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~ Overview
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1.1 R:NaBH,, C:1832616-28-0, C:Ru, S:H,0, S:THF, 43 min, 23°C

Notes

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

References

Fabrication of Ruthenium Nanoparticles in Perous Organic Pelymers: Towards Advanced
Heterogeneous Catalytic Nanoreactors
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Analyze by: @
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NaBH; 51|
e —
N,H,-H,0 43
[ I ]
KOH 17 —
M
= ] 0N Hz
co 16 o
| ] . k. 100 ;
HCO.H 16 e
- ]
MH;™ «HCO," 16 - Overview
- ]
Steps/Stages Notes
H,0 14 ps/Stag
= : 1.1 R:NaBH,, C:1832616-28-0, C:Ru, 5:H,0, 5:THF, 45 min, 25°C solid-supported catalyst, ruthenium supported on porous organic polymer used, reusable
M.H, 14 catalyst, sealed tube used, scalable, Reactants: 1, Reagents: 1, Catalysts: 2, Solvents: 2,
[ J Steps: 1, Stages: 1, Most stages in any one step: 1
MaOH 14
=T ] References
Fabrication of Ruthenium Maneparticles in Porous Organic Polymers: Towards Advanced
Show More
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Single Step Hover over any structure for more options.
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* Overview
Steps/Stages Notes

1.1 R:H,, R:Cs,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 Immobilization of Metal Complexes onto
Graphene Surface by Noncovalent Interactions

Q, quick View [ other Sources

By Sabater, Sara et al

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

+ Experimental Procedure

@Cﬂtal rmy General/Typical Procedure: General Procedure for Nitroarene Reductions. Melecular hydrogen was added with a balleon filled with 1 atm of H; to a mixture
MY of nitroarene (0.3 mmaol), Cs,CO; (0.3 mmol), anisole as internal standard (0.3 mmol), and NHC-Pd-rGO (6 % 107 mmel, 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 anisole (0.3 mmol) as internal standard. Products were identified according to spectroscopic data of the commercially available compounds.
Entry: 4; Yield 100%.
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Reaction Structure substructure > reactions {(60953) > refine "1 step” (14724)

REACTIONS © Get Tools + Send to
References ﬁ o -t SciPlanner
Analyze | Refine Group by: Mo Grouping - S
Click to view detail
™ | 0of60953Rea 3 0
Sample Analysis: @ 1 ]Ild.er
Reagent - 1. View Reaction
NaBH, = 9683 single Step Hover Explore v Saved Searches v SciPlanner Save Print Export
[
HCl = 7777 ) ) . .
| ——— — Reaction Structure substructure > reactions (60853) > refine "1 step” (14724)
K,C0, = 6658 Y
——) REACTIONS Get - Send to
| o References ﬁ Tools 1 SciPlanner
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e SRR A Analyze Refine Group by: Mo Grouping - Sortby: Relevance - ‘iv Display Options
H,O = 4266 — —
e — - ™ | 0of 14724 Reactions Selected Mdpag: 1 ofss2 b M
NaOH > 3080 Analyze by: @
a = N . R
_— Experimental Procedure  ~ 1. View Reaction Detail @@ Link & Similar Reactions
NH.CI 23438 ~ Overview Experimental Single Step Hover over any structure for more aptions.
Steps/Stage| Procedures Not
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1.1 RekoH, ¢
H, = 2661 Experimental e o
e — | Procedures o
NaHCO, > 2580 Available 5220 —_—
e — |
‘% 100%
Show More 152 Y
- Overview
Steps/Stages Notes
1.1 R:KOH, C:1820757-77-4, S:Me,CHOH, S:MeCHN, 3 h, 80°C optimization study, optimized on catalysts, Reactants: 1, Reagents: 1, Catalysts: 1,

Solvents: 2, Steps: 1, Stages: 1, Most stages in any one step: 1

References

Complexes of (n6-benzene)ruthenium(II) with 1,4-bis(phenylthio/seleno-methyl}-1,2,3-
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Substance Identifisr "Daclatasvir * = substances (1) % get reactions (50) = I;et references (11)

- Get Get * Get Related - : ionality i ; ; b - Send to
REFERENCES @ oebetances Remctions ] Cations ¢ Tools This functionality is not available for this answer set. | ¥ H ooblaer
| Analyze ‘ Refine | Categorize | Sort by: IM ; Display Options
L1~ 0 of 11 References Selected
Analyze by: @
| Author Name T | 1" 1. Process for the preparation of daclatasvir, its oxalate and dihydrochloride salts &
Q, Quick View  PATENTPAK ™ .
Feng Zhiyong 2 By Swargam, Sathyanarayana; Medikonduri, Sreekanth; Salla, Rammohan; Indukuri, Venkata Sunil Kumar; Kalidindi, Srihari Raju; Chava, Satyanarayana L
e —— From PCT Int. Appl. (2017), WO 2017021504 A1 20170209, | Language: English, Database: CAPLUS
Ol
Zhou Shengfeng 2 —— = The invention is related to a process for the prepn. of daclatasvir (I) and its pharmaceutically acceptable salts by: (a) reacting Q
B M ’J" \ biphenyl with XCOCH,X in the presence of a suitable Lewis acid; (b) reacting XCH,CO-p-C.H.-p-C;H,-COCH,X (II) [X = halogen]
Bai Shungiang 1 / N with III [PG = protecting group] in the presence of a base in an org. solvent; {c) cyclization of IV; (d) deprotecting the PG of IV;
s I— il N, | converting V to I or one of its pharmaceutically acceptable salts. The invention is also relates to a process for the prepn. and
Cai Jin 1 f,r" S purifn. of daclatasvir dihydrochloride. Thus, acylation of biphenyl with chloroac...
) /
| 7 \\ N
Chava ra y
Satyanarayana 1 -~
) _— o — -
Chen Bo 1
) -
Chen Hui 1 1 2. A synthetic method of dvaclatasvir &
s — Q quick View  PATENTPAK
By Yan, Qing; Xie, Hai; Chen, Wenrui; Bai, Shungiang; Zhang, Li L
Chen Junging 1 From Faming Zhuanli Shenging (2018), CN 106256325 A 20161228. | Language: Chinese, Database: CAPLUS
e
Chen L 1 ) . YO0 20 The present invention provides a synthetic method of daclatasvir, which comprises: taking 4,4'-bis{2-halogenated acetyl)biphenyl as Q
N -ong jazasa .f,‘L[’.} e il e o raw material, carrying out esterification reaction with N-{methoxycarbonyl)-L-valine-L-proling in the presence of org. solvent and

o~

,_
3
b

alkali to obtain intermediate B; then, carrying out cyclodehydration reaction on intermediate B with ammonium acetate to obtain
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| / b | converting V to I or one of its pharmaceutically acceptable salts. The invention is also relates to a process for the prepn. and
Bachand Carol 3 7 , purifn. of daclatasvir dihydrochloride. Thus, acylation of biphenyl with chloroac...
e — | s '\\
Good Andrew C 3 T -
Hamann Lawrence — - — -

N SRvE T e ] p—
=) J-JFEEI’JIF'@K?D%% 'Ei SCIFINDER’

ACS / Proprietary and Confidential / Do Not Distribute 22



) -

RN EERE

s

1))7

Al

SRR E—,

= MOTGHIRIBRE

¢ structure Editor

g W0

/ i (7 Click a reaction participant. A list of roles appears.
o Click a reaction role and dlick OK.

Atom &hort
b 3

x
Il
s

]
}8 0 E Q’@ v

e o 7
0*_0

!

i nr~ H 0

Aldehyde Carboxylic Acid
reactant product
]
Carboxylic Acid C HOSMNPOCEB F I Si
- 4 ::ﬂu EL

O

Drawing Editor:
) Structure
(® Reaction
() Markush

Get reactions where the

structure(s) are:

() Variable only at the spedified

positions

(® Substructures of more complex

structures

OK

Cancel

Formula is not available

Solvents

Non-participating
Functional Groups

Number of Steps

Classifications

Sources

Publication Years

2 Select Solvents

%= Select Groups

il

Examples: 1, 1-3, 1-, -3

I Biotransformation 5]
1 Catalyzed [}
1 Chemaoselective [S]
I Combinatorial 5]
1 Electrochemical 5]
) Gas-phase

'® Any source
Patents only
Sources other than patents

MNon-catalyzed
Photochemical
Radiochemical
Regioselective
Stereoselective

Examples: 1995, 1995-1998, 1995-, -1295

ACS / Proprietary and Confidential / Do Not Distribute

=== SCIFINDER
v A CAS SOLUTION

23




RN EERE

B AR ANAIBRIE— R MIZFIRIBRE

AT

D -

CAS Solutions

Preferences | SciFinder Help ~  [ERNd
—
—— .
<== SCIFINDER
N o <oluTON
Welcome Helen Zhu
Explore v Saved Searches v SciPlanner Save Print Export
Reaction Structure substructure with limiters > reactions (20364)
REA ™ Get . -~ Send to
CTIONS @ References ﬁTMIs L SciPlanner
Analyze Refine Group by: Zort by: | Accession Number T | ; Display Options

|_|v

0 of 20364 Reactions Selectad

4 4 Page: Elcfm b M

Sample Analysis: @

| Reagent T |
NaOCIO = 6548
NaH,PO, = 4447
HCl = 3406
Me,C=CHMe = 3348
0, = 2382
H.0, = 2275
NaOH = 2067
KMnO,4 = 1644
H,NSO.H 3 B?SI
KH,PO, = 767

[ 1. view Reaction Detail @® Link 4 Similar Reactions

Single Step Hover over any structure for more aptions.

A, [ A

b Overview

[J 2. View Reaction Detail @® Link & Similar Reactions

Single Step Hover over any structure for more options.

= SCIFINDER

ACS / Proprietary and Confidential / Do Not Distribute 24



SAVESE

H £

Al

) -

N>

B RRTANMAIPRE— R ATl AIPRTE

Analyze Refine

Refine by: @
'® Reaction Structure
= Product Yield
! Mumber of Steps
'/ Reaction Classification

! Excluding Reaction
Classification

) Non-participating
functional groups

Structure Editor:

Java Non-Java

Aldetarto wylic Acid

resctaml  preduct

Click image to change
structure or view detail.
Search type: Substructure

Refine

¢ structure Editor

Q [ @

N g @0 A= e
/ i (7 Click a reaction participant. A list of roles appears.
S Click a reaction role and click OK.

Atom  Short

3 3
- =R

*

1-4 Aldehyde Carboxylic Acid
reactant product

L
r—
L

k

o]

O—Mn=20

Q

reagent

W |

Get reactions where the
structure(s) are:

() Variable only at the spedified
positions

(@) substructures of more complex
structures

0 C Hlo|s N P ceBrF Is
s =)= = - ) &
J 5

©0oo ™"

0K

Cancel

Formula is not available

ACS / Proprietary and Confidential / Do Not Distribute

=== SCIFINDER
v A CAS SOLUTION

25



RN EERE

B ARRTAMAPRE— R MOFIHIBRE

Al

D -

CAS Solutions ~ Preferences | Sdfinder Help m
—— L
<== SCIFINDER
v ACAS SOLLTION
Welcome Helen Zhu
Explore v Saved Searches v SciPlanner Save Print Export

Reaction Structure substructure with limiters = reactions (20364) > refine "substructure” (20264) > refine "substructure” (1743)

Get - -1 Send to
REACTIONS @ D) SO ences | % Tools B coplanner
Analyze | Refine Group by: Sort by: | Accession Number v | ; Display Options
[0~ g of 1743 Reactions Selzctad M dPages [1 [of3s p M

Analyze by: @

| Reagent v ] 1. view Reaction Detail @® Link A Similar Reactions

KMnO, 1657 Single Step Hover over any structure for more options.

e —

HC 580

e |

NaOH 224 BN /\l N

 — ] L/

e M — O&

KOH 134 7 ZS 7 7 o

[ ] o o 1} —_ d o 1}

NaHS0, 96

[ ] e

Na,50, 81

| ] .

r Overview

10101-50-5 56

O ]

Disodium carbonate 54 [J 2. view Reaction Detail @® Link A Similar Reactions

O ]

H.S0 51 Single Step Hover over any structure for more options.

LS50,

O ]

NaH,PO, 51

T

1 H
Waiting for scifinder.cas.org... a QYG

= SCIFINDER

ACS / Proprietary and Confidential / Do Not Distribute 26



AT

RN EEERE

D -

AT Y =AML D9 ALY e b
1. JedR G = R BB X MU E Y

2. SRIFEALTIN S

¥ | 0 of 1 Substance Selected

1. 14221-01-3 Q

~5425 @ * "-lifiﬁb>

PFh

0
Fh 3 P~ Pd — FFh 3

PFh

C'.Fl Hﬂ.‘l Pd- Pd
Palladium, tetrakis(triphenylphosphine)-,
(74)

Regulatory Information
Experimental Properties

CAS Registry Number: 14221-01-3

View Substance Detail

Explore by Structure 3

Synthesize this...

Get Commercial Sources
Get Regulatory Information

zet References

ERET I ARRE—EMTIRIIRE

Export as Image

Export as molfile

Send to SciPlanner

Product

Reactant

Reagent
Reactant/Reagent
Catalyst

Solvent

Any Role

%—

SCIFINDER

ACAS SOLUTION

27




B RRTAMEIRE—EMFIRIPRE

Al

) -

RN EERE

Send to

Get peir ] - :
REACTIONS @ e erences | % Tools ' saplanner
Analyze | Refine Group by: Sort by: [ Accession Number MR 4 Display Options
L~ | 0 of 7122582 Reactions Selectad M 4 Page: [1 Jofi42452 p M
Refine by: @
'®) Reaction Structure ) 1. View Reaction Detail @® Link
- Product vield 4 Steps Hover aver any structure for more options.
- Mumber of Steps

) Reaction Classification

) Excluding Reaction
EIasaﬁc::pn ) CH; » /H\
) Non-participating ~
Q

functional groups /ﬁ\ N NH
Br
-~ CH
Z g + X + a7 N + P

Structure Editor: o
Java Non-Java ~i6 b} [Step 2.1]
e B |
o & [Step 3.1]
3
Click to Edit 5 b
CH; THS Substance
~Jd Image
Search type: Substructure + s —=— : e
CH
} Displayed
Refine [Step 4.1] 2133401-30-4
s &
b Overview

WA S5, FiEId Refinefif 4 f PR &

=== SCIFINDER
v A CAS SOLUTION



——

-

2 52 PRAVAETE

K2 R H BB 1) I o

ACS / Proprietary and Confidential / Do Not Distribute

——

- g—
b

SCIFINDER

ACAS SOLUTION

29



SciFindersRRY/z W HEFRERER

FEAMCL N SN REFE A, AN Fe VAl AR AR N e A4

R—CHO > R

o SCIFINDER
S



NSRRI E RN KA

I

" Reaction Editor M

/fiﬂa R%%X TENOsxBRaiAanCc@F -0 Drawing Bditor:
R1=Ak,Cy | PR A e —— B

@) Reaction

:t\”f: glc > i () Marlush

fii B L HE L (], -
, BN TEYICIH T
INERCREL

fli I T hnid LA
FRic AL B

[
= —
v

€ & & .0 ¢
e P VEP,

==
4

n

R
o

=

m

M

”‘IVA
ZoF u£ 1
-l
®

(%]
2 E
L
.-—.--H_'H-
i

m + structures

o
s  lcHofS]nPcCiBF I s scale 100 -]

E== - = o £ :
¥ 500 om




NSRRI E RN KA

o SCiFiI]d_er‘ Preferenc

Explore v Saved Searches SciPlanner

[ REFERENCES REACTIONS: REACTION STRUCTURE @

Research Topic
Author Name

Company Name Siarch Type:

Allovs variability only as specified
Substructure

Document Identifier

Journal B Pa—
4
Patent : /h
"y H "
Tags ' et

& SUBSTANCES

Chemical Structure

Click image to change structure
Markush or views detail. Preferences | ScFinder Help « m

Maolecular Formula o SCiFiI]_del"

Property Import CXF
Substance Identifier Welcome Sam Yu

i [

. Reaction Structure

Explore « Saved Searches v SciPlanner Save Print Export

Reaction Structure structure variable only at spe... > reactions (817)

= Advanced Search o Gat Send to
REACTIONS Tools
g References ﬁ oos T L SciPlanner
Analyze - Group by:| No Grouping [+ Sort by: | Accession Number =] ¥ Answers per Page [20] Disply: & 9
~ | 0 of 817 Reactions Selected 4 4 Page: of41 p M

Analyze by: @

| catalyst [+] 1. View Reaction Detail @® Link & Similar Reactions

5i02 41 Single Step Hover over any structure for more options.

e —

F205 19

 —— R

Hz2504 17 CH=—0 57/ Fh
e | _ — —

+ HE— CH,;— CH; —2H —
262297-13-2 15 2
I |
& 89%

5052-71-6 15 & &
e |

63205-47-6 15

 —— ¥ Overview

12 15

e E—1 2. View Reaction Detail @® Link & Similar Reactions

RuCl3 15 Sinale Sten Hover auer amy stricfurs for maore anti




INGEETE RN EKAY,

Sz

[l 1. view Reaction Detail @® Link & Similar Reactions

Single Step Hover over any structure for more options.

CH=—0
©/ + HE —CH; — CH; —&8H
&

~ O

ji%lz fi@%ﬁmﬁﬁ th

89%
k &
b Overview
[C] 2. View Reaction Detail @ Link & Similar Reactions
Single Step Hover over any structure for more options.
CH=—— O (\/1
He —CH ,—CH,— CHJ— 2H
-+ z 2 2 — o
i Fh
i 92%
&

F Overview

=== SCIFINDER
v A CAS SOLUTION

33



NS EEPATE,

WK M

O SciFinder

Explore Saved Searches v ScPlanner

Reaction Structure structure variable only at spe... > reactions (817)

REACTIONS @ B g:;erenoes ¢ Tools ~

Analyze - Group by:| No Grouping  [=] Sort by:| Accession Number [=] ¥

~ | 0 of 817 Reactions Selected

HE— CH;— CH; —SH

&

Analyze by: @
| Catalyst [~] 1. View Reaction Detail @® Link & Similar Reactions
5i02 41 Single Step Hover over any structure for more options.
| ——
P205 19
o E—
H2504 17 CH—©
s E—
+
262297-13-2 15
s E—
5052-71-6 15 &
e E——
63295-47-6 15
 — — » Overview

Preferences | SdFinder Help = m

Welcome Sam Yu

-1 Send to
L SciPlanner

Answers per Page [20] Display: @ ©

H(Pﬂl of41 p MY

Save This Answer Set
Save:
= =
Q}/ @ all answers
s Only selected answers
890
i| Title: *

* Required

‘total reaction|

el AR

Description:
<== SCIFINDER
S |, (s soLUTION

34




RS = B HEBRAY S Mz

¢ Reaction Editor ' * u

Analyze | Refina ‘ — —
" E O s xBe A CQF (2]
. Click to select an atom to be repeated, or drag to
REﬁnE tl}l': ﬂ || / l L-lf_/\ *I@égrﬂup.to be repeated. Enter the number of From I:l To l:l L3
L__renstitinns Click 0K
@ Reaction Structure Lo i
=9 - i’ g
) Product Yield
o= _X =R
0 Number of Steps 2 U 0
) Reaction Classification [1_4 @‘a Jl\
©) Excluding Reaction | f& . H
Classification | . " reactnt ]
= . . . 1
Z) Non-participating ' “‘l p 1o
- ey
functional groups oﬁ{ ?X g B
- RI ] Get reactions
) .y where the
Reaction Structure: ¢ @ y H : structure (s)
ﬂ a \S 1-10° S/ are:
u reactant n ¥ariable
o @ nly at the
" N (1 = A B - Epecified
'.z-! . —_— ___.-' _‘ - g asltion:
a i ) ) Substructures |
hi = of more
g i " complex
1 C» structures

Click image to change _ O S NPGCEB F I Si Scale100
c [H]

structure or view detail | E2

| || -Q—-—-"" “‘-'”{ﬂl:
Search type: Substructure e @0 o o™

Formula not awailable I I

Refina

=== SCIFINDER
v A CAS SOLUTION

35



RS = B HEBRAY S Mz

Analyze | Refine ‘

Refine by: @
'E' Reaction Structure Preferences | SciFinder Help ~ m
© Product v SciFinder
© Product Yield 1rmaer
= Welcome Sam Yu
) Mumber of Steps ;
. Explore v Saved Searches v SciPlanner Save Print Export
) Reaction Classification
|__:f| Excluding Reaction Reaction Structure structure varizble only a3t spe... > reactions (817) > refine "structure variable only at spe...” (754)
Classification REACTIONS @ DOt 5 Tools - w St
| ] - Tl i
e rnnctpartllmpatmg W Group by: No Grouping [+ Sort by:| Accession Number [=] ¥ Answers per Page [20] Display: €
unctional graups
g P ~ 0 of 754 Reactions Selected M 4 Page: of B M
Analyze by: @
| Catalyst [~] 1. View Reaction Detail @® Link M Similar Reactions
Reaction Structure: |5i02 39| Single Step Hover over any structure for more options.
F205 19
Ll [ I ]
_ 8
a o H2504 17 CH=—0o Fh
- f-_ﬂ. f : I + HE— CH,— CH;— 2H —_ QY
— /! 262287-13-2 15 °
L . | ] & 89%
- - 5952-71-6 15 i s
[ [ T ]
Iz 15 )
[ T 1 b Overview

Click image to change
structure or view detail
Search type: Allow

cpected 33 B PR L SR T R R R AT IAS 3B L1 i

=== SCIFINDER’

S |, (s soLUTION



SRS B HEBRAY S N,

[[ 1. view Reaction Detail ®® Link & Similar Reactions

Single Step Hover over any structure for more options.

CH=—0o
©/ + HE@—CH;— CH; —&H —_—
&

QY Fh

89%

& i

b Overview
[C] 3. View Reaction Detail @® Link & Similar Reactions

Single Step Hover over any structure for more options.

e CHO

4 HE8E—CH; ~ CH; —CH; —8H — \ ;’{
\W/ : s
& 81%
i
b Overview

=== SCIFINDER
v A CAS SOLUTION

37



EFRAERY,

W —Combine

SciFinder

Explore

Reaction Structure structure variable only at spe...

Get
References

Saved Searches «

Group by:

REACTIONS @

Analyze | Refine

Analyze by: @

|Catal',rst EI
5i02 39
F205 19
H2504 17
262297-13-2 15
5952-71-6 15
Iz 15

SciPlanner

Combine Answer Sets

~ | D of 794 Reactions S

1. View Reaction Detail

Single Step Hover over an

CH—]

F Overview

Preferences | ScFinder Help ~ m

Welcome Sam Yu

Save Print Export
= reactions (817) = refine "structure variable only at spe...” (754)
-1 Send to
—L SciPlanner
hn Mumber [=] & Answers per Page [20] Display: €) &
Combine Answer Sets

Select saved answer set(s) to combine with your current answer set (754):

24 Answer Sets 1 Selected

Reaction Answer Set Details

Date Saved

total reaction (817)

EDT 2013.

reaction (53)
pyridine (1942)

Reaction Structure structure variable only at specified positions > reactions (817)
Autosaved Reaction Set (53)
An answer set was automatically saved because the session ended due to inactivity on Thu Aug 29 00:30:02

Reaction Structure substructure > reactions (83) > refine "2-4 steps" (55) > remove 1 reaction (54) > remove 1

Reaction Structure substructure > reactions (5455) > refine "substructure" (1942)

Sep 24, 2013

[ ] »

Aug 29, 2013

Jul 8, 2013

Select an option for combining the answer sets:

@ combine

@ Intersect
@ Exclude

Exclude

Include all answers from both sets

Include only answers that appear in both sets

Include only answers from current answer set (754)

that are not in total reaction (817)

Include only answers from total reaction (817)

that are not in current answer set (754)

Combine Answer Sets || Cancel |

306




EElVEER

[C] 1. view Reaction Detail @® Link 4 Similar Reactions

Single Step Hover over any structure for more options.

o Fr-n
H3C—CH; —CH;— CH— 0O o HO —CH, " CH, ~CH, —OH — Y
& polymer-supported =

pobymer-supported

F Overview

[C] 2. view Reaction Detail @® Link 4 Similar Reactions

Single Step Hover over any structure for more options.

@/CHO 4 HO—CH,—CH,—cH,—oH ——) sw

polymer-supported =
& polymer-supported

F Overview

=== SCIFINDER
v A CAS SOLUTION



I EY)E S EIRLT

R BE L AR,
faz 2. fazillaily, REN
f s 3. S BAT MY & SO, 7

ACS / Proprietar

REA S5 M E N & R 2L
5 H BB R 2
. SR JE SR AIEAE ISR SN

::i SC FINDER

y and Confidential / Do Not Distribute

40



I EY)E S EIRLT

R 1 AL, REHAZSHMMER G R L

e

=== SCIFINDER
v A CAS SOLUTION

Explore = Saved Searches SciPlanner

/. Explore Substances resulted in 0 substances Return

SUBSTANCES

Analyze Refine

Analyze by:
No substances avaiiable

Chemical Structure exact > substances (0)

ACS / Proprietary and Confidential / Do Not Distribute

=== SCIFINDER

S |, s s0LUTION

41



Structure Editor:

Search Type:

Java Non-Java Select All Deselect All
o Exact Structurg
U Substructure 1 of 7 Similarity Candidates Selacted Substances
N e ®  Similarity = 99 (most similar) ]
| 93-98 a
AN ) 90-94 &
= d Show precision] B85-80 7
S ,| ~ u B0-84 6
- o u 7379 26
Click image to change structure or @ ChemDraw’ | & 70-74 57
v getal U 6569 103
Launch a SciFing — —
] 0-64 (least similar) 309
Import CXF
Get Substances
= Advanced Search L) Always Show
YT | 0 of 6 Substances Selected
Characteristics 5]
o Score:0l Score: 91 Seore: 90 Store: 90
o 1 1 1613721-07-5 @ 0 2. 1613722-60-3 2 O 3. 139605-55-3 2 0 4. 1613721-69-9 2
B b -k B A b AR b IR T
Classes O a
a5 b®,
O 1 w A . ) ' .
a |09 1008 | Ly
[ : 4
& 0 Absolute stereochemistry.
Cy; Hiz Ny Oy ) Cyy Hyp BrN; O, )
Cyy Hia N, O, [1,2,4]Triazino[3,4-][1,4]benzoxazin-2(1H)-ane, Cyi Hyy N3 0, ) [1,2,4]Triazino[3,4-][1,4]benzoxazin-2(1 H)-one,
Studies O A [1,24]Triazino[3,4-c[1,4]benzoxazin-2(14)-ong, 8- 9-amino-3,5-dihydro-1-methyl- [1,2,4]Triazino[3,4-][1,4]benzoxazin-2(1 A)-one, 9-bromo-3,5-dihydro-1-methyl-
[ p{ amino-3,5-dihydro-1-methyl-, (14)- » Key Physical Properties 3,5-dihydro-5-methyl- » Key Physical Properties
@ p{ » Key Physical Properties + Key Physical Properties
R

Score: 90

2@ & =

5. 1613721-93-9 4

IS

Score: 90
6. 1613722-23-8 @
~1 ’ ‘ o &

A
1064

Riotation (-).,Absolute stereochemistry.

X
|sof

Absolute stersochemistry.

Cyy Hyy BrN, O,

[1,2,41Triazino[3,4-c][1,4]benzoxazin-2(14)-one, -
broma-3,5-dihydro-1-methyl-, (1A)-

+ Key Physical Properties

Cyy Hyg BrN; 0,
[1,2,4]Triazino[3,4-c][1,4]benzoxazin-2(1H)-ona,
9-bromo-3,5-dihydro- 1-methyl-, (15)-

+ Key Physical Properties

L CAS SOLUTION

ACS / Proprietary and Confidential / Do Not Distribute

42




Soore: 90
[ 4, 1613721-69-9 2

a8 & 2k

CAS Registry Number: 1613721-63-
9

e
oy

View Substance Detail

Explore by Structure »
thesize this

Get Reactions where Substanceis a »
Get Commerdial Sources

Get Regulatory Information
Get References
C,, H,, Br N, O, Fportes dmecs
[1,2,4]Triazino[3,4-c][1,4]benzoxazin-2(14)-one, | BPortas moliie
9-bromo-3,5-difydro- 1-methyl- Send to SciPlanner
+ Key Physical Properties
) 1. View Reaction Detail @ Link
4 Steps Hover over any structure for more opiions.
H
NH; MH
/ﬁ\/ﬂ + —_— Br = N
Cl o
oy
& ar [Step 2.1]
b, ~10F b
w156 . k
* Overview
Steps/Stages Notes

1.2 RiHO

2.1 R:K,CO,, S:Me,C0, 5 h, 70°C

3.1 R:Lawesson's reagent, S:PhMe, 3 h, 120°C
4.1 R:N,H,-H,0, SEtOH, overnight, rt

1.1 R:NaHCO,, 5:H,0, 5:(CH,0Me),, 0°C; 0.5 h, 15°C; overnight, 80°C; 80°C — rt

1) zlternate reaction conditions gave lower yield, Reactants: 3, Reagents: 5, Solvents: 5, Steps: 4,
Stages: 5, Most stages in any one step: 2

References

Triazinone compounds as PKC kinase inhibitors and their preparation
Q Quick Vizw  PATENTPAK ™

By George, Dawn M. et al

From PCT Int. Appl., 2014089504, 19 Jun 2014

v ACASSOLUTION

ACS / Proprietary and Confidential / Do Not Distribute 43



A= T ey

fo BEg2. RN, REA S5 IEN & R

" Structure Editor
"W 0 G ) Q [1%] @
— Drawing Editor:
/ ’ \9 Click a ring system to block it from further ring fusion. Click 2 chain to block it from ring formation. ® Structure Characteristi[g [#f] Srngle Cﬂmpﬂnent
T © Readtion L Cormmerdally available
N %o ) Markush L1 Included in references
=X =R
3 .
Classes L Alloys
[],_. Qa o ) Coordination compounds
— n [ Incompletely defined
B P H I Mixtures
L_J* Q N 1 Polymers
— | ¥ Organics, and others not listed
A% NG
¢ -81- Studies I Analytical
[0 ] i i
Get substances that match your - BlOlCI;l cl
- 0 query using: #  Preparation
b= ch ) Reactant or reagent
(8] Substructure search
) Similarity search
4 3
Ak CHOSNPOE F IS oK
[’] s |:=E.._ - o= i £ —
. ©O0oo™
Formula is not available [

<2== SCIFINDER’
v A CAS SOLUTION

ACS / Proprietary and Confidential / Do Not Distribute



L AAmIELRT

T ¥

Sart by: | CAS Registry Number

BT | 0 of 424 substances Sdacted

U 1. 1654735-60-0 2

L 2. 1654735-59-7 %

3. 1654735-57-5 &

Display Options
M 4 Page: aF? M

L 4. 1654735-48-4 2

< & <B & 1 1
T 1 'y 1 1 A
o~ I s Y rT ' [
1' : [ __."I'_' | [ B (1 A f‘: 5
B ) Absolute stereochemistry. Absolute stersochermistry.
Absolute stereochemistry.
C,oH.: N, O C;y Hyg Br N; Oy
Cy5 Hya FN5 Oy 103 H- Pyridinecarboxylic acid, 3,6-diydro-3- CaaHas F N5 Oy 1-Pyrrolidinecarboxylic acid, 3-[(8-brome-1,2,3,5-

1-Piperazinecarboxylic acid, 4-[8-(2-fluorophenyl)-1,
2,3, 5-tetrahydro- 1-methyl-2-oxo[ 1,2, 4triazino[ 3,4-
d[1,4)benzoxazin-9-yl]-2,5-dimethyl-, 1,1-
dimethylethyl ester, (2558)-

+ Key Physical Properties

L) 5. 1654732-77-0 2

methyl-4-[(14)-1,2,3,5-tetrahydro-1-methyl-2-
oxo[1,2,4]triazino3,4-q[1,4]banzoxazin-9-yl]-, 1,
1-dimethylethyl ester

+ Key Physical Properties

L 6. 1654732-76-9 2

[1,2,41Triazino[ 3,4 ][1,4]benzoxazin-2{ 1 4)-one,
9-[(1,3-dimethyl-3-pymrolidiny Jrmethylamino]-8-(2-
fluorophenyl)-3,5-dihydro-1-methyl-

v Key Physical Properties

7. 1654728-88-7 4

tetrahydro-1-methyl-2-oxo[ 1,2, 41triazino[3,4-[1,
4]benzoxazin-9-yl)Jamino]-3-methyl-, 1,1-
dimethylethyl ester, (3R8)-

+ Key Physical Properties

L 8 1654728-63-8 2

B & B & B & B &
1 L |
" SN | I e DN i I
CRY g T | S B
: E 10

Absolute stereochemistry. Absolute sterenchemistry. )

Double bond geometry as shown. Absolute stereochemistry.
C,; Hyz BrN: O Cyp Hy7 N O
21 "T1B 5 -4 CMHnﬂsos 20 727 Y5 M4 CﬂHngjudoq

1-Pyrrolidinecarboxylic acid, 3-[(8-bromo-1,2,3,5-
tetrahydro-1-methyl-2-oxo[ 1,2, 41triazino[3,4-c][1,4]
benzoxazin-9-ylJamina]-3-methyl-, 1,1-
dimeathylathyl ester, (3.5)-

+ Key Physical Properties

L 9. 1654725-00-4 2

L

1-Azetidinecarbowylic add, 3-[[8-[(15)-2-
ethoxyethenyl]-1,2,3,5-tetrahydro-1-methyl-2-
oxo[1,2,4]triazing[3,4-d[1,4]banzoxazin-9-yl]
amina]-3-methyl-, 1,1-dimethylethyl ester

+ Key Physical Properties

10, 1632329-18-0 &

L

1-Pyrrolidinecarboxylic acid, 3-[[(1/-1,2,3,5-
tetrahydro-1-methyl-2-omo( 1,2, 4]triazino[3,4-c[1,
4]benzoxazin-9-yl]Jamina]-, 1, 1-dimethylethyl ester

» Key Physical Properties

11, 1632329-17-9 &

I

1-Azetidinecarboxylic add, 3-methyl-3-[1-[(1/)-1,
2,3,5-tetrahydro-1-methyl-2-0xo-8-
(trifluoromethyl)[1,2,4]triazino[3,4-A1,4]
benzoxazin-9-yllethyll-, 1,1-dimethylethyl ester

+ Key Physical Properties

12, 1632329-16-8 <

B &

it e 45 R AH I 4 5t

= SCIFINDER

ACS / Proprietary and Confidential / Do Not Distribute

45




Tt EYIa s

Analyze  Refine

Refine by; @

® Chemical Structure

@it

2 Isotppe-Containing
0 Metal-Containing

0 Commercial Availabi
O Property Availability
O Property Value

O Reference Availabilit
O Atom Attachment

Structure Editor:

Jawva Non-Java

2301

Click image to dhange
structure or view detail.

Search type: Substruci

0 25. 1613721-93-9 2

L 26. 1613721-90-6 2

27, 1613721-87-1 2

0 28. 1613721-85-9 2

S B b =B S S
. v.',]__::::] | |
WA AT L
N B Absalute stereachemistry.
Absolute stereachemistry.,Rotation (-). Absolute stereochemistry. Rotation {-). Absolute stersochemistry. C,, Hys N, O,

€y HyoBrN; 0,

[1,2,41Triazino[3,4-c][1,4]benzoxazin-2(14)-one, 9-

broma-3,5-dihydro-1-methyl-, (18)-
» Key Physical Properties

[ 29. 1613721-72-4 2

Cyy Hyg BrN; O,
[1,2,4]Triazino[3,4-¢][1,4]benzoxazin-2(14)-one,
8-bromo-3,3-dihydro-1-methyl-, (148)-

» Key Physical Properties

O 30. 1613721-60-9 2

C;; HpBN; O
[1,2,41Trizzino[3,4-c][1,4]benzoxazin-2(14)-0ns,
3,5-dihydro-1-methyl-8-(4,4,5,5-tetramethyl-1,3,2-
dioxaborolan-2-yl)-, (1/)-

+ Key Physical Properties

31, 1613721-49-5 2

1-Piperdinecarboxylic acid, 4-[{1/)-1,2,3,5-
tetrahydro-1-methyl-2-oxo[ 1,2,4]trizzine[3,4-[ 1,
4]benzoxazin-9-yl]-, 1,1-dimethylethyl estar

+ Key Physical Properties

0 32, 1613721-44-0 2

2B & ok Y =B & B &
' . 1 »
- ]; [ Q
.. |
f\:] ' Absolute stereochemistry.
Cyy Hig N, O Absolute stersochemistry. Cy; Hyy N, Oy
L e . Cyy Hyy Br N5 O 1-Piperdinecarboxylic acid, 3-methyl-4-[(14)-1,2,3,
[1,2,4]Trizzino[3,4-dl[1,4]berzoxazin-2(14-0n2, 3, (7% Mrizzino3'a-d[1 dlbenzosazin2(14-0n2,  Cyp Hya F N3 O, S-tetrahydro-1-methyl-2-oxo[1,2,4]triazino[3,4-¢]

5-dihydro-1-methyl-9-nitro-
+ Key Physical Properties

33, 1613721-38-2 2

9-bromo-3,5-dihydro-1-methyl-
» Key Physical Properties

34, 1613721-34-8 2

[1,2,41Trizzino[3,4-c][1,4]benzoxazin-2(14)-0ns,
&-(2-fluorophenyl)-3,5-dibydro-1-methyl-, (1A)-

+ Key Physical Properties

35 1613721-25-7 2

[1,4]benzoxazin-S-yl]-, 1,1-dimethylethyl aster,
(3545)-

» Key Physical Properties

0 36, 1613721-09-7 2

-8 4 B & R R
1 L | 1
I . I Wl T . T
@ f O LT sl
. . Y
Absoluts stareochemistry, Coy Hoa Na 0, Absolute stereachemistry. Absolute stereochemisiry.
C3 Hyp N, Oy 1-Pyrrolidinecarboxylic acid, 3—n'|et|_1y| 73-[(1,2,3,5- if:2 Hys N5 O, )

S |, (s soLUTION

ACS / Proprietary and Confidential / Do Not Distribute

46




L =L =Y DA 5 )

git

Grnt.lpl:ry: Sort by: [ Accession Number v "'
O | = | 0 of8 reactions Select=d
[ 1. View Reaction Detail @ Link

4 Steps Hover over any structure for mare opiions.

H
NH;
+ ,ﬁ\/u
cl
Y
NGy
~110 k’

o]

[Step 2.2]

~103 k’

Display Options

=&

b Overview
v Experimental Procedure

* MeTHoDSNow ™

Procedure

mmal ) in acetonitrile { 1.50 L ) at 0 °C.
2. Heat the reaction mixtura at 80 °C for 1 h.
View more...

Available Experimental Data
*H MMR, R, State

View with MethodsMow

1. Add 2-chloroacetyl chloride { 3.6 mL, 1110 mmal } dropwiss te a solution of 2-amino-4-nitrophenol { 114.0 g, 740 mmal ) , KCO, [ 306.2 g, 2220 mmel ) and tetrabutyl ammonium bromide ( 23.8 g, 74

=

ACS / Proprietary and Confidential / Do Not Distribute

SCIFINDER’

ACAS SOLUTION




I EY)E S EIRLT

Fr N3 S BAT IO & R Lo b, PR IR Z A IR ) S ML

T )
N
"o G//“\V/ ND
0 Er
D/’

o S FINDER
S

ACS / Proprietary and Confidential / Do Not Distribute

48



A NH,
HO o

/\/N__ e
HO 0

CHO
— ®
<== SCIFINDER
S |, s soLUTION
ACS / Proprietary and Confidential / Do Not Distribute



LAY A RIS

N1

& Structure Editor

g0

Atom  Short

Fracmo alw a
Drawing Editor:
¢§ Click a reaction participant. A list of roles appears.
i o
VaR Al Glick  reaction role and cick OK. D structurs
(®) Reaction
a
(0 Markush

£4

*
v

7!
&

£ ¢
1|¢ o s2 DE .o X

e 3

L]

PRI
Bl

Primary Amine
reactant

Phenol

non-reacting

Amide
product

Aldehyde

Get | Retrieve references for selected reactions. |
References

|-

0 of 1538 Reactions Selectad

Ll 1. View Reaction Detail @® Link

Aldehyde

O

o

C H
‘;‘=

0o

all

5 Steps Hover over any structure for more options.

Formula is not available

WYY

~157 b>

Group by: [No Grouping ¥ | Sort by: [ Accession Number V|

i

NN o T

(o] (o]
~8E bb
[Step 2.1]

Y

-1 Send to
i SciPlanner

Display Options

4 4 Page: of31 > M

=

[Step 5.1]

-os &Y

OH



L AAmIELRT

Analyze Refine

Refine by: @

®! Reaction Structure

). e WL

- Product Yiel
! Mumber of 5
! Reaction Cla

! Excluding Re
Classification
! Mon-particips
functional gr

Structure Editor

. Get
= References

% Tools +

Group by: | Mo Grouping

v | Sort by: | Accession Number

MR 4

-

0 of B55 Reactions Selected

1. View Reaction Detail @® Link

22 Steps (Converging) Hover over any structure for more gptions.

-1 Send to
E SciPlanner

Display Options

M 4 Pag=: ofla b M

Java M H
0 Er
OH + MIN + X0 + )\
Carboxy Ef,ffte ~53 b>
O, N ey
121 BY 108 &%
Click image to char
structure or view d
Search type: Su £ CHs
+ + - g Cry —— +
Cl i&s
Refi s
efine S
.53 &Y
A,
N &
TN + TS c — T _TITT
w e JUITNTINDEK
S ;s SOLUTION

ACS / Proprietary and Confidential / Do Not Distribute

51



AT ey

Analyze Refine

0 & D fl s ra N
y5i i A 1P Vi
Refine by: @

'~ Reaction Structure

- Product Yield Get &E . - Sendto
ORY her of St References ﬁTools *_ SciPlanner
= Number o ep
Group by: |Nc> Grouping ¥ | Sort by: | Accession Numbsr A | 1‘ Display Options

! Reaction Classif]

' Excluding Reac
Classification [ 1. View Reaction Detail ® Link

[ -

0 of 66 Reactions Selected

' Mon-participating 2 Steps Hover over any structure for more options.

functional groug @5% /f’kt ﬁ” j"j;ﬁ E§2 ’

MWumber of Steps: /ﬁ\
0 n YR f oy
Ewamples:1, 7 -3 1 - + \ Oﬂ/[i\ —_— p A
0 N = 0 A Lo
= , U A
Refine @/\0 oy ' Y
~22 ‘»
b Overview

) 2. View Reaction Detail ® Link

2 Steps Hover over any structure for more gptions.

CH,
e

M dqpage: [1 Jof2 p M

R R




L AMARIELRT

& structure Editor

R ESTEEY I
Y. (@) Click bonds o be formed or broken uring the reaction.

aom short
»

RN

—_ N
\ T
< o]
¢ 5 resctant °
product
@ 9
—_ -
AB

13k R e P B AL A 77 ) e

C:HO, . CHNO

Get ]
References ﬁ'Tools M
Group by Mo Grouping v Sort by [ramee ] %

-

- 0 of 59 Reactions Selected
Il 1. View Reaction Detail @® Link Ji Similar Reactions

Single Step Hover over any structure for more gptions.
CH;
O/

o
o &

+ Overview

) 2. View Reaction Detail ® Link

2 Steps Hover over any structure for more gptions.

aanad

oH
N N
~120 b

cH
-~ 2
CHy i,

o

7 Send to
Send selected records to SciPlanner. |

Display Options

M dPage [1 Jofz p M

OH
NH/\/




A= T ey

N2

& Structure Editor

»
-

) 1. View Reaction Detail @® Link A Similar Reactions

M® WO ikmrHe Q =] @
R . Drawing Editor:
/ i @ Click a ring system to block it from further ring fusion. Click a chain to block it from ring formation. @ stuctre
Atom  short N (® Reaction
s () Markush
X . =R .
L <
N
-
e E N > —— NH,
N
[l product
L__I* Q resctant
‘OSL | k Get FE Send to
S Tools ~ ;
¢‘ References ﬁ, o SciPlanner
21
[
Group by: | Mo Grouping ¥ | Sort by: | Relevance v | % Display Options
. = Phenol Ald:
o rescting nene| |1 ¥ 00f 105 Reactions Selected Mdrage: [ Jof3 b M
s
1=
)

x>

4

Aldehyde

0

Formula is not available

Single Step Hover over any structure for more options.

¥ Overview

Il 2. View Reaction Detail ®® Link J} Similar Reactions

Single Step Hover over any structure for more gptions.

M SN o
NYO : H\{
oH

1%

7 o




£l b))

For g B
NGRS AIChz,

- A /EBro |

— FHMCbz AT ML, 1A

XE PR 3«
U] SRR R, 2 CIA?
Chz AN B L T7 15

ACS / Proprietary and Confidential / Do Not

E R A

::i SC FINDER

Distribute

55



£l b))

Bl CREY=1- S L YL LA

Click bends to be formed or breken during the
reaction.

[T

m JlcHoOSsSNPCEB F I

- = -y ==
(j g oo (" h

Get reactions
where the
structore (s)

are:

Variable
only at the
specified
positians

Substructures
of more
complex

structures

Formula not available

=

ACS / Proprietary and Confidential / Do Not Distribute

SCIFINDER

ACAS SOLUTION

56




£l b))

[] 32. 1 Hits in this Reference M Similar Reactions
Single Step Hover over any structure for more oplions.

Er
Ea Q;\-\._ - FL '--'--l
“*|-:.";" u H‘TE T | H
q 1-,‘_\‘\-L IT.
= fll\ il i) .
hi § a a H =
| —
87%
F Ovenview

» Experimental Procedure

[[] 33. 1 Hits in this Reference M Similar Reactions
Single Step Hover over any structure for more gptions.

FAERAN VB EL ) 45 R AR

EX
H IH 4
"'IN\H/ prh
o

&
&

F Owverview

* Experimental Procedure

S/ CAS SOLUTION
ACS / Proprietary and Confidential / Do Not Distribute 57



£l b))

[[] 36. 1 Hits in this Reference & Similar Reactions
Single Step Hover over any structure for more options,

N/ WHz
\"—NT T

MH— & o CH:;— Fh

b Overview

» Experimental Procedure

FAERER 5 ChzA
(E— NG5 B N

ey 2 kR

[[] 38. 1 Hits in this Reference & Similar Reactions
Single Step Hover over any structure for more options.

o I
I e, -ﬁ:: . . o ).-"' L e
}..___‘ - CHy + | | q o e Ha
@ A= Cl_C_O_CH:_Ph
QO ¥
I=C
=0
95%

b Overview




£l b))

&” Structure Editor

==

T EROmxBPRiA~CRE 2
/ l:;?_) Draw or change atoms or bonds. Shortcut Keys

SLEEs
X, R,
[]1 @
1-4 [+ ]
~ &
nie
LS
N
@ @

4

=

+

.
|r.”t '\l
A
P

g D==-

B0 oo™

P Cl Br F | Si

- ] g :::_:H}

Scale|125]

Drawing Editor:
@ Structure
(7) Reaction

() Markush

Get substances
that match
your guery
using:

() Fxact search

@ Substructure

search

= Similarity
" zearch

Formula not awailable

»

KRR SN
RSN v )3
N IR

<2== SCIFINDER’
v A CAS SOLUTION

ACS / Proprietary and Confidential / Do Not Distribute

59



£ by
EUBSTAHCES: CHEMICAL STRUCTURE @ |

Characteristics [¥]  Single component
Structure Editor: [l commercially available
Java Non-Java Search Type: [l Included in references
Exact Structure
@ S_”b_sm_‘cmre Classes [ alloys
(=" Similarity [Tl Coordination compounds
& [l Incompletely defined
[C] shaw precision analysis O Mixtures
O] Polymers
Organics, and others not listed
Elgi;: icr|1;;:|agi|9: to change structure or @ ChemDraw’
Launch a SciFinder substance or Studies [ Analytical
Impart CXF More [Tl Biological
[ Preparation
m Reactant or reagent
2 Advanced Search  [C] Always Show N .
i 22 78 N H— 4y M B4

Js A k) A 8 ) A

=== SCIFINDER
v A CAS SOLUTION

ACS / Proprietary and Confidential / Do Not Distribute



£l b))

Explore v

SUBSTANCES @

O SciFinder

Saved Searches v

SciPlanner

Get Get Get Commercial
References Reactions x\>Sm|mﬁ

ﬁ'l'mls -

Analyze Refine Sortby: CAS Registry Mumber - ;

T | 00f 4727 Substances Selected

Chermical Structure substructure with limicers > substances (4727) > get reactions (77364) > refine "1 step” (5909) = refine "substructure” (414)

Save Print Export

‘EI Create Keep Me -1 Send to
Posted Alert —L SciPlanner
Display Options
M 4 Page: 1 of 318 p P

Analyze by: @
Substance Role v 1. 1687759-75-6 2. 1687759-73-4
Reactant or Reagent 4727 | .. [ < B
e ——
Preparation 4348 D/E\ ‘i“s /ﬁ\ TH;
e — . |
= s
Prophetic in Patents 556 O/\ O\ | NW o | H
|
" = D\ y N
Biclogical Study 512 " H
H Br HI Br
|
Properties 75
IL 1
Cys Hyg BEN, O €0 H, BE N, O,
Process 26 1-Piperidinecarboxylic acid, 4-[[4-[(3-bromophenyl}aminal-7-methoxy-6-quinazolinyllaminal-, 1$ze?dinec;rboxylic acid, 3-{[4-[(3-bromopheny]
i ] '
phenylmethyl ester henylmethyl ester i
Combinatorial Study 13 preny v Get Reactions @
[ 1
.— =
Analytical Study 2 3. 1687758-88-8 Q 4. 1687758-80-0 % Retrieve reactions for:
I 1 ; ;
Formation, -+ B - B @ All substances
Nonpreparative 2| Ci | Selected substances
Limit results by reaction role:
—pya =

Eo

/H
T

A)

AT ATRER SN, TR
X LW AR N S LA Jse

ACS / Proprietary and Confidential / Do Not Distribute

() Product

Reactant

) Reagent

) Reactant or reagent
() Catalyst

) Solvent

) Any role

(Get|| Cancel |
61



£l b))

O SciFinder'

Explore Saved Searches - SciPlanner Save Print Export

Preferences | SdFinder Help + m

Chemical Structure substructure with limiters > substances (4727) > get reactions (77364) > refine "1 step” (5909) > refine "substructure” (414}

REACTIONS @ Get ¢ Tools ~ -1 Send to

References -t SciPlanner
Analyze Refine Group by: Mo Grouping + Sortby: | Accession Number - | ; Display Options
T | 0 of 77364 Reactions Selected 4 4 Page: 1 of 1543 p M

sample Analysis: @
Reagent

1. View Reaction Detail @@ Link ji Similar Reactions

4

I
3
W
ury
=]
w
=}
=1

single Step Hover over any structure for more options.

m [

Z |3
I

| I

w

%

N

A
=]
=1
[t ]
=]

K,CO, £

&
~
(=]
=]
58

jun]
=
=
=
u
=
A
=
=~
=
w

NaHCO, >

W
@
=)
[s]
=

P Overview

ACOK z

&
(53]
puil
~
=]

2. View Reaction Detail ® Link 4 Similar Reactions

VH
$a
@
=]
@

F,CCO.H = Single Step Hover over any structure for more options.

H

EtN=C=N(CH_);NMe,

O 1 A R 2,

a2t A IR I 2 <= SCIFINDER

ACS / Proprietary and Confidential / Do Not Distribute 62




£ by

Analyze Refine

Refine by: @

Reaction Structure
Product Yield

Mumber of Steps
Reaction Classification

Excluding Reaction
Classification

' Mon-participating
functional groups

|:_:| I: :I I::":I I: :I |: :I

Mumber of Steps:
1
Examples: 1, -3 7- -3

Refine

SE PR E I BB
NN

O~ | 0 of 5908 Reactions Selected

| 1. View Reaction Detail ® Link A Similar Reactions

Single Step Hover over any structure for mere options.

Wed

b Owerview

| 2. View Reaction Detail @® Link A Similar Reactions

Single Step Hover over any structure for more options.

A

|

F Overview

(o)

50 &®

] 3. View Reaction Detail @@ Link i Similar Reactions

Single Step Hover over any structure for more options.

,LJ#J,@

Mg

L

- &Y

| Click to view detail

- QDJ\“\@

ACS / Proprietary and Confidential / Do Not Distribute

S |, 5 s0LUTION

63




e paXin

Analyze Refine

Refine by: @
@ Reaction Structure

@ Product Yield

) Number of Steps
! Reaction Classification

© Excluding Reaction
Classification

©) Non-participating
functional groups

Structure Editor:

Java Non-Java

Click image to change
structure or view detail,
Search type: Substructure

NMERNOmxBRA~CREF

Click bonds to be formed or broken during the
i :
reaction.

»
e » Ry
Q [ Repemmmmees BT
] N 14 'f
= ‘\ .l"
@ “\ I !

1Y

(o "
reactant

La %

b
@

Ly

4 LLiJ

Get reactions
where the
structure (s)
are!

Variable
= only at the
" specified

positions

Substructures
of more

@
S " complex

4 structures

O S N P Cl Br F

= il =5

a il

o

I Si Scal e\&l:ji —
i | @& |

autll

Formula mot awailable

ACS / Proprietary and Confidential / Do Not Distribute

PN G R TE 2 BT RE X

= SCIFINDER

64



£l b))

D ¥ | 0 of 414 Reactions Selected
[C] 1. view Reaction Detail @® Link 3 Similar Reactions

Single Step Hover over any structure for more gplions,

EHH/H\/\/\ Be — QM”,%
|\{?/£\H .;rf\@ \E{ H

F Owverview

| 7. View Reaction Detail @® Link A Similar Reactions

ke AT EE R S B4 AR

Single Step Hover over any structure for more options.,

HN

fo

Br 'ﬁ

M OH
o

F Owverview

ACS / Proprietary and Confidential / Do Not Distribute 65



SciFinderE

= PR

= NSRS,
= (ZIEFOFRR,
= NEERE,

Rt 2R S

FlfrEErTaEZk, FARKITERESR

YN EN
Zallu

ACS / Proprietary and Confidential / Do Not Distribute

. SCIFINDER

66



e

e SciFinderPFHIR NIEER
o RRNISEREEEDHT
o RMNISER ENZRS

<2== SCIFINDER’
v A CAS SOLUTION

ACS / Proprietary and Confidential / Do Not Distribute



FHERS

SANEICARS

2. K R ARFF G| WA B NJER 71 B0 _E (R R AN

ML EY
&

ACS / Proprietary and Confidential / Do Not Distribute

i F4) S5 8L 2

=== SCIFINDER’
Sy

ACAS SOLUTION

68



Ak
N

MF IR AR
010-62508026

china@acs-i.org

o]

—_— ®
~— SCI FI N DER
S
ACS / Proprietary and Confidential / Do Not Distribute



