Subject: Re: Importing compounds with assay data from Pubchem into Datawarrior
Posted by nbehrnd on Mon, 26 Jul 2021 19:55:23 GMT

View Forum Message <> Reply to Message

Dear Jon,

there was indeed an problem to access and subsequently keep a local copy of the .csv files. By
now, yhe support by PubChem was able to correct the underlying error. The downloaded file
contains a (late) column labelled «cmpdname»

Open the file in a text editor to copy all content into the working memory of the computer. In
DataWarrior, paste these information via Edit -> Paste Special -> New From Data With Header
Row. Establish the structures via Chemistry -> Add Structures From Name which opens a new
interface. To guide DW's action, select the column of interest, «<cmpdnames.

Norwid

File Attachnents
1) nane2structure. png, downl oaded 1454 ti nes

.\" Data From Clipboard

-

Eile Edit Data Chemistry Database List Macro Help

' Category Browser
cname aidname cmpdname .
Column: | bald
| Tl T e ERA W N [l a=T g aa=t= =-( 2, S-Dichlorophenyl)-M-[ 2, 6-diethylphenyl)-2 furancarboxamide
2 icripps Late-stage cc 2.6-Dibromo-3-[2-(2. 4-dichlorophenoxy)ethoxy]pyridine CYP2D6
3 cripps |Late-stage cc 2, 6-Dibromeo-3-[242, 4-dichlorophenaoxylethoxy]pyridine CYP2D6
4 cripps Late-stage cc2,6-Dibromo-3-[2-(2,4-dichlorophenaxy)ethowxy] pyridine CYP2D6 baid
5 cripps Late-stage cc 2.6-Dibromo-3-[2-(2, 4-dichlorophenowy)ethowy]pyridine CYP2D6
6 icripps Late-stage cc5-Chloro-2-3,5-dimethyipheny)-4-{4-methoxyphenoxy)-3-pyridazinone CYP2D6 IE
¥ icripps Late-stage ccM,N-Dicyclohewd-5-cyclopropyl-3-isoxazolecarboxamide CYP2D6 2.171e8
8 cripps Late-stage coM, N-Dicyclohawmd-S-cyclopropyl-3-isoxazolecarboxkamide CYP2D6 activity
9 cripps Late-stage ccM,N-Dicyclohewd-5-cyclopropyl-3-isoxazolecarboxamide CYP2D6
10 icripps Late-stage ccN.N-Dicyclohewd-5-cyclopropyl-3-isoxazolecarboxamide CYP2D6| E'I Active
11 :cripps Late-stage ccM,N-Dicyclohewd-S-cyclopropyl-3-isoxazolecarboxamide CYP2D6| [i‘| Inactive
12 icripps Late-stage ccM. N-Dicyclohex 7
13 cripps Late-stage ccN,N-Dicyclohex -~ Add Structures From Name ~ Xy
14 cripps Late-stage ccS-Chloro-2-{9H T -
15 ;cripps Late-stage ccS-Chloro-2-(9H Structure name or SMILES column: | activity w -
16 ;cripps Late-stage cc5-Chloro-24{9H Y R T| 9020
“ I’<_"“““" Latactana cclBZLELOI34) f hataWarrior cannot Interpret a nd aidname ne nor as SMILES,  §
1 then DataWarrior may connect to c| j to resolve names.
2D View + 1 @) allow openmolecules.org name targetnade et - 557000
T 1 targeturl
ecs i
repacxn —ncel ] [ 0K ] -
taxids M|
1 [ —— ' | —

2) Data _From O i pboard. dwar, downl oaded 1905 ti nes

Page 1 of 1 ---- Cenerated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=usrinfo&id=568
https://openmolecules.org/forum/index.php?t=rview&th=512&goto=1360#msg_1360
https://openmolecules.org/forum/index.php?t=post&reply_to=1360
https://openmolecules.org/forum/index.php?t=getfile&id=412
https://openmolecules.org/forum/index.php?t=getfile&id=413
https://openmolecules.org/forum/index.php

