Subject: Add reaction from structure
Posted by yrin0878 on Fri, 28 Apr 2023 01:18:52 GMT
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Hi I'm beginner of datawarrior.
It is a good software to analyze chemical data.
But | have a problem.

| have over 100 building blocks, and | want to add a same reaction to all that building blocks.

But when I'm trying to add a reaction, | have to make a reaction column then, draw the reaction to
each structures.

This takes too long time :(

Can | apply one reaction to that all structures?
Tell me the way to deal with this problem.

Thank you

File Attachnents

1) datawarrior _Q png, downl oaded 442 ti nes

Page 1 of 2 ---- Generated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=usrinfo&id=1004
https://openmolecules.org/forum/index.php?t=rview&th=658&goto=1882#msg_1882
https://openmolecules.org/forum/index.php?t=post&reply_to=1882
https://openmolecules.org/forum/index.php?t=getfile&id=687
https://openmolecules.org/forum/index.php

N DEL_building_blecks_1Aminc_acid_ dwar

+ o # BB ID Structure of SMILES SMILES Amine protect 1 =

ing group

(=0)NCC Boc a-{2-[(1,1-Di

CC{CH C
e ‘-“.r 74 C{C1=CC=CC=C1)CH methylethoxy)
=00 carbonyllami

nojethylloenz

eneacetic

2 A CC{CHCIOC(=0WNCC Boc a-[[[(1,1-Dime
- l-._ s (C1=CC=CC=C1)C(= thylethoxy)car

J. o bonyllamino]

[ methyllbenze

neacetic acid
3 & CC(CHC)OC(=0)MCC Boc 4-[(1,1-Dimet
l " / CICHC)C(=0)0 hylethoxy)car
i H“:,a:" T “\l-f" ‘H}’ih bonyljaminol-
FAAY A 2 2-dimethylb

utanoic acid
4 A O=C(OCC1CHN(C=0) Fmoc 1-[(9H-Fluore
QOCC2C=3C=CC=CC n-9-yimethoxy
IC=AC=CC=CC42)C jcarbonyll-3-p
C1 yrrolidineacet

ic acid

5 A % C(OC(NCCIC@@H) Fmoc (23 )-4-[(9H-F
\mnd C{O=0)Y0)=0NC1C=2 luoren-2-ylm

| _ C(C=3C1=CC=CC3)= ethoxy)carbo

Y CC=CC2 nyllamino-2-

: hydroxybutan
AADDODG OC{C(C1CCOCC1)M Fmoc 2-((((9H-Fluor
C{OCC2C({C=CC=C3) en-9-ylymeth

=C3C4=C2C=CC=C4 axycarbonyl)
=0)=0 amino)-2-(tetr

ahydro-2H-py

T AADDOT E=EE Fmoc 2-(14[(9H-flu
aren-9-ylymet
hoxylcarbonyl
tpiperidin-4-yl

jacetic acid
a CC{CHCIOC(=0WNCC Boc 3-((tert-butoxy

=

JJ\ p (CHC)TE=D0 carbonyljami
o~ X nojk2 2-dimet
K \, hylpropanaic
I

acid

g o =, O=C({NCC[C)C(0O)=0) Fmoc 3-((((OH-fluor
' ) W, 0CC1C2=C(C3=C1C en-9-yl)meth

Oy O oxy)carbonyl)

amino)-2-met

Foslmrmm mm e

<
456 of 563 ME

. O HMHSGLAEO rd 710 ol SHASLHI G


https://openmolecules.org/forum/index.php

