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Patent Insecticidal N-substituted sulfilimine and sulfoximine pyridine N-oxides
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Reaction Summary

Reagents Triethylamine Steps: 1
Diphenylphosphoryl azide Yield: 67%
Water
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Conditions 2 stages
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™ Suppliers (86)

Preparation of quinocline-3-carboxamides as H-BGDS

inhibitors

By: Cadilla, Rodolfo; et al

World Intellectual Property Organization, WO.
A12017-06-22

017103851

~

PATENTPAK ~ Full Text -

Preparation of 1,3-disubstituted cyclobutane or
azetidine derivatives as hematopoietic prostaglandin D
synthase (H-PGDS) inhibitors

By: Deaton, David Norman; et al
World Intellectual Property Organization, WO2018069863
2018-04-19

PATENTPAK ~ Full Text »
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Reaction details
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Absolute stereochemistry shown,
Rotation (+)

™ Suppliers (38)
Step 1

Stage Reagents

1 Triethylamine

Diphenylphosphoryl azide

2
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Steps: 1
i LL Yield: 85%
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® Suppliers (126) 85%
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Reference

Development of a Scalable
Synthesis of an Azaindolyl-
Pyrimidine Inhibitor of Influenza
Virus Replication

CHA| B ZAC|M 27| e ® Alternative Steps (5)

Catalysts Solvents Conditions

By: Liang, Jianglin; et al
View All v @———— BE XX H7|

Organic Process Research &
Development (2016), 20(5), 965-
969

Toluene 2 h, reflux; reflux — 60 °C

- - overnight, 60 °C — 80 °C

CAS Reaction Number: 31-451-CAS-15598720

Full Text =

Experimental Protocols

MethodsNow™ | ©

Products

Reactants

Reagents
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Procedure
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Ethyl (1R,35)-3-[(benzyloxycarbonyl)amino]cyclohexanecarboxylate, Yield: 85%

1,3-Cyclohexanedicarboxylic acid, 1-ethyl ester, (1R,35)-

Benzyl alcohol

Triethylamine

Diphenylphosphoryl azide
Toluene

1. Add diphenylphosphoryazide (DPPA) (166 mL, 769 mmol) and triethylamine (107 mL, 769 mmol) to
(1S, 3R) -3-ethoxycarbanylcyclohexanecarboxylic acid (140 g, 700 mmol) in toluene (1.4 L).
2. Reflux the mixture for 2 h under Na.

2 ool the reactinry mivtiire ta 60°C and 2dd beanzyl aleahal (27 Ml 220 mm

in Aane nartion

Characterization Data — 24 HE AHE7|

~  Ethyl (1R,35)-3-[(benzyloxycarbonyl)amino]cyclohexanecarboxylate

Proton NMR
Spectrum

Optical Rotatory
Power

HRMS

State

(300 MHz, CDCl3) §7.48-7.30 (m, 5H), 5.11 (s, 2H), 4.67 (5, TH), 4.13 (qJ= 7.1 Hz, 2H), 3.55 (s, 1H),
2.42(tJ= 11.8 Hz, TH), 2.28 (dJ = 12.6 Hz, 1H), 2.10-1.79 (m, 3H), 1.50-1.19 (m, 6H), 1.19-1.00 (m,
1H).

=33.3°(c=1in DCM).

(ESI) [M + H]* calculated for C;7H54NO,4 306.1700, found 306.1700

sticky solid
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@& Protect Bond

Clear All Bond Selections

F
Common rules are supported by many literature examples. F
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but may expose novel approaches. Learn More.
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Scoring Options

Overview  Steps

Convergence @

Evidence @

Vield @

Atom Efficiency @

scoring

mplexity Reduction @

(o}

0|5 CHA S Zebot S| B2, A2/ et EHA

ZYste Z2Y| F4E 0L #E + AS UL

- 42 ZRE2 Y| RS, U EE 53 3 28 + AL

- ZIZREO V|2 2P 2 ot 20| “F 7y L|C.

- Z20|EHE 1% Zo2 0|58l H o ZR2Ho| M7t 17|" =2
MEOILL CHM O =210 T2 4R HEBH| HE L.

Complexity Reduction
Reduces the complexity of a step's reactants compared to its product.

In retrosynthesis plans, you typically want high complexity reduction.

Convergence

Determines how "branched" the plan is; you typically want the plan to be as branched as possible (high convergence),

For a given step, the more precursors there are, and the closer their relative sizes are, the more it's considered convergent.

Increasing Convergence displays steps/alternatives with more reactants.

Evidence
Ranks plan steps/alternatives based on the number of evidence examples supporting the particular reaction type.

More evidence examples for a step means that the reaction type has more applications and is more versatile in terms of conditions

and substrates, and hence predictions made based on it are probably more reliable.

Increasing Evidence displays steps/alternatives with more supporting examples.

Yield
Applies to the yield of each step in the plan, which contributes to the yield of the target molecule.
Increasing the Yield displays a higher yield target molecule and steps/alternatives.

Atom Efficiency
Reduces reactant parts not included in a plan step's product.

Increasing Atom Efficiency displays steps/alternatives with the least amount of reactant atoms that do not map to the product.

Clicking the Apply button redraws the retrosynthesis plan with the revised scoring profiles; clicking Reset Scoring restores the "Medium" default.

Reset Scoring
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European Patent Organization . l
) W09800416 Process of preparing phenyl heterocycles useful as COX-2
¢ inhibitors
China (3) o, $? R . o .
o. By: Desmond, Richard; Dolling, UIf H.; Frey, Lisa F; Tillyer, Richard D.; Tschaen, David M
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reprasentiert, worin n = 1 -20 ist, ein lineares oder Lithium trifluoromethanes ||
CAS RN oder verzweigtes Alkoxyl C,Hyn,{0, worin n = 1-20] Ulfenate
FHE-22-D worin n = 1-10 und m = 1-10 ist, eine Phenylgruj Components: 2 F S—OH
0 der Alkylsubstituent C,H,, umfasst, worin n = 1-2(
£ | ‘ Halogengruppe.
F S—OH R ) . F (0]
3. Kondensatorgestitzte Lithium-Batterie (CAB), @ Substance Detail
I3 [l eine Vielzahl von Elektroden, worin mindestens ei
o elektrode oder eine Kondensatorelektrode sind; R Reactions (1,784)
und ein nichtwéssriger fliissiger Elektrolyt, der ein
durch die chemische Formel: Synthesize (94) e zo o
e |i D Create Retrosynthesis Plan L'
Li V. e |
%/ @ References (7,297)
s
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Analyst Markyp Locations (1)
Q Page 12
CAS RN
7790-69-4
(lj
N

4. CAB nach Anspruch 3, worin der Elektrolyt etwa 15 Vol.-% bis etwa 30 Vol.-% Sulfon umfasst.

95. CABs nach eoem d%orstgen?n ?spnﬂe.wu%dasQneader dQ’nehrere ithiumsal LiCF3503,9
LiN(CF;380,),, LINOs, LiPF, LiBF,, Lil, LiBr, LISCN, LiClO,, LIAICI,, LiB(C;0.),, LiB(CgHs)s, LIBF3(C,0,), LN
(SO,F),, LiPF4(C,Es)a, L|PF6:F3),, L|PF¢((604). LiPES(CF3)a, LISO4CF3, LiASEg, oder Kombinationen dersel-
ben umfassen. ﬁ o S&

6. CABs eines der vorstehenden Anspriiche, worin jedes von Rs und Rg H, ein lineares oder verzweigtes
Alkyl C,Hz,.q reprasentiert, worin n = 1 -20 ist, ein lineares oder verzweigtes Alken C.H,,, worin n = 1-20
ist, ein lineares oder verzweigtes Alkoxyl C H,,.,0, worin n = 1-20 ist, einen linearen oder,
CH2n+10C Hapm, worin n = 1-10 und m = 1-10 ist, eine Phenylgruppe oder ein mono-, diol ° |:||.3_E CAS jl_|-'6I-X|-%o|
iertes Phenyl, worin der Alkylsubstituent C H,, umfasst, worin n = 1-20 ist. M S BHAIS K| o_'_
Mot HHEEES HA

7. CABs nach einem der vorstehenden Ansprilche, worin bis zu etwa 60 Vol.-% des L
umfassen.

9 8. CABs nach ainsmoer vorstehenden riiche, worin Elektrolyt famevvines oder mehrere von 9
Ethylen nat, Diethylca?unat‘ DiQethylcarbonat, EilyImethylcarbongl) Propylencarbonel) Butylencarbo-
nat, Methylformiat, Methylacetat, Methylpropionat, y-Butyrolacton, y-Valerolacton, 1,2-Dimethoxyethan, 1-2-
Diethoxyethan, EthoxymethoxyChan, Tetrahygyofuran, 2-Methyltetrahy'yofuran, Acetonitril, 3-Methoxpropio-

nitril, Dimethylnther umfasst
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