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5 THINGS YOU MAY NOT KNOW ABOUT
COMPOUND REGISTRATION
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The staging area

When a chemist registers a H

: A
compound that does not comply with
company rules, it must be checked A A

and fixed by a registrar.
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The staging area

&} Registraton Upload  Staging

Source Created by Advanced mode El Submission Details
E] Specified molweight

Quick search’ type here any ID Q - Chemist

WEBREG chemist
LnbRef Source
SF101 WEBREG -
Single Structure ~ View v Q, Check Submitter
chemist
No saiis or soivates added.
OH + Add new
Cf Chemically Significant Text Additional Data ~
Enter any text value - Project
= Actions
Na
~
o} e}

® ChemAXxon



The staging area

)
b

Registration Summary

A

Registration failed

STRUCTURECHECKERERROR

Rare Element Checker: 1 rare element
found Covalent Counterion Checker: 1
covalent counterion found

View this on submisson page | n
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The staging area

@ Registration Upload  Staging Quick search: type here any ID Q = chemist =

SubmiSSiOﬂ 304 a El LnbRef Malweight Restriction

SF101 0 0
Created by Source Calculated Molecular formula
chemist WEBREG molweight C7HBCINaO3
414128 WEBREG ~
Library Submitter
- chemist

Additional Data ~

A StructureCheckerError - Rare Element Checker: 1 rare element found Covalent Counterion Project

Checker: 1 covalent counterion found

Single Structure v View ~ Q Check

No saits or solvates added

OH + Add new
Cf Chemically Significant Text
Enter any text value -
== Actions
Na
N
e} o}
tructura Chaclar taran Analuzar hd
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e staging

area

@ Registration  Upload ~ Staging

My Recent Registration Statistics

FAILED

Bulk Uploads

i)

There are no bulk upload processes running

O Recently Failed Submissions

Assigned to me @

LnbRef Created on
SF101 2017-04-10 21:31:51
SF500 2017-04-10 21:17:52

re detailed list of sub can be found in staging.

Quick search: type here any ID.. Q - Chemist

O Recent Successful Registrations

LnbRef PCN Created on
FV107 CXN4 2017-04-05 12:08:21
FV105 CXN11 2017-04-05 12:00:34
Fv104 CXN10 2017-04-05 11:59:36
FV103 CXNg 2017-04-05 11:59:00
Fv102 CXNg 2017-04-05 11:57:57
c1 CXNZ 2017-04-05 08:27.08
N111 CXN1 2017-04-05 08:22:05
B1 CXN2Z 2017-04-05 08:14:37

More detailed list of successful registrations can be found on search page
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The staging area

@ Registration Upload  Staging Quick search: type here any ID Q & registrar ~
All submissions My staging Unassigned

D - Library 4 LnbRef # Created on 4 Source 4 Submitter L] Opened by $ Current status

Filter ID No filler A Filter LnbRef Filter Created on Filter Source Filter Submitter Filter Opened by Filter Current status
304 - SF101 2017-04-10 21:31.51 WEBREG chemist chemist StructureCheckerError
303 - SF500 2017-04-10 21:17.52 WEBREG chemist chemist StructureCheckerError
301 - A51652 2017-04-06 10:11:58 REGISTRAR admin admin UnknownCST
300 - RGB__ 2017-04-06 10:11:44 REGISTRAR admin admin InvalidLnbRef
299 - R68 2017-04-06 10:11:38 REGISTRAR admin admin Paren{TautomerMalch
51 LIBRARY_1 - 2017-04-06 10:06:17 REGISTRAR - admin ValidationError
30 LIBRARY_1 - 2017-04-06 10:06.09 REGISTRAR - admin MarkushStructure
16 LIBRARY_1 - 2017-04-06 10:06.02 REGISTRAR - admin ValidationError

Bulk actions ~ Clear selection Clear filters Showing 8 items outof 8 total | No items selected
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The staging area

<

Registration  Upload ~ Staging

Submission 304

Created by Source Calculated

chemist WEBREG molweight
414.128

Library Submitter

- chemist

oy - [
Molecular formula
CT7HECINaO3

A StructureCheckerError - Rare Element Checker: 1 rare element found Covalent Counterion

Checker: 1 covalent counterion found

Single Structure ~

OH

Cl

0 o}

tructirn Choclkar tor na r

Na™

View v Q, Check

Parent Multiplicity 1

Salt Components
Sodium 1 x

+ Add new

Chemically Significant Text

Enter any text value -

== Actions

LnbRef

SF101

WEBREG -

Additional Data ~

Project

Quick search: type here any ID...

Molweight Resfriction
0 0

OH

Cf

Na

Q

registrar +
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The staging area

@ Registration  Upload  Staging Quick search: type here any ID... - registrar -
Registration Summary
. . olweight Restriction
Submission 304 DETAILS
0
PCN CXN216
chemist WEBREG
414128 . CN CXN216A
LN CXN216-001
- chemist
LnbRef SF101
A StructureCheckerError - Rare Element Checker: 1 rare e
1 covalent counterion found B
Single Structure v Ok

Parent Multiplicity 1
OH

Salt Components

Sodium 1 x
Cl
+ Add new
+
Na Chemically Significant Text

Enter any textvalue -

== Actions

o} O

Sociio Coolo
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The stag

Ing area

@ Registration  Upload  Staging
i Tree Browser

~ CXN216
~ CXN216A

CXN216-001

CXN216 001 mEI Additional Data ~
Project
LnbRef Molecular Formula Mol Weight -
SF101 CT7HB8CIO3. Na 198.5792
Source
WEBREG
Created by Submitter Created on Modified on
chemist 2017-04-10 22:12:35 -

registrar

OH

Cl

Na

Quick search: type here any ID
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The salt dictionary

A chemist wants to register the
oxalate salt of a new drug.
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The salt dictionary

@ Registration

& Users & Groups

I Projects

[ Forms & Fields

& Dictionary Manager
@ Salt & Solvates

& Configuration

& Tools

Upload  Staging
Salts Solvates
+ Add salt
Q
(o}
OH

D

HBr

Mame (2E)-but-2-enedioic ...

24

Hydrobromide

OH ©

2

OH

Maleic acid

23

Br

Name Bromide

D 4

HCI

Hydrochloride
D 1

Name

Mesylate
D 8

2+
Ca

Name Calcium
D 16
Name lodide
D 5
OH
chHy

Mame Methansulphonic acid
D 9

Name Chloride
o] 3
(o] OH

OH

HO
OH Q

Name L({+Hartaric acid
D 20

2] 19

O

Name

Name

Name

Quick search: type here any ID... Q L

~ > °

Formate

22

Lithium

NH;

13

12

admin ~

‘ Filter by name or ID...

Ho_ 20
Name Formic acid
[1o] 17

Mg**
Name Magnesium
D 25

(o]
Il
o0=—cCl—=0
|
(o]
Name Perchlorate
D 10




The salt d

ictionary

& Registration

ADMINT ATION
& Users & Groups
I Projects

L Forms & Fields

@ salt & Solvates

€ Configuration

# Tools

Upload  Staging

Salts

+ Add salt

OH

ame Hy

OH ©

ame (2E)-but-2-enedioic

24

HBr

drobromide
2

Maleic acid
23

Quick search: type here any ID...

Add salt
Salt name
I Oxalate I
DEESCXx A& RMHE O o
& H
7, ) ©
o ° N
+ o o
- 0= s
(e} F
R ’
)., cl
Br
BTG OO -
0 OH
I
0=—/—Ss—0 0==s—0
I I
CH, CH,
ame Mesylate ame Methansulphonic acid ame N-methyl-Di-)}-gluca.. ame
8 D a D 19

=P

Formate
22

Lithium
13

NH3

Filter by name or ID.

ame Formic acid
D 17

2+

ame Magnesium
D 25

o

|
0=cl=0

o—

ame Perchlorate
D 10

-
-

admin -

A
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The salt dictionar

Upload  Staging

~ Registration

& Users & Groups

I Projects

L Forms & Fields

& Dictionary Manager

@ salt & Solvates

€ Configuration

& Tools

Salts

+ Add salt

Solvates

Oxalate
26

HO

OH

Name Oxalic acid
1D 27

Quick search: type here any ID...

Q

admin

oxal




The salt dictionary

&  Regstaton Upioad  Staging

Source Created by
WEBREG admin

Single Structure ~

Hac\l

e M~ o

Advanced mode

o N

View Q, Check

No saits or solvates added
+ Add new

Chemically Significant Text

Enter any text value -

= Actions

Submission Details
LnbRef

NF400

Submitter

admin

Additional Data ~

Project

Source

WEBREG

Quick search: type here any ID Q

Specified molweight

admin =
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The salt dictionary

&  Regstration Upoad  Staging

Source Created by
WEBREG admin

Single Structure v
HBC\|

NG N

Q

https://ps-reg-demo.chemaxon.com/RegistryCxn/client/indexhtml#/staging

| reoie (N

View v Q, Check

Search for salts/solvates
oxal|
Oxalate (Salt, #26)
Oxalic acid (Sat, #27)
Chemically Significant Text

Enter any text value -

== Actions

Quick search: type here any ID. Q
Submission Details
LnbRef Source Specified molweight
NF400 WEBREG -
Submitter
admin

Additional Data ~

Project

admin «
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The salt dictionary

<

Registration  Upload ~ Staging

Source

WEBREG

Created by Advanced mode
admin

Single Structure -~

"bCW

NG,

9]
\/;?/\’
0]

[ [

View v Q, Check
Search for salisisolvates
Oxalic acid

Multiplicity
1

Add Cancel

Chemically Significant Text

Enter any text value -

== Actions

Submission Details
LnbRef

NF400

Submitter

admin

Additional Data ~

Project

Source

WEBREG

Quick search: type here any ID. Q

Specified molweight

admin
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The salt dictl

onary

e

Registration  Upload

Source

WEBREG

Single Structure v

Staging

Created by
admin

Advanced mode

HO

oH

= -

View v Q, Check

Parent Multiplicity 1

Salt Components
Oxalic acid 1 x

+ Add new

Chemically Significant Text

Enter any text value -

== Actions

Submission Details

LnbRef Source
NF400 WEBREG
Submitter
admin

Additional Data ~

Project

Quick search: type here any ID... Q

Specified molweight

admin -
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The salt dictionary

Q

admin -

&)  Reustaton Upload  Staging

o Tree Browser

CXN215-001 B '::ei:onal Data

v CXN215 LnbRef Molecular Formula Mol Weight

NF400 C24H33N0O3. 473 566
v CXN215A C2H204
WEBREG
Created by Submitter Created on Modified on
admin admin 2017-04-10 18:25:56 -
KL,
\l o Ho
H"C‘\/N\/\D :2:n
gl 0
0. Ok

Quick search: type here any ID.
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Registering different stereoisomers of the
Asameo compound

CHsj

A chemist wants to register two
different unknown enantiomers of or
a compound with known relative
stereochemistry.

or

OH
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Registering d

N

sameo

<

Registration  Upload  Staging
Source Created by Advanced mode EI
WEBREG admin 2

Single Structure v View v Q, Check

No or solvates added.
+ Add new

Chemically Significant Text

Enter any textvalue =

== Actions

Submission Details

LnbRef Source
FV100 WEEBREG
Submitter
admin

Additional Data ~

Project

Quick search: type here any ID.. Q - admin -

Specified molweight

Ifferent stereoisomers of the
compound
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Registering different stereoisomers of the
Asameo compound

@ Registration Upload Staging Quick search: type here any ID... Q & admin ~

& Tree Browser 1 Back to last search

v oma CXN4 El Additional Data ~

Project
v CXNAA Molecular Formula Mol Weight Source -
C8H1403 158.197 WEBREG
CXN4-8al

Uncategorized Data

Created by Submitter Created on Medified on

admin admin 2017-04-05 09:39:38 — Geometric isomerism Stereochemistry
None Single unknown enantiomer with

known relative stereochemistry
ISOMER 1
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Registering different stereoisomers of the
Asameo compound

Quick search: type here any ID. Q - admin ~

&  Regstraton Upload  Staging

" Adv: Submission Details
Source Created by Advanced mode [— EI
E] Specified molweight

WEBREG admin
LnbRef Source
Fv101 WEBREG =
Single Structure v View v Q Check Submitter
admin
No salts or solvates added.
+ Add new
Chemically Significant Text Additional Data ~
Enter any textvalue Project
== Actions
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Registering different stereoisomers of the
compound

NsSameo

@ Registration  Upload ~ Staging

i Tree Browser

~ CXNSA
CXN5-8a1

4 Back to last search

CXN5

Molecular Formula
CB8H1403

Created by
admin

Mol Weight Source
158.197 WEBREG
Submitter Created on

admin

2017-04-05 09:47:02

ISOMER 2

Ex -]

Modified on

Quick

Additional Data ~

Project

Uncategorized Data

Geometric isomerism
None

search: type here any ID... Q - admin =

Stereochemistry
Single unknown enantiomer with
known relative stereochemistry
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Registering different stereoisomers of the
Asameo compound
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