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‘ Author Name w O 1. ics and therapeutic procedure for four cases with 2019 novel coronavirus pneumonia receiving combined Chinese and Western medicine treatment +
Q Go mroTTer S0Urces
Anon 26 By Wang, Zhenwei; Chen, Xiaorong; Lu, Yunfei; Chen, Feifei; Zhang, Wei
f 1 From BioScience Trends (2020), 14(1), 64-68. | Language: English, Database: CAPLUS
‘Zhang Wel 23| Pneumania assocd. with the 2019 novel coronavirus (2019-nCaoV) is continuously and rapidly circulating at present. No effective antiviral treatment has been verified thus far. We report here the clin. characteristics
. and therapeutic procedure for four patients with mild or severe 2019-nCoV pneumonia admitted to Shanghai Public Health Clin. Center. All the patients were given antiviral treatment including lopinavir/ritonavir
Liu Qingquan 11 (Kaletra), arbidol, and Shufeng Jiedu Capsule (SFIDC, a traditional Chinese medicine) and other necessary support care. After treatment, three patients gained significan...
i ] ]
Li Bin 10 —
[ T 1 L] 2. cClinical features and treatment of COVID-19 patients in northeast Chongging *
Xie Chunauan 10 Q Quick View [ Other Sources
I 9 T g 1 By Wan, Suxin; Xiang, Yi; Fang, Wei; Zheng, Yu; Li, Boqun; Hu, Yanjun; Lang, Chunhui; Huang, Daeqiu; Sun, Qiuyan; Xiong, Yan; et al vs?@
o From Journal of Medical Virology (2020), 92(7), 797-806. | Language: English, Database: CAPLUS -
‘LI Jing T 9| The outbreak of the novel coronavirus in China (SARS-CoV-2) that began in Dec. 2019 presents a significant and urgent threat to global health. This study was conducted to provide the international community with a
. i deeper understanding of this new infectious disease. Epidemiol., dlin. features, lab. findings, radiol. characteristics, treatment, and clin. outcomes of 135 patients in northeast Chongging were collected and analyzed in
‘Mlao M\nglsan 9| this study. A total of 135 hospitalized patients with COVID-19 were enrolled. The median age was 47 years (interquartile range, 36-55), and there was no signific...
Pang Bo 9 o
[ 1 1 ] 3. coviD-19 infection and rheumatoid arthritis: Faraway, so close! ‘*
Zhang Jun Hua o} Q Quick View [ Other Sources
[ 1 1 By Favalli, Ennio Giulio; Ingegnoli, Francesca; De Lucia, Orazio; Cincinelli, Gilberto; Cimaz, Rolando; Caporali, Roberto ~50@'
Zhang Ying 9 From Autoimmunity Reviews (2020), 19(5), 102523. | Language: English, Database: CAPLUS -
I I ] A review. The outbreak of the new coronavirus infections COVID-19 in Dec. 2019 in China has quickly become a global health emergency. Given the lack of specific anti-viral therapies, the current management of
severe acute respiratory syndrome coronaviruses (SARS-CoV-2) is mainly supportive, even though several compds. are now under investigation for the treatment of this life-threatening disease. COVID-19 pandemic
— is certainly conditioning the treatment strategy of a complex disorder as rheumatoid arthritis (RA), whose infectious risk is increased compared to the general population because ...
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O 1. Traditional Chinese exercise for COVID-19: A protocol for systematic review and meta-analysis

Q, Quick View [ Other Sources

By Duan, Yuanyuan; Xiong, Mengran; Wang, Heping; Yao, Xiaoyan; Liu, Henyuan; Li, Guangxi

From Medicine (Philadelphia, PA, United States) (2020), 99(45), e23044. | Language: English, Database: CAPLUS
Background: A new type of coronavirus (COVID-19), is spreading all over the world. Under the background of the comprehensive medical treatment and strict prevention and control in China, the no. of discharged
patients increased substantially. By the er .000 patients had been cured and discharged from hospital in China. In order to effectively promote the full recovery of the patient's phys. and mental
functions and quality of life, gradually shif g_.:m }?3’[ tk to convalescence therapy is very important, thus Chinese experts draw up Expert Consensus on Reh...

2. Anti-COVID i8.duigdefEen
Q, Quick View
By Lue, Hua; Zhao, Mingming; Tan, Dechao; Liu, Chang; Yang, Lin; Qiu, Ling; Gao, Yan; Yu, Hua
From Chinese Medicine (Lenden, United Kingdom) {2020), 15{1), 115. | Language: English, Database: CAPLUS
Abstr.: The outbreak of COVID-19 has recently evolved into a global pandemic. Up to July 2020, almost every country has confirmed COVID-19 cases reported worldwide. Many leading experts have predicted that
the epidemic will persist for relatively a long period of time. Thus far, there have been no remedies proven effective against the disease. As the nation where COVID-19 broke out first, China has adopted a
combination of traditional Chinese medicine and western medicine to fight against the disease, and has achieved significant clin. result. Up to now, the COVID-19 pandemic has been eff...

ing: Frontier concepts and core technologies

3. In-silico recognition of liquorice phytoconstituents specially glabranin B as a potential cathepsin L inhibitor to hinder 2019-NCOV host cell entry

Q Quick View [ Other Sources

By Fathy, Hoda; Abdelhady, Walid; Ibrahim, Reham S.

From International Journal of Pharmaceutical Sciences Review and Research (2020), 64(1), 197-202. | Language: English, Database: CAPLUS
The pandemic caused by novel coronavirus disease 2019 infecting millions of populations worldwide and the lack of specific treatment necessitate the use of all resources to remedy this scourge. The chem.-diverse
natural products have been valuable sources for drug leads for centuries. Traditional Chinese Medicine (TCM) has a long history and achieved remarkable therapeutic effect during the treatment period of COVID-19
in China. This brief article discusses the therapeutic potential of some bioactive compds. from liquorice (Glycyrrhiza glabra) root for the treatment of COVID-19 by binding t...
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O Research Topic 0|~ 0of 212 Referencas selected M Poge [T Jof1n p Y
O Author (1. Herbal immune-boosters: Substantial warriors of pandemic Covid-19 battle &
O N Q Quick View [ Other Sources
ompany Name By Khanna, Kanika; Kohli, Sukhmaen Kaur; Kaur, Ravdeep; Bhardwsj, Abhay; Bhardwaj, Vinay; Ohri, Puja; Sharma, Anket; Ahmad, Ajaz; Bhardwaj, Renu; Ahmad, Parvaiz ~off
® Document Type From Phytomedicine (2020), Ahead of Print. | Language: English, Database: CAPLUS -
L A review. Current scenario depicts that world has been clenched by COVID-19 pandemic. Inevitably, public health and safety measures could be undertaken in order to dwindle the infection threat and mortality.
@] Publication Year Mareover, to overcome the global menace and drawing out world from moribund stage, there is an exigency for social distancing and quarantines. Since Dec., 2019, coronavirus, SARS-CoV-2 (COVID-19) have came
O Language into existence and up till now world is still in the state of shock. At this point of time, COVID-19 has entered perilous phase, creating havoc among individuals, and this has been ..
O Data base [ 2. The global registry of COVID-19 dinical trials: indicating the design of traditional Chinese medicine clinical trials0 *
Q Quick View [ Other Sources
By Wei, Xuxu; Zhao, Mengzhu; Zhao, Chen; Zhang, Xiaoyu; Qiu, Ruijin; Lin, Yiyi; Sun, Yang; Guan, Manke; Shang, Hongcai o
Document Type(s) From TMR Modern Herbal Medicine (2020), 3(3), 140-146. | Language: English, Database: CAPLUS -
1 B A review. Objective: To analyze the registration information of Corona Virus Disease 2019 (COVID-19) related clin. trials from all the clin. trial registry accepted by the International Committee of Medical Journal
— Blography Editors (ICMJE). Methods: All the database of ICMIE-accepted clin. trial registry platform were searched for COVID-19 related clin. trials that registered from Dec. 8, 2019 to Feb. 19, 2020. Results: All the database
M Baok totally contained data of 209 COVID-19 related clin. trials, including 66(31.6%) traditional Chinese medicine (TCM) related studies and 143(68.4%) non-TCM related st...
I Clinical Trial . . o B o
— L] 3. piscuss about the application of Artemisia annua prescriptions in the treatment of COVID-19 #
L] Commentary Q Quick View [ Other Sources
M By Dong, Ruolan; Xiong, Xinyu; Chen, Guang ~off
| Conference From TMR Modern Herbal Medicine (2020), 3(3), 158-164. | Language: English, Database: CAPLUS -
I:I Dissertation A review and discussion. The applications of traditional Chinese medicine (TCM) have been playing an important role in treating the epidemics of Coronavirus Disease 2019 (COVID-19), which is now prevalent all
— o over the world. Exploring the mechanisms of TCM compd. prescriptions might be difficult though, pharmacol. studies on elucidating the effective components of TCM could serve as the exptl. basis in the application of
[ Editorial TCM compd. prescription in treating COVID-19. As the crit. active ingredients of Qinghao (Artemisia annua), artemisinin was initially used as antimalaria drug. Artemisia a...
L Historical
|_| Jou rnal [J 4. Areview and comment on the current situation of 2019 novel coronavirus prevention by traditional Chinese medicine ‘*
— Q Quick View [ Other Sources
| Letter By Li, Mi; Jiang, Zixiang; Wang, Xian; Li, Kai; Xie, Yigiang _ o
— From TMR Modern Herbal Medicine (2020), 3(3), 147-157. | Language: English, Database: CAPLUS
LJ Patent A review. Objective: To provide some valuable research ideas for the prevention of 2019-nCoV through reviewing and commenting the Chinese herbs in existing prevention programs of TCM. Methods: Firstly,
] Preprmt searching the prevention and treatment programs for 2019-nCoV issued before Jan. 29, 2020. There are only three sources that can be selected in, including national and provincial health commissions, research and
— clin. institutes of TCM and national famous TCM doctors. Secondly, from the collections of all prevention and treatment programs, we sorted out prevention parts within Chinese herbs ...
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0 J.l Chemical ition and of shenfu decoction in the treatment of novel coronavirus pneumonia (COVID-19) l s
By Li, Xiaoling; Lin, Haowen; Wang, Qu; Cui, Liao; Luo, Hui; Luo, Liandiang ~of

From Drug Development and Industrial Pharmacy (2020), Ahead of Print. | Language:

Purpose Shenfu decoction has outstanding curative effects in the treatment of COVID-19. This study aimed to explore the
mol. mechanisms, to provide a research basis for clin. medication and clues for subsequent research. Methods The active com

English, Database: CAPLUS

jal basis and mol. mechanism of Shenfu Decoction through network pharmacol. and
and targets of Shenfu decoction were searched in the Traditional Chinese

Medicine Systems Pharmacol. Database and Anal. Platform (TCMSP), and the COVID-19-assocd. genes were collected using the Gene Cal

2. Traditional Chinese medicine Lianhua Qingwen treating corona virus disease 2019 (COVID-19): Meta-analysis of randomized controlled trials
Q Quick View [ Other Sources
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By Zeng, Mengje; Li, Linjun; Wu, Zhiquan ~of . N
From PLoS One (2020), 15(9), e0238828. | Language: English, Database: CAPLUS - P t . E P D F
As the global ep\demic continues to spread, countries have tapped effective drugs to treat new coronavirus pneumonia. The therapeutic effect of the traditional Chinese medicine Lianhua Qingwen in this new rl n . I
coronary pneumonia epidemic has attracted attention from all walks of life, and relevant research reports continue to appear. Therefore, we conducted a systematic review of the clin. efficacy and safety of the
traditional Chinese medicine Lianhua Qingwen in the treatment of new coronavirus pneumonia (COVID-19) (referred to as "new coronary pneumonia"), and evaluated the overall level of res...
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1. Chemical composition and pharmacological mechanism of shenfu decoction in the treatment of novel coronavirus pneumonia (COVID-19)

% Return
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By: L, Xiaoling; Lin, Haowen; Wang, Qu; CuifLiao; Luo, Hui; Luo, Lianxiang

Purpose Shenfu decoction has outstanding durative effects in the treatment of COVID-19. This study aimed to explore the material basis and mol. mechanism of Shenfu Decoction through network pharmacol. and mol. mechanisms, to
provide a research basis for clin. medicationfand clues for subsequent research. Methods The active components and targets of Shenfu decoction were searched in the Traditional Chinese Medicine Systems Pharmacol. Database and
Anal. Platform (TCMSP), and the COVID-19-gssocd. genes were collected using the Gene Cards platform. The target protein-protein interaction network map was constructed by mapping two genes, and the 'drug-active ingredient-
target' network was constructed using Cytosdipe software. The Gene Ontol. (GO) function and Kyoto Encyclopedia of Genes and Genomes (KEGG) pathway enrichment of the mapping targets were analyzed. Result Based on
Traditional Chinese medicine, Shenfu Decoctidn can take effect in the lung, spleen, kidney and heart. Considering oral bioavailability (OB} > 30% and drug-like (DL) > 0.18 as the std., 43 active compds. were screened and 114 Shenfu
decoction action targets were collected. The Rey targets were CASP3, MAPKS, PTGS2, IL1B, PPARG, ICAM1, IFNG, RELA, NOS2, NOS3, HMOX1, CASPS, STAT1, and TGFB1. According to the std. of p < .05, GO function was enriched
in 108 biol. processes, 16 cell prcoesses and 28 mol. processes. Slxty -three signaling pathways were enr\ched by KEGG, which can be dlwded into four types: wral infection pathways, signal pathways, biol. process pathways and
different diseaseyaatiug and.na: japsduther reflects the pos. effect of Shenfu decoction against COVID-19. Finally, the effective ingredients with the high degree were mol. docked with Mpro,
Rdrp and Spro oction on COVID-19. Conclusion Shenfu decoction played an important role in regulating the anti-virus process, regulating immunity, inhibiting

inflammation a1 k1F.FSZF¥jkEF| Eg% ' { anism of multi-components and multi-targets, to treat patients with severe COVID-19.
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By Orhan, llkay Erdogan; Kartal, Murat
From Turkish Journal of Pharmaceutical Sdences (2015), 12(3), 279-286. | Language: English, Databass: CAPLUS

Hypericurn perforation L. (St. John's Wort) is a reputed plant with a long service to humankind. In the current study, antioxidant activity of the methanol ext. of the aerial parts
of if H. perforatum growing in Turkey along with hyperoside and hyperforin was evaluated by 2,2-dipheny1-1-picrylhydrazyl (DPPH) radical scavenging, metal-chelation, and
ferric-reducing antioxidant power (FRAP) assays. The major components including chlorogenic acid, the flavonoid derivs.; rutin, hyperoside, quercitrin, guercetin, and biapigenin,

the naphthodianihrens; pseudohypericin and hypericin, 3
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By Xu, Yuelong; Yan, Meifang; Liua, Zhenfa

From IOP Conference Series: Materials Science and Engineering (2017), 231(2017

| Language: English, Database: CAPLUS

Carbon aerogels (CAs) were prepd. via a sol-gel process by polymn. of phloreglucinel, resorcinol and formaldehyde using 2,4-dihydroxybenzoic acid as catalyst with freeze-drying.
The electrochem. properties were characterized using cyclic voltammetry, galvanostatic charge-discharge measurements and electrochem. impedance spectroscopy (EIS). The
specific capacitance of corresponding CAs was up to 131 Fg-1 and 105 F g-1 at the d. of 0.5 A g-1 and 1.0 A g-1, resp.
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30. Organic acid catalyzed carbon aerogels with freeze-drying
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By Xu, Yuelong; Yan, Meifang; Liu, Zhenfa
From IOP Conference Series: Materials Science and Engineering (2017), 231(2017 2nd International Seminar on Advances in Materials Science and Engineering), 012113/1-012113/5.

| Language: English, Database: CAPLUS
Carbon asrogels (CAs) were synthesized via a sol-gel process by condensation-polymn. of phloroglucinol, resorcinol and formaldehyde using 2,4-dihydroxybenzoic acid as catalyst
with freeze-drying. The effects of the freeze-drying method on the texture and pore structure were studied. Meanwhile the structure of carbon aerogels was characterized by X-
ray diffraction (XRD), SEM (SEM) and a surface-area analyzer. The results show that the freeze-drying method and acid catalyst were good for the sp. surface area of carbon
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Sort Relevance ~

~ Analyte *
Clopidogrel (181)
Clopidogrel bisulfate (95)
Aspirin (56) Analysis of Clopidogrel in Drugs by Spectrophotometry
. CAS MN: 1-101-CAS-61399
(R)-Clopidogrel (32)
SR 26334 (27) View Details & Instructions (D Add to Compare
View All
Analyte Clopidogrel
A Matrix .
Matrix Drugs

Reagent: Hydrochloric acid; 1,10-Phenanthroline; Iron chloride (FeCls); Phosphoric acid

Material: 10 mL volumetric flask

Active Pharmaceutical Ingredient and Metabolite Analysis
Spectrophotometry
Spectrophotometer

Assay of Clopidogrel by visible spectrophotometry
Anupama, B.; Jagathi, V.; Aparna, A.; Madhubabu, M.; Lakshmi Annapurna, V.

International Journal of Pharma and Bio Sciences (2011), 2 (2), 105-108. Muthu Prasanna P.
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Blood plasma (70) Other Materials Reagent: Iron chloride (FeCls); 3-Methyl-2-benzothiazolinone hydrazone; Methanol; Hydrochloric acid
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Method Category  Active Pharmaceutical Ingredient and Metabolite Analysis

Tablets (20)
Wastewater (13) Technique Spectrophotometry
View Al Equipment Used  Spectrophotometer
¥ Method Category Source Spectrophotometric methods for the determination of clopidogrel
v Technique Aparna, A.; Anupama, B.; Vindya, G.; Rao, P. Bhaskara; Rao, G. Devala
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Method Detail (107102 et 2 Conditions

Analysis of Clopidogrel in Pharmaceutical tablets by Spectrophotometry

CAS MN: 1-101-CAS-151095
= 7A NWIN

Method Category:  Active Pharmaceutical Ingredient and Metabolite Analysis

Technique: Spectrophotometry
Clopidogrel analyte View Structure 113665-84-2
Pharmaceutical tablets matrix
Iron chlcride {FeClz) reagent View Structure 7705-08-0
3-Methyl-2-benzothiazolinone hydrazone reagent View Structure 1128-67-2
Methanal reagent View Structure 67-56-1
Hydrochleric acid reagent View Structure 7647010

Source I rljk {i— E
& =
Spectrophotometric methods for the determination of clopidogrel :f' Aen

Aparns, A; Anupama, B.; Vindys, G.; Rao, P Bhaskars; Rao, G. Devals
International Journal of Chemical Sciences (2010}, 8 (4), 2529 - 2532. Sadguru Publicetions

CODEN: UCSIL  ISSN: 0572768X
Full Text =

Abstract~

Two simple and sensitive spectrophotometric methods have been developed for the estimation of clopidogrel in pure and pharmaceutical dosage forms. Method A is based on
the formation of charge transfer complex of the drug with chloranilic acid (A, 515 nm). Method B is based on oxidative coupling of the drug with 3-Me 2-benzothiazolinone
hydrazone {MBTH; A,,., 530 nm). The absorbance of the colored species was measured against the reagent blank. These methods have been statistically evaluated and found to
be precise and accurate.

Equipment Used

Spectrophotometer

Copyright 2021 American Chemical Society. All rights reserved.

Detection wavelength: 630 nm

LR

Instructions

p of 3-Methyl 2 ¥ (METH)

1. Prepare an agueous solution of MBTH at 0.2% w/v.

Preparation of feric chloride solution

1. Prepare a solution of ferric chloride [0.7% w/v) in 0.5 N hydrochloric acid.

Preparation of standard solution of clopidogrel

1. Accurately weigh 100 mg of clepidogrel and dissolve in 100 mL of methancl to obtain a stock solution of 1 mg/mL.
2. Dilute this solution further to get working standard solution of 100 pg/mL.

ic analysis for i of using MBTH reagent
1. Transfer aliquots of working standard solution of clopidogrel ranging from 0.5 - 2.5 mL into a series of 10 mL volumetric flasks.
2. Add 2 mL of ferric chloride to these flasks.

3. Shake the contents and keep aside for 2 minutes.

4. Add 1.5 mL of MBTH reagent and keep for 10 min.

5. Dilute the velume upte 10 mL with distilled water.

6. Measure the absorbance of the green colored chremaogen at 630 nm against reagent blank.

7. Calculate the amount of clopidogrel present in the sample solution from its calibration curve.

. . e -t | A\

HUEEREIRITE

Linearity Range 5-25 ug/mlL

Recovery 99.36% from 75 mg label claim pharmaceutical tablets (sample data)

Accuracy 1.496 and 2.214% (range of error) at 0.05 and 0.01 significance level respectively

Precision 1.79% (RSD)
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SciFinderf B— ¥R

TAN N
- YRIEERGEA 4 SUBSTANCES
—%*@ﬂ*ﬁ? Chemical Structure
Markush

4N\ A

¥Eu:u’§\ Molecular Formula
—IBHRIEER Property

— 3\ Substance Identifier

—MIRRRFFER: (LFBFR, CASRN

- YRR
—EULEY, KA R
—FHW, &8 DFIEER
—EDFHEY: DFREEEIEE

®
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VIR R — IR R

t&ZFArgireline, KRB . SHEL

Explore v Saved Searches v SciPlanner

Research Topic "chinese medicine in COVID-19" > references (1022) > refine by categories > Chemical composition and pharm

 REFERENCES SUBSTANCES: SUBSTANCE IDENTIFIER @ YRR EIECAS RN
Research Topic .\ RN
Author Name *[H’t?gw 1 1"2?%%

Company Name Argireline
i =R =
e gt AIURBAER. A5
patent Enter one per line. g . {ﬁg °
Tags Examples:
50-00-0
< SUBSTANCES 999815
Chemical Structure Acetaminophen ta—.
Markush ;AN ’\’_’ — ~ N
Molecular Formula m ¢ _/Aﬂigaﬁﬂu)\% | #Z-Uﬁo
V—"8 /i —
Property « BT MIRRRR.

[l Substance Identifier [ | |

®
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SciFinderH

I 0%

FRECAS RN RISMIRIFHER

(J 1§ 616204-22-9

B 1 1
~695 || & -~aob

C34 HED Nl."l 012 S

Pratein Sequence
Sequence Length: 6

Regulatory Information

Absolute stereochemistry.

» Key Physical Properties

o

OH

L-Argininamide, Macetyl-L-a-glutamyl-L-a-glutamyl-L-methionyl-L-glutaminyl-L-arginyl-

»

CAS Registry Number: 616204-22-9
View Substance Detail

Explore by Structure 3
Synthesize this...

Get Reactions where Substance is a »
Get Commercial Sources

Get Regulatory Information

Get References

Export as Image

Export as molfile

Send to SciPlanner

£SciFinder,
BDAI$ TR ESEER, 3R1BE
YIRHERBIFTEARE

EANBISYIR,
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SciFinder 4 1 3%

SUBSTANCE DETAIL @ 7y Get Get

References Reactions

L. Get Commercial

S‘ Sources

*y Return J

B35 " .‘ 52

C34 HGD N14 012 5
L-Argininamide, Atacetyl-L-a-glutamyl-L-a-glutamyl-L-methionyl-L-
glutaminyl-L-arginyl-

Molecular Weight
888.99

Density (Predicted)
Value: 1.54+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr

pKa (Predicted)
Value: 4.43+0.10 | Condition: Most Acidic Temp: 25 °C

Other Names
N-Acetyl-L-a-glutamyl-L-a-glutamyl-L-methionyl-L-glutaminyl-L-arginyl-
L-argininamide

Acetyl hexapeptide 8

Acetyl hexapeptide-3

Argireline

Argireline NP

Protein Sequence
Sequence Length: 6

modified q:@ﬁiﬁr;"l%i

CAS Registry Number 616204-22-9 EE%E&?%IW L &m L {#‘:Mﬁ% %_,%\

NH
(CH3z) 3
-
N ONH NH,
NH
NH; NH
7{ NCH,) 75 ONH
NH
)
oH
H
NH, YO
s S
0 CH;

Absolute stereochemistry.

Ziniae

OH

40



SciFinderH F1¥ i ic 3¢

E=ls 2]l

1 EEMQRR

Sequence Modifications

terminal mod. Glu-1 N-acetyl

terminal mod. Arg-6 C-terminal amide

» PREDICTED PROPERTIES
—

| —
~PREDICTED SPECTRA

TNEE ST E

'H NMR Properties value Condition Note

Proton NMR Spectrum See spectrum

(2) Predicted NMR data calculated using Advanced Chemistry Development, Inc. (ACD/Labs) Software V11.01 (@ 1994-2020 ACD/Labs)
» REGULATORY INFORMATION

» TARGET INDICATORS
» CAS REFERENCE ROLES

» ADDITIONAL DETAILS

CAS
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Y1) i 15 2 ——Property explore

Select Property...
Bioconcentration Factor

&

[ C' ff & https://scifinder.cas
<>= SCIFINDER

g o5 soLUTION

Boiling Point (°C)

Density (g/cm?3)

Enthalpy of Vaporization (kJ/maol)
Flash Point (°C)

Freely Rotatable Bonds

Explore v Saved Searches w | H Donor/Acceptor sum
H Acceptors
H Donors
SUBSTANC Koc
REFERENCES logD
I logP

Research Topic
Author Mame
Company Name
Document: Identifier
Journal

Patent

Tags

SUBSTANCES
Chemical Structure
Markush

Molecular Formula

Property [ |

Substance Identifier

Mass Intrinsic Solubility (g/L)
Mass Solubility (g/L)

Molar Intrinsic Solubility (mol/L)
Molar Selubility (maol/L)

Molar Wolume (cm3/mol)

Molecular Weight

pKa

-

nderExplore.jsf

Examples: 44, 25-35, 125

Molecular Weight

L]

250-300 |

Examples: 44, 25-35, =125

S FEFE250-4002 [ERMIR

—

 g—
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Yo I 45 SR EE ) i 6 — —Refine

SUBSTANCES @

Analyze Refine

Refine by: @

® Chemical Structure
Isotope-Containing
Metal-Centaining
Commercial Availability
Property Availability
Property Value
Reference Availability
Atom Attachment

Structure Editor:

Java " Non-Java

Click to Edit

Get 1 Get Get Commercial
References & Reactions Sources
Sort by: | CAS Registry Number A &

0 045142315 Substances Selecteq

[ 1. 1086293-22-4 &

Cys Hy; Br N,
3-Pyridinamine, 2-bromao-A-(3-phenylbutyl)-

+ Key Physical Properties

) 4. 1086293-16-6 2

;Q Tools ~

) 2. 1986293-21-3 2

Cy, H CIF;N; 0
4-Pyrimidinamine, A-(2-chloroethyl)-N-(2,2-diflucroethyl)-6-
ethoxy-5-methyl-

+ Key Physical Properties

) 5. 1986293-14-4 &

4500 5/ N5,

SR RS
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VR4 RS

SUBSTANCES @
Analyze | Refine

Refine by: @

* Chemical Structure
[sotope-Containing
MetalContaining
Commercdial Availability
Property Availzbility
Proparty Value
Reference Availability
Atomn Attzchment

Structure Editar:

Java Nen-Java

Tk image to change

struciure or view detal.

Szarch typs: Substructure

Only retrisve substances that:
Hawve references

Are commercially svailable
Are a single component
Are in spacific substance
classes

LY

Are in spacific types of
studies

Refine

= [/ 1% — —Refine

" Structure Editar

EreE0

A o~ e

| /’ | ' :.".'.'—; Draw or change stoms o bonds.

Agne

Copyright 2021 American Chemical Society. All rights

reserved.

L
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IR R ERE

Explore v Saved Searches v sciPlanner

Property "Predicted - Molecular Weight, ..." > substances (45142315) > refine "substructure” (16901)

/N¢E
Get Get Get C ial 7 - }‘A4500575 | —I:I*IQEP
SUBSTANCES @ = References | @ Resctions Sourcan | PR Tools
A'Ir\ = e
st e T —— st 16901 EEREYIT
Refine b‘nrr: ° T oof ubstances Selectad
® Chemical Structure 1. 1373355-19-1 @ 2. 912915-64-1 %
= Isotope-Containing ™ ]
© Metal-Containing -4 & B s e
& Commercial Availability H
" Property Availability S _/L
O Property Value | R J| ]\
- Reference Availzbility Ry O T gy
© Atom Attachment [| | |J ~ H
— \ﬂ - i “\"/
Structure Editor: 0 o
Mon-lava
Ciy My, 0, o 3.5 dhyde
4H1-Banzopyran-4-one, 2-(3,5-dihydraxyphenyl)-

441-Benzopyran-4-ong, 2-(3,5-dimethylphenyl)-

» Key Physical Properties + Key Physical Properties

4. 6665-68-5 % 5. 22395-22-3 %
= & & R R
Click image to change
structurs or view detail. P
Saarch type: Substructure f L
E: Nt .
IT’ ‘“‘r “IV" S OH r_‘H}/ﬁ\"’
@
=== CAS
[ —
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VIR R —2 T3

GZ(N H4) Sm (S 04)2 (H2 0)4, Ammonium Samarium Bis(sulfate(VI)) Tetrahydrate

Explore »

) REFERENCES

Research Topic
Author Name
Company Name
Document Identifier
Journal

Patent

Tags

& SUBSTANCES

Chemical Structure
Markush

Il Molecular Formula
Property

Substance Identifier

Saved Searches v SciPlanner

Property "Experimental - Electric Conduc..." > substances (51)

SUBSTANCES: MOLECULAR FORMULA @

1. 2R SEEFREFEAR () 297F
2. FRBAHBZERR () 2FF

H3N.2H2045

.4H20.5m

Examples:
H45i04
(C3H60.C2H40)x

HexsxsikF8

DFXBAFTBETHIHEFAN : AE8HRHE
Y1, IBTRTSHIFH
WEYRs, W "C" R, MBESENEBEE,

FHEP; D FUREHR
FHHESRYRE

Copyright 2021 American Chemical Society. All rights reserved.

0 1. 34370-41-7 &
(Component: 7664-93-9)

OH——S——0H

e 1/2 NH
e2 H,0

e 1/2  Sm(l)

H,N.2H,0,5.4H,0.5m
Sufuric acid, am

nmonium samarium(3+) salt (2:1:1), tetrahydrate (8CL,9CI)
=
e
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VIR R —&G

[ REFERENCES
Ressarch Topic
Author Mame
Company Mame
Document Identifier
Journal
Patent
Tags

o SUBSTANCES

|| IChemic.aI Structurel
Markush

Molecular Formula
Property

Substance Identifier

& REACTIONS
Reaction Structurs

SUBSTANCES: CHEMICAL STRUCTURE @
I
Structurs Editor:
Java Mon-Java Saarch TYDE!‘.
) Exact Structure
®  Substructure
Similarity
Click to Edit
Show pracision znalysis
@ ChemDraw"
L Launch a ScFinder substancs or
Search
= Advanced Search ¥ Always Show
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GAES

TTEREHAR
L EH
EEEHFTH
BHET R
rin= =]

B CENIRNIR RIEIHATHRE

¢ Structure Editor

=)
CANY Tl 1Y L IGLNAZE @ |fprawing Bditor:

e @ Btructure
‘\ll/ Draw or chary Shortout Keys

) Reaction

Al

5 %ﬁﬁg@ A1 O Marloash
<,
e

REFEY TE
A B T A
S R TE
”D__L——gﬁﬁﬁza

— %
HETE |
BE @ RFHiETR
— BEITE | | SORRER [—noe
VB
E@; — —— ®Subst;ucture
B FXNE, RSHE, TRERENTH |

CRFMARKETER

[clhos v doe F s Scale :
—

= -y = gl £

BIER, ZTATHR

®
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VIR — R RE AR
HREERNASY

& strygl

CISHZZOS

Fa~Ee0

Add to Editor

Enter CAS Registry Number, SMILES, or InChI:
[B3968-64-9 ]

Examples:
Click and drag to select objects. Ctri-click to select or ded 50-00-0
ccco
InChI=15/C3H80/c1-2-3-4/h4H,2-3H2,1H3
0K Cancel
\\\\‘\\\

4 4
C I si

282.34

Drawing Editor:
@ Structure
() Reaction
(O Markush

Get substances that match
your query using:

() Substructure search

O Similarity search

OK

Cancel

Select All Deselect All

1 of 5 Stereo Candidates Selectad

Absolute stereo match

] Absolute stereo mirror image
Relative stereo match

Stereo that doesn't match query
No stereo in answer structure

Get Substances

AEHREIIRER
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SR RS RE

- 0 of 59 Substances Selected
O 1. 63968-64-9 <
weoss [ ‘ ~iz2 &

0 2. 1061342-74-2 2
>

O 3. 1201556-23-1 2

4 4 Page: |1 ofz p M

O 4. 436149-07-4 <

~13 ~10 H - [ A
\:)_—\\ 63968-64-9 63968-64-9 63968-64-9
[ | Cpe Hi O, Cps Hi O, Cys Hy, O,
L
I/L\r"; T
o \T/f\,/
Absolute stereochemistry.
Cl.5 HQZ 05 . . .
3,12-Epoxy-12 #pyrano[4,3-/]-1,2-benzodioxepin- Absolute stereochemistry. Absolute stereochemistry. Absolute stereochemistry.
10(3H)-one, octahydro-3,6,9-trimethyl-, (3R 5256k,
8a50R,12512aR)- 4085-31-8 173531-58-3 7585-39-0
» Key Physical Properties oo My € N, CuHCIN,O.2H,0,P Cyz Hyy O
Regulatory Information 173531-57-2
Spectra H,CIN, O
Experimental Properties G AN,
‘
90-34-6 “'
Gy N 0 @V* Absolute stereochemistry.
s K
Cyy Hyg 055. Ci5 Hy, O
o 7664332 B-Cyclodextrin, compd. with (3R,5a5,6R,8a59R,125,
H.0.p 12aR)-actahydro-3,6,9-trimethyl-3,12-epoxy-12 4
3 pyrano[4,3-7-1,2-benzodioxepin-10(3H)-one (1:1)

c!! H:ﬂ CIZ NE - cl.S H21 05 " Cl.S H2l NJ o

3,12-Epoxy-12 #pyrano[4,3-/]-1,2-benzodioxepin- OH——F——0H

10(3H)-one, octahydro-3,6,9-trimethyl-, (3R5a56R, oH

Bas59R,125,12aR)-, mixt. with A*-(6-methoxy-8-

quinalinyl}-1,4-pentanediamine and 4,4'-(1,3-

propanediyldi-4,1-piperazinediyl)bis[ 7-chloroquinoline]

C,,H,y CIN; 0.C,5H,,0,.2H,0,P
3,12-Epoxy-12 Apyrana[4,3-j]-1,2-benzodioxepin-

10(3H)-one, octahydro-3,6,9-trimethyl-, (3R5a5,6R,

8a59R,12512aR)-, mixt. with naphthoquine
phosphate
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¢ Structure Editor Variables
NG Ty 0O in~B3e0 Q w0 @ : B % | Any halogen
J\ < Drawing Editor:
# g sy " £ n M | Any metal
= / ’ Cick a ring system to block it from further ring fusion. Click a chain to block it from ring formation. ® Shucture M 1y Mmef

A | Any atom except H

:::r: %:zwr: - ::Z:E Q |Any atom except Cor H
K ) Ak | Any carbon chain
p Cy |Any cydle
ﬂ Cb | Any carbocydle

Hy | Any heterocycle

Close

IR

Get substances that match your
query using:

Exact search
®) Substructure search

Similarity search

-

A C HOSNPCEB F I &

CL (R =
—_=E . —

© 0 olo™®
=== CAS
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Select All Deselect All

1 of 5 Stereo Candidates Selected

Substances
CJ Absolute stereo match 304
Absolute stereo mirror image 60
Relative stereo match 656
Stereo that doesn't match query 3388
Mo stereo in answer structure 17327
Get Substances
H-43Z Wi == ‘5]6
Pine 2 N O RVAY e U A v
== CAS
-y
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BEERE, RIBENEREAERERS T

Chemical Structure substructure > substances (304)

Get | Get Get Commercial 2z - Create Keep Me Send to
SUBSTANCES @ References | & Reactions | &7 Sources 9K Tools W Foctea nien # scilanner
Analyze | Refine Sort by: [ CAS Registry Number ¥ Display Options
| 00f 304 Substances Selected H A Page: o7 b M
Bioactivity Indicators v 1. 2096301-64-1 2. 2096301-63-0 3. 2030136-54-8
ANTianemic agen g S & a3 & a3 &
e |
Antidiabetic agents 9
[ ] Chemical Structure substructure > substances (304)
Antiobesity agents =
(all) 9 o i Get 1 Get Get Commercial 5 Create Keep Me Send to
B o ~I’ =y o SUBSTANCES @ References | & Reactions | & Sources X Tools Posted Alert ' sciplanner
i o
Ca\dmv?ﬁcula\ L i cortbee . < Sienloy Ootione
agents (a) a F o Jnalyze | Refine Sort by: | CAS Registry Number ¥ Display Options
E—
™ 00F 304 Substances Selected M dPage [t Jof7 b W
Show More
1. 2096301-64-1 2. 2096301-63-0 & 3. 2030136-54-8 &
N Enzymes (all) 167 -1 (5 i 7 i -1 [ i
Absolute stereochemistry.,Rotation (+). Iil : a : a ! a
Receptors (all) 15
|
Lipoproteins (all) 9 \\\
L — |
Absolute stereochemistry. Rotation (+).
Show More .
e, //

Absolute stereochemistry.,Rotation (+).

Coc Hoo NOL S

Cyq Hy BN
1~Indole, 5-bromo-2-[(1R)-1-ethenyl-1,5-dimethyl-4-
hexen-1-yl]-2,3-dihydro-3-methyl-, (2.535)-

» Key Physical Properties

Ahsnlute steranchemistry_Rotation (41
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¢ Structure Editor
& 1, Ta ~ e 1009
‘_— n n n s Q Q Drawing Editor:
‘/ | f Q;/\ Draw or change atoms or bonds, Shortout Keys @ Structure
Atom  Short - e
y () Markush
_x . =R 5
i
Il @ NH
[1.4 a N
N
~ 2 /
= HS
Lt ¢
* COOH D
¢ g
Get substances that
. d match your query
using:
() Exact search
() Substructure search
(8 Similarity search
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Select All  Deselect All
0 of 6 Similarity Candidates Selectad Substances
= 99 (most similar) 0
95-98 0
90-94 0
U 85-89 11
u 80-84 34
WESHAS, IR, SN .
)] 70-74 l:FD wIEJ 1 E L >Z wIEJ =] 4 w E L 267
) 65-69 696
5] 0-64 (least similar) 1818

5. 858227-12-0 2

Score; 65

Score: 88
) 1. 885518-94-5 Q m{_ﬁgg{t
L ISI(OIP.' 86
RN
I i
[ A
OH
oH
1]
CE HE "2 03
1AH-Indazole-3-carboxylic acid, 5-hydroxy-
+ Key Physical Properties
CsHy N, O,

naz ¥

=

=

BREMNERN

541, 1100422~

] 1
ot 'y

A

OH

1 H-Indazole-3-carboxylic acid, 6-methyl-
» Key Physical Properties

Ciz:H;FN, 0,

methyl-
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Markushf@ 2

ON 104945470 4

(19) i \ RAFOE @R MR E

=
_;p (12) B E Rk i
.
* N0 RRLHT OV 10455470 4
U RIAEH A 2015, 0830
(21 BT 201410122315 4 GOTK 71E2006. 011
(22) FRIKE 2014.03. 30 Q07K FAOR(2006, 01)

ABIK 38/DE(2006. 01}

AEIP 35/00(2006. 01)

B 3100 HE L RLEIFTC G N ABIE 350202006, 01)

B AP 25/28(3006. 01}

BRINA I R LR AGIP 370213006, 01)
(TEVHBAA ALAGH FH RS TRR
WEH B HE

AT

(74) FHEHANHE HLH R

A A

W AR

(T ERigA HHLY

TR W BT

HIA
(511 Imt. C1

CO7K 5/087( 2006, 11)

CO7K 50832008, 1)

WEERAE @R T

(54) HEAREER
A B RO = I L O R e O
il
57) E
4 H 4R {0 — b 2 3 Rl = R 4~.|‘|11\
fk 5 1 LA Carfilzonib 2y % 5 469,
1 M TR E Boe ﬂiﬂ'h‘l*rlfz.
i M T 7 R KR

P, I i
ATk

BHFZEAR

[0026] A WY 4 5 i Pl RS A0 2B — 25 (O U0 1, LA SN B D A R W i AN 2
BLAEA 7 B AR

[0027] il &S] 1y 4- CHEME —2- SRAUTEEAL) WRIE —1- TEREUT R (la, 1b)

- CRUTSURED R —4- TR (2. 75, 12mmo1) B T 50mL =S, N, 47 F
N 25mL JEK CH,CL,, 3R G223 AIEIE (2. 5ml, 30mmo 1) il — 40EH (1. 1L, 14mmol) , %
SN T E R N 2N o B, 2- BRI (0. 95¢, 10mmo DR = Z.J% (5. TmL, 40mmo 1)
i@ﬂ: 15mL CH,CL, JEZRZEMG N 13l SN, SRRV 6 /N o SN 30mlL 1 € # KA

o, o A HLZ, K2 CHCL, $ I C15mLX 3D, 45 IR A7 HILIZ » JC /TR R B T 5 I ik s o3k 2 34
ﬁU,*iszﬁ%%?%HEl?ﬂM\ 2. 3g, WA T4%. m.p. : 134-136°C ; 'H NMR (500MHz, CDCI,):
§=9.55 (s, 1H, pyrazine-H), 8.35 (d, 1H, /=2.0Hz, pyrazine-H), 8.23 (s, 1H,
pyrazine-H), 7.97 (s, 1H, NH), 4.20 (m, 2H, CH), 2.81 (m, 2H, CH), 2.48 (m,
IH, CH), 1.93 (d, 2H, J=12.5Hz, CH), 1.76 (m, 2H, CH), 1.47 (s, 9H, CH,) ppm;
EST-MS: m/z = 307 [M+H] .

[0028] il f& L ifify] 2.4- (LR —2- MRk WRE —1- FFRRBUT I Cle, 1d)

L —2- FR 1R (1. 5g, 12mmol) T+ 50ml NI, I 35mL JEZK CH,CL, % fif, i Y
N 1= FAEAEIE = 5 (1. 6g, 12mmol ) FIN- (3— AL L )N’ - ZJERE WP ik $h e
£k (3. 5g, 18mmo 1), FHL SN /. B, WRIGE —1— TERELT 1S (1. 9g, 10mmol ) I JZ
W, SRR 3 /NI o BRI 30mL AN ER U AR L A A L, Al
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) 0 of 24 References Selected

O 1 Compounds for the modulation of proprotein convertase subtilisin/kexin type 9 (PCSK9)
Q Quick Wiew PATENTPAK ¥

By Bowers, Simeon; Karbarz, Mark; Zhu, Jiang; Barta, Thomas E.; Bourne, Jonathan William; Pandey, Anjali
From PCT Int. Appl. (2020), WO 2020252383 A2 20201217. | Language: English, Database: CAPLUS

The present disclosure relates to novel compds. capable of binding to PCSK9, thereby modulating PCSK9 biol. activity. Also provided are compns. comprising these compds., methods of prepg. the compds., and
methods for use of the compds. in the treatment of PCSK9-related conditions and diseases.

[ Preparation of hole transport material for OLED
Q Quick View PATENTPAK ~
By Wang, Yalong; Li, Hongyan; Xue, Zhen; Wang, Jinping; Chen, Zhiwei; Li, Lingang; Yan, Shan; Wang, Weijun; Ren, Zenggang
Frem Faming Zhuanli Shenging (2019), CN 110156746 A 20190823, | Language: Chinese, Database: CAPLUS
The title hole transport material with general formula of R'Ar:-N(ArPR3)-ArR?, wherein, Ar'-Ar® are independently selected from substituted or unsubstituted C6-30 arylene, including phenylene, bis-phenylene,
heteroarylene, etc.; R1-R? are independently selected from H, substituted or unsubstituted C8-30 alkyl, substituted or unsubstituted C8-30 alkenyl, substituted or unsubstituted C8-30 alkynyl, etc. The inventive hole
transport material is not anly suitable for solar cells, but also suitable for org. semiconductor and other photoelec. fields.

O 3. Process for the reduction of the NOx emissions with combustion engines by fuel additives.
Q, Quick View PATENTPAK ¥
By Kantlehner, Willi
From Ger. Offen. (2019), DE 102018001260 A1 20190822. | Language: German, Database: CAPLUS

Processes are claimed, with which the nitrogen oxide contents in the exhaust gas of fuel-powered piston engines can be reduced, as additives - fed together or sep. - are supplied to the combustion chamber, in addn.
to fuel, and the additives are preferably nitriles or org., nitrogen-contg. nitrile precursors, from which thermolysis products develop in the combustion chamber, which react with nitrogen oxides to form carbon dioxide
and nitrogen.

0 4 Polymerizable compound with good storage stability for optically anisotropic article
Q QuickView  PATENTPAK ¥
By Horiguchi, Masahiro; Aoki, Yoshio; Hayashi, Takuo; Tsuruta, Toru
From Jpn. Kokai Tokkyo Koho (2017), JP 2017218391 A 20171214. | Language: Japanese, Database: CAPLUS

pfsa X1 ——a—z—n—z——x o The present invention relates to a monomer of P-(Sp*-X*),,-A'-Z!-B'-2*-A*-R?, wherein P* = radical, cationic, or anionic polymerizable group; Sp* = independently spacer or
. direct bond; X' = independently O, S, OCH,, CH,0, CO, COO, etc.; k1 = 1-10 integer; A*, A%, B' = independently aliph. or arom.-aliph. fused ring optionally contg. O in the
ring; Z*, Z* = independently O, S, OCH,, CH,0, etc.; and R* = H, F, O, F, L, etc.
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Q Quick View ~ PATENTPAK ™

O 1. Preparation of anti-infective pyrimidines for treating hepatitis C

Language: English, Database: CAPLUS

By Flentge, Charles A.: Hutchinson, Douglas K.; Betebenner, David A.: Degosy, David A.; Donner, Pamela L.; Kati, Warren M.} Krueger, Allan C.; Liu, Dachun; Liu, Yaya; Longenecker, Kenton L.; =t al
From PCT Int, Appl. (200%), WO 2009039134 Al 20050326,

This invention relates to: (a) compds. and salts thereof that, inter alia, inhibit HCV; (b) intermediates useful for the prepn. of such compds. and salts; () compns. comprising such
compds. and salts; (d) methods for prepg. such intermediates, compds., salts, and compns.; (&) methods of use of such compds., salts, and compns.; and (f) kits comprising such
compds., salts, and compns. The compds. of the invention have general formula I (whergin the dotted bond is either 2 single or double bond; R is H, Me, and nitrogen-protecting
group; R? is H, halo, OH, Me, cycopropyl, and crdobutyl; R i...
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Steps/Stages
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Single Step Hover over any structure for more gptions.

1.1 R:NaBH., C:1832616-28-0, C:Ru, S:H,0, S:THF, 45 min, 25°C

M Similar Reactions
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100%
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Notes

Steps: 1, Stages: 1, Most stages in any one step: 1

References

Fabrication of Ruthenium Nanoparticles in Porous Organic Polymers: Towards Advanced

Heterogeneous Catalytic Nanoreactors

solid-supperted catalyst, ruthenium supperted on pereus organic polymer used, reusable
catalyst, sealed tube used, scalable, Reactants: 1, Reagents: 1, Catalysts: 2, Sclvents: 2,
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References
Analyze | Refine Group by: | No ping Y| Sortby:|Relevance MR 2
= | 2 0 of 512 Reactions Selected
Analyze by: @
| Reagent v 1. View Reaction Detail @® Link A Similar Reactions
H, Single Step Hover over any structure for more options.
NaBH. 51
e —
Y
N,H.-H,0 43
s
KOH 17 —_—
e — | N
CAY "
co 16 100%
e — | ~102 b> - i‘\
HCOLH 16 h
NH.™ «HCO, 16 ~ Overview
Steps/Stages
H,0 14 ps/Stag
|
1.1 R:NaBH,, C:1832616-28-0, C:Ru, 5:H,0, 5:THF, 45 min, 25°C
MyH, 14
e —— |
MaOH 14
|
Show More

Send to
' Sciplann)

Display Optiol

RIS

Notes

solid-supported catalyst, ruthenium supported ongporous organic polymer used, reusable
catalyst, sealed tube used, scalable, Reactants: J Reagents: 1, Catalysts: 2, Solvents: 2,
Steps: 1, Stages: 1, Most stages in any one stejft 1

References

Heterogeneous Catalytic Nanoreactors

[Fabr\'caﬁon of Ruthenium Nancparticles in Porous Organic Polymers: Towards Advanced
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Single Step Hover over any structure for more options.

A

—
ON NH;
100%
~102 b m i\
~ Overview
Steps/Stages Notes

1.1 RiH,, RiCs,C0;, C:1610424-70-8, C:1034343-98-0 (oxide), S:PhMe, 2 h, 100°C, 1 atm solid-supported catalyst, palladium catalyst supported on graphene oxide prepared and
used, reusable catalyst, Reactants: 1, Reagents: 2, Catalysts: 2, Solvents: 1, Steps: 1,
Stages: 1, Most stages in any one step: 1

References

Catalyst Enhancement and Recyclability by Immeabilization of Metal Complexes onto
Graphene Surface by Nencovalent Interactions

Q quickview [ Other Sources

By Sabater, Sara et al

From ACS Catalysis, 4(6), 2038-2047; 2014

~ Experimental Procedure

E]Catal rm General/Typical Procedure: General Procedure for Nitroarene Reductions. Molecular hydrogen was added with a balloon filled with 1 atm of H, to a mixture
1S} of nitroarene (0.3 mmol}, Cs,CO, (0.3 mmel), anisole as internal standard (0.3 mmol), and NHC-Pd-rGO (6 x 10~ mmol, based on metal) in toluene (5 mL). The
system was then evacuated and backfilled with H, in cycles for three times before putting the reaction vessel in an oil bath at 100°C for 2h. Yields were determined
by GC analyses using aniscle (0.3 mmeol) as internal standard. Products were identified according to spectroscopic data of the commercially available compounds.
Entry: 4; Yield 100%.
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39. View Reaction Detail ®® Link j Similar Reactions

Single Step Hover over any structure for more options.
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MethodsNow
» Overview
C-H Functionalization of Heteroarenes Using Unactivated Alkyl Halides through Visible-Light Photoredox Catalysis under Basic Conditions
By Bissonnette, Noah B.; Boyd, Michael J.; May, Gregory D.; Giroux, Simon; Nuhant, Philippe
- ™ From Journal of Organic Chemistry, 83(18), 10933-10940; 2018
MetHopsNow Published by American Chemical Society
Procedure
1. Add one equivalent of indole, 3 equivalents of benzoth | S re relief cap
Chemglass vial. w 1
2. Purge the vial for 5 minutes under vacuum. + -
View more... N
Available Experimental Data a8 10z &
*H NMR, *C NMR, HRMS
View with MethodsNow s
N
72%
s &
Solvents Methanol, CAS RN: 67-56-1
Products 2-(1-Methylethyl)benzothiazole, 72%, CAS RN: 17626-86-7
o . Procedure 1. Add one equivalent of indole, 3 equivalents of benzothiazole and 2.5 mol % of [lr(ppy)](d'.‘obpy)]PF toa
Reactants ‘va’?hv‘ '°f“g§“§u’?’ts?f:§9 vial (1 dram, ~3.7 mL), 15 X 45 mm, 13425 thread with red pressure relief cap Chemglass vial.
BN S d 2. Purge the vial for 5 mmules under vacuum.
» 3. Fill the vial with nitrogen
Reagents 2,2,6,6-Tetramethylpiperidine, CAS RN: 768-66-1 4. Add MeOH (0.5 mL), 3.1 equ\valents of Et;N and 1 equivalent of indole to the reaction mixture under N,
atmosphere.
Catalysts lndmm(u) [4,4"bis(1,1-dimethylethyl)-2,2"-bipyridine-kA*, kM Jbis[2-(2-pyridinyl-k Mpher Remove the nitrogen line.
33)-, hexafluorophosphate(1-) (1:1), CAS RN: 676525-77-2 Add 3 equivalents of benzothiazole to the reaction mixture.
ht.

Irradiate the vial under blue LED ligf

Stir the reaction mixture overnight at room temperature at 1000 rpm with a small cooling fan
(approximately 16 hours).

. After the completion of the reaction, add 0.25 equivalent of 1,4-dinitrobenzene to the vial.

10. Evaporate the volatiles using a V10 Biotage s

11, Load the crude mixture onto a 40 g gold 1SCO column sing hexane/ethyl acetate (100:0 to 0:100) as

©No

©

eluents.
Transformation Friedel-Crafts Alkylation
*H NMR (400 MHz, chloroform-d) 3 7.98 (dd, J= 8.2, 1.2 Hz, 1H), 7.85 (dd, J= 8.0, 1.3 Hz, 1H), 7.45 (ddd, J=8.3,
7.2, 1.3 Hz, 1H), 7.34 (ddd, 7= 8.3, 7.3, 1.2 Hz, 1H), 3.43 (hept, 7= 6.9 Hz, 1H), 1.48 (d, J= 6.9 Hz, 6H).
#C NMR (101 MHz, chloroform-d) & 178.7, 153.3, 134.8, 126.0, 124.7, 122.7, 121.7, 34.2, 23.1 (20).
HRMS (EST), m/2: caled for C,gH,;NS[M + H]*: 178.0690, found: 178.0687.

Copyright 2021 American Chemical Society. A|
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