Subject: Re: Feature Request: Reference List Filter
Posted by nbehrnd on Thu, 04 Jun 2020 12:54:12 GMT

View Forum Message <> Reply to Message

Hi Simon,

assuming both .dwar files contain a column of structures, DW's function «find similar compounds
in file» possibly may perform the kind of sort you seek.

As a minimal example, | created a library of a few compounds around benzene and pyridine with
some data computed by DW like molecular weight. This file (larger_group.dwar, attached below)
was closed.

A second file was defined to contain only the structures of o-xylene, and 2-methyl pyridine
(my_interests.dwar). From this file, | accessed chemistry -> Find Similar Compounds In File to
encounter a new menu shown below. The file to scrutinize was indicated in the first field
(larger_group.dwar), and the structure criterion was set to be exact. It is possible to use a less
strict, and adjustable structure comparison, which is the one suggested by default, though.

Then, | opted to retain all of the data already computed in larger_group.dwar to be transmitted to

either the new file about matching structures (keep_these.dwar), or to export the entries not
needed now (file removed_these.dwar).

The scope of structures of the two files newly written is complementary to each other, and adds
up to the set of structures in the initial file, larger_group.dwar.

File Attachnents

1) ny _interests.dwar, downl oaded 718 ti nes

2) larger_group.dwar, downl oaded 687 tines

3) renoved_t hese. dwar, downl oaded 710 ti nes
4) keep_t hese.dwar, downl oaded 676 ti nes

5) GUJ _entries-or8.png, downl oaded 1249 ti nes
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my intersste. dwar

'Flle Edit Data Chemistry Datapase List Macro Help

gm Structure

* O Find Similar Compounds In Other File

File: ...flarger_group.dwar

Structure column [comparison method): | Structure [Exact]

I [] Meglect stereo features
(] consider tautomers equal
[_] Consider largest fragment only

Select celumns of other file volecular Farmula
to be copied into this file
whean structures are similar:

Tatal Malweight

{Press Ctrl for multiple selection)

m Save similar compounds tao file ...Jkeap_these.dwar
¥ Save dissimilar compounds to file:

...fremoved _these.dwar

[[] Save similar compound pairs to file: =not specifieds
Compound-0 of this dataset: | =Lisa row numbars

Compound-ID of external file: | =LISa row Aumbears=

Create half matrix anly

Help | Camcel || ok
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