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p‘ Edit reaction

Overview H,
Total reaction mass

Q, Find component

46.398 g Q o}
Total reaction volume E-F Print workshest
141.354 mL cl
H.N .
¥ clear reaction
NO, 0N o
LCH5
Conditions Health & Safety Procedure Registration Analytical

ﬂ' Columns
Reactants + Addnew  Limit  Equiv. Mass Volume MW (g/mol) Purity (%) Quantifier n Supplier ID Batch 1D CAS Number Synonym
@ | (R1) 4-amino-2-methyl-5-propylpyrazo... | =+ ° 1 10g 182.227 100 54 877 mmol Internal
® | (R2) 2-ethoxy-5-nitrobenzoyl chloride Sv 1.2 15.121g 12.601 mL 22962 100 1.2 g/mL 65.852 mmol
Agents + Addnew  Limit = Equiv. Mass Volume Purity (%) Quantifier n MW (g/mol) IUPAC name
® | (A1) DIPEA =- 3 212779 28.753 mL 100 0.74 g/mL 164.63 mmol 129.243 N,N-diisopropylethylamine
Solvents + Addnew  Volume Molarity Solvent Vols Comment
@© | (81) DCE =- 100 mL 0.549 M 10
Catalysts + Add new
Products 4+ Add new Formula Mass [expected]  Mass [actual] Purity (%) n [expected) n [actual] i Sto I C h IO I I ry W It h
® | (P1) 4-(2-ethoxy-5-nitrobenzamido)-2-.. | =~ | Cq7H29Ns0s 206g 19.8¢g 97 54.877 mmol 51.163 mmol | nte g rat I O n S tO rea g e nt

sources, analytical services
and registration
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Open externally Edit Reaction % i ! @ Cancel Save

A

0= D) X OO &R RE®--a-H SO Compliance checker

We have identified that some of
f c the compounds have legal
documents associated to them.

N
+ 0
- (o] 5 Run compliance checker again
. F
fentanyl :
R \ P
IT Decreto del Presidente della Repubblica
A CH,4 Cl del 9 ottobre 1990, n. 309 TABELLA II
SEZIONE A
= Bro _
4 FR Arréte du 22 fevrier 1990 fixant la listedes
A | substances classees comme stupefiants
- N ANNEXE
L] =
4 DE Gesetz uber den Verkehr mit
O A Betaubungsmitteln (Betaubungsmittelgesetz
- <4 -BtMG) Anlage Il
Tl

AT Suchtgiftverordnung Anhang |

US ARCOS NDC Dictionary File

UK Misuse of Drugs Act Part | Class A Drugs
IE MISUSE OF DRUGS REGULATIONS 1988
Schedule I

US Controlled Substance Act Schedule lI

DK Bekendtgorelse om euforiserende stoffer
Liste B

MarvinJS . W|th integ ration ES LEY 17/1.967, DE 8 DE ABRIL LISTA |
to MarvinSketch, Integration to
ChemDraw & BioviaDraw

Compliance
Checker for risk

analysis
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Registration Upload Staging Search Quick search: type here any ID .

o Tree Browser \)\/@ CXN31 9_002 m ‘ » More actions

g source Gl * Created on -03- 14:
~ CXN319 ] q REGISTRAR 2019-02-20 11:14:00

v CXN319A
CXN319-881 LnbRef Created by Molecular Formula Mal Weight Submitte
CXN319-002 lan C22H28N20 336.479 lan

CXN319-082

0 Additional Data ~
H;C\)I\ Project Comment
N —

Characterization ~

=

structure consistent with spect
rum

Uncategorized Data

96.07 lan-0069 6.41

23a31f40350011299fe400000
ale0159

Direct access to the ChemAxon

Registration record
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Navigator 1 My tasks My workflows Activity Q Search

Search for | Reactions w Search Hide detail (3)
Match ALL search terms

Created by Yield of Product

L Download ...

Reaction Title Created By Created At Product Yield
x
lan-0046 lan 18 Jul 2018 88.151% (P1)
4:5019s
o i " c_<l _<c" TII. r
/'. [ .-’]\c.. Womd o \f h w cu
I\ i o+ B ——— e ._-{
b, ) He o .
we cH,
EXP-lan1189 lan 28 Mar 2018 98.078% (P1)
1:17 8s
-ZJw-.Z Q -ZJW \O
+ —
-I\
EXP-lan1393 lan 26 Feb 2018 88.800% (P1) g

Search combining experimental and chemical
information (JCHEM backend)
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Q Search

Search Bioregistry for registered
biomolecule
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Biomolecule

L Upload
Upload a sequence file of one of the
following file formats

Choose a file to upload

or drag a file to this page

© Create new

Create a new biomolecule using the
BioEddie editor

Ability to load GenBank, GenPept,
FASTA or HELM formats, draw
HELM and query bio-registration




( E-WorkBook Biosequence Show title v @

Linear view v Tools

Download & upload 0
NP_998812 Hide legend

Use to edit the biomolecule in an external editor

Unknown Feature Type

0 0 150 50 300 ) 00 500 50 00 ) 700 I 8 0
il 1 nl || i 1 1 nl 1 || || nl 1 1 nl nl 1 1 nl I . Signalpeptide
[l ature Peptide

Misc. Feature
.‘ CcDs Registration

Untitled (mat_peptide)

@

—-—
v

Register the biosequence to the biology
registration system

III%H%H%HHIII

Sequence ¥ 2 Annotations ¥ 2
1| MRLLLALLGV LLSVPGPPVL SLEASEEVEL EPCLAPSLEQ QEQELTVALG QPVRLCCGRA Features
61 | ERGGHWYKEG SRLAPAGRVR GWRGRLEIAS FLPEDAGRYL CLARGSMIVL QNLTLITGDS

121 | LTSSNDDEDP KSHRODPSNRH SYPQQAPYWT HPQRMEKKLH AVPAGNTVKF RCPAAGNPTP ) )

181 | TIRWLKDGQA FHGENRIGGI RLRHQHWSLV MESVWWPSDRG TYTCLVEMNAV GSIRYNYLLD Homo sapiens (Source)

241 | VLERSPHRPI LQAGLPANTT AWVGSDVELL CKVYSDAQPH IQWLKHIVIN GSSFGADGFP

381 | YVQVLKTADI NSSEVEVLYL RNVSAEDAGE YTCLAGNSIG LSYQSAWLTV LPEEDPTWTA hydroxyaryl-protein kinase; tyrosine kinase relatedto fibroblast growth factor receptor; pr...

361 | AAPEARYTDI ILYASGSLAL AVLLLLAGLY RGQALHGRHP RPPATVQKLS RFPLARQFSL
421  ESG55G6K555 SLVRGVRLSS SGPALLAGLY SLDLPLDPLW EFPRDRLVLG KPLGEGCFGQ
481  VVRAEAFGMD PARPDQASTV AVKMLKDNAS DKDLADLVSE MEVMKLIGRH KNITINLLGVC
541 | TQEGPLYVIV ECAAKGNLRE FLRARRPPGP DLSPDGPRSS EGPLSFPVLV SCAYQVARGM
681 | QYLESRKCIH RDLAARNVLY TEDNVMKIAD FGLARGWHHI DYYKKTSNGR LPVKWMAPEA Untitled Feature (Mature Peptide
661 | LFDRVYTHQS DVWSFGILLW EIFTLGGSPY PGIPVEELFS LLREGHRMDR PPHCPPELYG
721 | LMRECWHAAP SQRPTFKQLV EALDKVLLAV SEEYLDLRLT FGPYSPSGGD ASSTCSSSDS
781 | VFSHDPLPLG 555FPFGSGV QT

Untitled Feature (Signal peptide)

Immuneglobulin domain; 11960 (Misc. Feature)
Immunoglobulin domain; cl11960 (Misc. Feature)
Immunoglobulin V-set domain; pfam07686 (Misc. Feature)

Third immunoglobulin (Ig)-like domzg
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< E-WorkBook Biomolecule Show title ¥ @

P =] any B .
4+ - X B B : Library X Tools

Registration

Peptide  CHEM Nucleicacid BLOB Register the biomolecule to the biology
registration system
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BioEddie sequence editor
(BMT backend)
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Search results

Search for a biomolecule

by properties - E

QD BA_AbT

Sequence ID
Type
Species

Accession Number

Q¢

Sequence ID
Type
Species

Accession Number

@ Delic

Sequence ID
Type
Species

Accession Number

@ Drosophila melanogaster MIP31231 full insert cDNA

Sequence ID
Type
Species

Accession Number

CXN32
Antibody
Arabidopsis thaliana

BA123

CXNZ24
Antibody

CXN18
Enzyme
Escherichia coli

BHB12

CXN15
Antibody

BT128753

© IDBS All rights reserved | Confidential

Type W

e

(R . }

1 1 3 4
A C A C
et R P R v e 7
¥ b c

-

Bio-Registration search

by sequence/type
BMT backend




Thank you!
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