZA S

=> S L1/PRO — FINALATFILTE FELEYET SR (3 860 )
L2 462 L1/PRO

10
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CASREACT 774D EWNA

B CASREACT 77/ )L DLa—F&EXRTHRA

AN
Tl
IN
PA

CC
FAN.

Pl
PRAI
0S
AB

ST

136:216527 CASREACT Full-text

Preparation of 2,2 -dihydroxybiphenyls from phenols BIB
Takuma, Yuki:; Tanaka, Yoshiyuki; Nakashima, Iwao; Kasuga, Yuzo; Urat
Mitsubishi Chemical Corp., Japan ABS

25-10 (Benzene, Its Derivatives, and Condensed Benzenoid Compounds)
ONT 1 IND

PATENT NO. KIND DATE APPLICATION NO. DATE

——————————————— - T - RX

JP 2002069022 A 20020308 JP 2000-260602 20000830 -
JP 2000-260602 20000830

MARPAT 136:216527

Oxidative coupling reaction of phenols is carried out in a batch or a continuols flow
process in the presence of catalysts using 0 as an oxidizing agent, wherein\0
concentration in the reaction solution is adjusted to <33 mg/L until phenol convérsion

reaches to 70% (in the batch process) or after the reaction reaches

bipheny!| dihydroxy prepn phenol oxidative coupling; phenol oxidative coupling lbxygen

Copnling roontiop

\_

/SCAN KIAERAT vl EREEER CHRRETIIENTES. \

RGEHRERRTBICE, FHIT RRAEXLGAERIGEREARAD
xXrREREAWS

REEROXRFER L EFHFERIARTINAGLOT, BIB ¥ STD
HE HAEHETERTTHELL. (FCRDREF, ALL RRE X FRC)
ALL R RERIE, XHBEREITRTO—EBRIENARTRTINDS.

- Kﬁﬁ':F'0)?"*‘10)&J'u'Sh‘ﬂlﬁéhflﬂé#’)H"C**(:J:UL\T:&), :

BEFIFAELS, RHETHERITS. Q@j
Preparation)

IT

RX (1) OF 1 2 A ===> B

(preparation of dihydroxybiphenyls from phenols)
497-39-2, 2,4-Di-tert-butyl-5-methylphenol
RL: RCT (Reactant); RACT (Reactant or reagent)
(preparation of dihydroxybiphenyls from phenols)

Me
H Bu-t
HO
RX (1) RCT A 497-39-2 elELD 83%

RGT C 7782-44-7 02
PRO B 6390-68-7

CAT 7447-39-4 CuCl2, 110-18-9 TME
SOL 67-56-1 MeOH CASREACT 74L&, AF—LDKT

RISEHREREL TS

11



A EHYEEEL-BRE
CAplus 774J)LE CASREACT J7AILD# A

B &%, CAplus/CA 774 TEvrLT-E& &, CASREACT 774/ TEYhLE=RIZIL, EEN
FEITS.

CAplus Z74J)L CASREACT Z77AIL

ERLEEEIRR, £bb
N—FADI7AILDHT
RERLEEIAEFH

B EERKRE 1. TERETRIEFEBRELTRTLEVEGS.

CAplus/HCAplus Z71JL

CASREACT
71

=>S L1 NOT L2

BIB HITSTR X#J X#J BIB FHIT KW‘J Xiﬁk‘J

KX 8 ¢ xrm | A

- CAplus/CA 774 TERX B EHRFR L%, CASREACT 77/ THLRETS

+ CASREACT TRIGEHER LI, (H) CAplus Z7AJL~, CASREACT F7A4ILD
L F5%970XA—/N—L, (H) CAplus Z7A4ILDEIZMNSEKRL. (ZCAplus TZ7AILIEXAT)

* CASREACT 774JLIZ, CAplus/CA F7AILEYBRERTTEBELITA—ILEA DD T, HKAH
EITWVFWEEITIE, F0 2 OAFEZFIALEIESHALL.

- CAplus/HCAplus/ZCAplus 774 )L MDEIZ%E CASREACT J7AILIZYBRA—/IN—F5Z¢&
[XTEALY. (CA/HCA/ZCA (LT[ 8E)

12



A EBYMEEELLERR

CAplus 774J)LE CASREACT J7AILD# A

B EERE 22 ARXBERRELEZR, SOITRYRAAVES.

CAplus/HCAplus Z74J)L

CASREACT
] N . 77’()b
JP

=>S L1 OR L2 (L3)
=> S L3 AND JP/PC

Xk | | x# _ )
p | BIB (HITSTR) {xfiz

+ CASREACT 774 TIE, TiEDOBFRITTEALHWL

- WNSEHHFOBRER (/PY, /PC, /PK ZHWAEEHHMICTR—vI8HREICHS)

- IPC OB E
- #HIEE (/CT), £#4 (/CO) DIY—SREF--BE
- IT I4—JLFA®D CAS &4 EBE S, CAS O—ILORE

3

)
<‘§-2 BWYRAHT=-INEZIZIE, (H) CAplus T7AILTRAAEITS

+ CASREACT THon=HEZERTETIC, TDOFEFF (H) CAplus F7AILAYORF—/A—L
(H) CAplus 74 DEIZEEHDHES. (ZCAplus T7AILIEXTAT)

- CAplus 7ML TlE, EHBEHRER B LIETESM, CASREACT 7ML D R 1EHR
#RABTEIETELL.
- (H) CAplus/(H) CA 774 TIX, RIGTEHRMNUINER SN TV =8, KRR TEHLY.

- RIGTERERTIELULMEAIZIX, HCAplus 774J)LD DN % HCA J7AJLIC
/AN T TRANFER 95%. (%5UL\(&, SELECT av > KFRERWLS.)
ZLT, ZDHEERED L S % CASREACT 774 )LIZYBRA—s/8—L, CASREACT 77
AILTEYRLIEZTDEE LN TEDENIE, RIGEHRERTTESD.

13



A ERMERELEZRRER

mEF 1

B RERF 1. HEIBEEZEIDLEMOERNBMEARS. TEHRYRKERTRRLEW

:Z TEBRYBILCERXEZRET HEE(X, CAplus 774JLE CASREACT I7AJ)L

R EGETBELL.
Rl ELTRTT BB S (L, CASREACT J7AMILTETIERTTHELL

=> FILE REGISTRY — REGISTRY Z 74 ILICAB

=>

Uploading G:¥Documents and Settings¥My Documents¥STN Express 8. 3¥Queries¥EXAMPLET. str
L1 STRUGTURE UPLOADED

=> D QUE L1 — BEERRAEZZRFL THZET S (FH)
L1 STR

0

/

—

Structure attributes must be viewed using STN Express query preparation.

= 8 L1 — Y2TNBEFE (FH)
FULL FILE PROJECTIONS: ONLINE #*xCOMPLETEx**
BATCH  **xCOMPLETEx*x*

(2]

PROJEGTED ITERATIONS: 101184 TO 109896
PROJECTED ANSWERS: 15894 TO 19460

L2 50 SEA SSS SAM L1

=> S L1 FUL — TLTFALNEE (23 200 H)
L3 16696 SEA SSS FUL L1

=> FILE CAPLUS — CAplus Z7 4 INIZA B

=> s L3/P — /P TERXHIZCIRET S (FEH)
L4 1818 L3/P

=> FILE CASREACT — CASREACT Z 7 4 ILIZA B

=> s L3/PRO — J/PRO TEARXBIZBETS (3 860 )
L5 364 L3/PRO

14



A EBYMEEELLERR

mERH 1

=> D 3 BIB FHIT — 3 BZBEEDEEZF BIB FHIT ZRELTERTSE (151 + 299 = 455 A)

L5 ANSWER 3 OF 364 CASREACT COPYRIGHT 2008 ACS on STN

AN 147:541777 CASREACT Full-text

Tl Preparation and Optimization of a Series of 3-Carboxamido-5-
phenacylaminopyrazole Bradykinin B1 Receptor Antagonists

AU Dressen, Darren; Garofalo, Albert W.; Hawkinson, Jon; Hom, Dennis;
Jagodzinski, Jacek; Marugg, Jennifer L.; Neitzel, Martin L.; Pleiss
Michael A.; Szoke, Balazs:; Tung, Jay S.; Wone, David W. G.; Wu, Jing;

Zhang, Heather
CS Elan Pharmaceuticals, Inc., South San Fr: Z , _GA__94080,__USA

SO Journal of Medicinal Chemistry (2007), 56 . —
ournal of Medicinal Ghemistry (2007), ﬁlg;?[ F9. CASREACT J7/ILTHRFETS

RX(12) OF 132 ...B + AK ===> AL

Ph
//N N\\H//J::;::] N=
N )
R S
B AK ﬁlgé>
Ph
0 =
P
SR

AL

RX (12) RCT B 957134-37-1, AK 103343-47-1
RGT D 2592-95-2 1-Benzotriazolol, E 109-02-4 N-MethylImorpholine, F
25952-53-8 EDAP
PRO AL 796036-07-2
SOL 68-12-2 DMF
CON 18 hours, room temperature
RE.CNT 16 THERE ARE 16 GITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT

15



A ERMERELEZRRER

mEF 1

=> D 3 FPATH — 3 BEADEIEF FPATH Z7EATHERT S (449 H)
L5 ANSWER 3 OF 364 CASREACT COPYRIGHT 2008 ACS on STN

RX(116) OF 132 COMPOSED OF RX(4), RX(5), RX(6), RX(7), RX(8), RX(12)
RX(116) L + M + V + AK ===> AL

0 Ph
N
H3C— "*H 6
STEPS
L M v AK —

Gl 0
Ej)‘\\,{:
AL
RX (4) RCT L 198348-89-9, M 67-56-1

:Z /PRO THRELEHREICHL, FPATH R R XEHER 35L& CASREACT I71M/L
R DLa—Fd, ZOMENERINERROREIDIL—INRERTEINS.
DFY, FOMENEoN-XHPDOEERENHOMS.

— : T ———

STAGE (2)
RGT P 144-55-8 NaHCO03
SOL 7732-18-5 Water, 141-78-6 AcOEt
CON neutralized

PRO N 181585-93-3
NTE Fisher esterification

RX (5) RCT N 181585-93-3
RGT T 1333-74-0 H2
PRO S 632365-54-9
CAT 7440-05-3 Pd
SOL 67-56-1 MeOH
CON 2 hours, room temperature, 40 psi

RX (6) RCT S 632365-54-9
STAGE (1)
RGT X 110-86-1 Pyridine, Y 1122-58-3 4-DMAP

SOL 109-99-9 THF, 75-09-2 CH2CI2
CON 10 minutes, cooled

16



A ERMERELEZRER

mEF 1

=> D 167 190 218 BIB IND FHIT <« 767, 790,218 ZEEDEEZF BIB IND FHIT ZF-EATHFT S

(496 FH/f# x 3 =1 488 H)

L5 ANSWER 167 OF 364 CASREACT COPYRIGHT 2008 ACS on STN
AN 120:49812 CASREACT Full-text
Tl Metabolism of xenobiotics by Beauveria bassiana
AU Griffiths, D. A.; Brown, D. E.; Jezequel, S. G. CASREACT J74ILTDH
CS Cranfield Biotechnol. Cent., Cranfield Inst. Technol., EvkLizEZE @
Cranfield/Bedfordshire, MK43 OAL, UK N
SO  Xenobiotica (1993), 23(10), 1085-100
CODEN: XENOBH; ISSN: 0049-8254
DT  Journal
LA English
CC 10-2 (Microbial, Algal, and Fungal Biochemistry)
IT 9038-14-6, Monooxygenase
RL: BIOL (Biological study)
(cytochrome P 450-dependent, in Beauveria bassiana xenobiotic metabolism)
IT 604-75-1, Oxazepam 846-50-4, Temazepam 1088-11-5 17270-12-1
17311-35-2, 4’ -Hydroxydiazepam
RL: FORM (Formation, nonpreparative) .¥ R (BEMAETIEEN)
(formation of, from diazepam by Beauveria bassiana) *x 1094 EFELYFIL, aVF1—4
IT 3066-12-4 FILTYRLIZE->TH &
RL: FORM (Formation, nonpreparative)
(formation of, from testosterone by Beauveria bassiana)
IT 24579-14-4, 4’ -Hydroxywarfarin  119465-33-7 152129-34-5
RL: FORM (Formation, nonpreparative)
(formation of, from warfarin by Beauveria bassiana)
IT 9035-51-2, Cytochrome P 450, biological studies
RL: BIOL (Biological study)
(monooxygenases containing, in Beauveria bassiana xenobiotic metabolism)
RX (1) OF 3 5A ===> B + ¢ + D + E + F

Ph NLe Mng
- R G I
¢
i oL U,
e =, ol b
A H H e
A A A
Ph Ph Ph E Me
0 %
- cl - cl P cl lllii Q§j:/ [l[ii
Ho—ii>__ Ho—ii>__ _ ¢l _ cl
M e H ()l ()
B ¢ D o
E F

OH

RX (1) RCT A 439-14-5
PRO B 604-75-1, C 846-50-4, D 1088-11-5
, E 17270-12-1, F 17311-35-2 :3
CAT 9035-51-2 Cytochrome P 450 ) "
SOL 7732-18-5 Water, 64-17-5 EtOH < BREE-EMFEMERD
CON 48 hours, 27 deg C, pH 7 gL TLS
NTE regiosel

17



L5
AN
Tl

AU
CS
S0
DT
LA
CC

ST

RX (1)

A ERMERELEZRRER

mEF 1

ANSWER 190 OF 364 CASREACT COPYRIGHT 2008 ACS on STN
114:143377 CASREACT Full-text

CASREACT 774 I)LTMDH

Asymmetric transformation. IV. Formation of the opticall pwrL=-E%Z @

crystals of 1,4-benzodiazepinooxazoles

Okada, Yutaka; Takebayashi, Toyonori: Aoki, Seiichi; Sato, Sadao

Process Dev. Laboratory, Sankyo Co., Ltd., Tokyo, 140,
Heterocycles (1990), 31(11), 1923-6

CODEN: HTCYAM:; ISSN: 0385-5414

Journal

English

Japan

28-21 (Heterocyclic Compounds (More Than One Hetero Atom))

Section cross-reference(s): 22, 75

fluorobenzodiazepinooxazole conformation crystal mol structure; asym

transformation optically active benzodiazepinooxazole
Conformation and Conformers
Crystal structure
Kinetics of epimerization
Molecular structure
(of fluorobenzodiazepinooxazoles)
88195-91-9  132818-26-9  132818-27-0
RL: RCT (Reactant); RACT (Reactant or reagent)

(conformation, crystal structure, and kinetics of epimerization of)

24166-13-0P

RL: PRP (Properties); SPN (Synthetic preparation); PREP (Preparation)

(preparation and crystal structure of)
24143-15-5P  24143-25-7P

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT

(Reactant or reagent)
(preparation and epimerization of) N\

OF 1 A ===> B

CAplus 774 ILTIE
REI SN TULVAEL

F
ad -
LSS ™ >
H e Br
\
0 F

RX (1)

RCT A 59128-97-1 Z

PRO B 121179-88-2 Q =+ =+
SO 876601 Weon ~§;2 1985 ~ 1990 (&, FEHE 100 Zh,

ZETHIXNRMDT AT RIGEILER

18




A ERMERELEZRER

BmEH 1
L5 ANSWER 218 OF 364 CASREACT COPYRIGHT 2008 ACS on STN
AN 109:135068 CASREACT Ful l-text CASREACT 774 )LTDH
Tl Spectrophotometric determination of some pharmaceutical l{ EvkL=EZ @
compounds in their dosage forms
AU Hassan, S. M.; Belal, F.; Sharaf EL-Din, M.; Sultan, M
CS  Faculty Pharm., University Mansoura, Mansoura, Egypt
SO Analyst (Cambridge, United Kingdom) (1988), 113(7), 1087-9
CODEN: ANALAO; ISSN: 0003-2654
DT  Journal
LA English
CC 64-3 (Pharmaceutical Analysis)
ST  spectrophotometry nitro drug detn; oxamniquine detn spectrophotometry;
nitrazepam detn spectrophotometry; chloramphenicol detn spectrophotometry
IT  Spectrochemical analysis
(for nitro drugs)
IT  Pharmaceutical analysis
(nitro drugs determination in, spectrophotometric)
IT 56-75-7, Chloramphenicol 146-22-5, Nitrazepam 21738-42-1, Oxamniquine
RL: ANT (Analyte); ANST (Analytical study)
(determination of, in pharmaceuticals by spectrophotometry)
RX() OF 2 A === B N [AEoroormEoT S
Ph 0 Ph (ANST) OAO—)L%#% 5|
= ﬂi$§0 = N*\H
A (M B
RX (1) RCT A 146-22-5

PRO B 4928-02-3 z

‘{Q INFOCHEM B ¥ D K& it
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A EBYMEEELLER

mEF 1
=> FILE CAPLUS — CAplus 771 INIZA B
= S L4 NOT L5 — CAplus Z7 4 NDAHATE Y FLEBEIZIRET S (£FH)

L6 1478 L4 NOT L5

=>D 17242 1478 BIB HITSTR  — 7.7 242 1478 BADEEDZZIEHE £ v F L /-1EEF
FrRTE (488 FH x 4 = 1,952 H)

L6  ANSWER 1 OF 1478 CAPLUS COPYRIGHT 2008 ACS on STN

AN 2008:675038 CAPLUS Ful l-text

DN 149:11872 . _
L N 7~
Tl Crosslinked polysaccharide derivatives a :z i %Y% CAplus I71LTRRTS
chromatographic carriers or other substr !
TIP EELEESEHKR. 0T 9574 —HKE CAplus 774 DHTEYrLI=EE

TOEMA [(HEmER]

IN Francotte, Eric: Zhang, Tong

PA  Switz
SO U.S. Pat. Appl. Publ., 24pp., Cont.-in-part of U.S. Ser. Number 983, 392
abandoned
CODEN: USXXCO
DT Patent
LA English
FAN. CNT 3
PATENT NO. KIND  DATE APPLICATION NO. DATE
Pl US 20080132695 Al 20080605 US 2008-31179 20080214
WO 9704011 Al 19970206 WO 1996-EP3145 19960717
W: AL, AU, BB, BG, BR, CA, CN, CU, CZ, EE, GE, HU, IL, 1S, JP, KP
JP 2008081745 A 20080410 JP 2007-290774 20071108
PRAI CH 1995-2160 A 19950721
CH 1996-1608 A 19960627
WO 1996-EP3145 W 19960717
US 1998-983392 B2 19980209
JP 1997-506291 A3 19960717

IT 848-75-9P
RL: PUR (Purification or recovery); PREP (Preparation)
(separation; manufacture of crosslinked polysaccharide derivs. for coating
chromatog. carriers useful for enantiomer separation or other substrate
surfaces)
RN  848-75-9 CAPLUS
CN  2H-1,4-Benzodiazepin-2-one, 7-chloro-{-(2-chlorophenyl)-1,3-dihydro-3-
hydroxy-1-methyl- (CA INDEX NAME)

$#48 (PUR) TOHEEESNhT-
Me & X CASREACT Z7AIJLIC
0w _f I8 &M TLALY

HOjij;;__ Illi; o]
cl iilll

L6  ANSWER 7 OF 1478 CAPLUS GCOPYRIGHT 2008 ACS on STN

AN 2008:322118 CAPLUS Full-text

DN  148:338990

Tl Novel soluble 1,4-benzodiazepine compounds and stable salts thereof for dosage forms
TIIP BEHDE-ODENLDOHBLABTHEI ARV OTEEVELEMERE LB [HHEIR]
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A EBYMEEELLERR

mEF 1

IN Durrani, Manzer; Geiss, William B.; Fairfax, David J.; Tymoshenko, Dmytro
0.; Le, Van-Duc; Peterson, Lisa H

PA The Regents of the University of Michigan, USA

SO U.S. Pat. Appl. Publ., 41pp
CODEN: USXXCO

DT Patent
LA English
FAN. CNT 1
PATENT NO. KIND  DATE APPLICATION NO. DATE

Pl US 20080064686 M 20080313 US 2007-796039 20070426

IT 1010421-83-6P 1010421-84-7P
RL: SPN (Synthetic preparation\; THU (Therapeutic use); BIOL (Biological study);
PREP (Preparation); USES (Uses)
(soluble 1,4-benzodiazepine coypds. and stable salts thereof for dosage
forms for treatment of immune, Ryperproliferative and inflammatory disorders)
RN 1010421-83-6 CAPLUS

CN Carbamic acid, N-[4-[7-chloro-3-[(3, Adiethylphef 00— =2 —— P—
oxo-1H-1, 4-benzodiazepin-5-yl]phenyl]-, —mor EL?')_—ﬁ??ﬁ‘biﬁ’&@ﬁkbtﬁﬁzli b
(1:1) (CA INDEX NAME) HARMIZ CASREACT Z7AIJ)LIZIE

g >3y (A A

BRMICEEDHIR L ZEE TN

g{@ CASREACT J7A LI, 1991 F LR

EHa
EHo
L PAGE 2-A

CJ

@ HC|

RN  1010421-84-7 CAPLUS

CN  Acetamide, 2-amino-N-[4-[7-chloro-3-[(3, 4-diethyl|phenyl)methyl]-2, 3-
dihydro-2-oxo-1H-1, 4-benzodiazepin-5-y|]1phenyl]-, hydrochloride (1:1) (CA
INDEX NAME)

0
H2N—CH2—|&—NH
o L

Et N Cl
o I
\

3

® HCI

HITSTR R RE K TIE, EvbLf=zFRTD
CAS ERBEBIIHTIBELENREND

21



A EBYMEEELLER

mEF 1

L6  ANSWER 242 OF 1478 CAPLUS COPYRIGHT 2008 ACS on STN

AN 1998:15623 CAPLUS Full-text

DN 128:114966

OREF 128:22545a, 22548a

Tl Apparatus and method for solid phase multiple simultaneous synthesis.

IN Dewitt, Sheila H. H.; Kell, Michael; Pavia, Michael R.; Kiely, John S.;
Schroeder, Mel C.; Stankovic, Charles J.; Ware, Steven

PA Warner-Lambert Co., USA

SO U.S., 52 pp., Cont.-in-part of U.S. 5,612,002
CODEN: USXXAM

DT Patent

LA English

FAN. CNT 3
PATENT NO. KIND  DATE APPLICATION NO. DATE

Pl US 5702672 A 19971230 US 1995-540512 19951010
US 5324483 A 19940628 US 1993-12557 19930202
US 5324483 B1 19960924
US 5612002 A 19970318 US 1995-430696 19950428
US 5565173 A 19961015 US 1995-461998 19950605
US 5567391 A 19961022 US 1995-464161 19950605
US 5582801 A 19961210 US 1995-463545 19950605
US 5593642 A 19970114 US 1995-461475 19950605
US 5766556 A 19980616 US 1996-777270 19961231

PRAI US 1992-958383 B2 19921008
US 1993-12557 A3 19930202
US 1994-217347 B3 19940324
US 1995-430696 A2 19950428

IT 146-22-5P 1088-11-5P 2011-67-8P 2898-08-0P 3432-80-2P 4699-82-5P
4928-07-8P 14404-96-7P 14646-64—-1P 24083-83-8P 34099-62-2P 34124-69-1P
62775-28-4P 62775-29-5P 62775-32-0P 89141-65-1P 137404-89-8P 152236-68-5P
152236-69-6P 152236-83-4P 152236-84-5P 152236-86-7P 152236-87-8P 160448-78-2P
160448-85-1P 160448-86-2P 160448-87-3P 160448-88-4P 160448-89-5P 160448-90-8P
160448-91-9P 201473-78-1P 201474-62-6P 201474-63-7P 201474-64-8P 201474-65-9P
201474-66-0P 201474-68-2P 201474-69-3P 201474-70-6P
RL: IMF (Industrial manufacture%: SPN (Synthetic preparation); PREP(Preparation)

(apparatus and method for solW\d phase multiple simultaneous synthesis)
RN 146-22-5 CAPLUS CASREACT 77A4JLIL, t M I ¥4 %E
CN  2H-1,4-Benzodiazepin-2-one, 1,3-dihydroq (IMF) 22U\ TIE, HFEYINEELTLVELY

Ph 03 Z

N-= qlg;? CASREACT 774/ )LIF, RUR—DEB RGP,

% IEMERICOVTIE, HFEYIREL T

RN  1088-11-5 GAPLUS
CN 2H-1, 4-Benzodiazepin-2-one, 7-chloro-1, 3-dihydro-5-phenyl- (CA INDEX NAME)

22



A EBYMEEELLERR

mEF 1

RN  2011-67-8 CAPLUS
CN 2H-1, 4-Benzodiazepin-2-one, 1,3-dihydro-1-methyl-7-nitro-5-phenyl- (CA INDEX NAME)

Ph
N—=

2"

RN  2898-08-0 GAPLUS
CN 2H-1, 4-Benzodiazepin-2-one, 1,3-dihydro-5-phenyl- (CA INDEX NAME)

OTN:E>

L6  ANSWER 1478 OF 1478 CAPLUS COPYRIGHT 2008 ACS on STN
AN 1931:4301 CAPLUS Full-text

NO2

DN  25:4301

OREF 25:491c¢c-i, 492a-h

Tl Comparative investigations on the cleavage of the GONH |inkage in
polypeptides and related compounds, in which the NH2 or COOH group is
variously substituted, by dilute alkali, erepsin and trypsin-kinase

AU  Abderhalden, Emil; Riesz, Eugen
SO  Fermentforschung (1930), 12, 180-222

CODEN: FEFOAG; ISSN: 0367-2034
DT  Journal
LA Unavailable
IT 5118-94-5P, Anthranilic acid, N-glycyl-, lactam

RL: PREP (Preparation)

(preparation of)

RN  5118-94-5 CAPLUS
CN 1H-1, 4-Benzodiazepine-2, 5-dione, 3,4-dihydro— (CA INDEX NAME)

J

0\
\( ﬁASREACT T7A4ILIE, uszﬁsﬁa'afmm\h
N
0

HFEYEHWVERBERITUNER S TULIVELY
(2008 &£ 8 AIE#AE)

~ 1950 &£ 9,217 # (La—F%)

1961 ~ 1970 & 16,808 {f
1971 ~ 1980 &£ 39,589 3

1981 ~ 1990 & 170,238
1991 ~ 2000 & 162,580 {4 Qg;?
\2000 ~ 2008 4 248,007 # /
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A ERMERELEZRRER

mERF 2

B BRRF 2: HEBEEZEITHIELEYVOERXHMERRS. mFEH, 2000 FLUEDOXEIZIRE
Lf=Ly

=> D HIS

(FILE *HOME' ENTERED AT 17:51:37 ON 25 JUL 2008)

FILE "REGISTRY' ENTERED AT 17:52:07 ON 25 JUL 2008

L1 STRUCTURE UPLOADED
L2 50 S L1
L3 16696 S L1 FUL
FILE ' CAPLUS' ENTERED AT 17:52:37 ON 25 JUL 2008
L4 1818 S L3/P
FILE " CASREACT' ENTERED AT 17:52:51 ON 25 JUL 2008
L5 364 S L3/PRO
FILE ' CAPLUS' ENTERED AT 17:54:22 ON 25 JUL 2008
L6 1478 S L4 NOT L5
-5 S L4 OR L5 RITHE (/PY) THKYRAHATLEEIE, CAplus T7AILT
364 L5 FEHTRYRAL ELL.
L7 1842 L4 OR L5 (CASREACT Z74JLTIE /PY & /PY.B [ZHEH)

=> S L7 AND 2000<=PY < 2000 #£umgoxmtIzRZE (276 H)
9511714 2000<=PY
L8 349 L7 AND 2000<=PY

=>D 1 130 BIB HITSTR « 7 Z#Z5& 130 BEDEEZF BIB HITSIR Rt TER
(488 / x 2 = 976 H)

L8  ANSWER 1 OF 349 CAPLUS GCOPYRIGHT 2008 ACS on STN

AN 2008:675038 CAPLUS Full-text

DN 149:11872

Tl Crosslinked polysaccharide derivatives and their uses for coating of
chromatographic carriers or other substrate surfaces

TIP BELEHFER. /OIS 74— 1HEANMOERBOI—T 42T DIHD
ZTOMER [(BWmEIR]

IN Francotte, Eric; Zhang, Tong

PA  Switz.

SO U.S. Pat. Appl. Publ., 24pp., Cont.-in-part of U.S. Ser. Number 983, 392
abandoned
CODEN: USXXCO

DT Patent

LA English

FAN. CNT 3
PATENT NO. KIND  DATE APPLICATION NO. DATE

Pl US 20080132695 Al 20080605 US 2008-31179 20080214 <--
WO 9704011 Al 19970206 WO 1996-EP3145 19960717
JP 2008081745 A 20080410 JP 2007-290774 20071108 <--
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A EBYMEEELLERR

mERF 2
PRAI CH 1995-2160 A 19950721
CH 1996-1608 A 19960627
WO 1996-EP3145 W 19960717
US 1998-983392 B2 19980209
JP 1997-506291 A3 19960717

IT 848-75-9P
RL: PUR (Purification or recovery); PREP (Preparation)
(separation; manufacture of crosslinked polysaccharide derivs. for coating
chromatog. carriers useful for enantiomer separation or other substrate
surfaces)
RN  848-75-9 CAPLUS
CN 2H-1, 4-Benzodiazepin-2-one, 7-chloro-5-(2-chlorophenyl)-1,3-dihydro-3-
hydroxy-1-methyl- (CA INDEX NAME)

Me
0

TN,
Cl Eilll

L8  ANSWER 130 OF 349 CAPLUS COPYRIGHT 2008 AGS on STN

AN 2004:346271 CAPLUS Full-text

DN  141:81693

Tl Cycloalkyl[b][1,4]benzodiazepinoindoles are agonists at the human 5-HT2C
receptor

TP > 7NF NI ARV OTFTEE/ A4V F—ILIEE Fb-
HT20Z BRAD7I A +THD. [HEHER]

AU Sabb, Annmarie L.; Vogel, Robert L.; Welmaker, Gregory S.; Sabalski, Joan
E. ;. Coupet, Joseph; Dunlop, John; Rosenzweig-Lipson, Sharon; Harrison
Boyd

CS Chemical and Screening Sciences, Wyeth Research, Princeton, NJ
08543-8000, USA

SO Bioorganic & Medicinal Chemistry Letters (2004), 14(10), 2603-2607
CODEN: BMCLES8; ISSN: 0960-894X

PB Elsevier Science B.V.

DT Journal

LA English

0S  CASREACT 141:81693

RE.CNT 8 THERE ARE 8 CITED REFERENCES AVAILABLE FOR THIS RECORD

ALL CITATIONS AVAILABLE IN THE RE FORMAT

HITSTR R R KX THEIIR T TELHL.

‘{@ CASREACT 74L& TEykLI=La—FIT,
(BBRRLTLWELDT, CONDEL(XELCHLY)

25



A ERMERELEZRRER

ReaxysFile 771l

ReaxysFile 7274/ TREWVICERRICZRAETSIHEIL, HYFEFITM?

ReaxysFile 774/ TIE, RIGITEREZREBETETEFTH, RRAEITELT
RENKEELQYFET. T, ARG ERENICRERTESLHES
ZHNTLET.

B ReaxysFile I7M)LIE, ARILEZNFICETI2ETERLEFBERSIVI7IF (W) B,
EREFRGERENZSTEIT —IN—ITHS.

B UERIR

UR &% £F X M E IR 8% & 3R o B8 ¥R IR £% R
Handbook of Organic M S 3R D J— (= M

FEEF

1771-1959 &£ | $5 110 F#H LU L | Chemistry R, “Handbook Data” &5#;| THat
BEITR

B I-IV EBEEICK S
MR e, BE,

74 HK - £+
BifE, XAYHIHLD B X Bk O 1 55 M

1960-1979 £ | #9 300 HHLLE

Hig, EFMHEERIC 4% S+
DNTOT—2EIEE
. . TARTDIT4—ILRIZ .
1980 FLIfE | # 510 A UL S g R A AN 5 qﬁiﬁkw%%&‘ M
* FFEFOUNER (T, RELA TIEAL. \_ REGISTRY S99 A LEY B0s

RISEHRNREFSN TS
=L, BEFDEREREXHFY

| ”Eﬁiﬁ%'ﬂ: = £"I’Ql . ;ﬁ*%'ﬂ: = 5"% EBJ:U’E%%EH: = % Wﬁié‘hfh‘tﬁh‘.

- BEBRMIEEYD

- EEMFELZEYEEN T —I0OHESATLSIEEY

- RREEBERFN o HATHEAELTWIEERIELEY

- B SF (RKIEY, BR, RILEVRE), BEEY, RUT— (2000 F L)

B RREORFREFLEY

- CO, CO,, H,CO,, RkEE
T HEETERMELTVWSEHREREILLEY FHRNBEESTRUELTVWSERILEMLEER
2B LEDEIK)
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A ERMERELEZRER

ReaxysFile 774l

B NELI-FERRTIHHDRRHEAE

R

HE

CAS Ei& S

REGISTRY 741 5D

A

(CAS BEHESMAIFESN TGN

HORF—IN—t R La—kba$H %) 1ieEMH-Y 3 A
A N
BH# (A& &BEEHTYRBERTUEL) | FH
BERRER o) EXA, FAM &3 4,000 [

CSS, SSS #® &% 9,600 H

CAS ZiEHESHELD, REGISTRY Z7MIALDHYARA—IN—BRE, BMEERT
EvkLEKTH, BERELGSIE, VT BI5E1H 5.

B REEHROERT

ReaxysFile 774 TlE, RIGTEBRBMSPRAF—LELTRRINAL

Reaction:

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

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

No. of React. Details
Reaction Details:

RX
Reaction RID (.RID):

Reaction Classification (.CL):

10240984
878306, 605461

cyclohexanecarbaldehyde

pyrrolidine
9712189

ethynylbenzene

1-(1-cyclohexy|-3-phenyl-prop-2-ynyl)-pyrr

olidine
(.NVAR) : 1

10240984. 1
Preparation

Yield (.YDT): 97 percent (AN=9712189)
Reagent (.RGT): gold(lll) salen complex
Solvent (.SOL): H20 -
Time (. TIM): 24 hour (s) SEXHMBEHRNA—HEICTKRTINDS
Temperature (. T): 40 Cel “’
Reference (s) :
1. Lo, Vanessa Kar-Yan:; Liu, Yungen; Wong, Man-Kin; Che, Chi-Ming, Org
Lett., CODEN: ORLEF7, SIR8(8), <2006>, 1529 - 1532, BABS-6559929

ERIGDGE, - RIS/ ERPDDHADRIETH>TH, $TRLHE (880 M)

ET—HRITE 20 T—ERT, ELLLALMELRDT, ET—EFRTDOEIA/ARFN.

, = KRR E-dndi =
* o =X
*ﬁ*ﬁ &m*ﬁiﬁo)ﬁﬁwﬁnﬂ éj—:_gi% (20 7_:_935_6)
eRE (R -E£5Y) => S RX/FA => D FRX => D RX
£ YO RIS => S RXPRO/FA => D FRXPRO => D RXPRO
B R 4 O R it => S RXREA/FA => D FRXREA => D RXREA

~
2

RIGEHROBFEZHERLTHD, RTRTDHELL.

MENHo=ELTEH, RIGHEHRAIFESNTODERIRSAL. L=A>T, BERLT
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B ®mFRHF 3:

A EBYMEEELLER

REH 3

381218-99-1 DEH R %

=> FILE REGISTRY

=> S 381218-99-1

L1 1 381218-99-1
(381218-99-1/RN)
=D
L1 ANSWER 1 OF 1
RN  381218-99-1 REGISTRY
ED Entered STN: 09 Jan 2002
CN 2,2°:6",2 "-Terpyridine
yl)phenyl]- (CA INDEX NAME)
MF  C27 H26 B N3 02
SR CA
LC STN Files: CA,
~
Me 0 3
" ~B =N
He——0 AT
—

e

11l
TH]
2

ReaxysFile 774 JL T3

— REGISTRY Z 74 IICA B

— CAS BRESTHRFET S (M)

— FTI7F—/NFD IDE ZFER (260 ) TEFT S

REGISTRY COPYRIGHT 2008 ACS on STN

4’ -[4-(4,4,5 5-tetramethyl-1, 3, 2-dioxaborolan-2-

CAPLUS, CASREACT, TOXCENTER

ReaxysFile 2774 JL
D ER Ik AVEELY

*%PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMAT=x

4 REFERENCES IN FILE CA (1907 TO DATE)

4 REFERENCES IN FILE CAPLUS

=> STR 381218-99-1
-DIS

-END
L2  STRUCTURE CREATED

=> FILE REAXYSFILE

(1907 TO DATE)

ReaxysFile 77 JLI&, 2+ CAS ZHES
B&E, REGISTRY J7AIIL MDY ORF—/\—
BET BTEVYNT DT TIEELDT, HEIC
BRETIEEIIEBEREZTS

fEREE CERLTEELA
STR OVYUREHESELEEIC
R TES

— ReaxysFile Z 74 /ILIZAB

=> S L2 EXA — TE—HBEFEDYVTINBFETS (FH)
FULL FILE PROJECTIONS: ONLINE **COMPLETEx**
BATCH  **xCOMPLETEx*x*
PROJECTED ITERATIONS: 110 80
PROJECTED ANSWERS: 110 80

L3 1 SEA EXA SAM L2
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A ERMERELEZRER

mEH 3

=> S L2 EXA FUL

L4

— TE—HBFDIN I FAILEFF

75 (4,000 A)

1 SEA

EXA FUL L2

=> S L4 AND RXPRO/FA

— ERYTHIRLDEFHEEEZT S

(H#EH)

L5

=>

L5

1 L4 AND RXPRO/FA

D IDE FRXPRO

— WERZEBEHE LHYPTHEIINTDRILEZZFTT S

(880 H x 2 = 1,760 H)

ANSWER 1 OF 1 REAXYSFILE COPYRIGHT 2010 Elsevier Properties SA.

on STN

Accession Number (AN):

10713893

Chemical Name (CN):

Autonom Name (AUN) :

pinacol <4-(2,2 :6",2"-terpyridin-4" -
y|)phenyl>boronate

4’ -<4-(4,4,5, 5-tetramethyl-
<1,3,2>dioxaborolan-2-yl|)-pheny|>-<2, 2" ;

s

6,2 ' >terpyridine

Molec. Formula (MF): C27 H26 B N3 02
\B/
~
/
S~y
Field Availability:
Code Name Occurrence
AN Accession Number 1
CN Chemical Name 1
AUN Autonomname 1
MF Molecular Formula 1
FW Formular Weight 1
LN Lawson Number 2
CTYPE Compound Type 1
1

Constitution ID

CDAHETHRARSDE, ReaxysFile 77, L EVEBERTRGIEHREZINEZLTLNSAD
T, HHLEYICEATIERDERERPH OGS, BEWICELEDTRRTES

)

MP

Melting Point 1
MS Mass Spectrum 2
NMR Nuclear Magnetic Resonance 5

This substance also occurs in Reaction Documents:

Code Name Occurrence
RX Reaction Documents 5
RXREA Substance is Reaction Reactant 2
RXPRO Substance is Reaction Product 3
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A EBYMEEELLER

BmEH 3
/’keactioni
RX
Reaction ID (. ID): 10539102
Reactant AN (. RAN) : 6339618, 7703552
Reactant (.RCT): 4’ - (4-bromo-phenyl)-<2, 2" ;
6',2 '>terpyridine, 4,4,55 4", 4,5 5 -
octamethy|-<2, 2" >bi<<1, 3, 2>dioxaborolany|>
Product AN (. PAN): 10741567, 10713893
Product (.PRO): C42H28N6, 4" -<4-(4, 4,65, 5-tetramethyl-

<1, 3, 2>dioxaborolan-2-yl|)-pheny|>-<2, 2" ;
6,2 ' >terpyridine
Number of React. Details (. NVAR): 1

Reaction Details:

RX
Reaction RID (.RID): 10539102 1
Reaction Classification (.CL): Preparation
Yield (.YDT): 86 percent (AN=1074156
Reagent (.RGT): K2C03 ——
Catalyst ( CAT): PdC12 (PPh3) 2 — LORMEH, ERYIH B
Solvent (.SOL): dimethylsulfoxide ERCE R KNI S e 2
Time (. TIM): 6 hour (s)
Temperature (. T): 80 Cel
Reference (s):
1. Han, Fu She; Higuchi, Masayoshi; Kurth, Dirk G., Organic Lett., CODEN:
\_ ORLEF7, SIR9(4), <2007>, 559 - 562; BABS-6646241
/’keactioni
RX
Reaction ID (. ID): 10539101
Reactant AN (. RAN): 6339618, 7703552
Reactant (.RCT): 4’ - (4-bromo-phenyl)-<2, 2" ;

6,2 ' >terpyridine, 4,4,5,5,4 .4 ,5 5 -
octamethy|-<2, 2" >bi<<1, 3, 2>dioxaborolany|>

Product AN (. PAN): 10713893

Product (.PRO): 4’ -<4-(4,4,5, 5-tetramethyl-
<1,3,2>dioxaborolan-2-y|)-pheny1>-<2,2" ;
6',2 ' >terpyridine

Number of React. Details (.NVAR): 3

Reaction Details:

Y Reastion RID CRID): 10539101. 1 _[EraRrEERET
. Le. o . . BEE REEHEZEIC
Reaction Classification (.CL): Preparation S TIREBEENS
Yield (.YDT): 81 percent (AN=10713893) 7 3
Reagent (.RGT): PdCI2, dppf, KOAc (Rit&E#H 1]
Solvent (.SOL): dioxane
Temperature (. T): 80 Cel

Reference (s) :
1. Vrabel, Milan; Hocek, Michal; Havran, Ludek; Fojta, Miroslav; Votruba
Ivan; Klepetarova, Blanka; Pohl, Radek; Rulisek, Lubomir; Zendlova

Lucie; Hobza, Pavel; Shih, |.-Hung; et al., Eur. J. Inorg. Chemical,
CODEN: EJICFO(12), <2007>, 1752 - 1769; BABS-6660736
RX
Reaction RID (.RID): 10539101. 2 .\\___
Reaction Classification (.CL): Preparation (Rs&H 2)
Yield (.YDT): 42 percent (AN=10713893)
Reagent (.RGT): KOAc
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A EBYMEEELLERR

BmEH 3
Catalyst (.CAT): <1,1" -bis(diphenylphosphino) ferrocene>pall
adium dichloride
Solvent (.SOL): dimethylsulfoxide
Time (. TIM): 6 hour (s)
Temperature (. T): 80 Cel

Reference (s):
1. Aspley, GCatherine J.; Williams, J. A. Gareth, New J. Chemical, GCODEN:
NJCHE5, 25(9), <2001>, 1136 - 1147; BABS-6657637

RX
Reaction RID (.RID): 10539101. 3 Q\\__
Reaction Classification (.CL): Preparation [R5 &# 3)
Yield (.YDT): 79 percent (AN=10713893)
Reagent (.RGT): KOAc
Catalyst (. CAT): Pd (dppf) 2C12
Solvent (.SOL): dimethylsulfoxide
Temperature (. T): 80 Cel
Reaction Type (.TYP): Suzuki-Miyaura coupling
Reference (s):
1. Yuan, Si-Chun; Chen, Hai-Bo; Zhang, Yun; Pei, Jian, Organic Lett., CODEN:
N ORLEF7, SIR8(25), <2006>, 5701 - 5704; BABS-6647806
@action: x BABS J7AI T, COBEEZRE
RX T5E HETEHIEZFREPHEN
Reaction ID (. ID): 10505892 KRIND.
Reactant AN (. RAN) : 6339618, 1906370 _
Reactant (. RCT): 4’ — (4-bromo-pheny 1) -<2 => FILE BABS

=> S 6647806/AN

6,2 " >terpyridine, 2-

tetramethy|-<1, 3, 2>dioxaborolane
Product AN (. PAN): 10713893, 25534
Product (.PRO): 4’ -<4-(4,4,5 5-tetramethyl-
<1, 3, 2>dioxaborolan-2-yl|)-pheny|>-<2, 2" ;
6,2 '>terpyridine, 4 -phenyl-<2,2";
6,2 ' >terpyridine
Number of React. Details (.NVAR): 1

Reaction Details:

RX
Reaction RID (.RID): 10505892. 1
Reaction Glassification (.CL): Multistage
Nr. of Stages (.SNR): 2
Stage 1
Reagent (.RGT): C4HIL i
Temperature (. T): -78 - 20 Cel
Stage 2
Stage reactant (. SRCT): 2-isopropoxy-4,4,5, 5-tetramethy|-
[1,3,2]dioxaborolane
Stage Reactant AN (. SRAN): 1906370
Temperature (. T): -78 - 20 Cel

Reference (s):
1. Han, Fu She; Higuchi, Masayoshi; Kurth, Dirk G., Organic Lett., CODEN:
\_ ORLEF7, SIR9(4), <2007>, 559 - 562; BABS-6646241

R

000 0000000000000000000000000000000000000000000000000000000000000000,

CAplus/CA J774JL, CASREACT J7AILEDEHEREIL, HELWL
(DUP REM v k¥, L BEEDYIVORA—/IN—BRER TIXTELLY)

31



A ERMERELEZRRER

mEH 3

FZ: ReaxysFile Z74)L D ALLREF Z T rE

B H53MEOMUET—2LVL, WESATLEIXEERZEZLY=LMES, ALLREF KRB XEME
ZIE, EORIS/PHETA—IFIZHOTH, IRNTOXIMBERERTTE, BEMNTER.

=>D L1 1 IDE FBP FDEN FIR FNMR FRI « EFALXBICE > TOEHEFHNELEH, T—FIDA>T
NWEYHET—2 FLE/EFE (880 1 X 6 = 5280 H)
L1  ANSWER 1 OF 1 REAXYSFILE COPYRIGHT 2010 Elsevier Properties SA. on STN

Accession Number (AN): 6474715
Chemical Name (CN): N-Mesy|-N, 0-dimethylhydroxylamin
Autonom Name (AUN) : N-methoxy-N-methy|-methanesulfonamide
Molec. Formula (MF): C3 H9 N 03 S
Molecular Weight (MW): 139.17
ol
J \0—
Field Availability:
Code Name Occurrence

AN Accession Number 1

Nuclear Magnetic Resonance:

NMR
Description (. KW): Chemical shifts
Nucleus (.NUC): 1H STk 1S R
Solvents (.SOL): acetone-d6 ./_

Reference (s) :

1. Boldhaus, Michael; Bliefert, Claus:; Brink, Klaus; Mattes, Rainer,
Z.Naturforsch.B Anorg. Chem. Org. Chem., CODEN: ZNBAD2, 36(12), <1981>
1673-1674; BABS-5792776

Boiling Point:

Value | Press. |Ref.
(BP) [ (.P)
(Cel) | (Torr) |

+ ——==+4====
35 | 0.04 |1

X k1 ]
Reference(s) :
1. Boldhaus, Michael; Bliefert, Claus: Brink, Klaus; Mattes, Rainer,
Z.Naturforsch.B Anorg. Chem. Org. Chem., CODEN: ZNBAD2, 36(12), <1981>
1673-1674; BABS-5792776

Liquid Density:

Value | Temp. | Ref. Temp. |Ref
(DEN) [ (T | CRD I
(g/cm*x3) | (Cel) | (Cel)

+ +

1219 | _nQn | 4

Al RZIEEEFCGSZ ALLREF &Re= (880 M) B EXMIHFELHTERT

1. Boldhaus, Michael; Bliefert, Claus; Brink, Klaus; Mattes, Rainer,
Z.Naturforsch.B Anorg. Chem. Org. Chem., CODEN: ZNBAD2, 36(12), <1981>,
1673-1674; BABS-5792776

2. Brink, Klaus; Mattes, Rainer, Spectrochim.Acta Part A, CODEN: SAMCAS,
42 (4), <1986>, 525-530; BABS-5782046

32




B RILIEE

RICHMEERPMEMAEELLZRRICIE, R—RERNITIEELTRE
TZE% CASREACT 77/ ILMEMTY . ReaxysFile 77/ TH, RIE
MEERYER —RISICBRELIZREBENTEEFT. COLILBEREGER
[TDOWTHANALET.






B RIGEKEZER

CASREACT, ReaxysFile, CAplus/CA 774D &

B CASREACT, ReaxysFile, CAplus/CA 774 LD L&

2008 &£ 8 ARAE

CASREACT 774 L CAplus 774l ReaxysFile 77l
IR £% #A [ 1840 FELI& 1808 4 LI[% 1771 FLIE
(& I D UR £% EA R ) (R L) (1907 ZF LIR&E) ™ (R E)
M B S8R, ot . .
I 8758 WE, BH 47 L — b, ”;“;'f;;; o iﬁ'ﬁﬁﬁ
PRI, BITR Tt
s 1,500 & B 890 55
Bt g 8 (— BB - B BB RS (12— BB R )
B &8 &= H F 4 EYA—F
La—RE 3T HR B AL 3k B AL Y g B/ RSB
RI&# O (@) O
2 £ O (@) O
g | ®BE |O A o
A B | O A o
%
ik 15 O A *? @]
RIG&HE | A (2003 & LK) x o)
. @) A 0]
R ¥ (&, CAS EBRES) (/RCT T 1967 FELUME) | #EE ~ La—FES)
(@) O (@)
£ (15, CAS BHES) (/P T 1907 E L&) (#BE ™ LI—FES)
HE o A A (B, HFER) T
% B (CAS BHREE) (/RGT T 2002 4 LI[&) e AT
E . @) A A
e it (CAS BHES) (oAT T 1967 ) | S BH AT
3 ©) A Z\ =) *
A % (CAS BRES) UsoL © 1967 Eup | & BW. AFHT
RIGEHE | x x A (FERrR) S
BRERR
ZDih RIGH &R
(RE—LEEBLERER)
SRSy, B, (BEKEREZARND | £ EREYEIEELT
I EEZFNIYVHIL | ZEMNTES %R A BE
LR THRERAEE TWEROXEMELAE | TVWVEROREELFAE AL
] gE BERZRLUNAOBRERS
RIERZERRTED [Es:F s
TEHURISEPRYT—0 | ARSEOCHE, il | E#EEMHXZRAVVERIEE
RISIEHFYIREEINT | FITESI SN TV RITTELRW
- LY RIS EBEMNTERL
" (REGISTRY 774 LD
BERREBEREDNDI/AR
F—nN—RFEEZFH)

*1 /P FtI& CAS O—JLD PREP T = ol g/ #ARS
¥2 EENBIALTNDIEAICES]
*3 RIELA—FOHTH%
*4 MBELIA—FOHTH
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B RIGEKEZER

CASREACT 77410 K 1EER

B CASREACT 774D RIGIER: RIGTEIZEEL TN

-

-

1) CHiCHEO (31), NazSOy Hg'_';ﬂfi' EET,
| — | e
W"‘z o B N NH OBz, NaBH,CN, CgHe,
N ) i 40 h, 74%
9 (FBU)zNY\N N\
+ Hrig OTBDPS OTBDPS
3

OHC
~"0TBDPS

SEI‘I'EIITE 3T ROT(+)-Yohifbies s oooeeeermoneeee .

: OH Cﬁ‘\‘g\“\"/o Bz

H £ 23°C, 8 h, 55%
12 .

10 AcCl, 2,6-lutidine, EtZO, —78 > -eo °C,
23 h, 94% ee, 81% (2 steps)
| 1) CbziCl, KHMDS, THF,
N 0°C, 0 min, 92% _ 1) Cs,C05
H 2) TBAF, CF3CH;0H, . THF/MeQH
§ 028 °C, 2h, B5% Sc(0Tf); (4 equiv) 23°C,2h 1
- . P —
3) SO y DMSO J—PerEt CH4CN, 23 °C, 67 h, . 2) Hy, PdIC
Tmmo /' Hy 5 min = 87%, dr >20: 1 MeO,C* h&mnw.
OBz 4)Ph3 ‘CHCC&M@ CH,Cl,, g,

23 °Cll 14 h, 79% (2 steps)

15 OBz  80% (2steps) 7

AN
Tl
S0

RX (1)

148:355980 CASRNACT Full-text

Catalytic Asymmefric Total Synthesis of (+)-Yohimbine
Organic Letters 008), 10(b), 745-748

OF 45 ===> D.. ( \

Ph Ph

H t—Bu/\S(\O/\
| g g I ow e
N oF~—">~0"""Np.t CIF~ci3 | |
A B C
QIELD 81%
RX (1) RCT A 61-54-1, B 112897-03-7 \ (A) /
STAGE (1) j
SOL 60-29-7 Et20, 75-09-2 CH2CI12 : 2z
CON SUBSTAGE(1) 10 minutes, room if%gégxli
SUBSTAGE (2) 1.5 hours, room t -
STAGE (2)
RGT E 7757-82-6 Na2S04
GON 30 minutes, room temperature
STAGE (3) (L)
CAT 764650-97-7 Butanamide, 3,3-dimethyl-2-[[[[ (1R, 2R)-2-(2-

:Z CASREACT 774I)IE, RISY), £ DHELT, )

methyl-5-pheny|-1H-pyrrol-1-yl)cyclohexyl]lamino]lthioxomethy
[Tamino]l-N, N-bis (2-methylpropyl)-, (28)-
SOL 60-29-7 Et20
GON room temperature -> -78 deg C
STAGE (4)

A RE A, AE RISEH (2003 FLIE) ZUER
BRTBIZE - l

RIS -£RY-HE : CAS BiHEES BE
BIE, R . CAS BHES

PRO D 1011533-72-4
NTE acyl Pictet-Spengler reaction, stereoselective
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B RIGEKEZER

CASREACT 77410 K 1EER

RX(2) OF 45 O AND BEE&E FI(I,

PQS/Ph 4 Ph\S(Ph ) La—K&ik
t-Bu 07T t-Bu” 07N

: N |i ko : N |j -

(2)
D =\ View 744
RX (2) | (A V/
STAGE (1) (L)
RGT K 109-72-8 BuLi, L 108-18-9 i-Pr2NH

SOL 109-99-9 THF, 110-54-3 Hexane
CON SUBSTAGE(1) 15 minutes, -78 deg C
SUBSTAGE (2) -78 deg C -> 0 deg C
z SUBSTAGE (3) 25 minutes, 0 deg C

oT AN /0

—20La—F (X#K) FIZ, BEHORENMRFESNATNSEENHLDT,
B—RISICRETDEEIF (L) ZALS.

PRO J 1011533-73-5

RX(18) OF 45 COMPOSED OF RX(1), RX(2), RX(3) —
RX (18) A+ B + C + R ===> §

H
N S |
Niy 0=F ~— 00— I\\Bu t Cl CH3

A B C
Ph Ph

ST PS

Phj\o/\/\/%o @/E\;A’K/\/\Mﬂ\%

VIELD 554 (L)
°

RX (1) RCT A 61-54-1, B 112897-03-7 e ZREREDEHEDIETIIEL,
RERIERTYIDIENARTEND.

STAGE (1)
SOL 60-29-7 Et20, 75-09-2 CH2CI2
: GON SUBSTAGE (1) 10 minutes, room temperature

CASREACT 774 T, — B RISEIFTHLS, SERBRLBHINE.
M 2ERBEDERORIGRATYITEVELTIHHRERD, HHRIZCTES

CON 30 minutes, room temperature

STAGE (3)
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B RIGEKEZER

CAplus/CA T74IL DRI 1EH

B CAplus/CA 77/ DRIGER: R, dEE, £RWIZHFTES

Scheme 3. Total Synthesis of (+)-Yohimbine
BHgNH, n-PerH OHE" X082

1) CHZCszEtzO (3:1), Na,S0, __nBull THF, 13
ﬁ [ 1
NHz _?3 S0°C HOBz, NaBHaCN, CgHg,
N 2) r—Bu 40h, 74% 23°C, 6 h, 55%
o (i-Bu)N 71/\ . N.
+

ch OTBDPS 2 5TeDPS
OHC~orBDPS
10 AcCl, 2,6-lutidine, EtZO 78> -60°C,
23 h, 94% ee, 81% (2 steps)
i 1) Cbz-Cl, KHMDS, THF,
N 0°C, 40'min, 92% _ 1) Cs,C0;
N 2) TBAF, CF3CH;OH, THF/MeOH
0—23°C, 2h, B5% Sc(0Tf); (4 equiv) 23°C,2h 1
_ SReilais e LU
_— 3) SO4-py, DMSO, i-Pr,NE, CH4CN, 23°C, 67 h, ) 2) Hy, P/C
EDFED) 7 "CH,Cly, 0 °C, 26 min 7 87%, dr > 20 : 1 MeO,C* EtOAc, 23 °C,

14 (G, 4)PhyP=CHCO,Me, CH,Cl,

X ’ 5az  B0% (2 steps)
23°C, 14 h, 79% (2 steps) OBz 15 OBz 7

Tl Catalytic Asymmetric Total Synthesis of (+)-Yohimbine

TIP (HD-FEVECOMBETRFTE2E/R [(BHEER]

SO Organic Letters (2008), 10(5), 745-748

IT Diels Alder reaCtion 0 000 0000000000000 0000000000000000000000000000000000000000000
(intramol » . cza = .
enantioseq « CAplus/CA J7ALTIE, EEMNHX P THALTLEGLRY,
Diels-Ald T AN, g HKEIZOULTIEESILAEL

IT Transition s rORE-REEHEICOVDTERSILEEL
(relative energieS.Lcoqo.a.t-.q.\,qcoc.qc,nm...cc.ooooao.oc.ocn.oco&o.oocoonooooooooocooooooo'
structures)

_ )
| 764650-97-7

RL: CAT (Catalyst use); USES (Uses)
(asym. synthesis of (+)-yohimbine via an enantioselective
acyl-Pictet-Spengler reaction and intramol. Diels—-Alder reaction.) y

61-54-1, 1H-Indole-3-ethananine 2605-67-6 24338-67-8 112897-03-7 )

IT
RL: RCT (Reactant): RACT (Reactant or reagent)
(asym. synthesis of (+)-yohimbine via an enantioselective
acyl-Pictet-Spengler reaction and intramol. Diels-Alder reaction.) )
/11 1011533-71-3P 1011533-72-4P 1011533-73-5P 1011533-74—6P )
1011533-75-7P 1011533-76-8P 1011533-77-9P 1011533-78-0P
RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation):
RACT (Reactant or reagent)
(asym. synthesis of (+)-yohimbine via an enantioselective
\;, acyl-Pictet-Spengler reaction and intramol. Diels—-Alder reaction.) 4/
(1T 146-48-5P A

(L)

RL: SPN (Synthetic preparation); PREP (Preparation)
(asym. synthesis of (+)-yohimbine via an enantioselective
acyl-Pictet-Spengler reaction and intramol. Diels-Alder reaction.)
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B RIGEKEZER

CAplus/CA T74IL DRI 1EH

(o oo R
RN 764650-97-7 B AND EEFI(Z,
(i-Bu) 2N 0

La—K£k

(RN 61-54-1 RN 2605-67-6 RN 24338-67-8 RN 112897-03-7  mmyy
©/l1 °
| I J.
Me0—C—CH==PPh OHC—CH2—CH2—0—Si—Bu-t
CH2—CH2—NH2 3 phJ\o/\E/\E/C”O 2~ bh2 T
\_
ﬁN 1011533-71-3 RN 1011533-72-4 RN 1011533-73-5 \
Ph Ph Ph Ph
0 Y \/ o ST
E Bu— " N0~ 1 /\
Ph__0___0 I/\)j\we /ﬁ\ t-Bu o . F Bu~ \ﬁ
i Eﬁ\ Eﬁ\ /\”/ \“/S\N/ /\/ \./S\NH
©i¢‘; CAplus/CA Z7ALT, ZDOULOREEEVWELTRAVNTERET D

I2IE, T 5O—)LEHEELT, AND EEFTHRETD

FEHMEL, dEARL, £lMELL AND BEEFTRERTS
RN 1011533-74-6

g
N

©/_\|©N/\/\/\O)J\Ph

RN 1011533-77-9
Ph\/O 0 0 0

/\E/\E/\o)Lph

MBELIZRSIShE-0, REEKEZE
BELERERIETELRND
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B RIGEKEZER

CASREACT J7/ILDEHE

B CASREACT J7A4LTIE, REMEERME (L) BEFTYLIESERIEICEY, A—RIER
ICBRELTHRETES.

[ =>S RIGHYW®D CAS E#FEES/RCT (L) £HHPD CAS EiFES/PRO ]

CAS BHBEE DK HYIZ, REGISTRY 77/ ILDEZ VLD L BEEZFHTIED
TE% (AZtyh, BERZRDERTLHERZFOHKBRETHLELELTEHLW).

B XicEEMEOO—I

O—JL A&
/RCT =% (Reactant)
/RRT
/RGT X ZE (Reagent)
/PRO £ Y (Product)
/SOL* A (Solvent)
/CAT* fil 4% (Catalyst): ANY/CAT Tl & IZFEE o g8

* BELAE DIETE L, CAS BEREFESTOHHE

B RERRICEASHOEANRLGERER

EH J4—ILK A 141 B
Iy 5 /YD => S 80=<YD /YD [FHIERR I« —ILF
/YDT => S NONE/YDT NONE/YDT [ZIR R I1FHAL
REDATYTH# /NS => S 1/NS /NS F#E®REI—ILF
BEERIGCILIRERB R
IS/ —hk /NTE => S ENZYM?/NTE )
RIS RETRETES

CA D—EHBDOEFIFR
M /JT => S SYNTHESIS/JT
EHEHELRE /DT => S P/DT

GASREACT T7AIVDEEFDEHEH \

Q
- BAI—RIGICEETHGE = (L) BEFEZFHTS.
- RIERTYTE (NS) L#EDEE (ANY/CAT) & (L) BEFEZHWS.

IRZE (/YD) LEBMZIL VT DHEE: (A) BEFEZFRTS.

- NONE/YDT % OR JEET5&, WEEFEHROLWVWLI—FRELEEDHDHENTES.
- AABHl:=>S 106-47-8/RCT (L) 100-00-5/PRO (A) (90<=YD OR NONE/YDT
- AU ERE (/YD) EVUITBHEEIE (L) BEFERWNS.

K CA Z7MILDOXwkiEHREI VT DHIHEE: AND BEEFHFATS. j
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B RIGEKEZER

CASREACT J7/ILDEHE

BEFIAOIER

CASREACT Z74J)LIE 1 XA 1 LA—K®DEDH, 1 La—FHRIZEHORIGEZIIELTWLS
ZEDRHB. LT, REEHR (EERMORIGY, IWELE) A2 FT 5K, AND
HBEFERAWNVWDE/AMXADNEEFNDIBELHD. AI—RIGHICEETSIEEIE (L) BEF%
=RV

=> FILE CASREACT

=> § 121-73-3/RCT AND 108-42-9/PRO — RIEYELREYE AN EFET S
L1 79 121-73-3/RCT AND 108-42-9/PRO
=> D 39 BIB SSRX — 39 HEDEZIEHRL I NTDOD—RERIL Z

FardE (691 AH)
L1 ANSWER 39 OF 79 CASREACT COPYRIGHT 2008 ACS on STN
AN 139:68997 CASREACT Full-text
Tl Preparation of aromatic amines by reduction of aromatic nitro compounds
with metallic tellurium in near-critical water

RX(6) OF 12 M ===> N — E£REYDHAE v \
¢l H
NO2 f ol NH2
4 6) i
M — a’vIELD 71%
RX (6) RCT M 88-73-3
RGT C 13494-80-9 Te
PRO N 108-42-9
SOL 7732-18-5 Water
CON 5 hours, 275 deg C
NTE chemoselective, green chemical-solvent, optimization, -
water solvent AND EEFZHAWL
=%, BELG5RIE
TeEvkLTLVS
RX(7) OF 12 0 ===> P — RIEYDHAE v +
H :
Cl NO2 4 NH2
Cl
7
0 (7 $
. . IELD 80%
RX (7) RCT 0 121-73-3
RGT C 13494-80-9 Te
PRO P 95-51-2
SOL 7732-18-5 Water
CON 5 hours, 275 deg C /
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B RIGEKEZER

CASREACT J7/ILDEHE

B BEH: 3-yOoO0=rAEY (121-73-3) i 3-2O00F7 =1 (108-42-9) B3 KIis

=> FILE CASREACT — CASREACT Z 74 NIZA B

=> § 121-73-3/RCT (L) 108-42-9/PRO — RIEYLERYE () EEFTY2ILT
L1 78 121-73-3/RCT (L) 108-42-9/PRO BwFEIS (1,860 H)
=> D SCAN — SCAN ZFHBATHERT S (EH)

L1 78 ANSWERS  CASREACT COPYRIGHT 2008 ACS on STN

Tl Method for synthesis of chloroaniline by selective hydrogenation of
chloronitrobenzene in alcohol-water

RX(4) OF 13

cl NH
D\ Ru. Si02. H2. Water, \©/ 2
cl N02 ETUH

97%

NOTE: chemoselective

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

=>D 1 78 BIB FHIT — 1 BEFE 78 BEDEZIEHREEY AL
RYDRIGFHRFT S (450x2 = 900 )
L1 ANSWER 1 OF 78 CASREAGT COPYRIGHT 2008 AGS on STN
AN 149:104482 CASREACT Full-text
Tl Method for synthesis of chloroaniline by selective hydrogenation of
chloronitrobenzene in alcohol-water
IN Xu, Jie; Ning, Jianbo
PA  Dalian Institute of Chemical Physics, Chinese Academy of Sciences, Peop
Rep. China
SO  Faming Zhuanli Shenqging Gongkai Shuomingshu, 10pp
CODEN: CNXXEV

DT Patent
LA  Chinese
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl CN 101195579 A 20080611 CN 2006-10144344 20061204

PRAI CN 2006-10144344 20061204

( RIEMOERMDIEFTIZ REGISTRY FZ74IILDEIZEEYRD L %%Eiﬁlﬁﬁd’é\
BEIX VAERA—N—HENZHETHS-0H, FETH (3,860 H/L FE).

LS HFDHOT

4 MBELTNDIHESE = CASREACT 774 T CAS EHRBESICEEOD—ILE
BETSH (930 H/CAS EHFES)
5 MBLEDIZEE = REGISTRY 77/ DEZEyrD L FESICO—)L%E
\ EET S (3,860 H/L BI) )
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B RIGEKEZER

CASREACT J7/ILDEHE

Cl <« ¢! kL'~H
T 7

K ££l5> %IELD 97%

RicYEERYME (L) BEFTIVY
RK(4) i RCT K 121-73-3 / LI=OT, A—RIEHFTEVFLTLS

RGT C 1333-74-0 H2

PRO L 108-42-9

"CAT"'7¢40”1828"RUT"7651—86—9 Si02
SOL 7732-18-5 Water, 64-17-5 EtOH : CASREACT 774 I/ TIlZ,
GON 25 minutes, 100 deg C Q “B—REh " EEE L

NTE chemoselective

BERMNATED

L1 ANSWER 78 OF 78 CASREACT COPYRIGHT 2008 ACS on STN

AN 32:35645 CASREACT Full-text

Tl Alkanolamines. |V. Reducing properties of the amino alcohols

AU  Kremer, Chester B.; Kress, Bernard

SO Journal of the American Chemical Society (1938), 60, 1031-2
CODEN: JAGCSAT; ISSN: 0002-7863

DT Journal

LA Unavailable

RX(1) OF 2 3A ==> B + C

Cl =ﬁ

3 A —_— B

RS Ahen

QIELD 35%

RX (1) RCT A 121-73-3
RGT D 141-43-5 HOCH2CH2NH2, E 497-19-8 Na2G03
PRO B 108-42-9, C 106131-20-8
NTE Classification: Reduction; # Conditions: H2NCH2CH20H; Na2C03;
heat 6h; # Comments: Yield of dimeric by-product not specified
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B RIGEKEZER

CASREACT J7/ILDEHE

CASREACT Z7A4JILTI&, (L) BEEFH#HWLT, IXE (/YD, /YDT), i ZE (/RGT), i

(/CAT), BE (/SOL) BEDFHTELITRYRALIENTES.

=> S L1 (L) (80<=YD OR NONE/YDT) — RETRET & (262x2=524 H)
L2 69 L1 (L) (80<=YD OR NONE/YDT)

=> D 10 FHIT
L2  ANSWER 10 OF 69 CASREACT COPYRIGHT 2008 ACS on STN

RX(6) OF 14 N ===> 0

CASREACT J74LTIZ,
WMBERRTED

cl - ¢! IKL'~H
T T

N £ELE> QIELD 98%

x IRE A 80% LU 33U (IR E fE 5 0

RX (6) RCT N 121-73-3 BULLO—RIZRBEINTLS
RGT C 7803-57-8 N2H4-H20
PRO 0 108-42-9
CAT 11115-92-7 Iron hydroxide oxide
SOL 67-63-0 Me2CHOH
CON 30 minutes, reflux
NTE chemoselective, green chemical, solid-supported reagent

=> S L1 (L) 7440-18-8/CAT — ITZ=DL (7440-18-8) #M#E L L THL /-
L3 2 L1 (L) 7440-18-8/CAT RIEIZRET S (930 H)
=> D FHIT

L3  ANSWER 1 OF 2 CASREACT COPYRIGHT 2008 ACS on STN

RX(4) OF 13 K ===> L
CASREACT 774 JLTIE,

0 N,\ ERICIRSHRIE - AED
Cl BETES
cl : N%o \©/ H
K Do Vi o
VEDDRIGITEHR P T,
RX(4) § RCT K 121-73-3 h/_ LT LEAEE LT
{ RGT C 1333-74-0 H2 i W RS AEYRLTINS

: PRO L 108-42-9 :
+  CAT 7440-18-8 Ru, 76}1—86—9 Si02
USOLTTTI2E8ES WAt e 64-17-5 EtOH
CON 25 minutes, 100 deg C
NTE chemoselective
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B RIGEKEZER

CAplus/CA 7MLD&

B CAplus/CA J7A4ILTIL, CASREACT 7ML DIRBFFRICIEIEEFNTOWEHEOWERDOLEFD
XIERBLEDTIRBILERTES.

B EEYEIEL CAS BEHRBFEBSTES (IT) J4—ILFIZRBISNTVWSDT, £RYMOREYME
EELIE-MRRREEITTSHICIE, REGISTRY 77/ TYEZRZRLI-EZ VYLD L FEIC
/P X CAS O—)LEDIFT#HETS (REGISTRY IJ7M/ILDEIZ VL, BERZEDHERT
IHERROBRTEELLTHLLY.

RIiSMEERYIE AND BETHAESHED.
=>S RN L FE5/RCTAND £HD L FE/P
x L FEILX REGISTRY 77/ /LDEIZ Yk
RIEXBEEIZHWSEA CAS O0—JL
o—JL AE =
/RACT RIEWMERITHE /RCT, /RGT 28 L DRA—/—O—)L
/RCT R (Reactant) 1967 ELLEOLI—FIZHHE
/RGT H# (Reagent) 2002 ELUBOLa—FIZfHE
. CAS BRBESICHITHERETE P &xtin
/PREP £ Y (Product) 1907 EBEOLA—FI=f 5
/BMF HEIbFHMIEERE
/BPN EEEMER 1967 ELIEOLa—KRIZHE
/BYP BlE Y (By-product)
IVEFRYTIL-TIREY . .
/CPN trBA 2002 ELUBEOLO—FIZfHE
/IMF It T 24 %E
/PUR A 1967 EUBEOLI—FKIZHHE
/SPN [[A==4=g57
/PNU LTERUNDEE 1967 - 2006 FDLa—FIZft &
/CAT il 1% (Catalyst) 1967 ELEOLa—FIZfHE

m
2

CAplus/CA 74 JL T, CAS Z4EFEEIZ CAS A—)Lax{ftITTHRETHE, CAS &5
BEICHLTIREBEZHMNESLEINS. REGISTRY J7SIHISDHIARF—N—EE
FRWEADNBREMNICRETES.

=> S 121-73-3/RCT AND 108-42-9/PREP
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B RIGEKEZER

CAplus/CA 7MLD&

B&EH: 3-yoo=—raORUEY (121-73-3) Hin 3-2O00F7 =12 (108-42-9) #1B AR

=> FILE REGISTRY — REGISTRY Z 74 /LICA B
=> S 121-73-3 — RIEYD CAS BERES#HRET S ()
L4 1 121-73-3
(121-73-3/RN)
=> $ 108-42-9 — EEYD CAS BIREEZFHFT S (FH)
L5 1 108-42-9
(108-42-9/RN)
=> FILE CAPLUS — CAplus Z 71 IICA B
=> S L4/RCT AND L5/P — REGISTRY Z 714 /DEEEY D | EFF/Z
1639 L4 CAS O— /L ZFHEFELTEFTS (276 H)
3126030 RCT/RL
LT L ReT/RL 1 O—LBtY 276 HORREHNSBEEINS.
310 L5/P REGISTRY Z7//LD L BFEE/P DRERITEH.
L6 138 L4/RCT AND L5/P
=> D 1 138 BIB HITIND — ] BEEEL 138 BEEDEZFEHEEY FLE
FEIE#HEZF T S (204x2 = 408 H)
L6  ANSWER 1 OF 138 CAPLUS COPYRIGHT 2008 AGS on STN
AN 2008:720309 CAPLUS Full-text
DN  149:104482
Tl Method for synthesis of chloroaniline by selective hydrogenation of
chloronitrobenzene in alcohol-water
TIP ZiLa—)L-KIzBF s 00 rARVEVDORIRKERIZEEZPO07=2 Y
DEFDEODAHZE [HHEIR]
IN  Xu, Jie; Ning, Jianbo
PA  Dalian Institute of Chemical Physics, Chinese Academy of Sciences, Peop
Rep. China
SO Faming Zhuanli Shenqging Gongkai Shuomingshu, 10pp
CODEN: CNXXEV
DT Patent
LA Chinese
FAN. CNT 1 CASREACT 774 TH%
PATENT NO. KIND / DATE EwvkLTULN=3C K DATE
Pl CN 101195579 20080611 CN 2006-10144344 20061204
PRAI CN 2006-10144344 20061204
0S  CASREACT 149:104482
CC  25-4 (Benzene, Its Derivatives, and Condensed Benzenoid Compounds)
IT 108-42-9P, m-Chloroaniline
RL: IMF (Industrial manufacture); SPN (Synthetic preparation); PREP
(Preparation)
(synthesis of chloroaniline by selective hydrogenation of
chloronitrobenzene in aqueous alc.)
IT 100-00-5, p-Chloronitrobenzene 121-73-3, m-Chloronitrobenzene

RL: RCT (Reactant): RACT (Reactant or reagent)
(synthesis of chloroaniline by selective hydrogenation of
chloronitrobenzene in aqueous alc.)
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L6
AN
DN

B RIGEER
CAplus/CA 7MLD&
ANSWER 138 OF 138 CAPLUS COPYRIGHT 2008 ACS on STN

1968:106409 CAPLUS Full-text
68:106409

OREF 68:20579a, 20582a

Tl

AU
SO

DT
LA
GC
T

7

=>

L6
AN
DN

Development of industrial technology for catalytic liquid-phase reduction
of aromatic nitro compounds under pressure and the construction of a
contact apparatus

Ovchinnikov, P. N.; Bat, |. |.; Chistyakova, G. A.; Utkin, A. V
Khimicheskaya Promyshlennost (Moscow, Russian Federation) (1968), 44(3),
215-16

CODEN: KPRMAW: 18§ CAS O—JL (/RCT) #{#>TL\5®D T,
Journal

Russian 1967 FELUIBEOXHICRESIND

48 (Unit Operations and Processes)
95-53-4P 95-76-1P 106-47-8P 108-42-9P 1300-73-8P
RL: PREP (Preparation)
(manufacture of, by reduction)
88-72-2  98-95-3, reactions 99-54-7  100-00-5 121-73-3
25168-04-1
RL: RCT (Reactant); RACT (Reactant or reagent)
(reduction of)

D 83 BIB HITIND — 83 BEEDEZIEHELEY FLEFSEHRZ

Frd S (204 A)
ANSWER 83 OF 138 CAPLUS COPYRIGHT 2008 ACS on STN
1995:586434 CAPLUS Full-text
122:314266

OREF_122:57149a, 57152a

Tl

IN
PA

GC

T

IT

Process for the reductive halogenation of aromatic nitro or nitroso
compounds to haloaromatic amines CK
ordeux, WMarc, Wakselman, Claude \\

Rhone-Poulenc Chimie SA, Fr.
; FEBR-_tOEEMDOET/N\NATUILIZEKD

25-4 (Benzene, lts Derivatives, and GCq NOSUEEERETIVDE KRS

Section cross-reference(s): 22

62-53-3P, Aniline, preparation 88-11 J:L
91-59-8P, 2-Aminonaphthalene 95-51-7 </’f;(
2-Methylaniline, preparation 98-16-4

108-42-9P, 3-Chloroaniline 108-44-1P, 3-MethyTaniTine
preparation 348-54-9P, 2-Fluoroaniline
RL: BYP (Byproduct); PREP (Preparation)
(process for the reductive halogenation of aromatic nitro or nitroso
compds. to haloarom. amines)
88-72-2, 2-Methylnitrobenzene 88-73-3, 2-Chloronitrobenzene 98-46-4,
3-Trifluoromethylnitrobenzene 98-95-3, Nitrobenzene, reactions
99-08-1, 3-Methylnitrobenzene 99-99-0, 4-Methylnitrobenzene 100-00-5
4-Chloronitrobenzene 121-73-3, 3-Chloronitrobenzene 384-22-5
2-Trifluoromethylnitrobenzene 581-89-5, 2-Nitronaphthalene 586-96-9
Nitrosobenzene 1493-27-2, 2-Fluoronitrobenzene 7439-92-1, Lead
reactions 7440-02-0, Nickel, reactions 7440-21-3, Silicon, reactions
7440-31-5, Tin, reactions 7440-48-4, Cobalt, reactions 7440-56-4,
Germanium, reactions 7440-69-9, Bismuth, reactions 7440-74-6, Indium,
reactions
(process for the re] WLWAA, REXTIEX, RICMEERYWE AND EEFTHA

compds. to 4 W &htdio, A—REMICRETHEETERL.

FOoT, BERBRIZF/AZXNEFENDILLHD.
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B RIGEKEZER

CAplus/CA 7MLD&

=> S L6 NOT Lt — CAplus Z7 LI TDHE Y FLEAEIZRE
L7 66 L6 NOT L1
=> D 1 BIB HITIND — | FEDEFEHELEY FLEFSFEHRZ

FrdE (204 H)

L7 ANSWER 1 OF 66 CAPLUS COPYRIGHT 2008 ACS on STN

AN  2008:643668 CAPLUS

DN 149:81631

Tl MCM-41-Supported Organometallic-Derived Nanopalladium as a Selective
Hydrogenation Catalyst

TIP FIRM A KFREMME L L TOMNATEBEEERERARX T/ /NS5 L [HWHER]

AU  Maity, Niladri; Rajamohanan, Pattuparambil R.; Ganapathy, Subramanian;
Gopinath, Chinnakonda S.; Bhaduri, Sumit; Lahiri, Goutam Kumar

GS Department of Chemistry, Indian Institute of Technology-Bombay, Powai,
Mumbai, 400076, India

SO Journal of Physical Chemistry C (2008), 112(25), 9428-9433

CODEN: JPCCCK; ISSN: 1932-7447
PB American Chemical Society CASREACT Z7AIICIEHFEY IR 8 D %Ly
DT  Journal IXMEROAFOLI—FAFoNT:
LA _English

CC [ 45-4 (Industrial Organic Chemicals, Leather, Fats, and Waxes) ]
Section cross-reference(s) . 67
IT 95-51-2P, o-Chloroaniline 108-42-9P, m-Chloroaniline
RL: IMF (Industrial manufacture); PREP (Preparation)
(MCM-41-supported organometallic—-derived nanopalladium as a selective
hydrogenation catalyst)
IT 88-73-3, o-Chloronitrobenzene 107-15-3, Ethylenediamine, reactions
121-73-3, m-Chloronitrobenzene
RL: RCT (Reactant); RACT (Reactant or reagent)
(MCM-41-supported organometallic-derived nanopalladium as a selective
hydrogenation catalyst)
RE.CNT 28 THERE ARE 28 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT

CAplus 774 TIX, CAS O—/LZF>THMIERARZIBETES. L, A—X@EPIZHS
(R— RGP DIEEIFTELRL).

=> FILE REGISTRY — REGISTIRY Z 71 IIZA S

=> S 7440-18-8 — BRELEVHIED CAS BRESFHET S

L8 1 7440-18-8 (FE#)
(7440-18-8/RN)

=> FILE CAPLUS — CAplus Z 71 INIZA B

=> S L6 AND L8/CAT — JCAT THEFZIZRETE (276 H)

L9 7 L6 AND L8/CAT

=> D 5 BIB HITIND — b FEADEFEHELEY FLEFSEHZ

ZrdE (204 H)
L9 ANSWER 5 OF 7 CGAPLUS GOPYRIGHT 2008 ACS on STN
AN 2004:443161 CGAPLUS
DN  141:313931
Tl Selective hydrogenation of halonitroaromatic compounds catalyzed by
water-soluble bimetallic catalyst containing ruthenium and platinum
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B RIGEKEZER

CAplus/CA 7MLD&

TIP KBt BHMESAILT-HOLEBAEICK DM Dhalonitroaromaticit &%
DERRMKFIL [HHFIR]

CC  25-4 (Benzene, Its Derivatixes, a| /LT="2.L (7440-18-8) O fih i &1 %I A
Section cross—referenceW
IT 57-09-0, Ctab 7440-18-8 ¥ Ruthenium, uses 7447-39-4, Cupric
chloride, uses 7646-79-9, Cobalt dichloride, uses 7647-10-1, Palladium
dichloride 7705-08-0, Ferric chloride, uses 7718-54-9, Nickel
dichloride, uses 7772-99-8, Stannous chloride, uses 10025-73-17,
Chromic trichloride 16941-12-1 63995-70-0, TPPTS
RL: CAT (Catalyst use); USES (Uses)
(selective hydrogenation of halonitroarom. compds. catalyzed by
water—-soluble bimetallic catalyst containing ruthenium and platinum)
IT 88-73-3, 2-Chloronitrobenzene 89-61-2, 2,5-Dichloronitrobenzene
100-00-5, 4-Chloronitrobenzene 121-73-3, 3-Chloronitrobenzene
585-79-5, 3-Bromonitrobenzene
RL: RCT (Reactant); RACT (Reactant or reagent)
(selective hydrogenation of halonitroarom. compds. catalyzed by
water—-soluble bimetallic catalyst containing ruthenium and platinum)
IT 95-51-2P, 2-Chloroaniline 95-82-9P, 2,5-Dichloroaniline 106-47-8P
4-Chloroaniline, preparation 108-42-9P, 3-Chloroaniline
591-19-5P, 3-Bromoaniline
RL: SPN (Synthetic preparation); PREP (Preparation)
(selective hydrogenation of halonitroarom. compds. catalyzed by
water—-soluble bimetallic catalyst containing ruthenium and platinum)

CAplus Z7AILTIX, &BEICEAT S CAS O—I)LEFFHTES.

=> S L6 AND L5/SPN — LRYEILFZEREIZRET S (276 FH)
L10 105 L6 AND L5/SPN
=> D 3 BIB HITIND — 3 FEHADEFIEHELEY FLEFSEHZ

FZrdE (204 H)
L10 ANSWER 3 OF 105 CAPLUS COPYRIGHT 2008 ACS on STN
AN 2007:1463002 CAPLUS
DN 148:241273
Tl Clean production of chloroanilines by selective gas phase hydrogenation
over supported Ni catalysts

TIJP EBH#NifE D EDRBIRHVK[MBAKRLEICEDZ /7007 DI ) —VEE [HBESIR]

CC  45-4 (Industrial Organic Chemicals, Leather, Fats, and Waxes)
Section cross-reference(s): 25, 67

IT 88-73-3, o-Chloronitrobenzene 100-00-5, p-Chloronitrobenzene
121-73-3, m-Chloronitrobenzene 586-78-7, p—-Bromonitrobenzene
RL: PRP (Properties); RCT (Reactant); RACT (Reactant or reagent)

(clean production of haloanilines by selective gas phase hydrogenation of
halonitrobenzenes over supported nickel catalysts)

IT 71-43-2P, Benzene, preparation 95-51-2P, o-Chloroaniline 98-95-3P
Nitrobenzene, preparation 106-40-1P, p-Bromoaniline 106-47-8P
p—-Chloroaniline, preparation 108-42-9P, m-Chloroaniline
RL: SPN (Synthetic preparation); PREP (Preparation)

(clean production of haloanilses by selective gas phase hydrogenation of
halonitrobenzenes over supported Wwckel catf i
RE.CNT 72 THERE ARE 72 CITED REFERENCES gﬂﬂ:?éfﬁk (SPN) TEwkRLTLYS

ALL CITATIONS AVAILABLE IN THE RE FORMAT
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B ReaxysFile 774JLICIE, RIGERH 2 BYDAEZTREFEINTNS.

- EEYELI-FEEDEORHRELHICER - RIGERSIF S TLHNSHLI—F

- La—REEEMEEE: —20EEnEIHTIRGEHRRRLTL | RaHE

- RIBELO—FR: RREHA—D—DUIEEhTLNSLO—FK

- La—FERSEA:

CAS &8H(&ES

L2 ME R

#wERX

EHNDER

ft=mELI—F

1 RiEHi=Y 1

Accession Number (AN):
Basic Pref. RN (BPR):
CAS Reg. No. (RN):
Chemical Name (CN):

—_— 0

878307

100-51-6
100-51-6
phenylmethanol,

Benzylalkohol, benzenemethanol

This substance also occurs in Reaction Documents:

Code Name Occurrence
RX Reaction Documents 1092
RXREA Substance is Reaction Reactant 9698
RXPRO Substance is Reaction Product 1231
S AN NN EEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEEy

REaction:

o

RX

H Reaction ID (.1ID): 10812149

H Reactant AN (. RAN): 471223, 635639

. Reactant (.RCT): benzaldehyde, propan-2-ol

H Product AN (. PAN): 2044384, 878307

H Product (.PRO): benzoic acid isopropyl ester,

H phenyImethanol

H No. of React. Details (.NVAR): 1

.

EReaction Details:

=RX

H Reaction RID (.RID): 108121491

. Reaction Classification (.CL): Preparation

. Reagent (.RGT): K2C03

*

-
H Reaction 1D (. 1D): 10811933
H Reactant AN (.RAN): 1361395, 471223
H Reactant (.RCT): but-2t-en-1-ol, benzaldehyde
- Product AN (. PAN): 4305606, 878307, 4841028
H Product (.PRO): (E)-Crotylbutanoate, phenylmethan
H trans-2-butenyl benzoate
H N
: r > —
e 1 T4—ILEHTY 1 REHE
H
. B g
bl conELI—FT BRO
* = —
| RISE#®ERTLTY 880

.

.

b}
.

benzyl alcohol,

RIGHY-E Y
R & 4

ENDBRE

RIELa—FK

Reaction:

RX

Reaction ID (.1ID):
Reactant AN (.RAN):
Reactant (.RCT):
Product AN (. PAN):
Product (.PRO):

No. of React.

Reaction Details:

RX

. *
.0

Reaction:

.
‘e
-

0
Q

YtrnsmamnmnnnaRannn

*

.
l- ast®

Reaction RID (.RID):

Reaction Classification (.CL):

Reagent (.RGT):

Catalyst (.CAT):

Time (. TIM)

Temperature (.T):

Reference (s) :

1. Kiyooka, Syun-ichi;
Yokoyama, Reiko,
12701; BABS-6717870

Tetra

Details (.NVAR): 1

10812149

471223, 635639

benzaldehyde, propan-2-ol
2044384, 878307

benzoic acid isopropyl ester,
phenylmethanol

10812149.1
Preparation
K2C03

/.

Wa

RX

Reaction ID (.ID):
Reactant AN (.RAN):
Reactant (.RCT):
Product AN (. PAN):
Product (.PRO):

No. of React.

Reaction Details:

RX

(
1 RisHt=Y 1 RREE

REEBRESHERTITSE
RTHENSHEICLIESR
"Hd

10811933

1361395, 471223

but-2t-en-1-ol, benzaldehyde
4305606, 878307, 4841028
(E)-Crotylbutanoate, phenylmethanol,
trans-2-butenyl benzoate

Details (.NVAR): 1

Reaction RID (.RID): 10811933. 1

Reaction Classification (.CL): Preparation

Yield (.YDT): 10 percent (AN=4305606), 42 percent

(AN=878307), 9 percent (AN=4841028)

Reagent (.RGT) K203

Catalyst (.CAT): <IrCl (cod)>2

Solvent (.SOL): toluene

Time (.TIM): 12 hour (s)

Temperature (.T): 20 Cel

Reference(s) :

1. Kiyooka, Syun-ichi; Wada, Yosuke: Ueno, Mahuyu; Yokoyama, Takeshi;
Yokoyama, Reiko, Tetrahedron, CODEN: TETRAB, 63(51), <2007>, 12695 -
12701: BABS-6717870
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B RELI—FTIE, £RMERRYOBMAEEELELIREBERRPAEZCBREGEOREEHZ
HELERGERRATED WELI—FTREREBRFEIXTELLY.

B AERY RIEMEREELTRRIDIESICE, LO—FES (AN) TRETD.

=S RIitYWDOLI—KFEES/RX.RAN AND MWD LaI—F&EE /RX.PAN

B FERIGERI«—ILE 7

&% RES A A4l HEF
RIS% (AN) => S 50000/RX.RAN
I 1 4 }irr:ra RS => S L-PROLINE/RX.RCT AND
E R £/ (AN) => S 1915876/RX.PAN
ERY => S GLYCINE/RX.PRO
HE (&%, #FX) | => S ACETONE/RX.RGT
bt (& #, 2 FRX) | => S SNBR2/RX.CAT
B (2%, 2FX) | => S CH2CL2/RX.SOL
IR 3= => S 99.99/RX.YD
RiG&EHE " | RIGEE => S -100--10/RX.T (P) AND
= G B R => S “2.0 HOUR(S)”/RX.TIM
RIS ®D pH {E => S RX.PH<1
B E 5 => S 1-25/RX.P
RG24 => S PREPARATION/RX.CL
EEA => S COREY?/AU.RX
BEXA => S SYNTHESIS/JT.RX
H B iE R CODEN => S JACSAT/ISN.RX AND
R REA => S AJINOMOTO/PA.RX
BREES => S US 2986578/PN.RX

1 INLDRFRI—LLEMALEZRREZETITHE, BFMNICRELI—FBBLND. £z, Thb
DBFEI«(—IKRIEIMELI—FEDEEITTELRL.
¥ RISEHDOINFIEIFETETHLINT, MEMERREZLEZVDSESICEFALEVA N KL

R—RIEICBRETSEEEF, P) BEFZIATS.

Reaction Details:

RX

(P)

Reaction RID (.RID):
Reaction Classification (.CL):

Yield

Reagent (.RGT):
Solvent (.SOL):

Time

(.YDT) :

CTIM:

10398133. 1
Preparation

65 percent (AN=878307)

12

triethylene glycol
2 hour (s)
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B REH: 3-yOoO0=—raR EY (121-73-3) AL 3-HO0AF7=1> (108-42-9) 2B 3K

=> FILE REAXYSFILE — ReaxysFile Z7 1 /NIZA B
=> § 108-42-9 — £HYE CAS BERESTHRET S (FH)
L1 2 108-42-9
(108-42-9/RN, BPR)
=> SEL CN MF LSF — SELECT 3 v> FT, IEZHEE (CN),
E1 THROUGH E6 ASSIGNED #FI WF), FE (LSF) Z#LHT S
(FE#)
=> D SEL E1-E6 — WY L/EZ—LFERTT S (FEH)
E1 C6 H6 CL N /MF
E2 G6H6CLN (1+) /LSF
E3 3-CHLOR-ANILIN/CN

—_—_— = a = N

E4 3-CHLORO-ANILINE/CN
E5 3-CHLORO-BENZENAMINE/CN
E6 3-CHLORO-PHENYLAMINE/CN
=> S L1 NOT E2 — Ll Do FERFHRAEZELLITI—FEES
L2 1 L1 NOT “C6H6CLN (1+)“/LSF (FE#)
=> SEL AN — BYRAALE 1 #OLI—FhrsLa3—F&FS
E7 THROUGH E7 ASSIGNED AN) ZHHid S (FEH)
=> D SEL E7 — WHLE La—F&EF (AN Zz&HZF7F7 8
E7 1 605969/AN (FE#4)
=> § 121-73-3 — RIEYD CAS BRES THRET S (FEH)
L3 4 121-73-3

(121-73-3/RN, BPR)
=> SEL CN MF LSF — SELECT a3 v> FT, IEZHEE (CN),
E8 THROUGH E15 ASSIGNED BFH WF), 7R (LSF) #HHT S

(HEH)
=> D SEL E8-E15

E8 4 C6 H4 CL N 02 /MF :Z \
E9 3 C6H4CLNO2 (1-) /LSF ReaxysFile 274 T, {tZHE LK
E10 3 1—CHLOR0—3—NITRO—B[Q SN BEO CAS BREERTRZLEES
E11 1 M-N 1| TROCHLOROBENZOL ol _ ot wr e )

E12 1 1-CHLOR-3-N I TRO-BE! I~, B 9410)113“2#‘% ’575‘9&'{—65’91{’
E13 1 3-CHLORO-N | TROBENZENE,/CN BHOEENBONDGZENDHD.

E14 1 3-CHLORONITROBENZENE ANION | Ev L= E DFEZR OKAHFIZIE,
E15 1 3-CHLORONITROBENZENE ANION/} SELECT a<w>KR#%# BT 3 (SELECT

DEHRDI(—ILELHLIDTEER). )

=> S L3 NOT (E9, ET1, E14-E15)
L4 1 L3 NOT ((”"C6H4CLNO2(1-)”/LSF OR M-NITROCHLOROBENZOL-ANION/CN OR
“3-CHLORONITROBENZENE ANION RADICAL”/CN OR “3-CHLORONITROBENZE

NE ANION”/CN))

=> SEL AN — BYRAALE 1 #OLI—FHs6LT3—F&FF
E16 THROUGH E16 ASSIGNED AN) ZHHid S (FEH)
=> D SEL E16 — Y LLa—FES (AN) X759 S (FFH)
E16 1 1907947/AN
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=> S 1907947/RX. RAN AND 605969/RX. PAN

— EYEDLI— FEETRETS

L5
=> D122 23 RX
L5

Reaction:

RX
Reaction ID:
Reactant AN (. RAN):
Reactant (. RCT):
Product AN (. PAN):
Product (.PRO):

23 1907947/RX. RAN AND 605969/RX. PAN

ANSWER 1 OF 23 REAXYSFILE COPYRIGHT 2010 Elsevier Properties SA

(FEH)

— 1 &F, 22 &, 23 BEDORL#
RX Zx B TERTS (880x3 = 2, 640H)
on STN

9779233

1907947
1-chloro-3-nitro-benzene
605969, 605631, 507540

3-chloro-aniline, aniline, nitrobenzene

No. of React. Details (.NVAR): 2
Reaction Details:
RX

Reaction RID (.RID): 9779233. 1

Reaction Classification (.CL): Chemical behaviour

Yield (.YDT): 95.5 percent Chromat. (AN=605969), 0.3

percent Chromat. (AN=605631), 1.3 percent
Chromat. (AN=507540)

Reagent (.RGT): H2

Catalyst (. CAT): PtMn/carbon nanotubes

Solvent (.SOL): ethanol

Temperature (. T): 29. 85 Cel

Other Conditions (. COND): normal pressure

Subject Studied (.SUBJ): Kinetics, Product distribution

Prototype Reaction (.PRT): Further Variations:, Catalysts

Temperatures

Reference (s) :

1. Han, Xiaoxiang; Li, Jianrong, Indian J. Chem. Sect. A.: Inorg.
Bio-inorg., Phys., Theor. Anal. Chem., CODEN: ICACEC, 46 (11), <2007>
1747 - 1752; BABS-6721206

RX

Reaction RID (.RID): 9779233.2

Reaction Classification (.CL): Chemical behaviou

(R;eingtt('(Rng): Ei/roz CASREACT 774 LTl

atalyst (. : i . R _ .

Solvent (.SOL): ethanol EvLE A o723k

Time (. TIM): 75 min

Temperature (. T): 29.85 Cel

Pressure (.P): 750.06 Torr

Subject Studied (. SUBJ): Product distyibution

Prototype Reaction (. PRT): Further Variations:, Catalysts

Reference (s) :

1. Lai, G. H.; Han,
J. Chem. Sect. A.: Inorg.
CODEN: [CACEC, 43(12)

X. X.; Zhou,

R. X.:; Zhang, J. X.,; Zheng, X. M.
Phys., Theor. Anal. Chem.

Indian
Bio-inorg.,

<2004>, 2545 - 2548; BABS-6485342
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L5  ANSWER 22 OF 23 REAXYSFILE COPYRIGHT 2010 Elsevier Properties SA. on STN

Reaction:
RX
Reaction ID: 281332
Reactant AN (. RAN): 1907947
Reactant (.RCT): 1-chloro-3-nitro-benzene
Product AN (. PAN): 605969, 636837
Product (.PRO): 3-chloro-aniline, 3,4-dichloro-aniline

No. of React. Details (.NVAR): 1

Reaction Details:

RX
Reaction R L RIDY - 221229 {
Reaction C| HWLWERDX#ELEYRLT rﬁ\i\on
Reagent (. ko= trm—hydYochloric acid
): Handbook

Reference (s) :
1. Beilstein; Kurbatow, Zh.Russ.Fiz.-Khim.0-va, CODEN: ZRKOAG, 11, <1879>
328;, Justus Liebigs Ann. Chem., CODEN: JLACBF, 196, <1879>, 218

L5  ANSWER 23 OF 23 REAXYSFILE COPYRIGHT 2010 Elsevier Properties SA. on STN

Reaction:
RX
Reaction ID: 281331
Reactant AN (. RAN): 1907947
Reactant (.RCT): 1-chloro-3-nitro-benzene
Product AN (. PAN): 605969
Product (.PRO): 3-chloro-aniline

No. of React. Details (.NVAR): 49

Reaction Details:

RX

Reaction RID (.RID): 281331. 1

Reaction Classification (.CL): Preparation

Yield (.YDT): 98 percent (AN=605969)

Reagent (.RGT): H2

Catalyst (. CAT): <Pd (acac) (Ph2P-2-C6H4C00H) 2>BF 4

Solvent (.SOL): dimethylformamide

Temperature (. T): 25 Cel

Pressure (.P): 1140 Torr

Reference (s) :

1. Rani, P. Usha; Reddy, P. Muralidhar; Sarangapani, M.; Ravinder, V., J.
Indian Chem. Soc., CODEN: JICSAH, 84(2), <2007>, 122 - 129;
BABS-6722762

RX

Reaction RID (.RID): 281331.2

Reaction Classification (.CL): Preparation

Yield (.YDT): 73 percent (AN=605969)

Reagent (.RGT): H2

Catalyst (. CAT): polymer incarcerated platinum

Solvent (.SOL): tetrahydrofuran

Time (. TIM): 1 hour (s)

Temperature (. T): 20 Cel

Other Conditions (. COND): atmospheric pressure
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Reaction RID (.RID): 281331.9

Reaction Classification (.CL): Preparation

Yield (.YDT): 99 percent (AN=605969)

Reagent (.RGT): H2, ethylenediaminetetraacetic acid
disodium salt

Catalyst (. CAT): FeS04x7H20

Solvent (.SOL): H20

Time (CTIM): 2.0 hour (s)

Temperature (. T): 150 Cel

Pressure (.P): 20685.9 Torr

Reference (s) :
1. Deshpande, Raj. M.; Mahajan, Avinash. N.; Diwakar

Makarand. M. ;

Ozarde, Prakash. S.; Chaudhari, R. V., J. Org. Chem., CODEN: JOCEAH

69 (14), <2004>, 4835 - 4838; BABS-6458477

CASREACT 774 T%
Ev kLT3R

Reaction RID (.RID): 281331. 44
Reaction Classification (.CL): Preparation
Reagent (.RGT): Cu0/Cr203
Temperature (. T): 150 Cel
Pressure (.P): 88260.9 Torr
Other Conditions (. COND): Hydrogenation

Reference (s):

1. Patent: Columbia Southern Chem. Corp. US 2791613 1953

Reaction RID (.RID): 281331. 45
Reaction Classification (.CL): Preparation
Reagent (.RGT): rhodium
Temperature (. T): 120 Cel
Pressure (.P): 5884.06 Torr
Other Conditions (. GOND): Hydrogenation

Reference (s) :

1. Patent: Columbia Southern Chem. Corp. US 2772313 1953

Reaction RID (.RID): 281331. 46
Reaction Classification (.CL): Preparation
Reagent (.RGT): platinum/charcoal
Temperature (. T): 85 Cel

Pressure (.P): 300 Torr

Other Conditions (. COND): Hydrogenation

Reference (s):
1. Patent: Du Pont de Nemours & Co. US 2765342 1952

ReaxysFile Z7/ILDKRIELA—FH DX #k (Reference) [H¥RIZL,
SEFERELTWEFESNTHY, ZOFIZEFTNATLDEHRZHEL

Pl FUBRRBELREYTEIENTELL.
LizhoT, DR IEHRINER T 7ML ED

EEREETELL.
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B EREIEON-FEAORERRICE REEBMXZAV-BERRNEDNTHS.

B REH: RORWERKTDS (HHEAZNGEEE, IRE 80%LUEDHLDIZRE).

Eil b S
o 7 ] N[]2 Yoy - | NH2 ERIZDULNTIE p.80 )
R - RIEIWBERLEGWL
S o - BREAH-THEL
TR/ SRR s N\OFVEROBOEES FERLEND
=> FILE CASREACT — CASREACT Z 74 ILICA B
=> — RIEEBE/MAF7y O0—F7 3

Uploading C:¥Documents and Settings¥user¥My Documents¥STN Express 8. 3¥Queries¥rctl. str
L1 STRUGCTURE UPLOADED

=> 8 L1 — YO TNBEFEETT S (FH)
L2 50 SEA SSS SAM L1 ( 154 REACTIONS)
=> D SCAN — SCAN ZFrHBATHERT S (FH)

L2 50 ANSWERS  CASREACT COPYRIGHT 2008 ACS on STN

Tl Method for carbonylative reduction of organic nitro compounds

RX(2) OF 2

Cl NHo
aQMe, S, CO, MeOH
(A, 8 =

98%

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

=> S L1 FUL — TNZ71NBEFEETTS (15 300 A)
FULL SEARCH INITIATED 16:04:04 FILE ' CASREACT’
SCREENING COMPLETE - 101625 REACTIONS TO VERIFY FROM 9803 DOCUMENTS

100. 0% DONE 101625 VERIFIED 3986 HIT RXNS ( 23 INGOMP) 1138 DOCS
SEARCH TIME: 00.00.17

L3 1138 SEA SSS FUL L1 ( 3986 REACTIONS)

=> S L3/COM — AEL—23 2 BFNATTLEAEIC

L4 1138 L3/COM RZET S

=> S L4 (A) (80<=YD OR NONE/YDT) — WEEHEHIFEPES (262x2 = 524 H)
L5 922 L3 (A) (80<=YD OR NONE/YDT)

=> S L5 (L) ANY/CAT — SS/ICMBFRESOERIGICIRET S (262 H)
L6 384 L5 (L) ANY/CAT
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=> D SCAN

L6 384 ANSWERS  CASREACT COPYRIGHT 2008 ACS on STN

Tl Preparation of 3,4-dichlc g in

3,4-dichloronitrobenzene
RX (1) OF 2 ‘<f;:;?
NO2

ERMEERLEBERRBERICNEDHERE
HITELEDBEICE (A) BEFEERTS.
MORGEHICNEZHITELEDSEICE,
(L BEFEERTS.

ol : HOCH2CH2NH I
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
=>D 4 384 BIB IT FHIT — 4 FEHEL 384 BEEDEZIFEHRELZF5/
EVvFLERYDRILGEZ T S
L6  ANSWER 4 OF 384 CASREACT COPYRIGHT 2008 ACS on STN (496 x2 = 992 F4)
AN  148:331423 CASREACT Full-text
Tl Preparation of phenyloxyaniline derivatives as diagnostic imaging agents

of the central nervous system
IN Lehmann, Lutz; Rother, Axel
PA Bayer Schering Pharma Aktiengesellschaft, Germany
SO  Eur. Pat. Appl., 43pp

CODEN: EPXXDW

DT Patent
LA  English
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
Pl EP 1894915 A1 20080305 EP 2006-18455 20060904

IT Central nervous system
Imaging
Imaging agents
Nervous system, disease

(preparation of phenyloxyaniline derivs. as diagnostic imaging agents of
central nervous system)

IT Aromatic compounds
RL: DGN (Diagnostic use); IMF (Industrial manufacture); RCT (Reactant);

SPN (Synthetic preparation); BIOL (Biological study); PREP (Preparation);
RACT (Reactant or reagent); USES (Uses)
(preparation of phenyloxyaniline derivs. as diagnostic imaging agents of
central nervous system)

IT 220553-37-7P, N-(5-Fluoro—-2-phenoxyphenyl)-N-(2-hydroxy-5-
methoxybenzyl)acetamide 1010391-60-2P, N-(5-Fluoro-2-phenoxypheny|)-N-[5-
methoxy-2-[2-[ (methanesulfonyl)oxylethoxylbenzyl]lacetamide 1010391-66-8P
1010391-70-4P  1010391-76-0P
RL: DGN (Diagnostic use); IMF (Industrial manufacture); RCT (Reactant);

SPN (Synthetic preparation); BIOL (Biological study):; PREP (Preparation);
RACT (Reactant or reagent); USES (Uses)
(preparation of phenyloxyaniline derivs. as diagnostic imaging agents of
central nervous system)

IT 505084-42-4P  686349-74-6P, N-(5-Fluoro-2-phenoxyphenyl)-N-[2-[2-[ (4-
methylphenylsulfonyl)oxylethoxy]-5-methoxybenzyl]acetamide
1010391-63-5P, N-(5-Fluoro—-2-phenoxypheny!l)-N-[2-(2-bromoethoxy)-5-
methoxybenzyl]acetamide 1010391-68-0P  1010391-72-6P  1010391-74-8P
1010391-78-2P  1010391-80-6P  1010391-82-8P  1010391-84-0P
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RX(2)
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1010391-86-2P  1010391-88-4P
RL: DGN (Diagnostic use); IMF (Industrial manufacture); SPN (Synthetic
preparation); BIOL (Biological study); PREP (Preparation); USES (Uses)
(preparation of phenyloxyaniline derivs. as diagnostic imaging agents of
central nervous system)
672-13-9, 2-Hydroxy-5-methoxybenzaldehyde 1462-37-9
(2-Bromoethoxymethyl)benzene  4672-49-5, 1,2-Bismethanesulfonyloxyethane
6315-52-2 17739-45-6, 2-(2-Bromoethoxy) tetrahydropyran 41951-76-2
2-Hydroxymethy|-4-methoxyphenol 613662-00-3, 4-Fluoro-2-nitro-1-
phenoxybenzene
RL: RCT (Reactant); RACT (Reactant or reagent)
(preparation of phenyloxyaniline derivs. as diagnostic imaging agents of
central nervous system)
203803-86-5P, 2-(2-Benzyloxyethoxy)-5-methoxybenzaldehyde 613662-01-4P
5-Fluoro—-2-phenoxyphenylamine 911831-33-9P, 5-Methoxy-2-[2-[ (4-
methylphenylsulfonyl)oxylethoxylbenzaldehyde 1010391-91-9P
5-Methoxy-2-[2-((tetrahydropyran-2-yl)oxy)ethoxylbenzaldehyde
1010391-94-2P, N-(5-Fluoro-2-phenoxypheny!|)-N-[5-methoxy-2-[2-
((tetrahydropyran-2-yl)oxy)ethoxylbenzyl]lamine 1010391-98-6P
[2-(2-Benzyloxyethoxy)-5-methoxybenzy|] (5-f luoro-2-phenoxyphenyl) amine
1010392-01-4P, 5-Methoxy-2-[2-[ (methanesulfonyl)oxy]ethoxylbenzaldehyde
1010392-03-6P, (5-Fluoro-2-phenoxypheny!) [5-methoxy-2-[2-
[ (methanesulfony!l)oxylethoxylbenzyllamine 1010392-08-1P
(5-Fluoro-2-phenoxypheny|) [5-methoxy-2-[2-[ (4-
methylphenylsulfonyl)oxylethoxylbenzyl]lamine 1010392-10-5P
2-(2-Hydroxymethy|-4-methoxyphenoxy) ethanol 1010392-12-7P
Methanesulfonic acid 2-(2-((methanesulfonyl)oxy)ethoxy)-5-methoxybenzyl
ester
RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT
(Reactant or reagent)
(preparation of phenyloxyaniline derivs. as diagnhostic imaging agents of
central nervous system)
23978-09-8, Kryptofix 222
RL: RGT (Reagent); RACT (Reactant or reagent)
(preparation of phenyloxyaniline derivs. as diagnostic imaging agents of
central nervous system)

OF 109 F==> G..

N, Ly (rommicsmenssncnss, )

CA F7A4ILDERBIT4—ILFIZIE, filiiE
MR EINTHVEWL (FBICEEHED

2) BON—HHULERIGEEZDOND).
= 9|ELD 94 L1t=A'>T, REGISTRY Z7A I TERK

:Z MERIEYMERRLEZER %
RCT F 613662-00-3 CAplus/CA Z7AJLIZHARA—/N—

RGT H 1333-74-0 H2 )
PRO G 613662-01-4 Lfﬂb%@ CAS m—JL (CAT/RL) T
CAT 7440-05-3 Pd Kﬂﬂm?ét, _0)|/:|—Hattvl~t,m\.j
SOL 67-63-0 Me2CHOH

CON SUBSTAGE (1) 20 deg C
SUBSTAGE (2) 8 hours, 25 deg C

RE.CNT 3 THERE ARE 3 CITED REFERENCES AVAILABLE FOR THIS RECORD

ALL CITATIONS AVAILABLE IN THE RE FORMAT
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B RIGEKEZER

‘&5l

L6  ANSWER 384 OF 384 CASREACT COPYRIGHT 2008 ACS on STN
AN 44:12533 CASREACT Full-text

Tl Side reaction in the hydrogenation of 4-nitro-2-chlorobenzoic acid and its
esters

AU Weizmann, Anna

CS Weizmann Inst. of Sci., Rehovot, Israel

SO  Journal of the American Chemical Society (1949), 71, 4154-5
CODEN: JAGSAT; ISSN: 0002-7863

DT  Journal PREP LL4 D CAS O—J)LZALV:
LA~ Unavailable BETRBOALLY 1966 4F LLAT

IT  Hydrogenation o
(of 2-chloro-4-nitrobenzoic acid and its estef DXHBEVHT S

IT 100-37-8, Ethanol, 2-diethylamino-
(esters)

IT 99-60-5, Benzoic acid, 2-chloro-4-nitro-
(hydrogenation of, and its esters)

IT 119342-76-6P, Benzoic acid, 4,4 -azoxybis[2-chloro-, diethyl| ester
855198-14-0P, Benzoic acid, 2-chloro-4-hydroxyamino—, 2-diethylaminoethyl
ester 855203-44-0P, Benzoic acid, 4,4 -azoxybis[2-chloro-

RL: PREP (Preparation)
(preparation of)

IT 109-99-9, Furan, tetrahydro- 1966 ELIFTOLO—FDH\E S, CAS O—JL
(reaction with BzCl) & PREP MDHFEEIShTLD
IT 98-88-4, Benzoyl chloride

(reaction with tetrahydrofuran)

RX(2) OF 2 A === F

Gl 0 Cl

OEt OEt
Ha
N

A £215> EIELD 100%

RX (2) RCT A 73097-02-6
RGT C 1333-74-0 H2
PRO F 16017-69-9
CAT 7440-05-3 Pd
SOL 141-78-6 AcOEt
NTE Classification: Hydrogenation; N-Deoxygenation; # Conditions: H2
Pd-BaS04; EtOAc; 3h 20 deg/latm ; # Comments: other examples
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B RIGEKEZER

B BRRICICBRETS.

CASREACT J7AILIZIE, &£1ib=

‘&5l

DHORICEBRBIF SN TS,

(2008 &£ 8 HIFFE#£Y 35,000 ¥4 (La—FKF%))

NTE J4—ILRICIZRE DA GEHHEIE) NMAADIhTWS. Z0R®, BRAE RGO
BRERITIF—T—FIC /NTE ZHFTTRERTHE, CnICEATEHLaI—FAELNS.

- RIEBRFLEEAEEYMNEBRMERISOCEBRZRIF—7—F% (L) BEEFTHAS
b BERMERSICRETES.

=> S L1 (L) (ENZYM? OR BIOTRANSFORM?)/NTE

- KYBLDEEEZB/HEOICIE, /NTE J1—ILRTEBRLBLHALTEETS.

=> S L5 (L) (ENZYM? OR BIOTRANSFORM?) /NTE «— WETREL -HEEFEFREIZCIRET S

L7
=D

L7
AN
Tl

AU
CS
S0

PB
DT
LA

RX(2)

6 L5 (L) (ENZYM? OR BIOTRANSFORM?) /NTE

1 BIB FHIT

— 7 ggmsmb/ifﬁét//\bf'ﬂ—?ﬂ@
RIEZEZRTFT S (450x2 =

ANSWER 1 OF 6 CASREACT COPYRIGHT 2008 AGS on STN

145:375385 CASREACT Full-text

(262x2 = 524 )

900 F)

C

Effect of the structurrp-=tag ‘tr
yeast (Saccharomyces o :

Begunov, R. S.; Kosare \.
Yaros!|. Gos. Universit
|zvestiya Vysshikh Uchi ¥: |

Tekhnologiya (2005), 48(11), 56
CODEN: [VUKAR; ISSN: 0579-2991

Ivanovskii Gosudarstvennyi Khim
Journal
Russian

OF 22 F ===> G

&

ae5’,CASREACT 74 TIE, }inﬁl:%ﬁ%?éi&ra

MENRSIENTNSDT, TEHIERYTELELY

B RIERYEE) tERMELTEEFNSC

5 BEHBNASVERICFRELREMDSE
BEERYRADELRL.
- ERMEVOTRHER c(A) BETF

\- ERYUNEIVITBEE: (L) BREF

ENH
#THE

J

VEIjU

D Gie a2y
RCT F 92770357 m % g 15 o % &
RGT C 131 -
PRO G 626608-15- P'EVFT S

SoL 773
CON 12

ours, 40 deg C

18-5 Water, 64-17-5 EtOH

NTE biotransformation, green chemical, baker's yeast
(Sacchromyces cerevisiae) as reducing agent used, described

medium
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B RIGEKEZER

FEH

B CASREACT J7M4ILTORE
RiMEEY, miELEE (L) BEFTIVIL, B—RIGAICRET S.

- RIEYPOERYDIEEICIE, CAS ZRFS DIEH, REGISTRY 77/ )ILDEZ VLD
LBEES HERRFEEIBERR) AT IHLENTES.

- EREABEAVEERERIERENTES.
ERPICNEFREMAEDLEDILEET (A) BEFEHEATS.

- AFfl:=> S 106-47-8/RCT (L) 100-00-5/PRO (A) (90<=YD OR NONE/YDT)
- NONE/YDT % OR EHETHEL, WRBEHRDLVLIA—FELEHDHIENTES.

- ERMUNERERFEREBAEDHEDLERE (L) BEFEFERTS.

B CAplus 7ML TORE

RICMEERY, iEGEX AND EEFTHAEHLES.
(BA—REAIZIERE TEGLY).

- RIGYMICERYMDIEFEICIE, CAS ZEHREBEEDITH, REGISTRY J7/I/ILDEIZE YLD
LEE (HERRFLEIBERR) 2RI HIENTES.
B ReaxysFile 7274/ TCDRFE

RIELI—FTIE, SEPEREDOMAZHEELEZREREL, AR CBFELGEORD
EHEHRELERISBRENTES.

- AEOME, FE WELGQEORRERHZR—RIGAICRETSESICE (P) BEF
EERATS.

RISBFBI4—ILREFRALERFZRTIHE BFHICRSLIA-IDBELNS.

ERMERIEYMERELTREREIDEAICE, LI FESTRERITD.
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C EDMDRILIEEHIRERT 71/l

CNETITBALEUNCRGIERERR TEDI7MLECHBNALET.






ChemlInformRX 774 JL&EDJSMONLINE/DJSMDS

C TOMDORIGIERINEZI7AIL

=8H) 7741l

B ChemInformRX 774 JL& DJSMONLINE/DJSMDS (RER) 771/

2008 &£ 8 ARAE

I7MILA CHEMINFORMRX DJSMONLINE/DJSMDS
BEE FIZ CHEMIE GmbH Thomson Reuters
IR &% #A 8 1991 F LI 1975-2007 4
2 5 - M 1975-1999 FH (I
uiﬁilﬁ %ﬁﬂlh\ ##ElF 1975 ﬂil),lllﬁ
R i 5 — BRI 949,600 14 — MR 76,100
ZERME R G : 475,000 # ZEEMERIG: 5700 #
BEEFEE F 4 [ T 8
La—RE 4L X ik RIS
. (@) O (1980 &L [E)
(£HY, Rt #HE) (/W R4
CAS 28%%&5 O X
(EmY, RisY, HE, B, )
. A
g L x (B S RE AR A TED)
ff REGISTRY J74 )L O <
e ASDIORET—N— | (ERY. REW, RE, K, M)
RIGEE5EMED @) O
WHEYVY (Y, RIS, RE, B, ) (Y, RISY, B1E, A
P A—)ILPRIGEE, RvEL T % A—LYRIGEEL, YvEV ST %
BELTRERERTES BELTHBERRTESD
BERERBEOEHOYUIILR |FREBE BLUERZELLT
KEMNFATES EEXZ0OHSBMEREDHB X
# I 8%
SCAN R X (EH) TRE |BEEOHIURTOR TS LUEEM
oo R%EHEZETHENTED DEREEBADYARYITFZFLUR

ZUR §%

BERROBREHTEH
BERZEHOEHOYUT LR
FIFHEN
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C TOMDORIGIERINEZI7AIL

ChemInformRX 774 JLEDJSMONLINE/DJSMDS (£8HR) 7714)L

B ChemlnformRX 774 LB &1 DJSMONLINE/DJSMDS (£ E F) Z74JLTIlX, CASREACT
T7AILERIBFRIC, RICBESYEICHLTO—IILEEELTRIGERENTES.

B XEEMEOO—I

Aa—J SRS A 715 ChemlInformRX DJSMONLINE
/RCT RIS => S 101/RCT o * O *
/RCTRN | RIE# - CAS &8 &S | => S 50-00-0/RCT.RN @) -
/RCTKW | RIE# - ¥—T7—F => S MERCAPTAN/RCT.KW @) O
/RCT.ST | RIGY - W& => S CHIRAL/RCT.ST — (@)
/RGT HE => S 216/RGT o * -
/RGT.RN | % - CAS BEH{EFS => S 121-44-8/RGT.RN O -
/RGT.CN | HE - tEHWHEA => S TRIETHYLAMINE/RGT.CN (@) -
/RGT.KW | HE - ¥F—7J—F => S SILANE/RGT.KW (@] O
/PRO Y => S 40/PRO o " O *
/PRO.RN | £ 5% - CAS &k &ES | =>S 18354-17-1/PRO.RN (@) -
/PROKW | £ - ¥—7—F => S PURINE/PRO.KW @) O
/PRO.ST | £F¥ - WHESE => S CHIRAL/PRO.ST — @]
/SOL B => S 12/S0L o ™ o
/SOLRN | A - CAS BHBES => S 60-29-7/SOL.RN @) -
/SOL.CN | A - tEZMWHEA => S TOLUENE/SOL.CN O @]
/SOLKW | B - £—T—F => S ETHER/SOL.KW O O
/SOLKW | /At - fHiEE => S GAS/SOL.ST — O
/CAT i 55 => S 498/CAT o " o
/CAT.RN | fiiif - CAS BHBES =>$ 123-91-1/CAT.RN O -
/CAT.CN | filitf - {LEYEH => S TICL3/CAT.CN O 0]
/CATKW | filitf - £—TJ—F => S PALLADIUM/CAT.KW O -
/CAT.ST | filit¥ - #HiEE => S HYDRATE/CAT.ST — @)

¥1 Cl B E S L CAS B EFES, RCTKW J4—ILFhLDPYHLEZED
*2 DISM BERBEESLHEZI1—ILFEED
*3 DUSM BERESLILEMER, @MEEI«—ILFEED

B BERRTE BOBEEHEELERR, RIDHAL, IvEVJTEHRELEZRRNTES.

B RIGERICAWSEEF

RIGEBEWMEZ (L) BEFTIVIIEAHILEICKY, A—RIEHICEELTHRERTES.

ERYINE (/YDP) EEBMEIVIVTHEE: (A) BEFEINATS.

- NONE/YDPT % OR EHE 75, WERFHRDGEWLWLI—FEEHDIIENTES.
- ERYMUNERE (/YD) EULITBHHEIF (L) BEFEHAWLS.
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C TOMDORIGIERINEZI7AIL

BmEH 1
B REG 1 RORKICETIHEER
1 [— %EHE
. / | N02 Yk / ! NH2 MERIZDULVTIL p.80 S HR)
— - RIEWBERLEWL

S o - BREAH-THEL

TR/ SRR s N\AOFVEROBOEESFELEND
=> FILE CHEMINFORMRX — CHEMINFORMRYX Z 7 14 JLICA B
= — REEMXZ7y 70— F7 8

Uploading G:¥Documents and Settings¥user¥My Documents¥STN Express 8.3¥Queries¥rctl.str
L1 STRUGTURE UPLOADED

=> 8 L1 — YO TNBEFEFETT S (FH)
SAMPLE SEARCH INITIATED 13:07:21 FILE ' CHEMINFORMRX

SCREENING COMPLETE - 275 REACTIONS TO VERIFY FROM 80 DOCUMENTS
100. 0% DONE 275 VERIFIED 7 HIT RXNS 4 DOCS

SEARCH TIME: 00.00.02

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

PROJECTED VERIFICATIONS: 4507 TO 6493

PROJECTED ANSWERS: 4 70 199

L2 4 SEA SSS SAM L1 ( 7 REACTIONS)

=> D SCAN — SCAN X B THEZT S (FH)

L2 4 ANSWERS CHEMINFORMRX COPYRIGHT 2008 FI1Z CHEMIE on STN
Tl Synthesis of 2-Halo-4,5-difluorobenzoic Acids

RX(2) OF 21 ...B ==> F..
g Fon
e () N—H
H H
|
(2)

|1 — [ 11

RX (2) RCT Il, 20749 (345-18-6)

RGT 107 (1333-74-0), H2
SOL 1 (110-71-4), DME
CAT 1241 (7440-06-4), Pt-C

PRO 111, 20750 (2106-05-0)
P 3.5 atm
TIM 24 hr

NTE reaction:Il => |11
CMT Ratio = 2:8 for products 1,2

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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C TOMDORIGIERINEZI7AIL

mERHF 1
=> S L1 FUL — TN FANBEEFEFTTSE (11,925 A)
FULL SEARCH INITIATED 13:07:45 FILE ' CHEMINFORMRX
SCREENING COMPLETE - 5244 REACTIONS TO VERIFY FROM 1518 DOCUMENTS
100.0% DONE 5244 VERIFIED 229 HIT RXNS 98 DOCS
SEARCH TIME: 00.00.12
L3 98 SEA SSS FUL L1 ( 229 REACTIONS)
=> D SCAN — SCAN ZFRBHTHZET S (FH)

L3 98 ANSWERS CHEMINFORMRX COPYRIGHT 2008 FIZ CHEMIE on STN
Tl Efficient Reduction of Nitroarenes to Amines by Sodium Borohydride and
Cuprous Bromide-Dimethyl Sulfide

RX(2) OF 5 G ===> H

| 2o Ve 7308

RX(2) RCT I, 118392 (402-67-5)

STAGE (1)

RGT 339 (115827-49-1;54678-23-8), CuBr.Me2$
1156 (16940-66-2), NaBH4

SOL 206 (109-99-9), THF
T 10.0 Cel

STAGE (2)
SOL 123 (67-56-1), MeOH
T 5.0 - 10.0 Cel

PRO Il, 137401 (372-19-0)
YDS 73.0 % — BRIEIE
NTE reaction:| => |l, example: 2

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

=>D 1 3 BIB FHIT — |1 BFL 3 BEDEEDEZBHREIEY FLE
RYDRIGEFR TS (809x2 = 1,618 H)
L3  ANSWER 1 OF 98 CHEMINFORMRX COPYRIGHT 2008 FIZ CHEMIE on STN
AN 200809080 CHEMINFORMRX Full-text
Tl Molybdenum Hexacarbonyl| and DBU Reduction of Nitro Compounds under
Microwave Irradiation
AU  SPENGCER, J.; ANJUM, N.: PATEL, H.; RATHNAM, R. P.; VERMA, J
CS  Sch. Sci., University Greenwich, Kent ME4 4TB, UK
SO Synlett(16), 2557-2558 (2007)
CODEN: SYNLES ISSN: 0936-5214
LA English

64



RX (5)

%=£=C
-y <

RX (5)

L3
AN
Tl

AU
GS

S0
LA

RX (4)

RX (4)

8-*-0 Cl % H

C TOMDORIGIERINEZI7AIL

mERHF 1

OF 7 L ===> M

5
i—l5> +|ELD 89. 0%

RCT I, 76168 (645-00-1)

RGT 1047 (13939-06-5), Mo (CO)6
1131 (6674-22-2), DBU

SOL 81 (64-17-5), EtOH

PRO Il, 190704 (626-01-7)

YDS 89.0 %

T 150.0 Cel

TIM 0.2 hr

NTE reaction:|l => |l, example: 5

ANSWER 3 OF 98 CHEMINFORMRX COPYRIGHT 2008 FIZ CHEMIE on STN

200752072 CGHEMINFORMRX Full-text

Efficient Reduction of Nitroarenes over Nickel-lron Mixed Oxide Catalyst
Prepared from a Nickel-lron Hydrotalcite Precursor.

SHI, Q.; LU, R.; LU, L.; FU, X.; ZHAO, D

State Key Laboratory Fine Chemical, Dalian University Technol., Dalian 116012
Peop. Rep. China

Adv. Synth. Catal., 349(11), 1877-1881 (2007)

CODEN: ASCAF7 ISSN: 1615-4150

English

OF 12 J ===> K

H

(4)
= Ylew 9804

RCT I, 79329 (99-54-7)

RGT 582 (302-01-2), H2N-NH2
SOL 115 (67-63-0), iPrOH

CAT 1249411, Ni-Fe mixed oxide

PRO I, 33194 (95-76-1)

YDS 98.0 %

T. KW REFLUX

NTE reaction:| => ||, example: 4
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C TOMDORIGIERINEZI7AIL

mERHF 1
=> FILE DJSMONLINE — DJISHONLINE Z 7 4 JLIZA B
=> S L1 FUL — L7 ANBEEFEFEFTTSE (6804 H)
FULL SEARCH INITIATED 11:13:10 FILE ' DJSMONL INE
SCREENING COMPLETE - 203 REACTIONS TO VERIFY FROM 190 DOCUMENTS
100. 0% DONE 203 VERIFIED 12 HIT RXNS 12 DOCS
SEARCH TIME: 00.00.06
L4 12 SEA SSS FUL L1 (12 REACTIONS)
=> D SCAN — SCAN Z7Est (La— FEELIZE) THFETS
(FE#)
L4 12 ANSWERS  DJSMONLINE COPYRIGHT 2008 THE THOMSON CORP on STN
AN 1989:77757E  DJSMONL INE
TI AR . AMINES FROM NITRO COMPDS . SELECTIVE REDUCTION
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L4 12 ANSWERS  DJSMONLINE COPYRIGHT 2008 THE THOMSON CORP on STN
AN 1992:77029H DJSMONL INE
TI P-AMINOPHENOLS FROM AR . NITRO COMPDS
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
=> D 1 8 BIB FHIT — 1 #EL 8 HEDEIEDEZEHEE Y ML

RYDRILEZRFT S (903x2 = 1,806 F)
L4  ANSWER 1 OF 12 DJSMONLINE COPYRIGHT 2008 THOMSON REUTERS on STN
AN 2007:2101 DJSMONL INE

Tl AR . AMINES FROM AR . NITRO GCOMPDS . PALLADIUM-CATALYZED HYDROGENATION
UNDER MILD CONDITIONS

AU Rani, P. U.; Reddy, P. M.; Sarangapani, M.; Ravinder, V

SO J Indian Chem Soc, 84(2), p.122-9 (2007)
CODEN: JICSAH [SSN: 0019-4522

DT Journal

Vi 33-8

RX (1) OF 1 A ===> B

[:%:j,,a_x_o CL\I::::T/NHZ

A ill;> ?IELD 98. 0%

RX (1) RCT A, 5996
SOL 23, DMF
CAT 146210, [Pd(acac) (Ph2P-2-C6H4CO0H) 21BF4; Catalytic amount
PRO B, 6001
T 25.0 Cel
P 1.5 atm
ATM H2
CMT Path A
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L4
AN
Tl
PA
Pl
DT
Vi
0S

RX (1)

sl

A

RX (1)

5O

C TOMDORIGIERINEZI7AIL

mERHF 1

ANSWER 8 OF 12 DJSMONLINE COPYRIGHT 2008 THOMSON REUTERS on STN
1996:0511 DJSMONL INE
AR . AMINES FROM AR . NITRO COMPDS . SELECTIVE REDUGTION
Nissan Chem Ind Ltd
JP 07233126
Patent WPl 77/ )LDOLI—FES
22-3
WPl 1995-340230

OF 1 A ===> B

Me

ﬁll;> QIELD 98. 0%

RCT A, 86943

SOL 31, EtOAc; 1 Part

CAT 93, Fe(m); Powder
1, AcOH; 1 Part
3854, Tf2NF; 2.4 Eq

PRO B, 86944

T 70.0 Cel

TIM 1.0 hr

CMT Reflux

CMT Path A

f

SE 2RI (REACTION) 95R2—DFH B (RR—LESE)

ftZ kIt (REACTION) V75 RXA—%F|H 95L&, CASREACT, ChemlnformRX,
DJSMONLINE, PS 77AIITC—EICRILEBRZRETES

.

\

J
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C ZTDMDRIGIHEHRINFZI7AIL
B& tZKRE (REACTION) ¥5RX4—MF A
B tZ RS (REACTION) V5R5—%2F AT HE, RLEMATRISEREZREZE T HI7/ILE
E—EICRERTES.
REACTION 75RXB—IZ&FENBT7AIL:
- CASREACT - ChemlInformRX - DJSMONLINE - PS

DJSMONLINE Z7A4JILE PS J7AILIFHUTILBRENLGZLDT, HOTILBREREZTSES
I, SNEDT7AMIVEISREI—D S RL.

T7ANCEDRIEZEG#HER TS HEETE => SET MSTEPS ON

BI7ANLDORIEEZFESERELTRTRERET H_ELTES.

A F1 41
=> D L7 1-2 BIB FHIT FROM EACH

(BI774)Lic 1 ZEE 2 FEEDEIZ % BIB & FHIT R THA)

W R A

=> FILE REACTION -DJSMONLINE -PS — YO TNBEEHSNETTELL DISWONLINE Z 7 1 )b
: E PS ZF7AILSD REACTION Z 7 4 /b

FILE ' CASREACT' ENTERED AT 19:03:54 ON 07 AUG 2008 OSXREZ—[ZAB

USE IS SUBJECT TO THE TERMS OF YOUR CUSTOMER AGREEMENT

COPYRIGHT (C) 2008 AMERICAN CHEMICAL SOCIETY (ACS)

FILE " CHEMINFORMRX' ENTERED AT 19:03:54 ON 07 AUG 2008
GOPYRIGHT (C) FIZ-CHEMIE BERLIN

=> — REEMRRAZ7y 70— FF 3B

Uploading G:¥Documents and Settings¥user¥My Documents¥STN Express 8.3¥Queries¥rctl. str
L1 STRUCTURE UPLOADED

=> S L1

FILE ' CASREACT’

SAMPLE SEARCH INITIATED 19:03:59

L2 54 L1

=> D SCAN — YO TNBEFEFTTSE (FEH)

L2 54 ANSWERS  CASREACT COPYRIGHT 2008 ACS on STN

Tl Aerobic Ru-catalyzed epoxidations in fluorous biphasic system using new
fluorous benzimidazolic |igands

RX(12) OF 31

NOp '
NH
/E‘:(NHZ SnCl2, HCI, Water /E‘:( 2
| | NHy

94%

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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C TOMDORIGIERINEZI7AIL

SE . tERIE (REACTION) 4SX4—0F| B

=> FILE REACTION — REACTION Z7 1450 5XE—IZA B
=> SET MSTEPS ON — ZFANTEICEAE Y FD L BEEELT SRE

SET COMMAND COMPLETED

=> S L1 FUL — INT7ANBFEZEFTTS
FILE ' CASREACT

L3 1143 SEA SSS FUL L2 ( 4026 REACTIONS)
FILE ' CHEMINFORMRX'
L4 98 SEA SSS FUL L2 ( 229 REACTIONS)

FILE " DJSMONLINE

L5 12 SEA SSS FUL L2 ( 12 REACTIONS)

FILE "PS

L6 . 1 SEA SSS FUL L2 ( 1 REACTIONS)

TOTAL FOR ALL FILES

L7 1254 L2

=> D 1 CBIB FHIT — CASREACT Z71/LD 1 EEDEZEZZIIEHE

EvrFLERADRGEZ T S (450 H)
L7  ANSWER 1 OF 1254 CASREACT COPYRIGHT 2008 ACS on STN
149:104482 Method for synthesis of chloroaniline by selective hydrogenation of
chloronitrobenzene in alcohol-water. Xu, Jie; Ning, Jianbo (Dalian
Institute of Chemical Physics, Chinese Academy of Sciences, Peop. Rep
China). Faming Zhuanli Shenging Gongkai Shuomingshu CN 101195579 A
20080611, 10pp. (Chinese). CODEN: CNXXEV. APPLIGCATION: CN 2010-144344
20061204

RX(4) OF 13 K ===> L

CU*LO C'UM

K ££15> %IELD 97%
RX (4) RCT K 121-73-3

RGT C 1333-74-0 H2

PRO L 108-42-9

CAT 7440-18-8 Ru, 7631-86-9 Si02
SOL 7732-18-5 Water, 64-17-5 EtOH
CON 25 minutes, 100 deg C

NTE chemoselective
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C TOMDORIGIERINEZI7AIL

SE . tERIE (REACTION) 4SX4—0F| B

=> D 1144 CBIB FHIT — CHEMINFORMRX Z 714D 1 BEDESEZZIEH
FEYFLERDDREEZ TS (809 H)
L7  ANSWER 1144 OF 1254 GHEMINFORMRX GCOPYRIGHT 2008 F1Z CHEMIE on STN
200809080 Molybdenum Hexacarbonyl and DBU Reduction of Nitro Compounds
under Microwave Irradiation. SPENGCER, J.; ANJUM, N.; PATEL, H.;
RATHNAM, R. P.; VERMA, J. Sch. Sci., University Greenwich, Kent ME4 4TB
UK Synlett(16), 2557-2558, (2007)
CODEN: SYNLES [SSN: 0936-5214 English

RX(5) OF 7 L ===> M

s
Q/ I\©/N—LH

5
I 5—2%5> +|ELD 89.0%

RX (5) RCT I, 76168 (645-00-1)
RGT 1047 (13939-06-5), Mo (C0)6
1131 (6674-22-2), DBU
SOL 81 (64-17-5), EtOH
PRO Il, 190704 (626-01-7)
YDS 89.0 %
T 150.0 Cel
TIM 0.2 hr
NTE reaction:| => |l, example: 5

=> D 1242 CBIB FHIT — DJSHMONLINE Z71)LD 1 BEDESEZZIE#H &
EvFLERYDREFEZ TS (903 H)
L7  ANSWER 1242 OF 1254 DJSMONLINE COPYRIGHT 2008 THOMSON REUTERS on STN
2007:2101 AR . AMINES FROM AR . NITRO COMPDS . PALLADIUM-CATALYZED
HYDROGENATION UNDER MILD CONDITIONS Rani, P. U.; Reddy, P. M.;
Sarangapani, M.; Ravinder, V. J Indian Chem Soc, 84(2), p.122-9
(2007)
CODEN: JICSAH ISSN: 0019-4522 Journal VI: 33-8

RX (1) OF 1 A ===> B

o

A ill%> ?IELD 98. 0%

RX (1) RCT A, 5996
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C TOMDORIGIERINEZI7AIL

SE . tERIE (REACTION) 4SX4—0F| B

=> D 1254 GlI — PS Z7AND | EEDYEELXEH L
R4 X—>2REZFFT S (1,204 A)
L7 ANSWER 1254 OF 1254 PS COPYRIGHT 2008 THIEME on STN

AN 267183

DED 20030618

CN GENERIC: Anagrelide hydrochloride

CN SYNONYM: BL-4162A; BMY-26538-01

CN SYSTEMATIC: 6, 7-Dichloro-1,5-dihydroimidazo[2, 1-b]Jquinazolin-2 (3H) -
one hydrochloride

N Agrylin

GG BO1AC14

THER antithrombotic, phosphodiesterase |ll-inhibitor that reduces platelet
counts

RN 58579-51-4

MF C10H7GI2N30. HC

MW 292.55

DEF Chlorine compounds, other

DEF Imidazo[2, 1-b]quinazolines

DEF Oxo compounds

DEF Prednisolones

DEF Steroids, disteroid hydrogen phosphates

©

NO NO,
@; 2 0 N(CzHs)3. CoHsOH noo
Ci + —_—>
HZN\VJLO/\CHS N\,JLO/\CH3
o] Cl
2~nitro~8~chioro- ethyl glycinate ethyl N-(2-nitro~6-
benzyl chloride chlorobenzyl)glycinate (I)
NH, BrCN, C,HzOH,
Hy, Pd—C,C,Hz0H M o] reflux
R gy, ———> @
3 cyanogen bromide
Ci
ethyl N-{2~amino-6-
chiorobenzyl)glycinate
N H FeCly, Cly, N H
Y CHzNO,, A Y
Q -  » 0 - HCI
Q- AT
Ci Cl
6-chloro-1,5- Anagrelide hydrochloride
dihydroimidazo-
[2,1-b]quinazolin~
2-one (I}
o]
NO, !-SnCla cone. HCI NH Br\/U\o/\cHs
2 2.KBH, THF 2 dioxane, K,CO3
B i m
cl CN cl NH2 bromoacetic acid
Cl Cl
2,3~dichloro~ sthyl ester
6-nitro-
benzenitriie
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Cl N\/U\O/\CH3 ©/O cl N\/LLO/\CHS
Ci cl

ethyl N-{2,3-dichloro-6- dipheny! N-cyano- ethyt (2-cyanocimino-5,6-
aminobenzyl)glycinate imidocarbonate dichloro~1,4~dihydro-

quinazolin-3-yl)acetate (IV)

Ho ™~ He,

115°C
v B Anagrelide hydrochloride
ethylene glycol

alternative synthesis of anagrelide precursor III

1. cone. HNOg, conc. HySO,

COOH
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Cl CHs 4 CIJi‘jL/Br

Ci Cl
W
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v + *
HoN AL~ o m
2 0" "CH3z

glycine ethyl ester
hydrochloride
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4R 8% IR

it F1& [Pharmaceutical Substances — Synthesis, Patents, Applications]
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HFR ATE

[ 2= B EE 3R
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L
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C ZDMDORIGTERINEGZI7MIL

BmEH 2
=> FILE PS — PS 7L INIZA B
=> E PROPECIA/CN 5 — (EEZYPEEFH T EXPAND 75
E1 1 PROPATYL NITRATE/CN
E2 1 PROPAXOL INE/CN Z
Ei } — EEgEEﬁ}gﬂUNE/CN ) B2 B TEYRLAELS & (&, REGISTRY
E5 1 PROPER | C|AZ INE/CN @ ITANMEDIARL —N—BRRLREH TS
= S E3 — F BEETHRET S (BH)
L1 1 PROPEGIA/CN
=> D ALL — Al ZFREXTEFRTE (2 754 H)
L1 ANSWER 1 OF 1 PS COPYRIGHT 2008 THIEME on STN
AN 265465
DED 20030618
CN GENERIC: Finasteride
CN SYSTEMATIC: (5a, 17B)-N-(1, 1-dimethylethyl)-3-oxo-4-
azaandrost-1-ene-17-carboxamide
N Propecia; Proscar; Chibro-Proscar; Propecia; Propecia; Proscar;
Finastid; Genaprost; Propecia; Proscar; Proscar
CC GO4CAO1
THER S5o-reductase inhibitor, treatment of benign prostatic
hypertrophy (BPH)
RN 98319-26-7
MF G23H36N202
MW 372.55
LD50 486 mg/kg (M, p.o.) ;418 mg/kg (R, p.o.);>1 g/kg (dog, p.o.)
DEF Azasteroids
DEF Steroid carboxylic acids, amides and esters
TRD
LNY | LNC | TN | co | STA | COM
ey S o + + =+ +===
IDE  |Propecia [Merck Sharp & Dohme| | [<—-
IDE  |Proscar [MSD Chibropharm | | |
[FR  |Chibro-Proscar|Merck Sharp & | | |
| | |Dohme-Chibret | | |
|[FR  |Propecia [Merck Sharp & | | | <—-
| | |Dohme-Chibret | | |
|[GB  |Propecia [Merck Sharp & Dohme| | [<--
|GB  |Proscar [Merck Sharp & Dohme| | |
[IT |Finastid |[Neopharmed | | |
[IT  |Genaprost |Gentili | |
[IT  |Propecia [Merck Sharp & Dohme| | | <—-
1991 [IT  |Proscar [Merck & Co. | |
|[US  |Proscar [Merck | |
FRM f. c¢. tabl. 5 mg
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MeSOOH

Me‘uﬂ.
0L
]

Na,CO5

NalO,, KMnO,,

sodium meta-
periodate,

C ZDMDORIGTERINEGZI7MIL

mERHF 2

1. NHy

Me COOH
2. Hy, Pt
Me it ___“_3_____’ 1
H
HOOCO

3-oxo-4-androstene- potassium 178-carboxy-5-oxo-
178-carboxylic acid permanganate A-nor-3,5-seco-
androstan-3-oic acid
Or=e=nl )
Ny H
e COOH . <:[Q &L N\éiﬁ
Me[ ] + HZN—+—8H3 OH Ve HsC “Hs
2 H CH3 dicyclohexylcarbodiimide _
o) N Y Xy H
HH 1-hydroxybenzotriazole O N ﬁ
3-oxo-4-aza-5a- tert- N-(1,1-dimethylethyi)-
androstane-178- butylamine 3-oxo-4-aza-5a-
carboxylic acid (I) androstane-178-
carboxamide (II)
iy
o0
I
benzeneseieninic
anhydride 3
Finasteride <' PS 77’(}1/—6:57 *Eﬁa)éﬁ‘zx#_Abﬁﬁa_‘
@ SNBCENBD (SHIz, HEBDLCAIZH A
INT BREGENHDIEELHD)
RN. INT | MF. INT | CN. INT
===+ + == =
75-64-9 |C4HT1N |tert-butylamine; 2-Propanamine, 2-methyl-
98319-24-5 |C23H38N202 IN-(1, 1-dimethylethyl)-3-oxo-4-aza-
| |5a-androstane-17p-carboxamide;
| | TH-Indeno[5, 4-flquinol ine-7-carboxamide
| IN-(1, 1-dimethylethy!|) hexadecahydro—4a, 6a-
| |[dimethyl-2-oxo-, [4aR-(4aa,
| |4bp, 6ac, 7o, 9ap,
| |9ba, 11ap) 1-
302-97-6 |C20H2803 | 3-ox0-4-a : ane-17B-carboxylic
| |acid; And -epe-17-carboxvlic acid
3_ - (=1 < LS
| |3-oxo~, &@ hR kOISR (CAS BRES,. ZHHE) 4
IRgxEINTLVD
RE * 1220, ARSI RTRHFE IR TS DT TIELEL
€D) US 4 760 071 (Merck & Co.; 26.7.1988; appl. 21.11.1985; USA-prior
27.2.1984)
medical use for treatment of androgenic alopecia:
(2) Rasmusson, G.H. et al.: J. Med. Chemical (JMCMAR) 29, 2298 (1986)
(3) EP 285 382 (Merck & Co.; appl. 30.3.1988; USA-prior. 3.4.1987)
medical use for treatment of prostate carcinoma:
(4) US 5 571 817 (Merck & Co.; 5.11.1996; appl. 20.7.1993; USA-prior.
27.2.1984, 21.11.1985, 3.4.1 9 ol QeOnd el 0.0
5.5.1991, 7.8.1992, SHREBEDIEA,IC B9 BSOS 3R AV N &
5)  EP 285 383 ( & R H B , BEEY ik 15 2R %

START LOCAL KERMIT RE

10. 2. 199“,
Merck & Co.; appl. @1
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