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CAS STNext DRISIEER

CAS STNext CI%. RIGIBIRICEAT 2T —ERXN—IDEHEHIN TV S,

RIGIEERDF
KIic¥) (Reactant) fhis (Catalyst) /Y (Product)
Pd(OAc),
Br+ Ph N-Phenylurea AN Ph
H/\/ K2COs3
DMF
98%
sZ (Reagent) IY=R (Yield)

AR (Solvent)
BRARBIBRD S RIGZRETE 3,
BERER
CAS Ei#ES (CASRN’) D5 D&RE

BEREDHIH 5 DIERR
BERPINERL E DRIGSRED 5 DIRER

REBHROT—2RN—ZX—&

(2025 & 11 AIET%)

_ N NSRS
s (IRSREEM. BEIERE)

CASREACT BREERIGBEREZ SO T —EZN—2R <Xk> 250 AEUE
(B &. C E] CA NERRXEAD S FIR L e RIGIBEHRZINE  <&Ib>1 & 5,600 AU E
(1840-. #&H)
REAXYSFILESUB  {tE¥EDT—Z~R—2X <¥)&> 5,810 FELUE
ME. M. RSIERzZINER (1771-. & 2 [A])
PS EERT—EN—2X <¥)&E>2,930 1%

HRBPIC EHFIN-EELREZRDEMIE. (1957-. EHA)
EIB(ER. 4SEFIBHRE ISR

CAplus/CA 2 LVEIDBTFOXET — 2 RN—2R <X k> 6,790 AU E
PERP (85%) O—JL{d5I% 1907 - (1808-. &H)
[A &, C E] PREP (8&) @ CAS O—JLH
t5IhTWVWBXEEIE 935
FEME
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KRR RHEHELI—FH

~ CASREACT 774 JL (FHIT XTHR)

RX(6) OF 19 ...K + Q ==> R
Me0
Cl
Me0
K 0
Me
2"\\V//\\0
R
RX(6) RCT K 3535-37-3, Q 20059-73-8
RGT S 1310-73-2 NaOH
PRO R 122898-67-3
SOL 7732-18-5 Water

- REAXYSFILESUB 77 )l (RIGL J—F RX RRAZ)

Reaction:
Reaction ID:

BENTRICOBEZILETES

OHe

RIGEH)
HELREN CAS BRES
(CASRN®) THR3|ITNTWV3

REMOMEL 1— FHES LI
(BERIEEL)

38015357

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

26969215

8-hydroxy-6-methoxy-5-(3-methylbut-2-en-1-
y1)-3-phenyl-1H-isochromen-1-one

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

26969216
6-hydroxy-4-methoxy-3-(3-methylbut-2-
enyl)x2011;2-(2-oxo-2-phenylethyl)benzoi

Reference Count:

ERMOMEL 1— RES LB
(BRI L)

| N

Reaction Details: RISEE
Reaction RID: 38015357.1 /
Reaction Classification (.CL): Preparation
Product AN (.PRAN) 26969216
Reactant AN (.RCAN): 3587155; 8128138
Solvent AN (.SOLAN): 1718733
Product: 6-hydroxy-4-methoxy-3-(3-methylbut-2-

enyl)-2-(2-oxo-2-phenylethyl)benzoic acid
Reagent: water; potassium hydroxide
Solvent: ethanol
Time: 8 s
Yield: 82 percent
Yield Numerical: 82
Reference(s): 63563249: Journal: Chen, Wen-Zhang et

al., Chin. Chem. Lett. (2014) Vol. 25,

No.5, pp. 749 - 751 \ g g
=]
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PS 771JL (ALL RTER)

AN 30157 PS

ED Entered STN: 24 Aug 2022
Last updated on STN: 11 Jun 2025

CN GENERIC: Cilnidipine
SYNONYM: FRC-8653 s
SYSTEMATIC: (E)-(+-)-1,4-dihydro-2,6-dimethyl-4-(3-nitrophenyl)-3,5- LFMEBN
pyridinedicarboxylic acid 2-methoxyethyl 3-phenyl-2-propenyl ester

cC CO8CA14

THER  antihypertensive; calcium channel blocker (calcium antagonist)

RN 132203-70-4

MF C27H28N207

INCHI KJEBULYHNRNJTE-DHZHZOJOSA-N

DRV CN.DRV unspecified stereochemistry
LSF.DRV C27H28N207
MW.DRV 492.53
RN.DRV 102106-21-8
CN.DRV (+)-enantiomer
LSF.DRV C27H28N207
MW.DRV 492.53
RN.DRV 132338-87-5
CN.DRV (-)-enantiomer
LSF.DRV C27H28N207
MW.DRV 492.53

SO A B :
RN DRV 132295-21-7 EEMmDEMIERZ INER

BHRAF—LTREDOFNZLETES

GI
OxCH H
3 H3C N, _CHsx
H3C o NH, A0 120 °C H-C 0 1| 0
H3C /\/OJ + —_— | T
0 9 o o
0 N
NO. Z
2 NO,
2-methoxyethyl cinnamyl 2-(3- Cilnidipine
3-aminocrotonate nitrobenzylidene)-
acetoacetate
FREIABIR
INT
Intermediate(s) in Substance Preparation
CAS RN |[Molecular Formula|Chemical Name
+ +
102106-88-7 |C20H17NO5 |cinnamyl 2-(3-nitrobenzylidene)acetoacetate; But

| |anoic acid, 2-((3-nitrophenyl)methylene)-3-oxo-,
| | 3-phenyl-2-propenyl ester (CA Index Name)

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

H EEER

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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RFRLHED LERR

T 7 AILIC & o TSR PN E . RERELGCHELSZH. BNICEOETEYLR T 71IL%Z
EIRT %o

- - Rt | CAS EREE | J7rIIEED EitE
O

CASREACT RIS O O
E9%Y) O O O O
St O
A O O CASRN® 183 O
fb g X ANE X
X
S X JANG X
REAXYSFILESUB RSy A3 O
%7 A3 O
it S O X X O X
fi X O
AR X O
PS FRRS X
X O X
=AY X
CAplus/CA RISY A4 O
. O
£ A X O CAS RN’ &% X
EE A O

*1 A DIEBIE CAS EiZES (CASRN®) OfF5HMRTE2TIEAE L,
2 BEREOEELOYEDL I—-REBESEHEL T. RBBREZKRET .
Bl . ey rLIEME (L1) DERYITH 3 RSTERIE =>TRALL 1- AN /RX.PAN TR,
*3  CASRN® OUYERZE(IK 18 %,
*4 CASREGISTRY 7 7/ /L THERRLIERZI7OXA—N—TF 3,
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CAS FILES O RIGIEER

Xk D RIS EHRDINER T &t

SR (RESEXHFET)

RIGEHR

XAERIEHR %z N

R A — £ B

r

3

RIS B & INER

CAplus 7 7L
BIB
AN
DN 123:45678
ABS
AB e o o
IND
IT RIS A
IT &£/ B
XD FEEICEE T 2MEE RS

CASREACT 771

BIB
AN 123:45678

ABS
AB + ¢ -

IND
IT RISY A
IT £/ B
RX(1)

RIS A > £ B
RCT RS A

PRO Srit B

| CAplus/CA 7 71ILL
B U1EHRz INER

NADEHELZEDHED.
RIGES5YEZ § X TEHKS|

INERL O— FE DR

DN
@ )

CAplus 7 7-1JL (1808 £-)

CA 771JL (1808 &)

CASREACT 7 7 )L (1840 £F-)
* B FERIGIERICEL
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IR ERH

<{t&%¥ B OEH>

Sty
C¢H13B(OH),
' Br O O'O CeH13
o O.Q O PACh(dppf); CBH"’
A K2CO; aq B I 71%

toluene

Sy g | B LS =I5 %Y)!

CAplus 7 71 JLDFF| (AN 2010:1279237, DN 153:543934) BIB

ABS

ST  org semiconductor device indenofluorene deriv solvent soly processabilit

IT Semiconductor materials
Transistors

(organic; indenofluorene-based semiconductor materials with high solven
solubility for organic semiconductor devices)
IT  Semiconductor devices
(organic; indenofluorene-based semiconductor materials with high
solvent solubility for organic semiconductor devices)
IT [1247953-36-1P < E£p
RL: IMF (Industrial manufacture); PRP (Properties); SPN (Synthetic
preparation); PREP (Preparation)
(indenofluorene-based semiconductor materials with high solvent solubility
for organic semiconductor devices)
IT 116343-08-1.| Hexylboronic acid | 848982-57-0 « RIS
RL: RCT (Reactant); RACT (Reactant or reagent)
(indenofluorene-based semiconductor materials with high solvent solubility
for organic semiconductor devices)

XEDOEBICBEELARVWYE CREORE - 3 - iiERY) &
| TN,

ERH). RIcH 7 ERIGEBEMEIX IT 71 —I)LRICHI&ICERS]
INB, E—RIGHFZTRIIERIEEL.
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~ CASREACT 7 71 IILORISIERR (AN 153:543934) S —

RX(1) OF 1

2A

[ oo
B —

BIB

2A + B ==> C

ABS

(CH 2)5\
O -
Me *
S(CH
C

YIELD 712

RX(1)

RCT |A 16343-08-1, |B_848982-57-0) « RIS
RGT D 584-08-7 K2CO3 « EE
PRO | C 1247953-36-1| «— S
CAT 72287-26-4 Palladium, <« fipiE
[1,1'-bis(diphenylphosphino-kP)ferroceneldichloro-,
(SP-4-2)-
SOL 7732-18-5 Water, 108-88-3 PhMe — AR
CON 8 hours, reflux — RISEMH
NTE Suzuki coupling « JFEd

AN

TRNTORIGESMEIRET EICEKE TN B,
NP RISFADIRES NS,
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CAplus/CA 7 71JLE CASREACT 7 71 ILDOINEEREDLLE

(2025 & 11 AIET%)

CASREACT CAplus

UNEREE 1840 FELAR% 1808 A%
(PREP (84E) @ CAS O—ILhMftE
TNTWBDIE 1907 FELLBE)

UNERER <Xiit>250 AU E <X#k> 6,790 AU LE
<®i>1 & 5,600 AU E (PREP (85&) @ CAS O—ILHMfF5ENnT
WBXak#ld 935 AL E)
IRERmk  CA ISR TLW3 L a—RO—ER CA IR RDILFESE LML ZEELDE

R5|HEt ESERNICERODOH B3 REZER XEAD ERECRBEOHFRIEESMEIC
(BICHREMBEOENEDHZINERT S BETZYE
HIFTIEEWL)
A TRTDORGESNEZNET 5 ERIESY ORI I — 23D TRIL<
BN ZRETES
INRIBHRDUINERT B

AVWFRORIGERHIRRTES
RIGEEMEPINRBHRZ) I L
TREBRDERNTES E—RIGRICPRE L 7cARFIZF T E AL
ARDHEE. BE. MIEIIR I ThaL

INRIERIFINER T 7R L

=R

CAS STNext (CId. RIVERICEET 3T —IN—IDEHEH TN TVE, NFFECINEAS. &
REREB EDNRBR B . BRNICEDETEYE T 71 ILZEIRT %,

CAplus 7 71JLE CASREACT 77 I)lid. RIGEEEMEDRIIFHICEWVWHLH S,
CASREACT 7 7 M ILIZRIBHRERICFHL LT —EXR—XTH 3,
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B CASREACT 771IJL

CASREACT 7 7M1 ILDINFHABPCREFEICODOVWTTHBNLET,







=

CASREACT 77 JLId. CAS fFD T — R —XATH 3., LEZRBBERETETERFET
BRETE S, IcfEl. EEMERUHISBERERTET RV,

CAS BEES (CASRN®) ZE>7-1&%

f : RJLI> (108-88-3) "S5 T/ —JL (108-95-2) DA
REEMRZFE > BERE

Bl @ UTORIGZER

sy

BEEERAEZFE-RER
Bl . TS TILIA-IILADETRIG

RISMPERMOEEL T TR, SELERRBEEAEDETRETE 3,

B /SOL

/CAT
ANY/CAT : fiEZF > TWVWABARIGITARTICRE

CAS Eix&ES (CAS RN®) /YD

- BER. BEREA NONE/YDT ({RE D&% L)
ERERRA {\JFSNYED/FG.YDT (INEDE&HEL)

RGERDF—7— R INTE

Mt JIT

RITE* /PY

BEREE /DT

R IFFDOH
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I £ &5 [

CASREACT 7 7 JLICIE CAS DUREFE#E (APPENDIX &) ICEBRLIEREANEETNT
Wdo

—BRERISE FUVZRERICNAINEIN TV S,
RIEICEAET 2 IXRTOLEYNRIITN TV S,

RXBICEHE TN TUNIE, WRPRISERMSF. Z2HICETHER (F—7—F) DBINE
INTW3,

CAS ER DO RIGIER (1985 FLARE) ICMX T, MMONWNFENSDIRBE\ERZINEL TWLW 3B,
D UNERR (=> S NONCAS/FS TRRETZE 3)

InfoChem (1974-1999 £)

INPI (1840-1985 #F)

SORD (1961-2011 )

Wiley (1921-2015 %)
Biotransformation (1971-1997 £)

CAS UADWERFED T —RICDVWTHUTOKEZFATE %,

TARTORICEEYEIC CAS BiExES (CASRN') M5 TL 3B,
(INPI, Wiley HRDRIEERIT. SR BED CASRN' ONENFTRLEBIZENDH B)

O—J)l. RIGEMML. YRy EYITZHEELLREY. ERERRNMFMATE 3,

INERER
1840 1985 1991 R#E
=+ = EE %lf\l‘ 100 Elﬁ -
BME 5 5 3L (ﬁ%{%ﬁj-ﬁ]g: 3) i TANTOD CA INERMEE
CAS fERLD . TARTOH CA UNEREFET
RIS 5L T8 (R— v U5 D 5 INER)
FHY | |« CA INBOFMRX (1944-1984) |

InfoChem/INPI/Wiley/SORD Hi3k D 1E%R
Z O fth D YN £k Biotransformations database DE&EK
(CA UXERER D & X R)

Wiley #tHRD KEIEHR O H 8

Encyclopedia of Reagents for Organic Synthesis (EROS) : e-EROS 2001~2015 £hR
Organic Syntheses : 1921-2015 &
Organic Reactions : 1946 -2008 &
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Ld— K&
LO—RIEXMEMTHD. 1 LI—FK =1 XETH B,
CAplus/CA T771ILOXEkEHRE CASREACT 7 7/ IILHBBEHOKRIGBHRAREZFEETNATWLS,

CA 774 ILDOXENIEEHR
(BIB+ABS+IND+RE)

RIS 1B

1 L3a—-~Fr
RIS 1

Ri& 2
() CASREACT 7 7L T
RS 3 2 foREIEHAE Y ~

= 2 DOXEHIEY +

= I 15 ¥ D IR £
—EBERIS (B FIRRICZRE L 725HmX)
Ri& (1) A ---> B

RI& (2) c ---> D
RI& (3) E ---> F

ZEBKERE A + B --> C > D --> E (fil: 26K)

i (1) A+ B ---> C

&It (2) cC --=> D

i (3) D ---> E

Ris (4)= RIt (1) +(2) A+ B --> C ---> D

EiS (5)= RIS (2)+(3) C > D > E

KIG (6) = RIG (1) +(2) +(3) A+ B --> C ---> D ---> E
% % B P R I A+ B ---> C ----- > D (- FEEXEERK)

|___> E ---> F

RI& (1 A+ B ---> C

&Fll_:,_\ Ez; C --—-> D - c‘:‘@ff*ﬁ&ébﬂ"c%b“/ FIBLDIC

RIs (3) C --> E DEILEERTYy THBPRFIN TV S,

&It (4) E ---> F

Ris (5) = Rix (1) +(2) A+ B ---> C ---> D

RIS (6)= RIS (1)+(3) A + B > C —> E

&Ris (7)= &is (3) + (4) cC --> E ---> F

RIS (8)= RS (1)+(3)+(4) A + B --> C --> E ->F
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L aJ—FK#l (BIB ABS IND RX(1) RX(2) RX(3) ®xRHX)

BIB
CAplus/CA

TJ71ILD
EBEHR

ABS
CAplus/CA

TJ71ILD
¥ &

IND

CAplus/CA

TJ271ILD

ELAR L

AN 132:222457 CASREACT Full-text

TI Photochemical process for the preparation of lauryl lactam from
cyclododecane

IN Ollivier, Jean; Drutel, Damien

PA E1f Atochem S.A., Fr.

uo ARKEMA

UOS Arkema

SO Eur. Pat. Appl., 7 pp.
CODEN: EPXXDW

DT Patent

LA French

FAN.CNT 1

PI
PATENT NO. KIND DATE APPLICATION NO. DATE
EP 989118 Al 20000329 EP 1999-402108 19990824
EP 989118 B1 20011024

PRAI FR 1998-11734 19980921

AB Lauryl lactam, useful as a monomer (no data), is prepd. in high yield
and selectivity by the photochem. nitrosation of cyclododecane with a
nitrosation agent (e.g., nitrosyl chloride) and hydrogen chloride in an
org. 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 C@7D0201-04 [ICM,6]

IPCI CO7D0201-04 [ICM,6]

IPCR CO7D0201-04 [I]; CO7D0227-02 [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 prepn. 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 prepn. 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 prepn. 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 prepn. 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 prepn. of lauryl lactam from cyclododecane)

IT 947-04-6P, Lauryl lactam
RL: SPN (Synthetic preparation); PREP (Preparation)

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

RIGERRR | 12



RX(1)

1 ZEHOD
RS 1E R
(CASREACT
T771ILEER)

RS E

RIGER
R4
RS
EmY
A
EEC

RX(2)

2 BEEHOD

RS 1EER
(CASREACT
77 1ILEEAE)

RX(1)

RX(2) OF

RX(2)

Ris<v 7 RX(1) OF 3

RCT
RGT
PRO
SOL
NTE

RCT
RGT
PRO
CON
NTE

—EBERIG RX(1)
A—->B-H
////"m"m&@&m@ﬁﬁ%ﬁv
A ===> B...
H HO~_
(D
—=
B * 3 RIS BB AL
A 294-62-2
C 75-75-2 MeS , D 2696-92-6 NOCl, E 7647-01-0 HC1
B 946-89-4

67-66-3 CHC13, 7732-
gaseous HC1l and NOC1 us
used, photochemical

sodium vapor lamp (400 W)

RIGESYEZ CAS EiR&ES (CAS RN®)
THEIIThTW3

..B ===> H — BB RS RX(2)
A— B —H
H
x
N
(2 H
—=  YIELD 9 Iy &
B 946-89-4
C 75-75-2 MeSO3H
H 947-04-6
1 hour, 135 - 140 deg C

Beckmann rearrangement
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RX(3)

3 #HEBD
SRS
(CASREACT
T771ILEER)

ZERMERIS RX(3)

RX(3) OF 3 COMPOSED OF RX(1), RX(2) A—> B — H
RX(3) A ===> H
- b
* N
2
STEPS
A —
B
YIELD S
RX(1) RCT A 294-62-2

RGT C 75-75-2 MeSO3H, D 2696-92-6 NOCl, E 7647-01-0 HC1

PRO B 946-89-4

SOL 67-66-3 CHC13, 7732-18-5 Water

NTE gaseous HCl and NOCl used, sodium vapor lamp (400 W)
used, photochemical

RX(2) RCT B 946-89-4
RGT C 75-75-2 MeSO3H
PRO H 947-04-6
CON 1 hour, 135 - 140 deg C
NTE Beckmann rearrangement
RE.CNT 2 THERE ARE 2 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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CAS EiE&ES (CASRN®) &%

CAS ZiR#ES (CASRN®) ICRE| (O—JL) ZFHEL THRRTZ 3,
¥ . EAEEOSVO—I

o— )

/RCT KIt¥ (Reactant) . RSY £ 1= I3 =

/RGT 2 (Reagent) (Reactant or Reagent) (/RCT, RGT)
/PRO 4% (Product)

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

/SOL AR (Solvent)

/CAT fhg® (Catalyst) *ANY/CAT @ fERISICEEE

O-ILZEELBEVBEIRE. IRTOO-IIRENR
LEPERBRHD S IZRBETEAL (RET —ZICEETAA>TULARL),
B BERIE CASRN® RERDAAEE (BEREK. EREERRIIFH),
EA—RISFICRET 356, (L) BEFZES,

O—-)ZEELIKRE

[/A3& 1] CASREACT 774 JL T CAS ¥8%ES (CASRN®) I[CEEO—I/L%IETE

=> FILE CASREACT < CASREACT 7 71IJLICA%D

=> S 137-58-6/RRT — URAM>ZzREVMELIHAECT IR
L1 102 137-58-6 /RRT

=> S 137-58-6/PRO — YURAAIVEERY T IRE

L2 53 137-58-6 /PRO

[(57E& 2] REGISTRY 770 I)ILDEIZLEy b+ (L FS) ICO—IIL%EZBE

=> FILE REGISTRY < REGISTRY Z71JICAD

=> S LIDOCAINE/CN — JRAAL VDL THRE

L3 1 LIDOCAINE/CN

=> FILE CASREACT < CASREACT 7 7a1JLICA%

=> S L3/PRO < REGISTRY 7717 I/ILDOEEEED L ESZEEL THEREK
L4 53 L3/PRO (DrRHh1>2ERY e RE)

FVWDITOER

3WEUTOHRE - [HFE 1]
4 MEUEDZE - [HE 2]
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#®E&EH : (£)-3-Penten-2-one (CAS RN® 3102-33-8) DEMEEZHRET 3., T 5IC.
7ErZFUIJ (CASRN®75-05-8) ZRGM/AFICAVWTVWAIRIGICIRET %,

=> FILE CASREACT < CASREACT 7 7a1JLICA%

=> S 3102-33-8/PRO < 3102-33-8 "4ERYDORIGEERE

L1 409 3102-33-8/PRO

=> D FHIT — 1 HBDEEZ#%# FHIT XA TERT

L1 ANSWER 1 OF 40 CASREACT COPYRIGHT 2025 ACS on STN

RX(32) OF 1191 BW + BY ===> CA...
Hi//$>0 /j\\}/ /ﬂ\yﬁf\
H
BUW H3C Me Me
BY CA

RX(32) RCT BW 75-07-0, BY 67-64-1
RGT AC 1310-73-2 NaOH
PRO CA 3102-33-8
SOL 64-17-5 EtOH
CON SUBSTAGE(1) © deg C -> room temperature
SUBSTAGE(2) 4 hours, room temperature
NTE stereoselective

(32)

=> S L1 (L) 75-05-8/RRT «— 75-05-8 RICY/AHEDRIGICEE
L2 1 L1 (L) 75-05-8/RRT
=> D FHIT < FHIT R TR

L2 ANSWER 1 OF 1 CASREACT COPYRIGHT 2025 ACS on STN

RX(1) OF 1 A + B ===> C
H3C—C5EN Ho
H ¥
A H
Br
(D C
B —=>  YIELD 7X
RX(1) RCT A 75-05-8 0
STAGE(1) B —RIGPFICBRE

RGT D 37350-66-6 Ag Zn alloy
SOL 60-29-7 Et20, 109-99-9 THF

STAGE(2)
RCT B 106-95-6

STAGE(3)
RGT E 7647-01-0 HC1
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
RIGIEHRR | 16



EERT

CASREACT 774 JLix 1 LO—F =1 XEMTHEASIN TV, €D, 1 LOA-FICHE
BORISBERVINF TN TWVWBRIHENH B,

Bl : A+ B ---> C ---> D ---> E OEMEICET 3 XM

= KRS (1) A+ B -> C
Ris (2) C > D
RS (3) D > E
= RS (4)= RS (1) +(2) A+ B -—> C -—> D
RIS (5)= RIS (2) + (3) C —> D --> E
= R (6)= RIS (1)+(2)+3) A + B ---> C > D > E
RIEBHROERT

BEANICIE. RRELTEY LAY (= BRORIS) Z2RTT %, O, @ ZFIRTE B,

@ FHIT XT=FER D BUICEY P LIERIGD & EKRT
@ HIT ¥RER D EwbLERIBRIARTERR

(ACRIGHAESRTENDIHENDH B)

BzIF. EvbLIERENXM A + B ---> C DFE. UTORIGHERTRINDB

@ FHIT RRFER D RE (1)
@ HIT RRER CORIG (1) RIG (4). RIG (6)

EYybFLTLVARVEDDED TIRNTORGERZRT LB, KRADFEBICRAS
BEhHs (EEMARDOXEE L),

CASREACT 7 7 A JLICIE. RIGEICI X T. CAplus/CA 771 ILE AL XEIEHR (EFBER.
Wi, K3l Y) PIEINTWVW S,

RIGERZRTT . XHOERBREEGHDETRTRTBZ LD TE %,

% : =>DL1BIBFHIT
=>D L1 STD FPATH

CAplus/CA 771 ILERLERTHEXZFATES (ALL. FBIB. FAM KRR ILIUSN).

ALL R TIF. XBMBERICMZA TINTO—EBRERIGHRTEINS,
BHREHIFEICZVWEENHZDOT. BERFALEZL,

RISERRR | 17



FBRTFER (RIGIHH)

BF . HFAEEOSVRTER
R ® ™ A B
FCRD EyvbrLERVORBOBERO I /NI FRR
FCRDREF <¥ 7 #JL ~>FCRD Y REH (SO. PY)
SCAN <BIEF v UM>FCRD LIZE (AIZHBESDIEEASH)
FHIT EvhLERTORBORBEYY 7. BER. KIEEHN (First HIT)
HIT Evhbt?ﬁf@&ﬁ@&m7v7\$ﬁﬂx&m%%\tvh&—A%
ST T71—ILE
oce EvbE—LZBECT7r—ILrE (REES) L&ET71—ILRICHBITS
Ev b2 —LODEEH (OCCurrence)
RX EyhLEIRTORBORIGY Y 7. BER. REEN
RXG EvhLEITRTORIGORIGR v 7. HEEK
RXS EYRLEIRTORBORIGER Y 7. RIGEK
RX(n) Rt n ORIGR Y 7. #BEXR. REEN
RXG(n) Ris n ORIGR Y 7. BEX
RXS(n) RIE n ORIETY 7. RIGEH
SSRX IRTO—BEBERIGORIEYY 7. BEN. RIEEN
SSRX(n) —BERE n ORIGR Y 7. BER. RGEN
CRD EyvbLEITARTORBDIY/INY bRR
CRD(n) RIi& n @32 /NT &R
CRDREF CRD rRE#H (SO. PY)

CRDREF(n) KIS n @Y NI FRTFECEER (SO. PY)
EvbLIEREDSE, RPRATYITHOZUVRIEROREY Y T EEK

PATH (BERICL>TRREINZRGEBIERE 3)

SPATH tvhpt&ﬁ@?ﬁ\%%2?v7§®9@u&m®&m7v7tﬁﬁﬂ
BRAICE>PTRTIINIRIERITEL D)

FPATH PATH ICRSZEHIHEM (Full PATH)

FSPATH SPATH ICRISEHHENM (Full SPATH)

AT ERE D REBEML () FAKRTSNABVIANT FBRIGRNDRT

RS~y 7 : | ...A ===> B
RIGEH | RCT G 294-62-2

RGT C 2696-92-6 NOCl, D 7647-01-0 HCl
PRO A 946-89-4

RIGERRR | 18



F3Hl : Clarinex (CAS RN® 100643-71-8) DA EZANRSB,

=> FILE CASREACT < CASREACT 7 7a1IJLICA%
=> S 100643-71-8/PRO — £RYORIGICERET 3
L1 61 100643-71-8/PRO

=> D SCAN <~ SCAN RT-FERXTRTR

L1 61 ANSWERS CASREACT COPYRIGHT 2025 ACS on STN

TI Design and synthesis of thiourea derivatives containing a
benzo[5,6]cycloheptal1,2-blpyridine moiety as potential antitumor and
anti-inflammatory agents

RX
R(4) OF 35
cl
| = cl
L | ~
N »
KOH, Water, EtOH
N
—0Et i
93

NOTE: optémized on solvent, reagent and reaction time, optimization
study

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

SCAN KRR (RFEFzvIH) ORTRE
R

FCRD(Ew FLERVIORICOBERO® IV /INY FFRR)

=> D FCRDREF 31 < FCRDREF AR ATERT

L1 ANSWER 31 OF 61 CASREACT COPYRIGHT 2025 ACS on STN

RA(4) OF 35
cl
] S cl
N oz
KOH, Mater, EtOH .
N
—0Et [V
9z

REF: gaggrganic & Medicinal Chemistry Letters, 22(8), 2701-2704;

NOTE: optimized on solvent, reagent and reaction time, optimization
study
CON: 6 hours, reflux

FCRDREF RRER (T7x/IL k) OXRTAE
FCRD (Ev FLIERVOKRIEDEBER D> /N FRER)
E&EH (SO. PY)
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=>D
L1
AN
TI
AU
CS
SO
PB
DT

LA
AB

RX(4)

RX(4)

31 BIB ABS FHIT « EEBR. PREROEBEHR (FHIT) 24808 TERR

ANSWER 31 OF 61 CASREACT COPYRIGHT 2025 ACS on STN

156:560388 CASREACT Full-text

Design and synthesis of thiourea derivatives containing a
benzo[5,6]cycloheptal1,2-blpyridine moiety as potential antitumor and
anti-inflammatory agents

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

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

Bioorganic & Medicinal Chemistry Letters (2012), 22(8), 2701-2704

CODEN: BMCLE8; ISSN: 0960-894X

Elsevier B.V.

Journal; (online computer file)

English

Benzo[5,6]cycloheptal1,2-blpyridine 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.

OF 35 .1 ===> L. — RE~Yv
I N Cl X Cl
S A
N N
N N
LS |
H
Et0 0
(4 L
I —=  YIELD 9%

RCT I 79794-75-5

RGT M 1310-58-3 KOH

PRO L 100643-71-8 « RIGEH

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

CON 6 hours, reflux

NTE optimized on solvent, reagent and reaction time, optimization
study

RE.CNT 29 THERE ARE 29 CITED REFERENCES AVAILABLE FOR THIS RECORD

ALL CITATIONS AVAILABLE IN THE RE FORMAT

FHIT ERFEROEXRTIHNE
EyvhbrLERIAORIGORIGR Y 7. BER. RIGEHN

RISIERRR | 20



=> D FPATH 31 < FPATH RRFER TERT
L1  ANSWER 31 OF 61 CASREACT COPYRIGHT 2025 ACS on STN

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

RX(20) A + B + H ===> L — RE~Yv
e Cl Me
e
N/ o @ 1
* N
a 1 H cl 0Et < BEN
A B H
4 FPATH R DORTAR
SIEFS, EvhrLiERIEDOSE. P XATY FTHOZW

RIEORBR v 7 EEER
BREANICE>TERRINBZIRNERIIER D)

Cl

=
e
¥ FPATH R R TR RX(1)~(4) ORBENHRFIING DT,
MRS AP AR L RR TS ‘
(L8] FHIT RARFER TIE RX(4) ORIGEHNOADRRIIND
N
) FPATH RRHEXTIE ‘
O ERMOAZIBEL TRRLILBE. HEMEN I DN D
- @ REMOA%IEELTRRLLEBE. BREEUAT DL S
RX(1) RCT A 31251-41-9, B 63463-36-5 < RIEHN
PRO C 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
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=> D 31 RX(3) RX(4) <~ RX(n) ¥TRFEEATERT

L1 ANSWER 31 OF 61 CASREACT COPYRIGHT 2025 ACS on STN

RX(3) OF 35 ...E + H ===> 1I... < RX(3) ORIGR v 7
N Cl
|/ RX(n) R DORTRE
N BEELEERBEBESORKEY Y 7. BER.
RISEK
] J BTy TORMERTTE S
He O™ PR Ey FLIERBUADBRTTES
E H —
N Cl
2
N
N < RX(3) O#EEKR
X
Etﬂ/go
\I’IELD Tz
RX(3) RCT E 38092-89-6, H 541-41-3 < RX(3) ORWKEKN

RGT J 121-44-8 Et3N
PRO I 79794-75-5
SOL 108-88-3 PhMe
CON 3 hours, reflux

RX(4) OF 35 S N < RX(4) ORIGR Y 7
Cl O Cl
s s
N N
/*L b < RX(4) OEER
Et0 0
(4 L
I —=  YIELD 9%
RX(4) RCT I 79794-75-5 < RX(4) ORIKERW

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

RIGIERRR | 22



Rt SEFHRDOERE

TREOIEEL SBRENTRETH B,

CAS ZEFES (CASRN®) /YD

i RE. BERRKA NONE/YDT (UNZE D&k L)
BREERRA {\IF(SNYED/FG.YDT (IREQRHH L)

RISERXTv T8 /NS

REEHROF—7—F /NTE

MEEH JIT

HITE" /PY

BErlfESE /DT

FR=YIREHFOH

WEPRERT Yy TRERERRT + — LR TH B, BELEELLBERRNTE 5,

=> S 90<=YD «— Y= 90% MU E
=> S 1-3/NS — RIEAXATv7#H 1-3
=> S 1<=NS<=2 — RIBATYy 78 1 UE 2 LT

ERIPPRIGME . WEPRIGATY 7Bz ) I L TRRT 35813, BYIEEERER
FERERT %,

RISICEBT2F—T—FH NTE T4 —IILFICINBEESNTVWEHEDH B,
F—T—FREFEFETNRTVEVLD, RABRBEZZERLIELLTRETBZ E LV,
CAplus/CA 77 ILERILBRET 4« —ILFZFABTESH. TRIBBETEI AL,

WISHFEFIBEHR (R—> v IO%EFUSN D /PD, /PY, /PN, /AD, /AY, /AP R X)

X ISHFEF D IPC (/IPC)

RIEMEFNEB®R (/UO, /UOS)

REE4FEF 7 7 1) —# (/FAN.CNT)

IT Z4—J)LKFF®D CAS EEFES (CASRN°) & CAS O—JL (/IT)

5B - #5IBBER (/RE.CNT, /0SC.G A X)

L —L (/CLM). BHFRXT—4 R (/STI). IPC UANDEHSEE (/CPC B YY) &
CASREACT 7 7ML TIERARTET. BRHTEARL,

RISERIRR | 23



CASREACT 7 77 ILTHWSBEF

CASREACT 7 71 ILICHBITZEEFITTEEDED TH B,
FE—RIGPICERE L7-VEEIF (L) BEFEFES,

=> S 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 JEEFIE. LO—F (X#) FOITARTOBERNMNRTH 57D, BNTHVLRIGH EY b
TB35ENH B,

A+B====>C+D (L)
AND
E====>F+G (L)

INZ (/YD) tERMZ) >V TBHBEDH (A) BEFZHALS.

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

RX(1) OF 1 A+ B ==> C(C
Me
;’ﬂ“h " //J::::::]/’
% e Me
Hed 0% m{W,I:::]/ %0 (A)
A (1 c
E == YIELD 80

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

PRO C 104-93-8

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

CON 607K, 1.1 MPa

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

CAplus/CA 7 71 ILOEFBREMTEETVWIHBEIE AND EEFEZRHWS,

=> S 104-93-8/PRO AND P/DT — P ORIGICIRE
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BEF : 72x%Y 71+ (Fexofenadine) $&U 7 XV I+ V28U ERPWED
BRRIEZRET 3, THICTIROERSGICRET 3.

INEH 80% U EDKIE
FERIFEENARIE TEBAC (Triethylbenzylammonium chloride) % B\ 3 K&

=> FILE REGISTRY < REGISTRY 771 IJLICAD

=> E FEXOFENADINE/CN — JxFV T FOUDHH%Z /CN T EXPAND
ET 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 RRER (77 4/ ) TERR

L1 ANSWER 1 OF 1 REGISTRY COPYRIGHT 2025 ACS on STN
RN 83799-24-0 _REGISTRY

CN  Fexofenadine TJIXYVITTFIUDCAS BigES (CASRN®)

MF  C32 H39 N 04
INCH InChI=1S/C32H39N04/c1-31(2,30(35)36)25-17-15-24(16-18-25)29(34)14-9-21-33-
22-19-28(20-23-33)32(37,26-10-5-3-6-11-26)27-12-7-4-8-13-27/h3-8,10-13,15-
18,28-29,34,37H,9,14,19-23H2,1-2H3,(H,35,36)
INKY RWTNPBWLLIMQHL-UHFFFAOYSA-N
CI CoM
SR CA
LC STN Files: ADISINSIGHT, ADISNEWS, BIOSIS, CA, CAPLUS, CASBIOACTIVI,
CASFORMULTNS, CASREACT, CBNB, CHEMCATS, CHEMLIST, CIN, EMBASE,
IMSRESEARCH, IPA, MEDLINE, REAXYSFILESU%, RTECS*, TOXCENTER, USPAT2,
USPATFULL
(xFile contains numerically searchable property data)

O,
HO OH

OH

», N

**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT*x
2522 REFERENCES IN FILE CA (1907 TO DATE)
49 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA
2604 REFERENCES IN FILE CAPLUS (1907 TO DATE)

=> S 83799-24-0/CRN < /CRN T, 72XV I+ ECERNYEEZRER
L2 64 83799-24-0/CRN
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=> D SCAN < SCAN RTRERTERT

L2 64 ANSWERS REGISTRY COPYRIGHT 2025 ACS on STN

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

MF C32 H3I9NO4 . 2 CH4 0

cM 1

OH

@, N

M 2
—OH

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

L2 64 ANSWERS REGISTRY COPYRIGHT 2025 ACS on STN

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

MF C32 H3I9 N 04 . H2 O

. Hzo

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

=> S L1 OR L2 — TJIXVIIFIVEFDERDTMEORREREZF DS
L3 65 L1 OR L2

=> FILE CASREACT < CASREACT 771 ILICA%

=> S L3/PRO — JIXVIIFIVEEDEEPYEDERRIC Z &R

L4 63 L3/PRO
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=> D SCAN < SCAN RRERTERT
L4 63 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI  Process for preparing fexofenadine

RX
RY(1) OF 1
N— (CHo) —ﬂ
T/Q Zs ‘QT 1, NaOH, MWater, MeOH
HO- _C-Ofe 2. Pd, A2
P e 0

(stage 1)

Me

i —i‘\@— (CHo) 3 I:@ i_ -

NOTE: alternative preparation shown

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

ERMIDINED 80% U EDRIGICIRE

=> S L4 (A) 80<=YD — Y NERE (A) BEFTHITEDES
L5 26 L4 (A) 80<=YD

INKRBEROBVRIGDHBFHT-WHEIE
(A) (80<=YD OR NONE/YDT) r&H

=> D SCAN < SCAN R TRT
L5 26 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN
TI  Method for producing nonhydrated antiallergic fexofenadine hydrochloride

in a novel crystalline form
RX

RXC(LY OF 1
P

e
HO— OH —COH 1, MeCN 5
P E 2, HC1, AcOEt
N—{CHo}z—LH e

(stage 1)

=]

torotl

HC1
312

NOTE: crystal polymorphism
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):END
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BRI BNl TEBAC ZHVARIGICIRE

CASREACT 7 71 )L Tl AtEx>7Aa1% L CASRN® THEERT 3,

CASRN® D'Hh 54 WEEIE REGISTRY 77 1L THRAXRSB,

=> FILE REGISTRY < REGISTRY 771 IJLICAD

=> E TEBAC/CN < TEBAC D#%#5% /CN T EXPAND
E1 1 TEB4 PROTEIN (HUMAN CLONE TEB4)/CN

E2 1 TEBA/CN

E3 1 --> TEBAC/CN

E4 1 TEBACON/CN

E5 1 TEBACYL/CN

=> S E3

L6 1 TEBAC/CN

=> SEL RN <« L6 5> CASRN® ZHH

E1 THROUGH E1 ASSIGNED «— E BEESHMIEEINS

=> D SEL «— E BESZzHRL THESSR

E1 1 56-37-1/BI

=> FILE CASREACT < CASREACT 771 ILICA%

=> S L5 (L) E1/CAT <« TEBAC H'fiE TH 2 RIGICIRE
L7 1 L5 (L) 56-37-1/CAT

=> D FHIT <« FHIT RREATERT

L7  ANSWER 1 OF 1 CASREACT COPYRIGHT 2025 ACS on STN

RX(8) OF 15 COMPOSED OF RX(4), RX(1)

RX(8) J + P ===> B
x Cl H
(CH % NF
HO oC HO
He He Ph Ph 2
STEPS
J P —
Ph Ph
HO H
0
&£
N H
4'(‘(mg)
CO2H
Me HMe
® c1
B
YIELD 812
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RX(4) RCT

J 169280-21-1, P 115-46-8

STAGE(1)

RGT Q 144-55-8 NaHCO3

CAT 56-37-1 PhCH2NEt3 Cl

SOL 7732-18-5 Water

CON overnight, 35 - 40 deg C

STAGE(2)

RGT E 7647-01-0 HC1
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 HC1
SOL 7732-18-5 Water
CON pH 5
STAGE(3)
RGT E 7647-01-0 HC1
SOL 64-17-5 EtOH
CON pH 2.5 - 3
PRO B 153439-40-8
NTE green chemistry, green chemistry-waste reduction, overall yield

was 42% from benzene over five steps
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RIGERARNIC K 3 IBERE - BIE

CASREACT 7 7L TlE. RIGEMRZERL THERRETS LA TE 3,
STNext TO{ER

(@ CASREACT 771 IJLICA%

@ @ Draw| REY&EOUYIF3 ., BEEREEIEEHT 3.

® RBEEBRZERL. REO—ILPRIGEL. XvEYTZEET %

Structure Editor Maximize view oFF X

Attribute Values

Bond Type

P H Dy » A8 s

1t
N

Draw or change atoms or bonds. Bond Value
=8l Et Exact | Normalized | Exact / Normalized
Node Type

reactant
reactant product

H Molecular Formula: CsHgO (58.08) . C3Hg (42.08) . CsHgO (84.12)

c = O + C H, 0O s N P a si

Zoom: 160%
O0O000O G NN N, &

Upload Save As Cancel View Previous Structures

REERRADY —IL

RIGEEDY — )L — EEO—ILY—IL |AB

T—

XvEYITY—) RISERALY —IL W

WEEREmIZ Settings T BEERDY —ILN—DEEZ X1 VE@EICEHAAFTNEE
(Attached) 3. L THBEITE ZEE (Floating) DZEEH AIEE, AT F X kTIL Attached %
AT 5. 5¥MlE CAS STNext FAAH A K https://seminar.jaici.or.jp/doc/stnextguide.pdf B,

RISIEHRIRE | 30



RIEERXOERIDOE L > +

RISHD. Y. SAFEEIHIT LIEEr L TERY 3,
RIEMID . EMMDH. BEOHDIERTH L,
BECHFIIBERRTIAVDOT, ERLARW,

RiSO—)LiZ. RiSO—=ILY—IL |a B TEET 3.
EHE] O-IIZEETD . YvEYIRPRET A FOIEEZ L THERINS,
TRIEMEIGHE] O—ILEBETZ L. IvEYITRRBYT A FOBE RIS TIC
D2WTIThh, HARICOVTIIERINS D, BREBRIC/ A IDNEEND DB 5,

BBIZH LT YYEYITRRIGEMZIEET 5.

BIZIE FIR—PORBEBATY Y EYIPRIGEMUZIEE LBD 21356, TEEDORIG
(/1X) ev T3

BRDORIETIEEL
H‘ﬁJ\CHQBr Mejj/ﬂ\ome —_> BrCHfEMMe
- B H OMe
E y
b ] Et C\? He \Je\ BHORIGTIEZRL
e ﬁ 5 }\u/\ o I
e, \/\Sihe 3
¢ 6 Rl s vy

|

* I
Et r’ﬂ\'A\} L
/ue/ﬂje/ﬂ\ﬂe l‘!e He

H
YIELD 472

TARBERBEPE—HDRNICIRE LITRRIETE B0,
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REEEOER - RisA—)L

REO—IIOEEICEREO—ILY—I A8 ZAW3.
- RIiSY1 hevEYJIE. RIEO—ILE LT reactant F7z1& product ZI8E L7=HBEDAHEM.

- reactant/reagent ZIEET D L. RIGHY 1 T v EYIDIEEIF reactant 7EIFICDWVWTIT
HN reagent ICDWVWTIFERINZ . BREBRIC/ A XDZTENDZ DL DH B,

O ESO—=ILY—=I AB %#IUvoL. O—-IEEELLVEEEZY ) v IT 3,

Structure Editor Maximize view OfFY X
ollmw D » @ c B s o|lol=]-2 T&) Attribute Values.
Bond Type
AW x Chain | Ring | Ring/ Chain
Click a reaction participant. A list of roles appears. Bond Value
=8l Et Click a reaction role and click OK. 86t | Normalized | Exact/ Normalized
Node Type
X|R Chain | Ring | Ring / Chain
Generic Definition
fn O o 4l ed
® ©
0]
(1 o~ /§§ N
= o X Match Level
% Atom | Class | Any
Element Count Level
(3 Limited | Unlimited

Ring Isolation
Isolated | Isolated / Embedded
Stereochemistry

Relat
Relativ

1

*“II”Q‘
N

Molecular Formula: Formula is not available

" S O @ C H,0 s N P a si

Zoom: 160% O O O O O (_"/ N \\‘ \‘ u

Upload Save As Cancel View Previous Structures.

2 REO—IIOBREERT. FEEL-VWO—IILEREAT OK 22 vo T3,

Structure Editor Maximize view OFF X
o - Attribute Values
SN DT P AS S V6 o o= 2 ™
Bond Type
KA Chain | Ring | Ring / Chain
Click a reaction participant. A list of roles appears. X Bond Value
=l Et Click a reaction role and click OK. o e e
INode Type
XJR Reaction Roles X ) | Chein | Ring | Ring/ Chain
IGeneric Definition
Fn Q] s e
(o] Select a role for the structure fragment.
@ e ;
(S Product
(1, ~ \ @ Reactant
-4 X Match Level
Reagent Atom | Class | Any
G % reactant & ' -
Reactant/Reagent [Element Count
X € Limited
x 4 / Any Role [———
AB > Isolated | Isolated
—_ \ 77~ - tereochemistry
o - | |Rsa-urzEEEn: | R o
Relat
Ko Molecular Formula: Formula is not available
X = O + C H 0O s N P ca_si

Zoom: 160%

OO0 0000 NN, M E

Upload Save As Cancel View Previous Structures.
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RIEERNDIER - RIGKED

REO—ILY—=ILORHD ICRBEREY —I)LTREO—I/ILZBEHNIHETEIEHTE B,

- RISEKEY—ILTld. BEMIC reactant £7zik product DB 5HIHMFEETN B,

® RIBEKEBY -

Structure Editor

(=Y
L
=8l Et
X R
Fn O]
® ©
{1, ~
G 8
X ¢,
AB 55
A

™

@)

Drag the reaction arrow to specify reaction direction.

reactant

KENZ $# <

o]

Molecular Formula: Formula is not available

X

Upload Save As Cancel

Structure Editor

=]
K4

Upload

P
Et
R
©
©

h® @ A & &

Draw or change atoms or bonds.

reactant

X

Molecular Formula: Formula is not available

X

Save As Cancel

O @ C H,0 s N P a si
Zoom: 160%

OO0 00O NN,y 82

REO—ILHIMIEEN S,

AN &

reactant product

~ /

Zz0)v L. YXUORZRZ YT LTRIZREL

Maximize view OFF X

Attribute Values

Bond Type
Chain | Ring | Ring / Chain

Bond Value

Exact | Normalized | Exact / Normalized
Node Type

Chain | Ring | Ring / Chain

Match Level
Atom | Class | Any

Element Count Level

Limited | Unlimited

Ring Isolation

Isolated | Isolated / Embedded

Stereochemistry

Relat ult) | Absolute(default)
Relati solute | Racemic

Other Node Attributes.

Count

View Previous Structures.

Maximize view OFF X

Attribute Values
Bond Type

Chain | Ring | Ring/ Chain
Bond Value

Exact | Normalized | Exact / Normalized

Node Type
Chain | Ring | Ring / Chain

Generic Definition

Match Level
Atom | Class | Any
Element Count Level
Limited | Unlimited

Ring Isolation
Isolated

A—IABENICEEE SN

Or + C H/ O S N P casi
Zoom: 160%

OO0 OO0 OO NN,

Relative(default) | Absolute(default)
Relative | Absolute | Racemic

Other Node Attributes

View Previous Structures...
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RIGEFNDIER - RIGHERL

RISEAY —IILZAWVWBR E. RISICE>TEL T BEEZIBET DN TE S,
RIS Flld TERY) OWEIET S X2 hRICT TICHEREI BERICH L TEET %,

MEE) » TRIEMEEIEEHE] ORESICIEET % . RIGEMIBERE OB EIIREYITITIC
DVWTITbhbn. ERICOVWTIFEHRIN S,

RISSMIDIEESE
RISGEY —IL ("¢ 27Uy oL, RBICE>TETBEEEZ 7 ) vIT B,

RIGICEE S 2BENERHB5HE1F. TREEICHET 3.

Structure Editor

[= RSN h® @ A & ¢ o s 2 Attribute Values
Bond Type

K4 % Chain

Click bonds to be formed or broken during the reaction. Bond Vall

=l Et Exact | Norma E
Node Typ

X R ain

Fn [0 o

= 0]
e
(1, ~ X\
X

Q. 8 reactant reactant product

% ¢,

—_ i A ¥ herd | =]

AB 3 RIGEMIZIETE

x| =

1 Molecular Formula: Formula is not available o

X - O + C H 0 s N P d_si
Zoom: 160%

OO0 000G N Y, E

Upload Save As Cancel
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RIGEFARNDER - ¥ vEXY

TYEYIY—LEBVS L. RSV ERYTONGT 3EFEIEET 5 LN TE 3,
BEBMWET ST X FRORLTRESICH L TIRETE 5.

Ya—rhAvb. RIIL—TF —&KTIL—7 (Ak. Hy %) #&DEBRLITIL—FHD/ —RI
T YEYTHIBETEARL,

HARDIBZEIF. Iy EY T ZEBHLIRRNEITINS,

IvELIDIEEEE
TvEYIY—IL DO BHUwsL. RIEMEERMBORGTZEFES Y v d 3,
ST 3RFICALBEENHEETNS).

BERFDIARTORFICR Y EVITBRNMEFETBIDIITIEEL. IRTO/ —FRICEETS
DTIER L RIGEMIORAICHRGET %,

Structure Editor MaxmBe view oFF X
& iN h® @ A & & o K] [ 1~ | Attribute Values
[= © . nd Type
(e EFS 2 MG |
Click an atom in the reactant and its corresponding atom in the product. [
l=tl Et t | Normalized | Exact / Normalized
Node Type
X R
Fn [O 0
. o]
® o
R —
11, ~ x/'\ L
1] X
G, 8 reactant reactant 1]
product
X €
8P
% =
i

T S 1 AME N

X 1,0 S N P a si

Zoom: 160%

O OO0 OO N N, N, B o

Eler i
Save As Cancel View Previous Structures.
4
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BERFEOITR

RICERNE > IABERER (L# (IEEHEAR)

=S L# REXM T BREREH —E2R o) —>HFEETRE
BERZEDOX1T
RO IBEIRER RSBERZEDEE L TR3VBEBORIGERET %,
SSS(F7#JL 1K) EMOBHBENADODVTH LU,

FIBEE N BERE KREEBNICE2IC—RI3ME ((FRILTLWEWE 313 TANTKRE)
CSS DRISERET %o

BiERRDEE

RERE

SAMPLE . . o

(F7 4L R) T—RAR—ZFD—E (5%) ZIRZR
FULL F—=HAR—XFTANT (100%) #HRE
RANGE FEE L-SEREICREE L THRER

CASREACT 7 71 ILOBERRICH T DS X T LFIR(E

FOIAUBFE - YTy MRE Ny FIRER

BT | TLTFALIL gEEE | 771 | SEEEE

Verification #&

- 1 1 1 1
(RISDRER) 5,000 00,000,000 00,000,000 100,000,000 00,000,000

EIE#H (g 50 100,000,000 100,000,000 100,000,000 100,000,000

RISIE®RIRE | 36



BERRDFN

BERRDTHN
® EFRHPFET LS. BEFR 20 )y LT 7y7O—F3 %,

reactant reactant

L1 STRUCTURE UPLOADED

@ BrTIBEREERTT B,

= S L1 « B TILEER
SAMPLE SEARCH INITIATED 02:24:56
SCREENING COMPLETE - 28925 REACTIONS TO VERIFY FROM 337 DOCUMENTS
100.0% DONE 28925 VERIFIED 3 HIT RXNS 1 DOCS
INCOMPLETE SEARCH (SYSTEM LIMIT EXCEEDED) - .
FULL FILE PROJECTIONS: ONLINE |*%*COMPLETE*x — TINT7AILRERDFE
BATCH  *xCOMPLETE*x < BATCH #&ZE D 48

PROJECTED VERIFICATIONS: 568315 TO 588685 « F#8 Verification #&
PROJECTED ANSWERS: 1 T0 79 «— FAEEIBFH
L2 1 SEA SSS SAM L1 ( 3 REACTIONS)

T bw b L7EXEE Tbevw b LIEEREE

@ YT INBEDEIEEHEIET %,
=> D SCAN «— SCAN R TCEZZRESR
L2 1 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI  Study of diazo compounds and azides; XLI. Dicyanovinylation of
acylmethylene triphenylphosphoranes
RX RX{8) OF 30

N PhZP:CHA ﬂ pPh3 IN
c
NC—i=CH—C1 * Me—L—L—CH==C-CN
612
ALL ANSWERS HAVE BEEN SCANNED
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@ TFINTFAIBEERTT 3,
=> S L1 FUL — TILT 7AILERE

FULL SEARCH INITIATED 02:12:15

SCREENING COMPLETE - 593047 REACTIONS TO VERIFY FROM 6819 DOCUMENTS

100.0% DONE 593047 VERIFIED 128 HIT RXNS 44 DOCS
SEARCH TIME: 00.00.02

L3 44 SEA SSS FUL L1 ( 128 REACTIONS)
T bv bk LXK T Ev b LIERIGE

® EEERTT S,
=> D SCAN «— SCAN RRFRTEw b LIcBIZERESR
L3 44 ANSWERS CASREACT COPYRIGHT 2025 ACS on STN

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

RY(S) OF 9
Cl
T ﬂ C12C:CHCL, BudN,HS04, B =w-cl
NC—CH-C—Me  MNaOH, MWater, Et2) Me—L—C—CN
P
402

NOTE: stereoselective

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

L3 44 ANSWERS CASREACT COPYRIGHT 2025 ACS on STN

TI  Oxidation and chlorination reactions of perfluoroketene-N,S-acetals

R¥(18) OF 48

t-Bu ﬂ
/I=[—CF2—CF3 Me 200~KHFHF t.-BuI in_ e
O O =L-CFy(F3
NOTE: failed reaction, refluxing conditions also tried
ETLAVWRBBEIFICZENTVLS
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):END

RISIEHRIRE | 38



8E | WBATI=vY

RIGHRERDFERICSH L TRDIAARRZIT SRS, BYIROEERF 2 MY %,

= S L3 (80<=YD OR NONE/YDT) — L3 (£ EER L - RISIREFEER) 1
L4 24 L3 (A) (80<=YD OR NONE/YDT) INREEETRIEEIE (A) BEFEFEH
=> D SCAN

L4 24 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

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

RX(1) OF § INKRBRD 7% VRIS
—(H=H— 2, 4-Pentanedione, .,
0oN—-CH==CH-C1 e ﬂ Me
Me—L—CH—CH=CH-NO2

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L4 24 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

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

RX(5) OF 11
CH=CH~-Br
Et t tate, Cul, > L
Ly & Frotive TonD WEBHD B 5 R
D0
cl
Et0— ﬁ
CH==CH-CH—C—Me
C1” :
812
NOTE: Ullmann-type coupling reaction
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):END
=> S L4 |(L)| 109-99-9/S0L — AE% THF (109-99-9) ICFRE

L5 12 L4 (L) 109-99-9/SO0L
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=> D SCAN

L5

TI

RX

12 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

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

RA(E) OF 40
E
e ﬁ—CFz—CF3 CU Moo, kil THE |
g B o) g
FL-CFo ﬂ
— CHo—L—He
cl 2 cl

83

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

=> S L5[(L)| 1/NS « —BERIGICIRE

L6 9 L5 (L) 1/NS

=> D SCAN

L6 9 ANSWERS CASREACT COPYRIGHT 2025 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

RX

RK(1) OF 18
Et Et
—SEt Me2O, KH, THF ﬂ —SEt
F-C-CFo—CF3 Me—L—CHp—L—CF2—CF3
12

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

=> D BIB ABS FHIT < BIBABS FHIT RREX T&RR

L6 ANSWER 1 OF 9 CASREACT COPYRIGHT 2025 ACS on STN

AN 164:507213 CASREACT Full-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
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reactions are briefly reviewed.

RX(8) OF 533 LY + G o===> Z...
(CH 2} 4
Me ~ 0. 0 CHoBr
P
07 ™ 0Bu-t P ~F Fpe e
Y G —

Fd
YIELD SZ

RX(8) RCT Y 22281-73-8

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 FORMATT
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Verification DAL AEZ

CASREACT 7 71 L CIBEREE 1T 1B, Verification (BEHER) KN AREAEEZENEFTNBZ L
& 3,

=> FILE CASREACT

=> S L1 FUL N =
10,139 R (2,331 XFk) ZBBEHE:R

FULL SEARCH INITIATED 15:26:34

SCREENING COMPLETE - 10139 REACTIONS TO VERIFY FROM 2331 DOCUMENTS

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

16 RIS (8 Xik) iew k
*Verification D" AELH 2 RISE ST

L3 8 SEA SSS FUL L1 ( 16 REACTIONS)
T XEREL T RISE

Verification " AREBRBCIF. ERILIERBRE—HTEIHNESHES I T LD TE AL -
1eRIET. KEL DT TTFEROZEELH 5,

1) RIG< v EVTPRIGEUDBRIS A TL2B L I— FDIFE

EEZRTLIEE. ROXyvtE—IDPKRRINS,

e
VERIFICATION INCOMPLETE -
- REACTION SITE DATA UNAVAILABLE B ERI DFEAP]
VERIFICATION INCOMPLETE
- REACTION MAP DATA UNAVAILABLE
VERIFICATION INCOMPLETE
- REACTION MAP AND SITE DATA UNAVAILABLE

Ry EVTDRERHA

RIGEIE LV~ Y EV T DRERE]

2) Verification D'&IFREFERICRD S B > 1B E

Verification H'5E2REEFICIRE L cWMEEIE. =>S L#/COM F7cld =>S L#/COMPLETE (L# &
BERRER) £R179 5.

=> S L3/COM « Verification H'5t% (COMPLETE) %AEZEICIRE
L4 7 L3/COM < Verification H'5ELAREZ (7 X#k)
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EERERDIE

CASREACT 7 71 JLDIBERFKTIF. BHD TSI AV MIALO—IIZEEL TERETESH [
—PERCRBIMWEREVWSEEIFTET AL, LD >TUHFLTLWAVLEE (/1X) HiFon
BHBEanH B,

BREF 1 TERORKERR (L1) 2RFT 3.

L1

reactant reactant

HC

=> FILE CASREACT < CASREACT ICA%
L1 STRUCTURE UPLOADED

= S L1 — YT ILER
L2 22 SEA SSS SAM L1 ( 730 REACTIONS)

=> S L1 FUL — TIT7AILEE
L3 414 SEA SSS FUL L1 ( 7084 REACTIONS)

=> D FHIT 1 14 « 1. 14 BEHOEZ% FHIT RREATERT
L3  ANSWER 1 OF 414 CASREACT COPYRIGHT 2025 ACS on STN

RX(8) OF 26 B + Q ===> R
0, 0
WA i — - -
ENEM ST =T 8BIST RV MHBIOYERICEE

(8
B 0 E—

H {CH 2> 3—C==CH
0= TN/
X

R
YIELD 742

RX(8) RCT B 677-25-8, Q 15252-44-5
PRO R 1857994-53-6
SOL 75-09-2 CH2Cl2
CON 16 hours, room temperature
NTE silica gel used
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L3

RX(39) OF 546 ...BK ===> BN
HCEC—|
N 0.
APPSO
S
U/\I",
{39
BK e

ANSWER 14 OF 414 CASREACT COPYRIGHT 2025 ACS on STN

HC:CTN N
AL
g

A\
0/\0

BN
YIELD 82

RX(39) RCT BK 2966800-62-2

®REM 2

PRO BN 2966800-63-3
CAT 7647-01-0 HC1

SOL 64-17-5 EtOH

CON 8 hours, 90 deg C

BISITAY FHREILYERICIEFE

TRROREERIN (L4. L5) Z AND BHT 3,

BREA 1 OEIFICNZ. M7 57X bOBEDEL > RIEHIDEIZDHFES NS,

=
L4

=

L5

L6

L7

L8

L4

reactant

STRUCTURE UPLOADED

STRUCTURE UPLOADED

S L4 AND L5
24 SEA SSS SAM L4 AND L5 (

S L4 AND L5 FUL
439 SEA SSS FUL L4 AND L5 (

S L7 NOT L3
25 L7 NOT L3

~.

L5
HC’jﬁ?\\“s

reactant

732 REACTIONS)

7133 REACTIONS)
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=> D FHIT «— 1 HEREOEIZ% FHIT XA TERTR
L8 ANSWER 1 OF 25 CASREACT COPYRIGHT 2025 ACS on STN

RX(8) OF 15 B + T ===> K...

¥
/ON\” Bis
Jes=cH
Ph 2N e\ T
T

TSTAY MRIEHER>TWLS

B —
NPh 2
LT
N7 Ry
X
MeS Me
K
RX(8) RCT B 1186212-40-7, T 2258-44-8

PRO K 2152619-77-5

CAT 1427319-59-2 Ruthenium, tetra-u3-chlorotetrakis(n5-2,4-
cyclopentadien-1-yl)tetra-

SOL 68-12-2 DMF

CON 110 deg C

NTE alternative preparation shown

RISIEHRIRER | 45



EREEIRE

CASREACT 771 ILTIE. RIGH. sHE. ERYMPOEREDOLIH S RBERERETE %,
B - TZ/EHLISZ FOBANDOKIG).

BREEMAEIEN 200 BHD . RIGESCEMOBEZHETL THETN TS,

BEOEREER

58 (NITRO. PRIMARY AMINE 7 &)

—MRE AT OREZXRIEREAE (1,2-C3N2 BY)

BHROEREZHAEHE-ERRE Y S XHFE (ALCOHOLS AY)

BREEMAZEND—EIT =>HELPFGA T. BREEV S XABO—E X E&IL =>HELP FGC THEEET

T Do

EREREIr—ILF

BRT LK

/FG.RXN
/FG.FORM
/FG.NON
/FG.RCT
/FG.PRO
/FG.RGT

/FG

/FGYD
NONE/FG.YDT

ABf

KRi&L7=B#EE (Functional Group Reactant)
4 L7-B#EE (Functional Group Formed)
RELEWVWER
RIS¥HDEREE (Reactant Functional Group)
YT DOERER (Product Functional Group)
HEPDEBEE (Reagent Functional Group)
BREE—A% (/FG.PRO, /FG.RGT, /FG.RCT)
BEE — =R Yield Functional Group)

BEE —INEIBFH|RA L

E (Nonreacting Functional Group)
=

B
E
B
B

B
B

F—RT7IUHARIGLT. Z FORICELT BRI

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

NOTEPRISL T, B=MT7ILI-IILDERT B RIS

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

RIVA X BEREEROEEZRVBI RIS, il RIGMFDOT Y RERZELLBVRE

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

ZrAENER T BRIGT 80% ULEDUREF/CIINEBERD B VRIE

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

(L)
RX(15) OF 127 ...AN ===> AQ
F F (A)
F F
NH 2 NH 2
H 0
" g (S) —-ns ‘Wﬁ
|
F F 0
{15
AN Al
YIELD 63

RX(15) RCT AN 122590-80-1
RGT AR 359-48-8 F3CCO3H
PRO AQ 122590-81-2
SOL 75-05-8 MeCN

EHOBREERIEET 3 EEI3. AEEEFERAVTHRBIR —DOERRTRET 3,

(S) BEF
B—RS (—EBMES L UZERME) RORIGH & ERYDIEE L-BEREENMEIS IO TREL TS
D, DELLH—DDEFINEBICEET I (RyEVY) 2B LTRERT3HEA. (S)
SEEFEFAT 3,

(L) ®8F
E—REHICRET 388, (L) BEF=FET 3.

Bl . HEBEBORFHEELAVEREZROSS
RIGLEBEVWERRDEFEE.RIEET 354
HEFOERERCRICYINCERY ZBAEHLE TERT 31548
RIGZ 7w 78 (/NS). CAS ZiRES (CASRN') RER L HAEHLE 35S

(A) EHEF

¥R (/FGYD) Y EHYITDEBEE (/FG.FORM Z7=iX /FG.PRO) %=1 > U3 3IBE. (A) BEF
#FET 3,

AND BHF

SRR WROBREEAEDE TRERI 2155, AND EEFZHAET %,
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BEA SO EFEETT, TrOZ2EBZ/RTZILIA-INICERTIRIGERET B,

=> FILE CASREACT < CASREACT ICA%

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

L1 2680 LACTONE/FG.NON (L) (SECONDARY ALCOHOL/FG.FORM (S) KETONES/FG.RXN)
=> S L1 (L) 1/NS — —ERFBERIGICBRET S

L2 2406 L1 (L) 1/NS

=> D SCAN <« SCAN KRR TRTIS

L2 2406 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI  Erythrosine B Catalyzed Synthesis of
trans-Dihydro-4H-furo[3,2-c]chromen-4-ones through Photocatalytic
Dehydrogenative sp3 C-0 Bond Formation

R¥(13) OF 23

!
Ph—ﬂ 0 =g o

| 1, NaBH4, MeOH . |
2, Water
Ph PH

(stage 1) stereoisomers
BOZ

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L2 2406 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI  Targeted covalent inhibition of telomerase
RX

RX(2) OF 28

% ool o
0 CHo—L—HMe
Me% | <0

S:5614-37-9, Water,
He 2CHOH sl EH
0= CHo—CH—He

9®

NOTE: biotransformation, enzumic {(KRED-P01-CO1 used), phosphate
buffered solution used, stereoselective

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):END
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8E | WBATI=vY

RISEHDF—T—F (/NTE) IC&B8DAH

=> S L2 (L) (STEREO? OR ENANTIO?)/NTE — YRERMICEE T 35800 H B 3 RIGICIRE
L3 1175 L2 (L) (STEREO? OR ENANTIO?)/NTE
=> D SCAN

L3 1175 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

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

RX(7) OF 21
/0 0 /0 =0
O s
0 OH

NOTE:| stereoselective| no solvent, enzumic, biotransformation, whole
Tells of oSaccharomuces cerevisiae used, ee 8¢ at 1002
conversion

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

=> S L3 (L) (ENZYM? OR BIOTRANSFORM?)/NTE <« EBEEKIGICIRE
L4 55 L3 (L) (ENZYM? OR BIOTRANSFORM?)/NTE

=> D SCAN

L4 55 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI  Preparation of enantiomerically pure syn-4,5-dihydroxy carboxylic acid

lactones by microbial reduction

RX{1) OF 2

H
oyl e sty e

stereoisomers
4
NOTE:| stereoselective:| Asperqillus niger agent: |enzumic

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

NOTE (/NTE) 7«1 —JLFIC. RIGBHROF—7—FHIRBEINhTVWIBELH S,

NOTE 7+ —JL KD 2HH!

RIeZ2A 7 Photochem. biotransformation

Eoe =k safety - danger of explosion. health hazard
RISEM Temp. -35.degree. high pressure

*CON 7+ —JL FICINEREN TV B RISFHIFRERA]

NOTE 7« —JLREPpDAEIZ. BEEDXEDICE D TWNEINTWVWB D, WEMIZHRL, Tt
AEMFEISNh LAWY, FRT3BEII NS r—2 a3 oPREEZFIAL T LEER

I35, MEICIHL T, BEXRZRSF|BHHAT B LKL,
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IEPEFRBBLEICEBEDAH

=> S L2 (L) (90<=FG.YD OR NONE/FG.YDT) « E—RIGHICRET 3mE1E (L) BEF
L5 1526 L2 (L) (90<=FG.YD OR NONE/FG.YDT) = (EH
=> D SCAN
L5 1526 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN
TI Preparation of N-aryl(sulfonyl)piperidine-3-carboxamides as
11R-hydroxysteroid dehydrogenase type 1 inhibitors and
mineralocorticoid receptor antagonists.
RX

RX(22) OF 66
1, NaBH4, MeOH
m ?. Water I =
o
0 Yo
(stage 1) 4

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

=> S L5 AND P/DT < CAplus 7 71 ILOEFERZNMNTIEE D
L6 446 L5 AND P/DT HEIX AND EBRFEER

=> D BIB FHIT 8

L15 ANSWER 8 OF 446 CASREACT COPYRIGHT 2025 ACS on STN

AN 183:33000 CASREACT Full-text

TI  Preparation of chiral o-hydroxy acid esters from o-carbonyl
esters by iridium-catalyzed asymmetric hydrogenation

IN  Hu, Xiangping; Hu, Xinhu

PA  Dalian Institute of Chemical Physics, Chinese Academy of Sciences, Peop.
Rep. China

U0 Dalian Institute of Chemical Physics (in: CAS); CHINESE ACADEMY OF
SCIENCES

UOS Dalian Institute of Chemical Physics (in: CAS); Chinese Academy of
Sciences

SO  Faming Zhuanli Shenqing, 14pp.
CODEN: CNXXEV

DT  Patent

LA Chinese

FAN.CNT 1

PI
PATENT NO. KIND DATE APPLICATION NO. DATE
CN 116135834 A 20230519 CN 2021-11361740 20211117

PRAI CN 2021-11361740 20211117

0S  MARPAT 183:33000
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RX(22) OF 22

He H*U}‘
0 He o
(22)

AvY

RX(22)

AV ===> AW

H

—
YIELD 90%

STAGE(1)

CAT 2035484-52-5 Ferrocene,

1-(diphenylphosphino)-2-[(1S)-1-[[(R)-(2-methylphenyl)-2-
pyridinylmethylJaminoJethyl]-, (1S)-, 12112-67-3 Iridium,

di-u-chlorobis[(1,2,5,6-n)-1,5-cyclooctadiene]di-

SOL 64-17-5 EtOH

CON 1 hour, room temperature

STAGE(2)

PRO
NTE

RCT AV 13031-04-4

RGT C 865-47-4 t-BuOK, D 1333-74-0 H2
CON 24 hours, room temperature, 20 atm

AW 79-50-5

85% ee, glove box used in stage 1, autoclave used in stage 2,

high pressure in stage 2

RISIERRE | 51



5 | 7ty MEE
YTty ML, BRSO L BESORES 5 ICHERRT S FETH S,

EPE PR

TRDIAD
|:> Cﬁ?‘t"y 3

BERRTRONIEENE L. THICRBERANTRE L TRERT 2155

MROGHAE

BERZBEDIER. INCOMPLETE ARTFINTIIHZE

BREERROERZ. BEOBEZECRIGICIREY %5

ABBEE
=S L# B&ERAT S |SUB=Ln| RXREHHE

RENREH (BES) % SUB=Ln TIEETS
NEADLBEVWE, 2T 7MILTROERICEKED

BTty MRETIR. Y TIRRDIZEDREDEE (SAM) DAND Y E,

BERRDERZY T Y MRRT 35 BT TN T 7MIILRROBRD L ESZHERIC
EET %o

BEH © 7ILI-ILORBERE (INCOMPLETE DELEAZEE LTHIA)

Structure Editor . Maximizevie w 0 X

N DDA e ™
¢ Cl k n prt p D:%ﬁ?@/ FFI‘E X E;aw;—
et Ring/Chain Z18%E S
X R R
mall S e
il C < Ho e ;
G s Gass 1 &
« ¢ reactant
A8 3
X —
A o6 Other
S O + C H, 0 s N P a si
Zoom: 290% H gen Co
OO0 OO0 C N\, & o 2
Upload S: G
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=> FILE CASREACT < CASREACT 771 IJLICAD
L1 éTRUCTURE UPLOADED

=> S L1 — HUTILER

FULL FILE PROJECTIONS: ONLINE [**INCOMPLETEx*x

BATCH  **INCOMPLETE**

PROJECTED VERIFICATIONS: EXCEEDS 100000000 IMCOMPLETE =% 7=

PROJECTED ANSWERS: EXCEEDS 809019
L2 50 SEA SSS SAM L1 ( 467 REACTIONS)
=> S ALCOHOLS/FG.RXN — BES%ER (C CCTIXBREERE % E1T)
L3 849064 ALCOHOLS/FG.RXN
=> S L1 SUB=L3 SAM — L3 #BEAr LY Tty MRE (Y FILER)
PROJECTIONS (WITHIN SPECIFIED SUBSET): ONLINE |#*%COMPLETEx*
PROJECTED VERIFICATIONS (WITHIN SPECIFIED SUBSET): 58344752 TO 58506912
PROJECTED ANSWERS (WITHIN SPECIFIED SUBSET): 738760 TO 758200
Ity MEET

L4 50 SEA SUB=L21 SSS SAM L19 647 REACTIONS Z

( ) COMPLETE (2% o7z
=> S L1 SUB=L3 FUL — HJtey MEEDTILT 71 IILIEER
L5 843510 SEA SUB=L21 SSS FUL L19 ( 51206570 REACTIONS)
=> D SCAN

L5 843510 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

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

R¥(4) OF 3

; CHz
HO—CHo—Ph gééHﬂl 23, Br2, H2, ©/ . O/

NOTE: autoclave used, alumina supported bromine-functionalized nickel
catalyst prepared and used, high pressure, solid-supported
catalyst, thermal

Me

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

RIGE#HR

BREZ1—=ILFRY

CASRN® &%

BEREK

/NS
/NTE
/YD
NONE/YDT
/RCT
/RGT
/RRT
/PRO
/NPRO
/CAT
/SOL

a—-J

RISERAL

JvEYY
/FG.RXN
/FG.FORM
/FG.NON
/FG.RCT
/FG.PRO
/FG.RGT
/FG
/FGYD

NONE/FG.YDT

RIGED R T T8

KISER

e

IRRF—R7%L

RIiS¥

B

RS E 7= I$5E (/RCT. /RGT)
e=0%7)!

ERYILANDOYIE (/RCT. /RGT. /SOL. /CAT)
fgE

AR

RIS

I

%7

ARSI ES

FEoO—)L (O—JLIEEET)
= e e [
BEDEIIICEL

FEADTL FIEEPHICEL
FEaIEE LAV
RISERNLISEFICIEE L ALY
RIS & ERYIFOXIET B RFDISE
RS LT-BReE

£ L7I-BHE

RIS LR WVWERE
RISYIFDOEREE

YR DOEREE
HEDOERER

BEHEE—#& (/FG.PRO. /FG.RGT. /FG.RCT)
BRER-UINE
BRER-INET—2AL
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Xk iEHR

BRT (=L EBY

BEAZRE|
/BT T AL 1) (RIGEKIHFD CASRN® . 12, ¥R,

BB, R5I55. RIGBEHRPDEEE)

Caplus/CA Z71ILDE7T 1« —)LR*
e LTFEED 7 1+ —JL R ZBRLS

WIHFEFIFR (N—2w J8EFUS D /PD, /PY, /PN, /AD, /AY, /AP 72 X))

WICAFEFD IPC (/IPC)

RASMERIEF/ER (/UO, /UOS)

RE:EHFEF 7 7 S 1 —H (/FAN.CNT)

IT 74—JLRHF®D CAS FEFEES (CASRN’) & CAS O—JL (/IT)

5|F1EER - ®5|AIBM (/RE.CNT, /0SC.G &)

L —L (/CLM). BFXT—2 X (/ST). IPC UANDEFFDHE (/CPC R Y)

FE TR

_—
R O O O O

£ o O ® ®

GE O O ® ®

Ao x N A X

Y x A o %

*WREMENTL O— RO, AUEEAED CAS RN® DL e
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FH

CASREACT 7 7 JLTlE. CAS EERES (CASRN®) HEK. RIHBRRICK 31EERE. BeE
BRRZT>TC. RDEZBERIRETE %,

CAS F#x&ES (CASRN®) RETIF. RICW) - EBMICIZ . SHE. ARE, BEZEE LR
BNTE %o

BEROFMZHTEOE BRI, BYROEEREFZERT %,

HER=E

1.2-=hORILIY (88-72-2) K5 22-= ORI TIL (16968-19-7) ZEM T B RIGEHER
T3,

(e>b)
CAS Eix&ES (CASRN®) ICO—I/LZEE L TRERT %, (RIEYI/EZEIE /RRT. ER#IE /PRO)

EI&iE p.77

2. TeD 7 vRILORIGZERT %o

0 0

Me Me

H F

reactant
product

fEKD E> 1)
REO—IL. RISY A b, RISSUIEIEET 30
THIS. TRRDERHFTRDIAD,
@® XK 80% ULED L IFNKRIBHRD A VWRISICIRE
@ %EFICPRE
EIDEIZ% BIBFHIT RAFERATERRT %,

(e~

k)
® . @ OREDK. EHFISERT 2.

EZiE p.78
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3. FROBIRS RL & N THEFM) £2@FT 3. (R1=0. 9)

R1

N
I product
H

reactant

EFRoE> )

RZEM T ZHROEEDRENEZ Ring 3R) ICEET B,

IvEYJIE R JIL—TRaZEFICIFIBETETRL,

I5IC. FROFHTRDIAL,
@ Verification " FRE2AZLOZFZEFTTHE. Thzbr< (L FS/COM),
@ AERIGICPRE
® 1 EBFERISICERRE

EIDEIZ% BIBFHIT XRAERATERRT %0

(e~

k)
@ . ® OREDK. EHFISERT 2.

EIZE p. 80

4. ZRYJJLAF K (NITRILE OXIDE) 15 1,2-CGNO IRZEM T DRIGZRET 5. I 5IC. FEL
DERHETRDRAL,
@ INE 80 % UEDRBICIRE
@ 1 BRERISICIRE
(> )
BREERKRZIT 3.
O, @ DREDE. EEFISEET %0

E&iE p.82
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C CASFILES ODRIGEHRIRE

REBEREZWBHICKRERLTWVWBEIE. CASREACT 7 7 JLICHIIZ T CAplus 771 TH
BREEITVWET,







CAS FILES %Z{f-> =i LRI BRI

CAplus 7 71JLE CASREACT 7 71 IILDINEFAE DLLE:
(2025 £ 11 BIRTH)

CASREACT Caplus

IRERE 1840 L% 1808 ZELABE
PREP (2&) d CAS O—I/LHAMI5 TN T
WBDIE 1907 FELU%
UNERER Xk 250 A E Sk 6,790 AU L
KI& :1 & 5,600 AU E (PREP (85&) @ CAS O—I/LHMtEETNT
WA NXEEIE 935 AHELE)
IRERXmk  CA ICIERSINTWBLO—RO—E CA IR RDIEFES LMMLERLHE

R5|HEt  ESHNICERDH B RIGEER XEAD AP FEBEDOFRIEESMEIC
(BICHFRMBEOEREDH=NHRT S BEET3YE
DIFTIEEW)
A TRTORGEENEZNET S ERILSY ORI I —Z2ZH TRIES
BRXAZRETE S
INRBHREHINEXT B

HVERORIGERDKRETES
REEEMEPINEXIE®RE) >V L
TRELBRIGERENTES BE—REFICRE L ERIEFTEHRW
NRAOFE., AE. AEIFERsITnaEW
INRIER IFUNER S 7 Ly
CAplus 7 71JLY CASREACT 7 71 IILDIRETHSNBEHRDEL
CASREACT 7 7 JLOUNERERIE TR T CAplus 7 7 1 ILDIERXERICE EN TV 3,

{EFEMEDZRR5| A CRERENES e, ET 7 1ILTROSNBZBERISRL S,

CAplus 7 7 -1 JUUNERT STk

—
CAplus Z71ILT
BFoNRIGER
e
[ |
CASREACT 771 ILDH CAplus Z 71 ILDH
ARAOHE, A, MEZHEE L TER BERIEEDFUNDORSZIRE

FEIIEOD DRVPREE, 5HE. METHER B WERDRIGZ MBRERICIRE
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RIGERZ BENICEER L-VWFEIE. CASREACT 7 7 JLICHIR T CAplus 7 71 ILHIREKT %,

CASREACT 7 7 JLid CAplus 7 7 1 JLICEERTUERIR TH A XE T D2 WVWA, R AHHE
%% DTy CASREACT 7 71 ILICOANIREN TV B RISIFHRNH B0

CAplus 7 77 JLTI&. CASREACT 7 7 1 ILOYENRADDEFDREIEHR CAS HERDHWVF
ROXERIBEHR D S TRILRETE B

CAplus 7 7 1 LD RIGERIEE

=>S L#/P ERICIRTE
=>SL#/CAS O—JL ERMANDIREITIRE

*L# . REGISTRY 7 77 IILDEIZEEY k

RIGEHRRZRICAWS 4 CAS O—JL

I ™ T

/RACT S Y E G /RCT, /RGT ZEL LMD X—/N\—O—)L
/RCT KIS¥) (Reactant) 1967 ELUEDOL O— RIS
/RGT ¥ (Reagent) 2002 FELEDOL O—RIZFE

/PREP (/P) 8h&E X—=N—0O-JL (ATFT®D /BMF ~ /SPN =&T)

1907 ELFED L JI— RICHES
/BMF &t TESEE
/BPN H1LENER

/BYP  BIER#
(By-product)

/IMF {EENTEEE 1967 EUEOL OI—RICHE
/PUR  ¥&&d
/SPN  {t2E&

/CAT fibE (Catalyst)

CAS O—/LTIRET 3 . BBHICHSFEALURICIRESN S,
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RIS & £/¥DI3 AND BREFTHAGHE 3.

CAplus 771 TIE. A—RISFEWVSRENTE RV, BFEIC/ A IDNITENSHE
3o

) @ CAplus 7 7-JL AN 2001:361761 (DN 135:122572) H &
CASREACT 7 7 JL AN 135:122572 D3| (3k¥%)

CAplus 771l

IT 51-17-2, Benzimidazole 106-40-1, 4-Bromoaniline RiSH
120-72-9, Indole, reactions

RL: RCT (Reactant); RACT (Reactant or reagent)

(metalation reaction with cadmium trifluoroacetate)

AND

IT 350589-48-9P 350589-50-3P 350589-52-5P £
350589-55-8P
RL: SPN (Synthetic preparation); PREP (Preparation)
(preparation ofd

B—REFICRETETHZL

CASREACT 771

//E;(4) OF 4 K ===> L
N N Cd\c| (L)
- o

(4)

‘ YieL 624
RX(4) RCT K 51-17-2 — RIS
: A—RIGRICBRETE
K PRO L 350589-55-8 — £ F—RGRICRETE S

CAplus 7 7-JL. CASREACT 7 71 ILDEIERT
CAplus 771 ILDEIZ L CASREACT 7 71 LOEFICRAILXBMHAEENZ D H 3,
<AL 1>CASREACT 7 7ML TLMBRR L. CAplus 7 7 1L TEBZRVTERT

<AE 2>CAplus 77 ILICTARTOEIZZ FLHTH SRR
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<AhiE 1> CASREACT 771 I TEHERTLI-E. CAplus 771 ILTEEZRVTRT

L HSREL%Z NOT SBEI B LICED. CAplus 771 ILDOEIEHS CASREACT 771 ILD
EEZRS CENTE B,

CASREACT 771 I ZBELTRTITD . REOFABEREFRECHERTE 3,
F7=. CASREACT 7 71 I TIXE—RIGHICIRTE L =B H AT 8,

L FESZRAWVCI O —N—RE

CASREACT. CAplus/CA 77 JLEITIE CA ¥i&ES (DN) ZF—ICLc/OXAF—N—1&EK
MNEFBMICRITEINZH. ELVDOEZESEZBHRICBRTE %,

2L, CAplus 771 JLH5S CASREACT 771 IAD L BEEZHAWI/OXA—N—1&ER
IEFTEAV, CAplus 771 ILDEIEES% CASREACT 7 71 ILTHIIRLEWESIE.
CASREACT 7 7 JLICA>7#IC =>TRAL#DN /AN A7 3 (L# X CAplus 77 1ILD

L #HS)o
sc [crolus | [casmeact |
BREDRN

=> FILE CASREACT

=> S aaa-aa-a/PRO — RIGIEER _
L1 3 aaa-aa-a/PRO L1 &7
=> D L1 1-3 BIB FHIT < CASREACT D[EI&Z%ZL£MHRT [ J[ ][ J

=> FILE REGISTRY

=> S aaa-aa-a — RIGICEAS T 2YEXRE
L2 1 aaa-aa-a/RN

=> FILE CAPLUS

L3
=> S L2/P — RIGHRER ik || ek || ek || ek
L3 4 L2/P A B D E
=> S L3 NOT LT «— EEXERE _
L4 2 L3 NOT L1 L4 &7

=> D L4 1-2 BIB HITSTR < CAplus A=—J DEIEZ RN [XAW}[XBW}[ J[ J
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®R%EH : 4V 7AFF 5> (CASRN°50512-35-1) DEMRGZRET 3.

CASREACT 771 ILTHREL. 2HFKRT~T 3.
CAplus 7 71 JLTH&ZE L. CASREACT 7 7 1L TRLSNEEEZRVTRTT %,

CASREACT 7 71 L DRI

=> FILE CASREACT < CASREACT 771 ILICA%D
=> S 50512-35-1/PRO — & CASRN® THRZE
L1 3 50512-35-1/PRO

=> D SCAN < SCAN R THERT 3

L1 3 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI  New technologies for production process of isoprothiolane

RX
RX(1) OF 2
ﬂ ﬂ 1, 52, NaOH, KOH, —0Pr-i
iPrO—C-CHp—C-0Pr-i AT Cr —ﬂ—OPr‘-i
(stage 1)
92

NOTE: optimization study, optimized on catalust, stoichiometry,
temperature and reaction time, chloro compound used as catalust
in stage 2, phase transfer catalysis in stage

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):END
=> D BIB FHIT 1-3 < BIBFHIT RRERATE:HBRE RISBRE FRT

L1 ANSWER 1 OF 3 CASREACT COPYRIGHT 2025 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

uo HUNAN CHEMICAL VOCATIONAL TECHNOLOGY COLLEGE

UOS HUNAN CHEMICAL VOCATIONAL TECHNOLOGY COLLEGE

SO  Faming Zhuanli Shenqging, 6pp.
CODEN: CNXXEV

DT Patent

LA Chinese

FAN.CNT 1

PI
PATENT NO. KIND DATE APPLICATION NO. DATE
CN 102146072 A 20110810 CN 2011-10056903 20110310
CN 102146072 B 20130605

PRAI CN 2011-10056903 20110310

0S  MARPAT 155:300945
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RX(1) OF 1 A+ B + C ===> D

RX(1)

0 OPr-i

QIELD 92%

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 <« L
NTE optimization study, optimized on reaction time, temperature,
catalyst, reagent

CAplus 7 71 JLORISHRE (REGISTRY — CAplus 7 71 ILD I ORF—N—RXK)

=> FILE REGISTRY < REGISTRY 771 JLICAD

=> S 50512-35-1 < CASRN® Ti&&

L2 1 50512-35-1 — =
(50512-35-1/RN) RTIFER

= D

L2  ANSWER 1 OF 1 REGISTRY COPYRIGHT 2025 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

MF

Isoprothiolane

C12 H18 04 S2
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**PROPERTY DATA AVAILABLE IN THE 'PROP' FORMAT**

2099 REFERENCES IN FILE CA (1907 TO DATE)
411 REFERENCES TO NON-SPECIFIC DERIVATIVES IN FILE CA
2174 REFERENCES IN FILE CAPLUS (1907 TO DATE)

=> FILE CAPLUS < CAplus 77 1ILICASD

=> S L2/P < REGISTRY 771 J/L®D L HE/P THREICAT 3 XM EZRER
L3 36 L2/P

=> S L3 NOT LT <« CASREACT Zr7aIiLTiEonEZ (L1) =<

L4 33 L3 NOT L1

=> D BIB HITSTR 1-33 < BIBHITSTR X TESRBIRE v M LILEY SR
L4 ANSWER 1 OF 33 CAPLUS COPYRIGHT 2025 ACS on STN

AN 2025:1552102 CAPLUS Full-text

TI  Multiresidue Analysis Method for the Determination of 477 Pesticides in
Soil Based on Thorough Method Validation

AU  Wang, Jishi; Zhang, Yi; Zhang, Yanwei; Geng, Yue; Liu, Wenjing; Wei, Jing;
He, Zeying

CS Key Laboratory for Environmental Factors Control of Agro-product Quality
Safety, Ministry of Agriculture and Rural Affairs, Agro-Environmental
Protection Institute, Ministry of Agriculture and Rural Affairs, Tianjin,
300191, Peop. Rep. China

SO  Journal of Agricultural and Food Chemistry (2025), 73(27), 17269-17286
CODEN: JAFCAU; ISSN: 0021-8561

DOI 10.1021/acs.jafc.5c04519

PB  American Chemical Society

DT  Journal; (online computer file)

LA  English

IT INDEXING IN PROGRESS

IT 50512-35-1P
RL: AGR (Agricultural use); ANT (Analyte); PUR (Purification or recovery);
ANST (Analytical study); BIOL (Biological study); PREP (Preparation); USES
(Uses)

(multiresidue anal. method for detn. of 477 pesticides in soil based on
thorough method validation)

RN 50512-35-1 CAPLUS

CN  Propanedioic acid, 2-(1,3-dithiolan-2-ylidene)-, 1,3-bis(1-methylethyl)
ester (CA INDEX NAME)
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ANSWER 3 OF 33 CAPLUS COPYRIGHT 2025 ACS on STN

L4
PatentPak PDF | PatentPak PDF+ | PatentPak Interactive
AN 2022:2233257 CAPLUS Full-text
DN  181:393115
TI A process for preparing activated carbon nanoparticle and its application
thereof
IN T. P., Ahammed Shabeer; Bharate, Bapurao Gangaram
PA  ICAR-National Research Centre for Grapes, India
SO Indian Pat. Appl., 33pp.
CODEN: INXXBQ
DT Patent
LA English
FAN.CNT 1
PPPI
PATENT NO. KIND DATE LANGUAGE PatentPak
IN 202221023880 A 20220819 English PDF | PDF+ | Interactive
PI
PATENT NO. KIND DATE APPLICATION NO. DATE
IN 202221023880 A 20220819 IN 2022-21023880 20220422
IN 505130 B 20240202
PRAI IN 2022-21023880 20220422
PSPI
PATENT NO. KIND STATUS STATUS DATE
IN 202221023880 A Alive 20250402
IN 505130 B Alive 20250402
IT 50512-35-1P
RL: PUR (Purification or recovery); PREP (Preparation)
(process for prepg. activated carbon nanoparticle and its application
thereof)
RN 50512-35-1 CAPLUS Ey MEBOFED
CN  Propanedioic acid, 2-(1,3-

ester (CA INDEX NAME)

(@ CASREACT 7 7L @ CAplus 771 ILDH
TeEyk 3 % Ewv bk 33 #%

CASREACT
771 CAplus 771l
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<hHiE 2>CAplus 77T ILICTARTOEIZZ FLHTHHEHRT

CASREACT 771 TIX, TEED T4 —ILRIIEETERL, CNS5DBEHRHISKDIAHEITSH

al.

CAplus 7 7 ILICVARA—N—LTHS5&EET 3,

CASREACT 7 7ML TIIEETET RV T r—JLR

AN 132:222457 CASREACT Full-text
TI  Photochemical process for the preparation of lauryl lactam from
cyclododecane
IN Ollivier, Jean; Drutej—"-—"—
=
PA  ELf Atochem S.A., Epr| BASHER]E
U0  ARKEMA
UOS Arkema
SO  Eur. Pat. Appl., 7 pp.
CODEN: EPXXDW
DT Patent -
LA French FHSHFEFD IPC (/IPC) &
IPCI C07D0201-04 [ICM,6] RATITREDHTETRL
IPCR C07D0201-04 [I]; CO7D0227-02 [I]
CC  27-21 (Heterocyclic Compounds (One Hetero Atom)) ¥t A Er
Section ci .. _ _ 14 R—w =i PD
= : /PY, /PN, /AD, /AY, /AP 72 ¥)
PATENT NO. KIND DATE APPLICATION NO. DATE
EP 989118 Al 20000329 EP 1999-402108 19990824
EP 989118 B1 20011024
FR 2784103 Al 20000407 FR 1998-11734 19980921
FR 2784103 B1 20001208
AT 207464 T 20011115 AT 1999-402108 19990824
PRAI FR 1998-11734 19980921
AB  Lauryl lactam, useful as a monomer (no data), is prepd. in high yield and
selectivity by the photochem. nitrosation of cyclododecane with a
ST  lauryl lactam prepn cyclododecane reaction; photochem nitrosation
IT Beckmann rearrangement
(of cyclododecanone oxime in the presence of methanesulfonic acid for
the prepn. of lauryl lactam)
. CAS Eix&ES (CASRN®) xO—)L
IT |75-75-2, Methanesulfonic acid

RL: |CAT (Catalyst use); USES (Uses) 5| FBIEHR - #5|B1BER
(photochem. process for the prepn. of lauryl lactaw’| (/RE.CNT, /OSC.G &)

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

L —L ([CLM). $55F X T—H R (/STI). IPC LUANDHKEFHEE (/CPC &K) &
CASREACT 77 AL TIEFRARTET . BRDHTEHL,

RISIEHIRER | 67



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

(D

HO

RGT C 75-75-2 MeSO3H, D 2696-92-6 NOCl, E 7647-01-0 HCl

RX(1) RCT A 294-62-2
PRO B 946-89-4
- REROARN

CASREACT 77Tl

=> FILE CASREACT

=> S aaa-aa-a/PRO
L1 3 aaa-aa-a/PRO

« RISIER

L1

)

: => FILE REGISTRY

i => S aaa-aa-a

P L2 1 aaa-aa-a/RN
=> FILE CAPLUS

=> S L2/P
L3 4 L2/P

=> S L3 OR L1
L4 5 L3 OR L1

=> D L4 1-5 BIB HITSTR

« RISICE5 T 2MEERE
(REGISTRY) :

— RIGIRE

<2 771N DEEZFLHB

< BIEZRR

* ERBERBETRDAH R

L3

a6

L4 KW
A B
D E

CASREACT 771/l TOHEY ML
LaO—R7EHN CAplus 7 71 ILTERR
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B®REH : 3-v0A=-rAXRYEY (121-73-3) 25 3-7007=1 > (108-42-9) #EKT 3Rt
D55, IPC (EF4FEFS5E) B01) (MBI X -IMbEEEF IZEE— ; (LFN I I3MWIBNA
&) BMIESINTULWAETFERET 3.

CASREACT 77 JL. CAplus 7 7ML TEMIBHRZIRET %,

CASREACT 7 7 A L CIIFHFDEHORRA TET RV, CAplus 7 71 ILICEIEESE %
J0XF—/N—L. CAplus 771 TRESNEEZLFeHE. FFPETRET %,

CASREACT 7 7 1 IILDRIGHERE

=> FILE CASREACT < CASREACT 771 ILICA%
=> S 121-73-3/RCT — RN %R

L1 1303 121-73-3/RCT

=> S 108-42-9/PRO — HYIxEER

L2 763 108-42-9/PRO

=> S L1 (L) L2 — BE—RIGHICRE

L3 645 L1 (L) L2

CAplus 7 71 LDRIHREE (REGISTRY — CAplus 7 71 /LD Y O R A —/N—1&FK)

=> FILE REGISTRY < REGISTRY 771 IJLICAD

=> S 121-73-3 — RIYID CAS FirES (CASRN®) THER
L4 1 121-73-3

=> S 108-42-9 — YD CAS BERES (CASRN®) TR
L5 1 108-42-9

=> FILE CAPLUS <« CAPLUS 77 A1IJLICAD

=> S L4/RCT «— RICYICBET Xk z &R

L6 1883 L4/RCT

=> S L5/P — ERYICBET Xk Z R

L7 1175 L5/P

=> S L6 AND L7 — BE—RIGHICRETERL=H AND EE
L8 811 L6 AND L7

CAplus 7 7 1 L TRIGIERZFER Z R (CAplus + CASREACT)

=> S L3 «— CASREACT 771 IILDOREFERZIVOXA—N—1EEKTS
L9 645 L3

=> S L8 OR L9 «— CASREACT 771 IILORGEREZEHES

L10 828 L8 OR L9

=> S L10 AND B@1J/IPC <~ |IPC THEITS

L11 91 L10 AND B@1J/IPC
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=> D BIB HITIND 1-91 < BIBHITIND RRFERATRRT S

L11 ANSWER 2 OF 91 CAPLUS COPYRIGHT 2025 ACS on STN |HITIND FRRFXTlE. CAplus
PatentPak PDF | PatentPak PDF+ | PatentPak Interactive | 77 J)LDEFTEE|TEw k L7=EBHRD
AN 2025:783800 CAPLUS Full-text RTLINB
DN  190:289861
TI A catalyst having a phthalocyanine-metal atom structure and its
preparation method and application
IN Xi, Jiangbo; Xiong, Miao; Bi, Zhuoyuan
PA  Wuhan Institute of Technology, Peop. Rep. China
UO  WUHAN INSTITUTE OF TECHNOLOGY
UOS Wuhan Institute of Technology
SO  Faming Zhuanli Shenging, 14pp.
CODEN: CNXXEV

@® mATEybhLELO—R

DT Patent
LA  Chinese
FAN.CNT 1
PPPI
PATENT NO. KIND DATE LANGUAGE PatentPak
CN 119746913 A 20250404 Chinese PDF | PDF+ | Interactive
PI
PATENT NO. KIND DATE APPLICATION NO. DATE
CN 119746913 A 20250404 CN 2024-11969069 20241230
PRAI CN 2024-11969069 20241230
PSPI
PATENT NO. KIND STATUS STATUS DATE
CN 119746913 A Alive 20250410

0S CASREACT 190:289861
IPCI B01J0027-24; B0O1J0023-745; B01J0023-75; B01J0023-755; BO1J00O37-10;
C07C0213-02; CO7C0O215-76
IPCR B01J0027-24 [I]; B01J0023-745 [I]; BO1J0023-75 [I]; BO1J0023-755 [I];
B01J0037-10 [I]; CO7C0213-02 [I]; CO7C0215-76 [I]
CC  67-2 (Catalysis, Reaction Kinetics, and Inorganic Reaction Mechanisms)
IT 62-53-3P, Benzenamine, preparation 100-01-6P, preparation 104-94-9P
106-40-1P  106-47-8P, preparation 106-49-0P, preparation
108-42-9P 123-30-8P 150-13-0P 591-19-5P 2237-30-1P
RL: IMF (Industrial manufacture); PREP (Preparation)
(catalyst having phthalocyanine-metal atom structure and its prepn.
method and application)
IT 62-23-7 98-95-3, reactions 99-99-0 100-00-5 100-02-7, reactions
100-17-4 100-25-4 121-73-3 585-79-5 586-78-7 619-24-9
RL: RCT (Reactant); RACT (Reactant or reagent)
(catalyst having phthalocyanine-metal atom structure and its prepn.
method and application)

L1171 ANSWER 4 OF 91 CAPLUS COPYRIGHT 2025 ACS on ?TN @ CAplus 771 ILDHT
PatentPak PDF | PatentPak PDF+ | PatentPak Interactive EwhkL7La—R
AN 2025:179934 CAPLUS Full-text
DN 190:161839
TI  Preparation method and application of nitrogen-doped carbon-coated
non-precious bimetallic honeycomb core-shell catalyst
IN Cai, Jinjun; Zeng, Zhengkai; Li, Xintong; Zhu, Laiying; Liu, Xiao
PA  Xiangtan University, Peop. Rep. China
UO  XIANGTAN UNIVERSITY
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UOS Xiangtan University
SO  Faming Zhuanli Shenging, 10@pp.
CODEN: CNXXEV

DT Patent
LA  Chinese
FAN.CNT 1
PPPI
PATENT NO. KIND DATE LANGUAGE PatentPak
CN 119327499 A 20250121 Chinese PDF | PDF+ | Interactive
PI
PATENT NO. KIND DATE APPLICATION NO. DATE
CN 119327499 A 20250121 CN 2024-11444071 20241016
PRAI CN 2024-11002171 A 20240725
PSPI
PATENT NO. KIND STATUS STATUS DATE
CN 119327499 A Alive 20250130

IPCI BO1J0027-24; B0O1J0037-08; BO1J0037-10; BO1J0035-57; CO7C0209-36;
C07C0211-46
IPCR B01J0027-24 [I]; B01J0035-57 [I]; BO1J0037-08 [I]; BO1J0037-10 [I];
C07C0209-36 [I]; C07C0211-46 [I]
CC  67-1 (Catalysis, Reaction Kinetics, and Inorganic Reaction Mechanisms)
IT 99-08-1 99-99-0 100-00-5 100-02-7, reactions 121-73-3
350-46-9 586-78-7
RL: RCT (Reactant); RACT (Reactant or reagent)
(prepn. method and application of nitrogen-doped carbon-coated
non-precious bimetallic honeycomb core-shell catalyst)
IT 95-53-4P, preparation 95-55-6P 106-40-1P 106-47-8P, preparation
106-49-0P, preparation 108-42-9P  108-44-1P, preparation
123-30-8P 371-40-4P
RL: SPN (Synthetic preparation); PREP (Preparation)
(prepn. method and application of nitrogen-doped carbon-coated
non-precious bimetallic honeycomb core-shell catalyst)

I;;lenligzﬁlE:iD? OF 91 CAPLUS COPYRIGHT 2025 ACS on STN 3 CASREACT 7 7 ’I’\)LU)J}T“
AN 2010:763769 CAPLUS Full-text v hkL7cLa—F
DN  153:148675
TI  Method for preparing chloroaniline via catalytic hydrogenation
IN Li, Bindong; Lv, Chunxu; Sun, Yu
PA Nanjing University of Science and Technology, Peop. Rep. China
uo NANJING UNIVERSITY OF SCIENCE AND TECHNOLOGY
UOS Nanjing University of Science and Technology
SO  Faming Zhuanli Shenging, 5pp.
CODEN: CNXXEV

DT Patent

LA  Chinese

FAN.CNT 1

PPPI
PATENT NO. KIND DATE LANGUAGE  PatentPak
CN 101735073 A 20100616 Chinese DF
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PI

PATENT NO. KIND DATE APPLICATION NO. DATE

CN 101735073 A 20100616 CN 2008-10236175 20081125
PRAI CN 2008-10236175 20081125
PSPI

PATENT NO. KIND STATUS STATUS DATE

CN 101735073 A Dead 20201121

0S CASREACT 153:148675
IPCI C@7C0211-52 [I]; CO7C0209-36 [I]; BO1J0023-755 [I]
IPCR C0@7C0211-52 [I]; B0O1J0023-755 [I]; C0O7C0209-36 [I]
CC  45-4 (Industrial Organic Chemicals, Leather, Fats, and Waxes)
Section cross-reference(s): 25 CASREACT 771 ILH 5D IO A —/N—BROEED
: IFEw k2 —LlE DN THD. CAS BHEESTIFAR,
ZD7=8® HITIND (IT 7« —JLF) ERRINAL

Ev MFEOFED

® mATEY bk
46 %

—
CASREACT 771l CAplus Z71JL

3 CASREACT 771 ILDHT @ CAplus 771 ILDHT
Ewhk 2% Ev bk 43 %
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FH

CASREACT 77 )Lt CAplus 7 71 ILTId. INFFARINRDET. B HHDEVWNLH B,
RISERZBENICKRRELICWVIZERIE. M7 7ML TRET B E L,

w771 TRELIISGEIF. EEXMZERVTRTT %,

HER=E

5.CASREACT 771 JL& CAplus 7 71 JLT. 6-Phenyl-3-pyridinecarboxylic acid (29051-44-3)
DERRSICET 2 XMZEET 5,

(B> R)
CASREACT 7 71 ILTEMY) (/PRO) ZIBEL THEL. £4% BIBFHIT RRERATERTT %o
REGISTRY 7 71 JLT CAS E#RES (CASRN’) hSREEI1T S,
CAplus 77 ILIZOORA—N—TF 3K, ERXEKIZRE (/P) ¥ 3,
CASREACT 7 71 ILDEIZEL DEEZRV=R. 2% BIBHITRN RAFXTRERT %,

E&E(X P.83
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G

HEME 1 ¢ 2. FAOMLIY (88-72-2) 5. 2,2'-=bOPRUYIL (16968-19-7) ZHRK
TEIREZERET B,

(e>h)
CAS Eix&ES (CASRN®) ICO—I/LZHEE L TRERT %, (RIEYI/EZEIE /RRT. ERE#IE /PRO)

HEME 2 ¢ TRO7vRILORISEZRET B,
0

Me Me

H

reactant
product

ERDE> 1)
RIEO—=)L. RIEY 1 b, RIGEMIZIEET o
THIC. FRROERGTRDIAL,
@ UK 80% M LEH L < IFUERBHRD B VWRISICIRE
@ %EFICPRE
SHDOEIZ% BIBFHIT REFEATRTT o

(> hk)
@, @ DREDE. BEFITERY %

FEME 3 :© TEORERD (R1 & N TRZEENK) 2&%KT 5. (R1=0. S)

R1

N
l product
H

reactant

(ERDE > 1)

REFERT 2B OBEEDEME Ring (]R) ICEET 3,

RyEYTIE R JIL—RAZEREFICIFIBETET AL,

THIC. TRRDERHFTRDIAD,
@ Verification " FAELABLEZEZESTHE. ThxEbR< (L FS/COM),
@ iR ISICBRE
® 1 BERSICRE

EIDEIZ% BIBFHIT XRTAERATERRT %0

(> h)
@. @ DREDKE. BEFITERY %,
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FYEME 4 ©: ZFYILAFZ K (NITRILE OXIDE) 5 1,2-C:NO BZ AR TIREERET 3,
TSI, TRROEHTRDIAL,
@® IR 80% MU LEDRICIRE
@ 1 BPERIGICARE

(> h)
BRERRZIT S,
@, @ DREDE. BEREFITEET 3.

#REMRE 5 . CASREACT 77JL¥ CAplus 77 JLT. 6-Phenyl-3-pyridinecarboxylic acid
(29051-44-3) DEMRIGICEY 3 X ZRFET B,

(> )
CASREACT 7 7L TEHY (/PRO) ZIEEL THEEL. 2% % BIBFHIT RTFERATERRYT %,
REGISTRY 7 7 JLT CAS E#RES (CASRN’) hS5RERET1T S,
CAplus Z 70 ILICOORA—N—TF 3K, GRXEKIZRE (/P) ¥ 3,
CASREACT 771 ILDEIE DEEERWER. 2% BIBHITRN RREXTRTI %o
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HEME 1

2-ZFARILIY (88-72-2) H'5 2,2'-O=ZFASAUTIL (16968-19-7) 2K T A RIEEIRFE

=> FILE CASREACT

=> S 88-72-2/RRT (L) 16968-19-7/PRO <« CAS E#%ES (CASRN®) iCcO—/L%EEL THEXR

L1 21 88-72-2/RRT (L) 16968-19-7/PRO

=> D SCAN — BEFTvIHD SCAN R THESR

L1 21 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI Dimerization reaction of nitrotoluene
RX
Raddr OF 1

N 2 CHo—CHo
t-Bulk, Amyl nitrate,
Phie

o NOo O
ikl

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):1
L1 21 ANSWERS  CASREACT COPYRIGHT 2025 ACS on STN

TI  Synthesis of biologically active seven-membered-ring heterocycles
RX
Rxil8r OF B7

[
2 1, R+117007-77-9, KOH, CHe—CHz
IHF
NDE DEN

He 2. NH4CL, Water
{ztage 11 paats

MOTE: 9% reactant {purazole derivative! also recowvered, product
depends on reaction conditions

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

=>D <« 77— ORI TRTE

L1 ANSWER 1 OF 21 CASREACT COPYRIGHT 2025 ACS on STN
RX

Facly OF 1
N0:2 CHo—CHa
1, HZZ2, HelH
He 7. HCI. Water NDE DZ"I
{ztage 11 fa A

REF: Faming Fhuanli Shenging, 119191387, 27 Dec 2024
HOTE: Petroleum ether uszed, optimization study, optimized on agent
COM: STAGEL1) 4 hours, 5 deq Cr 4 hours, 15 deg C:

15 deq C -» 10 deq C
STACEL2) pH 5,8
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HEMRE 2

TiD 7 v RLDRBZIRER

0 0
—
Me Me
H F

reactant product
=> FILE CASREACT
=>
L1 STRUCTURE UPLOADED « RIGBEMRXE7vyO—F
=> S L1 — HUTILER
FULL FILE PROJECTIONS: ONLINE **COMPLETE*x

BATCH  *%*COMPLETE*x

PROJECTED VERIFICATIONS: 102966 TO 111754
PROJECTED ANSWERS: 11 70 389
L2 10 SEA SSS SAM L1 ( 18 REACTIONS)
=> S L1 FUL — TIT7AILEE
L3 142 SEA SSS FUL L1 ( 734 REACTIONS)

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

L4 92 L3(A)(80<=YD OR NONE/YDT)

=> S L4 AND P/DT
L5 11 L4 AND P/DT

=> D BIB FHIT

L5 ANSWER 1 OF 11
AN 183:120838 CASREACT Full-text

« RETRE

<« RFEFICIRE

< BIBFHIT RAEHTRT

CASREACT COPYRIGHT 2025 ACS on STN

TI  Method for the production of compounds in which the o-position of
a-substituted B-diketones is fluorinated

IN  Yoneyama, Shin; Xu, Pengyu; Arimitsu, Akira

PA  SynCrest Inc., Japan; University of Ryukyus

uo SYNCREST INC; UNIVERSITY OF THE RYUKYUS

UOS SYNCREST INC; University of the Ryukyus

SO  Jpn. Kokai Tokkyo Koho, 13pp.
CODEN: JKXXAF

DT Patent
LA  Japanese
FAN.CNT 1
PI
PATENT NO. KIND DATE APPLICATION NO. DATE
JP 2023082847 A 20230615 JP 2021-196820 20211203
PRAI JP 2021-196820 20211203
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RX(1) OF 27 A ===> B...

Ph He (= Ph
A
H HMe Me
[
A ——= [
YIELD 90
RX(1) RCT A 6668-24-2

RGT C 140681-55-6 Selectfluor

PRO B 2010177-37-2

CAT 2409928-73-8 D-Tyrosine,
B-[3,5-bis(1,1-dimethylethyl)-4-methoxyphenyl]-3,5-bis(1,1-dimethylethyl)-
B-hydroxy-0-methyl-

SOL 109-99-9 THF

CON 48 hours, room temperature

NTE 94% ee, 86% isolated yield, optimized on catalyst, solvent and
fluorinating agent, optimization study, stereoselective
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FEME 3

TRROERILRE (R1 & N TEHEZHK) 2% (R1=0, S)

R1
H
1 N/
I product
H
reactant
=> FILE CASREACT
=>
L1 STRUCTURE UPLOADED «~ RIGEBRXZ 7y O—F
=> S L1 — HUTILRE
L2 8 SEA SSS SAM L1 ( 17 REACTIONS)
=> S L1 FUL — TIT7AILEER
100.0% DONE 39284 VERIFIED 942 HIT RXNS ( 31 INCOMP) 189 DOCS
7

Verification " AEEABEEZEITEN TV

L3 189 SEA SSS FUL L1 ( 942 REACTIONS)

=> S L3/COM < Verification A2 EIEICRE

L4 183 L3/COM

=> S L4(L)ANY/CAT — IR RIS ICPRE

L5 73 L3(L)ANY/CAT

=> S L5(L)1/NS « —EBFERIGICIRE

L6 41 L4 (L) 1/NS

=> D BIB FHIT « BYNEZ% BIBFHIT RREXTERR

L6 ANSWER 1 OF 41 CASREACT COPYRIGHT 2025 ACS on STN

AN 187:190975 CASREACT Full-text

TI  Copper-Catalyzed Formal [4+2] Cycloaddition of Ethynylethylene Carbonates
for the Construction of 3,4-Dihydro-2H-benzo[b][1,4]oxazines

AU Hu, Xinzhe; Zhu, Haihui; Li, Xiang; Han, Zhengyu; Sun, Jianwei; Jin,
Xiaodong; Huang, Hai

CS Jiangsu Key Laboratory of Advanced Catalytic Materials & Technology,
School of Petrochemical Engineering, Changzhou University, No.21 Gehu
Road, Changzhou, 213164, Peop. Rep. China

SO  European Journal of Organic Chemistry (2024), 27(25), €202400306
CODEN: EJOCFK; ISSN: 1099-0690

PB  Wiley-VCH Verlag GmbH & Co. KGaA

DT  Journal; (online computer file)

LA English
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RX (53) OF 224 ...AY + CM ===> CN

F!
] H
Dﬁ*
gy § 03
CH —3
1" H
llllllllllll:: Djp
H
0-
CH
YIELD GB7
RX(53)
STAGE(1)
CAT 34946-82-2 Cu(CF3S03)2, 1071441-23-0
Ferrocene, 1-[(dimethylamino)[2-(diphenylphosphino)phenylImethyl]-2-
(diphenylphosphino)-
SOL 107-06-2 CI1CH2CH2Cl1
CON 30 minutes, room temperature
STAGE(2)

RCT AY 2222467-84-5, CM 5417-63-0
RGT AZ 121-44-8 Et3N

SOL 107-06-2 C1CH2CH2Cl

CON 12 hours, 50 deg C

PRO CN 3049301-64-3

RE.CNT 36 THERE ARE 36 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT
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HBEME 4
ZFUMLAFSF (NITRILE OXIDE) 5. 1,2-C:NO BZEM T A3RIGZIRE

=> FILE CASREACT

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

L1 789 (NITRILE OXIDE/FG.RXN(S)1,2-C3NO/FG.FORM)

=> S L1(L)80<=FG.YD — INKRTRRE

L2 359 L1(L)80<=FG.YD

=> S L2(L)1/NS — RIEAT Y TETRE

L3 291 L2(L)1/NS

=> D BIB FCRD 1 < BIBFCRD R TERT

L3 ANSWER 1 OF 291 CASREACT COPYRIGHT 2025 ACS on STN
AN 191:157943 CASREACT Full-text
TI  Preparation of macromolecular heterocyclic compound

PI
PATENT NO. KIND DATE APPLICATION NO. DATE
CN 119462673 A 20250218  CN 2024-11580755 20241107
PRAI CN 2024-11580755 20241107
RX
Rii3 OF B
Hol=CH e
EHE—EHE—ﬁ—DHE Cl
C=N=0
2
EHQ—EHg—ﬂ—DHe Ll
CHAC1Z
RX

Rriz OF B

Heﬂ—h—EHz— Ha Ho—CHo—
aa

MWOTE: optimization study, optimized on stoichiometry of agent and
zolvent
CON: 8 hours, 40 deg C
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HEMIRE 5

CASREACT 7 71JLE CAplus 7 71 JLT. 6-Phenyl-3-pyridinecarboxylic acid (29051-44-3)
DERRIGICET 3 XE %R

CASREACT 771 ILDE&EER

=> FILE CASREACT

=> S 29051-44-3/PRO < 6-Phenyl-3-pyridinecarboxylic acid D&REKIG% IRZR
L1 23 29051-44-3/PRO
=> D BIB FHIT 1-23 <« 2% BIBFHIT RREATERT

L1 ANSWER 1 OF 23 CASREACT COPYRIGHT 2025 ACS on STN

AN 186:78701 CASREACT Full-text

TI  Robust Packing of a Self-Assembling Iridium Complex via Endocytic
Trafficking for Long-Term Lysosome Tracking

AU Jin, Chengzhi; Li, Guanying; Wu, Xia; Liu, Jiangping; Wu, Weijun; Chen,
Yazhou; Sasaki, Toshio; Chao, Hui; Zhang, Ye

CS Bioinspired Soft Matter Unit, Okinawa Institute of Science and Technology
Graduate University, 1919-1 Tancha, Onna-son, 904-0495, Japan

SO  Angewandte Chemie, International Edition (2021), 60(14), 7597-7601
CODEN: ACIEF5; ISSN: 1433-7851

PB  Wiley-VCH Verlag GmbH & Co. KGaA

DT  Journal; (online computer file)

LA English
RX(1) OF 11 A + B ===> C...
HO oC HO oC
Ty F'|;| o K
o b . |
TR T Ph
(1
A B C
YIELD 72
RX(1) RCT A 6311-35-9, B 98-80-6

RGT D 584-08-7 K2CO03
PRO C 29051-44-3
CAT 14221-01-3 Pd(PPh3)4
SOL 7732-18-5 Water, 64-17-5 EtOH, 108-88-3 PhMe
CON overnight, reflux
RE.CNT 26 THERE ARE 26 CITED REFERENCES AVAILABLE FOR THIS RECORD
ALL CITATIONS AVAILABLE IN THE RE FORMAT

L1 ANSWER 2 OF 23 CASREACT COPYRIGHT 2025 ACS on STN
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CAplus 7 71 )LD (REGISTRY 77 ILH5 CAplus 7 71 ILADY ORF—/N—1E%)
=> FILE REGISTRY

=> S 29051-44-3
L2 1 29051-44-3

=> FILE CAPLUS

=> S L2/P — BEXERICPRE

L3 36 L2/P

=> S L3 NOT LT < CASREACT 771 I/LTESNEEE (L1) Z<
23 L1

L4 15 L3 NOT L1

=> D BIB HITRN 1-15 < BIBHITRN {TRFEAT2EERT

L4  ANSWER 1 OF 15 CAPLUS COPYRIGHT 2025 ACS on STN

AN 2025:1896805 CAPLUS Full-text
TI  Design, Synthesis, Herbicidal Evaluation, and Molecular Simulation of
2-(6-Phenylnicotinoyl)cyclohexane-1,3-dione Derivatives as Novel
4-Hydroxyphenylpyruvate Dioxygenase Inhibitors
AU  Li, Yue; Zhao, Li-Xia; Zhang, Pan-Xiu; Jiang, Zi-Bin; Lakhvich, Fedor A.;
Khlebnicova, Tatyana S.; Fu, Ying; Ye, Fei
CS Department of Chemistry, College of Arts and Sciences, Northeast
Agricultural University, Harbin, 150030, Peop. Rep. China
SO  Journal of Agricultural and Food Chemistry (2025), 73(32), 19935-19943
CODEN: JAFCAU; ISSN: 0021-8561
DOI 10.1021/acs.jafc.5c02089
PB  American Chemical Society
DT  Journal; (online computer file)
LA English
IT INDEXING IN PROGRESS
IT 29051-44-3pP
RL: RCT (Reactant); SPN (Synthetic preparation); PREP (Preparation); RACT
(Reactant or reagent)
(design, synthesis, herbicidal evaluation, and mol. simulation of
2-(6-phenylnicotinoyl)cyclohexane-1,3-dione derivs. as novel
4-hydroxyphenylpyruvate dioxygenase inhibitors)
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RX(11) RCT AI 108782-78-1

PRO AJ 108782-79-2
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B 2:
RX(3) OF 4 G + A ===> H
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RX(3) RCT G 108-24-7, A 51295-93-3

RGT I 7637-07-2 BF3

PRO H 51295-98-8

NTE Classification: O-Acylation; Substitution; Diastereoselective;
Acetoxylation; # Conditions: Ac20 BF3; 0 deg 1h

CASREACT 7 7L T. BHDIIKBHREZE T 2MEORLSDAHAZEIKREKE L -LWHFSEIE. REGISTRY
771 TENOWE=REL. ZOFER%E CASREACT 77 ILICVORA—/N\—T 3,
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CASREACT 771JL -CA HEDL O— RFDIFEHE

PRI N B RIGDEREEIZ. FRICK>TEB B,

1985 ~ 1990 F : FEHMEHK 100 N5, CA 77 MILOBERLEFEL I3 Y
(72 ay 21~34) ICHEINTXEF D TN TDRIGE RER.

1991 FLARE : CA 77 1ILICIER SN B IR TOMETRND SFERSNIc. EFAYIC
BROH 3 Rtz .

1991 £ 1 A 1 HURICEITEINT CA T 7 7 JLIEERR KT H 5:FER
Ihic. ERNICERDH 3 RIGZINER.

1991 SFLEDINERIRAE
UTORGICER T IRIGZRE T I MEREFIFZIERT 3.

R, EFR. A%, Beha. @R hic, BESNh. HESIL, LI/
B, BRL. EL. B FORIS (BICHRICENEOEMEDHZINERT 50ITT
L)

TEERE (TFFABRE. D77 LARRME). TEFERE. UEERME. CFRRE
(D ERBICHEEZSEIRVEEERERDER) OHBRIG

BEINERINRORIES ; BINED RIGZ BT o RIGZF— L
BaOmbiE, AE. HELCZME o LEENRISHZ
REE. A=Z—IBERRE. BLULERAE
BRELIERMDRESNTUVSEA. ERICIIRITILED > T RIG
FRFELIIEREARTHI L VWS RHICER L 26K

UTFD &S BRIGZRET 2 XEIFINE SN,
BAE. ART ML FREEOMOB 5 D YR ZHATDO-H DL EVMDER
FHEIICDVWTESTK IXY FOBVBIHIRIGIC L 21LEMDERK
ZRENIZBC AV O BRIEP. ZENET I /B Rk AHy TV IRE

B8, kMY BENY. FLUOBERBEREED KL S BRI EERYOFEERICELD
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CASREACT 7 71 JLICIEFE TN WH. FIINEIN TR LB E RIS
RUT—DEARIL
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ZRERLZINET 356 UTORHICERT 3HD INTRISISERINS,

REEDMIMEREICET 2 RIG
R D B
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CASREACT 7 7JL -1990 FUFiDINERMEE

1990 FLARIDUNERMEEE

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

Doklady 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
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
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Journal of Pharmaceutical Sciences

Journal of Physical Chemistry

Journal of the American Chemical Society

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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CAS STNext ICBIF 2 BBUVEDHE T
https://www.jaici.or.jp/inquiry/

About CAS
CAS connects the world’s scientific knowledge to accelerate breakthroughs
that improve lives. We empower global innovators to efficiently navigate
today’s complex data landscape and make confident decisions in each phase
of the innovation journey. As a specialist in scientific knowledge
management, our team builds the largest authoritative collection of human-
curated scientific data in the world and provides essential information
solutions, services, and expertise. Scientists, patent professionals, and
business leaders across industries rely on CAS to help them uncover
opportunities, mitigate risks, and unlock shared knowledge so they can get
from inspiration to innovation faster. CAS is a division of the American
Chemical Society. Connect with us at cas.org
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