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STN O &It 'TE #H

B STN 21X, REBERICETEIT—EIN—ADNEHEBHIATWS.

- RISTEHR DG

| R is¥ (Reactant) | | fil 1% (Catalyst) | | £ Y (Product) |
AN i
PA(OAC),

Br AP N-Phenylurea = Ph
+ -
HT S K2COs

DMF,
.\ 98% .\
X % (Reagent) | | FIE (SolvenD) | URHE (Yield)

- RARBIFEHRAORISERFETES.

- BERE

- CAS Z43ES (CASRN®) MWoDRBRE
- BREDEZHHILDBRE

- BAEPINELEORNEEISDRE

B RGEROT—ER—R—E
(2018 &£ 8 A7)

. IR 5% 14 24
L <
774G b1 (RERE R, BEHEE)
CASREACT | AM{L¥ RIEHBEEEXMF—5~—R Xm e AR
ReaxysFile LEVEBLIUVURGERDT—2R—X %;’i%ggﬁfﬁ& R
(> =) B BB ANONEERERGHERERE | o
DJSMONLINE | RGHEEHT —2~—2 10.9 HHELLE

Derwent Journal of Synthetic Methods D%

1975-2009, F &7
DJSMDS {5 I 6 18 #0067 ( EHEL)
ERRT—HIR—X <HE> 2,400 HLLE
PS HREPICEHSN-BEELEEROEHE, <RIS> 8,200 # L
KM, BHERENG (1957-2009, E#T7L)
LESLIVEAIRFOXMT—FIRN—X 2 .
CAplus/CA PERP (83%) O—/L{t 5 (% 1907 &- CXE 707 T #FELE

(1808-, & A)

[A &, C E]

x1 2018 % 8 A7, classic STN @ ReaxysFile J7AI)LDULEFEAR (X 1771-2011 4.
BHBERIEIRE
*x2 PREP (8l&) OA— LA EShTWAXER %K




A #FE

B RARHGEREERLI—RHG

» CASREACT 774J)L (FHIT £xEX)

RX(6) OF 19 ...k + 0 == R HERTREOBELRIETES
0
MeO ol N*/H
Me2N
Meo ~0 ()
K Q =
0
N*
Me2N Q/\
e ~0 OMe
Me
R
RX (6) RCT K 3535-37-3, Q 20059-73-8 REEH
RGT S 1310-73-2 NaOH | HEVORIEA CAS BRES
PRO R 122898-67-3 (CAS RN®) TREIEh TS

SOL 7732-18-5 Water

* ReaxysFile 774J)L (RIiELa—F RX RRERX)

REYMOYVELI—FESLELT

E;act"’”' /| GEERIEEL)

Reaction ID: 3810523

Reactant AN (. RAN): 2210230, 783596

Reactant (. RCT): 4-<2-(dimethylamino) ethoxy>benzylamine
3, 4-dimethoxybenzoic acid chloride

Product AN (. PAN): 5384115

Product (. PRO): N-<4-<2-(dimethylamino) ethoxy>benzy|>-3, 4-
dimethoxybenzamide

React. Struct. Keywords (. SKW): mapped reachon
Record type (.RTYP): full reactiol, ha
Number of Bond Changes (.NBC): 6 ’
No. of React. Details (.NVAR): 1 (BEREEL)

ERYMOMELI—FESLELTR

(.
Preparation reactants (.BLB): 2210230, 783596, 5384115
Det. React. reactants (.BLC): 2210230, 783596, 5384115

No. of References (. NUMREF) : 1
Reaction Details:
RX
Reaction RID ( RID): 3810523, 1
Reaction Classification (.CL): Preparation
Reagent (.RGT): triethylamine —| RIGEH
Solvent (.SOL): chloroform
Time (.TIM): 2
Other Conditions (. COND) : Ambient temperature
Reactant AN (.RCAN) : 605283
Solvent AN (. SOLAN): 1731042
Number of R. steps (.STP): 1 ./— H B2 1E 3R
Reference (s) :

1. Sakaguchi, Jun; Nishino, Hiroyuki; Ogawa, Nobuo; Iwanaga, Yuji; Yasuda
Shingo:; et al., Chemical & Pharmaceutical Bulletin, GODEN: CPBTAL
40(1), <1992>, 202 - 211



A #IE

PS 774JL (PRED Rz =)

EEROEMRIFERE I
/ BRAF—LTRIEDANELETED

K,CO3,
OHCQ (Hs ks H,cjicH3 OHC\Q CHy
+ 4,
OH cr“\fN\CHs Ao~y
p-hydroxy- 4-(2-dimethylamino-
benzaldehyde ethoxy)benzaldehyde (1)

NHy, HsC”OH,
Raney—Ni CH
1 —_— HZN .

4~(2~dimethylamino-
ethoxy)benzylamine (II)

0 1. toluene
— 2. HCI —
L, HaC0 - H3C—0 " CHs
H AN * HCI
HsC—0 HzC—0 0 CHy
3,4-dimethoxy- ltopride hydrochloride
benzoyi chloride

o 4K 1R ER
INT
RN. INT | MF. INT | CN. INT
+ +
3535-37-3 |C9HIC 103 |3, 4-dimethoxybenzoyl chloride; Benzoyl
| |[chloride, 3,4-dimethoxy-
15182-92-0 |C11H15N02 |4-[2-(dimethylamino) ethoxylbenzaldehyde;
| |Benzaldehyde, 4-[2-
| | (dimethylamino)ethoxy]-
20059-73-8 |C11H18N20 |4- (2-dimethylaminoethoxy)benzylamine;
| |Benzenemethanamine, 4-[2-
| | (dimethylamino) ethoxy]-
107-99-3 |C4H10CIN |2- (dimethylamino) ethyl chloride;
| |Ethanamine, 2-chloro-N, N-dimethy!|-
123-08-0 |C7H602 |p-salicylaldehyde; Benzaldehyde, 4-
| |hydroxy-

‘/" H B E R
RE
preparation and formulation:
synthesis of intermediate II:
D) EP 306 827 (Hokuriku Pharmaceutical Co.; appl. 15.3.1989; J-prior
1.9.1988, 5.9.1987, 22.9.1987, 29.9.1987, 5.10.1987)
(2) US 2 879 293 (Hoffmann-La Roche; 1957).
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*1 A DIEBRI(X CAS ZEES (CAS RN®) Dt EMN5ELE TILEL.
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*3 YU TILRERITF A TELL.

*4 RIGICETARIBEROT—T—FREZFRITS.
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HEC
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CAplus 774l CASREACT 774U
BIB BIB | | ]
AN AN 123:45678
DN 123:45678
ABS ABS L CAplus/CA T7AILE
AB =+ AB .- =1 &
& U5 #% % UR £%
IND IND
IT REYW A IT R A
IT 559 B * IT £/ B
\ B
\ RX(1)
XHOEEIET AMEER S RiSW A — £R B
RCT Ri¥ A
RGT % C ¢ AADHRGELED,
PRO 4% B RISEEMEETXTESI
CAT flit¥ D
SOL &R E

B RELI—FHOMEE S
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CASREACT 774 JL (1840 &-)
* At REIERICEILE



A #FE

B OURERSB - [REFEFXER (4FBF 2010-229048)

[0056]
[REH 11<L&EHBOER>

O Sy 2o et
. i) PAChL{dppf) Cotrs .
o iv) toluene 9

X #k(Organic Letters, 2002, 4, 2157. Organic Letters, 2005, 7, 795.) D AEXIZKYB T
ﬁm (4.88 g, 11.8 mmoﬁf\#wb-hl:uﬁﬁm 38 g, 26.0 mmol), 'Baci2 (dppf)
(1.91 g, 2.34 mmol), Lﬁﬁﬂn'ﬁbL\ (9.81 g, 71.0 mol), 7J< (101 mL), N))I/I/ (507 mL) #
EXFEKTCESL, 8 BMERBHLEL. EEFTHAR, yOOKILLENMZ, &
WEZHE, MBI RIVLTHER, »B%, BEZRETEEL:. Gon-ES
ME)FAIIILSE GPC THEEER TSI LI ;L)M(s 53 g, 8.35 mmol) %
IRE 71 % THI-.

- CAplus Z74I)LDE5| (AN 2010:1279237, DN 153:543934)

ST org semiconductor device indenofluorene deriv solvent soly proces
IT Semiconductor materials
Transistors
(organic; indenofluorene-based semiconductor materials with high solvent
solubility for organic semiconductor devices)
IT  Semiconductor devices
(organic; indenofluorene-based semiconductor materials with high

3 solvent solubility for organic semiconductor devices)
i1 ~ %58
RL: IMF (Industrial manufacture); PRP (Properties); SPN (Synthetic
preparation); PREP (Preparation)
(indenofluorene-based semiconductor materials with high solvent solubility
2 for organic semiconductor dg V|ces)
lT Hexylboronic a0|d — RIEY
RL: RCT (Reactant) RACT (Reactant or reagent)

(indenofluorene-based semiconductor materials with high solvent solubility
for organic semiconductor devices)

XHOEEBECEHELGVWVYE CLAOHE -BE Mg
RE) FERBISNAELN.

ERY, RIEVMBERBEEMEIL IT TJ0—ILFIC
ARIZERSIEhD. B—RIEHPERTHEFEGEL.
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CASREACT 774D RIGTE#R (AN 153:543934)

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

gH Br
Ho—% (cHg) 5~ " O.‘O

Br

B

2 A

(CH2) 5\M
e
e g

QIELD 71%

RX (1) RCT PA 16343-08-1], $848982—57—0|

— RixY

RGT__ D 584-08-7 K2C03 jj) — HE
PROQC 1247953-36-1| — %Y
CAT 72287-26-4 Palladium, i) — g

[1,1" -bis(diphenylphosphino-«P) ferroceneldichloro-,

(SP-4-2) -
SOL 7732-18-5 Water, 108-88-3 PhMe. — FIE
CON 8 hours, refluxii) v) — RIEH
NTE Suzuki coupling — Fi

TRTOREEEYVENRIEZEIZERSI SIS,
WEROLRIGEHLRFESND.




A #FE

B CAplus/CA J74J)LE CASREACT J7A4IILDINEGEHNE D L8k

(2018 &£ 8 AIRME)
= CASREACT CAplus

1808 £ LAFE
IR £k & 1840 FLI[Z (BRD CAS O—JL (PREP) A ft &
ShTWADIE 1907 ELLE)

I 53 %% 162 A (LI—FH) 707 A (ER®D CAS B—JL
s 9,410 A#H (RIGH) (PREP) 5N TLNSLO—FH)
IRERXEk | CA ICIRFShTWBHLa—FD—E CA NEBEXNZEDIEEBLIVILZEREBDHEF

ARMICEEOHSRGEER S . i
HEHH | (EHFENEOEREDAERGETS | CBROEEORADHMIE/ LS
HETLIME

DI TIEAELY)

- BERIEEYORIT—EEHTRIES
BRXEERRTED.

P IRTORGEEMEZRETS.

- BEVFRORGFERLRRTEDS.

C MERIFHRINET D,

wHl - RS BICRELREETERL,
REESMECREERES LT
BEL RSB RN TES, CARORE, B M ERShE.

C R RIFR TR EFE SN,

b
il -

- STN I2IF, RIGTEHRICEAT AT —ER—ZADBEHBEINTOD. INFROINFRE,
BRRBELGENRLL-O, BEMICEDLETEUNLGIFAILEERT S.

* CAplus Z74JLE CASREACT 7740, RIGEEMEDZESI AITENLNHS.
CASREACT 77/ NVIEREIERBRRBITHILLET—IR—XTH 5.
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B CASREACT Z71/L

M=

B CASREACT Z77A4JLIL, Chemical Abstracts Service (CAS) ffF KD T—EAR—XTHB.
EtZREERESEIELFETRERTES.

- CAS ZiH%ES (CASRN®) 2#fF--# %k

-

N =
- s
4. o .

kLT (108-88-3) MBT7x/—)L (108-95-2) D& K

- RSEBAEEBERR

-

- BERRER

-

UTDRGERR

BEEoRER

TEROUNBLTILA—ILADETRIE

LEMERBHILIIRETEGN

B RIEYOERMOIEELTTEL, SETFLEH/ERAEGDHLETRETES.

BB BREBEI«—ILRRGE
gL /SOL
a1 /CAT
* ANY/CAT : il Z#F>TLWARIE T RTIZRE
/YD CAS %4$%%&S (CAS RN®) ®%,
NONE/YDT (URZFE DL & AL) BEBRRA
Iy =&
/FG.YD .
NONE/FG.YDT (R EDQREHAEL) | - REERR A
RIS EHRDOF—T—F /NTE
/JT (Mis4)
CA O—EDEFIFH =
(R BB (=) P FEE)
/DT (BHIESH)




B CASREACT Z71/L

IR 5% 2L

B CASREACT J7A4JLIZIE CAS DUNERE % (APPENDIX Z8) ITEBLERIGEAIREZEINT
5.

- —EBRCBLIUZERRIEAIRZFINATNS.
C RGBS T3TRTODIEEYMNERSISHTLNS.
- EX#EICREIATONE, REORDESE, ZT2HEICETIER (F—7—F) HULE
INTLVS.
B CAS B DOKRIGTEEHR (1985 FELI[E) ITHAT, OB REIASERIGIFEHREZINEGELTLNS.
- MDULEREIE (=> S NONCAS/FS TIRE TE3)
- InfoChem (1974-1999 %)
- INPI (1840-1985 4£F)
- SORD (1961-2011 )
- Wiley* (1921-2015 4£F)
- Biotransformation (1971-1997 )

* CAS LS DIRFEREDT—RIZDOWTEHELU T OMEEFR A TES.

- IRTOREEESEYMEIZ CAS EfEES (CAS RN®) B HEShTLS.
(INPI, Wiley HIRDRISIERIT, ME EFED CASRN® ONRNBENTZLLEENHDH)

- O—)L, RIGEE, TvEVTEHRELBRERY®, BERERRAFATES.

- IBRER
1840 1985 1991 8 7
M5 X EEHEH 100 5 e @ TTET
(BHiEEEsSa) | T s
CAS 1ERLD < isxg FTRTH CA UG
RS8R (R=2 05 E M LIRER)
§$1ﬁ§ﬁx| | — CA INSRDEMBE (1944-1984)

S

InfoChem/INPI/Wiley/SORD H 3 D& #R
ZDH DI EFIR Biotransformations database D& K&
(CA INEZEXHDAHXR)

* Wiley #tHEDREIEROH 8

Encyclopedia of Reagents for Organic Synthesis (EROS) : e-EROS 2001~2015 £k
Organic Syntheses : 1921 - 2015 4
Organic Reactions : 1946 - 2008 4

10



B CASREACT Z71/L

La—F# Rk

B LO—FEXEEMATHY, 1 LO—F =1 XETHS.

- CAplus/CA 774 LD XAkIEEE CASREACT Z7M/ LM BE O RIGIEHRMNIEINTILNS.

.................................................................... N\
CA 774 LD HRIE R
(BIB+ABS+IND+RE)
RIS & #H
,, > 1 La—Fk
TS
\\ (51) CASREACT 74T
2 HFOEZEMNEYE
= 2 DOXEMNEYE
7 )
B XS IERDIRE
- —ERRE (B HRRIEERFELLRSO
i (1) A -—> B
i (2) C -——> D
R (3) E ——> F
- ZERBRE A + B —> C -——> D ——> E l:&2E&R
R (1) A+ B ———> C
Ris (2) cC ——> D
BIs (3) D ——> E
RIG (4) = &I (1) +(2) A+ B -——> C -—> D
Rt (5) = RIG (2) +(3) c —> D ——> E
BIG (6) = R (1) + (2) + (3) A+ B — C -——> D —> E
- I % BB R G A+ B ——> C -—- > D (B FERKRE R
|
-—-> E —-—> F
&I (1) A + B ——> C
&It (2) cC ——> D EDHEAEDHLETEEYRT D LI,
&It (3) cC ——> E SELEATYTHRESA TS,
R (4) E —> F
RIE (5) = RIS (1) +(2) A+ B -—— C -—> D
RIis (6) = &I (1) +(3) A+ B ——> C -—> E
RBis (1) = RIi& (3) +(4) cC ——> E -——> F
Rt 8)= Rk (1)+@B)+M4) A + B -———=> C —-—> E -—>F

11



B CASREACT Z71/L

B La—F{| (BIB ABS IND RX(1) RX(2) RX(3) &R R)

BIB

CAplus/CA
F7AILD
EHXER

=

ABS

CAplus/CA
741D
B 8%

—

=

—
—

IND

CAplus/CA
T714ILD
EEIR

AN 132:222457 CASREACT Full-text
TI Photochemical process for the preparation of lauryl lactam from cyclododecane
IN Ollivier, Jean; Drutel, Damien
PA  EIf Atochem S.A., Fr.
SO Eur. Pat. Appl., 7 pp
CODEN: EPXXDW
DT Patent
LA  French
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI EP 989118 Al 20000329 EP 1999-402108 19990824
EP 989118 B1 20011024
R: AT, BE, CH, DE, DK, ES, FR, GB, GR, IT, LI, LU, NL, SE, MC, PT
IE, SI, LT, LV, FI, RO
US 6194570 B1 20010227 US 1999-400996 19990921
PRAI FR 1998-11734 19980921
AB  Lauryl lactam, useful as a monomer (no data), is prepared in high yield and
selectivity by the photochem. nitrosation of cyclododecane with a nitrosation
agent (e.g., nitrosyl chloride) and hydrogen chloride in an organic solvent
(e.g., chloroform) to produce the oxime of cyclododecanone which is then
subjected to a Beckmann rearrangement in the presence of methanesulfonic acid.
IPCI CO7D0201-04 [ICM, 6]
IPCR C07D0227-02 [I]; CO7D0201-04 [I]
CC  27-21 (Heterocyclic Compounds (One Hetero Atom))
Section cross-reference(s): 35, 74
ST lauryl lactam prepn cyclododecane reaction; photochem nitrosation
cyclododecane prepn cyclododecanone oxime; Beckmann rearrangement
cyclododecanone oxime prepn lauryl lactam
IT Beckmann rearrangement
(of cyclododecanone oxime in the presence of methanesulfonic acid for
the preparation of lauryl lactam)
IT Nitrosation
(photochem. ; of cyclododecane with nitrosyl chloride in the prepn of
cyclododecanone oxime)
IT 75-75-2, Methanesulfonic acid
RL: CAT (Catalyst use); USES (Uses)
(photochem. process for the preparation of lauryl lactam from cyclododecane)
IT 67-66-3, Chloroform, uses 108-90-7, Chlorobenzene, uses
RL: NUU (Other use, unclassified); USES (Uses)
(photochem. process for the preparation of lauryl lactam from cyclododecane)
IT 294-62-2, Cyclododecane 2696-92-6, Nitrosyl chloride 7647-01-0
Hydrogen chloride, reactions
RL: RCT (Reactant); RACT (Reactant or reagent)
(photochem. process for the preparation of lauryl lactam from cyclododecane)
IT 946-89-4P, Cyclododecanone oxime
RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT
(Reactant or reagent)
(photochem. process for the preparation of lauryl lactam from cyclododecane)
IT 947-04-6P, Lauryl lactam

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

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

RE

(1) Ato Chinf CASREACT J7A LTI, FEDIA—ILFIFRR TERLY.
_(2) Montecat

SR IER (R—I v LS @ /PD, /PY, /PN, /AD, /AY, /AP 1 &)
“IT 74—J)LEB @D CAS &§%&FES (CAS RN®) & CAS O—JL (/IT)

4% S48 (/IPC, /CPC, /ECLA, /USC 1)

‘5l FAEHR- 5 AEE,R (/REN, /0SC.G &)

12



RX(1)

1 &HEBOD
RIS &R
(CASREACT
T7AILEER)

—

RX(2)

2 ®ED
= i 1E ¥R
(CASREACT
T7AILEER)

—_—

RX(3)

3 ZFBHD
&G E R
(CASREACT
I71ILER)

ERrec4l

RiEE

RIS E#
RIS
HE
£
LA
gL
bl

RX(1) OF 3
HO*\N
A
RX (1) RCT
RGT
PRO
CAT
SOL
NTE
RX(2) OF 3
H
G
RX(2) RCT
RGT
PRO
CAT
SOL

RX(3) OF 3 COMPOSED OF RX(2),

RX(3) G

RX(2) RCT
RGT
PRO
CAT
SOL

RX (1) RCT
RGT
PRO
CAT
SOL
NTE

..A ===> B

1
(1)

A 946-89-4
C 2696-92-6 N
B 947-04-6
75-75-2 MeSO3H
67-66-3 CHCI3
photochem

G ===> A ..

(2)
—

G 294-62-2

C 2696-92-6 NOCI

A 946-89-4
75-75-2 MeSO3H

B CASREACT Z71/L

° — BB &I RX(1)
G— A—B

T HIBRORIEDEEERT

0

.
<\/qj’*’ [ aRmHE

Brewn 99% o—

D 7647-01-0 HCI

RIGESYMEI(X CAS &E 8 FES (CAS RN®)
TERIIShTUWLS.

g —BRBER S RX(2)
G— A—B

HO,

D 7647-01-0 HCI

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

2
STEPS
—

G 294-62-2

C 2696-92-6 NOCI

A 946-89-4
75-75-2 MeSO3H

EZBE R RX(3)
RX(1)  @&—— fiﬂé_“ ~ o5

@Eﬁk)
$IELD 99%

D 7647-01-0 HCI

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

A 946-89-4

C 2696-92-6 NOCI

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

13
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B CASREACT Z71/L

CAS %42 %&EE (CASRN®) B=&

B CAS E$%EE (CASRN®) [Z&E (O—JL) #IEFELTHRETES.

COERAEENDELA—IL

/RCT RIE# (Reactant) P RS M 4 5t

/RGT HE (Reagent) (Reactant or Reagent) (/RCT, RGT)
/PRO £ (Product)

/NPRO ERBWUSNDHE (NonProducts) (/RCT, RGT, SOL, CAT)

/SOL B (Solvent)

/CAT fil i (Catalyst) *ANY/CAT : fhi¥ RISIZRRIE

* O—)LZEELEWNVGES I, §XTOA—ILARERNZR
- EEMEREHSIEIRBETELGL (RET—RIZITBFRAADTULELY).
- BRI LA (X CASRN® RERDATEE (BERER, BEREEBRRIIAFTA).

- A—RIEFICRETSEE, (L) BEFEES.

B O LZEEELERE

+ [Ai% 1] CASREACT J7AJLT CAS &5 ES (CASRN®) ICEEO—ILZIETE

=> FILE CASREACT — CASREACT Z 7 1 IIZA S

=> § 103-90-2/RRT — FErFI/ T EREPELIGHAEE T ERL
L1 982 103-90-2/RRT

=> § 103-90-2/PRO — FErFIS/ T FEEYET BRI

L2 278 103-90-2/PRO

- [Ai% 2] REGISTRY Z7//LDEIZ LY (L BFE) ICO—ILEHKE

=> FILE REGISTRY — REGISTRY Z 71 INIZCA S

=> S ACETAMINOPHEN/CN — FEFFS/ T 2DEHTHEE

L3 1 ACETAMINOPHEN/CN

=> FILE CASREACT — CASREACT Z 714 IIZA S

=> § L3/PRO — REGISTRY Z7 1IN DEEEED | EEFHEEL THFE
L4 278 L3/PRO (FEFTI/ 72 FERYET ERILE)

- FOSTOERER

- I MBUTODIEE — [Hix 1]
- A YMBEULEDEBE — [HiE 2)
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B CASREACT Z71/L

¥ZEH : (E)-3-Penten-2-one (CAS RN® 3102-33-8) D&M iEEZRETS. &5(2, PE,=F
1JJL (CAS RN® 75-05-8) ZR ¥/ REICAVTWARIGIZEET 5.

=> FILE CASREACT — CASREACT Z 7 14 ILIZA B

=> S 3102-33-8/PR0 — 3102-33-8 BEBEYDRIG FHE

L1 30 3102-33-8/PRO

=> D FHIT 4 — 4 BADEEF FHIT FFrELTER

L1 ANSWER 4 OF 30 CASREACT COPYRIGHT 2018 ACS on STN

RX(10) OF 10 Uu ===> V¥

H O/KH 0

5k
MétJ\\\aﬁf\\Me Me’ﬂL\\A%’\\Me
U

(10)
—_— v

RX (10) RCT U 1569-50-2

RGT C 7782-44-7 02

PRO V 3102-33-8

CAT 13820-41-2 Platinate(2-), tetrachloro-, ammonium (1:2)
(SP-4-1)-

SOL 108-88-3 PhMe

CON 7 hours, 90 deg C, 1 bar

NTE solid-supported catalyst, modified silica (SBA-15) support used
conversion 7%, selectivity 72% 10 mmol scale, selective oxidation

=> 8 L1 (L) 75-05-8/RRT — 75-05-8 HRIEH/FAEDRIIZRE
L2 1 L1 (L) 75-05-8/RRT
=> D FHIT — FHIT ZFETEF

L2  ANSWER 1 OF 1 CASREACT COPYRIGHT 2018 ACS on STN

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

H3C—C==N CH2
* Me

A H H x

H XW

H
r )

B —_— 91ELD 73%

RX (1) RCT A 75-05-8
STAGE (1) (L)
RGT D 37350-66-6 Ag Zn alloy l

SOL 60-29-7 Et20, 109-99-9 THF

B — R HIZRE

STAGE (2)
RCT B 106-95-6

STAGE (3)
RGT E 7647-01-0 HCI
SOL 7732-18-5 Water, 60-29-7 Et20

STAGE (4)
RGT F 6674-22-2 DBU
SOL 60-29-7 Et20

PRO C 3102-33-8

15



B CASREACT Z71/L

[B] & &R R

B CASREACT 774/ 1 La—FK =1 XHETHERINTWNS.
ZDE=H, 1 LO—FIZEHORBEHRNIZFINTWSIEELRHS.

#fl : A + B -——> C -——> D --—> E O&KZEICEITIXH

= RB (1) A F B =5 ¢
Rt (20 C -—> D
RIS (3 D —> E

0 K& @)= RS 1)+ (2) A+ B -—> C —> D
RIG (8) = BRI (2) + (3) C —> D --——> E

= K& (6)= K D+@2)+@8 A + B —=—> € -——> D --> E

- RIGEHROKRT

- EXBMICE, BRLTEVIEES = BHORIS) 2R 795 O, @ £RBRTES.

@ FHIT ®xrER C RAIZEVRLEREDHERT
®@ HIT *rHEK D EYybLERIETRTER TR

(ALRIEAMMTELRTSNDEENHD)

- FIzIE EvkLEREBEN A + B —> C DOBE

@ FHIT R RS (1)
@ HIT ®RxrE=X SR (), RIS @), RIG (6)

- EYRLTWVELWVRAIEDTINTORGERERTLEZEE, KRRANFEEICRLD
BEAHS (EEHHROXEELE)

B CASREACT J774J/LIZIE, RIGTEH#RIZINAZ T, CAplus/CA 7/ ILERIUXEIEHR (EH1HER,
Wik, F3ILE) AUREESh TS,
- RTERERTIHE, XHOEFBFRESEDLETRTITHIENTES.

f51 : => D L1 BIB FHIT =>D L1 STD FPATH

- CAplus/CA 774ILERILER T A ZFIETES. (ALL, FBIB, FAM R R R LI4L)

- ALL ETREXTE, XHEBEHRICMZTIRTO—EBEEBREARTIND.
HFHRENFEEICZNEALHEIDOT, EEIEFALEL.
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B CASREACT Z71/L

B EoRTIBX (RIGER)

B = £ & KA
FCRD EVFLERPORIEDEBEROIV /NIRRT

FCRDREF {FIA—ILk> FCRD LE&EH (SO, PY)

SCAN KEIZEFyVF> FCRD LIZE (RIEZBSDREAST)

FHIT EVFLERBYORIEOREYY, #BER, RIGE#H (First HIT)

HIT EVhLETRTOREORIEIYT, #BER, RIGEH, Evb2—LEED
J4—ILF

EVhEI—LEEL T —ILEE (RIEEB) EET—ILFIZBITEEYREI—LOD

oce S (0CCurrence)

RX EVPLETRTORIEDORIER YT, HBER, KiGEH
RXG EVRLETRTORGORIERYT, BER

RXS EVRLETRTORGORERYT, RIGER

RX(n) Ris n ORBGIVY, BER, RIGEH

RXG(n) Rit n ORBIVT, #HER

RXS(n) Rt n ORBIYY, RIGEH

SSRX TRTO—BERRIEORGIVT, BER, RIEEH
SSRX(n) —BRBERIE n ORIEIYT, BER, RIEEH
CRD EVvrLETRTOREDAV /NIRRT

CRD(n) RIE n ®avorRE

CRDREF CRD &IRER (SO, PY)

CRDREF(n) |[Ei n @av/urERREEEHE (SO, PY)
EVrLERIEDSE, RERATYTHDZVLWREDORIEIVTEEER

PATH
BERXICEOTRRINIRIGBHRITIELRD)

SPATH EVvhLERIEDSS, RBPATYTHOVDHEORIEDORE IV T EEER
BRAICEHOTERTRINOIRGRBRKITIELS)

FPATH PATH [CRISEHHEM (Full PATH)

FSPATH SPATH IZRIGE#AGENM (Full SPATH)

aAVNIRRTE D RIGERGL () EARKTSIAZVAVNNIMEIRE KX DR T

Ry c i A > B

RISER © 1 RCT G 294-62-2 |

| RGT C 2696-92-6 NOCI, D 7647-01-0 HC|
. PRO A 946-89-4
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B CASREACT Z71/L

B =f{l : Clarinex (CAS RN® 100643-71-8) DERMEZXHARS.

=> FILE CASREACT — CASREACT Z 7 14 IIZAB
=> S 100643-71-8/PRO — £RYDRIGICIRET S
L1 36 100643-71-8/PR0O

=> D SCAN — SCAN ZFHERTEF

L1 36 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Synthesis study of descarboethoxyloratadine

REC1y OF 1
Cl
| = ;l
N |
H.—"

KOH, Water, EtOH

N
& OEt
b

B3k

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

SCAN £z (AZFzv/H) ORXRTHAER
- {28
- FCRD (EYb LIz ORIGDEER DIV /NIFERTR)

=> D FCRDREF 9 — FCRDREF Z 7R THK

L1 ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 ACS on STN

R¥(4) OF 35
H
| - o Cl
N |
KOH, Water, EtoH. N
N
DEt
953%

REF: Ri Erganic L Medicinal Chemistry Letters, 22(8), 2701\2704;

-

NOTE : DET|mized on solvent, reagent and reaction time, optim\yzation
CON: E Hnﬁra, ref lux

FCRDREF XRRHER (FI7+—Ik) DRFTAR
- FCRD (EvhL-ZAIDORIEDEERDIV/INIERTER)
- R&# (SO, PY)
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B CASREACT Z71/L

=> D 9 BIB ABS FHIT — BEIEH MRERLIEHE (FHIT) ##HAEPETETF

L1 ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 ACS on STN

AN 156:560388 CASREACT Full-text

TI Design and synthesis of thiourea derivatives containing a
benzo[5, 6]cycloheptall, 2-b]pyridine moiety as potential antitumor and
anti—-inflammatory agents

AU Liu, Wukun; Zhou, Jinpei; Zhang, Tong; Zhu, Haiyang; Qian, Hai; Zhang
Huibin; Huang, Wenlong; Gust, Ronald

CS Department of Medicinal Chemistry, China Pharmaceutical University
Nanjing, 210009, Peop. Rep. China

SO Bioorganic & Medicinal Chemistry Letters (2012), 22(8), 2701-2704
CODEN: BMCLE8; ISSN: 0960-894X

PB Elsevier B.V.

DT Journal; (online computer file)

LA English

AB  Benzo[b5, 6]cycloheptall, 2-b]lpyridine thiourea derivs. were developed and screened for
antitumor and anti-inflammatory activity. Most of the compds. exhibited growth
inhibitory effects comparable to 5-fluorouracil in vitro against mammary (MCF-7 and
MDA-MB 231) as well as colon (HT-29) carcinoma cells. They also showed stronger
anti-inflammatory activity than ibuprofen in vivo in the xylene-induced ear swelling
assay in mice.

RX (4) OF 35 oo o==> L... — kiEvv 7

Cl

A,
H

Eili> %IELD 93%

RCT I 79794-75-5

RGT M 1310-58-3 KOH

PRO L 100643-71-8 — RIbEH

SOL 7732-18-5 Water, 64-17-5 EtOH

CON 6 hours, reflux

NTE optimized on solvent, reagent and reaction tN\ne, optimization
study

RE.CNT 29 THERE ARE 29 CITED REFERENCES AVAILABLE FOR THI§ RECORD

ALL CITATIONS AVAILABLE IN THE RE FORMAT

FHIT ETERADERTAR
- EYMNERYVOREORIEIYY, BER, RICEHN
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B CASREACT Z71/L

=> D FPATH 9 — FPATH ZrEs TEF
FPATH XRTEXDRTAE
- EYFLERIEDSS, RERATYTHDOZLWRIEDRIGEIVTEEER
BRRICEHOTRRINIRECREREKITIELD)
L1 ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 AGS on STN
RX(20) OF 35 COMPOSED OF RX (1), RX(2), RX(3), RX(4)
RX (20) A+ B + H ===> L — RiEvyZ
H|
| E NJHE .
- "y A
H G+ = 0Et - BER
) B H
4
STEPS
—
FPATH KRR K TIE, RX(1)~@4) ORBEEHNARTEINDDT,
y Gl PR PRELHERTES.
| (L8] FHIT REBXTIE RX@) ORBEHOANRRTSND.
H
%
FPATH F KX T,
D ERYOHERELTRRLES S, HEVELIT Chhb.
4 Q@ REPYOHERELTRELES S, BERIEEDNICCHhLS.
H
l?’IEL[J 3%
RX (1) RCT A 31251-41-9, B 63463-36-5 — RIbEH
PRO G 38089-93-9
SOL 109-99-9 THF
CON 3 hours, reflux
NTE in-situ generated reactant
RX (2) RCT C 38089-93-9
RGT F 7664-93-9 H2S04
PRO E 38092-89-6
SOL 7732-18-5 Water
CON 4.5 hours, room temperature
RX (3) RCT E 38092-89-6, H 541-41-3
RGT J 121-44-8 Et3N
PRO I 79794-75-5
SOL 108-88-3 PhMe
CON 3 hours, reflux
RX (4) RCT I 79794-75-5
RGT M 1310-58-3 KOH
PRO L 100643-71-8
SOL 7732-18-5 Water, 64-17-5 EtOH
CON 6 hours, reflux
NTE optimized on solvent, reagent and reaction time, optimization
study

20



=> D 9 RX(3) RX(4)

B CASREACT Z71/L

— RX(n) ZT-HHXTEF

L1  ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 ACS on STN

RX(3) OF 35
3
IN/
N
H
Wi
E
e
| o

N

EtO’jLﬁﬂ

%IELD T2H
RX (3) RCT
RGT
PRO
SOL
GON
RX(4) OF 35
=
| =

EtO’tho

RX (4) RCT
RGT
PRO
SOL
CON

NTE

..E + H — RXQ3) oRIEYY

—-—== I

Gl
RX(n) REABEXDRTAR

- BELEREEBESORIEYYT, BEH,
RIGEN

* FATYTDHEMERTTED

OIAjL“OEt .///

(1 * EyRLEERIGUNERTRTED
H e
[H
— RX(3) DEEER
E 38092-89-6, H 541-41-3 — RX(3) DERIEH
J 121-44-8 Et3N
[ 79794-75-5
108-88-3 PhMe
3 hours, reflux
J1o===> L... — RX4) orRIEVY
;l o, ;l
| w
% — RX4) DEELEXF
Eflea kIELD 93%
[ 79794-75-5 — RX(4) DRIEEH

M 1310-58-3 KOH
L 100643-71-8

7732-18-5 Water, 64-17-5 EtOH

6 hours, reflux

optimized on solvent, reagent and reaction time, optimization
study
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B CASREACT Z71/L

RIGEH, EEFHROBRE

B TEOEBMCERRNARETHS.

BB BRERI«—ILLEE
/YD CAS %4$%%&EE (CASRN®) ®&Z%,
NONE/YDT (URZE DL H L) BERRA
Iy 2=
/FG.YD o
NONE/FG.YDT (IREQE#AL) | © SRR
REATYTH /NS

RIGEHRDF—T—F | /NTE

/JT (MiE4)
CA D—EDEFFR 4=
(K 3 85 91— LK) /PY (RITH)
/DT (BHESR)

- WEORIEATYITHEIBEREIT(—ILLTHD. GEEEEL-BERENTES.

- AN
=> S 90<=YD — WRE 90% Lt
=> S 1-3/NS - RIEXT v 7# 1-3
=> S 1<=NS<=2 — REXTo 78 1 LUE 2 UTFT

 EEYOREME WEPRGATYIRZIVILTRRS DB A, BUGARESREF
EEATS.

+ RIGICEAT5F—T—FA NTE J4—JLRICIREESNTWEEZEELNHD.

- F—TJ—FEHFEHINTOERENO, HRALERREEELZLETRERTHELL.
 CAplus/CA F7AINERILREIT«—ILREF A TESH, FTRITBERTERL.

- ISR EER

- ¥ (IPC, CPC #&E)

- IT 24—JLEH D CAS ZE$3ES (CASRN®) & CAS O—)L
- BlHEHR- B3 AIEHR

22



B CASREACT Z71/L

CASREACT J7A4JILCRWEEF

B CASREACT J7AIVIZHITRHEEFIITREOREBYTHS.

- BA—RIGHFICRELEWVEEE (L) EEFEES.

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

=> 8 616-38-6/RCT (L) ANY/CAT (L) 1/NS

- AND EEF(EF, La—F (X#) FOITRTOEBIARTHA=, BB THRLRIEN

EvbTRIEELNHD.
[A+B::::>C+D fm
—— [A0]
[E::::>F+G [W]

- WE (/YD) EERMEIVITEHEEDH (A) BEFEAND.

=> 8 104-93-8/PRO (A) 80<=YD

(L)

RX (1) OF 1 A+ B ===> C //'

A B (1

.

Me

0 Me
Me
oo 0% H{0/©/ Me « /©/

QIELD 80%

(A)

RX (1) RCT A 616-38-6, B 106-44-5
PRO C 104-93-8
CAT 7440-44-0 Carbon, 1310-58-3 KOH
CON 607K, 1.1 MPa

chemistry-reactant, high pressure
optimized on quantity of reactant
temperature

NTE solid-supported catalyst, active carbon used, green
optimization study
airspeed, pressure

B CAplus/CA J7AILDEZFHIFRENTEEVESIE AND BEFEHWS.

=> S 104-93-8/PRO AND P/DT — HBHFHDREIZIRE
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B CASREACT Z71/L

B BEH : JzxVITxFTY (Fexofenadine) BEUVIzXVITFPUEZELERTYMED
EHEREERETS. SOICTIEDOEHIZREET 5.

- IRE A 80% LLEDKRIG
- JHE et TEBAC (Triethylbenzylammonium chloride) Z A WLNS R IG

=> FILE REGISTRY

=> E _FEXOFENADINE/CN — JxF YTz FIDEHE /CN T EXPAND
E1 1 FEXODINE/CN

E2 1 FEXOFEN/CN

E3 1 --> FEXOFENADINE/CN

E4 1 FEXOFENADINE HYDROCHLORIDE/CN

E5 1 FEXOFENADINE METHYL ESTER/CN

=> S E3

L1 1 FEXOFENADINE/CN

=> D — IDE #Z#rEst (F7Z74+—/NLF) TEHF

L1  ANSWER 1 OF 1 REGISTRY COPYRIGHT 2018 ACS on STN
RN  83799-24-0 o REGISTRY

: ~_ TJIXYITFTU D CAS Z82FEE (CAS RN®)
CN  Fexofenadine

MF €32 H39 N 04
CI COM
SR CA
LC STN Files: ADISINSIGHT, ADISNEWS, ANABSTR, BIOSIS, CA, CAPLUS, GASREACT
CBNB, CHEMCATS, GHEMLIST, CIN, DDFU, DRUGU, EMBASE, IMSRESEARCH, IPA,
MEDLINE, PS, RTEGS*, TOXCENTER, USPAT2, USPATFULL
(*File contains numerically searchable property data)

Ph Me
Ho—¢& ol &— Co2H

IJh\T::]l———(CH2)3-—JDH-_J[::]/"',G

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

1641 REFERENGES IN FILE CA (1907 TO DATE)
47 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA
1675 REFERENCES IN FILE CAPLUS (1907 TO DATE)

=> § 83799-24-0/CRN — /CRN T, ZzFYV 712 F8LBRAAYEERFE

L2 61 83799-24-0/CRN

=> S LI OR L2 — Tz F VIS EDEBHEAYNEDRFRREF LD S
L3 62 L1 OR L2
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=> D SCAN — SCAN Z R TEF

L3 62 ANSWERS REGISTRY GCOPYRIGHT 2018 ACS on STN

IN Benzeneacetic acid, 4-[1-hydroxy-4-[4-(hydroxydiphenylmethyl)-1-
piperidinyllbutyl]-a, a-dimethyl-, compd. with methanol (1:2)

MF €32 H39 NO4 . 2 CH4 0

oM
Ph Me
Ho_llz ol &—co2H
P L otpra b Me
oM 2
H3C—OH

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

L3 62 ANSWERS  REGISTRY COPYRIGHT 2018 ACS on STN

IN Benzeneacetic acid, 4-[1-hydroxy-4-[4-(hydroxydiphenylmethyl)-1-
piperidinyllbutyl]-a, a-dimethyl-, hydrate (1:1)

MF €32 H39 N 04 . H2 0

Ph Me
Ho—¢ oM &—cozH
FJh\CN— (CH2) 3 —bH4©/M3
® H20

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

B CASREACT Z71/L

=> FILE CASREACT — CASREACT Z 71 IIZA S

=> S L3/PRO — Tz F VI FCEEDEEAYEDELRIL FEF
L4 50 L3/PRO * L3 (REGISTRY Z 74 /D L &) #2OXF—/V—
=> D SCAN — SCAN ZF R TEF

L4 50 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Preparation of fexofenadine polymorphs and processes of preparing the same

RX(8) OF 60

0
Ho]}/J:::J __[:::l\d;_cozH %%‘A%%HTLWH%EF>
h e

(step 1)
Ilh Md;e
HO- OH —GCOpH
'Jh\Ow_ (CHp) 3_bH_©/N'e

Ho0

o—| IMEFHALL

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

EEYDIRES 80% LILEDRIGIZIRE

=> S L4 (A) 80<=YD — XY LREZEZ A) BEFTHIIEPES

L5 19 L4 (A) 80<=YD
WERFHROBVNRIEEEHEWEE X
(A) (80<=YD OR NONE/YDT) &EHE
=> D SCAN — SCAN FZ iz TEF
L5 19 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN
TI Method for producing nonhydrated antiallergic fexofenadine hydrochloride
in a novel crystalline form
RX (F]f)] OF 1 Me
Ho—b OH 6 COoH . Jlgen
P N (o3t Me T,
(step 1)
Ph Me
Ho-& oH b— copH
P T h_ (cHp 3—bH_IL_J Me
A
HCI (A)
91% )

NOTE: crystal polymorphism
HOW MANY MORE ANSWERS DO YOU

WISH TO SCAN? (1) :END

TEEI BB LE TEBAC #H\BRIGICIRE

=> FILE REGISTRY

=> E TEBAC/CN

E1 1 TEB4 PROTE
E2 1 TEBA/CN

E3 1 -=> TEBAC/CN
E4 1 TEBACON/CN
E5 1 TEBACYL/CN
=> § E3

L6 1 TEBAC/CN

=> SEL RN

E1 THROUGH E1 ASSIGNED

=> D SEL

E1 1 56-37-1/BI

=> FILE CASREACT

=> 8§ L5 (L) E1/CAT
L7 1 L5 (L) 56-37-1

~N

— TEBAC m &£ # & /CN T EXPAND
IN (HUMAN CLONE TEB4)/CN

CASREACT 774 I TIL
fil 4% 55 3% (X CAS RN®
THRETD
>

CAS RN® AAhh B4
% &% REGISTRY 77
AILTEHRARS

— L6 5 CAS RV® Z# M4

— F EEIMEEZHSB

— EBEFHZFL THZE

_J

— TEBAC DI TH & RISIZIRE
/CAT
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=> D FHIT

L7  ANSWER 1 OF 1

— FHIT ZFERXTEF

CASREACT COPYRIGHT 2018 ACS on STN

RX (8) OF 15 COMPOSED OF RX(4), RX(1)
RX (8) J + P ===> B
0
cH 5 C! Nr
HO2C HO
2
Me Me Ph Ph STEPS
J P —
Ph Ph
HO H
* H/"'(0
~ (CH2)
CO2H
M e
® HC|
B1ew 819

RX (4) RCT J 169280-21-1, P 115-46-8
STAGE (1)

RGT
CAT
SOL
CON

Q 144-55-8 NaHC03
56-37-1 PhCH2NEt3 ClI
7732-18-5 Water
overnight, 35 - 40 deg C

STAGE (2)
RGT E 7647-01-0 HCI
SOL  7732-18-5 Water
CON pH 5

PRO A 76811-98-8

RX (1) RCT A 76811-98-8
STAGE (1)
RGT C 16940-66-2 NaBH4, D 1310-73-2 NaOH
SOL 64-17-5 EtOH, 7732-18-5 Water
CON SUBSTAGE (1) cooled
SUBSTAGE (2) 3 hours, room temperature

STAGE (2)
RGT E 7647-01-0 HCI
SOL  7732-18-5 Water
CON pH 5

STAGE (3)
RGT E 7647-01-0 HCI
SOL 64-17-5 EtOH
CON pH 2.5 -3

PRO B 153439-40-8

NTE green chemistry, green chemistry-waste reduction

was 42% from benzene over five steps

217

B CASREACT Z71/L

overall yield



B CASREACT Z71/L

RICEMKICLDBERR - BIE

B CASREACT 77/)L T, RICERXZRLTEERRTEITSIENTES.

B STNext TDE

@ CASREACT 774JLIZAD

@ @ Draw

@ RIEBMAZMEMRL REA—ILPORIGEL, TvEVTEEBET 5.

REVEIIVITHE BEFREENESTS.

IVEVTY—)L | =

RISEELY—IL

28

Structure Editor X
Lok [ N 15 Attribute Values
g a — I = 0 ™ o
SN Bond Type
/ / (i) Draw or change atoms or bonds
Cr» Et | Bond Value
X* R Bxaet/ N
Node Type
Fn
Generic Definition
0, Q o ] ——
~
&
™ Match Level
& a X
tant
Bactan reactant n -
product Element Count Level
Other Node Attributes
Mass
Valency
Hydrogen Count
Nen-Hydrogen Courtt
Element Count
C/HOSNPCB F I SDT ©00O0("
— i <l g EZ
—= = “ = T =
CHa (16.04) 100% | (=) +
View Previous Structures... Cancel Save Save As Save & Upload
RISERRADY—IL
RIiG&REIY—)L | = RitA—)LY—)L |AB




B CASREACT Z71/L

RICEBMXDERORSH
- RIS, £, AEZMIALEBELLTERTS.
- RIEMDH, £BYOH, XEDHDERTEHERL.

- BECHEIEBERRTEGLOT, FFRILAL.

- ReA—)LIE, REA—ILY—)L|ie| TEETS.

- THE] D-LEBETHE IVEVITPRIGYAFOEEELTLERSNS.
TRIGMFERIIHAE] O—LZREETHE, TVEVTOREYAADIEE FXRIEWEZITIC
PWTHIThh, BEICOVWTREERINDG-O, BRERIT/AZANEENIIENHD.

- BEIZELT, IvEVTORGEMLEZRET 5.

- PR AIR—CORGEBMRATIVELV T ORIGELEIEELLGN-25E, TRED
Rit (J4X) BEVRT 5.

| EmoRrBTREL |

CH2Br

vIELD 47%

C UABERFRCPE RS RISRELERREEITELRL.
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B CASREACT Z71/L

RIGEBKXDER - RisA—)L

B XEA—IILOEEICEREA—ILY—IL|is| ZRAWS.

C RIEHARETYEL S, RisA—JLELT reactant E1=IE product ZIEEL-EE D H
.

- reactant/reagent ZIRE T HE, RIETAEPIVEL T DIEFE L reactant fZ(F(ZDNT
ThHhi reagent [ZTDWTITEBEIND=D, REFBRIZ/AXDNEENDENHS.

@ RIEA—LY—I |is| E2YvIL, B—LERELEWVEEEZIYVITS.

Structure Editor X
N [t‘ y a = :‘: [ 2 | o T Attribute Values
Bond Type
y / (#) Click a reaction participant. A list of roles appears. R-:
*" Click a reaction role and click OK. Rr: e
C: Er o Bul('\:djfa\ue
Normalized
X R» Exact / Normalized
Node Type
Chain
Fn =
Ring / Chain
[ Q
£ 1
o
M 'ﬂ atom:

-6 carbons / 7+ carbons

X\ X

Element Count Level
Limited

¢ £y Uniiriced

Other Node Attributes

® 9

Hydragen Count

—] E Nan-Hydrogen Count
N[ Element Count

SNPCAB FIsiDT ©O0o0o"

r o C HO
;@ —_—— = .. = ou = o EE

Formula is not available 140% (=) ®

View Previous Structures... Cancel Save Save & Upload

@ REO—ILOBIRE@ET, IHEELE-LVA—)LEZEAT OK £9Yvo$ 5.

Structure Editor X
rAY

G L o JSTRE - L2l

/ / (#) Click a reaction participant. Alist of roles appears.

Click a reaction role and click OK.

e T Attribute Values
Bond Type

Cr Et
Reaction Roles
X» R» act | Normalized
Select a role for the structure fragment: ?: IWE
Fn e

e o

~~
() any role

ch % reactant OK | Cancel ’

ment Count Level

Limited
¢ B Unimites
Other Node Attributes

® 9 RiEO—LHNEESIL

Hydrogen Count

Nan-Hydrogen Count

_~|AB‘ N|  Element Count
R )

- o CHOSNPCOB FIsiDT ©000 ("

@ e = o = EE

Farmula is not available 140% | (=) (+

View Previous Structures... Cancel Save Save & Upload
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B CASREACT Z71/L

RIGEBXDER — &K

B REA—I)ILY—ILORDLYIZRIEENY—I)ILTRIEA—IILZB NI ETIIENTES.

s RIGEKEIY—ILTIL, BE18IIZ reactant £1=IE product DEELMMNTFTEETNS.

D RIBEHY—I ™| 29)voL, Y9RERSYSTLTERMZ#L.

Structure Editor X
" q:l Cv | u | = :‘: L 2 = o T Attribute Values
Bond Type
/ / @) Drog the reaction arrow to speciy reaction direction g;a:v
Ring J Chain
C* Et | Bomdvalus

Xr R+
. K ENE <

E
-

0 r

—_— i
Match Level
Atom
X & Class
reactant A,

Element Count Level
Limited

m
P
£2)

o

g

ORI > |

Unlimited

Other Node Attributes
Mass

@ @& &L O

Valency
Hydrogen Count
Mon-Hydrogen Count

.

Element Count

i

<
~
W

X s CHOSNPCOCB FISDT @000 (™
‘Dﬂ = .. =S o g
Formula is not available 120](=) > ®

View Previous Structures... Cancel Save Save & Upload

@ REO—LHhift5EEh3.

Structure Editor X
N [F r‘] | u | = :‘: [ = 0 T Attribute Values
Bond Type
(G reaction ari Chain
/ / .\.’/\_ Drag the reaction arrow to specify reaction direction. o
Ring / Chain
C+ Et “ Bond Valus
X+ R»
Node Type
Chain
Fn o
Ring / Chain

Generic Definition

urated

—
P
i
k)

Valency

O—)LABEMICIEESNT:

Non-Hydrogen Count

o}
“~ t
—p
P /\ )‘I\/\
c& % reactant X ot -
reactan produc Element Count Level
_ Limited
¢ e
Other Node Attributes
® o
— A

>
w
<

Element Count

!
"
~
v

[7 0 CHOSNPCUOEBF I SDT ©@00o0(%
.@ — = .., A ou = o EE

Formula is not available 120% | (=) Ny (+)

View Previous Structures... Cancel Save Save & Upload




B CASREACT Z71/L

RIGEBKXDER — RIGEBL

B RIGHMEY—ILEAWDE RIGICES>TEILTIEAEIETET I ENTES.
TR FE TERY OBEISTAVRRICT CICHEETAEAICHLTIEETS.
CTEE] O TREYFELEEHE] ORSICEETSE, RICHABHREOE S EIREWTE
FlIZ2o2WTirhh, AFEICODWTITEERINS.

B RIEHMEDEESE

s RIEBEY—IL || 20UvIL, RIEIZESTERTIEEEIIVITS.

(7

Oj

“PYYO0= &

/ / (# ) Click bonds to be formed or broken during the reaction.

Cr Et A

X+ R»

Fn

L. Q

0
A o
—
reactant

% % reacian prodact
¢ B
®

-t A B v

R B 5L % 45 TE

NS 2
SNPCB FISDT ©0O0DO0O(("

0

¥ RISICEET3HANERHLEEE IHEAIHETS.
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B CASREACT Z71/L

RISERKXDER - vvEVY

B IVEVTY—LERWSE RIEMEERMFORETEIRFERETHENTES.

- BHABETISTAVMNORLTERSICHLTIEETES.

- a—bhyb, R TL—T, =&KX T IL—T (Ak, Hy &), BYBLITL—THD/—FIZIE

RVEV T EHRE TELGL,

- HEOESF IvEVTERBLERENRTEIND.

B YYEVIDEEAE

J—=t

- IyEVSY—L
(RETHIRFICRALESNFEIND).

EZOUvIL, RIEHMEERYFORIETERFEIIVITS.

Structure Editor

T vY0O=

y //0 (§ ) Click an atom in the reactant and its corresponding atorn in the product.

i
()
o7

L

Cr Er

X+ R

P

Fn
[, Q
(9]
A
» &

S 2 MM EEhT

e

e —

cﬁ 9{ resctant resctant 1}
product

¢ 5

® o ES 1 A 5ENL

- AB

B %

m— R1 CHOSNPOAGB F I SiDT ©@Q00O%

A = - oy =5 ufl EL

*x BEDDITARTOEFIZTIVELTIERMNEFERET HHITTIEAL.
FTARTD/—FIZEETEHIDOTIEHLS RIGHEOEDIZHAFE5ETS.
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B CASREACT Z71/L

BEBRZFDaTUFR

B RCEMRAZEEBERR (L FBEEMNL)

[:) SLt BRESMT BREGSH ] * —BRIY—VLF AR

B BERRDOZAT

BEAAT HE
) h- )
AABERE REENRERABELTINEORSERRTS.
(FTF— M) BMOBEBRENDNTHEL,

FHEERTHBERR
CSS

REEHMRXICEL2IT—HITINE ERILTOWGWESAETATKR)
DRISEREKTS.

B BEERERDOEHEH

1% 3 & B NE
SAMPLE — o _ .
(o4 — LR F—AR—Zth D—E (5%) ZHEE
FULL F—HAR—RFTRT (100%) ZBRZE
RANGE EEL-EHEICIRELTHRE

B CASREACT 77/ /L DEERFRICEITEV AT LHIRIE

FUoSAURBR YT EYMER INYFIRER

HoTIL TILITFAIL FEFEIEE 2ILITFAI BIFEIEE

Verification 2%
(RS DFEER)

5,000 12,000,000 12,000,000 20,000,000 20,000,000

m&E % (X

50 12,000,000 12,000,000 20,000,000 20,000,000
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B CASREACT Z71/L

BERRDAN

B BERROAN

D EEAIPRTLES, BEEREEA TO BEREEALEE #4)ysLT, 7vy7A0—K9 5.

@ 7yv7Oo—FLERICERX%Z => D QUE TERRLTHERTS.
=> D QUE L1 — FwFO—FLEREE/MAFZEFRL THE

L1 STR
0

0
//u\\ X —_— ,/JL\\//”\§

Structure attributes must be viewed using the Structure Drawing program.

@ HUITLBEREETTS.

=> S L1 — B TINEF
SAMPLE SEARCH INITIATED 11:39:24 FILE ' CASREACT’
SCREENING COMPLETE - 18019 REACTIONS TO VERIFY FROM 247 DOCUMENTS
28.5% DONE 5144 VERIFIED 0 HIT RXNS 0 DOCS
SEARCH TIME: 00.00.01 ./— ONLINE COMPLETE THBIELEHR
FULL FILE PROJECTIONS: 'ONLINE **COMPLETEx*x — TNTF7ALINEEDFE
BATCH _ **COMPLETE*x — BATCH e F D #78
PROJECTED VERIFICATIONS: 352342 TO 368418 — B2 Verification # (KI5 DHEEE)
PROJECTED ANSWERS: 1 T0 222 — PHEEH
L2 0 SEA SSS SAM L1 ¢ 0 REACTIONS)

I Ev hrLEXBH ] EvrLERIEH

HUOTILBRRORELABONIGE I
BZEZERTS

@ TILITFALBREEETITS.

=> § L1 FUL — TN F7LILEFE
FULL SEARCH INITIATED 11:20:31 FILE ' CASREACT
SCREENING COMPLETE - 402685 REACTIONS TO VERIFY FROM 5073 DOCUMENTS

100. 0% DONE 402685 VERIFIED 120 HIT RXNS 40 DOCS
SEARCH TIME: 00.00.05

L3 40 SEA SSS FUL L1 ( 120 REACTIONS)
I Ev FLEXHH I EvrLEREH
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B CASREACT Z71/L

® EEZERTTS.
=> D SCAN — SCAN ZFREBEAXATEY FLEBEZHZET S
L3 40 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Direct Dichlorovinylation of Some Carbonyl Compounds by Trichloroethylene
Under Conditions of Phase-Transfer Catalysis

RX(9) OF 9 0 I
Ph 0 C12G:CHCI, Bu4N, HSO04,
NC—bH-_E_Me , : e N h\|
40%

NOTE: stereoselective

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

L3 40 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Di-tert-Butyl| Peroxide-Mediated Atom-Transfer Radical Addition of
2-Chlorodithiane to Aryl Alkynes under Mild Gonditions

RA( OF 35

18] a a
(\j\jl\ giﬁ—gﬁntgﬂggiune, CMME
5 = Ph 5 Bh

aTE

HOTE: regioselective, stereoselective

L3 40 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Oxidation and chlorination reactions of perfluoroketene-N, S—acetals
RX(18) OF 48 0
t-BuS F
t-BuS  CHo—l_Me
(\N/b=t—CF2—CF3 Me2GO._KH —THF N/b=t_ CFy— CF3
- @

NOTE: failed reaction, refluxing cpnditions also tried

ETLGLWREIEZFICEENATVD

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

g2Z . WHATI=v7

B RERROBRICHLTRYAARRZITORE, BUGEEEREFEERATS.

=> S L3 (A) (80<=YD OR NONE/YDT) — L3 (ERYEMERL ERIGEFRFRE) IZ
L4 22 L3 (A) (80<=YD OR NONE/YDT) WREZEETEHSIE (A) EEFEREF
=> D SCAN

L4 22 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Synthesis, structure, and stereospecific reactions of
1-halo-2-nitroethenes

RX (1) OF 5 0 ./— I AR ORI

09N— CH—CH-GC| ﬁtéﬁgentanedione, 0 b_Me
e—8_bH_CH—CH_NOp

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L4 22 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Cul/L-proline-catalyzed coupling reactions of vinyl bromides with
activated methylene compounds

RX(5) OF 11

Q/V ORI

0 OEt
Me
~
¢l 81%
0
NOTE: Ul Imann—-type coupling reaction \ IREREROHDRIE
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
=> S L4 (L) 109-99-9/S0L — BIEF THF (109-99-9) IZIRE
L5 12 L4 (L) 109-99-9/SOL
=> D SCAN

L5 12 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Synthesis of new trifluoromethylated furans, dihydrofurans and butenolides
starting from y—ketothioesters and diisopropylamine

RX (8) OF 40 F3C-CFp 0
cl i ol ¢-ctp—b_Me

b cr—CF: ¢l we2co, K, [ THF]
QI sl ey Tk,

83%

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

=> S L5 (L) 1/NS — —BRERILIZIRE
L6 9 L5 (L) 1/NS
=> D SCAN

L6 9 ANSWERS  CASREACT COPYRIGHT 2018 AGS on STN
TI Fluorinated ketene dithioacetals. 8.1, 1-Bis(ethylsulfanyl)perfluorobut-1-ene

as starting material for the synthesis of substituted 2-(trifluoromethyl) furans
and -pyrroles

RX(1) OF 18
SEt

SEt
6_SEt Me2CO, KH, THF 0 b SEt
F_b_cFo—cF3 Me—b_cHp —b_ cro— cF3

91%

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

=> D BIB ABS FHIT 1-9 — [EEZ#ZF BIBABS FHIT ZFrFE s THEx

L6  ANSWER 1 OF 9 CASREACT GOPYRIGHT 2018 ACS on STN

AN 164:507213 CASREACT Ful l-text

TI 2,3-Dibromo-1-(phenylsulfonyl)-1-propene

AU Murphree, S. Shaun

GS Allegheny College, Meadville, PA, USA

SO e-EROS Encyclopedia of Reagents for Organic Synthesis (2008), 1-4 Publisher: John
Wiley & Sons, Ltd., Chichester, UK
CODEN: 69KUHI
URL: http://onlinelibrary.wiley.com/doi/10.1002/047084289X. rn00829/pdf; ISBN:
978-0-470-84289-8

DT Conference; General Review; (online computer file)

LA English

AB A review. Synthesis, handling, properties and reactivity of
3-dibromo-1-(phenylsulfonyl)-1-propene in Michael addns. and cyclization reactions
are briefly reviewed

RX(8) OF 533 oY + G o===> Z..
(CHor 4

H 4 oo H 2B
o y R \}“5 u

0% OBt Ph™ e Ko

(o
i G %
7
RX (8) RCT Y 22281-73-8 YIELD 92
STAGE (1)

RGT W 7646-69-7 NaH
SOL  109-99-9 THF

STAGE (2)
RCT G 128496-94-6

PRO Z 213205-45-9
NTE Michael addition
RE.CNT 14 THERE ARE 14 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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B CASREACT Z71/L

Verification MASEL L EZEF

B CASREACT 774 THEEBREXT o=, Verification (BEHEDR) NTFTE2HEEMNEE
nN3ZeENH5.

=> FILE CASREACT

=> S L1 FUL

FULL SEARCH INITIATED 15:26:34

/7| 10,139 RIS (2,331 Xik) 2B SR

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

16 R (8 X#k) AEvh
* Verification MAELH 2 RIGZET

L3 8 SEA SSS FUL L1 ( 16 REACTIONS)
I Xt I R #

B Verification AT EHRIGEE, FRILERIERE—BTEINEINEZL AT LAY I TEX
Mo RIET, KEHDFTTEED_EEMNHS.

D RIERVEVTORGEHADERLFETELLI—FDEHE

- EEZRTLEE ROAVvE—UHARTEINS.

E R A&
VERIFICATION INCOMPLETE

A DB A R
- REACTION SITE DATA UNAVAILABLE R E bz OB & A A
ERIFICATION IN MPLETE o .
VERIFICATION INCO TYEVT DBE R

- REACTION MAP DATA UNAVAILABLE

VERIFICATION INCOMPLETE
- REACTION MAP AND SITE DATA UNAVAILABLE

RIEBEBELVIVELTDRERT

2) Verification A HIRFEE NI bHOHEMN =15 E

B Verification NEL£LZRIZFIZEEL-LE AL, => S L#/COM Ff=IE => S L#/COMPLETE
(L FEERERR) 2ET95.

=> S L3/COM — Verification A% (CONPLETE) 7% [E&IZIRE
L4 7 L3/COM — Verification T 24 EE (7 Xi#K)

39



B CASREACT Z71/L

BERRFODEE

B CASREACT 774 DEERETIE, HHDISHTAVMIRELO—ILEZIEELTRETESN,
B—ERPLELIZYPEPRLEVSIETEFTELL. LEAST, BiIFLTOVEVNEIE (VA4X) A
BondBELNHS.

B REH 1 TERORGEMA (L) ZBRERITS.

L1
=
W cn HC/\S
reactant reactant
=> FILE CASREACT
L1 STRUCTURE UPLOADED
=> 8§ L1 — YO TNEE
L2 2 SEA SSS SAM L1 ( 38 REACTIONS)
=>§ L1 FUL — TJNITF7LILEF
L3 262 SEA SSS FUL L1 ( 5185 REACTIONS)
=>D FHIT 1 3 — 1, 3 BEDHEZ FHIT ZFFELTEF

L3  ANSWER 1 OF 262 CASREACT COPYRIGHT 2018 ACS on STN

RX(208) OF 1389 ... F + 2JdI ===> JJ

BEISTAVIDAOYMERICER

HCEEC———*\N/¥~——CEECH
ah el
Hed e
Jd

L3  ANSWER 3 OF 262 CASREACT COPYRIGHT 2018 ACS on STN

RX(36) OF 247 ...BI + AN ===> BJ...

BISTAVEDRILYERIZELE

@fELD o7
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B HERA 2

THRORGEMK (L4, L5) & AND EHT 5.

B CASREACT Z71/L

- BREH 1 OEFICHA MISTAVIOBENELGSERIEMOEIZELFOND.

L4
//\

reactant

HC CH

LS
HC/\ S

reactant

STRUCTURE UPLOADED

STRUCTURE UPLOADED

=> S L4 AND L5 SAM

L6

2 SEA SSS SAM L4 AND L5 (

=> S L4 AND L5 FUL

L7 285 SEA SSS FUL L4 AND L5 (
=> S L7 NOT L3

L8 23 L7 NOT L3

=> D FHIT

38 REACTIONS)

5230 REACTIONS)

— | EEOEAEEZ FHIT ZFRFERXTET

L8  ANSWER 1 OF 23 CASREACT COPYRIGHT 2018 ACS on STN

RX(22)

OF 100 ...C + AS

He
Ge % ,,[:::::r’
TS
=
Ph~ §0
lewn 7ay
RX (22)

RCT C 68819-94-3, AS 180194-52-9

PRO AT 180194-65-4
CAT 78-67-1 AIBN
CON heated

NTE regioselective

stereoselective
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B CASREACT Z71/L

BRERE

B CASREACT 7740 TlE, R, BE, ST OEREDETHHIORLEREHRRTES.
(5l . PI/EMASZFOEREADORRE).

BHEMAEEYN 200 BHY, RICESLEMOBEEZHRITLTHESIATNS.

- BEOEREME (NITRO, PRIMARY AMINE 7% &)

- —RMEATORERTERREMAE (1,2-C3N2 #4&)

- BROEREZHEAEDOEEREISIAMAIE (ALCOHOLS # &)
BERREMAED—EIL => HELP FGA T, EREVSAAZEO—ELERIT => HELP FGC

TRETES.

B ERERRI L

BRI«—ILE SRS
/FG.RXN (Functional Group Reactant) RIGLI-E#EE
/FG.FORM (Functional Group Formed) $BRLE-ERRE
/FG.NON (Nonreacting Functional Group) RIELEWVEREEE
/FG.RCT (Reactant Functional Group) RGP DEREE
/FG.PRO (Product Functional Group) EEYMPDERER
/FG.RGT (Reagent Functional Group) AEDDERE
/FG (/FG.PRO, /FG.RGT, /FG.RCT) EHEE— &
/FG.YD (Yield Functional Group) BRI
NONE/FG.YDT BREE-INEFHRLEL

A B4
- BE-—RTIVARGLT, ZrARICELRLTEIRE

=> S PRIMARY AMINE/FG.RXN (8) NITRO/FG.FORM

NOTVEARBLT, E=ZH/7ILA-LULDVERTIRE

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

NVAFVBREZHOHREZAVSRIE. =1L, RIEMFDTORERFELLEVNRIG.

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

ZrAEAERTARET 80 % UEDIREXL(IFIREFFHROLGUVRIG

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

ERERZDEET
(L)
RX(15) OF 127 ... AN ===> AQ

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

- (8

F 0
F
N Nk
AN
RX(15)  RCT
RGT
PRO
soL

(15)

AN 122590-80-1

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

- BHOEREZEEIIEAR AEEEFERAVTLELAIN—DONEMATRETS.

- (S)

- (L)

- (A)

BET

A—-—RIiS (—ERESLIVEEE) POREYMEERYDIEEL-ERENFSHDR
TRIELTEY, PELEL—DORFNREBICHEETIE (RYEVY) 5B ELTHR
RIBIBHE, () BEFEANRTS.

BEF

R—REHRICRETSEE, (L) BEEFEINRTD.

Bl . HBORFIAIFELGLWEREZBRDES

RIGLEWEREDHFEZEEISEAR

HETOERELREYCEAYERAEGHETRRETSES

REATYTH (/NS), CAS &8 ES (CASRN®) RRLMABGHLEDHE

BETF

IR#E (/FG.YD) LAY HNDERE (/FGFORM /(X /FG.PRO) #) 995154,
(A) BEFEIRIT.

- AND EE¥F

EREHR PEOBHREMAEHETHRERISES, AND BEEFEFRTD.
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B CASREACT Z71/L

B REG:SOMNBEETT, FEVEEZRTILA-LVICERTIRIGERETS.

=> FILE CASREACT

=> S LACTONE/FG.NON (L) (SECONDARY ALCOHOL/FG.FORM (S) KETONES/FG.RXN)

L1 2120 LACTONE/FG. NON (L) (SECONDARY ALCOHOL/FG.FORM (S) KETONES/FG.RXN)
=> 8§ L1 (L) 1/NS - —RERILICRES S

L2 1922 L1 (L) 1/NS

=> D SCAN — SCAN ZFHBATEFT S

L2 1922 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Preparation of 2-oxopiperazines as inhibitors of the renal outer medullary
potassium channel

R¥{129y OF 1323

N— CHo— ﬁ
z 1, MaBH4, MeOH
B ul— ﬂ_,-‘ 0 2, Water
{ztage 1)
0H =
N— CHo— &H 0
]
t-Bul—C~" K‘n

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

L2 1922 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Asymmetric Catalytic Synthesis of the Proposed Structure of Trocheliophorolide B
RX

RECT) OF 34
Hem. ~"=__.0

1, C:112022-81-8,

- EHZ-He?s, THF

= C=C—5iMez 2, THF
2. MelH
fstage 23
He 0 i}
— o CL=C—"5iMez
H
stereoizomers
T

MOTE: stereoszelective

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

44



B CASREACT Z71/L

&Z . BATI=v7

B XEEROF—T—F (/NTE) I2LBEKYAH

=> § L2 (L) (STEREO? OR ENANTIO?)/NTE — THEERMEICET BLELHBHSERILIZRE
L3 909 L2 (L) (STEREO? OR ENANTIO?)/NTE
=> D _SCAN

L3 909 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Synthesis of chiral o-hydroxy amides by two sequential enzymatic
catalyzed reactions

RX(7) OF 21
0 0 0
g
0 ~0

NOTE: hl‘?-@@-?-'-&%%—%%'roﬂ%gg'XSPEViSﬁ‘é%’“d%edf"Sérﬁﬂifg{m%é%”' whole

1on

0
H

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

=> S L3 (L) (ENZYM? OR BIOTRANSFORM?) /NTE — BERIIZRE
L4 40 L3 (L) (ENZYM? OR BIOTRANSFORM?) /NTE
=> D SCAN

L4 40 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Preparation of enantiomerically pure syn-4,5-dihydroxy carboxylic acid
lactones by microbial reduction

RX(1) OF 2 OH

0
0 i
Oﬁ-“u\Bu—n Water Om Bu-n

steregéfomers
NOTE: |stereoselectivel, Aspergillus niger agent;
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

B NOTE (/NTE) Z4—JLKRIC, RIEERDF—T—FNRFINTNSIIEENHS.

TE4E NOTE Z+1—JLE®D & i
photochem.
R84 biotransformation
o safety — danger of explosion
e 2 health hazard
A Temp. —35.degree * 2003 FLIE, RIEFEHE CON T4—ILRIC

high pressure IREFEENDEITE o168, BRE TELRL.

NOTE J4— IR DRAEIL, EFDRRICE IZWEB I TS0, BEME (XL,
F, BEIMHFISNTWEWL:S, FRITHIESEINSUyF—23VPRIZEEFFIAEALT,
G{BETH. HEICIHLT, EXFESILFHRATIEKL.
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B CASREACT Z71/L

[ | l‘ll:gbs fits %*&7&&( J:é%xl')

=> S L2(L)90<=FG. YD (A) SECONDARY ALCOHOL/FG. FORM « #rFE L /FG. FORM # 1) > 20 F B/ (A),

L5 540 L2 (L) (90<=FG.YD OR NONE/FG.YDT) FALSDEEIE (L) EEFEREA
=> D SCAN

L5 540 ANSWERS  CASREACT COPYRIGHT 2018 AGCS on STN

TI Preparation of N-aryl (sulfonyl)piperidine-3-carboxamides as 11B-hydroxysteroid

dehydrogenase type 1

RX(22) OF 66 0

0
N

(step 1)

X

=

HOW MANY MORE ANSWERS DO

=> § L5 AND P/DT

inhibitors and mineralocorticoid receptor antagonists

OH

!. NaBH4, MeOH

99%

YOU WISH TO SCAN? (1) :END

e

= A

— CAplus D EHENTEEEEEIL AN FEEFF@&HF

L6 90 L5 AND P/DT
=> D BIB FHIT
L6  ANSWER 1 OF 90 CASREACT GOPYRIGHT 2018 ACS on STN
AN 167:305477 CASREACT Ful l-text
TI Method for synthesizing ezetimibe intermediate (4S)-3-(5-(4-fluorophenyl)-5-
hydroxypentanoyl)-4-phenyloxazolidin-2-one by enzymatic catalysis
IN He, Qinting; Wang, Bin; Liang, Guobin; Shu, Li; Cheng, Jiehong; Cheng, Qinglin;
Tong, Fei
PA  Jiangsu University of Technology, Peop. Rep. China
SO  Faming Zhuanli Shenging, 7pp
CODEN: CNXXEV
DT Patent
LA  Chinese
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI CN 107022587 A 20170808 CN 2017-10285381 20170427
PRAT CN 2017-10285381 20170427
RX (1) OF 1 ===
F
Dm\‘ {CH=213 D,\\\\_\ {CHa)3
[// F/ gt
M
U“-\a._(j‘l:‘h *H
EI i}
1
# — B
YIELD 93
RX (1) RCT A 189028-93-1
RGT C 7786-30-3 MgCl2
PRO B 189028-95-3
CAT 77106-95-7 Carbony!| reductase, 53-59-8 Coenzyme I1I
SOL 67-63-0 Me2CHOH, 7732-18-5 Water
CON 25 deg G, pH 8
NTE biotransformation, enzymic, catalyst prepared and used, optimization

study, optimized on reaction conditions, buffered solution used (phosphate)
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http://chemport.cas.org/cgi-bin/cp_sdcgi?20hf9z7kIoPokDXpKQAmYR2hJTkZlXupgzKwUIxClWc39BB94iliZB8UkId8VKK5wI9Dw8hx9bSsJz8QQN1XQioUiuYBS2Bm5OsrjBH54_8nZPLFIKMEFwaYwiWm7Gu5B1KR3oj1e_pV8D_@xCFgwPcPAcv21F5BJ5AMhBj6DBeceL

B CASREACT Z71/L

zZ . Yty FBEE

B Y7tvMRRIE BEEED L BEEOHESHITBERRTSIFETHS.

BREHR

*ﬁiﬁ*ﬁ;’é "j‘j‘t‘ﬂ*
TYRAL

- ERMLER A
- BERERTEBONEEZAZL, SOCRIGEMATRELTRETSIES.
- BEREZEDHESR, INCOMPLETE ARTFTaNF-15E.

- EREBRROBRE REOBEZECRLICRETSES.

B AARFE

[:>s L# BEX(T|SUB=Le| BEEFHH ]

X RANREE (B%A) & sUB-Le THETS
CREAALENE, 297/ LHROBRRILS

s HIEYMRERTHE, YVoTILRZRDBELRFRDEE (SAM) DA ANKAE.

- BERROBREZEVITEIMRRTIB AR, DT ILITFMILBRRDOHEROL F5%
BESICEEYS.
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B CASREACT Z71/L

B REH . TROTLI—IhonOTEY (R BRR, IVHR) CEBITIRKNERRE

(INCOMPLETE OEI#AEFELTHA)

aal-Er )
P | 7| @ owor e som e

C: Et ﬁ%ﬁ?@/—ffﬁ'ﬁ A | Bordveiee

xR Ring/Chain 1§ & k

Fn
0.Q / \.
~a 0 R1
* *

= XN o

!:; : reactant product | C|’ Br' I]
@O (ZZ‘.,V\rd,MM
5 N L« >

Al i CHOSNPCEF I D ©0O0oo

=> FILE GASREACT

L1 . STRUCTURE UPLOADED

= s L1

FULL FILE PROJECTIONS: ONLINE *xINCOMPLETExx «— JNCOMPLETE [Z7% 2 /=

BATCH  **COMPLETEx*x*
PROJECTED VERIFICATIONS: 16288093 TO 16386347

PROJECTED ANSWERS: 86988 TO 94842

L2 38 SEA SSS SAM L1 (563 REACTIONS)

=> S ALCOHOLS/FG.RXN (S) HALIDES/FG.FORM «— B£&ZF/EM (ZC TIHERERTE FZ77)
L3 65788 ALCOHOLS/FG. RXN (S) HALIDES/FG. FORM

=> S L1 SUB=L3 SAM — 13 FREBLLEY Ty FREFE (V2 TLBEE)
PROJECTIONS (WITHIN SPECIFIED SUBSET): ONLINE  #COMPLETExx

PROJECTED VERIFICATIONS (WITHIN SPECIFIED SUBSET): 406179 TO 423421
PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET): 46362 TO 52226

L4 50 SEA SUB=L3 SSS SAM L1 ( 228 REACTIONS)

=> $ L1 SUB=L3 FUL - YTy FREDINLT 7 1 LBEFE

L5 48936 SEA SUB=L3 SSS FUL L1 (269450 REACTIONS)

=> D _SCAN

L5 48936 ANSWERS  CASREACT COPYRIGHT 2018 AGCS on STN

TI Synthesis, characterization and biological evaluation of
N-(2-(1-benzo[d] imidazol-2-y|)phenyl)-substituted benzamines

RX(2) OF 27
HO klBr
N, ) HBr. ZnCI2, Water - \I;]:::j
= [ I I
0

NOTE: product formed after overnight in the refrigerator
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B CASREACT Z71/L

FHBEFEI«—ILKF

B CASREACT J7MILDEHBEEI«(—ILF—E

BRI(—ILELGE A&
% CAplus/CA Z7A4ILDET4—ILF
- (Bl FA-#% B3I FAfE%R, CAS RN®, CAS A—JL, HHFHHE, dnEFEHREQ
& /BL(TIA4—)LI) E XRS5
R (RIGE#H D CASRN® , 12, i3,
HEE REE RICERDPOHEE
/NS RIEDRATvTHH
/NTE RIS EE
/YD g 2=
NONE/YDT IWEF—427%L
¢ | /RCT SR i )
A /RGT AE
S /RRT REMELIZHAE (/RCT, RGT)
R /PRO £ Y
N /NPRO EFEMLUNOYME (/RCT, /RGT, /SOL, /CAT)
% /CAT fith 4
= /SOL gL
RIiGY
g d
a—JL L%
r’% R/ R
. EEOO—)L (A—LIEEET)
;é = HaENRLICEL
& BENBHMIZE AL
| mss EENESELEBAMICE L
HEEIEEE LW
RIS ER G X4 IcHE ELAL
ES1=2) RIGMEERDP DO ETIRFDIEE
/FG.RXN RIiGLI-EREHE
/FG.FORM ERLE-EREE
B /FG.NON RELBEWE R
BE /FG.RCT RGP DEEER
= /FG.PRO ERMPOERER
% /FG.RGT HAEPDOERE
£ /FG BHHREHE—# (/FG.PRO, /FG.RGT, /FG.RCT)
/FG.YD BREE-UNE
NONE/FG.YDT BREE-IET—H24L
REGISTRY »50D
A ® = L,
BERR CAS RN DORAF — 1\t T EREEBRE
e O O @) @)
£ Y O O @) (@)
o = O (@) @) (@)
il 3 X A* A* X
PR - X ANG ANG X

* WEREMINFLO—FD—EBIE, AhELRED CAS RN® QISR TS
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B CASREACT Z71/L

b
. £e6

- CASREACT 774JLTlX, CAS Z43EE (CASRN®) B&E, RIEEBMXICLIEERE,
BHREBRERZTLOT, RIGEERBRETES.

- CAS ZEES (CAS RN®) RETIE, RIEW-EmMICMZ, R, M, FEEEE
LI=BRERMNTED.

- BROZHZEZHITEOLEIRE BYLERERFEERTS.

db
. R E

1.2-=kAKJILIT> (CAS RN® 88-72-2) M5 22-=rACSARUTIL (16968-19-7) & KT
ARIGEHRETS.

[E2R) CAS &4 FE S (CASRN®) [ZA—LEEELTRER
(ReY/3EZE L /RRT, £ ¥IX /PRO).
EZ I P. 81

2. TRIDIVvHEILOREZREREL, TEOQDEHETRYAD.

reactant product

HISTIRRRFEIVELT TS
RBEICRISEMLEEES S

[ERDEVR] RIEO—I, RIGH A+, RIEESEEFIEETS.
@ IE 80% UEHLLIINEFEHROLVWRISIZRE

@ HBEHFICEE

EWOE%E% BIBFHIT RrXTHRRTS.

[EXR] @D, @ ODREDE, BEFITTETS.

EZ(X P. 82
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B CASREACT Z71/L

3 TROBLRGEERRL, TROZHETRYAS.

(FEDEVR] BEHERKTHEEDEMEE, RinglICTEETS.
IYEVT X, RTI—TORIZER FIZIEIEE TELL.

@ Verification MAELHEEZZELIHEE, Tzl (L FS/COM).
@ i RIS IZRRE

® 1 BERERIEICEE

RUDOE%E% BIB FHIT R B XTRTT 5.

R1 Ri-e, /— 2: :):ON S‘GI;%’&%EJH‘%)
NH, N

reactant \ product /

JIETHIERRFEIVELT TS

(EVF] @, @ ODREDE, BEFITEIETS.

EIZ&IE P. 83

4. ZMJILFFXIENS 1,2-C;NO REEHTAIRIGEREL, TERDOEFHTRYRAD.

D UXE 80% LLEDODRIGIZEE
@ 1 BEBERIGIZEE

(EVF] BERERREZWNBENMNTEOLEDIRE (L) BEFZRAVLSD.
RIERTYTHENTEDEIREG (L) BEFZEALS.

HEZ( P. 84
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C CAS FILES DRI IE#H IEZF

RIGERERENICRELZVLESIX, CASREACT Z7AILIC
fNZT CAplus Z7AILTERERZITVET.






C CAS FILES DRITIE#HIEZE

CAS FILES #{#o1-HM#ENLERICIEHRRE

B CAplus 774 JLE CASREACT J7A4ILDINERAE O Lt %

(2018 &£ 8 AIRAE)
EH CASREACT CAplus

1808 £ LI[&
v §% £ 1840 F L& (ER®D CAS O—JL (PREP) At &
ShTWADIE 1907 ELLE)

I 53 %% 162 A (LI—FH) 707 A (ERD CAS B—JL
s 9,410 H# (RIx%) (PREP) Mt 5 TWLBLI—FH)
USRSk | CA ICIEFShTWLWBLO—FD—E CA NBEHNFDILESLIWELZFID R

EHNCEEOHERISERR o v e b
REFH | (RFEVNEOEREDAENGETS | cBROTBORAOHRIE/ESIEI
BET oM E

DT TIEARLY)
- BRILESEYORIT—ZEHTEIELES
BRXEERRTED.
F IRTORGEEMEZRETS.
CHVEFERORISERIRRTES.
P C MERIFHRINEZT D,
: - RA—REHRISRELEZRRETEGL.
- REEESYMEPRERFRZEIVILT
BELBRICBRENTES. - ARORE, BE, MEEXRSIShEL.

RS EYE - Y (R AR

B CAplus 774 J)LE CASREACT J7M4ILDBRETHBLNDERHRDEL
+ CASREACT 774 DUEE XAk IET XT CAplus Z7MILORFEXHRIZEETNTLAS.

- EEVMEDORSIAHOBREREENESID, FIT7MLTHELNDFRITELD.

CAplus 77 JUUR £ xf & 3Tk

CAplus Z74JLT
/Bonf-RIGTEHR

CASREACT J74 /L
THRONT RIS E R

—
v {}

CASREACT 77/ D& CAplus 2714ILDH

- AAORE, B MEEHEELTRR - AREESBUNORSERRE

- EBEELEEDYOLGLRRERE, HE, METRER - HVEROREEMBHICERR
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C CAS FILES DRIGIEHIEF

B AR EREFEBENICEZRLELMES X, CASREACT J7A4ILIZHIZ T CAplus 77 ILEBE
T5.

« CASREACT J7AJLIE CAplus F7AILICLERTIRBR R THAX MR (XD LELA, ESIH
AR BDT, CASREACT I7AILICHOAPREBFESNTWEIRGERNHS.

* CAplus 774 LTI, CASREACT J7A4ILDPRZE R EN DL FOREIFEIHR® CAS HE
DHEWEROXMBERILEHTIRILRETES.

B CAplus 727D RIGIERIRFE

=> S L#/P ERYIZIRE
=> S L#/CAS A—)L ERY LS DRE| TRE

* L# : REGISTRY 744/ DEIZ YL

RS ERBERIZCHWSEA CAS O—JL

A—JL NE e

/RACT RIS FE-ITHE /RCT, /RGT #&L L DR—/—0O—)L
/RCT R (Reactant) 1967 £EUBEOLI—FIZft 5
/RGT R ZE (Reagent) 2002 FLEOLI—FIZF S

X—/8—A—)L (LLFT® /BMF ~ /SPN &%)

/PREP (/P) ® & 1907 ELBEOLa—FKIZ{H 5

/BMF ST EEE
/BPN EX(=3:002 057
/BYP B AE Y (By-product)

/IMF L2 TELEE 1967 £ OLI—FIZft S
/PUR ¥ &
/SPN fLFEE R

/CAT fil 3 (Catalyst)

- CAS O— /L TRETSE BB EEFRURICRESNSD.
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C CAS FILES DRITIE#HIEZE

RIGWMEERYIE AND BEFTHAEDLES.

- CAplus Z7ALTIE, A—RIEFEVSIRENTELGNO, BEIC/AXIHNEENDS

ERAL KGR

- fl : CAplus Z74AJL AN 2001:361761 (DN 135:122572) H&U

CASREACT 774 JL AN 135:122572 M5Bl (r#)

—

120-72-9, Indole, reactions
RL: RCT &Reactant); RACT (Reactant or reagent)
(metal

IT 51-17-2, Benzimidazole 106-40-1, 4-Bromoaniline | R

ion reaction with cadmium trifluoroacetate)

| AND

IT 350589-48-9P
350589-55-8P

RL: SPN (Synthet
(preparation o

350589-50-3P  350589-52-5P

preparation); PREP (Preparation)

A—RiGRIBETEAL |

N_ _H N_Cd
T M
g .
@)
K > View 62s
RX(4)  RCT K 51=17-2 - REW
k PRO L 350589-55-8 — R " -

N

(L)

EREIEE

B CAplus 774JL, CASREACT 7ML DEIZ KT

* CAplus Z74ILMDEZ L CASREACT Z7AIILDEZICRILXMMNEETNEZELHD.

- <Ak 1> CASREACT 77/ ILTEHRRLI=%, CAplus J7MILTEEZKRLTR TR

- <AHiIE 2> CAplus FZ7ALICTRTORIZEFLEHTHLRT
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C CAS FILES DRIGIEHIEF

M <A 1> CASREACT 77/ TEHRRLI=%, CAplus J7MILTEEEZRULTER R

- L BHEERTE NOT BEJTBILIZKY, CAplus 77AILDEIZE M S CASREACT 774l

DEIZEZBRIIENTES.

* CASREACT 7ML EEBELTRTTDE, RICOFEMBERETTF REKHERTES.
Ff-, CASREACT 77AMITIIA—RIEAIZCIREL-HRFEHATEE.

- L BEBSEZRAVVEIORFT—N—RFE

- CASREACT, CAplus/CA 774 TIZ CA WiEZES (DN) Z2Fx—IcLE=vARAF—N
—RENEFHMNICEFTINDGED, EVORZESZHEICERH TES.

- =1L, CAplus 774 M5 CASREACT J7AMIAD L BFEEZAW=-/O0RF—/\—

BRFRIXTEALL.

- REDRN

CASREACT 774l

=> FILE CASREACT

=> S aaa-aa-a/PRO

L1 3 aaa—-aa-a/PRO

=> D L1 1-3 BIB FHIT

«—

RIEBEZE

CASREACT D[] & & = f# Z 7~

CASREACT
h

[

KAﬁk] [IB#] [xomx]

CAplus 774l

=> FILE REGISTRY

=> § aaa-aa-a
L2 1 aaa—-aa-a/RN

RIGICES T SWEEHE

=> FILE CAPLUS

=> S L2/P
L3 4 L2/P

=> § L3 NOT L1
L4 2 L3 NOT L1

=> D L4 1-2 BIB HITSTR

RIGHEE

EHREXBBRE

CAvlus 2 =— o DEIEFFHKF

56
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C CAS FILES DRITIE#HIEZE

B BREF . 4VFTOFFS5> (CAS RN® 50512-35-1) DEBRIEERETS.

« CASREACT 774/ THRZEL, 2R TT 5.
- CAplus 774ILT# FEL, CASREACT J7M4/ILTEHELNERIZEZRVTERTTS

CASREACT Z71 /DRI F

=> FILE CASREACT — CASREACT Z 71 ILIZA B
=> S 50512-35-1/PRO — LHYD CAS VP THF
L1 3 50512-35-1/PR0

=> D SCAN — SCAN 7B THZET S

L1 3 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI New technologies for production process of isoprothiolane

RX(1) OF 2

i-Pro g CH ?} OPr-i 1. @S b NaOH, KOH, . Hit:OPr—i
I=FrU=b-Lh2-L-UFr=1 o
(step 1) : (_?é i
imi 92%
aﬁgu%%cg%émﬁ%g il nf8te! 231 OStg'ﬁQé et ¥atalyst
phase transfer ca si50Romeod

NOTE:

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
=> D BIB FHIT 1-3 — BIB FHIT - B TERZIEHRERILIEH & Z T

L1 ANSWER 1 OF 3 CASREACT COPYRIGHT 2018 ACS on STN
AN 155:300945 CASREACT Full-text

TI Process for preparation of isoprothiolane
IN Li, Jirui; Jiao, Xingzhong; Yu, Lianying; Yan, Xunlong; He, Shaoping; Shi
Shaojun

PA Hunan Chemical Vocational Technology College, Peop. Rep. China
SO Faming Zhuanli Shenqging, 6pp
CODEN: CNXXEV

DT Patent

LA Chinese

FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE

PI CN 102146072 A 20110810 CN 2011-10056903 20110310
CN 102146072 B 20130605

PRAT CN 2011-10056903 20110310

0S  MARPAT 155:300945

RX(1) OF 1 A+ B + C === 1D

57



C CAS FILES DRIGIEHIEF

OPr—i

0
S OPr-i
.3
%

QIELD 92%

RX (1) RCT A 13195-64-7, B 75-15-0

STAGE (1)
RGT E 1310-58-3 KOH
SOL 7732-18-5 Water
CON SUBSTAGE (1) 35 deg C
SUBSTAGE (2) 35 minutes, 35 deg C

STAGE (2)
RCT C 107-06-2
CAT 1124-64-7 Pyridinium, 1-butyl-, chloride (1:1)
CON 1.5 hours, 75 deg C

PRO D 50512-35-1 - RIEY

NTE optimization study, optimized on reaction time, temperature
catalyst, reagent

CAplus Z7 1/ DRI ZE (REGISTRY — CAplus Z71/LDIOIXF—/"—igZ)

=> FILE REGISTRY — REGISTRY Z 71 IIZA S
=> § 50512-35-1 — CAS RNV? THe#F
L2 1 50512-35-1

(50512-35-1/RN)
------------------------------------------------------------- ERBEES -

L2  ANSWER 1 OF 1 REGISTRY COPYRIGHT 2018 ACS on STN

RN  50512-35-1 REGISTRY

ED Entered STN: 16 Nov 1984

CN  Propanedioic acid, 2-(1,3-dithiolan-2-ylidene)-, 1,3-bis(1-methylethyl)
ester (CA INDEX NAME)

OTHER CA INDEX NAMES:

CN Propanedioic acid, 1,3-dithiolan-2-ylidene—, bis(1-methylethyl) ester
9cI)

OTHER NAMES:

CN Isoprothiolane

0
d_oPr-i

<:§?‘;b_ﬁ_0Pr—i
++PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT#x
1558 REFERENCES IN FILE CA (1907 TO DATE)

339 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA

' OMF G2 H18 04 S2
! 1578 REFERENCES IN FILE CAPLUS (1907 TO DATE)

____________________________________________________________________________



C CAS FILES DRITIE#HIEZE

=> FILE CAPLUS — CAplus Z 714 INIZA S

=> S L2/P — REGISTRY Z74/ILD L FE/P THEIZCEHT SXMERFE
L3 28 L2/P

=> § L3 NOT L1 — CASREACT Z7 1/ ThRonEEE (L1) #K<

L4 25 L3 NOT L1

=> D BIB HITSTR 1-25 « BIB HITSIR &7~ TEZIIEHELE Y FLEILEYEEZE

L4

ANSWER 1 OF 25 CAPLUS COPYRIGHT 2018 ACS on STN

PatentPak PDF | PatentPak PDF+ | PatentPak Interactive

AN 2017:1243683 CAPLUS Full-text

DN 167:368349

TI Thiadiazolyl oxime ether methoxy acrylate derivative, synthesis method and
application thereof

TP F7Oo7VIVILAXTVLI—FILALFOTHOYL— FFEKR, ERE.
TNOIGRA [HEER]

IN Fan, Zhijin; Chen, Lai; Zhang, Zhiming; Zhang, Nailou; Guo, Xiaofeng; Zhu
Yujie; Qian, Xiaolin; Ma, Liuyong; Wang, Haixia; Xu, Jinghua; Song, Yingi;
Liang, Fuqgi; Tian, Haifeng: Yu, Maoxiang

PA  Nankai University, Peop. Rep. China

SO Faming Zhuanli Shenging, 21pp
CODEN: CNXXEV

DT Patent

LA Chinese

FAN. CNT 1

PPPI
PATENT NO. KIND DATE LANGUAGE  PatentPak
CN 106995420 A 20170801 Chinese PDF | PDF+ | Interactive
W0 2017129121 Al 20170803 Chinese PDF

PI
PATENT NO. KIND DATE APPLICATION NO. DATE
CN 106995420 A 20170801 CN 2016-10185961 20160325
W0 2017129121 Al 20170803 WO 2017-CN72554 20170125

W: AE, AG, AL, AM, AO, AT, AU, AZ, BA, BB, BG, BH, BN, BR, BW, BY

PRAT CN 2016-10058307 A 20160126
CN 2016-10185961 A 20160325

0S  MARPAT 167:368349

IT 50512-35-1P
RL: SPN (Synthetic preparation); PREP (Preparation)

(preparation of thiadiazolyl oxime ether methoxy acrylate derivs and their
application as insecticide, acaricide, antimicrobial agent and
anti-plant virus agent)

RN  50512-35-1 CAPLUS

CN  Propanedioic acid, 2-(1,3-dithiolan-2-ylidene)-, 1,3-bis(1-methylethyl)
ester (CA INDEX NAME)

0
b_opr-i
C?éé_ ﬁ_OPr—i
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C CAS FILES DRIGIEHIEF

L4  ANSWER 25 OF 25 CAPLUS COPYRIGHT 2018 ACS on STN
AN 1974:14935 CAPLUS Full-text

DN  80:14935

OREF 80:2509a, 2512a

TI Fungicidal cyclic sulfides

IN Taninaka, Kuniaki; Kurono, Hitoshi; Mine, Seizo; Hirano, Akira; Tanaka
Hiroshi

PA Nihon Nohyaku Co., Ltd
SO Ger. Offen., 41 pp
CODEN: GWXXBX

DT Patent

LA German

FAN. CNT 2

PI
PATENT NO. KIND DATE APPLICATION NO. DATE
DE 2316921 Al 19731025 DE 1973-2316921 19730404
DE 2316921 B2 19751120
DE 2316921 c3 19760701
JP 48099110 A 19731215 JP 1972-33702 19720404
JP 51017536 B 19760603
US 3876663 A 19750408 US 1973-345319 19730327
GB 1425532 A 19760218 GB 1973-15995 19730403
GB 1425533 A 19760218 GB 1974-44891 19730403
CH 581649 A5 19761115 CH 1973-4732 19730403
CH 585509 A5 19770315 CH 1976-7934 19730403
NL 7304673 A 19731008 NL 1973-4673 19730404
NL 159383 B 19790215
FR 2179097 Al 19731116 FR 1973-12108 19730404
FR 2213285 Al 19740802 FR 1973-40480 19731114

PRAT JP 1972-33702 A 19720404

IT 50512-35-1P
RL: SPN (Synthetic preparation); PREP (Preparation)
(preparation of)
RN  50512-35-1 CAPLUS
CN  Propanedioic acid, 2-(1,3-dithiolan-2-ylidene)-, 1,3-bis(1-methylethyl)
ester (CA INDEX NAME)

0
d—oPr-i

C?éb_ﬁ_ OPr-i

0SC.G 1 THERE ARE 1 CAPLUS RECORDS THAT CITE THIS RECORD (1 CITINGS)

EvFHEHDEED

CAplus Z74JL

CASREACT 774l

@ CASREACT J74I)LTEYH @ CAplus Z7M4ILDHTEYE
3 # 25 #
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C CAS FILES DRITIE#HIEZE

B <A 2> CAplus F7MILICTRTOEZEFELHTHLERT

CASREACT 774 TIX, TREDIA—IFIEIBRFBTELGLN. ChoDEBRHOKYAAE
TS5 & (&, CAplus FZ7AINLICUARF—N—LTHOLERETS.

- MIGEHFER R—290%FUs D /PD, /PY, /PN, /AD, /AY, /AP 72E)
- IT 74—I)LKH® CAS HHES (CASRN®) & CAS A—JL (/IT)

- %% 9% (/IPC, /CPC, /ECLA, /USC % &)

- 5IAEHR-WE5IAE®R (/REN, /0SC.G % &)

CASREACT J7A4 )L TIEBERETEHRWLI—ILE

AN 132:222457 CGASREACT Full-text

TI Photochemical process for the preparation of lauryl lactam from cyclododecane
IN Ollivier, Jean; Drutel, Damien

PA EIf Atochem S.A., Fr.

FAN. CNT 1

féifﬁi_ﬂ?; _____ 5{?? DATE APPLICATION NO. DATE !ﬁ///—' o i 4 i
Pl _EP 989118 A1 20000329 EP 1999-402108 199908

EP 989118 B1 20011024

R: AT, BE, CH, DE, DK, ES, FR, GB, GR, IT, LI, LU, NL, SE, MC, PT
IE, SI, LT, LV, FI, RO

US 6194570 B1 20010227 US 1999-400996 19990921

PRAT FR 1998-11734 179980921

AB Lauryl lactam, useful as a monomer (no data), is prepared in high yield and selectivity by
the photochem. nitrosation of cyclododecane with a nitrosation agent

IPCI CO07D0201-04 [ICM, 6] P — —
IPCR €07D0227-02 [1]; C07D0201-04 [I] HEFrS 8
CC  27-21 (Heterocyclic Compounds (One Hetero Atom))

Section cross-reference(s): 35, 74
ST lauryl lactam prepn cyclododecane reaction; photochem nitrosation

IT Beckmanﬁ rearrangement
(of cyclododecanone oxime in the presence of methanesulfonic acid for
the preparation of lauryl lactam)
: e CAS % $%%&S (CAS RN®) LOo—)L
IT 75-75-2 Methanesulfonic acid |
RL:[ CAT (Catalyst use):. USES (Uses)

(photochem. process for the preparation of lauryl lactam from cyclododecane)

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

(1) Ato Chimie Sa; FR 2417501 A 1979 CAPLUS

(2) Montecatini, S; FR 1335822 A 1963 CAPLUS

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

5| AIE R
HO
g //--///\\iﬁ4fH
1
A S—lE> QIELD 99%
RX (1) RCT A 946-89-4

RGT C 2696-92-6 NOCI, D 7647-01-0 HCI
PRO B 947-04-6
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C CAS FILES DRIGIEHIEF

BREDRN

CASREACT 774l

=> FILE CASREACT

=> S aaa-aa-a/PR0O

L1 3 aaa—-aa-a/PRO

RIG# %

CAplus Z741JL

=> FILE REGISTRY

=> § aaa-aa-a

L2 1 aaa-aa-a/RN

RIGICES T SHWEZHEE
(REGISTRY)

=> FILE CAPLUS

=> S L2/P
L3 4 12/P

=> S L3 OR L1
L4 5 L3 OR L1

=> D L4 1-5 BIB HITSTR

&I ## %

2 7 ANDEIEZFELED S

[ & # & 7
* BB G E TR Y AHTFE

[xAﬁx] [xjﬁ] [xcomx]

CASREACT 74 THOHEYRLEELO—FEM,
CAplus Z74M4ILTER R
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C CAS FILES DRITIE#HIEZE

BREH - 3-yoOo=—raoRUEY (121-73-3) Hhd 3-yO0F7 =12 (108-42-9) #& KT S

RIED>55, IPC (EIFEFFEF 57 58) BO1J (MEBMFELFEFMAEETEFEE—#;
LEHMELIMEMGE) MEESSATOIRITERETS.

- CASREACT 774JL, CAplus J7AMILCERIERZRETS.

* CASREACT 7/ TIIEFHNEOREREMNTELV=H, CAplus F7AILIZEIZEEE
HORF—/8—L, CAplus Z7AMILTHLN-AZLFED-E, BHFLETCRETS.

CASREACT Z7A /DRI F

=

=>
L1

=
L2

=
L3

FILE CASREACT

S 121-73-3/RCT — REYEEE
689 121-73-3/RCT

S 108-42-9/PRO — £RYEEFE
373 108-42-9/PRO

S L1 (L) L2 — A—RIEFIZRE
293 L1 (L) L2

CAplus 71 /L DRIG#ZE (REGISTRY — CAplus Z7A /N DIOIXT—/"—i£ZE)

=>

=>
L4

=
L5

=

=
L6

=>
L7

=>
L8

FILE REGISTRY

S 121-73-3 — RIEYD CAS E#RES (CAS RN°) THF
1 121-73-3
S 108-42-9 — LHEYD CAS ERES (CAS RN°) THF
1 108-42-9
FILE CAPLUS
S L4/RCT — REWIZET EXHEHEFE
1104 L4/RCT
S L5/P — £RYICET EXHEHEF
649 L5/P
S L6 AND L7 — A—RIEFICBRETEL L =0 AND EFE
380 L6 AND L7

RIbEFEEZEDFEFR (CAplus + CASREACT)

=> § L3 — CASREACT Z 7 1/ DBREFEBREF IO OIS —/I—BET S
L9 293 L3

=> S L8 OR L9 — CASREACT Z 7 1 /L DRIGIEHFEPE S

L10 394 L8 OR L9

=> S L10 AND BO1J/IPC — IPC THEEFET S

L11 39 L10 AND BO1J/IPC
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C CAS FILES DRIGIEHIEF

=> D BIB HITIND 1-39 — BIB HITIND ZFREAXTEHRRT S

L1 AN.SWER 11 OF 39 CAPLUS COPYRIGHT 2018 ACS on STN | @ mWHCEYRLILa—R

PatentPak PDF

AN 2014:713508 CAPLUS Full-text

DN 160:636470

TI Solid hydrogenation catalysts, their in-situ preparation, and preparation
of hydrogenated products of aromatic nitro compounds, aromatic nitriles
or phenols with them in supercritical carbon dioxide

FAN. ONT 1

PATENT NO. KIND DATE APPLICATION NO. DATE
PI  JP 2014076416 A 20140501 JP 2012-224617 20121009 <--
PRAT JP 2012-224617 20121009

0S  CASREACT 160:636470
IPCI B01J0029-74 [1]; C07C0209-36 [I]: CO7C0211-46 [I1]; CO1B0039-48 [I]:

C07B0061-00 [N] {--
IPCR B01J0029-74 [1]; CO1B0039-48 [I]: CO7B0061-00 [N]; G07G0209-36 [I]:
C07C0211-46 [I] {--

CC  25-4 (Benzene, Its Derivatives, and Condensed Benzenoid Compounds)
Section cross-reference(s): 21, 45, 49, 67

IT 88-73-3, o-Chloronitrobenzene 91-23-6, o-Nitroanisole 98-95-3
Nitrobenzene, reactions 100-00-5, p-Chloronitrobenzene 100-17-4
p-Nitroanisole 121-73-3, m-Chloronitrobenzene 555-03-3
m-Nitroanisole
RL: RCT (Reactant); RACT (Reactant or reagent)

(hydrogenation of aromatic nitro compds. with palladium or palladium oxide
nanoparticle-supported boron-substituted mesoporous silica solid
hydrogenation catalysts in supercrit. carbon dioxide)

IT 62-53-3P, Aniline, preparation 90-04-0P, o-Aminoanisole 95-51-2P
o-Chloroaniline 104-94-9P, p-Aminoanisole 106-47-8P, p-Chloroaniline
preparation 108-42-9P, m-Chloroaniline 536-90-3P
m-Aminoanisole
RL: SPN (Synthetic preparation); PREP (Preparation)

(hydrogenation of aromatic nitro compds. with palladium or palladium oxide
nanoparticle-supported boron-substituted mesoporous silica solid
hydrogenation catalysts in supercrit. carbon dioxide)

L11 ANSWER 21 OF 39 CAPLUS GCOPYRIGHT 2018 ACS on STN

CASREACT 7 ILDHT
AN 2010:763769 CAPLUS Full-text @ tv,\u&.l/j_z"f #
DN 153:148675 =
TI Method for preparing chloroaniline via catalytic hydrogenation

TIP #FEfMKFIEZRBABELE-7O0O07 ) V%HAETH-ODAE [(#HHER]
IN Li, Bindong; Lv, Chunxu; Sun, Yu
PA  Nanjing University of Science and Technology, Peop. Rep. China
SO  Faming Zhuanli Shenging, b5pp

CODEN: CNXXEV

DT Patent
LA  Chinese
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE
PI CN 101735073 A 20100616 CN 2008-10236175 20081125 <--
PRAI CN 2008-10236175 20081125
0S  CASREACT 153:148675
IPCI C07C0211-52 [I]; G07G0209-36 [I]; B01J0023-755 [I] {—-
IPCR C07GC0211-52 [I]; B01J0023-755 [I]; C07C0209-36 [I] {—

CC  45-4 (Industrial Organic Chemicals, Leather, Fats, and Waxes)

Section cross-reference(s): 25
: — CASREACT 7ML ALDIHRF—N—BREDEE
Evk2—LI(EX DN T#HY, CAS ZEHEEFS TIEEGWL
Z@DT1=& HITIND (IT Z4—JLK) [ERFRINLL
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C CAS FILES DRITIE#HIEZE

L11 ANSWER 37 OF 39 CAPLUS GOPYRIGHT 2018 ACS on STN ® CAplus Z7AMILDHT
AN 1976:523554 CAPLUS Full-text EvkLi-La—R
DN 85:123554

OREF 85:19825a, 19828a

TI Hydrogenation of aromatic nitro compounds and catalysts

PA Institute of Chemical Physics, Chernogolovka, USSR

SO Jpn. Kokai Tokkyo Koho, 6 pp
CODEN: JKXXAF

DT Patent

LA  Japanese

FAN. CNT 1
PATENT NO. KIND  DATE APPLICATION NO. DATE

PI JP 50084537 A 19750708 JP 1973-132227 19731127 <—-
JP 55016412 B 19800501

PRAT JP 1973-132227 A 197311217

IPCI C07C0085-11; C07C0087-50; C07C0089-00; CO7C0091-42; B01J0023-46 {—

IPCR C07B0043-04 [I]; B01J0023-00 [I]; B01J0023-46 [I]; CO7B0031-00 [I];
C07B0061-00 [I]; C0O7C0067-00 [I]; C0O7G0209-00 [I]; C07G0209-36 [I];
C07C0213-00 [I]; C07C0213-02 [I]; CO7G0215-76 [I]; CO7G0301-00 [I];
C07G0303-32 [I]; C07C0309-46 [I] {—

CC  25-4 (Noncondensed Aromatic Compounds)

IT 62-53-3P, preparation 95-51-2P  95-55-6P  95-76-1P  98-16-8P
102-51-2P  104-94-9P 106-47-8P  106-49-0P  108-42-9P
108-45-2P, preparation 123-30-8P  156-43-4P  527-20-8P  636-25-9P
636-30-6P  2834-92-6P  7336-20-1P
RL: SPN (Synthetic preparation); PREP (Preparation)

(preparation of)

IT 82-68-8 88-73-3 88-75-5 89-69-0 96-96-8 98-46-4  98-95-3
reactions  99-54-7  99-65-0 99-99-0 100-00-5 100-02-7 100-17-4
100-29-8 121-73-3  329-71-5 550-60-7 3709-43-1
RL: RCT (Reactant); RACT (Reactant or reagent)

(reduction of, catalysts for)
EVrEFHDEELD
@ mATEYH
17 #
CASREACT 774l CAplus Z714JL
@ CASREACT 774 D& TEYEL @ CAplus Z7A4ILDHTEYE
1 19 4

65



C CAS FILES DRIIEHIEZF

ol
il e

« CASREACT J74JL& CAplus 7ML TlE, INBEROINEZENE, B AMHDODEVLLHS.
REEREHEBHICRELEZVGSIE, MI7MILTRETLHEELL.

- MIF7ALTRELEGRIE, EEXBMERVTRET S,

dh
. GEME

5. CASREACT 774 JLE CAplus 774 JL T, 6-Phenyl-3-pyridinecarboxylic acid
(29051-44-3) DERRIGICETHIXNEMEREK T S.

(=2

CASREACT 774/ TERY (/PRO) ZIEELTHREL, £ % BIB FHIT R xEHXT
eI

REGISTRY 774 JL T CAS %4ix&ES (CAS RN®) hioHEFRE1TS.

CAplus Z7AIVIZHARF—IN—F B, G X#IZEE (/P) 5.
CASREACT 77/ DEZLDEHELERKRIN-%, £4% BIBHITRN XRREEKXTRETS.

EZ I P. 85
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D ReaxysFile Z741 /L

ReaxysFile 27/ DR EIERBRFBICOVTISHBNLET.






D ReaxysFile Z71/L

M=

M ReaxysFile 77/LI(E, EZMEREHFR, HEHEHR REFEREVEITET 24— THS.

(2018 £ 8 AIR#E)

HEE Elsevier Information Systems GmbH
wsEmaE EHILEY, BELEY, EHERELEY

GRY<T—DUREIE 2000 £ LLE&)
LEMERTEER PHEER FEF - £E2NER RLE®R (—5, RREF

INEFEHNE
ET), HHBIFER
*Friedrich Beilstein % T Handbook of Organic Chemistry (1771~1959 %)
. -Gmelin Handbook of Inorganic Chemistry (1817~1995 4£)
IR £% R

1771 ELUBOEBIEZRIVERIELZIBFTOTERERX
*1771-1960, 1976 FELIEDOYEF (E58, RITHE, IPC ITKYER)
La—F#E MEHBEM RIGEM (MELI—FFOBELXORIGIERERISIE-IFR)

MBE : 1,940 FHLE
R : # 3,100 AHO—BERE (RIGOHHE - # 1580 744 0 XHE)

IR £ HA R 1771 & ~
EHEE" AEH (F5—LFT)

IR £% 14 28

* 2018 & 8 A, Classic STN ) ReaxysFile 7/ LDUREFHARM L 1771 ~ 2011 £.
BEHBERIEIRE.
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D ReaxysFile 71/l

La—K#

B LI—FERK

+ ReaxysFile Z7A4ILIZIE, MELO—F MWEEEG) ERGLI—F (RIGERL) O 2 EFE

MUER SN TLNS.
MELaI—F
1 La—kK =1 &

MEBEREEHR (IDE)

- La—F&ES (AN)

« CAS & §k&ESE (CAS RN*®) (RN)
- EEME S (CN)

- HFRK (MF)

AR
- J4—ILEDEE (FA) RiELa—K
: 1 La—kK =1 &Ri&
Ytk & R
T —4 R )
- B2 TF—4
L BT 4
- R M T4 Ris (2)
R s 15 88 ///ﬂ
RR (A)
COMERERMTHIRE
R (), RS (@), -
Ri (B)
COME R RIS TEH DR [ —7

N

R (A), kit (B), -

. RURGERS, MELI—FE
W EELa-FOZAEThIREENE

- ELLDLaA—FNBoNENIE, BET4—ILRIZEYRES.

W R E RO RO D DB R
- MEARTHER B, HFRAEL) HOORE

- WERER E?
- MEERISORE

MELI—F

RIGEEMSDEE (/RX.XX)

- RS- ERYOLI—FES (/RX.RAN, /RX.PAN) |:> RIiELa—R
- fiiiE R DL I—FE S (/RX.CAAN, /RX.SOLAN)

- RISEH HE, B, IWELE) TRE




D ReaxysFile Z71/L

La—K45l
. = . —
B Lo—Ffl MELa—F, IDE RTRBX) S La—KEE
La—F&E  Accession Number (AN): 2124520
~N=yhiE% CAS RN®  Basic Pref. RN (BPR): 13852-81-8
CAS RN®  CGAS Reg. No. (RN): 13852-81-8
It &EL Chemical Name (CN): 4-chloro-2-nitrobenzenesulfonamide,
4-chloro-2-nitro-benzenesulfonic acid amide
4-Chlor-2-nitro-benzolsulfonsaeure-amid
5-Chlor-2-sulfamoyl-1-nitrobenzol
2-Nitro-4-chlor-benzolsulfonamid
Autonom 4 Autonom Name (AUN) : 4-Chloro-2-nitro-benzenesul fonamide
=X Lin. Struct. Formula (LSF): C6H5CIN204S
2>FX Molec. Formula (MF): C6 H5 CI N2 04 S
SF8 Formula Weight (FW): 236. 636
ItEWESR4A4T Compound Type (CTYPE): isocyclic
Z# InChi Key InChi Key: (INCHI): Q0QQUXGKXVOXTH-UHFFFAOYSA-N

InChi Key Alternate InChi Key: (AINCHI): QOQQUXGKXVOXTH-FSHFIPFOCC
BEvL -V EERE 2D Markush Ref. Count (MARKREF): 0
FT—42AAH Entry Date (DED): 1989/06/29
F—4%$H Update Date (DUPD): 2008/05/25

BHER o

E e

TJ4—ILED7FEHE Field Avail

Code Name Occurrence

AN Accession Number 1

BPR Basic Preferred RN 1

RN CAS Registry Number 1

CN Chemical Name 5 )

AUN Autonomname *1 1 5

LSF Linearized Structure Formula 1 =
A

MF Molecular Formula 1 =

FW Formula Weight 1 =

INCHI InChi Key 1 | s

AINCHI Alternate InChi Key 1 .

CTYPE Compound Type 1 LY

MARKREF  Markush Reference Gount 1 L

DED Entry Date 1 &

DUPD Update Date 1 0

CPD Crystal Property Description 1

LB Substance Label 5

MP Melting Point 4

XREF Crossfile Reference 1 _

RIGTEEHRDEFE This substance also occurs in Reaction Documents:

Code Name Occurrence

RX Reaction Documents 25 &

RX.RAN  Reactant AN 22 i

RX.PAN  Product AN 3 QE

*1 Autonom (AUTomatic NOMenclature) B IEYV I DI TFICK>TRESE LT
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D ReaxysFile 71/l

B LKl (WEBLa3—F, FRX &EREEX)

Reaction:

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

Product AN (. PAN):

Product (.PRO):

React. Struct. Keywords (. SKW):
Record type (.RTYP):

7305923 — KW 1D
1978605 — Ri#YDLIa3— F&EE

3-nitro-4-chlorobenzenesulphony! chloride
ammonium carbonate — K/ H

2124520 — £ZYDLT— FEFE
4-chloro-2-nitrobenzenesulfonamide — Z£&#
mapped reaction — REHEEF—T—F

full reaction, has preparation —« KRz &% 47

Number of R. steps (.STP):
Reference (s) :

1. Logemann et al., Justus Liebigs Annalen der Chemie, CODEN: JLACBF, 623

1

No. of React. Details (.NVAR): 1 — RIGFERD#H

Preparation reactants (.BLB): 1978605, 2124520 «— KLY - £HZYL T3 — FEE

No. of References (. NUMREF) : 1 — X@gt#
! E;action Details: | Ric 1 ORGHEM | i
1
i Reaction RID (.RID): 7305923. 1 — RIGFEH ID i
! Reaction Classification (.CL): Preparation — RIS 1
! Number of R. steps (.STP): 1 — RIE# i
! Reference (s): — I
L____J_Riess, Monatshefte fuer Chemie  CODEN: MOCMB7 50, <1928> 266 _________ d

Reaction: REESEWEMNLI—F . 7
RX J BEETERRIND RIS 2

Reaction ID (. ID): 32525

Reactant AN (.RAN): 2124520 — RibYPnLa— RF&EE

Reactant (.RCT): 4-chloro-2-nitrobenzenesulfonamide

Product AN (. PAN): 611058

Product (.PRO): 2-Amino-4-chlorobenzenesul fonamide

React. Struct. Keywords (. SKW): mapped reaction

Record type (.RTYP): full reaction, has preparation

No. of React. Details (.NVAR): 5

Preparation reactants (.BLB): 2124507 61| CORRYMELERMDBHAEHED

Det. React. reactants (.BLC): 21},4’58,_ 61| RixA 5 HUREEESnTLNVS

No. of References (. NUMREF): 5
E E;action Details: | Rt 2 ORGEM - 1 | }
1
! Reaction RID (.RID): 325259. 1 i
: Reaction Classification (.CL): Preparation :
! Yield (.YDT): 95 percent H
: Reagent (.RGT): hydrogen iodide — FE :
1 Time (TIM): 2 — BT H
: Temperature (. T): 90 Cel — EE :
H Product AN (. PRAN): 611058 — #£BEYDLT— FEE |
' Reactant AN (.RCAN): 3587159 — #EDPLI— FEE i
! Number of R. steps (.STP): 1 H
! Yield numerical (.YDN): 95 H
1 Product (. YPRO) : 2-Amino-4-chlorobenzenesul fonamide !
: Reference (s) : :
: 1. Kumar, J. S. Dileep; Ho, ManKit M.; Toyokuni, Tatsushi, Tetrahedron 1
L Letters, GCODEN: TELEAY.  42(33). <2001> 5601 — 5604 i
1 RX — 1
i Reaction RID (.RID): 325259. 2 | Rt 2 ORGHEM -2 | |
1 Reaction Classification (.CL): Preparation :
] Reagent (.RGT): tin(l1) chloride RS E&toHan | |
H Reactant AN (.RCAN): 8127944 R 5La—R '
i :
1 1
1 1
1 1
] :

<1959>, 157,162
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D ReaxysFile Z71/L

MELI—FDEERAE

B ReasxysFile 77/ TIX, L TOAEZTYELI—FEZRETES.

(2018 £ 8 AIR#E)

R B EE o .
(/BEI«—ILEK) RAb
CAS RN® (/RN) CAS Z§%#%FES (CASRN®) DUNEKEI[L 35% THY, WMEMTILGEL

TEB (/CN) tEMELZOIZRTHFTVREMTITILHS AERBOREZELD L.
B> & F (/CNS) (b2 EL DOUNEXEIX 63%)

2La—RIZaFRHBERZIWE HiIl ARK).
PFXEET«—ILE (VJELS &) £LF A TTEE.

. BERBARBESINTVWAILI—FERRTED (RKIT—PEKRSTFIE
= BERBMARBFEINTOEGWN). T OB ERRLTEE.

* 1996 FELIE, FREHFWMEIZDOLT CASRN® Dt 5 IEENT-.

2 F=X (/MF)

- ES2® /RN, /CN, /CNS, /MF J4—JLRIZEKXFRS| (/Bl Fi=(F #L) TLRERTESLN,
ReaxysFile 7Z7A/ILDEAXRRSIEXZHD I —ILEALDYPYHLEBTEREINA TS8O,
JAZXDNELEENDAREUENHD. FDEH, AR D IT—ILEZIEELI=A A L.

B YELI-—FOBRE-RT
* ReaxyFile 7Z7AILTEMODFRALENDHERR, BERRLETHEDYMEERETS.

* REGISTRY 77/ CHELNEHRZIDRF—N—RETHELELTES.

- ReaxysFile 774J)LTIl& CAS & &S (CAS RN®) OB HRIFEWL:=H, L BEE%
o= CAS &ZEES (CASRN®) [2&BVORF—/IN\—RR LMK TIZALN.

=> FILE REAXYSFILE => FILE REGISTRY |

¥ ¥

=> S 58-08-2/RN (CAS RN®) => § 58-08-2 (CAS RN®)
=> S CAFFEINE/CN (E24) => S CAFFEINE/CN (E£4) L B
=> S C8H10N402/MF B F) ER
=> S Ln FULL (HBERR) 1

n: HBEEER
N 4—| L@ REGISTRY 77/ /L DAL

(7]
al-

=)
J\

L# ReaxysFile Z7/JILDE %

¥ L

DISPLAY aOvZ K TRE

A1 s

1A



D ReaxysFile 71/l

MELI—FHSDRIGEHRDERT

B ReaxysFile Z7/J/LOYPELI—FIZEITHIRGERD XK T

[%Eﬁi'l‘%iﬁ,ffﬁiﬁf;&‘ ] —y PR s
(ME ORI

- BT —ARRE 50 TARTABIRTES.
- La—RIEESTHERORBARBENTEY, 27— SEREERIHEBENBDS.

* RTEIDANCREEROFAEEHER LGS, RRLTHERTS.

. . EX S =Rk
i REHROGEOER | 25 szx) | G0 ¥—4%T)
2 RIS TER => S RX/FA => D FRX => D RX

=> S RXREA/FA

BUMASRBYTHORIE (£F=(& S REA/FA)

=> D FRXREA => D RXREA

=> S RXPRO/FA

BANMHANERB THORIG (£1-[£ S PRE/FA)

=> D FRXPRO => D RXPRO

B ®ZEH : ReaxysFile Z7AJILIZ T-methoxyacetyl-5—hydroxy—1,3—benzoxathiol-2-one
(CAS Z43%&S (CAS RN®) : 112450-16-5) D RIGIEHRERTTS.

=> FILE REAXYSFILE — ReaxysFile Z74IIZA B

=> S 112450-16-5/RN — CAS EIREE (CAS RV) TEFE
L1 1 112450-16-5/RN

=> D FRX — IRNTORELEZT

L1 ANSWER 1 OF 1 REAXYSFILE COPYRIGHT 2018 Elsevier Properties SA. on STN

g;actlon. RS 1

Reaction ID (.1ID): 19464763

Reactant AN (.RAN): 5930746

Reactant (.RCT): (3,6-Dioxo-cyclohexa-1, 4-dienyl)-acetic
acid methyl ester

Product AN (. PAN): 5953831

Product (.PRO): T-methoxyacety|-5-hydroxy-1, 3-benzoxathiol
-2-one

React. Struct. Keywords (. SKW): mapped reaction

Record type (.RTYP): full reaction, has multi-step

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

Det. React. reactants (.BLC): 5930746, 5953831

No. of References (. NUMREF): 1
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D ReaxysFile Z71/L

Reaction Details:

RX
Reaction RID (.RID): 19464763. 1
Reaction Classification (.CL): Multi-step reaction
Reagent (.RGT): hydrogenchloride
Reactant AN (. RCAN): 1098214
Number of R. steps (.STP): 2
Multistep details (.MTEXT): 1: HCI, 2: Heating
Reference (s) :
1. Al-Hamdany, R.; Al-Rawi, J. M.; Ahmed, B. A.; Al-Shahiry, K. F.
Journal fuer Praktische Chemie (Leipzig), CODEN: JPCEAO, 329(2)
<1987>, 337 — 342
Reaction:
i
Reaction ID (.1ID): 19453897
Reactant AN (.RAN): 3267989
Reactant (.RCT): methyl 2, 5-dihydroxyphenylacetate
Product AN (. PAN): 5953831
Product (.PRO): T-methoxyacety|-5-hydroxy-1, 3-benzoxathiol
-2-one
React. Struct. Keywords (. SKW): mapped reaction
Record type (.RTYP): full reaction, has multi-step

No. of React. Details (.NVAR): 1
Det. React. reactants (.BLC): 3267989, 5953831

No. of References (. NUMREF) : 1
Reaction Details:
RX
Reaction RID (.RID): 19453897. 1
Reaction Classification (.CL): Multi-step reaction
Reagent (.RGT): hydrogenchloride, sodium sulfate
silver (1) oxide
Solvent (.SOL): diethyl ether
Reactant AN (.RCAN): 1098214, 5136723, 8129999
Solvent AN (. SOLAN) : 1696894
Number of R. steps (.STP): 3
Multistep details (.MTEXT): 1: 85 percent / Ag20, Na2S04 / diethyl
ether / 3 h / Ambient temperature, 2: HCI
3: Heating

Reference (s) :

1. Al-Hamdany, R.; Al-Rawi, J. M.; Ahmed, B. A.; Al-Shahiry, K. F.
Journal fuer Praktische Chemie (Leipzig), CODEN: JPCEAO, 329(2),
<1987>, 337 - 342

- RRTDANCRSIFROGFHEER IS5 EE, /FA THRRLTHERT S.

=> S 112450-16-5/RN

L1 1 112450-16-5/RN

=> S L1 AND RX/FA — RICIEHDFT & HZ

L2 1 L1 AND RX/FA

=> S L1 AND RXREA/FA — RIEYTHSRIGDFEEH#E
L3 0 L1 AND RXREA/FA * IR L

=> S L1 AND RXPRO/FA — £RYTHERIEDFL & HEZE
L4 1 L1 AND RXPRO/FA * RERD Y
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D ReaxysFile 71/l

£ZF  BEDLI—FDENSBEDEFESE

B ReaxysFile 774U T, {t¥YWEL L, CAS Z43FEE (CASRNY), #EELLETREEZ LR,
BEHDIEZEMENVEDTH-TH, EHORIENEOINIGELHS.

+ ReaxysFile 77/ T, EtZYMEDEERFTHR EAER) ICK>THEAELI CASRN® A
INEFEIN TS FILEEBEREFOILKEMK, SPHhIL, 14, BEEKIEEDIZIE,
FLC CAS RN AMff5Eh, CASRN” RETEBDOEENRONDEENHSD.

- $#A&FRIZEKD CASRN® OEEIL, 1996 FLIEh It EShi=A, THk-OEFHFIC
CAS RN® DREHELAHDIBEEICITINEFINDS.

M SELECT OV KFRTEVILI-MEDILEMEL L FX, LO—FESZHHLTHEETES.

[:> SELLES BEZEES HHIs—ILE ]

» SELECT av Rk, AZEEEIOEEDREREZHBMEITHIDICANS.
L BE HEBSZAKL-EGSE Efid L BE502EEMoHEIIS.

B BFEF : CAS &EES (CASRN®) 100-17-4 OMPEDERRLEBRETS.

=> FILE REAXYSFILE — ReaxysFile Z74JIIZCA B
=> S 100-17-4/RN — CAS RN T#Z
L1 2 100-17-4/RN
=> S L1 AND RXPRO/FA — YEHNLEREY THBERILIEHDIZFHE & HEE
L2 2 L1 AND RXPRO/FA
\Eer ]
=> SEL CN MF LSF — EEZYEL, HFX, F~HEX (LSF) #HHE
E1 THROUGH E12 ASSIGNED
=> D SEL — WHLEIY—LFEXKT
E1 C7 H7 N 03 /NF

2
E2 2 1-METHOXY-4-NITRO-BENZENE/CN
E3 2 1-METHOXY-4-NITROBENZENE/CN
E4 1 CH30C6H4N02/LSF
E5 1 G7H7NO3 (1-) /LSF
E6 1 P-METHOXYNITROBENZENE/CN HHEN2—LD3E, HHD
E7 1 P-NITROANISOLE ANION RADICAL/CN EEMTREVIDEET
E8 1 P-NITROANISOLE/CN
E9 1 PNAS/CN
E10 1 4-METHOXYNITROBENZENE ANION RADICAL/CN
E11 1 4-NI1TRO-ANISOLE/CN
E12 1 4-N1TROANISOLE/CN
=> § L2 NOT E5,E7 E10 — HHIDIEEY TIX G IVIEHEE <
L3 1 L2 NOT ...

\[reEzE ]
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D ReaxysFile Z71/L

2Z . RIELI—FOBEZE

B RICYMEERYOIMAEZEELRE®,
RELIA—FZEBRERTD.

HE M REEBEETRELENMESICIE,

RiELa—F
1 La—F =1 ki

[ RIS, £RMM, R &M ] —y

- BIMOUBRENEND, RIGY, ERPEEELTREITIEEICE EHEOLI—F
#5 (AN) THREIT5.

[ =>SREREYMOLI—FEE/RXRAN AND £ DLI—KFEE/RX.PAN ]

- RIBBRRIA—IFEE>TRETDE BFMICRBLI—FNRFSND.

s RELO—FERTITDIHEEICIE, RX RREXZALS.

B FERIEERI«—ILE
5 BEI4—ILF NE A 7141 HETF
& /RX.RAN R (AN) => S 5026/RX.RAN
I RIS /RX.RCT R (&) => S L-PROLINE/RX.RCT AND
i E Y /RX.PAN £ (AN) => S 4885620/RX.PAN
L /RX.PRO | £t (&%) => S GLYCINE/RX.PRO
/RX.RGT HE (B, H»FX)| => S ACETONE/RX.RGT
/RX.CAAN | fiit% (AN) => S 1073/RX.CAAN
/RX.CAT filiE (A, 2F=X)| => S SNBR2/RX.CAT
/RX.SOLAN | ;&8 (AN) => S 1191/RX.SOLAN
/RX.SOL BE (B, 2 FR)| => S CH2CL2/RX.SOL
2 /RX.YDN Iy 3&*2 => S 90<=RX.YDN
I et (P)
i /RX.T R B g => S -100--10/RX.T AND
o /RX.TIM = B e 2 => S 2/RX.TIM
] /RX.PH pH{iE *2 => S RX.PH<1
E /RX.P I 72 => S 1-25/RX.P
8 /RX.CL Ri5 4 => S MULTI/RX.CL
/RX.TXT RIETHFRAE => S CONTROLLED/RX.TXT
/AU.RX EE54 => S COREY?/AU.RX
/JT.RX BEHA => S SYNTHESIS/JT.RX
HEEHR | /ISN.RX CODEN => S JACSAT/ISN.RX AND
/PA.RX BEFHRBEA => S AJINOMOTO/PA.RX
/PN.RX HHES => S US 2986578/PN.RX

1 A—REEHEICREITSEEE P) BEFEMRATS.
RISEHDIZKIIFEETHA=O, MEMNGCRRELELZWVGEICEFALGEVA L ELL.
*2 BEBEEFICEHBRRENATRLGHMERR I —ILE.
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D ReaxysFile 71/l

s yanidy/—)L (LO—FFEF 906744) Ko yanktH /Y (LO—FES

385735) ~DHILRICZERAND. BIEHHHALZLMEEIZIE, INE 80% ULD

B RERA
RIGICIRET 5.
=> FILE REAXYSFILE

=

S 385735/RX. PAN AND 906744/RX. RAN

— ReaxysFile Z7 1 /ILIZA B

— LHEYPEREYDL I— FESZHEEL THEFE

L1 111 385735/RX. PAN AND 906744/RX. RAN
=> S L1 AND 80<=RX.YDN — RETEE
L2 4 L1 AND 80<=RX. YDN
=> D 1-4 RX — RX ZFrFERLTEFR
| RisLa—FatEvh |
L2  ANSWER 1 OF 4 REAXYSFILE COPYRIGHT 2018 Elsevier Properties SA. on STN
Reaction:
i 1

RX Rt

Reaction ID: 3856140 — ki ID

Reactant AN (.RAN): 906744 — REYDLa3— RFEE

Reactant (.RCT):

Product AN (. PAN):

Product (.PRO):

React. Struct. Keywords (. SKW):
Record type (.RTYP):

Number of Bond Changes (.NBC) :
No. of React. Details (. NVAR):
Chem. Behav. reactants (.BLA):
Preparation reactants (.BLB):
Det. React. reactants (.BLC):
No. of References (. NUMREF):

p .

IReaction Details:

1 RX

Reaction RID (.RID):

Reaction Classification (.CL):
Yield (.YDT):

Reagent (.RGT):

Solvent (.SOL):

Other Conditions (.COND):

Product AN (. PRAN):

Reactant AN (. RCAN):

Solvent AN (. SOLAN):

Number of R. steps (.STP):

Yield numerical (.YDN):

Product (. YPRO) :

Reference (s) :

1. Yamaguchi, Masao; Takata
Chemical Society of Japan

Toshikazu; Endo
CODEN: BGSJA8, 63(3)

cyclohexanol
385735, 774100
cyclohexanone
mapped reaction
full reaction

— £gYonLa— RFEE
2-chlorocyclohexan-1-one
— RILEEEF—T—F

has preparation

6

2 — RIFHDH
906744, 385735, 774100

906744, 385735, 774100

906744, 385735, 774100

1 — XtH

| BRIt 1 ORGEM -1

— RIFH ID
Preparation — RibHiE

2 percent, 85 percent — RE (7FX F)
IWEE, EF—4 (RX.YDT)
BLUULZE (RX.YDN) 74—JL
FICIREFESND. BERERIE
/RX.YDN 74—JLETITS

HEDLI— FEE
BEDLT— FEE

3856140. 1

radical, chlorine
dichloromethane
Ambient temper
774100, 3857
1422418, 3902968, 4154566
1730800
1

2, 8
2-chlorocyclohexan-1-one

— RE (HERFEF)
cyclohexanone
— M
Takeshi, Bulletin of the
<1990>, 947 - 949
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D ReaxysFile Z71/L

FRX i
I Reaction RID (.RID): 3856140. 2 [ RiE 1 ORGES -2 | |
: Reaction Classification (.CL): Chemical behaviour :
1 Yield (.YDT): 85 percent, 2 percent 1
: Reagent (. RGT): 2,2,6,6-tetramethyl-1-piperidinyloxy, free :
H radical, chlorine, sodium carbonate H
! Solvent (.SOL): dichloromethane H
: Other Conditions (.COND) : Ambient temperature, reaction of other :
: cyclic alcohols, other reaction conditions :
: Subject Studied (.SUBJ): Product distribution 1
1 Product AN (. PRAN) : 385735, 774100 i
! Reactant AN (.RCAN): 1422418, 3902968, 4154566 H
! Solvent AN (. SOLAN) : 1730800 H
: Number of R. steps (.STP): 1 :
! Yield numerical (.YDN): 85, 2 !
: Product (. YPRO) : cyclohexanone, 2-chlorocyclohexan-1-one 1
i Reference (s) : i
: 1. Yamaguchi, Masao; Takata, Toshikazu; Endo, Takeshi, Bulletin of the :
! Chemical Society of Japan, CODEN: BCSJA8, 63(3), <1990>, 947 - 949 H
1 . 1
1 : 1

s LA—FBEENDHLLEVWGEIX, EMEENCYEZHRFEL, SELECT avUFTLa—FK
ES (AN) #HH95.

=> FILE REAXYSFILE — ReaxysFile Z74IIZA B

=> E CYCLOHEXANOL/CN 5 — BT EXPAND & (B - >oanF+H%/—))
E1 1 CYCLOHEXANOIC GARBOXYLIC ACID/CN

E2 1 CYCLOHEXANOISOXAZOLE/CN

E3 1 -=> GYCLOHEXANOL/CN

E4 1 CYCLOHEXANOL 2, 7-OGTADIENYL ETHER/CN

E5 1 CYCLOHEXANOL ANION/CN

=> S E3 — BEHMTHEFETS WELI—FDEF)
L1 1 GYCLOHEXANOL/CN

=> SEL L1 AN — La—FEES (AN) ##HH TS

E1 THROUGH E1 ASSIGNED

=> D SEL — W LEZ—LEZRFT S

E1 1 906744/AN

=> S 385735/RX.PAN AND E1/RX.RAN — #H LS —LZFAL THEFE
L2 111 385735/RX. PAN AND 906744/RX. RAN
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D ReaxysFile 71/l

da
B e

+ ReaxysFile Z7A4)VICIE, MELOI—FERIGLI—FAHY, WTHRICERIGERMSULERS
NTLS.

- MELI—FORIGERERTTHE, TOVELPBEESTEIRNEFEHOTRIRTED.

- REMEEBRMEEEIIHEPROEHTREIISERIRISLI-—FERRTSD.

db
. BEME

6. ReaxysFile 774 JL T Esaprazole DRIGEHREHEETS.

6-1 : CAS ZiEES (CAS RN®) : 64204-55-3 Mot FET 5.
6-2 : EEMEEMHIORETD.

[EVR) FRX R RERXT, MELI—FRDIRTORIGIERER T TES.

EZ (& P. 87
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R BT






RE

3 [ 8

B #FERIE 1 : CASREACT J7AJLT 2-=hkORILIY (88-72-2) M, 22-O=fATSAY
DI (16968-19-7) AR TARLERETS.

(=29

CAS %4} &S (CASRN®) IZO—JILZIEELTRETS
(RIi-W/3ZFE L /RRT, £ ¥IL /PRO).

B BEME 2 . TROIVRIELEORRZRETS.

0] 0
e
Me Me
H F
reactant product
(FRDEVH]

RiEA—L, RIGHA:, RISEELZEET 5.

SHIC, TROEHETHRYRAD.

@ In#E 80% UEHLIIWNEFERDTEVLRIGIZIRE
@ FEHFICRE

RYINDE%E% BB FHIT R TERERTS.

[E2R]
D, QO NDREDNKE, BEEFITETETS.

B FEME 3 : THENDEBIERE (R1 & N TEBZER) £28%J5. (R1=0,S)

R1 R1

I proguct
reactant

[ERDEVR]
REMBRTHIHBDDESDEME Ring R) ICEETS.
IVEVTIE R JIL—TOAEERFIC(FIEE TEAL.

B2, TROEHETRYAD.

@ Verification BT LLBEZZETHES, ThEkR< (L FE/COM).
@ fih i )2 I I1ZBR E

® 1 BERIGICEE

HYDME%Z% BIB FHIT R xBKXTEREIT 5.

[EVF]
@ Q@ DRENHE, FEFITEETS.
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A

B EEME 4

B FEME 5

B FEEME 6

ZRJILAXRIEND 1,2-C,NO BEAHTARGERET 5.
I, TREOFHETRYAD.

D InE 80% UEDRIGIZIETE

@ 1 BFERISICRE

[ER]
BREREREZTS.
D, Q@ DREDE, BEEFITEETS.

CASREACT 774 JL& CAplus 774 JLT, 6-Phenyl-3-pyridinecarboxylic
acid (29051-44-3) DEMRIGICEATEOIXMERERET D.

(=2
CASREACT 7744/ TERMY (/PRO) ZiEELTHZEL, £4% BIB FHIT
XA TRERTAS.

REGISTRY J7A4JLT CAS &i#ZES (CASRN®) hoEZRZEITS.
CAplus Z7AILIZVARF—/N—F5E, ERXXEKICEE (/P) 5.
CASREACT 774/ DEIZELDEEZKR -, £4 % BIB HITRN XK
BRTERRT 2.

ReaxysFile 774 JL T Esaprazole ORIGIEHREZREFTS.

. CAS % 43Z&EE (CAS RN®) (64204-55-3) Mo ET 5.

6-1
6-2 : LEMEEMIOEERTS.

[ER]
FRX RTEERXT, MEBLI—FPDIRTORIGIBERERTTES.
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A

3 [ 8

2-ZrORLIY (88-72-2) M 2,2-C=rAURUT)L (16968-19-7) ZEARKITAIRIGERE

=> FILE CASREACT

=> S 88-72-2/RRT (L) 16968-19-7/PRO — CAS E4RES (CASRN) [cO—ILFEEL THEFE
L1 12 88-72-2/RRT (L) 16968-19-7/PRO
=> D SCAN — BEFT v FD SCAN FrEa THEE

L1 12 ANSWERS CASREACT COPYRIGHT 2018 ACS on STN

TI Improved synthesis of 10, 11-dihydro-5H-dibenzo[b, flazepine
RX

FxeZy OF B

MO =
CHa—CH
CU g, (%10
He

NDE Dj
(stage 11
HMOTE: 10,degree,

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L1 12 ANSWERS CASREACT COPYRIGHT 2018 ACS on STN

TI Dimerization reaction of nitrotoluene
RX

Rxily OF 1

NO 2 CHo—CHo
@[ t-Bulk, Amyl nitrate,
FHHe MOy O

He
59

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

=D — FIF—NLIFDEREATER

L1 ANSWER 1 OF 12 CASREACT COPYRIGHT 2018 AGS on STN

RX
Fxily OF 8
ND2 CHo—CHo
1, t-Bulk, THF
He ¢, BrZ N|:|2 DEN
{ztage 11 a4

REF: Sunthesis, 49015, 2471-3475: 2017
COM: STAGEL1Y 2 minutes, 0 deg C
STAGELZY B minutes, O deg C
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A

HERE 2

B TRDOIVRIEDREERR

o] 0

Me Me

H F
reactant product

=> FILE CASREACT

=>
L1 STRUCTURE UPLOADED

=> S L1 — YTNBE
FULL FILE PROJEGCTIONS: ONLINE #xCOMPLETE**
BATCH  **COMPLETEx*x*

PROJECTED VERIFICATIONS: 52477 T0 58803

PROJECTED ANSWERS: 7 T0 298

L2 7 SEA SSS SAM L1 ( 15 REACTIONS)

=> S L1 FUL — TNT71NEE

L3 107 SEA SSS FUL L1 (520 REACTIONS)

=> § L3 (A) (80<=YD OR NONE/YDT) — RETRE

L4 66 L3 (A) (80<=YD OR NONE/YDT)

=> S L4 AND P/DT — BHIZRE

L5 8 L4 AND P/DT

=> D BIB FHIT — BIB FHIT ZFE TEHRF

L5 ANSWER 1 OF 8 CASREACT COPYRIGHT 2018 ACS on STN
AN 157:605698 CASREACT Full-text

DT Patent

LA  Korean
FAN. CNT 1
PATENT NO. KIND DATE APPLICATION NO. DATE

Pl KR 2012110683 A 20121010 KR 2011-28702 20110330

RX(15) OF 15 AF + B ===> AG

Me’Ji“:r”ﬂ““u”/H“Ph ’;[:::::T”fﬂimf’ﬁ““nsut
He

H

AF {15
B —

AG
YIELD 85

RX (15) RCT AF 5396-89-4

PRO AG 1192024-61-5
NTE stereoselective (72:28 ratio of isomers, 87% ee)
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http://chemport.cas.org/cgi-bin/cp_sdcgi?pbbdZTQEDAHbsQn63izYLff2QyRBUU6xJEdOLK9D7Fy0fgVd5R4d8y301SwipU@1y_Mj4YRIFq5dhCcx47nPxglLTej9VwgsepEiwiuUn_Gl8MSZoFnrpOw3Lzp3V04wxNEGUiuwpJbdZgQfD8HAsqnc3BdenVIEA@EaUau

RE

HERE 3

B TEOHEIERE (R1 & N TEHEZEER) #8 % (R1=0, S)

R1 R1
[
—_—
,zH . @
1l N
reactant I product
H
=> FILE CASREACT
=
L1 STRUCTURE UPLOADED
= § L1 — YTNBEF
L2 3 SEA SSS SAM L1 ( 7 REACTIONS)
=> S L1 FUL — TINT7ALNEE
100.0% DONE 19209 VERIFIED 481 HIT RXNS ( 16 INCOMP) 100 DOCS
: !

L3 100 SEA SSS FUL L1 ( 481 REACTIONS) Verification WP LG EENZEA TL /-
=> S L3/COM — Verification WEL L EAEIZIRE
L4 96 L3/COM
=> S L4 (L) ANY/CAT — MERIEIZCRE
L5 31 L3 (L) ANY/CAT
=> S L5 (L) 1/NS — —RERLICIRE
L6 20 L4 (L) 1/NS
=> D BIB FHIT — RAADEEZF BIB FHIT ZFrEDXTEF

L6  ANSWER 1 OF 20 CASREACT COPYRIGHT 2018 ACS on STN

AN 167:393911 CASREACT Full-text

TI Rationalization of Benzazole-2-carboxylate versus Benzazine-3-one/Benzazine-2, 3-
dione Selectivity Switch during Cyclocondensation of 2-Aminothiophenols/Phenols/
Anilines with 1,2-Biselectrophiles in Aqueous Medium

RX(19) OF 39 AP + B ===> AQ

H 0 4.0
QO ™ Oo0r

19

AP B —==
YIELD 91%

RX (19) RCT AP 5417-63-0, B 924-44-7
PRO AQ 2128302-11-2
CAT 577-11-7 Aerosol 0T
SOL 7732-18-5 Water
CON 1 hour, room temperature
RE. CNT 60 THERE ARE 60 CITED REFERENCES AVAILABLE FOR THIS REGORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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A

HERE 4

B —kJJILAFTF (NITRILE OXIDE) M5, 1,2-C,NO REFAKTHARGERER

=> FILE CASREACT

=> § (NITRILE OXIDE/FG.RXN (8) 1,2-G3NO/FG. FORM) — BEBERFZETTS

L1 689 (NITRILE OXIDE/FG.RXN (S) 1,2-C3NO/FG. FORM)

=> S8 L1 (L) 80<=FG.YD — RETRE

L2 308 L2 (L) 80<=FG.YD

=> 8 L2 (L) 1/NS — RIEX Ty THTRE
L3 259 L3 (L) 1/NS

=> D BIB FCRD 1 — BIB FCRD F 7zt THKar

L3  ANSWER 1 OF 259 CGASREACT COPYRIGHT 2018 AGS on STN

AN 167:164228 CASREACT Full-text

TI Direct access to spirobiisoxazoline via the double 1,3-dipolar
cycloaddition of nitrile oxide with allenoate

AU Shang, Xinye:; Liu, Kun; Zhang, Zhongyin; Xu, Xianhong; Li, Pengfei; Li,
Wenjun

CS Department of Medicinal Chemistry, School of Pharmacy, Qingdao University
Shandong, 266021, Peop. Rep. China

SO Organic & Biomolecular Chemistry (2018), 16(6), 895-898
CODEN: OBCRAK; ISSN: 1477-0520

PB  Royal Society of Chemistry

DT Journal; (online computer file)

LA English

RX

R¥(23y OF 28

He He

RX
COM: 24 hours, 50 deq C

RE.CNT 51 THERE ARE 51 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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A

HERE S

B CASREACT
D& BRI

T74JLE CAplus 774 JILT, 6-Phenyl-3—pyridinecarboxylic acid (29051-44-3)
ICEATAXERE

CASREACT Z71/LDiEE

SREACT

=> FILE CA

=> § 29051

-44-3/PR0O — 6-Pheny!-3-pyridinecarboxylic acid DEFERIG FEE

L1

=> D BIB F

14 29051-44-3/PRO

HIT 1-14 — Z£MF BIB FHIT B THF

LT  ANSWE

R 1 OF 14 CASREACT COPYRIGHT 2018 ACS on STN

AN 167:80597 CASREACT Full-text

TI Desig
poten
AU Zhao,
Mengy
CS Key L

Educa
Unive

SO  Europ
CODEN
PB  Elsev
DT Journ
LA Engli
RX (50) OF
i
Ho™" oM
Bl
RX (50)
RE.CNT 25

n, synthesis and evaluation of aromatic heterocyclic derivatives as
t antifungal agents

Shizhen:; Zhang, Xiangqgian; Wei, Peng; Su, Xin; Zhao, Liyu; Wu,

a; Hao, Chenzhou; Liu, Chunchi; Zhao, Dongmei; Cheng, Maosheng
aboratory of Structure-Based Drug Design and Discovery, Ministry of
tion, School of Pharmaceutical Engineering, Shenyang Pharmaceutical
rsity, Shenyang, 110016, Peop. Rep. China

ean Journal of Medicinal Chemistry (2017), 137, 96-107

: EJMCAS5; ISSN: 0223-5234

ier Masson SAS

al; (online computer file)

sh

324 BW + BX ===> BE...

HO 2C HO oC
Y = Yy
e o |
Br Ph
{50
B¥ — = BE
YIELD 7%

RCT BW 98-80-6, BX 6311-35-9

STAGE (1)
RGT BY 584-08-7 K2G03
CAT 14221-01-3 Pd(PPh3)4
SOL 7732-18-5 Water, 123-91-1 Dioxane
CON SUBSTAGE (1) 6 hours, reflux
SUBSTAGE (2) reflux —> room temperature

STAGE (2)
RGT BL 7647-01-0 HGI
SOL 7732-18-5 Water
CON room temperature, pH 1 - 3

PRO BE 29051-44-3

NTE Suzuki coupling, key intermediate
THERE ARE 25 CITED REFERENGES AVAILABLE FOR THIS REGCORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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A

CAplus Z7AILDEFE (REGISTRY ZFA /L5 CAplus FZ7AI~NDIOIF—/N—iEF)

=> FILE REGISTRY

=S
L2

29051-44-3

1 29051-44-3

=> FILE CAPLUS

=> S L2/P — BREXHIZIRE

L3 24 L2/P

=> S8 L3 NOT L1 — CASREACT Z 714/ TESALEE (1) #BS<

14 L1

L4 12 L3 NOT L1

=> D BIB HITRN 1-12 — BIB HITRN ZF-EX TEHFET

L4  ANSWER 1 OF 12 CAPLUS GOPYRIGHT 2018 ACS on STN

AN 2010:1304774 CAPLUS Full-text

DN 153:618846

TI Falcipain Inhibitors: Optimization Studies of the 2-Pyrimidinecarbonitrile
Lead Series. [Erratum to document cited in CA153:382905]

TIP 7L A4 VBEEH. 2-EY SISV ALKRZFY LRIV —XDEHFILHE.
(% 4 B0 ER ]

AU Coteron, Jose M.; Catterick, David; Castro, Julia; Chaparro, Maria J.;
Diaz, Beatriz:; Fernandez, Esther; Ferrer, Santiago; Gamo, Francisco J.;
Gordo, Mariola; Gut, Jiri; de las Heras, Laura; Legac, Jennifer; Marco
Maria; Miguel, Juan; Munoz, Vicente; Porras, Esther; de la Rosa, Juan C.;
Ruiz, Jose R.:; Sandoval, Elena; Ventosa, Pilar; Rosenthal, Philip J.;
Fiandor, Jose M

CS Department of Drug Discovery Chemistry, GlaxoSmithKline, Madrid, 28760,
Spain

SO Journal of Medicinal Chemistry (2010), 53(21), 7885-7886
CODEN: JMCMAR; ISSN: 0022-2623

DOI 10.1021/jm101228f

PB  American Chemical Society

DT Journal

LA English

IT 29051-44-3P

RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT
(Reactant or reagent)
(preparation, falcipain inhibition activity structure-activity relationship
and antimalarial activity of hydrazinopyrimidine carbonitrile derivs
(Erratum))
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RE

HERIRE 6

B ReaxysFile 774 JL T Esaprazole (CAS RN® : 64204-55-3) O R IGIEHREZRFE

6-1:CAS B IRZEE (CAS RN®) : 64204-55-3 H 618 F 7B

=> FILE REAXYSFILE

=> § 64204-55-3/RN
L1 1 64204-55-3/RN

=> D IDE FRX

L1 ANSWER 1 OF 1 REAXYSFILE COPYRIGHT 2018 Elsevier Properties SA. on STN
Accession Number (AN): 785765
Basic Pref. RN (BPR): 64204-55-3
CAS Reg. No. (RN): 64204-55-3
Chemical Name (CN) : N-cyclohexyl-piperazino—-acetamide
esaprazole
Field Availability:
Code Name Occurrence
AN Accession Number 1
BPR Basic Preferred RN 1
RN CAS Registry Number 1
5

CN Chemical Name

This substance also occurs in Reaction Documents:

Code Name Occurrence

RX Reaction Documents 4

RX. PAN Product AN 4
Reaction:

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

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

React. Struct. Keywords (. SKW):

Reaction Details:
RX
Reaction RID (.RID):

Reaction Classification (.CL):

Reagent (.RGT):

Solvent (.SOL):

Reactant AN (. RCAN):
Solvent AN (. SOLAN) :
Number of R. steps (.STP):

17803699

471175

cyclohexylamine, sodium-salt of
sulfomercapto—acetic acid cyclohexylamide
785765

N-cyclohexyl-piperazino-acetamide

mapped reaction

17803699. 1

Multi-step reaction

4- (N, N-dimethlyamino)pyridine
trichloride, Wang resin
diisopropyl-carbodiimide
dichloromethane, trifluoroacetic acid
110354, 1209238, 8189822, 878281
1730800, 742035

2

aluminium
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A

6-2: IEZYEEHHOBRFETS

=> FILE REAXYSFILE

=> E ESAPRAZOLE/CN
E1 1

E2 1 ESAPENT. (R). /CN
E3 1 --> ESAPRAZOLE/CN
E4 1 ESAT/CN

=> § E3

L1 1 ESAPRAZOLE/CN

=> D IDE FRX

— ReaxysFile Z 74 JIZA B

— EEYEEHE EXPAND TR
ESAIDROBENZILIDEN-DI-N-(2-AMINOTIAZOLO) /CN

— IDE FRY ZFE THK~

L1 ANSWER 1 OF 1 REAXYSFILE COPYRIGHT 2018 Elsevier Properties SA. on STN
Accession Number (AN): 785765
Basic Pref. RN (BPR): 64204-55-3
CAS Reg. No. (RN): 64204-55-3
Chemical Name (CN): N-cyclohexyl-piperazino—-acetamide
esaprazole,
Field Availability:
Code Name Occurrence
AN Accession Number 1
BPR Basic Preferred RN 1
1

RN CAS Registry Number

This substance also occurs in Reaction Documents:

Code Name Occurrence

RX Reaction Documents 4

RX. PAN Product AN 4
Reaction:

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

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

React. Struct. Keywords (. SKW):

Reaction Details:

RX
Reaction RID (.RID):
Reaction Classification (.CL):
Reagent (.RGT):

Solvent (.SOL):

Reactant AN (. RCAN):
Solvent AN (. SOLAN):
Number of R. steps (.STP):

17803699

471175

cyclohexylamine, sodium-salt of
sulfomercapto—acetic acid cyclohexylamide
785765

N-cyclohexyl-piperazino—acetamide

mapped reaction

17803699. 1

Multi-step reaction

4- (N, N-dimethlyamino)pyridine
trichloride, Wang resin
diisopropyl-carbodiimide
dichloromethane, trifluoroacetic acid
110354, 1209238, 8189822, 878281
1730800, 742035

2

aluminium
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CASREACT 774J)L — #EBEREKHDE

=z
(=]
0N

B CASREACT 7L TIE, AL EBEERBEITTELRL.

- NAREREIRRFBRICIIRBRINT, BMUNDSTSFTLEREKIEVNT S,

- Bl TROMAKRBEREEITIVENERMTHIRIGERRELIZVEES
0/ Strruc;ureidil . :': = - 0 ! X
717 0o BEEML L
O\\ X: R: i
Fa Me 0 o
0 o.q ~
7 «:ﬁ
R \O o/
N X
¢ B N L
e => FILE CASREACT
)-i\':< HOSNFPCEBF ipT @0 :>
A =k L1 STRUCTURE UPLOADED
=> S L1 FUL
@ => D_SCAN
- EvkTHERICDH
RE{20p OF 321
(=
Fh—CHo—10 Ph—CHo—0 He
& HeOCHAC1, EtM{Pr-i32, Hel=CHa=0 0—CHo—Ph
THF
Hel—CHa— O Hel—CHe—0 0—CHo—OMe
N—ﬂ—DMe
e
sterecizomers zterenizomers
fﬁ
AR IEZIFERDLGL
ERYMORIEHEYE
RECE) OF 4
QMB ?Hc
Med. A Med...
: fec, BF3 MAKRIEFEDELD
,]:/LM S : ,CLM | EmMOREAEYE
Osh : e e i E
dH OAc
e

MOTE; Clazsification: O-Acylationy Substitution: Diasterecselectiwve:
Acetoxylation: # Conditionz: Ac20 BF3: O deg lh

+ CASREACT 774/ T, BN KRIERZEIIMEORLDAERRLI-VEE (X,
REGISTRY J7A/ILCEHMOYMEFHREL, TOHEE%E CASREACT 77/ /LICYBRRA—/N

—95%.
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CASREACT 774JL — CA HEDLO—FDULFFE %

B EShDIRICDBREEL, FRICIOTERS.

+ 1985 ~ 1990 &£ - FEHEH 100 FHAD, CA I7MILOFELELEEYI I
(923> 21~34) IZHBEINE=XHMPOITRTORIGEINEE.

« 1991 FELIE - CA I7AILICIEZ SN BT RTOMER/IMOERSNT, &R
HICEEZDHDRISZEUNEK.

-1991 £ 1 A 1 BURIZERITINT=, CA T7A/ILIEGRZED
B LEIRSN:: EHRMNICEZRDOHSIRISEINE.
W 1991 FLUBOINEFIRE
C UTORGICERIOIRRERETIMSE RN EFTHEZINERTS.
- HRG BRG B5E, BOsl BRiESh, BEShT-, REINT, BiLShT=
HELG, R AR U8 FOREG
(BIZHRIEEYVEOEREDHZIERT 20T TIEEL.)

- MAKRERME (TFUFFERME, DTATLAERY), IABFEYE CERRYE,
EEBERE MOBEREICEEEZSAGVVREERENOER) OHIRG

- WEINEFBREORSG ENED RIS EE (=K G AF—L
- EaomE, B, AEQEEELAMTEMNRIETHR
- REZE A= —VBKBRE, BLLWERAE
- BERLEERDIBESATOSS, ERICEEILEN > RIG
- FHRFEEERLABRTHAIEVSIFHICERLI-2ERK
C UTORIBRISZERE T XA ITIRF SN,
- BAE, ARIML, FEREZOMDOHoPEIYELZHAED-ODILEYDE K
- FEIZDVWTEL KAV MDLBVBRRISIZEDIEEYDERK
- BENGERBLEVOEREL BENLBTI/BORKEMDOHYTIVIT RIS

- BMGE, KY, BEMY, FLUERBHEADISIEREMEERYDOIEE R
IZZEEDHEVWITRTORE

- EHYIBETRRTEGLRG
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B CASREACT Z7A/LICURENEGLD, FEIZMBEINTRELERILERE
- RY)R—DEERIG
s TEMRE, A= L7y THE DL E T £ M4k

C BE/R—DERRIG

B ZRERCZNZETSIEES LTOXHICERTIHYSNERIGFTEHBSND.

- REEOMMEBREICHATIRE

- REFEEROS B

- Ly C-C HAEERDEMIFINEZETIZLERAETEH, fINMICERIND R
- NATUETILEIL (C1-3) ITLBBEATILTIVIERE
- ALRZIAEEYDSTILFIILLSNI=TILI—LEERTET ) =v—ILRIG

- ZEBRIGAF—LOEBIZENT, EENERLERIG

- BBRITEINEMNE, BEEORBRICE ISP TOEEMEISHIISND.

B fIRSNEIRNRTORIGNINEFSNDEFROLGVDT, —RRICREHEE Y LA 5 HBIE
BRI HIEMNIFFELL.
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CASREACT J774J)L — 1990 S LIRTDUINEF ML

1990 £ LLAT IR 8 34 55

Accounts of Chemical Research

Acta Chemica Scandinavica, Series B. Organic Chemistry and Biochemistry
Acta Chimica Hungarica

Anales de Quimica, Serie G: Quimica Organica y Bioquimica
Angewandte Chemie

Archiv der Pharmazie

Armyanskii Khimicheskii Zhurnal

Australian Journal of Chemistry

Bulletin de La Societe Chimique de France

Bulletin des Societes Chimiques Belges

Bulletin of the Chemical Society of Japan

Canadian Journal of Chemistry

Carbohydrate Research

Chemica Scripta

Chemical Reviews

Chemical and Pharmaceutical Bulletin

Chemiker-Zeitung

Chemische Berichte

Chemistry Letters

Collection of Czechoslovak Chemical Communications

Dok lady Akademii Nauk SSSR

Electrochimica Acta

European Journal of Medicinal Chemistry —— Chimie Therapeutique
Gazzetta Chimica Italiana

Helvetica Chimica Acta

Heterocycles

Huaxue Xuebao

Indian Journal of Chemistry, Section A: Inorganic, Physical, Theoretical & Analytical
Indian Journal of Chemistry, Section B: Organic Chemistry, Including Medicinal Chemistry
Inorganic Chemistry

Inorganic Synthesis

Inorganica Chimica Acta

International Journal of Chemical Kinetics

International Journal of Mass Spectrometry and lon Processes
International Journal of Peptide and Protein Research

Israel Journal of Chemistry

Izvestiya Akademii Nauk SSSR., Seriya Khimicheskaya
Izvestiya Vysshykh Uchebnykh Zavedenii, Khimiya i Khimicheskaya Tekhnologiya
Journal fuer Praktische Chemie

Journal of Antibiotics

Journal of Carbohydrate Chemistry

Journal of Catalysis

Journal of Chemical Physics

Journal of Chemical Research, Synopses

Journal of Fluorine Chemistry

Journal of Heterocyclic Chemistry

Journal of Labelled Compounds and Radiopharmaceuticals
Journal of Medicinal Chemistry

Journal of Molecular Catalysis

Journal of Molecular Structure

Journal of Organic Chemistry

Journal of Organometallic Chemistry

Journal of Pharmaceutical Sciences

Journal of Physical Chemistry

Journal of the American Chemical Society
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Journal of the Chemical Society of Pakistan

Journal of the Chemical Society, Chemical Communications
Journal of the Chemical Society, Dalton Transactions, Inorganic Chemistry
Journal of the Chemical Society, Faraday Transactions 1
Journal of the Chemical Society, Perkin Transactions 1: Organic and Bio-Organic Chemistry
Journal of the Chemical Society, Perkin Transactions 2: Physical Organic Chemistry
Journal of the Indian Chemical Society

Khimiya Geterotsiklicheskikh Soedinenii

Khimiya Prirodnykh Soedinenii

Khimiko-Farmatsevticheskii Zhurnal

Kinetika i Kataliz

Langmuir

Liebigs Annalen der Chemie

Magnetic Resonance in Chemistry

Monatshefte fuer Chemie

Neftekhimiya

New Journal of Chemistry (1987-)

Nippon Kagaku Kaishi

Nouveau Journal de Chimie (1985-1986)

Nucleic Acids Symposium Series

Nucleosides Nucleotides

Organic Mass Spectrometry

Organic Preparations and Procedures International
Organic Syntheses

Organometallics

Pharmazie

Phosphorus and Sulfur and the Related Elements

Polish Journal of Chemistry

Polyhedron

Pure and Applied Chemistry

Recueil des Travaux Chimiques des Pays-Bas

Revue Roumaine de Chimie

Spectrochimica Acta, Part A. Molecular Spectroscopy
Steroids

Sulfur Letters

Synthesis

Synthesis and Reactivity in Inorganic and Metal-organic Chemistry
Synthetic Communications

THEOCHEM

Teoreticheskaya i Eksperimental naya Khimiya. Kiev
Tetrahedron

Tetrahedron Letters

Ukrainskii Khimicheskii Zhurnal (Russian Edition)
Uspekhi Khimii

Yakugaku Zasshi

Youji Huaxue

Yukagaku

Yuki Gosei Kogaku Kyokaishi

Zeitschrift fuer Anorganische Allgemeine Chemie
Zeitschrift fuer Chemie

Zeitschrift fuer Naturforschung, Teil B. Anorganische Chemie, Organische Chemie
Zhurnal Obshchei Khimii

Zhurnal Organicheskoi Khimii

Zhurnal Prikladnoi Khimii (Leningrad)
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