Subject: How to customize Merge Equivalent Rows
Posted by yuan on Thu, 23 May 2024 04:44:03 GMT

View Forum Message <> Reply to Message

Hi Thomas,

Datawarrior is a very useful open-source cheminformatics tools. Thanks for sharing it.

We wanted to use it organize experiment data by merging different assay results. When we used
merge equivalent rows, we found that except for selected column(s) for equivalent check, other
columns with the same values were also merged as a single value. Can we keep them individual
or modify this function to let user determine whether merging equivalent values?

Many thanks!

Yuan

File Attachnments

1) nerge equivalent rows 1.png, downl oaded 436 tines

Page 1 of 7 ---- Generated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=usrinfo&id=1131
https://openmolecules.org/forum/index.php?t=rview&th=743&goto=2207#msg_2207
https://openmolecules.org/forum/index.php?t=post&reply_to=2207
https://openmolecules.org/forum/index.php?t=getfile&id=843
https://openmolecules.org/forum/index.php

R Merge Equivalent Rows

Select column(s) to consider for equive
[use <CTRL=> for multiple select

[+]

Structure of Structure
Structure

M5 Assay

Species

T1,/2(min)

Experiment Date

M case sensitive
[ Merge all rows

[ cancel ]

Current ._r_n.ergq'_@éﬁﬂivd

 What we want

D opuewredl | Siucte | MSAssay | Species | TiR(min) | et
cmpd001 0=C(C1=CC |MS mouse 58474 20241124
W 8 =NCN1)NCe1
' cecc{CIFNFIF
saneal
cmpd001 0=C(C1=CC |MS dog 427 44 202411724
51 =NCN1)NCc1
; |ccce(CFNFIF
Jrot -
cmpd(02 . T NC(c(ncnlce2(MS mouse 484 35 202411724
gr . jcinc2-cicece
K‘b ccl1)=0
cmpd01 0=C(C1=CC |MS monkey 153.73 202411724
W =Nc”1m1
My ‘cecc(CIFNF)F
Jrot o
cmpd 002 ., i |NCi{c(ncnicc2|MS dog 484.35 202452024
< . Jcinc2-cicece
k’b ccl)=0
2) merge equivalent rows 2.png, downl oaded 415 tines

Page 2 of 7 ----

Cenerated from

opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=getfile&id=844
https://openmolecules.org/forum/index.php

Structure of : : Experiment
3] |+ [[n] T Structure MS Assay Species T1/2{min) Date
cmpd001 O=C{C1=CC MS mouse SB4. 74 202411724
: =HCN1NCe 1 dog 427.44
1 IrJ’L'-”Ok ccec(C{FNFIF monkey 153.73
! )l
empdo02 |} INC{c(ncnicc2 MS Imouse 484 35 202411724
¢ 'I’LG ¥inc2-cicoe dog 202472724
2 hkc) ccl)=0
EoE =T
ID: Structure of Structure:
cmpd002
MH-
M
e
]
M
§
MS Assay: Species: T1/2(min): Experiment Date:
MS mouse 484 35 202411124
dog 202412124
L)) 20f2
Table | M3 |

3) test data. xl sx,
4) Test -keep individual.dwar,

downl oaded 417 ti nes
downl oaded 431 ti nes

What we wanted

Subject: Re: How to customize Merge Equivalent Rows
Posted by thomas on Thu, 23 May 2024 20:12:50 GMT

View Forum Message <> Reply to Message

Hi Yuan,

thanks you for the hint. Of course, your suggestion makes a lot of sense. | have update the source

code now to offer three options:
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- 'remove duplicates', which is similar to the current handling: if the cells to be merged all contain
the same value,

then this value is placed into the merged cell only once. Otherwise we see all entries in original
order
- 'keep duplicates', which is your suggested handling: we always see all entries in original order
- 'depend on columns groups', which assumes that related columns, e.g. result columns of one
assay, are grouped using

the column grouping feature. Then it checks, whether all cells of the same column group are
equal and only then it

removes for all these columns the same entry.

In the next version this will go live...

Thomas

Subject: Re: How to customize Merge Equivalent Rows
Posted by yuan on Fri, 24 May 2024 05:11:29 GMT

View Forum Message <> Reply to Message

Hi Thomas,

Thanks for your quickly reply! I'm glad to hear that my suggestion was helpful. The updates
you've made to the source code sound fantastic, and I'm sure they’ll improve the

user experience. Offering three different options for handling duplicates will give users more
control and flexibility when merging cells.

Great job on implementing these changes!

By the way, can we take a look at the updated version?

Yuan

Subject: Re: How to customize Merge Equivalent Rows
Posted by thomas on Fri, 24 May 2024 13:50:10 GMT

View Forum Message <> Reply to Message

| prepared a test file for you. You can download it from
https://openmolecules.org/datawarrior/datawarrior_v06.02.02a Ipha.jar Then copy it into your
datawarrior update folder. On Windows this is C:\\ProgramData\DataWarrior\

The standard procedure to test any non-yet-released functionality would be:

On a Linux or MacOS computer with JIDK21/JFX (I suggest Liberica full JDK 21) installed clone
the DataWarrior project from Github and build the jar file:

> git clone https://github.com/thsa/datawarrior

> puildDataWarrior
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Then rename the built 'datawarrior_all.jar' file to any version newer than the current one, e.g.
‘datawarrior_v06.02.02.jar' and put it into your datawarrior update folder, where the other
automatic updates are located. This works on any platform (Linux, Mac, or Windows). If you then
launch DataWarrior, it will use this version. Don't forget to remove the file after testing it.

Subject: Re: How to customize Merge Equivalent Rows
Posted by yuan on Tue, 28 May 2024 01:40:52 GMT

View Forum Message <> Reply to Message

Hi Thomas,

Thank you for your reply. | downloaded the updated .jar file and tested it. Really fantastic!
| believe more users will benefit from it.

Yuan

File Attachnents
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Subject: Re: How to customize Merge Equivalent Rows
Posted by thomas on Tue, 11 Jun 2024 12:25:56 GMT

View Forum Message <> Reply to Message

Hi Yuan, your example image is a perfect illustration for this feature. May | use it for the manual?
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