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STN @ R

Lk

B STN 21X, RSERICEAT 52T —IR—ANEHBHINLTLS.

- RISHEHRDH

| RIS (Reactant) |

| 3 (Catalyst) |

| £ Y (Product) |

N\ :

Br
©/ ! H/\/Ph

Pd(OAc).
N-Phenylurea

K2CO3

DMF,
.\

| AIE (Solvent) |

| K ZE (Reagent) |

C RRABIBEHRAORISERETES.

- BERR

- CAS %%t%%5 (CASRN® Mo EE
- BREEODEMHLDOKRE
- BEOWNELEORIGEHEIODBRE

B RSEROT—AEIR—R—E

- @/\/Ph

98%
*~ IRE (Yield)

(2024 £ 12 BAIRTE)

IR £% 14 28

(B & ¢ E]

I7AILE R URBEHR, BEFHERE)
CASREACT AREZRIGEREZEOXEM T —2—X (k> 239 BfELLE

CA I KX MDER LIz RS IEHEIER

KRE>1 {8 4900 AHLLE
(1840-, &£ H)

REAXYSFILESUB

EEZMEDT—EN—Z
ME, Mt RGERETIE

<ME> 5540 FHELLE
(1771-, 5@ 2 [@)

EEMRT—EN—R

<HIE> 2,800 HLLE

SEIE f FA, %% 1R 3 2 IR 6 (1957-, A=)
<XHk> 6,519 ALl
LEHLVADH BOXET -2~ (1808~ & H)
CAplus/CA PERP (&) A—/LfT 5L 1907 F- PREP (%3&) ® CAS AO—
[A Z ¢ E] ILHF 5 S TULD X Hk

I 905 F#H UL




A BE

B RARMGERISEHRLI—FHI

* CASREACT 774 )L (FHIT £TxHEK)

RK(6) OF 19 ..k + 0 == R HERTREOBELEETES
0
0
MeO WeaN— o (6)
K Q —_—
0
MeoN /©/\N
620 OMe
Me
R
RX (6) RCT K 3535-37-3. Q 20059-73-8 REEH
RGT S 1310-73-2 NaOH | HEOHIEA CAS BREE
PRO R 122898-67-3 (CAS RN®) TRBIEh TS
SOL 7732-18-5 Water

- REAXYSFILESUB 774/l (RIGL3—F RX &RERH)

REHMOMELI—FESELEELET

Reaction: (BERIE%EL)
Reaction ID: 38015357
Reactant AN (. RAN): 26969215
Reactant (.RCT): 8-hydroxy-6-methoxy-5-(3-methylbut-2-en-1-

v1)-3-phenv|-1H-isochromen-1-one

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

26969216

6-hydroxy-4-methoxy-3-(3-methylbut-2-
eny|)x2011;2-(2-oxo-2-phenylethyl)benzoi

Reference Count:

Reaction Details:

1

ERYMOMELI—FESLEET
(HBER(EEL)

I 5

Reaction RID: 38015357. 1 ‘//_
Reaction Classification (.CL): Preparation

Product AN (. PRAN) 26969216

Reactant AN (. RCAN) : 3587155; 8128138

Solvent AN (. SOLAN) : 1718733

Product:

Reagent:
Solvent:

Time:

Yield:

Yield Numerical:

6-hydroxy-4-methoxy-3-(3-methylbut-2-
enyl)-2-(2-oxo-2-phenylethyl)benzoic acid
water; potassium hydroxide

ethanol

8 s

82 percent
82

Reference (s):

63563249: Journal: Chen

al., Chin.

Chem.

Wen-Zhang et

Lett. (2014) Vol. 25

No.5, pp. 749 - 751

'\

H B 15 #




A BE

PS 774J)L (ALL REERX)

AN 30157 PS
ED Entered STN: 24 Aug 2022
Last updated on STN: 24 Aug 2022
CN GENERIC: Cilnidipine
SYNONYM: FRG-8653
SYSTEMATIC: (E)-(+-)-1,4-dihydro-2, 6-dimethyl-4-(3-nitrophenyl)-3, 5-
pyridinedicarboxylic acid 2-methoxyethyl 3-phenyl-2-propenyl| ester
CC CO8CA14
THER  antihypertensive; calcium channel blocker (calcium antagonist)
RN 132203-70-4
MF C27H28N207

DRV CN. DRV unspecified stereochemistry
LSF.DRV ~ G27H28N207
MW. DRV 492.53
RN. DRV 102106-21-8
CN. DRV (+) -enantiomer
LSF. DRV~ G27H28N207
MW. DRV 492.53
RN. DRV 132338-87-5
CN. DRV (-)-enantiomer
LSF. DRV ~ G27H28N207

MW.DRV ~ 492.53 .
EX&OE KIFRZEIRE
RN. DRV 132295211 / BRAF—LTRIEDANELETES

H
e O CH3\/\/© HyCu Mo CH5
2 | ? 0 1207 H3C ~0 L O\/\/©
H3C\O,\/o + 0 —_— 0 I .
0 =
NO. Z
NOZ

Gl

2
2-methoxyethyl cinnamyl 2-(3- Cilnidipine

3-aminocrotonate nitrobenzylidene)-

acetoacetate

] £ 1 R

INT
Intermediate(s) in Substance Preparation
CAS RN [Molecular Formula|Chemical Name

+ =—=== + =—=== =—===

102106-88-7 |C20H17N05 |cinnamy!| 2-(3-nitrobenzylidene)acetoacetate; But
| |anoic acid, 2-((3-nitrophenyl)methylene)-3-oxo-,
| | 3-phenyl-2-propeny!| ester (CA Index Name)

50899-10-0 |C7H13NO3 | 2-methoxyethyl 3-aminocrotonate; 2-Butenoic acid
| |, 3-amino-, 2-methoxyethy!| ester (CA Index Name)
| |

‘/'&ﬁﬁﬁ

RE

EP 161 877 (Fujirebio; appl. 2.5.1985; J-prior. 4.5.1984, 20.6.1984)
US 4 672 068 (Fujirebio; 9.6.1987; J-prior. 4.5.1984, 20.6.1984)
Drugs Future (DRFUD4) 21(3), 249-253 (1996)
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oL AT O
REAXYSFILESUB | &3 O~ x X O x
firh 4% X O
B X @)
== ]S K.Y X
Ps BEEm | g © - g
Y|
RIS N O
) . @)
CAplus/CA R A x o CAS RN® # % x
B NS O

*1 A MIEBIL CAS Z4ES (CAS RN®) Dt EMN5EL TIEAEL.
* BERFORZIVHEDLI—FBESZHELT REBERERETTS.
Bl - EvbLE=9E (L) PEBRYMTHS IRIGERIE => TRA L1 1- AN /RX.PAN THE.

*3 CAS RN® DURERFE (L 19 %.

*4 REGISTRY J7M/ L THEERELHERZI/ORFT—/1N—T9 5.

T7AIIZE - TUERROUNERAN S, REBELGENELSL-D, BMIZCEHLETEY L
T7AIILEERTS.
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JRSTHK (3 58 O EF)
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It 1

R A - £ B

HE C
iRt D
B E

fa
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IS 1 2 U 8

CAplus Z74JL CASREACT 774U
BIB BB | |]
AN AN 123:45678
DN 123:45678
ABS ABS L CAplus/CA T7AILE
AB +-- AB - R
B C15 #) & UN £%
IND IND
IT RIEY A IT Rt A
IT 559 B ° IT £ B
\ _
\ RX(1) ‘
XROTBEETIMEERS RS A — £ B
RCT ¥ A
RGT =HZE C ®- AEAOHEEZELED,
PRO 4% B REESYWEEITTHE
CAT fhit¥ D
SOL &R E

B L a—FHOEEYE

CAplus Z7AJL (1808 £ -)

CA 774J)L (1808 £ -)

CASREACT 774l (1840 £-)
* ARLZERIGHERICHE



A BE

W OURERB - RAFEFXCER (4%B3 2010-229048)

[0056]
[EEM1]1<tEEYBDERK>

O) Q'O o & CHBON2 O) Q'O ot
$ i) PdChdppf) Coth 8
ii ), III)KQCO3 aq B
o iv) toluene 9

jcﬁk(Organic Letters, 2002, 4, 2157 Organic Letters, 2005, 7, 795.) D77 &IZ&YRE
(4 88 g 11 8 mmol)‘]’/\#/)lfknzu(s 38 g, 26.0 mmol) )PdCI2 (dppf)
(1.91 g 2.34 mmol), ;—E’MU@L\ (9.81 g 71.0 mol). 7l< (101 mL), F)LI/ (507 mL)
*EZEXRFTESITTESL, 8 BEEREB®RLE. EERFTHSE, /0OKRILLEMR,
EHELTHE, MBI ARIVLTERR, »8% FETHETHEELE. SonzR
AMEUHAILAR GPC THEBEN T2 YFEED BI3.53 ¢, 8.35 mmol) %
IRE 71 % THI:.

- CAplus Z74ILDEE| (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 — %5t
RL: IMF (Industrial manufacture); PRP (Properties); SPN (Synthetic
preparation); PREP (Preparation)

(indenofluorene—based semiconductor materials with high solvent solubility

P2 for organic semiconductor devices)
n Hexy Iboron o acid O(B48987570] — &t
RL: RCT (Reactant); RACT (Reactant or reagent)
(indenofluorene—-based semiconductor materials with high solvent solubility
for organic semiconductor devices)

XHOEEICEHSLEVWYE CARAOKE - FF MK
BE) [FERIIENALN.

AR, RIEMLGERKESHER IT J4—ILFIC
AARICEBIESNG. A—REHPETRTHEREGL.




A BE

CASREACT 774D RIGTE#H (AN 153:543934)

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

H Br
R O s S
B

2 A

_ (CH2)5\M
. e
Me (oHo) & ‘c - ‘g ‘g

QIELD 71%

(2}
RX (1) RCT [A 16343-08-1] $848982—57—o|

— Ry

RGT D 584-08-7 K2CO03 jj) — HE
PRO€rC 1247953-36-1| — Z£REY
CAT 72287-26-4 Palladium, i) — MiE

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

(§P-4-2) -
SOL 7732-18-5 Water, 108-88-3 PhMe. — B
CON 8 hours, refluxii) V) — RIEH
NTE Suzuki coupling — Fi

TRTORECEESYWENRIEZEIZEKSI SIS,
REORIGEHORESND.




A BE

B CAplus/CA J74J)LE CASREACT J7AILDINEF N A D H 8%

(2024 & 12 AW
1B H CASREACT CAplus

1808 £ LI[&
IR £% £ 1840 F LI (PREP (83i£) ® CAS O— /LAt E
ShTWWADI(E 1907 F L&)

\ . <Xwk> 6519 BHLULE
ey | SXE> 239 HHRULE PREP (8&) O CAS O— LA 5&

> 1 7: , > N
CRIE>1 18 4900 HHEL ATNBXAEIE 905 5 LLE

IREZ X @ | CA ITiEESh T SHLa—FD—# CA REEHRDILEELNLERD S

BHMICEZENDHIRIGEER

F3HH |(REHRNEOEREOHERRT S | 0O FORAOHMRIL ARSI

bt Tl HETSME
- BB IR —E B HTIRIES
BRXHERR TES.
S RTORBEENHEERET S,
CHLERORBERLBETES.
CREFBLRET S,

ke  H— RS IRE LR R L TEL,

- RSESEHMEPREFERZE)ILT
BELRISBRENTES. - NAORE, B, MEERSIShEL.

RE S JERE St (RAYAN

d
il -

- STN [2IE, RISBERICET AT —IN—XAMNEHBEHIATHS. WERPINENES,
BRERBELENERLDLSD, BMIZELETENLGIZFAILEERT .

* CAplus 774J)L& CASREACT 7/ )LIE, RIGEEMEDERSIFEHITEVNAHS.
CASREACT 77MIVIERIGERRRICH LT —IR—XTHS.



B CASREACT Z71/L

CASREACT 77/ DIRFRNBEOCREAEXICOLWTIHBNMLET.






B CASREACT Z7+1/L

M=

B CASREACT 774 JLI%, Chemical Abstracts Service (CAS) fERLDT—AR—XTH 5.

tZRSERESESEFLFETHRETES.
+ CAS %4$}#&S (CASRN®) 2{E-1-F& &
-

:I
- =] N
/. T .

LEMERHMILEFRETELGL

- RSEBAEE-BERR

LTORISERRE

- BERRERAFEEERRE

- {5

S HRUASTILO—ILADETRIG

kILT> (108-88-3) MBI/ —)L (108-95-2) D& K

B RIEMOERYDIEELTTES, SESFLEFHEHAEDLETRETES.

HH BERI«—ILEEE
B /SOL
i /CAT
* ANY/CAT : %> CLWARKTATIZRE
/YD CAS &%%%&EE (CAS RN®) &%,
NONE/YDT (URFE D& #AL) BERERA
IR &
/FG.YD - o
NONE/FG.YDT (REDRMAL) | - R R
REEHROF—7T—F /NTE
/JT (MiE4)
CA D—EHDOEFIEFR =
(R BT 4= L) P FEE)
/DT (BEHEsH)




B CASREACT Z71/L

IR 55 &5 B

B CASREACT J7AJLIZIE CAS DUNERE % (APPENDIX ZB) ITABMLIEREMNIREGINT
W3.

- —BERESIVEERBRIGAIREZIATNS.
C RGICEET3TRTOILEMMNRIISNTNS.
- BEX#EICEHIATONIE, IWERORIGEH, T2EICBETIER (F—7—F) UL
SNTLVS.
B CAS B ORKIER (1985 FLIE) ITHMAT, OB EIASERGIERZINIELTLS.
- MDUNEEIE (=> S NONCAS/FS TIRRETED)
— InfoChem (1974-1999 4)
- INPI (1840-1985 4£F)
- SORD (1961-2011 %)
- Wiley* (1921-2015 ££)
- Biotransformation (1971-1997 4)

- CAS LI DIEZRBEDT—RITDONWTHLU T OHEEEZF A TES.

- TRTORIGESYWEIZ CAS ZiES (CAS RN®) AffH5EEh TS,
(INPI, Wiley HIEDRGIEIRIE, it & AE D CAS RN® OWBATELBIEENHD)

- O—Jb, RIGEE, RyEVTEEEL-REREY®, BERRERRNAFATES.

- IRERER
1(840 1985 1991 B
HERX TEREH 100 B e on REEE
c (B 2RsL ) ke YT
oxs 70 < Ly B R ———™
R I 15 48 (R— v A DR ER)
$1jﬁjc| | — CA IRBDZEHI (1944-1984)

InfoChem/INPI/Wiley/SORD i 3E D% $&
FDith DU $% R Biotransformations database O % &It
(CA UREZXEK DA Xt R)

* Wiley #tHEDRISIER D L 8

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

10



B CASREACT Z7+1/L

La—KF#E Rk

B LO—FEXEEGTHY, 1 La—F =1 XHTHD

- CAplus/CA 774 ILDXHEIEEHRE CASREACT 77/ LM B DOKRIGIFERAUEGE I TLY

e N\

CA 774 LD Xk IEHR
(BIB+ABS+IND+RE)

AR

B RIS E RO IR

C—BERG B FRR £ LZHRX)

\\ (1) CASREACT J74AJILT

> 1 La—FK

2 FOEEMNEVE
= 2 DOXMMMEVH

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

- ZEBEERE A + B ——> C -——> D -——> E fH:£8R)
=is (1) A+ B —> C
RIS (2) cC ——> D
RIS (3) D ——> E
RIE (4) = &is (1) +(2) A+ B ——> C ——> D
Rt (5) = Kix (2) +(3) cC ——> D ——> E
RS 6)= Rt (1)+(2)+@B A + B -——-> C -—> D --—> E
- N2 ERRE RS A+ B —— C -—- > D (Bl FERXRE R
|
—> E -——> F
=is (1) A+ B -—> C
RIS (2) cC ——> D EDHEAFBEHLETEEYRT B LI,
&It (3) cC ——> E NEILFE-RATyTLIFEEATINS.
RIS (4) E —> F
kI B) = &It (1) +(2) A+ B -—> C -——> D
RIG (6) = &It (1) +(3) A+ B —— C —-—> E
RIs (1) = &I (3) +(4) C -—> E -——> F
kit (8)= R (1)+@3)+(4) A + B -——> C -—> E -—>F

11



B CASREACT Z71/L

B L3—F{H (BIB ABS IND RX(1) RX(2) RX(3) &)

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

BIB DT  Patent
LA French
CAplus/CA |4 FAN.CNT 1
TIJFLILD PATENT NO. KIND DATE APPLICATION NO. DATE
ERFR T Tt~ TTTTTTTTTTTTemTTTTTT T
Pl EP 989118 A1 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
L_PRAT FR 1998-11734 19980921
ABS [ 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
CAplus/CA |+ agent (e.g., nitrosyl chloride) and hydrogen chloride in an organic solvent
I74ILD (e.g., chloroform) to produce the oxime of cyclododecanone which is then
8 _ subjected to a Beckmann rearrangement in the presence of methanesulfonic acid.
IPCI CO07D0201-04 [ICM, 6]
IPGR €07D0227-02 [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
IND 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
CAplus/CA T RL: NUU (Other use, unclassified); USES (Uses)
;;g?#j%g (photochem. process for the preparation of lauryl lactam from cyclododecane)
R z]

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 Chin CASREACT J7A LTI, FRNDT4—ILRIEHRER TELL.

L (2) Montecat

S EFIEHR (R—u oL@ /PD, /PY, /PN, /AD, /AY, /AP &)
“IT J4—I)LRFH®D CAS &8 &FS (CASRN®) & CAS A—JL (/IT)
¥4 (/IPC, /CPC, /ECLA, /USC 13 &E)

-5 AEHR-#H5IAIEHR (/REN, /0SC.G &)

12



RX(1)

1 ZBD
A
(CASREACT
T71ILER)

|

RX(2)

2 ZEEO
S i 1
(CASREACT
T7AER)

—_—

RX(3)

3 BHEHOD
it 1
(CASREACT
T7AER)

= s <y

RIS E

RIS EH

RIS
HME
ERY
il 9%
B
e

RX(1) OF 3

H

RX (1)

RX(2) OF 3

RX(2)

RX(3) OF
RX(3)

RX(2)

RX (1)

OW\N

RCT
RGT
PRO
CAT
SOL
NTE

RCT
RGT
PRO
CAT
SOL

3 COMPOSED OF RX(2),

G

RCT
RGT
PRO
CAT
SOL

RCT
RGT
PRO
CAT
SOL
NTE

..A ==> B

(M

A 946-89-4
C 2696-92-6 N
B 947-04-6

75-75-2 MeSO3H

67-66-3 CHCI3
photochem.

G ===> A...

G 294-62-2

C 2696-92-6 NOCI,

A 946-89-4

75-75-2 MeSO3H

B CASREACT Z7+1/L

— B & RX(1)
G—> A—>B

THIBRORGOEEERY

g

B1eLD 90y o—

| ’

D 7647-01-0 HCI

RIGESHMEIL CAS Z4ES (CAS RND)
TREIESNTWS.

— BB RIS RX(2)
G—> A—B

D 7647-01-0 HCI

67-66-3 CHCI13, 7732-18-5 Water

STEPS
—

G 294-62-2

C 2696-92-6 NOCI,

A 946-89-4

75-75-2 MeSO3H

% B BE RIS RX(3)

¢ G— ..—B

RX (1)

?lELD 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 %§%%&ES (CASRN® ®%E

B CAS Z$xES (CASRN® [24#&FE (A—)) ZEELTHRERTES.

OFEREE0ELO—IL

/RCT R (Reactant) RS MEt-lLs =

/RGT S (Reagent) /RRT (Reactant or Reagent) (/RCT, RGT)
/PRO AR (Product)

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

/SOL B (Solvent)

/CAT fil i (Catalyst) *ANY/CAT : Mt RIGICIRE

* O—)LERELBEVWSG A, §XTOO—ILIABRENR
- EEMEEMISERBETELL (RET—RIZEB A AD>TULAELY.
AL L CASRN® REDAHAIEE (BERE, BEEEERRIITHE).

- BA—RIEPICRETSEE, (L) BEFZEES.

B O—JLZEELERE

- [A3i% 1] CASREACT J77AJ/LT CAS &4 FESE (CASRN®) ICEEO—ILEZIETE

=> FILE CASREACT — CASREACT Z 71 IIZA B

=> S 103-90-2/RRT — FPErRFI/ 7 FRIEPFLFHAEE T ERL
L1 982 103-90-2/RRT

=> § 103-90-2/PR0O — FEFTFI/ T FLERYET SR

L2 278 103-90-2/PRO

- [Ai% 2] REGISTRY Z7//)ILDEIZ Yk (L FS) [CO—ILEIETE

=> FILE REGISTRY — REGISTIRY Z 714 IICAB

=> S ACETAMINOPHEN/CN — FEFTI/ T DEHTEE

L3 1 ACETAMINOPHEN/CN

=> FILE CASREACT — CASREACT Z 714 ILICA S

=> § L3/PRO — REGISTRY Z7 1IN DEEEED | EFEFEEL THEFE
L4 278 L3/PRO (FErFFTI/ 7T FLEHEYE T ERL)

- FUORITOBER

- IMBUTOIEE — [FiE 1]
- 4 YMBEULEDBE - [HiE 2]
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B CASREACT Z7+1/L

BMEWH . (F)-3-Penten-2-one (CAS RN® 3102-33-8) D& KEEZRETS. &I, 7=k
1JJL (CAS RN® 75-05-8) #RIGY/HEICAWTWARIGIZRE T S.

=> FILE GCASREACT — CASREACT Z7 1 ILIZA B

=> § 3102-33-8/PRO — 3102-33-8 HEFEYDRIG FRE

L1 30 3102-33-8/PR0O

=> D FHIT 4 — 4 BEDEEZF FHIT ZRFESLTER

LT  ANSWER 4 OF 30 CASREACT COPYRIGHT 2018 ACS on STN

RX(10) OF 10 Uu ===> V¥

gfr 0
JtiJ\\\44¢~\Me Me’ﬂL\\afﬁ\\Me
(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

=> S8 L1 (L) 75-05-8/RRT — 75-05-8 B RIEH/FEDRIIZRE
L2 1 L1 (L) 75-05-8/RRT
=> D FHIT — FHIT ZFE TEF

L2  ANSWER 1 OF 1 CASREACT COPYRIGHT 2018 ACS on STN

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

H30—C==N CH2

A /;ﬂ\\ﬁzﬁrH H/*A‘“IF//§§%i”Me
H
1
B E—l€5> QIELD 73%

RX (1) RCT A 75-05-8

STAGE (1) (L)
RGT D 37350-66-6 Ag Zn alloy I
SOL 60-29-7 Et20, 109-99-9 THF B — & R

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

B CASREACT J77A4J)LIL 1 La—K =1 XETHERIATLS.
ZD=H, 1 LA—FIZBEHORIGERNPUIEBR SN TWEEELHD.

#fl : A+ B ——> C -——> D -——> E OEBEIZEIBxH

= R (1) A+ B =5 C
&It (2) cC —> D
&It (3) D —> E

0 RE @)= K& 1)+ () A+ B -——> C -——> D
RIG (5) = RIS (2)+ (3) C —> D -——> E

= Kb (6)= KB (D+@2)+@3 A + B —=> € -—> D -—> E

- RISEHRORT

- EERMIZE RELTEVILE®RS = BHORIE) 2R79465. O, @ EEIRTES.

@ FHIT xR D RPIICEYFLEREDOHFERT
@ HIT R D EVbLERIETARTHERT

(ALRIEAEELRTSNDEENHD)

- BRI EvhbLIZRIGA A + B —> C DOFE

@ FHIT ERER DR ()
@ HIT ®rER CRE (), RIE (4), RiE (6)

- EVPLTWELWRAELEDOTIRNTORIGERERTLIZEE, RTAFEEICRAGS
BEAHES (EERMEDXIGRE)

B CASREACT Z74JLIZIE, RIGIE#HRIZIMZ T, CAplus/CA T7AILERIUXFIEHR (ZHIHFHR,
g, RSl E) NIEFEIN TS,
- RIGERERTTAE, XHOERFFEREEDLETRTITEHIENTES.

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

- CAplus/CA 774 ILERILETREREZFIATES. (ALL, FBIB, FAM FRE K LLS)

- ALL REBA T, XBBEHRICMATIRNTO-—EBEERIEARTIND.
BFHMENFERICZEVZELHLDOT, BEFFALEL.
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B CASREACT Z7+1/L

B EERTEKX (REEHR

2 K E 3 S
FCRD EvPLERTIDOREOEER OOV /NIRRT

FCRDREF <TI4+#—JLk> FCRD EREH (SO, PY)

SCAN KEIZEFyV > FCRD LIZE (RIZEBESDIEEART)

FHIT EVFLERYORIEORIE<YT, #BER, RIGE#H (First HIT)

HIT EVhLETRTORBEORIEYYT, HERK, REEH, Evbd—LEED
J4—ILF

EVREI—LZEL T4 —ILFE (RIGES) LZET4—ILFIZBITHEVYRE—LD

0ce SR (0CCurrence)

RX EVRLETRTORGORIERYT, #BER, RIGEH
RXG EVRLEITRTORGORIEYYT, #ER

RXS EVELEZTRTOREORIEYYT, RIEEH

RX(n) Rt n ORGIVY, BER, RIGEN

RXG(n) Rt n ORERYY, BEK

RXS(n) Rit n OREIVT, RIGEH

SSRX TRTO—BEEGOREYYY, BER, REEH
SSRX(n) —BRERE n ORIGIVT, BER, RIGEHN
CRD EVELETRTORIE DAV /RIMRTE

CRD(n) RIiE n ®aAvRIERTE

CRDREF CRD &REH (SO, PY)

CRDREF(n) |Ei n Mar/sor&REEEH (SO, PY)
EVELERIEDSE, BIATYTHOSZVWRIGEDORIGTYTERBER

PATH BREIL-TERINDRGEBRZEAD)

SpATH EvPLERE DS, RERATYIHODPBVREDRIE T TEHER
BRAICEHOTETRINIRIEBRITELD)

FPATH PATH [CRISZEHHEM (Full PATH)

FSPATH SPATH [ZRISZEHABM (Full SPATH)

AVINIERTER  RIGERGL (x) EARTIAGBVIDNRIMERIEK DR T

RiETyT c i A e B

RISE# © © RCT G 294-62-2

! RGT C 2696-92-6 NOCI, D 7647-01-0 HCI
i PRO A 946-89-4

17



B CASREACT Z71/L

B = 6l : Clarinex (CAS RN® 100643-71-8) D& BEZETFARD.

=> FILE CASREACT — CASREACT Z 71 IIZA B
=> § 100643-71-8/PRO — LHEYDRIIZRE T &
L1 36 100643-71-8/PRO

=> D SCAN — SCAN Z#FHEXTEF

LT 36 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Synthesis study of descarboethoxyloratadine

Rui1) OF 1
H
| = Cl
N |
H.p"

KOH, Water, EtOH

N
b oEt
b

q3%

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

SCAN xR (AEFIVvIAH) ORTAR
- 1Z5E
- FCRD (EYrLEBRUIDORIEDE ER DAV /NI MR TR)

=> D FCRDREF 9 — FCROREF ZFE T

LT  ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 ACS on STN

RK(4) OF 35
cl
- . ol
N |
KOH, Water, EtOH.
N
OFt

H3%

REF: BaTErganic & Medicinal Chemistry Letters, 220(8), 2701\2704;
NOTE : D% émized on solwvent, reagent and reaction time, optimjzation
GoN: B Hnﬁrs, ref lux

FCRDREF R RER (TI+4—ILk) ORTHNE
- FCRD (EYMLE-RVDRIGEDEERK DAV /NIFERTR)
- FRE&E#H (so, PY)

18



B CASREACT Z7+1/L

=> D 9 BIB ABS FHIT — ZEIEH MWHRERLIEHE (FHIT) #FHAEPE TEF
L1 ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 AGCS on STN
AN  156:560388 CASREACT Full-text
TI Design and synthesis of thiourea derivatives containing a
benzo[5, 6]cycloheptall, 2-bIpyridine 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[b, 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... — RkRixvy>Z
| S Cl | N Cl
N// N//
EtO/jL§¢O @) m
| o %IELD 93%
RX (4) 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 tine, optimization
study

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

ALL CITATIONS AVAILABLE IN THE RE FORMAT

FHIT ZETmEXDETAR
- EvrLERVORIEDOREYYY, HER, RICEH
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B CASREACT Z71/L

=> D FPATH 9

— FPATH ZF 2 TH T

FPATH R RrEEXDERTRTHNE

BEXICEO>TRTINIRGBREEELD)

- EYMLERIEDSSE, RIATYITHDEVWRIEDRIEIVTEEER

LT  ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 ACS on STN

RX(20) OF 35 COMPOSED OF RX (1), RX(2), RX(3), RX(4)

RX (20) A+

‘\

¥
h
l?’IEL[:I 93%

RX (1) RCT
PRO
SOL
CON
NTE

RX(2) RCT
RGT
PRO
SOL
CON

RX(3) RCT
RGT
PRO
SOL
CON

RX (4) RCT
RGT
PRO
SOL
CON
NTE

B + H ===> L — E/,Zf?yj
cl
NXHE
e I L
N
£ Gl * ™ 0Et - BEH
B H

Gl RO ELERTES.

FPATH & REKX T,

FPATH RERER T, RX(ND~@) ORBEHNIARRTINSZDT,

[LL&] FHIT RRBE R TIE RX4) ORIEEHNDHDRRIND.

O EHYOHERELTRRELEGS, HEVELNT OIS,
Q@ RIEVOHERELTHRRLEES, RRIEEYULTI OIS,

A 31251-41-9, B 63463-36-5 — RILEH

C 38089-93-9

109-99-9 THF

3 hours, reflux

in-situ generated reactant

C 38089-93-9

F 7664-93-9 H2S04

E 38092-89-6

7732-18-5 Water

4.5 hours, room temperature

E 38092-89-6, H 541-41-3
J 121-44-8 Et3N

[ 79794-75-5

108-88-3 PhMe

3 hours, reflux

[ 79794-75-5

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

20



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

B CASREACT Z7+1/L

— RX(n) ZFHBIATEF

L1  ANSWER 9 OF 36 CASREACT COPYRIGHT 2018 ACS on STN

RX(3) OF 35 . ..E H ===
Gl
=
IN/
' 0
e c|”ﬂ“~0Et
E H
o ol
| —

N

EtO’iLﬁﬂ

brELD 72
RX(3) RCT
RGT
PRO
SOL
CON
RX(4) OF 35
T
| =

RX (4) RCT
RGT
PRO
SOL
CON
NTE

I...

—
(=]
—

E 38092-89-6, H 541-41-3

J 121-44-8 Et3N
[ 79794-75-5
108-88-3 PhMe

3 hours, reflux

Y

(4}
—

I 79794-75-5

M 1310-58-3 KOH
L 100643-71-8
7732-18-5 Water
6 hours, reflux

optimized on solvent

study

#IELD 3%

64-17-5 EtOH

21

— RX3) oRiEYy

RX(n) RTEAXDKRTAR
- BELEREBEBSORIEYYT, BER,
RIS E#

* BRATYTDHFMBERTTED
* EvbLERIGHUNBRTRTED

reagent and reaction

RX(3) DEER

RX(3) DRIEER

RX(4) DRIEZ Y

RX(4) DiEEE

RX(4) DK IE#

optimization




B CASREACT Z71/L

RIGFEH, EXFHROBRR

B TEOEEMNBRENTRTHD.

1E B BREI«—ILLLEE
/YD CAS %%%%&EE (CASRN®) &%,
NONE/YDT (URE D@ &H%L) BERRA
Iy 2
/FG.YD o
NONE/FG.YDT (IREQRE#AL) | = rE=RRA
R ATYTH /NS

RIGEHRDF—T—FK | /NTE

/JT (#EL)
CA O — RN E & IE R —
EmnI—1r) | P (5647 %)

/DT (B iES)

- WEORIGEATYITHRIHERRI«(—ILFTHS. SELTHEEL-BERRENTES.

- AR
=> S 90<=YD — RE 90% LIE
=> S 1-3/NS — RIEX T2 7% 1-3
=> § 1<=NS8<=2 — RIEXTy7TH# 1 L L 2 UTF

- EHEMOREME WEPORBRATYTHEIVILTRRIDBEE, BUGAEERETF
EERATS.

- RISIZETHF—T—KA NTE J4—ILRICIERSNTWSEELHD.

- F—TU—FERFINTOGENESD, FRARGRBAEZERL-LTRETHELL.
 CAplus/CA T7AILERLRRI4—ILREFIATESN, TRITKRRTELRL.

- WEHFHER

- 2% (IPC, CPC 12 &)

- IT Z4—J)LFF®D CAS %§kFES (CASRN®) & CAS O—JL
- SIAEHR-H5IAER

22



B CASREACT Z7+1/L

CASREACT J7AI/LCTHWSEHEF

B CASREACT 7 NIZEIT3EEFIXITEDRYTHS.

- A—REFICRELEZWVGEEIE (L) BEEFEED.

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

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

- AND SEEF(E, La—F (X#) POIRTOERISIRMETHA-H, B THOREH

EVhTREENHS.
A+B====>C+D [ ()
| = Ao
[ E====>F +G |(L) |

- RE (/YD) EERMEIVITHEEDH (A) BEFERALSD.

=> 8§ 104-93-8/PRO (A) 80<=YD

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

\_

//ﬂ\\ Me Me
M
Meo— ~0*"° H\*Q/©/ Me{0/©/

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
pressure

B CAplus/CA J7MILDEZFIFRENTEE-LVIESIE AND BEFEHRAWS.

=> S 104-93-8/PRO AND P/DT — HHFHDRLIZIRE

23



B CASREACT Z71/L

B BREH - 7zFYIxF P (Fexofenadine) BLUVTzFVYITFTPOUEELESHAYMED
ERRIGEBRETD. SOHICTEEOEHIZEET .

- IRZE A 80% Ll EDRIG
- VHREIBEftE TEBAC (Triethylbenzylammonium chloride) Z A W5 K i

=> FILE REGISTRY

=> E_FEXOFENADINE/CN — Tz F VT FIDEHE /ON T EXPAND
ET 1 FEXODINE/CN

E2 1 FEXOFEN/CN

E3 1 ——> FEXOFENADINE/CN

E4 1 FEXOFENADINE HYDROGHLORIDE/CN

E5 1 FEXOFENADINE METHYL ESTER/CN

=> S E3

L1 1 FEXOFENADINE/CN

=D — IDE F#x st (7F74—/NF) THFK

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

; ~__ JxXxYTxFTUD CAS Z42FE S (CAS RN®)
CN  Fexofenadine

MF  C32 H39 N 04
CI COoMm
SR CA
LG STN Files: ADISINSIGHT, ADISNEWS, ANABSTR, BIOSIS, CA, CAPLUS, CASREACT
CBNB, CHEMCATS, CHEMLIST, CIN, DDFU, DRUGU, EMBASE, IMSRESEARCH, IPA
MEDLINE, PS, RTECS*, TOXCENTER, USPAT2, USPATFULL
(%*File contains numerically searchable property data)

Ph Me
Ho—& E— CO2H

E by Ni
h\7:::]1——-(CHz)s--bH---[::j/ e
**PROPERTY DATA AVAILABLE IN THE ' PROP’ FORMAT*

1641 REFERENCES IN FILE CA (1907 TO DATE)

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

=> S 83799-24-0/CRN — /RN T, ZzFYVI7xF P FBLBRAAYEZRFE

L2 61 83799-24-0/CRN

=> 8 L1 OR L2 — JIFVIIF P EDBHEANEDRFERREEL DS
L3 62 L1 OR L2

24



=> D _SCAN — SCAN ZTFH THKF

L3 62 ANSWERS REGISTRY COPYRIGHT 2018 ACS on STN

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

MF €32 H39 N04 . 2 CH4 0

CM 1
Ph Me
HO—b OH b—COZH
'Jh\CN— (CH2) 3—&H©Me
CcM 2
H3G—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-
piperidinyl]lbutyl]l-a, a-dimethyl-, hydrate (1:1)

MF €32 H39 N 04 . H2 0

Ph Me
5 G—CO2H

_P'hU— (CH2) 3—g:©Me

@ H20

HO

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

B CASREACT Z7+1/L

=> FILE CASREACT — CASREACT Z 71 IIZA B

=> § L3/PRO — Tz F VISP EEDEEAYNEDERRI E#F
L4 50 L3/PRO * L3 (REGISTRY Z74/D L &F) #2204 —/V—
=> D SCAN — SCAN Z#FRHBXTEF

L4 50 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI Preparation of fexofenadine polymorphs and processes of preparing the same

RX(8) OF 60

Ph (CHp) 3—@ e
ﬂh Me
(step 1)

Ph Me
Ho-t OH E— COopH
FJh\(:N— (CHy) 3—bH—©/Me

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

25



B CASREACT Z71/L

LY DIRES 80% LIEDRIGIZIRE

=> S L4 (A) 80<=YD — #£BEYLREF A) EFEEFTEHEIIZEPES
L5 19 L4 (A) 80<=YD
INRFHROBVNRIEBEHZVEE (X
(A) (80<=YD OR NONE/YDT) ¢&BE
=> D SCAN — SCAN ZF R TEH
L5 19 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN
TI Method for producing nonhydrated antiallergic fexofenadine hydrochloride
in a novel crystalline form
RX(]J% OF 1 Me
HO— OH 5—002H 1. leON
Ph (gt Ne T,
(step 1)

NOTE: crystal polymorphism

Ph e
HO— OH —GOoH
m (CHp 3 b_L_J Me

91%

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

17BN A 4E TEBAC ZF/HVBRIGIZIRE

=
E1
E2
E3
E4
E5

L6

E1

E1

=
L7

FILE REGISTRY
E TEBAC/CN — TEBAC D& # & /CN T EXPAND
1 TEB4 PROTEIN (HUMAN CLONE TEB4)/CN
1 TEBA/CN
1 —=> TEBAC/CN
1 TEBACON/CN
1 TEBACYL/CN
S E3
1 TEBAC/CN
SEL RN — L6 5 CAS RN® Z M
THROUGH E1 ASSIGNED — EBEENIMTEENS
D SEL — EESFZKFL THZ
1 56-37-1/BI
FILE CASREACT
S L5 (L) E1/CAT — TEBAC #HIETH S RILICIRE

1 L5 (L) 56-37-1/CAT

26
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(A)

J

CASREACT 774 Tl
fil 3 A5 05 (X CAS RN®
THRETS

CAS RN® A m ALy
B & (X REGISTRY 77
A1ILTHRRS




=> D FHIT — FHIT ZFE TEF

L7  ANSWER 1 OF 1 CASREACT COPYRIGHT 2018 ACS on STN

RX(8) OF 15 COMPOSED OF RX(4), RX(1)
RX (8) J + P ===> B

Cl H
(CHY) ¥ NAF
HO2C HO
ME e Ph Ph 2
J

P 9

Ph Ph
HO 0 H
* X *
= (CHp)
CO2H
Mé Me
® HCI
?lELD 81%
RX (4) RCT J 169280-21-1, P 115-46-8
STAGE (1)

RGT Q 144-55-8 NaHCO03

CAT 56-37-1 PhCH2NEt3 ClI

SOL 7732-18-5 Water

CON 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 b

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

27

B CASREACT Z7+1/L

overall yield



B CASREACT Z71/L

RICEBXICEIBERR - BIE

B CASREACT 7ML TIX, RIEBXZERLTEERRZEZITSIENTES.

B STNext TOEE

1 CASREACT Z7AIJILIZA B

@

@ Draw

REVEDIVITHE, BECRBESEETS.

@ RIGEMMAZMERL RIGO—IILORISEHE, TvEVITEEETS.

- Structure Editor
= 0@

Maximize view OFF

Attribute Values

28

O = ? .
Bond Type =
e N Chain | Ring | Ring / Chain C H |
Draw or change atoms or bonds. Bond Value =
v | Normalized 0o s
Node Type
=8l Et Chain | Ring Cha N P
X R G:nin: Definition c, si
0
Fn O 0 NN,
P
@® 6 S B
— Match Level
tl ~ i} X om | G | A o0
Element Count Level
reactant
O“ % reactant O ©
, Ring Isolation n
X ¢ product solated | Isolated / Embedded O C/
B )_.) Stereochemistry
x —
- 3 Other Node Attributes
o Molecular Formula:
c - O +
Zoom: 100%
Cancel View Previous Structures..
RIicERADY—IL
—
RIS&REY—IL | Risa—jLy—)L [AB
RIEVTY—IL (57 RISBEY—IL | =,




B CASREACT Z7+1/L

RICEBKXOERDKRAH
- RIS, AEY, AEZRILEBEELTERTS.
- RIEVDH, ERYDH, BEDHADERTEHEL.

- BECHMEIBERRTEZVLOT, FRLAL.

s REEA—)LIE, RieA—I)LY—)L|ie| CTHEETS.

- TERE] D—LEEETDHE IVEVITORBYIIDIEEEZLTIERIND.
TRIGHMFERITRE] O—LEEETDE, TVEVTOREYALNDIEE XREMEZITIC
D2WTIThh, HEICOVWTRHEREING:-O, REBRIT/AZXDEFTNDIELHD.

- WEICHLT, IvEV T PRIGEMNEZIEET 5.

- BRI FIR—CORGEBAXTIVEV T ORGEMEEE LGN STHEE, TRED
Rt (/4X) BEVFT S,

| BvoRBTEAEL |

CH2Br

leLD 47%

C NARBERFRCR BRI RICRELLZBRFRIETERL.

29



B CASREACT Z7+1/L

RICEBZXDER - RisA—)JL

B REO—I)ILDEEICEREA—ILY—)L|ais| ZRAWL5S.

s R ARETYELY X, RIEA—I)LELT reactant £l product 2 EEL-EBEDH

a3

- reactant/reagent ZI8E T D&, RIEHAROIYEL T DIEE X reactant F=FIZDNT
TIhHi reagent [TDWTIXEBINDG=O, REBEBRIZ/AZXANREENBZELHS.

@ REO—LY—I |58

Z7UvOL, O—ILEEELEWVEBEEZYVIT 5.

Structure Editor

L 0o
e £ 2 O 0 =

=l El
NN

1

Molecular Formula

C = O +
Zoom: 100%

Cancel

A PN - Attribute Values
0D ® B & + ® R 6 3|2 ™ .
— Bond Type
(=2 % Chain | Ring | Ring/ Chain C H‘
R Draw or change atoms or bonds. Bond Val
Ry Exact | Normalized | Exact/ Normalized o s
Node Type
=8l Et Chain | Ring | Ring/ Chain N P
Generic Definition
X Cl, si

Branched
Fn Polycyclic N,
m | 2+ hetero atoms
@ 0 0 24
Match Level

Maximize view

Saturated | Unsaturated

S

Atom | Class | Any
Element Count Level

Limited | Unlimited
Ring Isolation

solated | Isolated /

N

>,
O
O
@)

Stereochemistry

Relative | Absolute | Racemic

3 Other Node Attributes.

View Previous Structures...

@ REO—ILOBREET, EELELVAO—ILERAT OK 29Yv59 5.

Structure Editor

D ® a & 2 ) 2 fR 6 o = 2 Tb Attribute Values 3
Bond Type
x Chain | Ring | Ring / Chain C H
Draw or change atoms or bonds. Bond Value —
Exact | Normalized | Exact / Normalized o S
Node Type
) Chain | Ring | Ring / Chain N P
Reaction Roles X Generic Definition
0 Saturated | Unsaturated c, si
Select a role for the structure fragment. B
8 Polyeyeic Ny,
Product ‘ 2+ hetero atoms
@ Reactant 0 16 7+ carbons SN2
Match Level
X Reagent ———— olke)
reactant Reactant/Reagent Element Count Level
e 2 Limiced | Unimiced O 0
ny Role Ring Isolation n
solated | Isolated / Embedded O (_)
Stereochemistry
s OK Cancel
RisA—LHhEEShT- o<
P W Other Node Attributes.
3 Molecular Formula: Mass
C = O +
Zoom: 100%

Cancel

Maximize view

View Previous Structures..
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B CASREACT Zr7+1/L

RIGEBXDER — RIS KH

A N IPR Attribute Values
b ® 8 Bo||&|? ™ .
Bond Type
(=Rt x Chain | Ring | Ring / Chain C H
Draw or change atoms or bonds. Bond Value =
KAV Exact | Normalized | Exact/ Normalized 0O s
Node Type
=8l Et * Er-l 5}44. < Chain | Ring | Ring/ Chain N P
X R H Generic Definition a s
Saturated | Unsaturated Il
Linear | Branched
Fn [ Monocyeic | Polycydlic NN,
0 - 1 hetero atom | 2+ hetero atoms
P O 0 @ 16 carbons | 7+ carbons N, B
[ _— Match Level
e M Atom | Class | Any O @
Element Count Level
o % X/\ O 0
. reactant Ring Isolation o
N ¢, ol | sloed  Embedded OGO
- - Stereochemistry
ABD D Relative(defaut) | Absolute(defautt)
Relative | Absolute | Racemic
'\‘ -—
- 2 Other Node Attributes
o Molecular Formula: Mass
Lo
Valency
c - O + Hydrogen Count
Zoom: 100% Non-Hydrogen Count
Element Count
Cancel View Previous Structures...
@ REO—LAfTEShD.
Structure Editor Maximize view OFF X i
A » [ Attribute Values
b ® A & & R © & &2 Tb -
Bond Type
(=Rt % Chain | Ring | Ring / Chain C H
4
Draw or change atoms or bonds. Bond Value
)
< 4 Exact | Normalized | Exact/Normalized O | S
Node Type
Izt Et Chain | Ring | Ring / Chain N P
Generic Definition
X R Saturated | Unsaturated Cl‘ Si
o Linear | Branched
Fn [0 0 Monocyclic | Polycyclic NN,
1 hetero atom | 2+ hetero atoms
CHS) —_— @ 1-6carbons | 7+ carbons N, B
Match Level
[ ]... ~ X Atom | Class | Any
reactant Element Count Level
G, 8§ reactant product Limiced | Unlimiced
. Ring Isolation
X e e
/ 4 solated | Isolated / Embedded
S Stereochemistry
AB DD Relative(default) | Absolute(default)
<, Relative | Absolute | Racemic
— S — i
A 12 75\ E E] E"] 's*E E é:h;f: ¥ Other Node Attributes
1 Molecular Formula: Mass

RIGA—ILY—ILORDOYIZRIGENY—I)ILTREA—IILEZEEMICHETARIENTES.

s RIGKEIY—ILTIL, BEMIZ reactant E1=IE product DELELMAfTHEENB.

D RIEEKEY—IL

#9UvHL, YIR%E

Np—

A

JLTXRH%EHL<.

Structure Editor

Maximize view

C

Cancel

- O +

Zoom: 100%

Valency
Hydrogen Count
Non-Hydrogen Count

Element Count

View Previous Structures...
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B CASREACT Z71/L

RIGEBXDER — RIGEBL

B RIEEEY—ILERANSE RIGICESTELRTIREEIEETHENTES.

TRIEYM) X TERY] OBEISTAVMRICT TCICHEETAESICHLTEET
5.

- TEHE) O TRIEVELEIHE) OFSICEEETIE, REHMAUBREODBEIRIEMTE
FIZ2DOWTIThn, REIZODWTITEHRINS.

B R DIEE H &

RISEEY—IL || 29Uv50, RIEICE>TEILTREREYIVITS.

i Structure Editor Maximize view oFF X i
Attribute Values
I y & Y & o 8|2

Bond Type

=2 Chain | Ring | Ring / Chain C H

Draw or change atoms or bonds. & Bond Value =
KAV Exact | Normalized | Exact / Normalized o s
= = Node Type NP
t L Chain

= RIGEALEIEE o

X R G: cl, si
Fn [ o

E 9

(1, ~ _—

Q. % X ‘(\ /

K ¢ resctant resctant

4 produ
AB 5
_.
-
n Molecular Formula
c - o) +
Zoom: 100%

Cancel

* RIGICEE SO ANEHHIEEE ELHEEITHETS.
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B CASREACT Z7+1/L

RISEERXDER - wvELY

B IUEVITY—ILERWNDE, RIEMEERDPORGTEIRFEEET HEATES.

- BASBEISVAVMADRLTRESICHLTIEETES.

- a—bAvk, R J—T7, =XV IL—T (Ak, Hy 4&E), BYRLITIL—THhn/—FIZIE

IvEL T EE

E TEEL.

- HEDGER, YvEVTEEBRLEBRARTING.

B TUyEVIDIETE

<vELTY— LD I

Ak

w1

EZO0VvIOL, RIGYMEERMPDOHRETIRFEIIVITS.

(RIS HRFICRALES N T EESND).

Ry

® @

E
o 2 R

>
0
rwm
1
wt

o
1

dentif! ical C

Structure Editor

h @

Draw or change atoms or bonds.

0
resctant
Molecular Formula

Cancel

BS 2 MMt Eshiz x Reg | R € M,
Bond Value
— ed | Exact/ N e o s
Node Type
R N P
Generic Definition , c, si
NN,
- 2+ heero SIE
— Match Level
/ O O
x Element Count Level
. . O 0
ON

Maximize view FF X Session
= 2 Attribute Values Entered H

Bond Type

reactant Ring Isolation
product t E
Stereocl hemistry

§ = 1 fJ\ 1‘]‘ 5‘ énf: Xhor Hode Atibuts

= O ¥
Zoom: 100%

* BEDDIRTOBEFIZTIVETERABEET DT TIELGL.
FTRTOD/—FRIZHEEITIOTIEFHLL, RISHEDOBBIZHAFE5TS.
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B CASREACT Z71/L

BERRDITUE

B REERAZEEEBERR (L4 IBEEMR)

[=> SL# BFEAMT BEGHH ]

B BERRDEAT

* —ERYY— LR A AR

BRAAT K%
Evd S
““ﬁ*fs’g*ﬁ RGENRER S HELTINEORSERRT S,
(FIA—JLF) BMOEBRENDVTHEL.

FARERIBERR
css

RISEMAICEZIT—HITINE ERILTOEGWESARETRTKR)
DRISERETS.

B BERROEH

REREHE NE
SAMPLE — o _ \
(Fo— LR F—RAR—ZthD—E (5%) =8 E&
FULL F—HAR—RFTRT (100%) %R xE
RANGE BELE-EEICEBELTRE

B CASREACT 77/ DEERRIZCE TSV AT LHIRIE

FoSAoBRFB YT IR R NYTFRE
ST JILIFAIL EFEIEE 2ILITFAIL sEEEE
Verification %f
. 1 1 1 1
(RIS DREDR) 5,000 00,000,000 00,000,000 00,000,000 00,000,000
m 2% LRk 50 100,000,000 | 100,000,000 100,000,000 | 100,000,000
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B CASREACT Z7+1/L

BERRDRN

B BEERRDAN

@ #ERMNETLELS, BEERBEEATO BREEEEEL #7)y/LT, 7y70—K7%.

@ 7y7oO—FLE=RIGEB®X% => D QUE TRTRLTHEIETS.
=> D QUE L1 — ZyIO—FLEREEBAEZTL THR

L1 STR
0 0

Jo o~ — A~

Structure attributes must be viewed using the Structure Drawing program.

Q® HUTILBRERERTTS.

=> S L1 — Y TNEE
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 THhdAZLEFHER
FULL FILE PROJECTIONS: ' ONLINE #%COMPLETEx*x — TNTF7ALNEFDFE
BATCH _ **COMPLETExx — BATCH B#F D F
PROJECTED VERIFICATIONS: 352342 TO 368418 — B Verification # (K D)
PROJECTED ANSWERS: 1 T0 222 — FHEEH
L2 0 SEA SSS SAM L1 ( 0 REACTIONS)

I Ev FLEXBH I Ev hrLERBGH

YUOTLBRROEENGONIEEE
mEZH#ZETD

@ INI7FAINBREREERTTS.

=> S 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 krLEXHH I EvrLERE#

35



B CASREACT Z71/L

® HEEEZRTYS.

=> D SCAN — SCAN ZFHBAXTEY FLEBBEZHZET 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 |

Ph 0 C12G:CHCI, Bu4dN.HS04
NC— EH_t_Me Nﬁg‘ﬁ_wﬁ'rém_'_) Me o

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 Conditions

RE(16) OF 35

0 0
C\j\i gié—gﬁntgmgginne, CMHE
5 == ~Ph ] Ph
aTH

NOTE: regioselective, stereogelect ive

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—B—Me

E— C—CFp—CF
@/ 2—CF3  Me206_KH THF @N/b=b—CF2—CF3

NOTE: failed reaction, refluxing conditions also tried

ETLGLWRIBBEFIZTEENLTLS

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

36



B CASREACT Z7+1/L

gZ - WATI=vs

B RERROHBRICHLTRYAABRRETORE, BVTEEEREFEERYTS.

=> § L3 (A) (80<=YD OR NONE/YDT) — L3 (Y EERL ERIGEFERFE) IZ
L4 22 L3 (A) (80<=YD OR NONE/YDT) WREZEETEHESE (A) EFEEFEREF
=> 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 . ./— BELLE LAY 3

} - |
OpN—CH—CH-CI  J,4zPentanedione, 0t me
Me—E—EH-cH—cH-NO

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

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

X(5) OF 11

@N £ apespaceiefnoy!

OEt
~ Me
! 81%
0
NOTE: Ul Imann-type coupling reaction .\_ INEERDH BRI
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
=> S L4 (L) 109-99-9/S0L — JBIEF THF (109-99-9) ICIRE
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-CF2 0

CHy—t—Ne

&LCFZ—CFg Gl Me2C0, KH Cl Cl
@Y S st O

83%

Cl

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

=> § L5 (L) 1/NS — —RERILICIRE
L6 9 L5 (L) 1/NS
=> D SCAN

L6 9 ANSWERS  CASREACT COPYRIGHT 2018 ACS 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

R (1) OF 18 -
E_SEt Me2C0. KH. THF @ SEt
F—B_cFo—cF3 Me—C— CHp—C— CFp— CF3
91%
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
=> D BIB ABS FHIT 1-9 — FEDEE BIBABSFHIT Emfad cEm

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

CS  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 Y + G === 2.
(CHo 4

H 3 oo H 2Br
e ' R \‘\“‘“5 u

0% OBt Ph™ e Ky

(o
¥ G %
z
RX (8) RCT Y 22281-73-8 YIELD 923
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 Z7+1/L

Verification NAFTEE£LEREZE

B CASREACT J7A I TCHEEBREZIT oI, Verification (BEHER) A A2 LEIELAEE
NnN3ZENHS.

=> FILE CASREACT

=> S L1 FUL

| 10,139 RJE (2,331 X#k) 2R EHR
FULL SEARCH INITIATED 15:26:34 &

100. 0% DONE 10139 VERIFIED 16 HIT RXNS ( 2 INCOMP) 8 DOCS
SEARCH TIME: 00.00.02

16 R (8 X#K) Aevk
* Verification W AT L%E 2 RIGZET

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

B Verification AL HERIG &, EFRLERERXE—BTEINEINES AT LN B TER
Mo=RIET, KELHDITTTEEDZEEIHS.

1) RIERVEVTORGEHBEADERNPFTLLELI—FDEZE

- EEZRTRLEERE ROAVE—IUDNRTSIND.

£ 7 nE
VERIFICATION INCOMPLETE

's\ﬁ 3 B & A~
- REACTION SITE DATA UNAVAILABLE R B AL OIS A B
VERIFICATION INCOMPLETE 2yEL S DB R

- REACTION MAP DATA UNAVAILABLE

VERIFICATION INCOMPLETE
- REACTION MAP AND SITE DATA UNAVAILABLE

REBEELIUIVECTORETTH

2) Verification A IR BRI HLLLEMAS-EE

B Verification MEL2HEEIZIZEREL-LMESIE, => S L#/COM Ff=I& => S L#/COMPLETE
(Lt I ERRER) X179 5.

=> S L3/COM — Verification B 5E% (CONPLETE) 74 [E&/ZIRE
L4 7 L3/COM — Verification WEL L [EE (7 Xit)
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B CASREACT Z71/L

BERRFOIE

B CASREACT 774 DEERERZTIE, HHOISTAVMIBILO—IILEZIEELTHEETEDLN,
B—ERPELIZYPERLVSETEIETELGL. LEAST, #iFLTWVENEEZ (VA4X) A
BohdigahH5.

B BREH 1 TEEORKEERRX (L) 28FIT 5.

L1

reactant reactant

HE

=> FILE CASREACT
L1 STRUCTURE UPLOADED

= S L1 — YO TNBEE
2 2 SEA SSS SAM L1 ¢ 38 REACTIONS)

—

=> § L1 FUL — TNITF7LILEFE
L3 262 SEA SSS FUL L1 ( 5185 REAGTIONS)

=> D FHIT 1 3 — 1, 3 EEDEEZ FHIT ZFFEXTES
L3  ANSWER 1 OF 262 CASREACT COPYRIGHT 2018 ACS on STN

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

BISUAVIDB OYERIZEE

HCEC—hN;{—CECH
el
el e
Jd

L3  ANSWER 3 OF 262 CASREACT COPYRIGHT 2018 ACS on STN

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

BEISTAVMDRLYERICEE

@'IJELD o7H
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B BEH 2 TEEORIGERBK (L4, L5) % AND [EE I 5.

B CASREACT Z7+1/L

- BEFH 1 OEZICHZ, MISTAVIOBENREL>EEREMORZLEONS.

L4 LS
/
HC€22>\\CH HC”/)\\‘S
reactant reactant
L4 STRUCTURE UPLOADED
L5 STRUCTURE UPLOADED
=> S L4 AND L5 SAM
L6 2 SEA SSS SAM L4 AND L5 ( 38 REACTIONS)
=> S L4 AND L5 FUL
L7 285 SEA SSS FUL L4 AND L5 ( 5230 REACTIONS)
=> S L7 NOT L3
L8 23 L7 NOT L3
=> D FHIT — 1 BEDREEZ FHIT &R TER

L8  ANSWER 1 OF 23 CASREACT COPYRIGHT 2018 ACS on STN

RX(22) OF 100 ..C + AS ===> AT
" ./—| IS AL AR ERH>TINS
o, LT
Ph~ E*‘\-\.S ..................... o
o HOSODTe TP )
¢ AS el

He
e % ,J[::::If
Ph- ;f-d;RU
=
th’~§0
¢IELD Ta%

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

BERRERER

B CASREACT 774/ TIE, RibY, 8, Y POEREDLMHLORIGIEREZRERTE
5. - FI/EIMZIAOEADRR).

BHREMAEEN 200 EHY REESLEVMOBEZHRTLTEESIATNS.

- BEODEREEMAE (NITRO, PRIMARY AMINE 7 &)

- —RHEATORZRIERERATE (1.2-C3N2 11&)

- BHROBHREZEFEOEEREISXAAE (ALCOHOLS #E)
BERREMAZEO—EI( => HELP FGA T, EREISARAEBO—ELEEIL => HELP FGC

CHIETED

B EBEEREI« —ILF

BHRI«—ILF SES
/FG.RXN (Functional Group Reactant) RIGLI-EREE
/FG.FORM (Functional Group Formed) $BLE-ERRE
/FG.NON (Nonreacting Functional Group) RIGLEWNE BER
/FG.RCT (Reactant Functional Group) Rt DERER
/FG.PRO (Product Functional Group) EHEYMPDOERER
/FG.RGT (Reagent Functional Group) n'\liq:'o)ﬁ' REH
/FG (/FG.PRO, /FG.RGT, /FG.RCT) HEE— %
/FG.YD (Yield Functional Group) E%E—ﬂl$
NONE/FG.YDT BHEE-IERBLHL

A F1451
- E—HRT7IVNARIGLT, ZrORIZEILTEIRIG

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

- NATUVENRIELT, FE=Z/TILA-LLBVERTEIRIE

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

- NFFUBEZFEOHRREEZRAVDIRIG. L, REYHPOT7ORERFEALGEVRIE.

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

- ZrOENERTEIRIET 80% LLEDINEFLIFIWNEBFROLVKEE

=> S NITRO/FG.FORM (A) (80=<FG.YD OR NONE/FG.YDT)
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ERERRDOERT

B CASREACT Z7+1/L

RX(15) OF 127

AN ===> AQ

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

;
P F
- (8) =

AN

RX(15) RCT
RGT
PRO
SOL

(15)

AN 122590-80-1

AR 359-48-8 F3CCO3H
AQ 122590-81-2
75-05-8 MeCN

- BHOEREZEEIISAR AEEEFERAVTEINC—DODNEHMATRERETS.

- (S)

- (L)

+ (A)

HET

Bl—RE (—ERESIVEERE) PORGYEERDOEELLERENFONIDR
TRIGLTEY, PEKEL—DDEFAKBIZHEETHE (RVELT) ZEHLLTE
RIBGE, (S BEFZFRTS.

BETF

B—RIEPIZRETSES, (L) BEEFEFRITS.

Bl . HBORFHIEELGLWEREZBROEGS

RIGLEWEREDHFEZEEISEE

HEDOERELRSYCERNERHBDETRETIHE

RISEATYTH (/NS), CAS &4%ES (CASRN®) RZRLEMAEDLEDZEE

BETF

IR#E (/FGYD) tEEYHNDEREE (/FG.FORM ZFIX /FG.PRO) U259 3154,
(A) BEFEIATS.

- AND JEEF

ERFHR PEOBEHREMASHETRERISEE, AND BEEFZARATS.
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B CASREACT Z71/L

B BRRO:SUMBFETT ThEEZRTLI-LVICERTIRLERET .

=> 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 - —RERIEIZRET S

L2 1922 L1 (L) 1/NS

=> D SCAN — SCAN ZF-HBATEFT 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 13232

N— CHo— ﬁ
z 1, MaBH4, MeOH
=B ul— ﬂ,-‘ 0 2, bater
{ztaqe 1)
0H =
N— CHo— &H 0
N
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
L

1, C:112025-81-8,

- FH3-He 5, THE

= [=C—5iMez 2. THF
3. MelH
istage 2
He s 0
— > C=C—S5iMez
H
stereoisoners
i

MWOTE: stereoselective

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
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B CASREACT Z7+1/L

£Z - AT =vo

B RISEHROF—T—F (/NTE) [2LHRKYRAH

=> 8§ L2 (L) (STEREO? OR ENANTIO?)/NTE — THRERMEIZET SLEEHHSERLICRE
L3 909 L2 (L) (STEREO? OR ENANTIO?)/NTE
=> D _SCAN

L3 909 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

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

RX(7) OF 21
0 0 ﬁo
D —
_ _ - “O0H _
vore: EpeeaseTeatiagl io,sal Kont, PRI igea® | S3EETSETENG Who'e

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

=> S L3 (L) (ENZYM? OR BIOTRANSFORM?) /NTE — BERILICRE
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
|actones by microbial reduction
RX (1) OF 2 OH

stereoifomers
NOTE: lstereoselectivell Aspergillus niger agent;
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END

B NOTE (/NTE) 74—JLKRIS, RISHEHRDF—T—FNIRESNTODEELNHD.

fE 5 NOTE Z+4— /LK D7t & fl
photochem.
L biotransformation
o safety — danger of explosion
e health hazard
S 2 Temp. —35.degree * CON JA—LRICIRBENTVARGEHEHERTA

high pressure

NOTE J4—IILKFDAEIL, EEFDSERICEDEREFEIA TS, BEME L.
T, AEAHFI SR TOEN O, FHITIEEIENS U yr—avPREEEZFALT,
GABFETH. HEIZIGLT, EXESILHFRITHELL.
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B CASREACT Z71/L

B RRLEBFERGEICEIDIRYAHA

=> S L2(L)90<=FG. YD (A) SECONDARY ALCOHOL/FG. FORM «— 4kE L /FG FORN # 1) >0 F S (A),

L5 540 L2 (L) (90<=FG.YD OR NONE/FG.YDT) FAUNDEEIE (L) EFEFFR&EH
=> D SCAN
L5 540 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN
TI Preparation of N-aryl (sulfonyl)piperidine-3-carboxamides as 11B-hydroxysteroid
dehydrogenase type 1 inhibitors and mineralocorticoid receptor antagonists.
RX(22) OF 66 0 OH
!. NaBH4, MeOH
0 —Water 0
0
(step 1) 99%

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

=> S L5 AND P/DT — CAplus DEZIIBHENI1EEHBEEIL AN FEEFF@EF
L6 90 L5 AND P/DT

=> D BIB FHIT

L6  ANSWER 1 OF 90 CASREACT COPYRIGHT 2018 ACS on STN

AN 167:305477 CASREACT Ful |-text

TI Method for synthesizing ezetimibe intermediate (4S)-3-(5- (4-fluorophenyl)-5-
hydroxypentanoy|)-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 Shenqing, Tpp
CODEN: CNXXEV

DT Patent

LA Chinese

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

Pl CN 107022587 A 20170808 CN 2017-10285381 20170427

PRAT CN 2017-10285381 20170427

RX (1) OF 1 ==> B

F
%K{EH 2}37‘-/©/
h

0
EI-H\H.__(

A
0

o

13

A —— B
YIELD 93%
RX (1) RCT A 189028-93-1
RGT G 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)

46




B CASREACT Z7+1/L

% . Ity FEE

B Y7tvbRRIE AEEED L BEESOPESHICEBERRISIFETHD.

*%ﬁ*ﬁ% -'j-jt‘yl“
TRYRALD

- SR MEF RE
- BERRTEBONERENE, SOIcRGEMATRELTRETSIES.
- BERZDHE, INCOMPLETE ARTENEES.

- BRERROERE RHEOBEZECRNICRETSIES.

B ANAEE

[:>s L# BFEHM1T|SUB=Le| BZREH ]

.\ RANRMEE (B%A) & sUB-Le THETS
CREAALENE, £I7ALHROBRIED

- BIEYMRERTHE, YUoTILBRRDBEIEROEHE (SAM) DA DML,

- BERZDHEREY T EIMRRTHEER, BT ILI7FAILREDREDOL FE5%
BERICEEYS.
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B CASREACT Z71/L

B BEEH - 7ILa—ILOKREEZER (INCOMPLETE DEI# A K ELTHA)

A

u
:
-
B

;_E Structure Editor = x ]
D ® Adroute Vatoes [

’O = - Iype

| - Draw or ck at ad Valve *

KERFO/—FEM
[ x Ring/Chain 1§ oo

e

~
-~

z o n

v w I

by

o
1

K4

0
¢ h

OO0 ¢« 7
GO0

reactant

gdo 22 ®P =

=> FILE CASREACT

L1

STRUCTURE UPLOADED

=> S L1

FULL FILE PROJECTIONS: ONLINE #*INCOMPLETE** « /NCOMPLETE /=7 - /=

BATCH  **xCOMPLETEx*x*

PROJECTED VERIFICATIONS: EXCEEDS 1000000
PROJECTED ANSWERS: EXCEEDS 1295863

L2

50 SEA SSS SAM L1 ( 503 REACTIONS)

=> S ALCOHOLS/FG. RXN — BESFERE (CCTIXEREEBREFEZET)

L3

786515 ALCOHOLS/FG. RXN

=> S L1 SUB=L3 SAM — 13 FREELLEY Ty FEE (V2 TILEE)

PROJEGTIONS (WITHIN SPECIFIED SUBSET): ONLINE **COMPLETE#*x*
PROJEGTED VERIFICATIONS (WITHIN SPECIFIED SUBSET): 52358448 TO 52512416
PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET): 697599 TO 716333

L4

50 SEA SUB=L3 SSS SAM L1 ( 1177 REACTIONS)

=> S L1 SUB=L3 FUL — YTty FEEDIIN T 71 ILEE

L5

781282 SEA SUB=L3 SSS FUL L1 ( 46149109 REACTIONS)

=> D SCAN

L5

Tl

RX

781282 ANSWERS  CASREACT COPYRIGHT 2023 ACS on STN

Synergy of electronic and steric effects of Br-Ni catalysts for selective
hydrogenolysis of diphenyl ether to phenol

R¥(4)> OF 3

Me

i CHz
HO—CHp-Ph NI AL203, Br2, HZ, ©/ . O/

NOTE: autoclave used, alumina supported bromine-functionalized nickel

catalyst prepared and used, high pressure, solid-supported
catalyst, thermal
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B CASREACT Z7+1/L

FHHEEI«—ILF

B CASREACT 77/ ILDEHBEI«( —ILF—E

BMRI(—ILEIRE A&
% CAplus/CA Z7A4ILDET4—ILK
-~ (BIFA-# B FA1EHR, CAS RN®, CAS O—JL, BN, SEEHFIBFREQ
& /BI(T74—ILK) HARXERS
3] (RIGEHH D CAS RN® , 2/, P,
B REIE RIGERPOHEE
/NS R DRATyT#H
/NTE RIsER
/YD IR 2=
NONE/YDT IRE T —4%L
C /RCT Rt
A /RGT HE
S /RRT REWMFERIZFASE (/RCT, RGT)
R /PRO £
N /NPRO £ DOYME (/RCT, /RGT, /SOL, /CAT)
7 /CAT firh 55
2= /SOL gL
RIG
EE o
o—JL £l
R R/
B @ EBEOO—L (A—LEEHT)
A 1= HENERITE(L
L £ & 10 5 2 A
R | msEm EANELELIBAMICEL
EEIXEELEZWD
RIS ER L (E 4R IZHE E LA L
ES1=2) RIEMEERYMDPORIETEIRFDIETE
/FG.RXN RIiGLI-EREE
/FG.FORM ERLI-ERER
B /FG.NON RIiGLEWE#EE
BE /FG.RCT RIEHPDERE
# /FG.PRO ERYPDEREER
= /FG.RGT HEDDERE
£ /FG BHHE—#% (/FG.PRO, /FG.RGT, /FG.RCT)
/FG.YD BHRERE-UNE
NONE/FG.YDT BREE-IRET—HHL
REGISTRY »5®D
S ® = A
BERRER CAS RN PO — 1 HEREERRER
RIS @) @) @) @)
£ @) @) @) @)
E O o o o
il 3 X A* A* x
g LS X AT AN X

* MREMSNI-La—FDO—& I, MELBED CAS RN® OIENTTE
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B CASREACT Z71/L

o
. Fe0

- CASREACT J74JLTIE, CAS &4$%&ES (CASRN® BZR, RICERKXICKP1BERE,
BREREZITOT, RICZHERBRETES.

- CAS & %ES (CAS RN®) RFETIX, RIGW-E£mMIcmA, A, MK, BEEETE
LI-BREMNTES.

- BROZHZHTEDLEIRE EUGEREEFEERTS.

TS
. R M E

1. 2-=—kOkJLIT> (CAS RN® 88-72-2) M5 2,2-o=rAPARIT L (16968-19-7) ZE KT
SRICEHRET S.

[E2R] CAS &5 FEE (CASRN®) [CO—LEEELTRE
(R /3 ZE (X /RRT, £ ¥IE /PRO).
EZ(% P. 69

2. THOI7vRIEDREEZREL, THROQDEH TRYRAL.

Me

HISTERRRFEIVELT TS
WEICRICELZRE S S

[ERDEVER] RIEA—IL, RIEY A, RIGEBGLZIEE T 5.
D IxE 80 % LLEHLLIFWMBFEHRDLEVWRIGICIRE

@ HHFICRE

RY¥DOE%Z% BIB FHIT REEKXTRTITS.

[EXR] @, @ OBREDE, BEFITEETS.

BZIE P. 70
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B CASREACT Z7+1/L

3 TROBLREERAL, FROZMETRYAD.

(FRDEVE] REMATIHEEDEMRE, IRinglICEET .
TYEVT L, RTI—TORERFICIEIEE TEGL.

@ Verification AL HEIZEZSLIHE A, TnER< (L FE/COM).
@ fibif RIS IZPRE

® 1 BERIGICERE

EYWNE%Z% BB FHIT R xR RATERRTS.

o5 RL-w., Rl & N TIREMETS
/_ —
NH, N

reactant \ product /

HIETHIERRFEIVELI TS

(EXF] @ @ DREDKE, BEFITEETS.

BEZ(E P. 71

4. ZRILAFORMNS 12-CNO REAHRTARINEREKRL, TROFHTRYRAD.

@D UE 80% LEDRIGIZERE
@ 1 R REICERE

(EXF] ERERREZWRELNMTEHLEDIRE (L) BEFERALS.
RIERTYTHENTEDLEIEE (L) BFEFZERALS.

EZIlE P.72
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C CAS FILES DRIGIEHIEZE

RETEREMBNICHEERLIZWME S (X, CASREACT J74ILIC
AT CAplus Z7MILTCERFEZITULET.






C CAS FILES DRIIEHIEFE

CAS FILES #fo/-MBE ML RISIHERRR

B CAplus 774JLE CASREACT J7AIILDINEER B D H 85

(2024 & 12 BIR#A)
EE CASREACT CAplus

1808 £ LL[%
IR £% £ 1840 ZELI[Z (PREP (813£) ® CAS O— /LA &
ShTWWADIE 1907 F LK)

<XHR> 239 H#ELLE CXE> 6,519 7 fr BLE

; ¥ 1 & — N

1IN 5% % CRISo 1 5 4900 B L E PREP (%L?\ M CAS A—LHft 5
NTLDXEREIE 905 F#HLLE

IRERXHR | CA [CIREFEShTLSLa—FD—E CA RBENRDILEEITILEEAD L F

BHMICEZENDHIRIGEER

REIHE | (EHFADEOEREOBERRTS | b 02,2 PRAOHRIE LB

DI TR HEToMA
C AL & ORI —E B HTIRIES
ERXMERRTES.
 FRTORGEESNEERET S,

- HVWFERORERRILBERTES.
¥ - IRERIFHRLNEFT 5.
c FA—REFICRELEBERIETELRL.

- REEESYMEPREFREIILT
BELIRCBRENTES. - LRAOHRE, B, MEIXRSIShGL.

CRERFRIRFE SN,

B CAplus 774J)LE CASREACT 7ML DR ETELNBEHRDEL
* CASREACT 774 JLDUREE XAk IET RT CAplus Z7SILDRFXIMIZEENTLNS.

- EEVMEDRSIFEHOCRREENESD, FIT7MILTHELNIBERITIELD.

CAplus 774 JLUR &% xt & Xk

CASREACT J74 L
THRONERICIER

CAplus 77A4JLT
/oKt 1HEHR

—
v {}

CASREACT I7A4ILDH CAplus I71ILDH

- RAOHKE, B MEZHEELTRR - AREZEIBFBUNORISERR

- FEBEELFEDYOLGLHRREE, HE, METRR - BAVWERORGEEBHICRE
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C CAS FILES DRIIEEIEF

B RICEREEBNICHRELE-UMES (X, CASREACT 774 JLIZIMAZ T CAplus 771 E
I5.

* CASREACT 774 JLIE CAplus F7AILICLERTUNEE R R THAX BTV IENVD, RSIA
St MELDDT, CASREACT F7AILIZHOHRNEBEINTWEIRIGIERIH5.

« CAplus 774JLTIL, CASREACT FJ7AILDPRHERENDHBFORIGIEEHR L CAS HFE
DEWERDOXEHBFRLVEOTIRILGRETES.

B CAplus Z7MIILDRIGIERIR KR

=> S L#/P EREYIZIRE
=> S L#/CAS A—)L EREY LS DRE] TRE

* L# : REGISTRY 774/ DEZ v

- RIGERBRICAWNSEL CAS O—JL

a—JL SES k=

/RACT RIGWMELITHE /RCT, /RGT 28T L DR—/—O—)L
/RCT R (Reactant) 1967 FLUBEOLI—FIZft &
/RGT HFE (Reagent) 2002 FLLEOLI—FIZftE

X—/8—0O—JL (LLF® /BMF ~ /SPN &%)

/PREP (/P) | & 1907 ELIEOLI—FKIZft &

/BMF EEFMIEEE
/BPN EEZEHER

/BYP BI£E Y (By-product)
/IMF - [ EPHIXREE 1967 ELBEOLI—RIZfH 5
/PUR 5 5

/SPN (A=A g57

/CAT il i (Catalyst)

- CAS O—/LTREYSE BEMITHSERURICBREESNSD.
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RIEMEERYIE AND EEFTHAEHES.

C CAS FILES DRIIEHIEE

- CAplus Z7A4LTIE, A—RIEFEVSRENTELGN O, BFIT/AINEENDS

BLH5.

-

CAplus 774l

CAplus Z74JL AN 2001:361761 (DN 135:122572) &L
CASREACT 774 JL AN 135:122572 MDEE|l (3k¥)

—

IT 51-17-2, Benzimidazole

120-72-9, Indole, reactions

(metal

106-40-1, 4-Bromoaniline

RL: RCT &Reactant); RACT (Reactant or reagent)
ion reaction with cadmium trifluoroacetate)

>—| AND

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

350589-50-3P

350589-52-5P

RL: SPN (SyntheX &\ preparation); PREP (Preparation)
(preparation o

N

B— REHICERETELLD

CASREACT 774l

//ﬁ§k4) OF4 K ===> L
N H
<§L4r
T
4)
K = Ve 624
RX (4) RCT K 51=17=2

PRO L 350589-55-8

-

N Cd\\ (L)
= Cl
[:::::[::;:jﬂ:

- RIEY :
— Z£8Y

N

| A—REHRICBRETES |

B CAplus 774JL, CASREACT 77/ I)LDEZKRTE

* CAplus 77/4)LDEZEE CASREACT 774 DOEZIZCEALXMAEEND_EEH 5.

<Hix 1> CASREACT 774 T4 RRLI=%, CAplus J7MILTEHEZBRWNTERE

<HiEk 2> CAplus F7AILIZTRTOEAZEZFEDTHLERT
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C CAS FILES DRIIEEIEF

B <A% 1> CASREACT 77/ /LTEHRTRLI-%&, CAplus J7AITEHEFRLTET

- L FEERTLTE NOT BETBHIEITLY, CAplus T7AILDEIZE M DS CASREACT J7AIL
DEZEZEZRLCENTES.

+ CASREACT 774 EEBHLTERTTHE, RICOHEMBEHREFRECHERTES.
Ff=, CASREACT 7ML TIER—RIGHIZBREL-HREFEITTHE.

- L FEEERAVEIARF—N—BRE

- CASREACT, CAplus/CA 77A4JLREITIL CA #WEEFEE (DN) X —IcLi=vaXRA—N
—RBRENPEBFNICETINDG=D, EVORZEEA2BHHEICBRTES.

- 1=12L, CAplus Z7A4ILH 5 CASREACT FZ7AIL~AD L FEBZHW -0 A—/—
BEIXTERL.

CASREACT > CASREACT 4B

- RRORN

CASREACT J7A4JL

=> FILE CASREACT
=> § aaa-aa-a/PRO — Rib#EE
L1 3 aaa—aa-a/PRO
=> D L1 1-3 BIB FHIT — CASREACT pEI& # £ # &7 % ik <k | | sck
A B C

=> FILE REGISTRY
=> S aaa-aa-a — RIGICESE T 3YE %
L2 1 aaa—-aa-a/RN
=> FILE CAPLUS

Xk || Xk || 2k || Sk
=> S L2/P — RiEBEFE A B D E

L3 4 L2/P

=> S L3 NOT L1 — BEHEXHHBRZE - -
L4 2 L3 NOT L1

=> D L4 1-2 BIB HITSTR — CAplus 2 =— o DEIEF ZK 7
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C CAS FILES DRIIEHIEE

B BEH - 4VF7OFA4S5> (CAS RN® 50512-35-1) DERRIGZBRETS.

- CASREACT 77/ TRZEL, 24 XTT5.
- CAplus 77A4ILTH# FEL, CASREACT 77/ I THLN-AZEZBRVTERTTS

CASREACT Z74/I DR I F

=> FILE CASREACT — CASREACT Z 71 IIZA B
=> § 50512-35-1/PRO — ZLEYD CAS RNP? THEF
L1 3 50512-35-1/PRO

=> D SCAN — SCAN T THZET S

L1 3 ANSWERS  CASREACT COPYRIGHT 2018 ACS on STN

TI New technologies for production process of isoprothiolane

RX (1) OF 2 )
0 0 1. £S2, NaOH, KOH, b _opr-i
i —Pr0—E—Ctp—b—0Pr-i & se_b_c_opr-i
(step 1) ' (_f @_
. o . 925
NOTE: 95k IRigetion,atudy, oRtinired oneasalyat, atalchLametfuca et
in stage 2, phase transfer catalysis in stage 2
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1) :END
=> D BIB FHIT 1-3 — BIB FHIT 7HA CREBHERIEIEHE ST

L1 ANSWER 1 OF 3 CASREACT GOPYRIGHT 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 Shenqing, 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 ===> D
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C CAS FILES DRIIEEIEF

0 OPr-i

i OPr—i

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 Z71/IDRIGIEFE (REGISTRY — CAplus FZF7AILDIOXT—/—iEE)

=> FILE REGISTRY — REGISTIRY Z 71 INIZA B
=> S 50512-35-1 — CAS RN? THe#E
L2 1 50512-35-1

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

L2 ANSWER 1 OF 1 REGISTRY GCOPYRIGHT 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
9¢ch)

OTHER NAMES:

CN Isoprothiolane

0

—opr-i

<i??‘;b—ﬁ—0Pr—i

++PROPERTY DATA AVAILABLE IN THE 'PROP’ FORMATx
1558 REFERENCES IN FILE CA (1907 TO DATE)

339 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA

' MF C12 H18 04 S2
i 1578 REFERENCES IN FILE CAPLUS (1907 TO DATE)



C CAS FILES DRIIEHIEE

=> FILE CAPLUS — CAplus Z 714 INIZA S

=> 8§ L2/P — REGISTRY Z714/IND L &FE5/P THEIZE T SXMELEFE
L3 28 L2/P

=> § L3 NOT L1 — CASREACT Z 71/ TEosnEE (L1) #&<

L4 25 L3 NOT L1

=> D BIB HITSTR 1-25 « BIB HITSIR <X TEZIIEHELEY FLEIEEYEEZ

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

TIWP F7OoF7IVIUNLFXTLVLI—FILALMEOTOYL— FFEKR, ERUE.
ThOIRA [#HEER]

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

PA  Nankai University, Peop. Rep. China

SO  Faming Zhuanli Shenqging, 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 A 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
%—OPr—i

C?éb—ﬁ—OPr—i
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C CAS FILES DRIIEEIEF

L4  ANSWER 25 OF 25 CAPLUS GOPYRIGHT 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

Pl
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
%—-OPr—i

C?éb_ﬁ_opr_i

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

EvrEHDEED

CAplus Z74JL

CASREACT 74 )L

D CASREACT 774 I/LTEvYk @ CAplus 72741 DHTEYEL
3 25 &
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C CAS FILES DRIIEHIEE

B <Ak 2> CAplus F7AILICTRTOEZEFLEHTHLER TR

CASREACT Z7A4ILTIX, TEEDIT4—ILFERBRFETELLD. ChODEBRIHSKYAAHE
T51% & (&, CAplus F7AINIZHARA—N—LTHOBRETS.

- W HFER (RXR—uo#HFUS D /PD, /PY, /PN, /AD, /AY, /AP 13 E)
- IT 24—J)LFH®D CAS E#HFES (CAS RN®) & CAS A—)L (/IT)

- ¥ 2% (/IPC, /CPC, /ECLA, /USC #2&)

- B5IAE#HR-#%5IHEHR (/REN, /0SC.G i1&)

CASREACT 77/ TIXBEEBETELWLI4—ILK

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.

FAN. CNT 1

PATENT NO. KIND DATE APPLICATION NO. DATE !////_ ot s
PI _EP 989118 A1 20000329 EP 1999-402108 199908®4

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

IPCI C07D0201-04 [ICM, 6] Ps
IPCR €07D0227-02 [I1]; C07D0201-04 [I] NS 8
CC  27-21 (Heterocyclic Compounds (One Hetero Atom))
Section cross-reference(s): 35, 74
ST lauryl lactam prepn cyclododecane reaction; photochem nitrosation

IT Beckmann rearrangement
(of cyclododecanone oxime in the presence of methanesulfonic acid for
the preparation of lauryl lactam)

: 7 CAS %4%%&S (CAS RN®) LO—)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 \_
HO
e 0 %

(M

A —_— $IELD 99%

EINERE

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 DRIIEEIEF

BREDORN

CASREACT 77A4JL

=> FILE CASREACT

=> S aaa-aa-a/PR0O
L1 3 aaa-aa—-a/PRO

RIGRE

CAplus 774 JL

=> FILE REGISTRY

=> § aaa-aa-a
L2 1 aaa-aa-a/RN

RIEICES T SHE ZR%
(REGISTRY)

=> FILE CAPLUS

=> S8 L2/P
L3 4 L2/P

=> S L3 OR LI
L4 5 L3 OR L1

=> D L4 1-5 BIB HITSTR

R # %

2 274N DEIEFZFELDS

B & #F &7
* ZlFH G E TR Y ARG

[chwt] [chrﬁk] [xcomft]

CASREACT 774/ THOHEYrLIEELI—FEM,
CAplus 77/ JLTE T

62




C CAS FILES DRIIEHIEE

BREH . 3-yOoO0=—raOAYEY (121-73-3) hd 3-yO0O0F7=Y> (108-42-9) #&EH T3
RiED>5, IPC (A4 42 %8) BO1J (MEBEMNELXIEZMN AEFTITIEE—;
EZMERIVEMNAE) NMFTEINTVWEEHEZRETS.

- CASREACT 774 JL, CAplus J7A/IL TCERIERZRETS.

* CASREACT 77/ TIIEHLDBEOBRBEMNTELL=H, CAplus F7MIILICAIZEEEZE
HORA—/N—L, CAplus FZ7MILTEHELN-EZLEEDNT-%, B HETERETS.

CASREACT Z71/ DRIt 3F

=> FILE CASREACT

=> § 121-73-3/RCT - RIEYEBREFE

L1 689 121-73-3/RCT

=> § 108-42-9/PRO — LtRYEREE

L2 373 108-42-9/PRO

=> S L1 (L) L2 — E—RIEHAIZRE
L3 293 L1 (L) L2

CAplus 71/ DRIGIEZFE (REGISTRY — CAplus 71/ DIOXT—/—iEZE)

=> FILE REGISTRY

=> 8§ 121-73-3 — RIEYD CAS EREES (CAS RNF®) THEF
L4 1 121-73-3
=> S 108-42-9 — LEYD CAS ERES (CAS RN®) TEFE
L5 1 108-42-9

=> FILE CAPLUS

=> § L4/RCT — REWIZET SXMEHEF

L6 1104 L4/RCT

=> S L5/P — £BHYIZET SXREEF

L7 649 L5/P

=> S L6 AND L7 — EA—RIEFICRETEL L =0 AND EH
L8 380 L6 AND L7

RIEBEZEREDFHFF (CAplus + CASREACT)

=> S L3 — CASREACT Z 7 1/ DBREFREF IO OIS —/IN—BET S
L9 293 L3

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

L10 394 L8 OR L9

=> S L10 AND BO1J/IPC — IPC TBRZET S

L11 39 L10 AND BO1J/IPC
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C CAS FILES DRIIEEIEF

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

L11 ANSWER 11 OF 39 CAPLUS COPYRIGHT 2018 ACS on STN

| @ @A TEYRLELa—F

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. CNT 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 [I]; C07G0209-36 [I]1; C07C0211-46 [I]; CO1B0039-48 [I];

C07B0061-00 [N] <{-=
IPCR B01J0029-74 [I]; CO1B0039-48 [I]; CO7B0061-00 [NI; C07C0209-36 [I];
€07C0211-46 [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 COPYRIGHT 2018 ACS on STN @ CASREACT S7 AL OAT

AN 2010:763769 CAPLUS Full-text EyhLi-La—F

DN 153:148675
TI Method for preparing chloroaniline via catalytic hydrogenation
TIP EfMKFEZRALLZIOO 7YV EHAETLL-ODAE [(BHEIER]
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
Pl CN 101735073 A 20100616 CN 2008-10236175 20081125 <—-
PRAI CN 2008-10236175 20081125
0S  CASREACT 153:148675
IPCI C07C0211-52 [I]; C€07C0209-36 [I]; B01J0023-755 [I] {—-
IPCR C07C0211-52 [I]; B01J0023-755 [I]; C07C0209-36 [I] {—-

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

Section cross-reference(s): 25

CASREACT Z7AIHBLDIORF—N—BEDEZ L
—

Evk42—L(E DN ThHY, CAS EHFBE S TIEXEL
ZDf= HITIND AT Z4—IJLE) [EFRTRINAEL
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C CAS FILES DRIIEHIEE

L11 ANSWER 37 OF 39 CAPLUS COPYRIGHT 2018 ACS on STN ® CAplus Z7(ILDHT
AN  1976:523554 CAPLUS Full-text EvykLf-La—FK
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 19731127

IPCI C07C0085-11; C07C0087-50; C07C0089-00; C07C0091-42; B01J0023-46 {—

IPCR CO7B0043-04 [I]. B01J0023-00 [I]. BO1J0023-46 [I]. CO7B0031-00 [I];
C07B0061-00 [I]; CO7C0067-00 [I]; C07G0209-00 [I]; C07C0209-36 [I];
€07C0213-00 [I]; €07C0213-02 [I]; C0O7G0215-76 [I]; CO7C0301-00 [I];
€07C0303-32 [I]; C07C0309-46 [I1] <{—-

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
100-29-8 121-783-3 329-71-5 550-60-7 3709-43-1
RL: RCT (Reactant); RACT (Reactant or reagent)

(reduction of, catalysts for)
EVrEFHDFEED
@ mATEYH
17 #
CASREACT Z77A4J)L CAplus Z74JL
@ CASREACT 774 I/LDHTEYE @ CAplus Z71ILDHTEYE
1 19 #
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C CAS FILES DRIIEEIEF

&
i e

* CASREACT J74JL& CAplus FZ7AIILTIE, INFERPUNEEDE, RSl AHDEVLDH
)

RICEREBBMICRELEZWVGESIE, MI77MILTRET HELL.

- WI7ALTRELEGAREE, EEXHMERVWTRTT S,

dh
. GEmE

5. CASREACT J77A4J)LE CAplus 774 JL T, 6-Phenyl-3—pyridinecarboxylic acid
(29051-44-3) MEMREICEATAIXMEREFT 5.

=20

CASREACT 774 THEMMY (/PRO) ZHEELTHRL, £4% BIB FHIT ®R T K T
EGNC Y

REGISTRY 774 LT CAS ZixEE (CAS RN®) MoK EFZEITS.

CAplus Z7AILIZORRF—/IN—F5F, ERXBICEE (/P) T5.
CASREACT 77/ IILDEIZLDEEZKR V=R, 24 % BIB HITRN XA TRTTS.

HZ(X P.73
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7% & [ e






REE

R [ e

B EEMRE 1 : CASREACT 77A/JLT 2-=kAOKILIY (88-72-2) Hhin, 2,2-C=—rADRY
D)L (16968-19-7) AT ARILERERT 5.

=20
CAS Z%%E5S (CASRNY) [ICO—)LZHEBELTHEETS
(R /3ZFE L /RRT, £E®¥I% /PRO).

B FEME 2 TiEEOIVELLORLERETS.

0] o}
E—
Me Me
H F
reactant product
(ERDEVR]

RitO—)L, RIEFAL, RISBLEZEET .

EIEIT, FTEREDEHTRYAD.

@ InE 80% UEHLIIIWMEFERODLBEVRIGIZRE
@ HBHFICRE

BYNDE%E% BIB FHIT R X TERRT5S.

=20
D, @ OEENE, BEEFITEETS.

B FEERE 3 : TieDEBIERE (R1 & N TEBZER) #8%J5. (R1=0, S)

R1 R1

| proguct
reactant

[ERDEVR]
REERTIBODEESDEME Ring BR) ICEFET 5.
IVEUS I R FIL—T O ERFICITIEE TEHLY.

IHIT, TREDEHETRYRAD.

@ Verification " FELLEEZELHEE, TIhER (L FF/COM).
@ fih 1% I It (2R E

® 1 BEERIEIZRE

R¥OE%Z% BIB FHIT R xHERATRRTS.

[ErR]
@, DREDR, BEFICTEFETS.
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RE e

W FERE 4

W FEERME S

ZR)ILAXIREMS 1,2-CNO BEEARTARGERETS.
B2, TEREOEHTRYAD.

@ IE 80% ULEDRIGIZEE

@ 1 BERERIGICRE

[E2R])
BRERRZETS.
D, @ OREENE, BEEFITEETS.

CASREACT 774JLE& CAplus Z74JL T, 6-Phenyl-3-pyridinecarboxylic
acid (29051-44-3) OERRIGICETAX#EERET 5.

(=2
CASREACT 74/ TEHY (/PRO) ZIEELTHERL, £ % BIB FHIT
XrEATRTTS.

REGISTRY 774 JL T CAS & ES (CAS RN®) MoEERZEITI.
CAplus Z7AILIZYBRA—/IN—F 5, ERXEICEE (/P) 5.
CASREACT 77/ DEIZLDEHZRIV-#%, £ % BIB HITRN X7R
ERATERTTS.
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REE

21z B
%= [ R
H 2-=rAKLIY (88-72-2) h5 2,2-C=rASARUT)L (16968-19-7) ZEBITARIGERE

=> FILE CASREACT

=> § 88-72-2/RRT (L) 16968-19-7/PRO — CAS Z#RES (CAS RN') IcO— /L FIEFEL THFE
L1 12 88-72-2/RRT (L) 16968-19-7/PRO
=> D SCAN — BE&F v FD SCAN FrEx THE

L1 12 ANSWERS CASREACT COPYRIGHT 2018 ACS on STN

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

Fe{Zy OF B
MO =2
[H=—CH
@[ L Mo, Hebh @[ 2 2j©
Me ”Uz '32“
{ztane 1}
MOTE: 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

Ridly OF 1

NO2 CHo—CHz
@[ t-Bulk, Amyl nitrate,
FHHe NOp Do

He
59

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

=D — T4 =N FDEFHERLTET

L1 ANSWER 1 OF 12 CASREACT COPYRIGHT 2018 ACS on STN

RX
RE¥ily OF 8
il CHo— CHo
1, t-Bulk, THF
He Z. Bré NDE DEN
(stage 11 A

REF: Sunthesis, 4915}, 3471-3475: 2017
COM: STAGEC1Y 2 minutes, 0 deq C
STAGELZY B minutes, 0 deg C
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RE e

HERE 2

B TREOIVEILORIGEZRE

o] 0

Me Me

H F
reactant product

=> FILE CASREACT

=
L1 STRUCTURE UPLOADED

=> § L1 — Y TNBEE
FULL FILE PROJECTIONS: ONLINE #xCOMPLETEx**
BATCH  *xCOMPLETE*x

PROJECTED VERIFICATIONS: 52477 TO 58803

PROJECTED ANSWERS: 7 710 298

L2 7 SEA SSS SAM L1 ( 15 REACTIONS)

=> § L1 FUL — TNITF7LILEFE

L3 107 SEA SSS FUL L1 (520 REACTIONS)

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

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

=> S$ L4 AND P/DT — HHFICRE

L5 8 L4 AND P/DT

=> D BIB FHIT — BIB FHIT st T&HF

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

He’Ji“:r”H\“n”/H“Ph ’;[:::::I”ﬁﬂgmf’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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REE

HEME 3

B TROERERE (R & N TIRZEH) 8% (R1=0, S)

R1 Rl
[
E—
/H - 1]
1| N
resctant I product
H
=> FILE CASREACT
=>
L1 STRUCTURE UPLOADED
=> S L1 — O TNEFE
L2 3 SEA SSS SAM L1 ( 7 REACTIONS)
=> S L1 FUL — TILTF7ILILEFE
100.0% DONE 19209 VERIFIED 481 HIT RXNS ( 16 INGOMP) 100 DOCS
: !

L3 100 SEA SSS FUL L1 ( 481 REAGTIONS) Verification WL EIBENZFHA TLVE
=> S L3/COM — Verification DWEZL L EIEIZRE
L4 96 L3/COM
=> S L4 (L) ANY/CAT — BIER I IZIRE
L5 31 L3 (L) ANY/CAT
=> S L5 (L) 1/NS — —RERILICIRE
L6 20 L4 (L) 1/NS
=> D BIB FHIT — RYDEEF BIB FHIT FrETER

L6  ANSWER 1 OF 20 CASREACT GCOPYRIGHT 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

I 0y 4.0
QO Yy O

19

AP B —==
YIELD 1%

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 RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT

1A



RE e

HEMRE 4

B —rJILFHFTF (NITRILE OXIDE) M5, 1,2-C;NO IRZEMTARIGEREE

=> FILE CASREACT

=> § (NITRILE OXIDE/FG.RXN (S) 1,2-C3NO/FG. FORM) — BFHERFZZETTS

L1 689 (NITRILE OXIDE/FG.RXN (S) 1,2-G3NO/FG. FORM)

=> S L1 (L) 80<=FG.YD — RETRE

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

=> 8 L2 (L) 1/NS — RIEXT v 7H TRZE
L3 259 L3 (L) 1/NS

=> D BIB FCRD 1 — BIB FCRD Z 7= THK

L3  ANSWER 1 OF 259 CASREACT 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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REE

HEMRE 5

B CASREACT 774JL& CAplus 774 )L T, 6-Phenyl-3-pyridinecarboxylic acid (29051-44-3)
NDERRIGICETIXNEHERE

CASREACT Z74/LDiEZE

=> FILE CASREACT
=> § 29051-44-3/PRO — 6-Pheny!-3-pyridinecarboxylic acid DEFERIGF#E
L1 14 29051-44-3/PRO
=> D BIB FHIT 1-14 — 2H#F BIB FHIT Z - T& 7
L1 ANSWER 1 OF 14 CASREACT COPYRIGHT 2018 AGS on STN
AN 167:80597 CASREACT Full-text
TI Design, synthesis and evaluation of aromatic heterocyclic derivatives as
potent antifungal agents
AU Zhao, Shizhen; Zhang, Xianggian; Wei, Peng; Su, Xin; Zhao, Liyu; Wu
Mengya; Hao, Chenzhou; Liu, Chunchi; Zhao, Dongmei; Cheng, Maosheng
CS Key Laboratory of Structure-Based Drug Design and Discovery, Ministry of
Education, School of Pharmaceutical Engineering, Shenyang Pharmaceutical
University, Shenyang, 110016, Peop. Rep. China
SO  European Journal of Medicinal Chemistry (2017), 137, 96-107
CODEN: EJMCA5; ISSN: 0223-5234
PB Elsevier Masson SAS
DT Journal; (online computer file)
LA  English
RX (50) OF 324 BW + BX ===> BE..
P HO 2C HO 2C
‘E e |N
el o
HO OH e
o Br Fh
EW £ By
B —=
YIELD B7E
RX (50) RCT BW 98-80-6, BX 6311-35-9
STAGE (1)
RGT BY 584-08-7 K2C03
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 HCI
SOL 7732-18-5 Water
CON room temperature, pH 1 - 3
PRO BE 29051-44-3
NTE Suzuki coupling, key intermediate
RE.CNT 25 THERE ARE 25 CITED REFERENCES AVAILABLE FOR THIS RECORD

ALL CITATIONS AVAILABLE IN THE RE FORMAT
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RE e

CAplus 71/ DEFE (REGISTRY Z7A /55 CAplus Z7ALINNDIOIT—/V—iEFE)

=> FILE REGISTRY

=S
L2

29051-44-3

1 29051-44-3

=> FILE CAPLUS

=> S L2/P — BREXBIZIRE

L3 24 L2/P

=> § L3 NOT L1 — CASREACT Z 71/ TRoAEEE (L1) B

14 L1

L4 12 L3 NOT L1

=> D BIB HITRN 1-12 — BIB HITRN ZFrEXTEHFET

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 7NV VIEEH. 2-EYISUALRZFYLBRS Y —XOREILHE.
(B ENER]

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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APPENDIX

CASREACT 774Jl - BERZEHDIE

B CASREACT 77/ TIX, IFBEREITTELL.
C UREREIBRFHERICEIRBRINT, BHUNDOSETIETLHEERILEVNT S,

- Bl TREDIKBEREAISAVENERYTHAIRILERRLEZWVEGS

0// St»rucl!ure id\l; . :.> - = o . e
LLX - [meEm L
N I A
" Me 0 o
] aqQ ~
/ ~~ B3
' P \o O/
N X
¢ B N S
i => FILE CASREACT
53 Ne =S GRS =)
3 SLLEL L LY L1 STRUCTURE UPLOADED
=> S L1 FUL
@ => D _SCAN
- EvybT SR IEDH

Rz OF 921

Ph—=CHp—0 Ph—CHg—0

HO CHae
0-CHz=Ph  HaOCHZCI, EtN(Pr-i32, Hell=EHa 0-CHa—Fh
THF
Med—CHz—0 0—CHz—0OHe Hel— CHo—10 0—CHo— e
N—ﬂ—DHe N—L—DMe
! g
stereoizomers stereoizoners
B
AL B RO
EBRYORIEHNEYE
RHCE OF 4
{ie ?Hc
el ! Med..
E MAKRIEFEDELS
fcZd, BF3 o—— i “Cos
o e L =
dH Ofe

86

MOTE; Clazsification: O-Acylation: Substitution: Diastereocselectiwve:
Acetoxylation: # Conditionz: Ac20 BF3: O deq 1h

* CASREACT 774 T, BM DI KBFEREZEITOIVEORICDAZHRELEZWIGES T,
REGISTRY 774/ TCEHMDOYMEEZHEL, TDFHE% CASREACT 77/ ILIZYVRRF—
N—T3.
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APPENDIX

CASREACT 774J)L — CA HEDLO—FDINEFHR %

B NEShIRICDEREEL, ERICIOTELD.

- 1985 ~ 1990 &£ - X EHEH 100 FEHS, CA IJ7MILOBE#IEEEI 3
(EDay 21~34) IZHREINEXHPDOTRTORIGZEINEE.

- 1991 FELIF% - CA 77AINICIEZ SN DT AR TOHFTR/XHILRIRESNT-, &R
MICEZEDHLIRICZINER.

-1991 &£ 1 B 1 BURIZHITINT=, CA J7A/JLINEGERRD
HEEALEIRSINT:, ERMICEEZEDHIR L ZFINE.
W 1991 FLEDOINERR%E
C LUTOERGICERITIRDERETIMERXEEHTEINERTS.
- HRG, EBRLG BHL, BOM, BEEIN-, BEShT-, XEINT, BiEShT-
HEYG, F{E2L A&EL A8, FoRG
(BICHBIEEYEDEREDHEIEET H0ITTIEAL.)

- MNAKRERE (TFUFFERME, OCTXATLARRY), IARBEYE, CEBERME,
EEERE MOBEREICEEZSAGVVREERENOER) OHLIRG

- WEINEFBREORE; BREORGEE THRIERAF—L4

- BAaomE, B, REGEEFELAEMNRIGHR

- REBE 22— IREBRIS, BLLWERAE

- BELE-EBRYIRESATOED, ERICIERILE,N > RIE

- HRFELIERLBERETHIEVSIEZHICERLI-EEMK
 UTORIGRIGERE T DX ITIE SN

- BAR ARNTRL, EEREOMDHLPLIYMELZHARDI-HODILEYDE K

- FEIEDVWTE KAV MDLBVERMRIGICEDIEEYDE AL

- BENGEHALEMOERES, BENLGTI/BORKEDOOYTIVIT RIG

- HRIE, KM, BEMNY, BLUBERBHIRADISIGRIEDEERYDES
[CEAEDBENTRTD KRG

- EHYHIBETRRETERVLRIE
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B CASREACT 774 JLIZIRFEIAGZLD, FEEREATZLEHEHRIELERD
- RYR—DEESRG
s TEMRE, R —IVLT7YTEDILFE T EML X

- B/IN—DERRIG

B ZEREREZINETIES, UTOXHITERTIHYSMERIGEFERBEINS.

- REEOMMEBREICHAT IR

- ARFEEEROSRE

- Ly C-C HELERDERFIINEFRTHIILLRAETEHH, FINICEBINSRE
- NAFTUETILEIIL (C1-3) ITKBBEAETILFIVIERE
- ALRZNAEEYHLETILFINELENE=TILIA—ILEEHRTHT ) Zvr—IILRIG

- ZEBRIGERAF—LOEBRICENT, EENERLEZRE

- ERIEINENE, BEEOERICEIEXMATOEESEISHIEINS.

B PIRSNEIRTORGHIFSNDERFIRLGVDT, —RBICREYEERMIE D EE
BRI HIEMNIFELL.
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CASREACT 774J)L — 1990 FELIRTDOUNEF ML

W 1990 FLIRTDUINERH L

Accounts of Chemical Research

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

Anales de Quimica, Serie C: 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 Ion Processes
International Journal of Peptide and Protein Research
Israel Journal of Chemistry

Izvestiya Akademii Nauk SSSR., Seriya Khimicheskaya
[zvestiya 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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