Elsevier
Life Science Solution

RN & 5B RT3

Jul 2020




Agenda

°

7H8H

- 15: 00-15:
- 15: 10-16:

- 7H15H

- 15: 00-16:

- 7H22H

- 15: 00-16:

- 7H29H

- 15: 00-16:

- 8H5H

- 15: 00-16:

s e
ELSEVIER

10:
30:

00:

00:

00:

00:

Elsevier Life ScienceE{A 2R 75 R/ 43

MIBREEHAIE AE B RIRER S )k

AR RIE SRRV R B S 1Rk

HEYFIEIEF R AR EY

Elsevier Life ScienceZ A fR 7 REIREF A ELE

an{ai%Elsevier Life ScienceZ A A A ZEREAYM LN ERIE



itk
R
AN
Rt
EE
K
i
)
O
C
@
O
p)
o
5
o

>

)
0
LL



Elsevier £ M RlIZEHAFR

WREAXYS
WPATHWAY STUDIO Medicinal Chemistry W PHARMAPENDIUM' WEMBASE’

W REAXYS

Characterize & Design effective approach & Cull leads more quickly Improve clinical trial Manage risk &
understand disease validate lead for safety & efficacy design by better selecting compliance & improve
patient cohorts patient care

BRI a7 IERATEASS IGEREFFSE EhESE

@i LIFE SCIENCE Text Mining & Data
SOLUTIONS Integration

W EMBASE’

G AN 2L BN E— MRS T L HRIERG =

ELSEVIER



2. =Reaxys

ReaxysZElsevier Life Science Solution &£ F#IEFERGHNMEETE

16.000 HAF)

(journals, books and patents)

60007 3k

(Elsevier, ACS, Nature-Springer, Blackwell,
Taylor and Francis,etc)

~
\
|
1507 &% _ I
WPO, USPO, EPO [= mid 70's >] = 450 journals + PO . thbﬁ l
[ A T3iE] Ji‘jwr - ~ I

PO: JP, KR, CN, TW [2015 >] 1 - bed N
i Tk i | v
2020583 BB 100R EFNH v 4+

) s

38 BHET

ELSEVIER



ft242RMC (Reaxys Medicinal Chemistry)

* RMCREfEReaxys¥ & LR, MAYUFEHEIMES XRMMEE.
- BRHEZH, TRHIIN, M TUADETREDERPOEXIREE
REHLRSH, BTN TEMEERIRE

SSWHRFEENFEARE, TR PRIERBIERIME, LUK KEGOSTARKEERIHE
KR, HR—EERERIE LHITES.

RMCHFFZIEHISCEK, BSFERMRNEXEEMKE, IR, WE
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* >126 600 Patents + >5000 Journals Covered
* US: 1971-present » >353 400 Articles
* EP :1979-present * From 1980 to Present
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Quick search  Query builder Results ~ Synthesis planner  History 1 Substances out of 7,831 D , containing 130 Reactions, 1,103 Targets Reaxys - 1 v
A,
[] 0 selected o A ) Qo @ Sortby No of References 4 Vv
1= (o1 solubility of gefitinib New O Edt # T © Export Preparations
[l gefitinib
f . ,O CaoH2:MoCIFO; 446909 8949523  184475-35-2
* Substances  Structure © () asdrawn AND  Property - solubiity Preview Results v/ » me ; Preparations 83 >
Edt in Query Bulder 4 Create Alet [ v 0 Hit Data - 4 Bioactivity (All} QOther Data - 3,436 P
7 Identification Physical Data - 98 Reactions- 130 >
ﬂ 178 Documents  Titles, Abstracts, Keywords - “solubilty”, "gefitinib” Preview Resuts v | View Results > Druglikeness Spectra- 75 Targets - 1,103 >
Edit in Query Builder #* Create Alet L1 Documents - 7,831 >
‘ B e =ae
341,792 Documents  Titles, Abstracts, Keywords - “solubilty” Preview Resuts v | View Results >
Edit in Query Builder #° Create Alet L1 A~ HitData-4
v Solubility (MCS) - 4 hits out of 4
23,178 Documents  Titles, Abstracts, Keywords - “gefiinib”™ Preview Resuts v | View Results >

Edit in Query Buider 4 Create Alet [\

/

A Solubility (MCS) - 4 hits out of 4

HIZRBIE T e
E Salubility, Saturation | Temperature Salvent Location Comment (Solubility (MCS)) Reference

E-{js E/] Py {E ] = gl (Solubility (MCS)) (Solubility

= N y = °c (MCS))

kY ——
%*H * E’\J j %’I‘E freely soluble in DMSO THP and PEG-400, sparingly soluble in = Alanazi, Abdullah; Alshehri, Sultan; Altamimi, Mohammad; Shakeel, Faiyaz[Journal of
2-butanal and slightly soluble in 1-butanol, IPA, Molecular Liquids, 2020, vol. 299, art. no. 112211]
kY
1:-5-.5- \* sthanol methanol, EG and PG Full Text 7 Details > Abstract >
soluble in water and 1-octanal 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 7 Cited 1times 7 Details > Abstract >

0.009832 in pure 25 water supporting Wang, Xin-Xin; Tian, Fei-Yang; Liu, Ming; Chen, Kai; Zhang, Yun-Qian; Zhu, Qian-liang;
solvent information Tao. Zhu[Tetrahedron, 2019, vol_ 75, # 37, art. no. 130488]
Full Text 2 Details > Abstract >

0.0021 in pure 20 water Zhao, Feng; Lin, Zhaohu; Wang, Feng; Zhao, Weili; Dong, Xiaochun[Bicorganic and
solvent Medicinal Chemistry Letters, 2013, vol. 23, # 19, p. 5385 - 5388]
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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
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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

&
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V' Specification of catalysis
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Vv Type of reaction
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Import  Save Resetform Delete all Structure  Molecular Formula CAS RN TI AB & KW
rFY
<
<> Molecular Formula contains vV Fe @ EEE o Qo
,
<> Catalyst Investigation Hide fields ~ X
is V' Investigated characteristic(s) B
is V' stereoselective catalysis a
is '  Classification of catalysis B
is W Type of reaction B
is V' Co-catalyst/co-substrate name B
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X RKAR “Contains” , BIR
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Step2: Specification of CatalysisZR 471k +¥
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Specification of catalysis
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] 0o selected & A Q0 @ SortbyNoof References 4 v | Grid §§§ | | Heatmap E§
Export Preparations '@ Download PDF  Share  Export

iron(ll) chloride
FeCl; 126.753 8135986

2
QjFe Hit Data - 11 Bioactivity (All Other Data - 56 Preparations - 225 Tetrahedron Letters
- & Volume 60, Issue 13, 28 March 2019, Pages 885-89028 March 2019, Pages 885-890
Identification Physical Data - 406 Reactions - 5,649 > ELSEVIER
Druglikeness Spectra - 43 Targets - 27 >
Documents - 4,796 : : e
o @ > Iron-catalyzed 8-selective conjugate addition of
R 4 E’] 4t % ,ﬁ . methyl and cyclopropyl Grignard reagents to
- AR SIERE -
~ Hit Data - 11 e aXyS =H =A a,B,y,6-unsaturated esters and amides
A Catalyst Investigation - 11 hits out of 102 Goshi Sugano, Kojiro Kawada, Masayuki Shigeta, Takeshi Hata, Hirokazu Urabe 2 B
ShowHide columns \/
Show more v
” nvestigated Specification of catalysis Type of reaction Locat] Co-catalystfeo-substrate name | Reference
characteristic(s) (Catalyst Investigation) https:f/doi.org/10.1016fj.tetlet.2018.12.043 Get rights and content
Catalytic activity Stereoselective catalysis, Oxidative coupling supporting Liu, Rui-Hua; Shen, Zhen-Yao; Wang, Cong; Loh, Teck-Peng; Hu, Xu-Hong[Organic
Regioselective catalysic infarmation Letters, 2020, vol. 22, # 3, p. 944 - 949]
FullText 2 Details 3 Abstract )
Catalytic activity, Stereoselective catalysis supporting Wy, Chuan-Shuo; Li, Rong; Wang, Qi-Qiang; Yang, Luc[Green Chemistry, 2019, vol. 21, % 1 nghhghts
Diastereomeric excess information 29269 - 274] +  Astrictly ordered combination of three different units is attained in one
FullText 7 Cited 12times 7 Details )  Abstract
flask.
Catalytic activity, Regioselective catalysis, Methylation supporting Sugano, Goshi; Kawada, Kojiro; Shigeta, Masayuki; Hata, Takeshi; Urabe, Hirokazu .
Diastereomericexcess  Stereoselective catalysis information [Tetrahedron Letters, 2019, vol. 60, # 13, p. 885 - 330] « Iron and copper play complementary roles to determine the structure of
Full Text 7 Cited 2times 7 Details >  Abstract > olefins.
Catalytic activity, catalysis c pling reaction Hofmayer, Maximilian $; Hammann, Jeffrey M.; Cahiez, Gérard; Knochel, Paul[Synlett, « Tron leads environmentally friendly and economical synthesis of
Diastereomeric excess. 2018, vol. 29, # 1, art. no. ST-2017-B0542-L, p. 65 - 70] R hahl] d:
luable compounds.
Full Tet 7 Cited 1times 2 Details 5  Abstract 3 P
Catalytic activity Starsoselective catalysis Silylation Xu, Rui; Cai, Chun[Catalysis Communications, 2018, val. 107, . 5 - ] - Superior production of'a single isomer among possible five is artificially

FullText 7 Cited 4times 7 Details 3  Abstract 3 il realized.
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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
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NH,
cl
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