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Compds. No R(A) R(B) 15 ECso
VCH-759 — — 0.14 529
da H H 4.80 19.60
4ab 4l H 0.085 11.10
4ac 4-F H 0.14 8.40
ad 4-0CH; H 025 11.57
de 2l H 0.035 3.80
ar 24(Q)y H 0.44 1078
5a H 4 0.14 16.70
5b 4-Cl 4a-cl 021 7.80

416. 2-(5-(2-Chlorobenzylidene )-2 4-dioxothiazolidin-3-yl )-N-
phenylacetamide (4e)

Yield: (3.36g) 90%. Re: 0.31. IR v em 12 3271
(NH), 1751, 1697, 1666 {C—0), ."H NMR 6 ppm: 4.54 (s,
2H, CHy), 7.07 (t, 1H, ] = 740 Hz, H-4 phenyl), 7.31 (t, 2H, ] = 794 Hz,
H-3,5 phenyl), 7.54—7.58 (m, 4H, H-3,4,5,6 benzylidene), 7.64—7.69
(m, 2H, H-2,6 phenyl), 8.10 (s, 1H, C=CH), 10.41 (s, 1H, NH, exch.
D,0). '*C NMR & ppm: 44.5 (CH>), 119.6, 124.2, 125.2, 128.6, 129.2,
129.3, 1295, 130.8, 131.3, 132.6, 134.9, 138.7 (C—Ar, C-S, C=CH),
164.1, 165.3, 167.3 (C=0). MS (m/z, %): 372 (M*, 76), 374 (M"42,
30), 93 (100). Anal. Caled. for CigH3CIN2O5S (372.83): C, 57.99; H,
3.51; N, 7.51. Found: C, 58.23; H, 3.48; N, 7.37.

4.1.1. 2-(5-Un/substitutedbenzylidene-2,4-dioxothiazolidin-3-yl)-
N-unfsubstitutedphenyl acetamide 4a-f, 5a-f, 6a-f

A solution of the appropriate benzylidene thiazolidindione (2a-
f) (10 mmol) and anhydrous potassium carbonate (0.69 g, 5 mmol)
in dry DMF (20 mL), was stirred at 100°C for 30 min. The corre-
sponding 2-chloro N-un/sub phenyl acetamide (3a-c) (10 mmol)
was added and stirring was continued at 100°C for 24 h. The re-
action mixture was poured onto crushed ice, the precipitated
product was filtered off, dried and crystallized from ethanol.
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Anti-hepatitis-C virus activity and QSAR study of certain thiazolidinone and thiazolotriazine derivatives as :

L potential NS5B polymerase inhibitors
Hassan, Ghaneyz S.; Georgey, Hanan H.; Mohammed, Esraa Z.; Omar, Farghaly A. [European Journal of Medicinal Chemistry, 2019, val, 184,
art. no. 111747] O 8 &= ze & e B = e Ha B=:z

Abstract A IndexTerms A Substances |71 v Reactions (58 ~ Targets »wv Full Text 2

Abstract X

The present study reports on evaluation of anti-HCV activity and QSAR of certain anylidenethiazolidinone derivatives as potential inhibitors of HCV-NS5E polymerase. The pursued compounds involving, 5-
anyliden-3-arylacetamidothiazolidin-2,4-diones 4-6(a—f), 5-arylidine-2-(N-arylacetamide)-iminethiazolidin-4-one (10) and their rigid counterparts 5-arylidinethiazolotriazines 13-15(a—f), were synthesized and
their structures confirmed by spectral and elemental analyses. The results of NSSE polymerase inhibition assay revealed compound 4e, as the most active inhibitor (ICsg = 0.035 ), which is four folds greater
than that of the reference agent, VCH-759, (ICso = 0.14 uM). Meanwhile, compounds 4b, 4c, 53, and 5¢, and 13b, 14e and 15¢ displayed equipotency to 2 folds higher activity than VCH-759 (ICgq values: 0.085,
0.14, 0.14, 0.10, 0.12, 0.09 and 0.07 i, respectively). Assessment of the anti-HCV activity (GT1a) using human hepatoma cell line (Huh-7.5) illustrates superior activity of 4e (ECsp = 3.80 M) relative to VCH-
759 (ECs0 = 5.29 uM). Cytotoxicity evaluation on, Transformed nermal cell lines (Human Liver Epithelial-2, THLE-2 and Proximal Tubular Epithelial, RPTEC/TERTL), demonstrate enhanced safety profile of 4

(CCsp= 102.77, 161.37 M, respectively) compared to VCH-759 (CCp = 61.83, 81.28 M, respectively). Molecular docking of the synthesized derivatives to NSSB polymerase allosteric site (PDB: 2HWH) B
showed similar binding medes to that of the co-crystallized ligand. Moreover, QSAR models were for the studied thiazolidin and thiazolotriazines to investigate the melecular characteristics Q_}' -~ ,@
contributing to the observed NS5B polymerase inhibition activity. The obtained results inspire further investigations of thiazolidinones and thiazolotriazine aiming at afferding more potent, safe and orally e
active non-nucleoside NS58 polymerase inhibitors s anti-HCV drug candidates. : ©} i
o . oY O —
<, !
Index Terms X & B =gk @
Author keyword: 2D QSAR, Anti-HCV, HCV-NS58 polymerase, Molecular docking, Thiazolidinones, Thiazolotriazines . _ o
EMTREE drug term: 2 (5 benzylidene 2,4 dioxothiazolidin 3 yl ) n phenylacetamide, 2 (5 2,4 di lidin 3y1) n (4 chlorophenylacetamide, 2 (5 benzylidene 2,4 dioxothiazolidin 3 yl) n (4 ; = AR =k
met Dacetamide, 2 (5 4 oxo 3 phenylthiazolidin 2 ylideneimino) n phenylacetamide, 2 [5 (2 2,4 dioxothiazolidin 3 yI] n (4methoxyphenyl)acetamide, 2 [5 (2 1 Hits/Conditions v Find Similar >  Reaction ID: 52326444 3
chlorobenzylidene) 2,4 i 3yI] n phenylacetamide, 2[5 (2 chl idene) 2,4 lidin 3yl] n (4 chlorophenyl de, 2[5 (2,4 dichlorobenzylidene) 2,4 dioxothiazolidin 3 yi) n (4
hiorophenyl); ide, 2[5 (2,4 di dene) 2,4 dioxothiazolidin 3 yl) n (4 methoxyphenyhacetamide, 2 [5 (2,4 dichlorobenzylidene) 2,4 3ylnp tide, 2[5 (4
chlorobenzylidene) 2,4 dioxothiazolidin 3 yl) n (4 chlorophenyl)acetamide, 2 [5 (4 chlorobenzylidene) 2,4 dioxothiazolidin 3 yl] n (4 methoxyphenylacetamide, 2 [5 (4 fluorobenzylidene) 2,4 dioxothiazolidin 3 yl) 2 0
n (4 chlorophenyl)acetamide, 2 [5 (4 fluorobenzylidene) 2,4 i 13 yl) n (4 metl Tide, 2[5 (4 idene) 2,4 in3ylnp mide, 2[5 (4 < Xk O +
methoxybenzylidene) 2,4 dioxothiazolidin 3 yl) n (4 y ide, 2 [5 (4 mett ene) 2,4 dioxathiazolidin 3 yI] n (4 ide, 2 [5 (4 methoxybenzylidene) 2,4 4

dioxothiazolidin 3 yI] n phenylacetamide, 2,4 thiazolidinedione derivative, 7 (4 chorobenzylidene) 3,4 dihydro 3 phenyl 2h thiazolo[3,2 a[1,3,5 Jtriazin 6(7h) one, 7 (4 fluorobenzylidene) 3,4 dihydro 3 phenyl 2h
thiazolo[3,2 a][1,3,5 Jtliazin 6(7h) one, 7 benzylidene 3,4 dihydro 3 phenyl 2h thiazolo[3,2a][1,3,5]triazin 6(7h) one, antivirus agent, nonstructural protein 58, RNA directed RNA polymerase inhibitor, thiazole
derivative, triazine derivative, unclassified drug, unindexed drug, vch 759, [5 (4 chlorobenzylidene) 2,4 dioxothiazolidin 3 yl] n phenylacetamide

EMTREE medical term: allosteric site, antiviral activity, Article, cell viability, controlled study, crystal structure, drug cytotoxicity, drug protein binding, drug synthesis, EC50, enzyme inhibition, hepatitis C, @its/Conditions s Find Similar >
Hepatitis C virus, Huh-7.5 cell line, human, human cell, 1C50, in vitro study, molecular docking, nonhuman, selectivity index, two dimensional quantitative structure activity relationship
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- 4e Hassan, Ghaneys 5.; Georgey, Hanan H.; Mohammed, Esraa Z.; Omar, Farghaly A.[European Journal of Medicinal Chemistry, 2019, vol. 184, art.
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[ Documents-1 >
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Full Text 7 Cited 1times #  Details >  Abstract
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Chemical 1H dimethylsulfoxide-  24.94 400.2 supporting | Hassan, Ghaneya S; Georgey, Hanan H.
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A Invitro: Efficacy - 2
Compds. No R(A) R (B) ICs0 ECso Quantitative Results
Show/Hide columns ~
VCH-759 - - 0.14 5.29 pX | Parameter | Value | Unit | Biological | Action | Target Cell | Effect | Reference
4a H H 4380 19.60 s o
arget
4b 4-Cl H 0.085 11.10
1C50 0035  pM  Hepatitis  Inhibitor NS5B RNA anti- | Hassan, Ghaneya S.; Georgey, Hanan H.;
4c 4-F H 0.14 8.40 Cvirus dependent RNA HCV  Mohammed, Esraa Z.; Omar, Farghaly A.[European
subtype polymerase, Journal of Medicinal Chemistry, 2019, vol. 184, art. no.
4d 4'0&]3 H 025 11.57 1a hepatitis C 111747]
_ virus [Hepatitis Full Tt 7 Cited 1times 2 Details >  Abstract >
de 2-C1 H 0.035 3.33E s s
24} H U044 10. £C50 38 uM Inhibitor  NS5B RNA Huh-  anti- | Hassan, Ghaneya S.; Georgey, Hanan H.;
dependent RNA | 7.5 HCV  Mohammed, Esraa Z.; Omar, Farghaly A.[European
polymerase, cell Journal of Medicinal Chemistry, 2019, vol. 184, art. na.
hepatitis C line 111747]
virus [Hepatitis Full Tet 7 Cited 1times 2 Details 3  Abstract >
C virus]:Wild
Table 2 A Toxicity/Safety Pharmacology - 2
Cytotoxicity (CCsp, uM)* and Selectivity index [S[JIJ values of the tested compound Quantitative Results
and VCH-759. Show/Hide columns
oX | Parameter Value | Unit | Cell Effect Reference
Code THLE-2 cell line RPTEC/TERT1 cell line fquant)
cc g e g CC50 (eytotoxic 10277  pM | THLE-2eell  Cytotoxic = Hassan, Ghaneya S.; Georgey, Hanan H.; Mohammed, Esraa Z,;
50 50 concentration) line Omar, Farghaly A.[European Journal of Medicinal Chemistry, 2019, vol. 184, art.
no. 111747]
VCH-759 61.83 11.69 81.28 15.36 Full Text 2 Cited Ltimes 7 Deils > Abstract >
4e 102.77 27.04 161.37 42.47
S —— CC50 (cytotoxic 16137 pM  RPTEC/TERTL Cytotoxic = Hassan, Ghaneya 5; Georgey, Hanan H.; Mehammed, Esraa Z.;
a CCs, is the concentration of compounds that reduce the cell viability by 50%. concentration) cell line Om:;,ll;:r;g]ha\yA.[Europeinjournal of Medicinal Chemistry, 2019, vol. 184, art.
no.
Y SI: is the ratio of CCsp values on normal cells to ECsp on hepatoma infected cell FullText 7 Cited Ltimes 7 Details 5  Abstract >
lines (Huh7.5).
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Stage #1: 5-(2-chlorobenzylidene)-2,4-thiazolidinedione With potassium carbonate In N,N-dimethyl-formamide at 100°C; for 0.5h; 90%  Hassan, Ghaneya 5.; Georgey, Hanan H.; Mohammed, Esraa Z.; Omar, Farghaly A.
Stage #2: N-chloroacetyl-aniline In N,N-dimethyl-formamide at 100°C; for 24h; [European Journal of Medicinal Chemistry, 2019, vol. 184, art. no. 111747]
Experimental Procedure A Full Text » Cited 1times @ Details > Abstract >

4.1.1. 2-(5-Un/substitutedbenzylidene-2 4-dioxothiazolidin-3-yl)-N-un/substitutedphenyl acetamide 4a-f, 5a-f, 6a-f

General procedure: A solution of the appropriate benzylidene thiazolidindione (2af (10 mmol) and anhydrous potassium carbonate (0.6% g, 5 mmol)in dry DMF (20 mL), was stirred at 100 “C fer 30 min. The corresponding2-chloro N-unfsub
phenyl acetamide (3a-c) (10 mmoljwas added and stirring was continued at 100 °C for 24 h. The reaction mixture was poured onto crushed ice, the precipitated product was filtered off, dried and crystallized from ethanol.

S

4.1.1. 2-(5-Un/substitutedbenzylidene-2,4-dioxothiazolidin-3-yl)-
N-un/substitutedphenyl acetamide 4a-f, 5a-f, 6a-f

A solution of the appropriate benzylidene thiazolidindione (2a-
f) (10 mmol) and anhydrous potassium carbonate (0.69 g, 5 mmol)
in dry DMF (20 mL), was stirred at 100 °C for 30 min. The corre-
sponding 2-chloro N-un/sub phenyl acetamide (3a-c) (10 mmol)
was added and stirring was continued at 100 °C for 24 h. The re-
action mixture was poured onto crushed ice, the precipitated
product was filtered off, dried and crystallized from ethanol.




Reaxysi§ M ERPIRIERR FHAREEIT 7 H#EE, VAN, mEL

Chem Pre.

~  Bioactivity (All) 0

oo

Porcus Ligand Creates Now Reaction Route

L I

prre R —— Bincion Single Atom Pallsdhm Catshat 7Y . —Q— — R .

B, @ rre ~  Invitro: Efficacy - 5709 ")‘f o O") pes
S FO@ag = ROAQE=ie Roag=:te

~s Invivo: Animal Model - 817

CRCRC R 5 Conditians A Find Similar 3 Reaction ID: 11041177

s Metabolism - 345

s Pharmacokinetic - 816 wthyi-formamide for 1h; A joa abous Sun L L Hi

Toxicity/Safety Pharmacology - 2045

Stage K2: J-chlors-4-fluceoghenyiamine In isaprogyl alcohel far L Reflur:

Exparimunial Brocedurs

Zhai Zhijun; 1 Jsemen
5183088, 2017, 8

Location in patent: Pacagragh 0164, 0147, 0148, 0163
FulTest 7 Demils 3 Abstract 3

With gotazsium carbonste I sopeopyl sicohal st 80 - 85°C; for 1 8% Changaing Laimei Longyu Pharmaceutics] Co., L. Wen Huiy-

Exparimantsl Procadurs v Ingi Ren Sincas; Xu Yiaofang; Tang Quniian; Yang Shengai
o70%sss3, 201

i patae h 0053-005¢

FuRTe 7 Demis 3 Absract 3

gefitinib
CapH24N4CIFO3 446309 8948523  184475-35-2

Identification Physical D. 113
Druglikeness Spectra - 71

Bioactivity (All) Other Data - 4,344

Preparations - 83 >
Reactions - 154 >
Targets - 1,156 >

Documents - 10,992 %

10,992 Documents weh 74,211 Substances, 79,080 Reactians, 2,355 Targets Reaxys - 10,992 ~

= [rmris
o fesion Yaar H
a § o ao B Publication Vear 4 W iestmap BB

[0 cr-abl tyrosine kinase inhibiters as candidates for the treatment of covid-19: Molecular docking, pharmace-
phore modeling, admet studies
i, Mohared S Hassaballah, Mhammed v Negids, Ahmad; Sebiy, Mahmud .; Ziedan, Noha | Biaissfuce Research i Applied
Chemisry, 2022, vol, 12, %3, 3357 -3371]
Avstact v IndexTerma v Subsances (1) v FallText 4
it Subsancas @)

[ Eriologic Role of Kinases in the Progression of Human Cancers and its Targeting Strategies

2 Das, Sanjoy; Bhattacharya, Bireswar; Dus, Biplajit: Sinka. Bibek: jJamatia, Taison: Paul, Kishan [Indian Journal of Surgical Onenlagy. 2021, vol. 12.
PRI
Abstnct v IodecTarma v Sube

o (@) v Full Tt 3
Hit Substances (1) v

[0 current progress and future perspectives of polypharmacology: From the view of non-small cell lung cancer Cited 7 times
Xarugpasary, Rarmanthars Vesrappapil, Shandhi; it Sare; i, Woueg-Hee: Kiar, Oaisuke Surminarsin Cancer Bclogy, 2021, v
68,p.80-91]

Abwtract v IndixTarms v Subs

o (48 v FllText 2
Hit Substances (1)




Agenda

- ReaxysT825H&
— Reaxys7r48
- ReaxysxJ TR 3k BIie &

*  ReaxysFHILER FHIEIRE
— ReaxysH By kiR 2=
- ReaxysF 4RI RBEHNE DS K 4R IXE
- Reaxys &M H R 5 R 45 H0F0 & R 5 HE 3R BY
— ReaxysHHySZ A /N5

c Q&A




ReaxysHY &g A H

- IPSEREMA, HiEediAwww.Reaxys.com, A LAEIEH#IT

o WrhER SR B sk R IR I R I www. Reaxys.com

RGGX\/S I Quick searc} hl Query builder IRESuIts Synthesis planner  History Register > ISEOELN (6]
Search substances, reactions, documents and bioactivity data o
in Reaxys, Reaxys Medicinal Chemistry, PubChem, eMolecules, LabNetwork and SigmaAldrich
Search Reaxys
Substance Effect, e.g. anticoagulant
AND
@& Draw
Content Overview | Latest update: 07. August 2020 >
%° Substances A Reactions [ Documents @ Bioactivities
ELSEVIER  Convicht ©:2020 Elsevier Lfe Siences P Limied. & RELX Group™
Terms and Cor About cor Perform: Page
C d by To dedi m Cookies p
Feedback (J

ELSEVIER

&, HEEFChrome, Firefoxxl b

Tips:

1. KSFM (AR |, EMKSE, LSRR
fgE, ER&ER7T, H%Erﬂjlj]“ (2020.8LLf&)

2. Quick Search, RIR#&ZE, HFHRMNER, 3
HEMNBERIES, ReaxysE ﬁ'éﬁ#ﬁlﬁ)(lﬁﬁ
KE.

3.  Query Builder, &K%, *'JHiReaxysEPEl’\J
EMFEHAITHE, ZUFREREFK

%fﬁfﬂ'ﬁ
. ReaxysERMm:
https://www.bilibili.com/video/BV1T5411L7Ec

2. Quick Search:

https://www.bilibili.com/video/BV1az4y1C7ZL

3. Query Builder:

https://www.bilibili.com/video/BV1UK4y17740Q

4. Reaxys= M5 R A

https://www.bilibili.com/video/BV1NA41147if



http://www.reaxys.com/
https://www.bilibili.com/video/BV1T5411L7Ec
https://www.bilibili.com/video/BV1az4y1C7ZL
https://www.bilibili.com/video/BV1UK4y1774Q
https://www.bilibili.com/video/BV1NA41147if

Quick Search X M|

Reaxys Quick search  Query builder  Results  Retrosynthesis  History  Alerts Sam Yu {Q.‘ @

Search substances, reactions, documents and bioactivity data T

in Reaxys, Reaxys Medicinal Chemistry, PubChem, SigmaAldrich and Commercial Substances

Search Reaxys

Tu&f)\aéﬁﬂlj % J\
W, ANBRE, UR&%k—

QE_A Substance Properties, e.g. solubility of vitamin D3
AND

@ﬁ Draw \

AU B AREEH, BIREEH,
BRAEN, RS DGR
R ERXFEITIER

Content Overview | Latest update: 16. March 2022 >

2483M 58M 95M 31M 42M

%° Substances A Reactions @ Documents 3 Patents @ Bioactivities

ELSEVIER



Agenda

- ReaxysT825H&
— Reaxys7r48
- ReaxysxJ TR 3k BIie &

*  ReaxysFHILER FHIEIRE
— ReaxysH By kiR 2=
- ReaxysF 4RI RBEHNE DS K 4R IXE
- Reaxys &M H R 5 R 45 H0F0 & R 5 HE 3R BY
— ReaxysHHySZ A /N5

c Q&A




Case 1: Kl ZE—SEME M

* Lithium—Sulfur Battery

Re(])(ys‘ Quick search  Query builder  Results  Retrosynthesis ~ History  Alerts amvu 2 @

Search for lithium—sulfur Battery ITpant il

Search Reaxys
lithium—sulfur Battery X
AND

@&‘) Draw

Content Overview | Latest update: 16. March 2022 >

248M 58M 95M 31M 42M

%° Substances A Reactions @ Documents 6 Patents @ Bioactivities




ReaxysH IR R LA

Reaxys Quick search  Query builder  Results  Retrosynthesis  History  Alerts

for lithium—sulfur Battery New ¢ Edit ¢

13,563 Documents  Titles, Abstracts, Keywords : “lithium-sulfur’, “Battery" Preview Results v IAUCIVEIEETISEDS

Edit in Query Builder #° Create Alert 3

»° W Substances  Structure :|@ | as drawn
Edit in Query Builder #* Create Alert

Reaxys Quicksearch  Query builder  Results  Retrosynthesis  History ~ Alerts )
17,799 Documents  Titles, Abstracts, Keywords : “lithium-sulfur*
Edit in Query Builder #° CreateAlert 3
Filters 13,563 Documents with 1,792 Substances, 290 Reactions, 0 Targets
O 2 Qo @ sy v
. . xport
i > +"Batt
1,533,052 Documents Titles, Abstracts, Keywords : “Battery e .
= ; i Sz
Editin Query Builder. # CraateAlert [0 Aflame retardant separator modified by MOFs-derived hybrid for safe and efficient Li-S batteries Cited 4 times
Document Type v " Wu, Na; Wang, Junling; Liao, Can; Han, Longfei; Song, Lei; Hu, Yuan; Mu, Xiaowei; Kan, Yongchun [Journal of Energy Chemistry, 2022,
vol. 64, p. 372 - 384]
Authors/Inventors 24 Abstract v IndexTerms Substances (3) v Full Text 7
Current Patent Assignee v Abstract hit: v
Patent Office 7 {.-for high-performance Lithium-Sulfur batteries (Li-S batteries). Robust carbon structure with large specific surface...}
; [0 Hybridized S cathode with N719 dye for a photo-assisted charging Li-S battery
it 7
Jovemilte e 3 Ui, Jingfa; Ren, Changwei; Zhang, Linbiao; Jiang, Wenhao; Liu, Hongmin; Su, Jing; Li, Min [lournal of Energy Chemistry, 2022, vol. 65, p.
Substance Classes v 205,209
Abstract v IndexTerms v Full Text 7

Reaction Classes v

Abstract hit: {..An integrated battery system, which integrates solar power and rechargeable battery in the...} v
Index Terms (List) &

Index Terms hit: {...Hybridized cathode, Intergrated battery, Lithium-sulfur...} v
Index Terms (ReaxysTree) v

[ Mitigating side reaction for high capacity retention in lithium-sulfur batteries
] Manually processed 3 e R

Cai, Yong; Jin, Qi; Zhao, Kaixin; Ma, Xinzhi; Zhang, Xitian [Chinese Chemical Letters, 2022, vol. 33, # 1, p. 457 - 461]
content only ¥

Abstract vv  IndexTerms v Full Text 2

kA

ELSEVIER



ReaxysH X T X AR EZ5 RV 71

Filters

Publication Year
Document Type
Authors/Inventors
Current Patent Assignee
Patent Office

Journal Title

Substance Classes
Reaction Classes

Index Terms (List)

Publication Year ~

Index Terms (ReaxysTree)

D Manually processed

content only

Document Type A Current Patent Assignee ~
[] 2022 = [] patent 8,873 [[] tgchem cotd 1,107
I:I 2021 2,311 D article 4,106 I:I chinese academy of scie... 489
|:| 2020 2,237 [] review 371 [] samsung sdi co/ltd 340
D 2019 2,068 I:l conference paper 152 I:I robert bosch stiftung 267 9
D 2018 1,638 D note 16 I:I bosch (wjo bsh) 267
D 2017 1,293 I:l conference review 15 I:l global graphene group 260
D 2016 1,026 D short survey 12 D central south university 220
Filter by value ~ View more View more Filter by value ~ View more
JDL, rnal Title Pl Index Terms (List) N Sort by Occurrence \ x
I:I journal of power sources 281 [ resction 3254 o
spectrosco 2,838
D acs applied materials an... 269 L= "
[ surface 2,555
D electrochimica acta 251 O 2,544
D journal of materials che... 179 O- 2542
[ diffusion 2,484
I:I energy storage materials 138
D electrode 2,404
I:I chemical engineering jo... 135 [ behavior 2,280
D advanced energy materials 113 L 227
[ kineties 2,250
Filter by value ~ View more M. PRI

1 2 3 .. 477 Gotopage




ReaxysH AJIndex Terms (Reaxys Tree) ZFH}4r%

. Index Terms (ReaxysTree) A
Filters
D physico chemical prop... 4,036
I:I chemical transformati... 3,628
D physico chemical analy... 3,496
Publication Y v
Hblication Tear D quantum chemical cal... 1,000
View more
Document Type v \\
Authors/Inventors v
Indey Terms (ReaxysTree) X
Current Patent Assignee ~
v Index Terms (ReaxysTree) 13,563
Patent Office L > physico chemical properties 4,036
> chemical transformations 3,628
Journal Title v > physico chemical analysis methods 3,496
> quantum chemical calculation methods 1,000
4
Substance Classes v
Reaction Classes v
Index Terms (List) v
Index Terms (ReaxysTree) v
D Manually processed
content only




FABPREFITER 2K

Index Terms (ReaxysTree) X
~ [ Index Terms (ReaxysTree) - 13,563
> [ physico chemical properties « 4,036
> [ chemical transformations a 3,028
> [ physico chemical analysis mathods
> 1 quantum chemical calculation methods Index Terms (ReaxysTree) 2266 X
~ [4 Index Terms (ReaxysTree) -— 13,563
N [4 physico chemical properties ¢ — - 4,036
> [ transport phenomena a 3,102
> [ mechanical property « 2,721
5 Eﬂy_%%}g 2& N [4 electrochemical property +— L] 2,593
XY BU < = = > M behavior as electrode +— L} 2,266
> [ electrochemical cell potential 426
> I acid { base behaviour 54
» [ electrolytic conductivity 7
Clear sele D transference number 233
D electrochemical cell 166
D electrocatalytic property 50
["1 decomposition potential 5

Selected search items:

behavior as electrode *

ix  pRERRANE —

ELSEVIER



Reaxys
Filters
= Publication Year v
Document Type ~
Authors/Inventors ~
Current Patent Assignee ~
Patent Office v
Journal Title v
Substance Classes v
Reaction Classes ~
Index Terms (List) ~
Index Terms (ReaxysTree) ~

D physico chemical prop... 2,266
[ chemical transformati... 2,124
D physico chemical analy... 2,123

[ quantum chemical caleu... 5%

View more

] Manually processed
content only

Quick search  Query builder  Results  Retrosynthesis  History  Alerts

2,266 Documents with 1,199 Substances, 65 Reactions, 0 Targets

2
I:‘ 0 selected = Qo
Export

| Hybridized S cathode with N719 dye for a photo-assisted charging Li-S battery
Li, Jingfa; Ren, Changwei; Zhang, Linbiao; Jiang, Wenhao; Liu, Hongmin; Su, Jing; Li, Min [Journal of Energy Chemistry, 2022, vol. 65, p. 205 -
209]

Abstract ~v  IndexTerms v Full Tedt 2
Abstract hit: {...An integrated battery system, which integrates solar power and rechargeable battery in the...}
Index Terms hit: {..Hybridized cathode, Intergrated battery, Lithium-sulfur.. }

] Intagliated Cu substrate containing multifunctional lithiophilic trenches for Li metal anodes

Park, Sunwoo; Ahn, Kihyeon; Lim, Hyung-Kyu; Jin, Hyoung-Joon; Han, Seungyong; Yun, Young Soo [Chemical Engineering Journal, 2022, vol.

- e BN, MRBOAHEFRERITY

Abstract »v  IndexTerms v Substances 4 v

Al AB AT

[ Anew flame-retardant polymer electrolyte with enhanced Li-ion conductivity for safe lithium-sulfur batteries

Index Terms hit: {...Lithium metal anode, Lithium metal battery, Lithium m

Li, Hangping; Kuai, Yixi; Yang, Jun; Hirano, Shin-ichi; Nuli, Yanna; Wang, Jiulin [Journal of Energy Chemistry, 2022, vol. 65, p. 616 - 622]

Abstract v IndexTerms s Substances 4 s+ Full Text 7
Abstract hit: {...fireproof quasi-solid-state battery system....}
Index Terms hit: {...Lithium-ion conductivity, Lithium-sulfur battery, Polymer electrolyte...}

O Nano storage-boxes constructed by the vertical growth of MoS; on graphene for high-performance Li-S
hattari

@

SamYu (Q\ @

Sort by Publication Year § \/

Cited 1 times

Cited 1 times

Cited 1 times

Feedback (J

£ o
ELSEVIER




Agenda

- ReaxysT825H&
— Reaxys7r48
- ReaxysxJ TR 3k BIie &

*  ReaxysFHILER FHIEIRE
— ReaxysH By kiR 2=
- ReaxysF 4RI RBEHNE DS K 4R IXE
- Reaxys &M H R 5 R 45 H0F0 & R 5 HE 3R BY
— ReaxysHHySZ A /N5

c Q&A




Case 2: RIRFKEL SRV R

REGXyS Quick search  Query builder  Results  Retrosynthesis  History  Alerts amve 2 @
Search for solubility of gefitinib import &,
Search Reaxys
solubility of gefitinib X
AND
Tips 0 von
3 0 ANAY A

RIRIREUK ML AT

N 22 3

BRI IR

Content Overview | Latest update: 07. February 2022 »
179M 57M 86M 41M
¥° Substances A Reactions P Documents @& Bioactivities

ELSEVIER Copyright © 2022 Elsevier Life Sciences IP Limited. (51 RELX GT’UUD‘M

Remote access Terms and Conditions About content

Privacy policy




ReaxysH 455K

Quick search  Query builder  Result

1= 10 solubility of gefitinib

=T =] =] -

Synthesis planner  History

1 Substances  Structure < @) asdrawn AND  Property - solubility
Edit in Query Builder #° Create Alet £

178 Documents  Titles, Abstracts, Keywords - “solubiity”, "gefitinib”
Edit in Query Builder g Create Alet [}

341,792 Documents  Titles, Abstracts, Keywords - “solubilty”

Edt in Query Bulldee #° Create Alet L3

23178 Documents  Titles, Abstracts, Keywords - “gefitin"

Edit in Query Buider 4 Create Alet [\

1 Substances out of 9,928 Documents, containing 148 Reactions, 1,149 Targets

Reaxys - 1 v

IR R G
BAmEE, =
EERRICF

ik

ELSEVIER

& A
0 selected = Sort by No of Refe
New O Edt # O selece de  Export Preparations Qo Q TEPBELEEEED O 7
D gefitinib
T . 6" CpoH2aNaCIFO3 446900 8940523  184475-35-2
s > 0 s
h /"I:[ Hit Data - 4 Bioactivity (All) Other Data - 4,132 Preparations -33
i Identification Physical Data - 115 Reactions - 148 >
Frevew Remi [ :Vie Rasdts Druglikeness Spectra - 80 Targets- 1149
B & @ = e Documents - 9,928 »
Preview Resuts v | View Results >
A HitData-4
Preview Resuts v | View Results > v Syb'\lity (MCS) - 4 hits out of 4
A Solubility (MCS) - 4 hits out of 4
Show/Hide columns
Solubility, Saturation Temperature Solvent Location Comment (Solubility (MCS)) Reference
gl (Solubility (MCS)) (Solubility
B (MCS))
freely soluble in DMSQ,THP and PEG-400, sparingly soluble in  Alanazi, Abdullah; Alshehri, Sultan; Altamimi, Mohammad; Shakeel, Faiyaz[Journal of
2-butanol and slightly soluble in 1-butanal, IPA, Molecular Liquids, 2020, vol. 239, art. no. 112211]
ethanol,methanol, EG and PG Full Text 2 Details > Abstract >
soluble in water and 1-octanol Wu, Kuen-Da; Chen, Grace Shiahuy; Liu, Jia-Rong; Hsieh, Chen-En; Chern, Ji-Wang[ACS
Medicinal Chemistry Letters, 2019, vol. 10, # 1. p. 22 - 26]
Full Text 2 Cited 1times @ Details > Abstract >
0.009832 in pure 25 water supporting Wang, Xin-Xin; Tian, Fei-Yang; Liu, Ming; Chen, Kai; Zhang, Yun-Qian; Zhu, Qian-Jiang;
solvent information Tao, Zhu[Tetrahedron, 2019, vol. 75, # 37, art. no. 130488]
Full Text @  Details > Abstract >
0.0021 in pure 20 water Zhao, Feng; Lin, Zhaohu; Wang, Feng; Zhao, Weili; Dong, Xiaochun[Bioorganic and
solvent Medicinal Chemistry Letters, 2013, vol. 23, # 19, p. 5385 - 5388]

Full Text 2 Cited 22 times #  Details > Abstract >




ReaxysH L &4 F ZHIIB{L M R

1 Substances out of 9,928 Documents, containing 148 Reactions, 1,149 Targets Reaxys - 1 v
2 A .
D 0 selected [cYe} @, Sert by No of References 4 v | Grid Ei§ Heatmap FH
LimitTo Exclude Export Preparations
D gefitinib
1 . O CooH24N4CIFO3 446,909 8049523 184475-35-2
h W&ZH Hit Data - 4 Bioactivity (All) ther Data - 4,132 Preparations-83
&, .
¢ Identification Physical Data - 115 Reactions - 148
Druglikeness Spectrig 80 Targets - 1,149 >
1= &1 S} = 3= Documents - 9,928 »
‘ .
~ Hit Data - 4

~v  Solubility (MCS) - 4 hits out of 4

N

Spectra - 80
EERBUL SRR B E B IS E iR C

ZIR =] * = TeE=Z NMR Spectroscopy - 46
IR Spectroscopy - 9
Mass Spectrometry - 17

UV/VIS Spectroscopy - 6

Raman Spectroscopy - 1

< <€ < < < X

Fluorescence Spectroscopy - 1

ELSEVIER

A~ Physical Data - 115

v Melting Point - 27

s Density-1

» Association (MCS) - 12

v Chromatographic Data - 5

v Conformation - 1

v Crystal Phase - 9

~ Crystal Property Description - 25
\v Crystal System - 2

» Dissociation Exponent - 3

s Further Information - 1




Reaxys 5 &7 B XX EREI X BY

1 Substances out of 6,928 Documents, containing 148 Reactions, 1,149 Targets Reaxys - 1 v
& A .
[0 o selected Qo @ Sortby Noof References ¥ v | Grid 8§ | | Heatmap F

Export Preparations

D gefitinib
CopH24N4CIFO3 446909 8940523 184475.35.2

Preparations - 83 »

Hit Data - 4 Bioactivity (All) Other Data - 4,132
Identification Physical Data - 115 Reactions - 148
Druglikeness Spectra - 80 Targets - 1,149 >
B SO @ = e Documents - 9,928 >
/
< . Reax uick search uery builder  Results  Synthesis planner  Histo Alerts
A HitData-4 axys Q Query e ? v
v Solubility (MCS) - 4 hits out of 4 .
ss3k § Filters 9,928 Documents with 61,309 Substances, 72,101 Reactions, 2,279 Targets
.
[ o selected =
Export
Index Terms (List) ~

O current progress and future perspectives of polypharmacology: From the view of non-small cell lung cancer

A3
A u ;ﬁ ,I\E g'" ﬂR ’ﬁ _1? Index Terms (ReaxysTree) v Karuppasamy, Ramanathan; Veerappapillzi, Shanthi; Maiti, Sayoni; Shin, Woong-Hes; Kihara, Daisuke [Seminars in Cancer Biology, 2021, vol.
I X - A 68, .84 -91)

AN ﬁ 2 2 ﬁk‘ REcaEon) e v Abstract v IndexTerms « Substances 43 v Full Text 2
1t |:| % ; E,\]I # Hit Substances 1~
Document Type e

O Repurposing of plant alkaloids for cancer therapy: Pharmacology and toxicology

Authors v Efferth, Thomas; Oesch, Franz [Seminars in Cancer Biology, 2021, vol. €8, p. 143 - 163]

Abstract v IndexTerms v Substances (43 v Full Ted 7
Patent Assignee v Hit Substances 1 v
Patent Office 4 Repurposing old drugs as new inhibitors of the ubiquitin-proteasome pathway for cancer treatment

Yang, Huanjie; Chen, Xin; Li, Ka; Chesito, Hassan; Yang, Qiangian; Wu, Guojun; Liu, Jinbao; Dou, Q. Ping [Seminars in Cancer Biology, 2021,
Journal Title v :

vol. 68, p. 105 - 122]
A — . Abstract v IndexTerms v Substances (g4 v Full Text 21

A Hit Substances (11 v
Reaction C1 : — ;i i i
action Eiasses v [ Kinases as potential targets for treatment of pulmonary hypertension and right ventricular dysfunction Cited 1 times

O m Weiss, Astrid; Bochm, Mario; Egemnazarov, Bakytbek; Grimminger, Friedrich; Savai Pullamsetti, Soni; Kwapiszewska, Grazynz;
anually processed

content only Schermuly, Ralph T. [British Journal of Pharmacology, 2021, vol. 178, # 1, p. 31 - 53]

Abstract v+ IndexTerms «» Substances (28 v Full Text 2

£ b
ELSEVIER

Hit Substances (1w




ReaxysH I A7t THE

Index Terms (ReaxysTree) -~

Filters
D physico chemical properties 4,729

D chemical transformations 4,540

[ ehysico chemical analysis... 1,658 ReaxyS I:I:l 5 ﬁ*ﬁﬁ % El‘J

(Li ad
Index Terms (List) v / [ quantum chemical caleulati... 196 Y ﬁ-‘jk ﬁj\ %
Index Terms (ReaxysTree) / Vi7 more /

Publication Year v
Index Terms (RgéxysTree) x

Document Type v
A Index Terms (ReaxysTree) 9,928
Authors b > physico chemical properties 4,729
> chemical transformations 4,540
Patent Assignee ~ ~ physico chemical analysis methods 1,658
> separation method 781
Patent Office W v spectroscopical analysis 760
> fluorescence spectroscopy 267
Journal Title s > luminescence spectroscopy 245
> mass spectrometry 116
Substance Classes w > NMR spectroscopy 3
4 > IR spectroscopy 35
> Raman spectroscopy 28

Reaction Classes ~
> photoelectron emission spectroscopy 12
~ raan . ~

D Manually processed
content only




Case 3: B MRIISRMNF
- FREXKCIE ZEE PRI A RRE

Reaxys

Quick search JQuery builder § Results Synthesis planner  History

Search in:

@ B # 3

Structure  Molecular Formula CAS RN T1, AB & KW

Drag & Drop to build a new query

Sonin ©

Search fields

Fields Forms History

Reaxys #\

Topics and Keywords v
Identification v
Physical Properties v
Specira ~
MedChem v
Other ~
Reactions v
Bibliography ~
PubChem “

eMolecules v

LabNetwork v

Reaxys® AJQuery Builder
AT UL BB — 2 RO AR N 4 2 46
F3,, Reaxys—itig{it
180+ FErFFER4H, R
ARA L E BRI L FEG
MFEAHITEE, FAT
Reaxysth iR #E—LEE LAY
=K, NET ZMRERRS

SR, a8 KRR
“hERGu %



MR RIE R

Reaxys Quick search  Query builder Results Synthesis planner  History Register > Sign in
Q, solubility X
« B © @ © = # &8
Import Save Resetform Delete all Structure  Molecular Forggula CAS RN TI, AB & KW
- Reaxys /N
Solubilit
<> Molecular Formula is V' Molecular Formula ¢ ¥
<2 Solubility Product
<> Solubility Hide fields ~~
= Vv Solubility, g-I-1 B T| pS .
is V' Saturation B %Eﬁj];?j\-t\jjuMF 5
) HH A 21
= v Temperature (Solubility (MCS)), °C B SOIL'IbIIItyE,J %‘EX
is V' Solvent (Solubility (MCS)) B
is V' Ratio of Solvents B

ELSEVIER




FHRVEIA

Reaxys

2 A [0} i)

Import Save Resetform Delete all

<> Molecular Formula is

<> Solubility

Quick search Results ~ Synthesis planner  History

Query builder

Substances >

Structure  Molecular Formula  CAS RN T, Al

g3

B & KW

v

Step3: HITHIREZR

a
B

KCI

Hide fields ~

Solubility, g--1 B
Saturation B

Temperature (Solubility (MCS)), °C
ethanol

Ratio of Salvents

o |3 &

ELSEVIER

Step2: FERTI—RIEFECER

Stepl: A FINKC

Solvent (Solubility (MCS)) 1

ethane-1,2-diamine

ethane-1.2-diol

ethanesulfonic acid
[m] ethanol

ethanol (99 4percent)

ethanol (99.8percent)

ethanol (99.9percent)

ethanol (99percent)

ethanolamine

ethyl acetate

ethyl benzoate

ethyl carbamate

ethyl nitrate

1< < sgofer > >l Goto page >

Q eth

Clear selected X

23
100

5.024

Trai

»

¥




= =NECES

1 Substances out of 7.363 Documents, containing 4,322 Reactions, 68 Targets Reaxys - 1 v ~~  Solubility (MCS) - 20 hits out of 429
0 selected & A Qo @ Sort by No of References & v | Grid i | | Heatmap EB Show/Hide columns
Export Preparations
potassium chloride Solubility, | Temperature Solvent Comment Reference
) CIK 745513 3534978 gl (Solubility (Solubility (Solubility (MCS))
(MCS)). °C (MCs))
CK Hit Data - 20 Bioactivity (All) Other Data - 791 Preparations - 415 > o v
Identification Physical Data - 2,976 Reactions - 4,322 > 20 ethanol Solubility- 0.012  El-Dosscki[lndian Journal of Chemistry, Section A: Inorganic, Physical, Theoretical
Druglikeness Spectra - 184 Targets - 68 > mol/kg solvent and Analytical, 2005, vol. 44, # 8, p. 1594 - 1596]
o a Documents - 7,363 > Full Text » Cited 6times @ Details > Abstract >
) @ = o
25 ethanol Solubility: 0.025 El-Dossoki[lndian Journal of Chemistry, Section A: Inerganic, Physical, Theoretical
~ Hit Data - 20 mol’kg solvent and Analytical, 2005, vol. 44, # 8, p. 1594 - 1596]
™ Full Text » Cited 6 times 2 Details > Abstract >
v Solubility (MGS) - 20 hits out of 429 »

30 ethanol Solubility- 0.037 El-Dossoki[lndian Journal of Chemistry, Section A: Inorganic, Physical, Theoretical
mol’kg solvent and Analytical, 2005, vol. 44, # 8, p. 1594 - 1596]
Full Text @ Cited 6times 2 Details > Abstract >

ReaXySEj:% gﬁ H:II E_W E’\J %& ?E *n ;x'& *E E’\J jrzﬁk H:II ﬂ , 35 ethanaol ?JIL}:;\:/U‘EE::E ELE?,::::E:Z:P;O‘;;U:ZTIJI;ger:lfgaﬁ?;;; A: Inorganic, Physical, Theoretical
H g"_ &m’ uiﬁi% % H/\] %14: yn ;‘E == Full Text 7 Cited 6times 72 Details > Abstract >
7N < ) IS cennnnn

0.320571 ethanol Abakshin, V. A_; Eliseeva, O. V.; Krasnoperova, A. P; Lebedeva, L. T.; Krestoy, G.
A.[Doklady Physical Chemistry, 1991, vol. 317, p. 303 - 306][Dokl. Phys. Chem.
(Transl. of Dokl. Akad. Nauk.). 1991, vol. 317, p. 1140 - 1143]
Full Text 2 Details >

20 ethanol Solubility- Kimn; Dunlap[Journal of the American Chemical Society, 1931, vol. 53, p. 393]
1.270E0 Full Text 2 Details >
mol/1000mol
solvent

45 ethanol Solubility- Kimn; Dunlap[Journal of the American Chemical Society, 1931, vol. 53, p. 393]
1.277E0 Full Text 2 Details >
mol/1000mal
solvent

&
ELSEVIER



Case 4.:
[ ) *A

“UGIEM R
LA AT MR R EFE M EC R S FeREL T

e AL

e

Reaxys

& =\ D) iy

Import Save Reseiform Delete all

<> Molecular Formula

<> Catalyst Investigation

Quick search

Query builder Results

Q)

Structure  Molecular Fol

Molecular Formula

Synthesis planner

History

had B

CASRN TI, AB & KW

Hide fields -~ X
Investigated characteristic(s) B
Specification of catalysis B
Classification of catalysis B
Type of reaction =

Co-catalyst/co-substrate name

Bl

BELECAAN Signin @

Search fields
Q, catalyst X
A

Reaxys /™
2 Citalyst Investigation

<> Reagent/Catalyst

Tips :

FEAMMF 5
Catalyst
Investigationf FE.




FHRVEIA

| D [}

Import  Save Resetform Delete all

<> Molecular Formula

AND
- <> Catalyst Investigation

contains

s | D Y

Step3: HITHIRIEER

Slni?ure Molecular Formula CA?RN TI. AB & KW
rFY

Fe @ I
Hide fields

Investigated characteristic(s) B
stereoselective catalysis =3
Classification of catalysis B
Type of reaction B
Co-catalyst/co-substrate name B

Stepl: HIASTFFe, HIKZ
X RKAR “Contains” , BIR
EH5FRPBEEFe, MBEFELFEK

Step2: Specification of CatalysisZR 471k +¥

ST IR

ELSEVIER

Specification of catalysis

chemoselective catalysis
immobilised catalyst
phase-transfer catalysis
regioselective catalysis

El stereoselective catalysis

-

Q search

2481
452
419

2516

9,365




= =NECES

REC[)(yS Quick search  Query builder Results  Synthesis planner History Register > Signin @
Filters 311 Substances out of 33,712 Documents, containing 28,346 Reactions, 70 Targets Reaxys - 311 v
+ )
0 selected = A Qo @ Sort by No of References + v | Grid Heatmap EH
Export Preparations
By Siructure v ferrocene
1 H_Ef‘fn ((CsHs)2Fe) 186.036 11756767 102-54-5
Measurement pX v "4 .
' Hit Data - 2 Bioactivity (Al Other Data - 241 Preparations - 895 >
Highest Clinical Phases v .
Identification Physical Data - 3,483 Reactions - 3,636 >
Targets ~ Druglikeness Spectra - 514 Targets - 1 >
— Documents - 13,609 >
Parameters v & | = 3t
Substance Classes ~
- Hit Data - 2 A Qﬂ: \IE
Molecular Weight ~ _— ReaxyS gl:l Y& =7
«
N S TS > ~ Catalyst Investigation - 2 hits out of 25
Show/Hide columns v
Availability e Investigated Specification of | Type of Location Co-catalystico-substrate = Reference
characteristic(s) | catalysis reaction name
Availability in other databases~ (Catalyst
Investigation)
Available Data A
Catalytic activity, ~ Stereoselective  Olefination bathophenanthroline Gao, Pin; Wu, Hao; Yang, Jun-Cheng; Guo, Li-Na[Organic
Document Type v Diastereomeric  catalysis Letters, 2019, vol. 21, # 17, p. 7104 - 7108]
excess Full Text 7 Details > Absiract >
Publication Year v
Catalytic activity, Stereoselective  Annulation supporting Hou, Zhong-Wei; Yan, Hong; Song, Jin-Shuai; Xu, Hai-Chao
Patent Assignee - Diastereomeric catalysis information [Chinese Journal of Chemistry, 2018, vol. 36, # 10, p. 909
excess -915]

LogP ~ Full Text » Cited 26times 2  Defails > Abstract >




IR HY

REEH
FIHI K2

MR

N
/

Case 5

Hr

7

£

|

<
/

, FH

1)

28

—
\\)

=+
75

- REREIHE

o]
~

Sam Yu

History  Alerts

Retrosynthesis

Results

=
(=)
S
v
U
v
-
©
3

Reaxys

Search fields and forms

Search in:

History

Forms

Fields

3

CASRN T, AB & KW

H#

=]

Molecular Formula

Structure

Current Patent Assignee

Import

Forms

@ Bibliography

$ Natural Products

&2 Physical Data

$ Reactions

$ Spectra

$ Substances

$ Patents

Reaxys MedChem Forms

ELSEVIER



/:J\\ﬂﬂi,\\\r‘%ﬁﬂ%
¢ /IJ\\)JDQ:I:#]%D/_J i,j\il_‘i%

Re(])(ys Quick search  Query builder  Results  Retrosynthesis  History  Alerts amve & @
- Reactions 3 Targets » Substances ) Documents >
Semah i £ Search fields
= ] {4+ -0 . c
& = O | €3 @ s H B Fields ~ Forms  History
Import  Save Resetform Delete all Current Patent Assignee  Structure  Molecular Formula CAS RN TI, AB & KW
a Reaxys A\

Topics and Keywords

& Natural Products X

<> Structure b4 Identification
X
O Physical Properties
/H Spectra
0o >
MedChem
Other
On all atoms

Reactions

AND
‘ <> Isolated from Natural... M| Find any Show fields ~ (Isolated from Natural Source) X
Bibliography




= =NECES

Reaxys

Q

Search

Filters

By Structure
Measurement pX
Targets

Parameters

Substance Classes
Molecular Weight
Number of Fragments
Availability

Available Data
Document Type
Publication Year
Current Patent Assignee
LogP

H Bend Donors

H Bond Acceptors

Rotatable Bonds

Quick search ~ Query builder  Results  Retrosynthesis  History ~ Alerts

1,605 Substances out of 333,243 Documents, containing 214,279 Reactions, 2,039 Targsts

'y

D 0 selected = A [STe)] @ Sort by Mo of References

Export Preparations
D benzoic acid

[+]
h (CgHE)CO2H 122,123 636131  65-85-0
OH
Hit Data - 85 Bioactivity (All) Other Data - 1,072

Identification Physical Data - 2,992

Druglikeness Spectra - 460

B2 o (O

A~ Hit Data - 85

~ Isolated from Natural Source - 85 hits out of 85

Grid 58

B M EYHBERRS

Reaxys - 1,605 v

Bioactivity Visualization Fg

AP

Preparations - 7,354 >
Reactions - 33,818 >
Targets - 120 >

Documents - 49,271 >

HBIESR

O salicylic
2 oH ] solated from Natural Source - 85 hits out of 85
CgH4(OH)
OH .
Hit Data 1 Natural Source
Identifical culture of Streptomyces netropsis WLXQSS-4; isolated from the
N rhizosphere soil of Clematrs mandshusica Rupr. collected from
Druglikei " - ) - e
M S @ Zhuanwanhe Village, Yingermen Town, Qingyuan County,

Fushun City, Lizoning Province, China (28°5'59" N, 115°3'19" £

stems and leaves of Piper suipigus; collected in Monlong, Mas
Rim district, Chiang Mai province, (18°55'08.0"N 98°50°05.1"E)
northern Thailand, September 2016

~ Hit Data - 50

Show/Hide columns v

Chen, Hong; Chen, Zhicang; Liu, Tao; 5i, Tong; Zhang, Lingxiao; Zhang, Songya;
Zhu, Jing[Molecules, 2021, vol. 26, % 8, art. no. 2147

Full Text 2

Details »

Abstract >

Kanokmedhakul, Kwanjai; Kanokmedhakul, Somdej; Lakernwong, Waranyz;

Masranoi, Jariya; Suwanphakdee, Chalermpol; Tontapha, Sarawut; Yahuafai, Jantana

[Natural Product Research, 2021]

Full Text 2

Details 3

Abstract 3

~ Isolated from Natural Source - 50 s ouf of 50




R RIS AR

ELSEVIER

Filters
By Structure v
Measurement pX ~
Targets v
Parameters s
Subs| Meas%ment pX -~
mold  [M] »11-12 5
@] =10-11 3
[m] =2 -10 11
[]-2-¢ 14
|:| =7 -8 44
[=2-7 108
[5-¢ 22¢
View more

14 Substances out of 38 Documents, containing 2,502 Reactions, 13 Targets

P
D 0 selected = & (=¥
Export Preparations
D salicylic acid
1 HO
CgH4(OH)COzH) 138.123 7748%0 69-72-7
o
Hit Data - 50
HO

Identification

Druglikeness

l24=_'|_2_ a G.)\ ven

~ Hit Data - 50

s Isolated from Natural Source - 50 hits out £f 50

Bioactivity (Hit Data)

Sort by No of References § v

Spectra - 268

Other Data - 2,110

Gri

A Invitro: Efficacy - 1 /

Quantitative Results

pX | Parameter | Value value Unit | Target Tz
(qual) {quant)
85 I1C50 = 254 pM | Prostaglandin G/H synthase

Lwild

Reference

Current Patent Assignee: EURO CELTIQUE S.A. - US2002/99049, 2002,

Al
Full Text 2

ShowfHide columns ~/

Details 3  Abstract 3




Agenda

- ReaxysT825H&
— Reaxys7r48
- ReaxysxJ TR 3k BIie &

*  ReaxysFHILER FHIEIRE
— ReaxysH By kiR 2=
- ReaxysF 4RI RBEHNE DS K 4R IXE
- Reaxys &M H R 5 R 45 H0F0 & R 5 HE 3R BY
— ReaxysHHySZ A /N5

c Q&A




ReaxysH HIZ5 ) H R

&
j 4 ":? "'F REGXYS Quick search  Query builder Resulis  Synthesis planner  History
- I

. Structure editor selected: ' ® ManvinJS | ' ChemDrawJS Insert structure from name > ‘

we CITE gEF o

DEE@YCXAER2EoH &0 — e N
|ov Id MHEEEREH, @8

O

& R, AE&H, BT
2 = FIERGIERIE
) 4 REFREMIIR

5&‘ c

[I.: N

REME o — T :
XTH E2 i
A00D0O0TO0H X =

ELSEVIER



—LFE IR TN REE A AL5h

20225 KR L5+ ER ST
1-=EARINEE https://mww.bilibili.com/video/BV1Im4y1F7hG

2-RENE

3 HEESEHEM
4-BREREASG
5-RFFIFRSFIFRIE

6,7-REFAKER St

8,9,10- e RER AT
11-; M BIERE X
12-FRfir ik AR RS

13,14-BEF B 5=
15-5E R

16-More Option

https://www.bilibili.com/video/BV1xP4y127G9

https://www.bilibili.com/video/BV16K411072¢c

https://www.bilibili.com/video/BV16P4yly7QA

https://www.bilibili.com/video/BV1w84y117yD

REMH SLinker:

https://www.bilibili.com/video/BV1Ze4y1p7hx

K FREFTIL
https://www.bilibili.com/video/BV1w14y1n7dD

igl: EAXFERGEMZE
https://www.bilibili.com/video/BV1rG4y1V7Hw

82 BURERITH
https://www.bilibili.com/video/BV1aG4y1G7cb

i1i£3: As Drawayiz

https://www.bilibili.com/video/BV1k14y1n76d

https://www.bilibili.com/video/BV17W4y1p7pl

https://www.bilibili.com/video/BV15v4y1R7xb
BMHIIRTE ()

https://www.bilibili.com/video/BV1UM411B7rQ

RBHEFIRTIE (T

https://www.bilibili.com/video/BV1KW4y1T7Pv

https://www.bilibili.com/video/BV1LD4y1h79d

https://www.bilibili.com/video/BV1U84y147a0



https://www.bilibili.com/video/BV1Jm4y1F7hG
https://www.bilibili.com/video/BV1xP4y127G9
https://www.bilibili.com/video/BV16K411o72c
https://www.bilibili.com/video/BV16P4y1y7QA
https://www.bilibili.com/video/BV1w84y117yD
https://www.bilibili.com/video/BV1Ze4y1p7hx
https://www.bilibili.com/video/BV1w14y1n7dD
https://www.bilibili.com/video/BV1rG4y1V7Hw
https://www.bilibili.com/video/BV1aG4y1G7cb
https://www.bilibili.com/video/BV1k14y1n76d
https://www.bilibili.com/video/BV17W4y1p7p1
https://www.bilibili.com/video/BV15v4y1R7xb
https://www.bilibili.com/video/BV1UM411B7rQ
https://www.bilibili.com/video/BV1KW4y1T7Pv
https://www.bilibili.com/video/BV1LD4y1h79d
https://www.bilibili.com/video/BV1U84y147ao

Case 6: ReaxysH & {8 2K NE N S5iHiE

© BRUTHOERR N AT R iHiERE

« PLSERIEERE

« https://www.bilibili.com/video/BV1BT4y1F7vT

REGXYS Quick search  Query builder  Results

&, Structure editor selected: (® MarvinJS ChemDrawJ$

DEEBYCXpAeREeHSO

| B

Q

B F TN
/

T

FEFIERSREFHE

ADOROQOOH %

Clear T

Cancel X

Synthesis planner  History

Insert structure from name >

Transfer to query >

Register > JESTHEN

Search this structure as:

".:" As drawn

®) As substructure

! ' On all atoms

:' On heteroatoms
) Similar
l:‘ Tautomers
E‘ Stereo

| Additional ring closures

| Related Markush
= salts

El Mixtures

El Isotopes

E‘ Charges

B Radicals

+ More options

ELSEVIER



https://www.bilibili.com/video/BV1BT4y1F7vT

ReaxysH 455K

Reaxys

Filters

By Structure

Yield
Reagent/Catalyst
Solvent

Catalyst Classes
Solvent Classes
Product Availability
Reactant Availability
Reaction Classes
Document Type

Publication Year

|| Single step reactions only

|| Experimental procedure only

Quick search  Query builder Resulis  Synthesis planner  History Signin @

10,112 Reactions out of 7.263 Documents

0 fus
Export Show Conditions
1 o oH
—_—
o o
B&ag =ie B&alg =im

55 Conditions “ Find Similar »  Reaction ID: 2407606 +i

OH

o
ol®

B @1@%53” B &1@9\-3
38 Conditions v Find Similar >  Reaction ID- 305004 -ge

HO
3 [+

QDQJHQ

EOWGIQEED EOWGIQEED

ol

ances, 2,788 Targets

Qo @ Reaxys Ranking +

Show/Hide Conditions, %2 R~/F25E

M

'O QB = e 2O e =

5 Conditions A~ Find Similar > Reaction ID: 2407606 -

Conditions

With formic acid; [(15-C5HS)Ru(x1-P-PPh2Py)(PPh3)CI]; sodium hydroxide In water; acetonitrile at
80<C; for 8h;

With bis(n5-cyclopentadienyl)hafnium difydride In isopropyl alcohol at 80°C; for 8h;

With sodium tetrahydroborate In ethanol at 0<C; for h;

Experimental Procedure v

Yield

92%

91%

91%

Reference

Kumar, Prashant; Singh, Ashish Kumar; Sharma, Sanjeev;
Pandey, Daya Shankar

[Journal of Organometallic Chemistry, 2009, vol. 634, # 22, p. 3643 -
3652]

Full Text 7 Cited 21times 7 Details > Abstract >

Nakano, Tatsuya; Umano, Shigetoshi; Kino, Yoshio; Ishii, Yasutaka;
Ogawa, Masaya

[Journal of Organic Chemistry, 1988, vol. 53, # 16, p. 3752 - 3757]
Full Text 2 Details > Abstract >

AKITA INNOVATIONS LLC; BARDON, Kevin, M.; MINNS, Richard, A.;
SELFRIDGE, Scott, D.; TAKIFF, Larry; ADAMS, Timathy
WO2018/217266, 2018, A1

Location in patent: Page/Page column 52; 53

Full Text 7 Details > Abstract >

ELSEVIER




ReaxysH)—5 &k N HI A H

///vﬁgﬁﬂ%ﬁ
/'

1 OH
=
1
. BEEMBIER
o [#] 4-(hydroxylmethyl)benzaldehyde
HCOCgHL.CHoOH  136.15 878348  52010-97-6
Identification Physical Data - 28 Preparations - 35
Druglikeness Spectra - 84 Reactions - 745

E &1 {B\ % E E|I:I -E &1 {B\ : g|l:| Bioactivity (All) Targets - 1

Documents - 251

55 Conditions »  Find Similar » Reaction ID: 2407606 «2=

View Details »

/ ! /

EEXH SRR M BT R Options x

> Find Similar

Find Similar Reactions... x E % 5 fl;&l B *H *?%1? > View related Markush

> View details

Click on one of the hyperlinks below for getting similar reactions according to the selected scope:
the reactions were determined by regarding similar transition states based on your reaction query

Query Reaction Tight @ Near @ Medium @ Wide @ Widest (D > Copy structure to query
> Copy reaction to query

1,612 6,822 6,827 6,878 40,060

- O, > Use as filter

> Open in database

P
X

ELSEVIER



ReaxysHY ik 8 4E

Filters

By Structure

Yield
Reagent/Catalyst
Solvent

Catalyst Classes
Solvent Classes
Product Availability
Reactant Availability
Reaction Classes
Document Type
Publication Year

|| single step reactions only

|| Experimental procedure only

Reagent/Catalyst ~
D sodium tetrahydroborate 7,079
|| methanol 1,387
O potassium carbonate 1,236
[ water 6590
[ lithium aluminium tetrahydride 839
[ nydrogen 620
|:| hydrogenchloride 599

Filter by value ~  View more

ELSEVIER

Yield S
|1 =95-100 924
[1>80-95 835
[1-85-90 614
[ |=80-85 456
[]=75-80 375
[1s70-75 287
[1=65-70 223
Filter by value View more
Document Type /\
[ article 7,543
[ patent 3,181
[ ] review %]
D conference paper 44
[ tetter 1
D short survey 4
D note 4

View more

Publication Year ~
[ 2020 393
[ 2019 788
[ 2018 834
[T 2017 780
[ 2018 821
[T 2015 829
[ 2014 755
Filter by value » Wiew more

Solvent i
|| methanal 4,014
| tetrahydrofuran 3,375
[ ethanol 2,025
["] water 1,395
|| dichloromethane 1,268
|| n,n-dimethy-formamide 1,105
["] toluene 515

Filter by value ~  \iew more

Tips:

® Ay —LE 7 R FiE T
R, ERFIAR T,
XEkER, HIRERE

I‘ﬁ'};flj ’



ReaxysH WY —L 455k imit T E—ia 572K

Solvent Classes ~ Solvent Classes X

["] Low boiling (=100°C) 8,385
[] Green £ a4 “~ | Solvent Classes f— 10,112
_ ' > [ Low boiling {<100°C) - 8.385
| Protic D > [ Green - 6.424
|| Aprotic apolar 4172 > [ Protic - 6,352
] vellow £ 0568 > [ Aprotic apalar = 4172
' > [ Yellow - 4,056
| Aprotic dipolar 2 > [ Apratic dipolar - 3,179
|| Red 3,119 > [ Red - 3,119
" High boiing (=150°C) 1354 > [ High bailing (>150°C) ] 1,354
_ > [ Middle boiling(100°C - 150°C) ‘ 912
[ Middle boiing(100°C - 150°C) 812 S [ Inorganic as

E] Inorganic i

——
LT
View more
Clear selected

AL
ELSEVIER



Reaxys/ By —LE 47k Imik TH—EL 5573

Catalyst Classes ~ Catalyst Classes X
|:| active center 8,926
|| heterogensous 397 v |1 Catalyst Classes -_ 10,112
O e - ~ [ active center - 8,026
organism / enzZymes > 4B - T.987
Wiew more > A ! 996
SN > [ Pd ' 803
= v [ Cu - 288
D copper(l) iodide ‘ 160
D copper 40
I:I copper(ll) oxide a5
I:I copper(l) chloride 13
I:I copper diacetate 11
D copper oxide-chromium oxide 10
Clear selected

s L
ELSEVIER



Case 7: 5P BRFHREKRNRNIE X

- REUTRKM
o MHOEIR EEAE—IEE, —xE, BXAENE R TN
KRS EEET R E &
ENMS: IWRAERNO2FI XK Z AT 4RML
X, X,

sRIEL T2 -
https://www.bilibili.com/video/BV1si4yl77as

g0
ELSEVIER


https://www.bilibili.com/video/BV1si4y177as

ReaxysH HIZ5 4 E X

RECIXYS Quick search  Query builder

& Structure editor selected: @) MarvinS ChemDrawJ$S

DEEYCXO0SELeHE e

LY,

&
s

F

N
gmax

B NQayy

ADODROQOOR R

Results  Synthesis planner

Insert structure from name >

T X
H_N|1]
[C, N]
[C/NL  [C/N]
[C.N]

Clear i Cancel x Transfer to query >

GECRCEVAN Signin @

Search this structure as:
O As drawn
@ As substructure

®) on all atoms

O On heteroatoms
() Similar

E Tautomers

(8] Stereo

|:| Additional ring closures
["] Related Markush

(W] saits

El Mixtures

|E| Isotopes

|E| Charges

|E| Radicals

+ More options




o JE R 25 R

Reaxys

E Filters 624 Reactions out of 434 Documents containing 791 Substances, 37 Targets

By Structure v
Yield v 1
Reagent/Catalyst ~
Solvent v
Catalyst Classes v
Solvent Classes g
4

Product Availability v

2
Reactant Availability v
Reaction Classes g
Document Type ~
Publication Year hd
|| single step reactions only

3

|| Experimental procedure only

Synthesis planng

Find Similar > Reaction ID: 149845 -

1]

6 Conditions ~ Find Similar > Reaction ID: 149845 -

With nydrogen In methanol at 20°C; for 2n

Experimental Procedure v

With hycrogen; nickel In ethanol at 20°C; under 760.051 Torr. for 4h
Experimental Procedure v

with il acetic acid Erwaermen des Reaktionsgemisches mit HGClz und Zink

LIFESCI PHARMACEUTICALS, INC ; MCDONALD, Andrew: QIAN.
Shawn

WO2017/1936. 2017, A2

Location in patent: Paragraph 00159

Full Test 2 Details > Abstract >

UNIVERSITY OF GEORGIA RESEARCH FOUNDATION, INC
WO2007/47793, 2007, A2

Location in patent: Page/Page column 87

FullTet 2 Detalls > Abstract >

Talik. Pazek

[Roczniki Chemii, 1966, vol. 30, p. 1130,1145)(Chem.Abstr.,
<1957> 12089]

FulText 2 Defais >

Experimental Procedure

4-Amino-2-chlord"3-nitropyridine (6.0 g, 34.57 mmol) in 150 mL of ethanol was hydrogenated over Raney nickel catalyst (6.0 g wet) for 4h at room temperature under 1.0
atm ofH atmosphere. After addition of 4.0 g of celite to the solution, the mixture was stired vigorously and filtered over celite pad. The filtrate was concentrated and purified
with silica gel column ¢hromatography (CHCl, ‘MeOH = 20:1 vAv) to give 2-Chloro-3.4- diaminopyridine (4.72 . 32.84 mmol) in 95% yield. "H-NVR (DMSO, 500 MHz) & 7.31
(d. J=5.0, IH), 6.45 (d, J= 5.0, H), 5.79 (s, 2H), 4.68 (s, 2H); "*C-NMR (DMSO, 125 MHz) 6 143.41, 138.03, 135.61, 126.66, 108.73. t,

Qe =i B e =i

7 Conditions ~ Find Similar >  Reaction ID: 22895930 -

N cl
=
e

NH,
cl

g .
ELSEVIER

Reaxysi4t8[Eschemef & K & EBEE & K15 R KL,
FERIFER R B2 TS HZE A R A I B 52 1




Case 8: EHFEMEUALRRIRIFRMNAIENX

. RPN EBoCHI B, R B UERMAS IS E— ) Fop
. RREEIREA—A A R HBockE, BESH— 1 BocKLE

PSR (EIT 32
_';tps://www.biIibiIi.com/video/BVle411r7Bc

g
ELSEVIER


https://www.bilibili.com/video/BV1Vv411r7Bc

ReaxysH HIZ5 4 E X

Reaxys

. Structure editor selected: ® MarvinJS

DEEYCXOEEEEoHE O

Quick search  Query builder
ChemDrawJS
,E!oc
N
“H
—_—

AOODQOOOH %

Results

Clear W

Synthesis planner

History

Insert structure from name >

T

{,

~H

Cancel X

2 i

cl

Br

Transfer to query >

Register > EESHEN

Search this structure as:
'\ Asdrawn
(®) As substructure

'® Onall atoms

" On heteroatoms

' Similar

E Tautomers

E Stereo

E Additional ring closures
| Related Markush

5 satts

El Mixtures

El Isotopes

E Charges

'm| Radicals

X

Reaxys ] LAEIZ % E D
Lt HEE— N E

D lgnore Atom Mappings

+ More options

E Keep fragments

{ | Separate @ Together




ReaxysH 45 R

Reaxys

By Structure

Yield
Reagent/Catalyst
Solvent

Catalyst Classes
Solvent Classes
Product Availability
Reactant Availability
Reaction Classes
Document Type
Publication Year

|| Single step reactions only

|| Experimental procedure only

1 Conditions “ Find Similar » Reaction ID: 51038227 +&

Quick search  Query builder Results  Synthesis planner History
12 Reactions out of & Documents containing 22 Substances, 5 Targets
0 fus
Export Show Conditions

S
¥ X

. . P

o I PEL

"y
& e B =i & a8 =i HA

& @B =am & @B =am
1 Conditions ~ Find Similar »  Reaction ID: 51038186 -2

.y L

O @ 8 = & @ B = 2




Case 9: KWRERAIEMATHIIAE R

EREFENRRAT, KEREE
© WERERAKG, MAT RER

e
L
@

CH;
o >Lcﬂs S
(_/ \
H;

MHERAE: https://mww.bilibili.com/video/BV14A41147gL

Iz



https://www.bilibili.com/video/BV14A41147gL

F FAReaxysHIfE i iz N8 22 TR %

REOX\/S Quick search  Query builder ~ Results ~ Synthesis planner  History  Alerts amve & @

& Structure editor selected: (® Marvinjs ChemDraw)s Insert structure from name > Search this structure as:
() Asdrawn
DEESY XD EE2EoH:O 0

(®) As substructure
| ¥

@ On all atoms
&
() On heteroatoms
7
4 () similar
o A
4
gmax CH, H |:| Tautomers
S'E' 0 I c Ii‘ Stereo
U]
[l H;C, CH; 0 n HiC, CH; N [m] Additional ring closures
LR HO\Sy\CHS HO\ CHs o D Related Markush
e ‘\ 7 s |E| Salts
" ud ks J e .
. N 3 Hs IE‘ Mixtures
- P
= H ﬁ Ii‘ Isotopes
Cl
|E| Charges
Br
[m]| Radicals

+ More options

AODO0ODOQOOOR R

Clear i Cancel X Transfer to query >

Feedback (J

T
ELSEVIER



= =NECES

REC[XyS Quick search  Query builder  Results ~ Synthesis planner  History  Alerts amvy & @
Filters 2 Reactions out of 2 Documents, containing 4 Substances, 0 Targets
1
0 selected = @ Q0 @ Sort by Reaxys Ranking 4 v
Export Show Conditions
By Structure ~
I Ho__o
Yield v 1 0y,.0 H
/ Hy, M
Ho At -
(/\) E— /9’°\»~ L2
Reagent/Catalyst v W ! ¥
AW
o
Solvent ~
Catalyst Classes v 01 @ % = gl &1 @ % = ilo
Solvent Classes o 1 Conditions s Find Similar »  Reaction ID: 54802545 -3
Product Availability v 4 .
2
Reactant Availability ~ Find Similar Reactions...
Reaction Classes v ){,—W
" | Click on one of the hyperlinks below for getting similar reactions according to the selected scope:
Document Type ~ the reactions were determined by regarding similar transition states based on your reaction query
& @ B = fe & @
Publication Year ~
1 Conditions ~ Find Similar >  Reaction ID: 37 Query Reaction Tight @ Near @ Medivm @ Wide @ Widest @

|| Single step reactions only
1 616 2,529 178,600 182,332

|| Experimental procedure only
ELSEVIER Copyright © 2020 Elsevier Life Sciel

Terms and Conditions Privacy p

Cookies are used by this site. To dec

ELSEVIER



Z WM RBIRERPHIZBSI

RECleS Quick search  Query builder  Results  Synthesis planner  History  Alerts vy & @
Filters 616 Reactions out of 223 Documents, containing 1,112 Substances, 99 Targets
gk @
0 selected = Sort by R Ranki v
Export Show Conditions e e SEAID &
By Structure v
Yield v 1 \ 0 " o
Reagent/Catalyst v 0 T
i o
H
Solvent v
Catalyst Classes v = &1 R @) = al= = &1 R E) = zl=
Solvent Classes o 5 Conditions ~ Find Similar »  Reaction ID: 34846790 -3
Product Availability v 1 .

Reactant Availability ~ ’ DfC"‘f:+ . Eé‘“ ﬁ%& F_\‘Z EI‘] &F— EFI 'L\'—ﬁ Zﬁﬁ
e < = MERIEE, BLEEERE
. RAERNFEMY, WESI.

RO @B =ge RO @/ =g

4 Conditions \ Find Similar » Reaction ID: 36184173 <3

Publication Year v

[1Single step reactions only

| Experimental procedure only 3
n
H HC\<©
o o

Feedback (J




Filters

Limitto > Exclude >

By Structure ~

SiH,

On all atoms

& s
ELSEVIER

15 Reactions outof 14 Documents, containing 26 Substances, 0 Targets

49
0 selected = ©
Export Show Conditions

! 9 . X
o ;( )/u-.- o

& @B =i O QB = e

1 Conditions ~» Find Similar »  Reaction ID: 46668291 &=

2 s % o K
e &S CRNINES & O 7;@
01Q%EE|“ §1Q%EE|”
2 Conditions » Find Similar »  Reaction ID: 49144740 <3
3 [l
o W <
HO Si
/t{?--—%H >;fa5I . — o)__()D_ d ‘é




Case 10: Reaxys/& atitXIavHE

© SRR ESMEITE BT RIHIE
© FEBITEMKS A AR AT

© HERANIRAHE, EREFAERHAN, BAIUEERetrosynthesisTIREHA

D gefitinib
: - 0 .
rm ) CyaHa4N4CIFO3 446,900 8949523  184475-35-2 T o "
2, peel
WD:“ Identification Bioactivity (All) Spectra - 89 r H
QN o
' Druglikeness Physical Data - 123 Other Data - 4,498 7w
0o M
9% .es
=Lel @ TR & Q6

F NH3
+

cl

S

Quick search  Query builder  Results |Retrosynthesis| History Alerts

PLsRIEL 32
https://www.bilibili.com/video/BV10lL411u7yP

ELSEVIER



https://www.bilibili.com/video/BV1oL411u7yP

MBI L & B A BRI HIE

2

F
X
L

Synthesiz

% Find prgparations

> Create retrosynthesis plans

@ Parameters X

[] predicted ® v [m] Published (0] v

20 full rofffes (up to) 5 full routes (up to)

3 identical \eaction steps per project (up to) 5 branches per step (up to)

3 identical Building blocks per project (up to) 5 steps per route (up to)

10 min procgssing time Don't Stop at commercial building blocks

STD SIAL LN\EM U2 U5 T1 RSM3 RSM4 RSM5 building 50% yield per step (assumed, if not published)

blocks X
Edit &

Edit &

Bank e FiBAIER

7

AR

i G
ELSEVIER

|i| Always show screen before creating plan

Create Plans >




FHRmBMER

Length & depth of synthesis plans @ o@;;u Published (@&

@Full routes: 5 v QA)-L"% QAéﬁ T gf @F
’ wILE, wpEEd

Edit &
ERGHER—D? “R & /

O Last step only

ML=
Branches perstep: 5 ~ lﬁ/:l:.ﬁsij(ﬁ?\i;

RASH
A

|4
. o~ .
:0 + k’.\/\:,m sstems o om

Max. number of steps; 5

Table view >
Stop searching if building block is “Reas. IRAGR - Preview @&
commercially availzble O Yes (@) Mo Own . /j:> . .
= S aaraiay R + N e Cagovey |
ROE BTG Soadii —

a & - “aR Q& - TR @& - Preview @

Assumed yield for reactions without a given yield .

H cH
cl/\/\ar "~
/"‘D_\ + E,j + + ¥ +

®
a2z wres . BrRas- TR @B “Ra s - - . [==3]
— i = P
0% 6%

O/\" + ..H + a/-f‘\i + ,:D'




HRIZIN

it
Export

&

Rotate

Legend

B a-o Q

Fitview Copy route

® an
Hide conditions  Tree view  Table view
Published route £1 Stepl  Stepd  Step3  Step4 > =0 X
Conditions Vield | Reference

pew RS

> Show Conditions/Reaxys Examples
> Add reaction step (one step only)
> Delete prior step(s)

> Copy reaction

With sodium hydroxide In waterat | 90.7%  Current Patent Assignes: JEIL
30 - 70°C; for 1.5h; pH=11 - 13; PHARMA HOLDINGS INC -
KR2015/1936, 2015, A

Location in patent: Paragraph 0096;
0097; 0106; 0107

Full Text 7 Details > Abstract >

Experimental Procedure v

Feedback (J

AL
ELSEVIER




Agenda

- ReaxysT825H&
— Reaxys7r48
- ReaxysxJ TR 3k BIie &

*  ReaxysFHILER FHIEIRE
— ReaxysH By kiR 2=
- ReaxysF 4RI RBEHNE DS K 4R IXE
- Reaxys &M H R 5 R 45 H0F0 & R 5 HE 3R BY
— ReaxysHHySZ A /N5

c Q&A




Case 11: &MY ERE(L

g SETRRRRMELR, B2

Chem

. _ 1. 15TIPDF£X
Porous Ligand Creates New Reaction Route: . e
Bifunctional Single-Atom Palladium Catalyst 2. 52ﬁSUpp0|’t |nf0rmat|0njz1;é
for Selective Distannylation of Terminal
Alkynes

Wan-Yang Huang, Guo-Qing

S BTk RIS TR MEAY, SN{T7E_ ERAI67 TSRS
= KB XML AR ?

Desigr s ghi- 3-8 cabyst
basiad o argan e syrithesis
machariam

Unhizing pares, gands, and SAS

= SnBu;
N\)%/SH E-LI3

W propased 2 unique resarch cnceg of “medhansm-
dlasigrr™ af

s c gyribn ch This e nlly differsrt
framm ths pravicus “slec Focatalye® singke- At St ras
suggets that singe-atoms catalysts natondy afford an

Faag s, Chae 4, S00-2313

E@E&_q MR T2
2 https://www.bilibili.com/video/BV1gA411x7KE

ELSEVIER


https://www.bilibili.com/video/BV1gA411x7KE

ReaxysH G =R

* Query BuilderBt & L & 414543 5 3L @kDOI=

RECIXVS. Quicksearch  Query builder Results  Synthesis planner
| O i}
Import Save Resetform Deleteall
Py
<> Structure
\_k Né ;
—
sn;\g‘
)/\ sﬁ\/l/
As drawn
AND B .
<> Dol is v 10.1016jchampr.2020.06.020

History Alerts

3

Structure  Molecular Formula  CAS RN T, AB & KW

v

ey
ELSEVIER




ReaxysH 455K

g %“

1 Substances out of 1 Documents, containing 1 Reactions, 0 Targets

|:| 0 selected ) il A

Limit To Exclude Export Preparations

(Z)-1-(2,3-bis{tributylstannyljallyl)}-1H-indole

. (l I/II’:-; C35Hg3MNSny 735312 36450188
0

By L
o~ ‘; r Hit Data - §

Identification

Druglikeness Spectra - 3

Physical Data - 2

Reaxys - 1 N

20 @ Sort by Mo of References o Grid HH

Preparations -1
Reactions - 1 >

Documents -1 %

& & = i

Hit Data - 6

~ HitData-o6

A Substance Label - 1 hits out of 1

s Substance Label - 1 hits out of 1 =
v Chromatographic Data - 1 hits out of 1
v Crystal Property Description - 1 hits out of 1

s NMR Spectroscopy - 2 hits out of 2

Label

3

Reference

Huang, Wen-Yong; Wang, Guo-Qing; Li, Wen-Hae; Li, Ting-Ting; Ji,
-2313]
Full Text @ Details » Abstract >

v Mass Spectrometry - 1 hits out of 1

ELSEVIER




EXHRRIIEMLEY

N-containing terminal alkynes § N\/]%/SnB%
o]

= SnBu, SnBu,
(?N\A/S"BUS Ny - SnBug (£)-1-(2,3-bis(tributylstannyl)allyl)-7H-indole 3j: colorless oil. Petroleum ether as
3

0 eluent for column chromatography (3j, Rr= 0.75: 2j, Rr= 0.4, 42% of alkyne was
8 89% (100:1) 3k 58% (25:1) isolated and recovered): '"H NMR (400 MHz. CDCls) 6 = 7.52 (1H. d. J = 7.8 Hz).
7.15 (1H. d. J = 8.2 Hz). 7.08-7.03 (1H. m). 7.01-6.95 (1H. m). 6.93 (1H. d. J = 3.1
E\j’i“gmu Hz). 6.46 (1H.s. J=168.4 Hz. 65.5 Hz). 6.40 (1H. d. J=3.1Hz).4.78 QH.d. J=13
Boc” o Hz). 1.40-1.25 (12H. m). 1.22-1.14 (12H. m). 0.88-0.72 (30H. m). 3C NMR (400
3n 81% (100:1) MHz. CDClz) 6 = 160.6. 144.4, 1
60.1, 29.2, 29.1, 274, 27.3, 13
C3sHeKNS[M+K]" 774.2630.)
= _MN._=__snBu,
¥
RT3 it &9ME RIREEAL
L l AL;

ating g .

Figure $45. *C NMR of3j!

ELSEVIER




Case 12: #lIEM IRV

*  Query Builderfi£5#95Subject StudyBt&#E

o P55 1E: https://www.bilibili.com/video/BV1pK4y1E7Qx
REGX\,’S Quick search  Query builder  Results ~ Synthesis planner  History  Alerts w 2
\&. EE R O&. DE.E 1 @ i (o] Fields  Form:

Structure  Molecular Formulza  CASRN  TI, AB & KW E—

<> Structure X Topics and Keyy R'l\g
X Identification

i is erﬂ»

==

Sn

Sv—H > Spectra
Sn _H
MedChem
On all atoms
Other
<> Subject Studied is \ mechanism B X Reactions
Bibliography

ELSEVIER



https://www.bilibili.com/video/BV1pK4y1E7Qx

= =NECES

RE{]XVS Quick search  Query builder  Results  Synthesis planner  History  Alerts et & @
- Filters ]_ Reactions out of 1 Documents, containing 3 Substances, 0 Targets
i &
- 0 = 20 @, Reawys Ranking 4
JE=] Export Hide Conditions
By Structure R
o
ield ~ 1 Y=o E i I iy
+ — "y ?
Reagent/Catalyst Y g N =
—— ns
_ ¥

Solvent ~
Catalyst Classes v EORB = BO@E = O @/ =g
Solvent Classes “ 41 1 Hits/Conditions »~, Find Similar »  Reaction |D: 54835337 3w

Conditions Yield | Reference
Product Availability v onene E

With porous vinyl functionalized tri(2-methoxyphenyl)phosphine derived polymer B2%% Huang, Wen-Yong; Wang, Guo-Qing; Li, Wen-Hao; Li, Ting-
Reactant Availability hd supparted palladium In tetrahydrafuran at 25°C; Mechanism; Schlenk technique; Sealed Ting; Ji, Guang-Jun; Ren, Shi-Cheng; Jiang, Miag; (...} Pan,

tube; stereoselective reaction; Ying-Ming; Ding, Yun-|ie
Reaction Classes pv3 Experimental Procedure + [Chem, 2020, vol. 6, # 9, p. 2300 - 2313]

Full Text » Details » Abstract »
Document Type R
1 hitoutof 1
Publication Year R
ﬁ.

ELSEVIER



Agenda

- ReaxysT825H&
— Reaxys7r48
- ReaxysxJ TR 3k BIie &

*  ReaxysFHILER FHIEIRE
— ReaxysH By kiR 2=
- ReaxysF 4RI RBEHNE DS K 4R IXE
- Reaxys &M H R 5 R 45 H0F0 & R 5 HE 3R BY
— ReaxysHHySZ A /N5

c Q&A




Reaxys/|\¢&

Reaxysfi G EENEA AN, IPSEEARIRN, FREIEFERAR, ATLABBEMD.

Reaxys A A B Sk SR EURIIR 14 BB ST A SR, BEVRRA RSUSARRIL, Mk,
RIS R DR B 5 S0k

Reaxys RIS E R, BESEIIMAT ASBEAE TG HLHIZER, FUBMARAREZENAN
RGN Y RAN R N

Elsevier Life ScienceZk EAR%S :

- NS NENFELS-LSSENFFHA FRE: REUEFTRIS AL QEA

- XABUAUpE (FFEF) : ELSE#SREFE, JREVETAEIsevier Life Science ¥ A A HL5M

- MEAKRS FHEER) : ARLFHZHIEREN, REFRESKRRLESE E

ELSEVIER



-
O
>
4
-
©
L
—




