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AN -26969215 REAXYSFILESU
CN cajanolactone A
MF C21 H20 04 NEDL 13— K&HEE PROPERTIES N
CMF 21 H20 04 i MP Melting Point (5) ISR 1 DR,
LSF  C21H2004 IR IR spectroscopy (3) (SPEC) () IE7T—%%c&
INCHI  JCWMYWSAQHRMAA-UHFFFAQYSA-N MS Mass Spectrometry (7) (SPEC) 'W_}’Ejj b = ) —
MW 336.387 NMR NMR spectroscopy (16) (SPEC)
MARKREF.CNT @ UVS UV/VIS spectroscopy (3) (SPEC)
REC 12 CPD Crystal Property Description (2) (STATE)
ED Entered STN: 14 Jul 2020 FINFO1 Further Information (1) (FURTHER)

Last updated on STN: 28 Feb 2024 %}%Fg% pﬁ%ﬁ FINFO2 Further Information (15) (FURTHER)

g N INP Isolation from Natural Product (8) (FURTHER)
s % Nk LB Substance Label (3) (FURTHER)

FA.RX RX.ID; RX.PAN; RX.RAN (7)

YNSRI G DIEE,
() E7T—%2%

A\ )
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( )
eliting Bolek () & Physical Properties (#J32#%514) WIS SR
value | Solvent | Location | Ref(s) — Melting Point (l%ﬂ,‘f%_'\)
(MP) | (.soL) | (.L0) | (REF) \_ J
(Cel) | | | e )
NP
' - ' Spectroscopy (D HFHT —X)
154 methanol supporting informati | 1 N
' | su — IR Spectroscopy (FRHADHE)
I | on IR spectroscopy (3) \_ )
154 I I Keyword | original Text | Solvent | Location | Ref(s)
127 - 129 | I (.KW) | (.TX) I (.soL) | (.L0) | (REF)
125 - 127 | | | ============= tEESE=ss=sssssssssssssss+sSSsSSsSsSSsssssssss+sssssssss
127 - 129 | I Bands; Spectrum | IR (KBr, cm<sup>-1</ | potassium bromide | supporting informati | 1; 2
| sup>): 3423, 2975, 1 | | on |
1. AN 75806475: Journal: Liu, Shan et | 688, 1631, 1612, 157 | | |
2. AN 73103391: Journal: He, Qi-Fang | | 5, 1499, 1380 | | |
3. AN 66232552: Journal: Sudarshan, K gangs | | potassium bromide | |3
4. AN 63563249: Journal: Chen, Wen-Zh g .. | | potassium bromide | | 4

=
‘ | HiiE
. AN 73103391: Journal: He, Qi-Fang et al., Org. Lett. (2018) Vol. 20, No.3, pp. 876 - 879

. AN 75806475: Journal: Liu, Shan et al., Molecules (2019) Vol. 24, No.2 arn.271
. AN 66232552: Journal: Sudarshan, Kasireddy et al., Eur. J. Org. Chem. (2015) Vol. 2015, No.8, pp. 1797 - 1803
. AN 63563249: m. Lett. (2014) Vol. 25, No.5, pp. 749 - 751
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Crystal Property Description (2) I e
value | Location | Ref(s) PIEIEER
(CPD) | (.L0) | (REF) Isolation from Natural Product (8)
--) | | Value | Location | Ref(s)
(INP) | (.LO) | (REF)
colourless\| supporting informati | 1; 2 =) | |
on \ e TEEEmess
colourless | |3 Cajanus cajan (Linn.\ supporting informati | 1

) Millsp. (Fabaceae) \on
| » leaves; collected L

1. AN 66232552) Journal: Sudarshan, Kasireddy et al., Eur. J.
2. AN 75806475:\Journal: Liu, Shan et al., Molecules (2019) Vo from Lingao County,

3. AN 73103331: Yournal: e, Qi-Fang et al., Org. Lett. (2018) Hainan Province, Pel Fyrther Properties (% DD ¥p4)
ple's Republic of C N Y

~ Isolation from Natural Product (K&R#A> & 0 B 8)

/ th g1 45

1. AN 117864262: Journal: Tan, Ling-Xuan et al., Fitoterapia (2022) Vol. 160 arn.105229
2. AN 75806475: Journal: Liu, Shan et al., Molecules (2019) Vol. 24, No.2 arn.271

ina; October, 2014

leaves of Cajanus ca

Aggregation State (SFEEIRAE) jan: collected from i
— Crystal Property Description ((E@&MEIR) | venshan county, vumn |
|

an Province, China

ole

b/
CAS ™~
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Reaction:
Reaction ID:
Reactant AN (.RAN):
Reactant (.RCT):
Product AN (.PAN):
Product (.PRO):
Reference Count:

Reaction Details:
Reaction RID:
Reaction Classification (.CL):
Product AN (.PRAN)

Reactant AN (.RCAN):
Solvent AN (.SOLAN):
Product:

Reagent:

Solvent:

Time:

Yield:

Yield Numerical:
Reference(s):

© 2024 American Chemical So

ZEMEN RIS TH D RIG 3

RIS

38015357

8-hydroxy-6-methoxy-5-(3-methylbut-2-en-1-yl)-3-phenyl-1H-isochromen-1-one
26969216
6-hydroxy-4-methoxy-3-(3-methylbut-2-enyl)x2011;2-(2-oxo-2-phenylethyl )benzoi
1

UG D S

38015357.1

Preparation

26969216

3587155; 8128138

1718733
6-hydroxy-4-methoxy-3-(3-methylbut-2-enyl)-2-(2-oxo-2-phenylethyl)benzoic acid
water; potassium hydroxide

ethanol

8s

82 percent

82

63563249: Journal: Chen, Wen-Zhang et al., Chin. Chem. Lett. (2014) Vol. 25, No.5, pp. 749 - 751
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Reaction:
Reaction ID:
Reactant AN (.RAN):
Reactant (.RCT):
Product AN (.PAN):
Product (.PRO):
Reference Count:

Reaction Details:
Reaction RID:
Reaction Classification (.CL):
Product AN (.PRAN)
Solvent AN (.SOLAN):
Product:
Reagent:
Solvent:
Temperature:
Time:
Yield:
Yield Numerical:
Reference(s):

© 2024 American Chemical Society. All rights reserved.

RIGIER

= s/ = > > ~
40217603 ﬁzé*@ﬁb\iﬁx%T 3—0 %) &J/_.l:\
26969214
6-methoxy-8- ylbut-2-enyloxy)-3-phenyl-1H-isochromen-1-one
8245859; 28245874
droxy-6-methoxy-5-(3-methylbut-2-en-1-yl)-3-phenyl-1H-isochromen-1-one; 8-hydroxy-6-methoxy-3-phenyl-1H-isochromen-1-one; C21H2004

UG D S

40217603.1

Preparation

26969215; 28245859; 28245874

1730800

8-hydroxy-6-methoxy-5-(3-methylbut-2-en-1-yl)-3-phenyl-1H-isochromen-1-one; 8-hydroxy-6-methoxy-3-phenyl-1H-isochromen-1-one; C21H2004
montmorillonite K10

dichloromethane

0 - 20 Cel

1.5s

30 percent; 20 percent; 18 percent Hj-gﬂllﬁiﬁ
30; 20; 18

66232552: Journal: Sudarshan, Kasireddy et al., Eur. J. Org. Chem. (2015) Vol. 2015, No.8, pp. 1797 - 1803
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REAXYSFILESUB 7 7 € LD ERIE R

REAXYSFILESUB 7 7 A4 JLiCid. #9 5,420 AEDOAFEMEDOL 2— FAERINT WS

L O—F&ES AN 10488171 REAXYSFILESU
CAS RN® RN 284461-74-1

tEMELIR N N-(4-chloro-3-(trifluoromethyl)phenyl)-N'-(4-(2-carbamoyl-4-
pyridyloxy)phenyl)urea; 4-{4-[({[4-chloro-3-
(trifluoromethyl)phenyl]amino}carbonyl)aminoJphenoxy}-2-pyridine
carboxamide; BAY 43-9007; 4-{4-[3-(4-Chloro-3-trifluoromethyl-phenyl)-
ureido]-phenoxy}-pyridine-2-carboxylic acid amide

mExA47  SD heterocyclic
DFI MF C20 H14 C1 F3 N4 03 sk

A5 F | CMF €20 H14 C1 F3 N4 03 Q s
TR LSF C20H14C1F3N403 i
fR% InChi Key  INCHI UAEWBZYTKIMYRQ-UHFFFAOYSA-N F |
InChi Key  AINCHI UAEWBZYTKIMYRQ-PAIUYCELCZ W
HFE MW 450.804 F
BRI — aEDE  MARKREF.CNT 5
N

XEE  REC 165
ZAHAB  ED Entered STN: 14 Jul 2020

7
T— X BEHHE Last updated on STN: 24 Jun 2024

AL
(X))

HERBEDOELIREZ7 4 —ILF

HERRICLVILFPEZRRTED

/Bl (£7=137% L) EHAZRS S ?2URIDIN? AND B, #A. PR—BIRRA
(CN,CNS A58 W Ha7=58)  HYDROXY? ) AT AE

/CN L FMES S CHOLESTEROL?/CN Egzz—ﬁzfrﬁ%@muﬁﬁmﬁg

/CNS feZMELEL T A b S ?CHOLESTERYL/CNS B, #A. PR—BIRERH

FIFA AT BE

/RN CAS RN® (CAS Z#&ES) S 100-03-8/RN 19%

/MF 2F S CAHIN5/MF 96%

/ELS THEE S L1 AND NA/ELS

/SD MBDRAT S HETEROCYCLIC/SD 24%

/REC X HEkER S L1 AND 100<=REC

REAXYSFILESUB < U —<— k'  https://web.cas.org/marketing/solutions/stn-ip/stn-database/reaxysfilesub.pdf




LFMBERIDEER

b2 E%RTR (JCN) 2475 CEHOYEL 3— KAty FT B2 ¢ BH 20, /A X5
CIZIEDFR UMF) B ETRET 5h. BERZE(TH
- BEENEE TILEMEBEAERNT S L. DFRANRRINDIDTSEIILA S

i Structure Editor Maximize view OFF X i‘

ocnlDeoae s SR s e s cln
takd Draw or change atoms or bonds. -
l=8l Et €
X R 0

Fn O

CHE) N

(1, ~ = o

o |

X €,

83 \

"e| =

a |Mo|ecu|ar Formula: CgHgNO, (123.'\ﬂ -

Na

LB EDD TR
SaveAs | Cancel k i%/—j_\ é *L Z)

View Previous Structures.

17 © 2024 American Chemical Society. All rights reserved.

FESL

Y 2-HIILR YV EEDIE R

=> FILE REAXYSFILESUB — REAXYSFILESUB 7 7 4 JLIZA
=> E PYRIDINE-2-CARBOXYLIC ACID/CN — {LFHEL % /CN T EXPAND ¥ 3%
E1 1 PYRIDINE - 2-CARBOXYLATEHEXADECYL - TRIMETHYL - AMMONIUM/CN

E2 1 PYRIDINE - 2-CARBOXYLATETRIMETHYL -TETRADECYL ~AMMONIUM/CN

E3 28 --> PYRIDINE-2-CARBOXYLIC ACID/CN

E4 21 PYRIDINE-2-CARBOXYLIC ACID /CN BHORZEAE Y kLI ]
=> S E3 —EHSTHRERTS

L1 28 "PYRIDINE-2-CARBOXYLIC ACID"/CN

=> E C6H5NO2/MF — DFREHERT S

E1 1 C6H5NOTTU. 2H20. 2NA/MF

E2 1 C6H5NO12V2. H20. 2K/MF

E3 291 - C6H5NO2/MF

E4 1 C6H5NO2. 0C26H36AUBNT0S6/MF

=> S E3 —EHSTHRERTS

L2 291 C6H5NO2/MF

=> S L1 AND L2 — L1 & L2 % AND EET 3

L3 1T LT AND L2 o

o_9
]
CAS™*
18 © 2024 American Chemical Society. All rights reserved.




EENL|

=> D ALL

AN 109595  REAXYSFILESU
RN 98-98-6

— ALL KA TRRT %

L3 ANSWER 1 OF 1 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.

| Pyridine-2-carboxylic acid |
SD heterocyclic
r
CMF C6 H5 N 02
LSF C5NH4CO2H
INCHI SIOXPEMLGUPBBT-UHFFFAOYSA-N
AINCHI SIOXPEMLGUPBBT-QDQILVOLCU
MW 123.111
MARKREF .CNT 50
REC 10552
ED Entered STN: 14 Jul 2020
Last updated on STN: 27 Jun 2024

CN 2-Picolinic acid;|pyridine-2-carboxylic acid;| 2-pyridinecarboxylic
acid; Picolinic acid;|pyridine-2-carboxylic acid;| 2-pyridinic acid;

oo

CAS %

Adivision of the
American Chemical Society

(1))

EENL|

N

e

PROPERTIES
DEN Density of the Liquid (9) (PHYS)
DE Dissociation Exponent (94) (PHYS)
ELE Electrical Data (3) (PHYS)
EM Electrical Moment (1) (PHYS)
HCOM Enthalpy of Combustion (1) (PHYS)
HFOR Enthalpy of Formation (3) (PHYS)
HFUS Enthalpy of Fusion (1) (PHYS)
HSB Enthalpy of Sublimation (3) (PHYS)
IEP Isoelectric Point (2) (PHYS)
LVSM Liquid/Vapor Systems (MCS) (1) (PHYS)

N - RIDEE

N - RISEEE IS QRD *

TERITIEEENG L,
ALL ZRFERICEEEND

\
)

N\
(1))

L)

CAS

Adivision of the
American Chemical Society




1R%H 1 (&%)

=>
L4

=>

L4
CN

MF
SD

L4 27 ANSWERS REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.

CN 1-Methyl-1.4.5.6-tetrahydro-4.8-dioxo-8H-pyrano@3C; 3.4-b03E;
pyridine-2-carboxylic acid; 1-methyl-4,8-dioxo-4,5,6,8-tetrahydro-
1(i)H-pyrano[3,4-(i)bIpyridine-2-carboxylic acid;
1-Methyl-4,8-dioxo-4,5,6,8-tetrahydro-1H-pyrano[3,4-blpyridine-2-
carboxylic acid

MF C10 H9 N 05

SD heterocyclic

ERDCEOBEDLZLIRA ;(EIaRny) T
X snEEnTts Y., Tns /CN oix
Tbky b2/ 14XAEEND

S L1 NOT L3 < /CN Tty b LIOREIEZHERT 2
27 L1 NOT L3
D SCAN
27 ANSWERS REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
pyridine-2-carboxylic acid|; nitrate; Pyridin-2-carbonsaeure;
Nitrat; Pyridine-2-carboxylIcC ek mpound with nitric acid
C6 H5 N 02 . HN 03
heterocyclic
[¢]
o§§§§N////p ////

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):10

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

\
)

/ [ 4
CAS#
=325 2
zis
Cl N
A
/
cl

=> FILE REAXYSFILESUB — REAXYSFILESUB 7 7 4 JLIZA %
=> E C1@H5CL2NO2/MF — HFR% /MF T EXPAND ¥ %
E1 4 C10H5CL2NO. CLH/MF
E2 1 C1@H5CL2NO. H/MF
E3 156 --> C10H5CL2NO2/MF
E4 60 C10H5CL2NO2S/MF
E5 8 C10H5CL2NO252/MF
=> S E3 —EHSTHRERTS
L1 156 C10H5CL2NO2/MF
=> S L1 AND (DICHLORO AND ?CARBOXY?)/CNS —LEYELZET A+ (/CNS) TEHLIRERRT D
L2 17 L1 AND (DICHLORO AND ?CARBOXY?)/CNS
=> SEL L2 CN — SELECT a~w > RCc&rz#mEs 3
E1 THROUGH E32 ASSIGNED

®

5

=

L)

CAS

American Chemical Society




1R 2

=> D SEL
E1 2 2,7-DICHLORO-QUINOLINE-4-CARBOXYLIC ACID/CN
E2 2 3,7-DICHLORO-QUINOLINE-8-CARBOXYLIC ACID/CN
E3 2 4,7-DICHLORO-QUINOLINE-2-CARBOXYLIC ACID/CN
E4 2 5,6-DICHLORO-QUINOLINE-8-CARBOXYLIC ACID/CN
E5 2 5,7-DICHLORO-QUINOLINE-4-CARBOXYLIC ACID/CN
E6 2 6,8-DICHLORO-QUINOLINE-2-CARBOXYLIC ACID/CN
E7 2 6,8-DICHLORO-QUINOLINE-3-CARBOXYLIC ACID/CN
E8 2 6,8-DICHLORO-QUINOLINE-5-CARBOXYLIC ACID/CN
E9 2 7,8-DICHLORO-QUINOLINE-4-CARBOXYLIC ACID/CN
E10 1 DICHLORO-QUINOLIN-8-CARBOXYLIC ACID/CN

1 DICHLORO-8-QUINOLINECARBOXYLIC ACID/CN

E1

=> S L2 AND E2

L3 1 L2 AND "3,7-DICHLORO-QUINOLINE-8-CARBOXYLIC ACID"/CN
=>D

L3 ANSWER 1 OF 1 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
AN 7761858 REAXYSFILESU

RN 84087-01-4

CN 3,7-dichloro-quinoline-8-carboxylic acid; quinclorac;

3,74dichlorof8quinolinecarboxylic lacid; quinchlorac;
3,7-Dichloro-quinoline-8-carboxylic acid

— M LY ERERTT S
—BEE BT HNFEYEL

—L3% E2 TREY 2

— QRD £ R (F7 4L ) THRRT D

PP RICEBRZRREL TLWEWLDT
IDE ZR~ER LR LIEWARREIND

%e

J

L)
P
AS“
American Chemicl Society
1=R=H 2
SD heterocyclic
MF C10 H5 C12 N 02
CMF C10 H5 C12 N 02
LSF C10H5C12N02
INCHI FFSSWMQPCJRCRV-UHFFFAOYSA-N
AINCHI FFSSWMQPCJRCRV-YHMJCDSICB
MW 242.061
MARKREF .CNT 3
REC 1408
ED Entered STN: 15 Jul 2020
Last updated on STN: 27 Jun 2024
0. O
Cl
///// |
o%e
]
.

L)

CAS

American Chemical Society




2Z YPEDORA7

9 1,313 At (1D 24%) oL I— KD SD 74 —ILFIZ, WMBORA THIEIN TS
/SD:BDRAT

MEDRAT MBEDZA

ACYCLIC MARKUSH STRUCTURE

ALLOY MINERAL

BIOMOLECULE MIXTURE (COMPOSITION COMPLETELY
GIVEN)

COMPOUND MIXTURE (COMPOSITION NOT GIVEN)

COORDINATION COMPOUND MIXTURE (COMPOSITION PARTIALLY GIVEN)

GLASS OR CERAMIC MATERIAL POLYMER (MONOMERS GIVEN)

HETEROCYCLIC POLYMER (MONOMERS NOT GIVEN)

ISOCYCLIC SOLID SOLUTION

ISOTOPE OR ISOTOPE CONTAINING ‘é’;

COMPOUND CAS

S  WMBDXA 7T DHE
2000 ELIZR, £FEDF. BEEYW. RUT—3dbUERHRTH S

AN 9476670  REAXYSFILESU AN 11381722 REAXYSFILESU
CN p-nonylphenol; o-nonylphenol; 2,4-dinonylphenol; mixture of CN polybutylene terephthalate

SD mixture (composition completely given) SD polymer (monomers given)

COMPAN 2047450; 2259809; 2384242 fE%i%?ﬂéU COMPAN 1633445: 1909333 .|

COMPN  4-Nonylphenol; nonylphenol; 2,4-dinonylphenol COMPN Butane-1,4-diol; terephthalic acid K< —
COMPC 95.5 weight percent; 4.34 weight percent; 0.05 weight percent

MARKREF.CNT 0

MARKREF .CNT 0 REC 1
REC 1 ED Entered STN: 14 Jul 2020
ED Entered STN: 14 Jul 2020 Last updated on STN: 19 Jan 2024

Last updated on STN: 19 Jan 2024

Substance image not available

Substance image not available
*%ff_‘ititi”y% FA.RX RX.ID; RX.PAN; RX.RAN (1) %ﬁg‘i&iﬁ”yﬁ
= LV LY
PROPERTIES INTLAEN ¢

LB Substance Label (1) (FURTHER)




BERRICL VILFPEZIRRTED
BERRIATY N =>S L RRL A 7 RREH

wR217 e AR
EXA (G2 —EieR) BEEMRICTLIC—HT I2YEERR
FAM (7 7 2 U —1&%R) EXA IIZA TEOEA D EENTLTH LWL
CSS (PSR BERR) FAM ICHIZR CRIZEBEEMA ZERATE %

BEDMNEICBEREAEDHDLIENTES
SSS (BHHEERZR (T 74/ F))  CSSICIMA TEMOBBMEAHFELTH LW

RREE T

SAM (> 7B (F74L 1K) L7 74L0—36 (10 %) %57 R FHICtezR
FUL(ZIL7 74 ILIBER) T7AILDTRT (100 %) #1E6%=

0

>

wn
N

eeeeeeeeeeeeeeeeeeeeeee

TBIEIRER

AT LR

REAXYSFILESUB 7 7 1 L O#EE# R X, REGISTRY 7 7 A LD EidTR & (HBANEL Y .
A ZL— 3 VBRETHAEWN

%Eéﬁ e e L1 STRUCTURE UPLOADED

SAM (4> 7 ILigER) 50
FUL (Z L7 7 A LIERER) 150 5

il

= s L

SAMPLE SEARCH INITIATED 17:46:25
SAMPLE SCREEN SEARCH COMPLETED - 0 TO ITERATE

0.0% PROCESSED 5174921 ITERATIONS 14 ANSWERS
SEARCH TIME: 00.00.06

L2 14 SEA SSS SAM L1

v 7B ROBE,. REGISTRY 7 74T
F XM 5 FULL FILE PROJECTIONS (7
W7 7AILBRDOFE) OFRIEA WL oo

0

>

wn
N

‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘‘




Rz H 3 ——

=> FILE REAXYSFILESUB «— REAXYSFILESUB 7 7 1 JLIZA D

=>
Uploading structure file: 2024_0012_Structure — BEERXETYy 7 A—FT 2B

(:\\//’J ﬁ 16\\//15
N

6 1 5. 11
. . ’9/ %T/ ~,” \/8\/ N,
14\ 77 13 12
10
Node Attributes
Ring Nodes : 4 6 7 9 10 14
Chain Nodes : 1 2 3 5 8 11 12 13 15 16 17
Bond Attributes
L1 STRUCTURE UPLOADED
1%=53=5 3
= S L1 — EAREERROY » TIRREITS
SAMPLE SEARCH INITIATED 11:41:14 FILE 'REAXYSFILESU'
SAMPLE SCREEN SEARCH COMPLETED - 0 TO ITERATE . o = - R
Yo TIBREREITS & BA 50 HEIZD
0.0% PROCESSED 1256709 ITERATIONS 50 ANSWERS Bonsd, BEHL-EIZEAESNTLE A,
SEARCH TIME: 00.00.01 RN
TINT 7 AIRRRNICHERTE S
L2 50 SEA SSS SAM L1
=> D SCAN — SCAN R TRnd 2
L2 50 ANSWERS REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
CN Benzoic acid-2,2-difluoro-2-sulfo-ethyl ester
diphenyl-4-hydroxyphenylsulfonium salt
MF C9H7 F205S . CI8HI50S
SCAN £ ICIE, {LFEYWEH (CN). HF=H
(MF), 1E0 24 7 (SD). BERHIEENZ, BE
ESDORTEIETET, 7V FLICEABZTPERREIND
JORS
_ /K,,
HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):10 < SCAN THRR L7 WEHZE AH 2%

Q)
>
wn

hemical Society




RZRH 3

L2 50 ANSWERS REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
MF C16 H15 F2 N 07 S

X\%ﬁ%

HOW MANY MORE ANSWERS DO YOU WISH TO SCAN? (1):END —END EAALTHKTT S
=> S L1 FUL — MHOBERBO 7L T 7 A VIRREITS

FULL SEARCH INITIATED 11:41:48 FILE 'REAXYSFILESU'
FULL SCREEN SEARCH COMPLETED - 0 TO ITERATE

0.0% PROCESSED 51776416 ITERATIONS 1895 ANSWERS
SEARCH TIME: 00.00.01

L3 1895 SEA SSS FUL L1
507
CAS#
=R H 3
=D — QRD £RFER (F7 4 ) TRRT D
L3 ANSWER 1 OF 1895 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.
AN 60144114  REAXYSFILESU M s o e N .
MF C10 H9 F3 05 S MEPRIGIEREZBRREL TLWARWVLDT
— Tk L E] SRR AN
CMF 10 H9 F3 05 S IDE B RERE R LIFEHRHIERIND
LSF  C1@H9F305S
INCHI  KHTXYNUVXSSMGI -UHFFFAOYSA-N
MW 298.24
MARKREF .CNT @
REC 1 .
ED Entered STN: 3 Jul 2024
Last updated on STN: 3 Jul 2024
.
\/
/
, [ 4
=

CAS

American Chemical Society

L)




2% . REGISTRY 7 7 /L & DEL

VEXBEEICERD 7 77 A v M EHEWT-EDERN @ A, B 2 BIR S
IZER LT AND & | RI—E@EIC{ER
REGISTRY (D@® At v k @ Ak b E CoMT 1803 COH1 N3
REAXYSFILE @@® 'k v k @2 Ae v b
SUB @A BIAEELTHFE
3¢
AN 60138713
MF C8H8FNO3
.

@ A, B A REI—AS

5

AN 60158427
MF C14 H13 N3 04

eeeeeeeeeeeeeeeeeeeeeee

£% . REGISTRY 7 7 1 L E DEWL

DT omZREEIIFATE A0
BRICIBRYIRL IV — 7% 2 DL EfE 5 7{EK
TEAIE % 2 DL EfE - 7-1FX
ZEBRUBOEBHREL L T—RAEFALER
VST EUEN
BYURLABELIER Z7IL—7DEY

Overview on current errors in ReaxysfileSub Database June 2024
https://www.stn-international.com/sites/default/files/X/Reaxysfile_Current_Issues.pdf




2% . REGISTRY 7 7 1 L & DELS

—HOPEIEFHLADNEL DD, P FAPEETRRT 2BRITEVEZRET

VB DER REGISTRY REAXYSFILESUB
0

HILR > ERIE

0
JJ\ N

R1 OH
HIVRVBET vV EZT L o
o
R1 OH
Z2HZAYFR Me
Me — N — CH,

Me

~

Rl=—NZZZNZ=ZXN

R1 0
H
0 | .

EROBRIZIL, BEIE
BICHEELACTEN

Me
Me — N===CH,

Me

Rl—N=—N=N

eeeeeeeeeeeeeeeeeeeeeee

REAXYSFILESUB 7 7 1 L D41 B R

eeeeeeeeeeeeeeeeeeeeeee




PEFERDOBEE

bATIY—IZnEIND 110 ULOYHEBRANERINTWL S
Physical Properties (PHYS) - #2145
— Bl s (BP), Bim (MP), FE& (SP). ftb 39 ¥l
— Spectroscopy (SPEC) - 9% H 5T — %
- B BFREVHIBZ S L (ESR), AR v (IR), BHEKHIBZ <2 Fv (NMR), 9 ¥t
Aggregation State (STATE) - 55 iREE
- Bl SRR T —% (CSYS). =48 (GP). &8 (LQPH). b 9 M
— Multi-Component Systems (MULTI) - ZB95%RT— 4%
fl: BRKHIT — & (EDM), &K-&BHRT —% (LLSM), kFT—% (ODM). b 12 ik

— Further Properties (FURTHER) - Z b #iE

— ) ILARECEE (CNF), 1BHRE (EL). WS T—4% (MAG). b 28 ¥k

0
>
n

eeeeeeeeeeeeeeeeeeeeeee

N DOESR
REAXYSFILESUB 7 7 1 L THRAXRN 54, => HELP PROP T#EEET=E %

=> FILE REAXYSFILESUB

Further Properties:
~2 HELEEROS Name Code YEa—F
Properties may be searched in Field Availability, Properties = = T~~~ 7 7TTTTTTTTTTTTTTTT T Nemmm—t TTTTT

(/FA.P) by using name or code 000 see table below. Acoustic Properties SOUND
Autoignition AIT
Search Examples: Chemical Derivative CDER
= > S BP/FA.P Circular Dichroism CDIC
= > S Boiling Point/FA.P Compressibility CMP

Physical Properties: Multi-Component Systems:

Name Code Name Code
Boiling Point 8P Adsorption ADSM
Bulk Viscosity Bv Association ASSM
Critical Micelle Concentration CcMC Azeotropes AZE
Density of the Liquid DEN Boundary Surface Phenomena BSPM
Dielectric Constant DIC .
3 N N — "
REAXYSFILESUB 2 —H%—#4 K - ¥l - RIGIE®R EMHEE @ https://www.jaici.or.jp/stn-ip-protection-suite/cas-stnext/documents 2,

)
(1))

eeeeeeeeeeeeeeeeeeeeeee




PNERERDIRE 7 1 —IL F

PIEBRORRTIZ, UTOMRE7 4 —ILFZFIBET 5
~ /FAP 7 4 —JL K : FIBATRELR 14

—~ =>HELP PROP —& 0421 — F 2R - R 2KICHA
- /KW 74— F:F%F—7—F

- HBRICEFIFNIYHEICETEF—T7— N2HER - RS HECHA

=> S BOILING POINT/FA.P ] => S ELECTRICAL DATA/FA.P ]
*7-1% => SBP/FA.P *7-1% => SELE/FA.P
Electrical Data |(2) L
Keyword | Crit. Temp. | Ref(s)
(kW) | CORITY | (REE)
Value | Pressure | Ref(s) (Cel) =>S
(8P) | (-P) | REF) | SUPERCONDUCTIVITY/KW }
(Cel) | (Torr) [ Superconductivity | -269.96 |1
Superconductive tran|| |1
86 | 5 I 1; 2 sition temperature || | '?",
7.
39 © 2024 American Chemical Society. All rights reserved. CAS ’

‘‘‘‘‘‘‘‘‘‘‘‘‘‘
eeeeeeeeeeeeeeeeeeeeeee

PEFERDIRFE DN

LFYELIR BEEMAL L

VAR B EIOESE R e AN /FAP A /KW 7 4 — L F &R

WY R RREATRERT S

- BRRACETZEFERTTS  mPp QRDERTER (F7 4L H)

- YMEOEBEYT — X BEEFIC
R LLERIFTRERTT D m) ALL ZTER > HAOLEVEBERORRER

CAS™*
40 © 2024 American Chemical Society. All rights reserved.
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1R3R11 4

=> FILE REAXYSFILESUB

=> S 13709-46-1/RN
L1 5 13709-46-1/RN

— REAXYSFILESUB 7 7 1 JLIZA %

— CASRN® % /RN THRERT %

(‘e oLB) e s mELEHETES

=> S L1 AND SLB/FA.P
376408 SLB/FA.P

L%'I‘é (/FA.P) TIRET %

L2 1 L1 AND SLB/FA.P
=> D ALL — ALL R THRRT S
L2 ANSWER 1 OF 1 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.

AN 16052791 REAXYSFILESU
RN 13709-46-1

CN praseodymium(III) fluoride; praseodymium trifluoride; praseodymium fluoride
SD coordination compound

MF F3 Pr

CMF  F3 Pr

LSF  F3Pr

INCHI BOTHRHRVFIZTGG-UHFFFAOYSA-K
AINCHI BOTHRHRVFIZTGG-YVIXVVEYCF

\
)

o
CAS %
1Rz 4
MW 197.903 CP Heat Capacity Cp (90) (PHYS)
MARKREF .CNT @ IP Ionization Potential (1) (PHYS)
REC 388 MSUS Magnetic Susceptibility (2) (PHYS)
ED Entered STN: 14 Jul 2020 MP Melting Point (6) (PHYS)
Last updated on STN: 13 May 2024 RI Refractive Index (2) (PHYS)
SLB Solubility (8) (PHYS)
F SLBP Solubility Product (5) (PHYS)
TEC Thermal Expansion (6) (PHYS)
VP Vapor Pressure (2) (PHYS)
r F ADSM Adsorption (MCS) (5) (MULTI)
FLUS Fluorescence spectroscopy (1) (SPEC)
F/// IR IR spectroscopy (3) (SPEC)
LUM Luminescence spectroscopy (2) (SPEC)
NMR NMR spectroscopy (6) (SPEC)
OSM Other Spectroscopic Methods (4) (SPEC)
PROPERTIES RAS Raman spectroscopy (1) (SPEC)
BP Boiling Point (2) (PHYS) UVS UV/VIS spectroscopy (3) (SPEC)
DEN Density of the Liquid (4) (PHYS) CRYPH Crystal Phase (9) (STATE)
DIC Dielectric Constant (5) (PHYS) CPTP Crystal Phase Transition Point (1) (STATE)
EDIS Dissociation Energy (1) (PHYS) CPD Crystal Property Description (7) (STATE)
ELE Electrical Data (5) (PHYS) CSG Crystal Space Group (8) (STATE)
HFOR Enthalpy of Formation (15) (PHYS) CSYS Crystal System (3) (STATE)
HFUS Enthalpy of Fusion (2) (PHYS) CNF Conformation (1) (FURTHER)
HSB Enthalpy of Sublimation (3) (PHYS) :
HVAP Enthalpy of Vaporization (2) (PHYS) o)
Z:

L)

CAS

American Chemical Society




1R3R11 4

-
YEDRIPERGIHZEEZERE L.

=> SET LINE 200 @
SET COMMAND COMPLETED

—1TH7 Y DXFEHE 200 FITHEET S

.
=> D L2 SLB — L2 oE%E% SLB RREH (ABENI—F) TRRT S
Solubility (8)
Value | Solvent | Temp. | Comment | Ref(s)
(sLB) | (.soL) | .7 | C.cMT) | (REF)
(gx1-1) | | (Cel) | |
0.00023 | water | 19 - 21 | sol. in liq. UF6 |1
0.00379974 - 0.00447 | H20 | 25 | Solubility: 6.5E-2 g | 2
261 | | | /100g solvent - 7.5E |
| | | -2 g/100g solvent |
0.00534338 - 0.00657 | H20 | 25 | solubility in hot 1 | 2
038 | I | n H2S04 given; |
| liquid HF | -0.1 - @.1 | sparingly sol. in aq | 3; 4
| | | . HF at ambient temp |
| | [ |
| | | sol. in molten KHF2; | 5; 6
| | | |'7; 8
| | | I'7;9
| | | [ 10; 1
o%e
P
CAS %
1=z 4
1.] AN 8613646: Pournal: Lokshin et al., Russ. J. Inorg. Chem. (2007) Vol. 52, No.12, pp. 1830 - 1834
2.] AN 5730537: Pournal: Menon, Manchery P. et al., J. Chem. Soc., Faraday Trans. 1 (1989) Vol. 85, No.9, pp. 2683 - 2694
3.] AN 7783763: Pournal: , Gmelin Handbuch Vol. U: SVol.C8, 5.1.5.3, page 139 - 163
4.| AN 7747647: Pournal: Nikolaev, N. S., Atomnaya Energ. (1975) Vol. 39, pp. 982 - 987
5.1 AN 7781432: Pournal: , Gmelin Handbuch Vol. Sc: MVol.C3, 6.2.2.9.4.3, page 114 - 115
6.] AN 7727177: Pournal: Ikrami, D. D. et al., Zh. Neorg. Khim. (1972) Vol. 17, pp. 591 - 593 H B S 3R
7.1 AN 7781433: Pournal: , Gmelin Handbuch Vol. Sc: MVol.C3, 6.2.2.9.4.4, page 115 - 116
8.| AN 7731512: Pournal: Kharakoz, A. E. et al., Khim. Redk. Rassayan. Elem. (1969), pp. 46 - 55
9.] AN 7501271: Pournal: Bock, R. et al., Z. Anorg. Allg. Chem.
10} AN 7781553:] Journal: , Gmelin Handbuch Vol. Sc: MVol.C3, 6.2.5.5.1.2, page 187 - 188
11} AN 7751226:] Journal: Perros, T. P. et al., J. Am. Chem. Soc. (1949) Vol. 71, pp. 3847 - 3848
REAXYSFILEBIB 7 7 A4 /LD L O— F &=
Nk EfERR L 7-Wi5E 1. REAXYSFILEBIB 7 7 A JLIZAY .
=>S L a—F&ES/AN TRERT %
o%e
]
=

L)

CAS

Adivision of the
American Chemical Society




1R5EH1 5

I-AEYLEHEER BRNT —20h THEHICBBEBICET T —2AaEND

MEERERT

=> FILE REAXYSFILESUB

=> S EU/ELS AND FE/ELS
44607 EU/ELS
357989 FE/ELS
L1 703 EU/ELS AND FE/ELS

— REAXYSFILESUB 7 7 4 JLIZA %

—aA-AETLEHREELCYEETHRE (/ELS) TRERT S

[ mam7— 4 €10 nirT amESE

=> S L1 AND ELE/FA.P @
197482 ELE/FA.P
L2 104 L1 AND ELE/FA.P

=> E SUPERCONDUCT/KW

L%’Jﬁﬁﬂﬁéﬁ%'l‘ii; (/FA.P) TERET %

— BEEEEOF—T7— FHH5H /KW T EXPAND LERY 2

ET 2 SUPERC18/KW
E2 5 SUPERCHIRAL /KW
E3 0 --> SUPERCONDUCT /KW
E4 20058 SUPERCONDUCTIVE/KW .
E5 2 SUPERCONDUCTIVE TRANSITION /KW /[ BEEICEHITEZF—T7—F2HD ]
E6 20058 SUPERCONDUCTIVE TRANSITION TEMPERATURE/KW ¢
E7 21048 SUPERCONDUCTIVITY/KW
SUPERCOOLABILITY/KW

E8 132

1R5EH1 5

=> S L2 AND SUPERCONDUCT?/KW
29314 SUPERCONDUCT?/KW
L3 26 L2 AND SUPERCONDUCT?/KW

< BEZICEATSF—7—F (/KW) TRET 2

(%ﬁ@%ﬁﬁﬁﬁ%ﬁ%%EL\

=> SET LINE 200 @
SET COMMAND COMPLETED

=>DL37

L—ﬁw: Y OEH A 200 FICIEET D

— 130 7EHEBDOEZ% QRD BRER (F7 4L F) TRRT S

L3 ANSWER 7 OF 26 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.

AN 29585581 REAXYSFILESU
.
CMF As4 Eu Fe4 Rb
LSF EuRbFe4As4
INCHI SAIUVDLWLJPHMM-UHFFFAOYSA-N
MW 760.502
MARKREF .CNT @
REC 3
ED Entered STN: 14 Jul 2020
Last updated on STN: 19 Jan 2024

Substance image not available

ISRt - RISHEEZE 1L QRD R ICiL
EFnaL, ALLZRERICIEEEFNS,
PROPERTIES
DEN Density of the Liquid (1) (PHYS)
| ELE Electrical Data (4) (PHYS) |
CP Heat Capacity Cp (1) (PHYS)
CRYPH Crystal Phase (1) (STATE)

CAS

Adivision of the
American Chemical Society

\
)

N\
(1))

L)




P ESURS

(==

)

b b L7HEIER

sition temperature |

—1 ESHT— % (ELE) ]
Electrical Data (4)
Keyword | Electric Cond. | Crit. Temp. | Temp. Elec. Cond. | Ref(s)
(.KwW) | (ELE) | (.CRIT) | ¢.T) | (REF)

| (S/cm) | (Cel) | (Cel) |

+ + +: +
| 2857.14 | -236.36 | 26.84 |1
Conductivity diagra | | | 2; 3
Electrical conductiv | ) . | 3
ity | BEEDF—T7— KT |
B 3

|

1. AN 130126585: Journal: Usman, Mohammad et al., Chem. Mater. (2023) Vol. 35, No.20, pp. 8494 - 8501
2. AN 68976780: Journal: Kawashima, Kenji et al., J. Phys. Soc. Jpn. (2016) Vol. 85, No.6 arn.064710
3. AN 73769915: Journal: Bao, Jin-Ke et al., Cryst. Growth Des. (2018) Vol. 18, No.6, pp. 3517 - 3523

mﬁﬂﬁiﬁi:]

REAXYSFILEBIB 7 7 1 /LD

BERNT — %2 PHYS (MEEREM) ICHMEEINTWD,

La—FES MBS E ENBIOT — 5 b—ECRTT 2HAK
=>DPHYS &£ ADT 3,
Z:
47 © 2024 American Chemical Society. All rights reserved. CAS ’
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REAXYSFILESUB 7 7 1 VD R IGIEER

48 © 2024 American Chemical Society. All rights reserved.
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RIS DBEE

2,890 B L (2D 54%) DL a— FICRISIERIEME NIz, RISERIFUTOT —4H

INgREINTUWD,
- RISENT—%

- BLRBYEERDEZE O ORIGIE. —2 DO KIS ID (RX.ID) A5 hEzédoNTWS
- ARMBLOREYOL - RESVCENR EDEEZERTE D

— BETCTRINAERIGAFTF—LIIFNEI N T AW

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

& 1D
31774999

1813600 ; 21888537 @

trifluo

1sulfonic anhydride;
9-bromo-8- 1-oxo-6,
1-dihydro-5H-benzo[b]carbazole-3-carbonit
rile

&m%w%ﬁv:—F%%]

21888540 @

© 2024 American Chemical Society. All rights reserved.

riﬁ%@#%v:—P%%]

eeeeeeeeeeeeeeeeeeeeeee

O
(X))

R 1EERDENN

- RISEEET—%

- RIGEEH 1D MY EE N (RIS 1D DA I/ER) . HECRISHES EICRIGOFRELE LD oN

W5

~ RUGICBEY Btk4 mst & HBANEFRI N D
(XBRICERE SN TV DR, A, B, KB BE. IR, RIGEZA 75 L)

© 2024 American Chemical Society

RIGEHE 1D

All rights reserved.

IGEHE 1D

RSB %

eSS




RICFERDELIRFET 4 —IL F

FICIEBRDRETIE, UTORBE7 4 —ILRKAFBETES
— /FARX 7 4 =L F : RISIBEHROUNFBEEA R T 5

[&mﬁﬁéuﬁtéwgcmivé;=>suuwaRxmﬁARx}

Sl | wEmERE | pEAres |

NS - RISEE st - RISEEE

R
RIEWHIEFENT NS

RIGIE#HR RICIEHR

RIS nTL s

ERPHIRFEE N TN D

RISTER
ERYHIFEI N TN D 4

[}iﬁﬁ%bfﬂlﬁiéhfb\é%ﬁlzﬂﬂi

?&=>SL#M®RXWWN%RX] $§%ﬁ§ﬁiﬁﬁﬁfﬁﬁﬁ§§x] z:
T=> : ’ ‘ AS =
L (A

51 © 2024 American Chemical Society. All rights reserved.

eeeeeeeeeeeeeeeeeeeeeee

RICFERDELIRFET 4 —IL F

~ /RX.AAN, /RX.PAN, /RX.RAN : ¥EODOL 23— FESZIEE L KISHEREERET
(1)

X\Q/X -

AN 1813600 AN 21888537 AN 21888540

- DHOYEE RIS EISERYICIEE LIREKT S 1 => S 1813600/RX.AAN
- HMEERICYITIEE LIRET S 1 => S 21888537/RX.RAN

- HOMEEERMICIEE LIRERT S 1 => S 21888540/RX.PAN

~ R—RILAICBRET 2 : => S 21888537/RX.RAN (P) 21888540/RX.PAN

N\
(1))

52 © 2024 American Chemical Society. All rights reserved. CAS
Adivision of th
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IG5 FEIC & 5 BIZF D Y A H

REAXYSFILESUB 7 7 A LICid. MEOERAEDNRFEEINTWE L, LML L RICOBRET
WYALZENTES

CHEMICAL BEHAVIOUR b Z2HEE) (RIGRE., RIOEE, FHLAED > 7&K
THEOKIG

MARKUSH REACTION T = A BEOYMENBEET D RIG. Kb DEERR &AL
INRENAEWT EAZ N

MULTI-STEP REACTION W ODWDRIGRT Y 7DFEMADPPNEFREINTWD RS TH Y,
KIGT — 2R TLh b

PREPARATION MEOERE B E T 5 RIG

PREPARATION (HALF REACTION) #ED4mE B ETEIRIGTH 2D, RISHDIBFESNT
WAWKS (KIS o L a— REEAEE LA VKIS

0
>
n

eeeeeeeeeeeeeeeeeeeeeee

RIGTRER DIRZE DTN
feenELm, WEEMRS &

RN WRISIBERDEEZHER T 5 TN Oy o N )=

EY L RRERATRRT S

- BRREXCETIEREEZRTZ  mP QRDEXRERX (F74/L+H)

- RISOEEEXT — 2 = HH/1IC
MR LETT D m) ALL BREH - RXERRER

N
>
wn

eeeeeeeeeeeeeeeeeeeeeee




1R 6

Condyfolan Do iEEZH L. alRICIERZ H OMEZRERT S

- Structure Editor Maximize view OFF X
| oA DR © o =2 Attribute Values
=  Bond Type € H‘
P 5 Chain | Ring | Ring / Chain o s
Select and draw structures with templates. Templates x
li=nl Et N P
— . ° for a structure
X R Fv7L—F cl, si
= N Aconitane Akuammilan
@ © N B2
[, ~ 00
Q. 8
. AR gy — ° _
X ¢, Aspidospermidine At *ﬁ% L f: L\¢%1g_ 7{')‘ T 7 L — '\ L\_
— - Aaa s LWV S ™, 3
8573 N HNISHEICERTE S
x =
Ao -
Molecular Formula: C1gHyoN; (240.35) Condyfolan Ergoline
c - O +
Zoom: 100% —
Save As Cancel View Previous Structures...
4
.
o o
&
L4
CAS*
55 © 2024 American Chemical Society. All rights reserved.
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1R 6

=> FILE REAXYSFILESUB

=>

Uploading structure file: 2024_0149_Structure

N

N

Node Attributes
Ring Nodes : 1
Bond Attributes

2 3 45 6 7 8

9 10 11 12

— REAXYSFILESUB 7 7 1 JLIC A%

— BEERRET Yy 7B -FF3

12 13 14
]
/18 ] 11\3/10\1
]
\ %5\ /9\ /15—16
7 4 17
14 15 16 17 18

L1 STRUCTURE UPLOADED
ole
]
CAS™*
56 © 2024 American Chemical Society. All rights reserved.
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=521 6

= S L1 — BOBERROY > TIRREIT S

SAMPLE SEARCH INITIATED 17:36:42
SAMPLE SCREEN SEARCH COMPLETED - 0 TO ITERATE

0.0% PROCESSED 755623 ITERATIONS 50 ANSWERS
SEARCH TIME: 00.00.09

L2 50 SEA SSS SAM L1
=> S L1 FUL — BOEERBED 7T 7 A WIRREITS

FULL SEARCH INITIATED 17:37:04
FULL SCREEN SEARCH COMPLETED - 0 TO ITERATE

0.0% PROCESSED 51533504 ITERATIONS 3688 ANSWERS
SEARCH TIME: 00.00.01

L3 3688 SEA SSS FUL L1

=> S L3 AND RX.PAN/FA.RX — RIGHERICEMD (RX.PAN) B IEFINT W2 YEERRT S
28861453 RX.PAN/FA.RX

L4 1900 L3 AND RX.PAN/FA.RX

\
)

N\
(1))

L)

CAS

American Chemical Society

1R 15 6

=D L4 2 — L4 02 FBBOEZ%E QRD £REA (F74LF) TRRT S

L4 ANSWER 2 OF 1900 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INC. on STN.

AN 59053855  REAXYSFILESU _
MF C30 H41 N3 05

CMF C30 H41 N3 05

LSF C30H41N305
INCHI HQDIWXVVAVBJSU-LGPQYWKVSA-N

MW 523.673

MARKREF.CNT @

REC 1

ED Entered STN: 8 Apr 2024

Last updated on STN: 8 Apr 2024

oo

CAS %

Adivision of the
American Chemical Society

(1))




1RRf 6

Reaction: By l\ L?L:}i}/_ﬁ\'%%ﬁ

Reaction ID: 66494617
Reactant AN (.RAN): 1731298; 1900508; 63046 — KI5
Reactant (.RCT): hexan-1-amine; carbon monoxide; brucine
Product AN (.PAN): 59053855
Product (.PRO): C30H41N305

R R R =
Reference Count: 1 Ey bLEHEDOL O—FHFESH

A E L TURFESNTLD

Reaction Details:

Reaction RID: 66494617.1

Reaction Classification (.CL): Preparation

Product AN (.PRAN) 59053855 — £

Reactant AN (.RCAN): 13204136 — RIS E 713
Solvent AN (.SOLAN): 1730942 — B

Pressure: 1520.1 Torr

Product: C30H41N305

Reagent: dicobalt octacarbonyl Sl A2
Solvent: tert-butyl methyl ether RIGICBY % 5t ]
Temperature: 90 Cel

Yield: 60 percent

Yield Optical: > 92.308 percent de Hj&ﬂ'|%$ﬁ

Reference(s): 132011681 Journal: Faculak, Mason S. et

REAXYSFILEBIB 7 7 1 /LD

al., Science (2024) Vol. 383, No.6678,
pp. 77 - 81

La—FES <%
/ CAS#
%315 6
=> FILE REAXYSFILEBIB <~ REAXYSFILEBIB 7 7 A JLIC A%
=> S 132011681/AN — RitoHIcEHOL - FES% /AN THRET S
L5 1 132011681/AN
=> D L5 ALL — L5 1EHBDEE% ALL ZRERA TERRT S
L5 ANSWER 1 OF 1 REAXYSFILEBI COPYRIGHT 2024 ELSEVIER INC. on STN.
AN 132011681 REAXYSFILEBI Full-text
TI Cobalt-catalyzed synthesis of amides from alkenes and amines promoted by
light
AU Faculak, Mason S.; Veatch, Alexander M.; Alexanian, Erik J.
SO Science (2024), Volume 383, Number 6678, pp. 77-81 o e R
CODEN: SCIEAS ISSN: 0036-8075 ZECEBELRED
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AB Catalytic methods to couple alkene and amine feedstocks are valuable in
synthetic chemistry. The direct carbonylative coupling of alkenes and
amines holds promise as a perfectly atom-economical approach to amide
synthesis, but general methods remain underdeveloped. Herein, we report
an alkene hydroaminocarbonylation catalyzed by unmodified, inexpensive
cobalt carbonyl under mild conditions and low pressure promoted by
light. Silane addition after the reaction enables sequential
cobalt-catalyzed amide reduction, constituting a formal alkene
hydroaminomethylation. These methods exhibit exceptional scope across
both alkene and amine components with high chemo- and regioselectivity
and proceed efficiently even in the absence of solvent. The formation of
a hydridocobalt through photodissociation of a carbonyl ligand is
proposed to enable catalytic activity under mild conditions, which
addresses a long-standing challenge in catalysis.
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L14 ANSWER_1_OF 294 REAXYSFILESU COPYRIGHT 2024 ELSEVIER INrV . N =

AN 60070918 $REARVSFITESU L by bLEERYOLI—-FES ]
CN ethyl 2-(naphtho[2,3-dJoxazol-2-yl)hepta-5,6-dienoate

MF C20 H19 N 03

CMF C20 H19 N 03 H

LSF C20H19NO3
INCHI BXRWOVALQRNEOC-UHFFFAQYSA-N ‘

MW 321.376
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Reaction: f

Reaction ID: 67417056 / £y b L7eRGY
Reactant AN (.RAN): 636903 \ S%E by b LERIGY
Reactant (.RCT): 3-Amino-2-naphthol
Product AN (.PAN): 60070918 bw b LIZERY ] => S 636903/AN
Product (.PRO): ethyl G L1 1 636903/AN

2-(naphtho[2,3-dJoxazol-2-yl)hepta-5,6-dienoate
Reference Count: 1 => D SCAN

L1 1 ANSWERS REAXYSFILESU COPYRIGHT 2024
Reaction Details: ELSEVIER INC. on STN.

Reaction RID: 67417056.1 CN 3-Amino-2-naphthol; 3-aminonaphthalen-2-ol
Reaction Classification (.CL): Multi-step reaction MF C10 H9 N O
Reactant AN (.RCAN): 4122952 SD isocyclic
Solvent AN (.SOLAN): 1718733; 605365
Reagent: sodium hydride
Solvent: ethanol; N,N-dimethyl-formamide N,
Reference(s): 133148975: Journal: Becker, Antonia et

al., Org. Lett. (2024) Vol. 26, No.12,

pp. 2451 - 2455

lo)

CAS

American Chemical Society

AR

L)

‘\

0

N\

L)

‘\

L)




REAXYSFILEBIB 7 7 1 L OB E

69 © 2024 American Chemical Society. All rights reserved.

0N
>
n

eeeeeeeeeeeeeeeeeeeeeee

REAXYSFILEBIB 7 7 1 /b
B2
REAXYSFILEBIB 7 7 £ JLlZ, REAXYSFILESUB 7 7 A LD HHIERT — X X—XTH 5
— #l/E# : Elsevier Information Systems GmbH
L o— PR« SRR (FFETI3f5sT 7 7 2 U —EAD)
- IGRIER  EFIBEWR. PR
UNSREART @ 1771 &~
UNEFAEER ¢ 6,120 B4
- EHMEE 1B 2 [

~ BR 105 B RITHEBE O RRET 2 INER. U 450 OfLF R I THES. 16,000 U L0 EHAHITY
FFEF (13 1803 £ olliik. U TOE & FREKICYE - Y - RISBEBROREA L V) FF#IC
ThnTunz
~ PCT &g (WO). kE (US). BRIN (EP) FFeF CE /AR ¢ 2001 F~
- A& UP), #HE (KR) : 2015 F~
- FE (CN), && (TW) : 2016 F~ Z
70 © 2024 American Chemical Society. All rights reserved. ;AS =

mmmmmmmmmmmmmmmmmmmmmmm

)
(1))




REAXYSFILEBIB 7 7 4 L O X AFER

FEEro L a— Rl (ALL RRER)

La—F&S AN 132080060 REAXYSFILEBI Full-text
ZE Tl Pharmaceutical composition of sorafenib having high bioavailability,
oral solid dosage of sorafenib, and use thereof
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BERMEE 0T Patent
SFE LA Japanese
EWEZE  SL English
ABH ED Entered STN: 9 Mar 2024

Last updated on STN: 27 Jun 2024

% AB The present disclosure provides a sorafenib pharmaceutical composition
with high bioavailability and use thereof, and specifically provides a
low-dose sorafenib oral solid preparation, comprising: a) a sorafenib
solid dispersion; b) a crystallization inhibitor; and c) additional
pharmaceutically acceptable adjuvant. The aforementioned low-dose
sorafenib oral solid preparation provided by the present disclosure has
high bioavailability and reduces the dosage of sorafenib that the same
therapeutic effect as that of Nexavar tablet can be achieved when a
patient takes orally 35% to 70% of the administered dose of Nexavar
tablet; it has higher stability, better safety, and less incidence of

EREF D4 IPC A61K0009-14; A61K0047-20; A61K0047-26; A61K0047-28; A61K0047-32;
A61K0047-36; AB61K0047-38; A61P0035-00; A61K0031-44; A61K0009-20;
AB61K0009-48; A61K0009-70; A61K0047-02; A61K0047-04; A61K0047-10;
A61K0047-12
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LaI—F&S AN 82103379  REAXYSFILEBI Full-text
BE ol Immune response on outcomes in hepatocellular carcinoma

EEZ AU Iseda, Norifumi; Itoh, Shinji; Tomiyama, Takahiro; Morinaga, Akinari;
Wang, Huanlin; Shimagaki, Tomonari; Kurihara, Takeshi; Nagao, Yoshihiro;
Toshima, Takeo; Harada, Noboru; Iguchi, Tomohiro; Yoshizumi, Tomoharu;
Mori, Masaki

wEgE - SO Gan to kagaku ryoho/Cancer and chemotherapy (2020), Volume 47, Number 9,
pp. 1303-1306
CODEN: GTKRDX ISSN: 0385-0684
Published by: Japanese Journal of Cancer and Chemotherapy Publishers
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ik AB Recently, immune checkpoint inhibitors (ICI) has been developed

considerably. ICI has already been approved for malignant melanoma, lung
cancer and renal cancer. We expected ICI to be taken for many cancers in
the future. Therefore, the development of biomarker for them are needed.
The recent large phase EI study IMbrave 150 evaluated atezolizumab plus
bevacizumab vs sorafenib as the first treatment for patients with
unresectable hepatocellular carcinoma (HCC). IMbrave 150 demonstrated
statistically significant and clinically meaningful improvements in both
0S and RFS for atezolizumab plus bevacizumab compared with sorafenib in
HCC patients. A paradigm shift in the treatment of unresectable HCC is
about to occur. In this article, we discussed the significance and
biomarkers of tumor immunity in HCC microenvironment.

*—_g7—F KW Author Keyword: Hepatocellular carcinoma; Immune checkpoint inhibitors;
Programmed death-ligand 1
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Patent

Chinese

English

Entered STN: 13 May 2024

Last updated on STN: 24 May 2024

Provided is a humidity control device or an atmospheric water generator
with which damage to an adsorption material, which adsorbs moisture, due
to heating during regeneration is suppressed. A humidity control device
(100) comprises an absorbent material (11a) and a heater (12). The
absorbent material (11a) adsorbs moisture. The heater (12) heats the
absorbent material (11a), causing moisture adsorbed by the absorbent
material (11a) to undergo desorption from the absorbent material (11a).
The absorbent material (11a) comprises a base material and metal-organic
frameworks. The metal-organic frameworks include metal ions and organic
ligands. The heat resistance temperature of the base material is at
least 150°C.
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