IE|
for excerption process



Tekywaa sepcus iEl — 3.83.418.0

YcTaHoBKa:

a)MarvinSketchJChem_ NET_API_18.8.0.exe

Copy license file license.cxl to C:\Users\<user>\chemaxon.

Copy AttachDataDialog.xml to the folder C:\Users\<user>\chemaxon
Copy file customization.xml into C:\Users\<user>\chemaxon\18.8.0

6) iEl.Setup.msi
Ha paboyem cTtone nosiBUTCS MKOHKAa E

Paboune dannbl nporpammel iEl — Bceraa apxmBbl C paclUMpeHneEM .zip
NexopHbin dpann us_2021 10926246 _b2.rdm.001.zip

nocrne obpabotku nporpammont us_ 2021 10926246 b2.iei.002.internal.zip u
us 2021 10926246 b2.iei.002.zip



Hadano paboTtbl.BBeaeHne nnyHoro 1 rpynnoBoro Kkoga

@ iEl - version 3.80.410.0. © Elsevier, 2011-2019
File Edit View Excerption Checks | Extras | Window Help

/ StartPage X | wo_2021_20210045. Statistics L
= 60 - Compound Count Ctrl+Shift=C |
©
M e H I'O - EXt ra S < 30 '{ I Excerptor's abbreviation...
: 40 -‘ Subcontractor data...
= LR H - | Export RMC data to Excel
o 20 .
@ Excerptor's abbreviation X

Please, enter you personal 3-character identifier here O6saszarencHo V

@ Supplier X

Please, enter contractor's 1- to 3-character identifier

O6s3aTtensHo VVV (e inaciiia s nibnbers GolvE here (use characters and numbers only):
i | M
| Canee [ I Ok | Cancel l | Ok |
[laTeHTbI

) Excerptor's abbreviation X f © Supplier X
Please, enter you personal 3-character identifier here i Please, enter contractor’s 1- to 3-character identifier |
(use characters and numbers only): | here (use characters and numbers only): ~
NioBon TpexaHayHbIN [abd | § OBssaTtentHo | [k, | B
nickname i SPb c
t =

l Cancel I I Ok I | Cancel I I Ok |
i =




@ iEl - version 3.80.410.0. © Elsevier, 2011-2019

mnopT gpanna.

File | Edit View Excerption Checks Extras Window Hely

| Import...

Save AutoRecovery info
Export for Final Delivery...
Export for Internal Delivery...
Batch Processing

Print whole Reading Pane

Print...

Exit

jnteda

File Edit View Excerption Checks Extras Win
Start Page X

1 1EI
intuitive Excerption |

Recent

‘ @ ep2021 3782995 a1.rdm.001

@ w02021.2021004547_a1.rdm.001 (1)
@ ep2021_3783005_a1.rdm.001

@ us2021_10926246 b2.rdm.001

@ wo2021.2021029893 at.rdm.001
@ w02021.2021028678 a1.rdm.001

@ wo2021.2021030306_a1.rdm.001

Ncnonb3ynte komaHay
Import

OOHOBPEMEHHO MOXHO OTKPbITb He Gonee 2

Start page

doannos

cekuua Recent: cogepxatcs CCbINKn Ha
HeaaBHWEe paboTbl B XPOHONOMMYEeCKOM
nopsiake (camu pansbl HAXOAATCSA B Nanke
...My Documents\My iEl).



OkKHO nporpamMmmbl N HEKOTOpPbIE 0603Ha4YeHus

@ iEl - version 3.80.410.0. © Elsevier, 2011-2019
File Edit View Excerption Checks Extras Window Help
Start Page X }/ wo_2021.20210045. X | ep_2021.3782995_.. x

=
svaporatad to dryness b cbiin 2 erude 1-3, LC-MS:210.1 M+ H™.
Step three:

(0040)
13 (10 ) was dissolved in THF (10 ml) and 2dd2d with TEA @ o) b react 2t 80 °C ovemisht. TLC showad
that ths reaction was complste. The reaction mixtues was quenched with water, 3nd axractsd with sty acstats. The
organic phase was driad over anhydrous sodmmsulfate. fltered and rotary evaporated to drynass to cbtaina crude,

whichis pusifiad by colmn chromabzmaphy to give a fzht yellow lquid (14, 700 re). LC-MS: 178.1 [M-H]™
Step four:

(041)

o 14 (300 me) s ol inasidcons THF (10ail) 2né added wib iomabniwmiéciie (3023 toreact
2680 °C for 2 TLC showsd compiste. Th was quenched with vater and
iracted vith syt acste. The organe hase as dsied over e sodiom st Saed and oty
evaporated to dryness b cbizin a cruds, whichi ight yellow quid (-
5,230 7).

Readiﬁ'@ﬁ"ioane

A salstion o {FEFTITSRTN(1.1 2q.) in dichloromethane was addad dropwiss to a solbtion of 15 (230 me)
20 tristhylamine (1.5 2q.) in dichloromethans under an ke bath to reactat 0 °C for 1h TLC stowad tat the
reactionwas complate. The r2action mixture was added wih a sabrated sodium bicatb onate sclution and exiracted
withdichloromethane, The orgaric plase was érizd over ariydrots sodium sulate, Sltersd 2nd rotary evaporatsd to
dsymess to give 2 crude, which was purified by cobmn chromatograghty to obtaina coloriess ol (AN-1, 390 mre).
LC-MS: 2841 M=HJ.

(042

Example 2 Synthesis of amide AN-2:

0 S)é
7 Step one i )(L Slep lwo B &
T J 7 N_/ ' Nj

H H !

(0043)
§.0%

~0

N TNH 3 X

24 22 23

N
- jad
stepthnos (7! Stepfour N
s Lt
N =
! N
!

24 AN2

Step one:

‘# Manually entered
E Pre-excerpted

E‘DE £642: Pd/C

Target Pane
@0 |-p_378299531

Compounds 2 | ’W!GI U‘

v EZRIDE #396: triethylamine, E3N, NE3, TEA
» [Five #397: HaTU

» [five #399: svv-goe1

b EIDE #407: potassium carbonate

» [ioe =408: svv-80ss

» [lfive #416: svv-8095

» [lioe #422: svv-8096

; ﬂIDEMSB: methylurea

[ BIDE #454: cesium carbonate

» [ive #455: trs(dibenzyjlideneacetone)dipa
» [ioe #456: Svv-8106

! ﬂms #505; triphenylphosphine

» [Glive #597: diisopropyl azodicarboxylate

! ﬂlos:m: SYY-B110

» [GIDE #603: 45-bis(diphenylphosphinc)-9¢
» [ioe #604: svv-g112

ﬂlDE 2650; SYY-B144

v [ljive #667: svv-8150

» [lioe #673: svv-g154

! ﬂlos #676: SYY-B155

» [ioe #679: svv-8156
g 1DE #680: |
{5 IDE #681: bromoacetyl bromide
FihIDE #682: 5% Pd/C, 5% Pd-C
{2 IDE #683: Pd, Pd black, palladium
g IDE #684: C, carbon

tion tree

istone acetyltransferase (hat) inhibitor and use thereof

Comp d Identification (IDE) #681

v R
Working name:

A - Compound |B - Corr

Structure:

Br

Br

Main name:

bromoacetyl bromide

- Compound | C2 - Compound

AssAY [TaRGeT| B1om | meas | pu [meTa.| oe |

Label:

- X
Rx‘NMR‘MSlCDL[MPllR UV‘

Q| Tab

=]

Markush

[[] Prophetic compound

Location:

Part of Markush:

& |

Molecular formula:

C2H28Br20

Working pane

Synonym(s):

Modification:

Macroscopic type:

Beilstein Source:

@ Comments

(

® References

[ A-compound

[ B-compound

Pre-excerpted changed *éz C1-compound

[ﬁ C2-compound

f$ Prophetic compound

!

Markush compound



C_omgunds =

b

b

;

> &IDE #68: EXAMPLE 50
> E‘IDE #69: EXAMPLE 51

3 &IDE #72: EXAMPLE 54
> &IDE #73: EXAMPLE 55

[ IDE #76: EXAMPLE 58
. [ IDE #77: EXAMPLE 59

. fhIDE #80: EXAMPLE 62
. [ IDE #81: EXAMPLE 63

> &IDE #83: EXAMPLE 65
] &IDE #84: EXAMPLE 66
> & IDE #85: EXAMPLE 67

» [ghIDE #89: 1-methyl-1H-pyre

- g IDE #91: HOBT, 1-hydroxyl
] mlDE #92: EDCI, 1-ethyl-3-(:
. GRIDE #93: 702

| wo__2021004547 _a1, heterocyclic compounds as inhibitors of hpk1

Bknagkun n Buabl

=
&IDE #65: EXAMPLE 47
&IDE #66: EXAMPLE 48
&IDE #67: EXAMPLE 49

[F e £
=

&IDE #70: EXAMPLE 52
E‘lDE #71: EXAMPLE 53

ﬁIDE #74: EXAMPLE 56
EiIDE #75: EXAMPLE 57

& IDE #78: EXAMPLE 60
&IDE #79: EXAMPLE 61

{3 IDE #82: EXAMPLE 64

3 IDE #86: EXAMPLE 68
{3 IDE #87: EXAMPLE 69
i IDE £88: 70.1

{3 IDE #90: (E)-4-methoxy-4-

L R[E[A[T[B[M[P.]M
N

- Compound Identification (IDE) #96

RO
Working name: Label:
| | [ExampLe 70 ]
A - Compound | B - Compound | C1 - Compound | C2 - Compound | Markush
72 =)
Structure: m

Main name:

o

.«!

[] Prophetic compound
Location:

| 3

Part of Markush:

) IDE #1: Formula |

Molecular formula:

|C23H21N702

1
’ N " -(8-amino-6-(4-methylpyridin-3-yl)isoquinolin-3-yl)-N4-(1-methyl-1H-pyrazol-4-yl)fumaramide

Synonym(s):

[

Modification:

l

| v"

Macroscopic type:

vlll
]

Beilstein Source:

@ References

[ Referenced in following compounds:




MeHto Options

Linked data
2} Options X
| Linked Data
Compounds
Reactions

Metabolizations

Hint: Please turn on if you want to display the linked data by default.

Online Update L] Select Al =
Save Compound Identification (IDE)
Assigned facts [ | Metabolizations
Reactions [] Measurements
[ ] Biomaterials [ | Pharma tables
[ Assays
Bioassay (ASSAY) il
[ ] Pharma tables
Target (TARGET)
(] Assays =)
| Ok | I Cancel I | To Default

1.  Otkpoute Edit->Options->Linked data

Reactions

2. PekomeHayeTcs noctaBuTb ranoykun Ha Assigned facts and




MeHto Options

{2} Options x

Linked Data Com pounds

Reactions
Metabolizations [] Show Compound Tooltip
Online Update
Save

Hint: Please turn on if you want to display the compound tooltip
by default.

Structure:
[] Prophetic comp:
Ok C x
Location:
X .’__4 Part of Markush:
> L) IDE #1: Formula|
‘ = SN "'\))‘\m)\/‘
H
" ‘ At

Edit->Options->Compounds and
Edit->Options->Reactions MoxHo ...
BKITIOUYNTL/OTKITIOYUTL BCMSIbIBAKOLLIME OKHA

l(1-(cyclopro

CTPYKTYP W peaKkLui




HacTponka BpemMeHn aBTOCOXpPaHEHUS

{2 Options > <

Linked Data Save

Compounds

Reactions i i g

Metabobsations Save AutoRecovery information every| 20 [ minutes

Online Update :

£ Hint: Please set the frequency you want the data to be saved. iEl
will save your document automatically with this frequency to
prevent losing information.
(min = 1 minute, max = 20 minutes)
[_] Stop auto saving AutoRecovery information when more than
500 compounds are excerpted.
Hint: if you stop auto saving, please make sure to save manually
from time to time to prevent yourself from losing data.
, Ok Cancel l , To Default

OtkponTte Edit->Options->Save
BbibepuTe Bpemsi aBTOCOXpaHEHUS

[aHHble ByayT COXpaHATLCS Yepes BbIOpaHHbIN
NPOMEXYTOK BpeMeHU. Ha 6onbluom avne
4YacToe COXpaHeHMEe MOXET TOPMO3UTb PaboTy.




Online update

{2} Options X
s bioliad Online Update
Compounds
Reactions Path: ftp://ieiftps.reaxys.com//exchangeiei
Metabolizations
Online Update User name: | exchangeieiro
Save
Password: scsscccccece

I Ok Cancel l I To Default

Edit->Options->Online update
Hunyero He MeHATb B HAacTponKax 3TOW BKIaaKu

ABTOMaATMYECKNN angenT npu 3anycke nporpamMmmel

> L =

Ecnu He 3akpbiBanu nporpammy CyTKWU, NOMPOCUT
coenartb angenT nepeq ovHanbHbIM 3KCNOPTOM.
Haxatb Update now and OK

10



Tunbl BewecTB. Peakunn. Macku.

Compound Identification (IDE) #685
;A

Working name: Label:

A - Compound | B - Compound | C1 - Compound | C2 - Compound | Markush

Structure: ,
[ ] Prophetic compound
X :
Location:
Part of Markush:
no structure
Molecular formula:
Main name:
’ QunAanumlicl:

» icnonb3ynte BKNagku ansa sbibopa Tvna BellecTBa

» Mlcnonb3ynuTe MKOHKY KOHTEMHepa  Onsa goctyna B Compound
Containers

11




® Compound Containers

Excerpted Compounds | 3D | aminoacid.iei006 | iElreagent.iei009 | ReagCat

Compound Containers

RMC | User's templates | Markush te E”E]

X

Find compound

i

2
N

IDE #1: pyridine

IDE #2: triethylamine, Et3N, NEt3, TEA

H

o

IDE #3: hydrogen, H2

2 K O\(O

(o)

IDE #4: K2CO3, potassium carbonate

H,0

IDE #5: H20, water

no structure

IDE #6: NaH, sodium hydride

=)

E |

ReagCat, 3D, RMC —
KOHTenHepbl dnNb3neupa,
Gepem coeaNHEeHUsI N HUYEro
HE MEHSIEM.

MoxHo fobaBnaTb cBOU
KOHTEWHEpPbI.

UToObl KOHTENHEP
oToOpakancs Hago NONOXUTb
doann KoHTenHepa Ha
c:\Users\<User
name>\AppData\Roaming\iEN\C
ompoundContainers\3.83.418.0

12



[MpoBepkun (Checks)

sevier, 2011-2019
i | Checks | Extras Window Help
2 Native Check Ctrl+)

o=
bad Orphaned Compounds Ctrl+U
Registration Check Ctrl+K
Frequently Mentioned Organic Compounds
External Checks
g Combined Check Ctrl+M iy 1
= ) o theth
gh Duplicated Structures Ctrl+D itog

mnfied hveoahwmn chromamnemnhe to s 3 ight willow hand (14 700 o) TCNS- 1781

» Bce obsasarenbHble npoBepkn obbeanHeHbl B Combined
Check

*KpacHble owmnbku (error) OrmKHbl BbITb UCMpaBneHbl,
XenTtble (warning) — NnpoBepeHbl Ha npeaMeT
HeobXoaMMbIX NSMEHEHU

« lybnukatbl CTPYKTYp YyOOOHO NpoBepAThb Yepes
Duplicated structures check




CoxpaHeHue caenaHHON paboThbl

File Edit View Excerption Checks Extras Win

Start Page X

“& iEl
v %q |
AR, 31 W3

intuitive Excerption |

Recent
Q ¢p2021.3782995_a1.1dm.001
© wo2021_2021004547_a1.,am.001 (1)

@ 202021_3783005_a1.rdm.001

T@ iEl - version 3.80.410.0. © Elsevier, 2011-2019
, File | Edit View Excerption Checks Extras Wir

Import... Ctrl+
Save AutoRecovery info Ctrl+Alt+S

Export for Final Delivery...

Export for Internal Delivery...

Batch Processing

t”  Print whole Reading Pane
Print... Ctrl+P
Exit Alt=F4

€ imgf000006_0001 tif 1,347
€ imf000006_0002 tif 2,463
3¢ imgf000008_0001 tif 9,089
¢ imgf000008_0002 tif 9,907
3¢ imgf000013_0001 tif 16,687
€ imf000020_0001 tif 17,993
3¢ imgf000021_0001 tif 16915
¢ imgf000023_0001 tif 6,502
3¢ imgf000024_0001 tif 9,939
€ imf000024_0002 tif 6303
3¢ imgf000026_0001 tif 6672
3¢ imgf000027_0001 i 9,787
3¢ imgf000022_0001 tif 6395
] sequence iei 37

| wo_2021_2021029893_a1.iei.002 ssf 15,304
“Tlwo_2021_2021029893_a1.iei.002 xml 100,070
€ W02021029893A1 html 79,254
HE W02021029893A1 tif 1,335,855
|W02021020893A1 xml 73374

] WO02021029893NWAT xml wipo 62,605

] wo-published-applicationxml wipo 44,330

PaboTa coxpaHaeTca aBToOMaTUYECKN NPU 3aKpbITUK
dranna unu npuv 3akpbiTum iEl.

OTKpbITb NOCNeaHUN BapUaHT MOXHO CO CTapTOBOW
CTpaHuubl 4abn-knNnnMKom nNo umeHn anna

File -> Export for Internal delivery — dpyHkums
aKcrnopTta And COXpaHEHUs NPOMEXYTOYHOIro
aTtana pabotbl

daiin coxpaHsieTcs B ANPEKTOPUIO, BbIOpaHHYo
nonb3oBaTenem.

dopmat nmenn panna — BbiopaHHoe_ums.iei.002.internal.zip

B nonyumnBwemca zip banne cooepxmTtca Bce
ncxoaHble hannbl. ATOT ann MOXHO
peAakTUpoBaTb, 3aKa4yaB ero cHoBa B iEl.

14
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.® iEl - version 3.80.410.0. © Elsevier, 2011-2019

" File

Edit View Excerption Checks Extras Window
Import... Ctrl+ [

Save AutoRecovery info Ctrl+Alt+S

Export for Final Delivery...

Export for Internal Delivery...

Batch Processing

3aBepLueHue paboTbl

File -> Export for final delivery — dpyHKLMS OKOHYaTENBHOMO
aKcnopTa ans oTnpaBku caenaHHon paboTbl B Elsevier

Mepen oKoHYaTENbHbIM 3KCMOPTOM 0bsi3aTernbHa NpoBepka
(Combined Check); ecnu nposepku He BbIno, oHa
npeanaraeTcsi aBTOMaTU4YECKM

Zip hann nosny4aet npasBuribHOe HaMMeHOBaHWe
aBToMaTudeckn. MeHATb NnpeanaraeMmoe HasBaHue Ha 3TOMU
cCTaAuu Hemnb3A.

(KOppPEKTHbIN hopMaT UMEHH:
wo_2013_2013006758_a1.iei.002.zip
ap_21622531_2021_00023 --- 000811_000820_00_00.iei.003.zip)

SIN
Print whole Reading Pane
: S ARMY
Print... Ctrl+P L Guz
. Z tof thiz
Exit Alt+F4
Iy AP ™o CN2ZULUL?
smnn Rilad - Tnl 12 700
Wma

|4 }wo_2013 2013006758 _a1.iei 001 ssf :
= wo_2013_2013006758_al.iei.pep_statistics. 001 xml

B nony4ymnswemca zip hanne cogepXmnTca ToNbKO
KOHeuHbIn ssf dpann n xml dpann co cTaTuCTUKON.
PepaktupoBatb 3ToT (hamn B iEl yxe Henb3sA.

15




PucoBaHue no nmeHm

A- Compound B - Compound | C1 - Compound @ C2 - Compound ' Markush 1 . CKOHMpOBaTb MMH
Structure:
O b o 2.  OTkpblTb MapBuH (gabn knuk
| f— MO MOS0 CTPYKTYpPbI)
ocation:

3. BctaButb ums (ctrl+V)

Part of Markush: 4. MapBMH HapMCyeT CprKTypy’
eClin MOXeT

no structure 5. [lpoBepuTb, MHOrOA OH
owwmnbaetcs

6. Ecnu He HapucoBan, To
NPOBEPUTb MMSI HA oneYvaTKn

Molecular formula:

7. Ecnu He HapucoBan, MOXHO
nonpoboBaTtb HapMcoBaThb B

Main name:
’ (E)-4-methoxy-4-oxobut-2-enoic acid ChemDraw . .
| https://chemdrawdirect.perkinel
¥ MarvinSketch.NET 18.8.0 = L X mer.ClOUd/iS/Sample/indeX.html
So_EMR Viow frewt plom Boed Suches Coloulofons Beviess Mol # 1 cKoMMpoBaTb CPYKTYpY B
¥ 2] Bl Q) |®]Q [wo% |~ wlElkle|o Yy
=l =l : 8 (el | EIOT o MapBuH
: : 0
Z’ (€) - %*c
N — 3L
f 0O _‘i
] H3C/ 0 |8
T| LE]
> [4] il [ i mll,f
% :Q‘ & [Bpand|Unaroun U [T] O ‘ O | @ 7 "L"J‘ N [V |~




BSl

deckpunTtopbl, KoOapdpuumeHTbl B MapBuHe

HDK 1 an eackmliae 1n anmensd

ol Attach Data

steric

rel

Ria)
(a1

T

Query: [none

4

Units: ‘

SH)SE

Field

Context: |Fragment

Name:

VYalue(s):

Query:
Units:

Tag:

[[] Prophetic compound

a5 Attach Data X

Field P,

Context: |Fragment [¥] ® absolute

Name: ‘WLBG_FRAGNENT_STEREO ‘V‘ O Relative

Value(s): |abs || Nextto objects
(+)-enantiomer 2
(-)-enantiomer L Display
racemste: Displayed lines: Al

Displayed chars: [l 3 .

[v] Units

1o KHOMKe CO CKPENKOW Unu
MeHt Structure->Add->Data
BbI3bIBAETCSH OKHO CO CTEPEOD

OecKpuntopamm

Tam xe KoadpPULMEHTDI

Hapo BblaenTb CTPYKTYpyY
(ctrl+A unn KHOMKOM B NEeBOM
BEPXHEM YrIy), MOTOM KHOMKa

EIC] Jeomiiroms [O]Q]O]O[C]4 ™= CO CKpenKoi
e — ok |[ cancel |
ks | 4. Hactpoutb MapBuH, 4TOGbI
NMOoKa3bliBall KOHCbI/II'ypaLI,I/II-O
X View->Stereo->E/Z labels, R/S
Pla labels-All
} A ’ ® Absolute
MDLBG_FRAGMENT_COEFFICIENT | v | () Relative
MDLBG_FRAGMENT_STEREO o) Koo o nbets
MDLBG_FRAGMENT_COEFFICIENT - ACTLLILINL | 1O
MDLBG_FRAGMENT_CHARGE Display
MDLBG_FRAGMENT_RADICALS Displayedines AL | View| Insert Atom Bond Structure Q?lemﬂns Services ﬂgli ‘
Displayed chars: {E Transform » @ ‘6 1[][]% - ‘ ,H‘ZD
~| [v] Units Zoom » ‘, >j 0 _::VZ,UG,,.
]none t Bt I Qisplay 4
| |~ Colors 4
I Stereo » RIS Labels © All Possible
Implicit Hydrogens ¥ ¥ EiZ Labels ® All
[ ok || cancel Peptide Display b| [ MIP Labels © Absolute Sterso
Misc »| [ Absolute Labels | © None
Pages L4
[0 i+ Periodic System...  Ctl-E

17



B0O3MOXHOCTb paboThbl C HECKONMbKUMM
BblAeNeHHbIMN 00 beKTaMu

= [FIDE #218 : NH<subx=4</sub>Cl
= [FIDE #220 : acrylic acid methyl es

= [@IDE #221 : 4-(3-Benzyloxy-2-metho 4
= [FIDE #234 : 15-A11y1-3-(benzyloxy)
= [IDE #236 : Ethyl acrylate
= [FIDE #237 : 4-(3-Benzyloxy-2-(2-me
g IDE #80: EXAMPLE 62 |
4 @105 £81: EYAMDIE £2 Ll
C Ctrl+C
Assig i & ——
Paste | &
4:& Reac| Delete | Nested facts to include in replicated compound
= R [« ] IDE 281: EXAMPLE 63
&”)E 82: Ready (On.f'Off) ’ Il:]qls‘l:13:33:9}2:511F{-Eiectrospray ionisation)
(g IDE #83: - . -
Select all items of this type |
fgh IDE #84:

; Replicate Compound
m IDE #85: EXxAmPrEOT

£33 inr 2ar FuAssane e ~n

| Number of replicates: 15 ’ Replicate l ‘ Close ‘

Bbigenutb ¢ ncnonb3oBaHUEM
nesoro knuka moiwmn+ Ctrl nnum
Shift

Mpun HaxxaTtumn Delete — yoanutb

BCE BblOpaHHbIE OOBLEKTLI

[Mpn ncnonb3oBaHnn
Copy/Paste — ckonupoBaTtb 1
BCTaBUTb

Ecnun npeaBaputensHo
ckonupoBaTb B Bydep rpynny
MacCoOK — MOXXHO BCTaBWUTb 3Ty
rpynny Lennkom B Kaxgoe 13
Bbl6paHHbIX IDE

Mo npaBoOW KHOMKE MbILLUN —
Replicate compound

MoxxHO pennuuupoBaTtb

coeinHeHne Hy>KHOe KOJIN4eCTBO

pa3 C HY>XXHbIMW doakTamu

18



OcobeHHOCTU 3aBeaeHusA/yaaneHusa cTapToBbIX BewecTB U npoaykrtoB RX

Selectivity: Subject(s) Reaction varia
studied: applicabiliti tion
es: (s):
| H| T ]| A 5 [ .
\ F i —
~ Reaction scheme and Reaction cgnlitions LITO6bI CO3naTb HOBbIV
| starting materiai(s) with Rv: \J compound control,
: ncnonb3ynte Ctrl-Tab
Ilf no structure
|10E #89: 17g-e-|l | z

Starting material(s) without RN:

|

Reagent(s)/catalyst(s) with Reagent(s)/catalyst(s)
RN: without RN:

| \y IIII\.LIIuIIU 1 o7 ' J
Add stage 2
["More than 3 stages

;} 1 Loading...

UTObbl yAanuUTb HEHYXXHbIN
compound control,
ncrnonsaynte Ctrl-Delete

|IDE #95: Estra-1,3,5( 'l § IIDE #100: 2-Acetyl-es ~

Yield (%): Yield
(other):

4l 4l

Optical yield:

Overall yield (%):

| &l 19

Overall yield (other):




OcobeHHocTU QA View

MS #20: (IDE #22: EXAMPLE 4)
OTobparkaeT 3anonHeHHble Nongd

Fact ID: 20
Location: Page/Page column
Specification of location: 130
Peak(s) given: Yes
Method(s): (1) ESI (Electrospray ionisation)
Original string:

ettt MS (ES+) : 3990 M+1]"

C22H18N602

1 2
N _-(8-amino-6-(4-methylpyridin-3-yl)isoquinolin-3-yl)-N -(pyridin-4-yl)oxalamide

Edit: Main name

B0O3MOXHOCTb pefakTupoBaHUs

1ds:
1 _ - (=) (no npaBoW KHOMKe MbILLN)
N -(8-amino-6-(4-methylpyridin-3-yl)
I 2 =
: I Cancel I |Save changesl
Structure:
a5l MarvinSketch.NET 18.8.0 5 [m]

File Edit View Insert Atom Bond Structure Calculations Services Help

R 6l @ |&|C =[] @

(31N
\
/
/4

B0o3MOXHOCTb BbI30Ba
MarvinSketch, gabn-knuk Ha
CTPYKTYPY-OTKPOETCA
MapBuH

Compound RN: 22 c
Typepn.} Compound: A " Ch, N ?

Label: (1) EXAMPLE 4

Part of Markush: (1) IDE #1: Formul T

Molecular Formula: C22H1BNGO2 |\ NH,

Main name: N1-(S-amino-6

References: e

Referenced in following compounds:

Referenced in following facts: » ] I Tl I D 2 O
Referenced as product in: - T

Referenced as starting material in: % Q @il iU ol | ] LW O O @ 0

Referenced as reagent/catalyst in:



OcobeHHocTHn Table View

= [JJIDE #187 :
= [F§IDE #190 :
[JIoE #191 :

= [IDE #215

= [FIDE #216 :
= [GIDE #217 :

[FI0E #218

= [F§IDE #220 :
= [IDE #221 :
= FIDE #224 :

3-Benzyloxy-2-propyl-estra-1,
V-C2-G

-

ammonium hydroxide

a) Ypanutb knasuwen Delete (He 3axons B s4enky)

BeigeneHHoe cogepxumoe syerkn (@ammonium hydroxide nnu chloroform-d8) MoxHo

b) Ckonuposatb (Ctrl-C) n 3atem pasMHOXUTb Ha BCIO KOSTOHKY UMW Ha €€ 4YacTb
(BblOENMB 4erku B KosoHke 1 Haxas Ctrl-V)

MoxxHOo QKCMNMopTUpOBATb Ta6r|14uy B 3KCerllb, TaM caenatb NSMeHeHNA B TEKCTOBbIX
nonsx n BCTaBUTb CTONBLbI C UBMEHEHHBIMW AAaHHBIMU O6paTHO.

Cor Wor Lat Str Prc Loc Spe Par Molecular Main name :
3-Hydroxy-2-propyl-estra-1,3, 224 I12¢ 4-(3-Hydroxy-2-methoxy-
: 15g-Ally1-3-benzyloxy-2-metho 225 110¢ C31H3605 | 4-(3-Benzyloxy-2-methox
LiCl g
227 110; C23H3005 4-(3-Hydroxy-2-methoxy-
allyl-MgBr - -
232 175¢ ClH hydrochloric acid
: NH<sub=4</sub>Cl
acrylic acid methyl ester
4-(3-Benzyloxy-2-methoxy-17-0
€ -)* il ammonium hydroxide
4-(3-Hvdroxv-2-methoxy-17-o0xo 2 e RS ammonium hydroxid
Table View for selected NMR Spectroscopy (NMR) facts
chloroform-dil =
43 | IDE #417: N-Benzyl-4-(3 |Page/Page c 1H Yes 300 Mk chlorofor lH-NMR (3(l:l
44 | IDE #423: 3-Hydroxy-15B | Page/Page c 1H Yes 300 Mk chlorofor lH—NMR @3c
45 IDE #428: N-Benzyl-4-(3 |Page/Page c 1H Yes 300 MH chlorofor 1H—NMR @
46 |IDE #433: 3-Hydroxy-15a|Page/Page c 1H Yes 300 M chlorofor 1H—NMR 3
47 | IDE #438: 4-(3-Hydroxy- | Page/Page c 1H Yes 300 Mk chlorofor 1H—NMR @3¢
56 |IDE #573: carbon Page/Page c 1H Yes 300 Mk chlorofor lH—NMR (3(i|
57 |IDE #574: palladium Page/Page c 1H Yes 300 Mk chlorofot lH—NMR 3¢
58 |IDE #575: Na Page/Page c 1H Yes 300 Mk chlorofor lH—NMR @
59 |IDE #576: pyridine Page/Page c 1H Yes 300 Mk chlorofor 1H—NMR @
60 |IDE #577: M Page/Page ¢ 1H Yes 300 M+ Eiﬂﬂ 1, (MR e
48 | IDE #103: Benzylbromid
32 |IDE #388: 4-(17,17-Dif1 |Page/Page ¢ 13C Yes 126 M+ 130 \mr a

21



NMonck Nno cnucKy BewecTB, CTAPTUHTH,
peareHTbl

TN uviIivs AN A L L S P L AT N AN A S R AR R SV R AT I B S VA ) IS

| Starting material(s) with RN:

IDE #89: 17B-es~

]Z—ace

without RN:

Add new Item
IDE #100: 2-Acetyl

IDE #105: 2-Acetyl
IDE #159: 2-Acetyl

s) with

Reagent(s)/catalyst(s)
without RN:

IDE #161: 2-Acetyl

W J L

</SUB: ~ |

 Stage 1

OTKpoKTe BbiNagaloLuniA CINCOK BELLIECTB

coeauHeHus

HauyHnTe nevatartb KyCOK UMEHU U HOMepPa

Cnuncok bygeT cokpallaTbes




Extras | Window Help

Statistics

l Compound Count

Ctrl+Shift+C

Subcontractor data...

Excerptor's abbreviation...

Export RMC data to Excel

MAIMTNMS ASTNOIMITAR S AT TP

|

-4 85

CtaTtucrtuka

Information

Compound count = 87

bonee getanbHaga ctatucTuka

Extras -> Compound
count -
YNPOLLEHHbIN
BapunaHT CTaTUCTUKN

Extras -> Statistic

Ncnonbayute
NHGOPMaLINIO B
ctpoke Compound
count

Statistics
PEP Statistics | iEl Statistics
Not Changed Changed
Not Deleted Deleted Not Deleted Deleted
Not Loaded Loaded Not Loaded Loaded Not Loaded Loaded Not Loaded Loaded
‘| |Compound 0 0 97 0 0 0 |~
Compound (1) 0 0 a4 0 0 0
Compound (2) 0 0 0 0 0
Compound (3) 0 0 2 0 0 0
Compound count 0 0 R | 0 0 0
Compound (ready) 0 0 0 0 0 0
; Compound (prophd 0 0 0 0 0 0 B
Compound (proph 0 0 0 0 0
Compound (pure 0 0 17 0 0 0
Compound (produg 0 0 38 0 0 0
Compound (educts| 0 0 15 0 0 0
Compound (reager| 0 0 45 0 0 0
Compound (tico) 0 0 79 0 0 0
Compound (refco) 0 0 18 0 0 0
Compound (refco rf 0 0 17 0 0 0
Compound (exclusi| 0 0 0 0 0 0
Compound (superf| 0 0 1 0 0 0
Compound (produg 0 0 38 0 0 0
Compound (produ 0 0 0 0 0 0
Compound (reager] 0 0 10 0 0 0
pound 9 =
Save | | Print | l Reload | [ Close [C] Show null rows
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