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Highlights

« Green and efficient synthesis of bis-{}-dicarbonyl}-methane derivatives.
IL and DES were synthesized and effectively used as solvents and
catalysts.

Putative conformational analysis of bisquinolinone 4g.
Biscoumarin 6 and bisquinolinone 4d exhibited promising anticandidial
achivity.

CYP51 enzyme inhibition is a putative mechanism of action of the
examined compounds.

Abstract

In this work the effectiveness of two different reaction media, an Ionic Liguid (IL)
and a Deep Eutectic Solvent (DES), as greener, alternative solvents for the synthesis
of bicactive bis{fl-dicarbonyl}-methane derivatives is examined. A4 domino
Enoevenagel-Michzel reaction between selected aromatic aldehydes and
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Uobicajena praksa

- Dodatni materijal (Supplementary data) je
nedostupan

«  Prenos prava (na izdavaca) odnosi se na
¢lanak i njegove sastavne delove. Dodatni
materijal ne predstavlja sastavni deo ¢lanka.

- Dodatni materijal se objavljuje u onom obliku
u kom je poslat, tj. izdavac ne ulaze nikakav
dodatni napor (i novac).

- Ako €asopis ima i Stampano izdanje, dodatni
materijal se u njemu neée pojaviti (nego
samo u elektronskoj verziji).

Appendix A. Supplementary data
The following is the Supplementary data to this article:
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Zasto ,,supplementary data“ u casopisima nije dobro resenje?




Table S2: Heat map of computational similarity (Tanimoto correlation of all similarity

scores) of query.
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Supplementary material

Supplementary material such as applications, images and sound clips, can be published
with your article to enhance it. Submitted supplementary items are published exactly as
they are received (Excel or PowerPoint files will appear as such online). Please submit
your material together with the article and supply a concise, descriptive caption for each
supplementary file. If you wish to make changes to supplementary material during any
stage of the process, please make sure to provide an updated file. Do not annotate any
corrections on a previous version. Please switch off the "Track Changes' option in
Microsoft Office files as these will appear in the published version.



Research data

This journal encourages and enables you to share data that supports your research
publication where appropriate, and enables you to interlink the data with your published
articles. Research data refers to the results of observations or experimentation that

validate research findings. To facilitate reproducibility and data reuse, this journal also Data linking

encourages you to share your software, code, models, algorithms, protocols, methods If you have made your research data available in a data repository, you can link your

and other useful materials related to the project. article directly to the dataset. Elsevier collaborates with a number of repositories to link
articles on ScienceDirect with relevant repositories, giving readers access to underlying

Below are a number of ways in which you can associate data with your article or make a data that gives them a better understanding of the research described.

statement about the availability of your data when submitting your manuscript. If you

are sharing data in one of these ways, you are encouraged to cite the data in your There are different ways to link your datasets to your article. When available, you can

manuscript and reference list. Please refer to the "References" section for more directly link your dataset to your article by providing the relevant information in the

information about data citation. For more information on depositing, sharing and using submission system. For more information, visit the database linking page.

research data and other relevant research materials, visit the research data page.
For supported data repositories a repository banner will automatically appear next to

your published article on ScienceDirect.

In addition, you can link to relevant data or entities through identifiers within the text of
your manuscript, using the following format: Database: xxx (e.g., TAIR: AT1Go1o20;

Mendeley Data CCDC: 734053; PDB: 1XFN).

This journal supports Mendeley Data, enabling you to deposit any research data

(including raw and processed data, video, code, software, algorithms, protocols, and

methods) associated with your manuscript in a free-to-use, open access repository.

During the submission process, after uploading your manuscript, you will have the

opportunity to upload your relevant datasets directly to Mendeley Data. The datasets will

be listed and directly accessible to readers next to your published article online.

For more information, visit the Mendeley Data for journals page.



Data in Brief

You have the option of converting any or all parts of your supplementary or additional
raw data into one or multiple data articles, a new kind of article that houses and
describes your data. Data articles ensure that your data is actively reviewed, curated,
formatted, indexed, given a DOI and publicly available to all upon publication. You are
encouraged to submit your article for Data in Brief as an additional item directly
alongside the revised version of your manuscript. If your research article is accepted,
your data article will automatically be transferred over to Data in Brief where it will be
editorially reviewed and published in the open access data journal, Data in Brief. Please
note an open access fee of 600 USD is payable for publication in Data in Brief. Full
details can be found on the Data in Brief website » . Please use . this template to write
your Data in Brief.

Data statement

To foster transparency, we encourage you to state the availability of your data in your

MethodsX

You have the option of converting relevant protocols and methods into one or multiple
MethodsX articles, a new kind of article that describes the details of customized
research methods. Many researchers spend a significant amount of time on developing
methods to fit their specific needs or setting, but often without getting credit for this
part of their work. MethodsX, an open access journal, now publishes this information in
order to make it searchable, peer reviewed, citable and reproducible. Authors are
encouraged to submit their MethodsX article as an additional item directly alongside
the revised version of their manuscript. If your research article is accepted, your
methods article will automatically be transferred over to MethodsX where it will be
editorially reviewed. Please note an open access fee is payable for publication in
MethodsX. Full details can be found on the MethodsX website » . Please use . this
template to prepare your MethodsX article.

submission. This may be a requirement of your funding body or institution. If your data
is unavailable to access or unsuitable to post, you will have the opportunity to indicate

why during the submission process, for example by stating that the research data is

confidential. The statement will appear with your published article on ScienceDirect. For

more information, visit the Data Statement page.
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Abstract

Gaining a genomic perspective on phylogeny requires the collection of data from many putatively independent loci across
the genome. Among insects, an increasingly commen approach to collecting this class of data involves transcriptome
sequencing, because few insects have high-quality genome sequences available; assembling new gencmes remains a
limiting factor; the transcribed portion of the genome is a reasonable, reduced subset of the genome to target; and the
data collected from transcribed portions of the genome are similar in composition to the types of data with which
biclogists have traditionally worked (e.g. exons). However, molecular techniques requiring RMNA as a template, including
transcriptome sequencing, are limited to using very high-guality source materials, which are often unavailable from a large
proportion of biologically important insect samples. Recent research suggests that DNA-based target enrichment of
conserved genomic elements offers another path to collecting phylogenomic data across insect taxa, provided that
conserved elements are present in and can be collected from insect genomes. Here, we identify a large set (n = 1510) of
ultraconserved elements (UCEs) shared among the insect order Hymenoptera. We used in silico analyses to show that
these loci accurately reconstruct relationships among genome-enabled hymenoptera, and we designed a set of RNA baits
(n = 2748) for enriching these loci that researchers can use with DNA templates extracted from a variety of sources. We
used our UCE bait set to enrich an average of 721 UCE loci from 20 hymenopteran taxa, and we used these UCE loci to
reconstruct phylogenetic relationships spanning very old (=220 Ma) to very young (<1 Ma) divergences among

hymenopteran lineages. In contrast to a recent study addressing hymencpteran phylegeny using transcriptome data, we

Stenamma felixi
Masonia giraulti REferen ces
Aporus niger
Arthropods
Harpegnathos saltator
Ceratosolen solmsi
Acromyrmex echinatior
Orthogonalys pulchella
Apis mellifera

Aphaenogaster megommata

baits

Usage Notes

hymenoptera-uce-probes.fasta
FASTA file containing targst enrichment bait sequences for UCE loci in hymenoptera.

in-silico-NOTES
MOTES describing the pipeline steps used ta analyze the in silico data.

in-silico-contigs.tar.gz
UCE contigs sliced from available hymenopteran genomes.

in-silico-uce-probes-to-contigs.lastz.tar.gz
LASTZ files showing mapping of UCE probes onto in silico genome slices AND probe.matches.sqlite database.

in-silico-taxon-set-alignment-data.tar.gz
Archive file containing nested directories of in-silico alignment and analysis data. See overall README or file-specific
README.

hymenoptera-data-sets.conf
Top level file defining taxon sets used in analyses (e.g. ABYSS and TRINITY, with and without sawflies.

abyss-NOTES
MOTES describing the pipeline steps used to analyze the ABYSS data.

abyss-contigs.tar.gz
UCE contigs enriched from hymenapteran taxa and assembled using ABySS.

abyss-uce-probes-to-contigs.lastz.tar.gz
LASTZ files showing mapping of UCE probes onto in ABySS cantigs AND probe.matches.sqlite database.

abyss-probe-alignment-logs.tar.gz
Log files from ABySS probe alignment.

abyss-taxon-set-alignment-data.tar.gz
Archive file containing nested directories of ABySS alignment and analysis data. See overall README or file-specific
README.

trinity-NOTES

This dataset is supplement to https:/dol.org/10.1111/1755-0998.12328

This dataset is supplemented by http:/dx.doi.org/10.6084/m9.figshare. 1173286

This work is licensed under a CCO 1.0
Universal (CCO 1.0) Public Domain

Dedication license.




|| abyss-contigs.tar.gz GZ File 320711 KB Mo
= abyss-NOTES.bxt Text Docurment KB Mo
| abyss-probe-alignment-logs.tar.gz GZ File TKE Mo
| abyss-taxon-set-alignment-data.ta.. GZFile 190322 KB Mo
| abyss-uce-probes-to-contigs.lastz..  GZFile 1613KE Mo
|| abyss-WITH-SAWFLIES-100-bootre... TREE File 2KB Mo
| hymenoptera-data-sets.conf CONF File 1KE Mo
|| hymenoptera-uce-probes.fasta FASTA File 126 KB No
|| in-silico-contigs.tar.gz GZ File 11,146 KB No
= in-silico-NOTES. bt Text Docurment 4KE Mo
|| in-silico-RENAMED-TIPS.tree TREE File 1KE Mo
__| in-silico-taxon-set-alignment-data... GZFile 47,522 KB No
| in-silico-uce-probes-to-contigs.las..  GZFile 1580 KB Mo
@ pycogent-distance-estimates xlsx Microsoft Office Excel Wo... G0 KE MNo
. README.bd Text Document 3KE Mo
= README_for_abyss-taxon-set-align... Text Document 1KE Mo
= README_for_in-silico-taxon-set-ali.. Text Document 1KBE MNo
| README for_trinity-taxon-set-alig...  Text Document 1KE Mo
|| r-steps-and-data.tar.gz GZ File 13KB Mo
|| supplemental-figures.tar.gz GZ File 2203KB MNo
iTEﬁTabIes.xlm Microsoft Office Excel Wo... 71KE No
|| trinity-assembly-and-probe-align... GZ File 3KB Mo
|| trinity-contigs.tar.gz GZ File 212741 KB Mo
| trinity-MOTES. et Text Document 12KB Mo
|| trinity-taxon-set-alignment-data.ta.. GZ File 256434 KB Mo
|| trinity-uce-probes-to-contigs.lastz... GZ File 2924 KB Mo
|| trinity-WITHOUT-SAWFLIES-100-b...  TREE File 2ZKB MNo
|| trinity-WITH-SAWFLIES-100-bootr...  TREE File 2ZKB No

Publikacija i podaci su povezani
U metapodacima je ukratko opisan sadrzaj datoteka
Dodatne informacije su date i u README datotekama

Formati datoteka nisu optimalni (npr. xlsx)

U bazi podataka DRYAD proverava se da |li metapodaci
zadovoljavaju minimalne uslove

Deponovanje nije besplatno

Obavezna je CC O licenca
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Metadata

Dataset Metadata

Metadata and doosmentation are different thimgs: Docummentation is meant to be read by humans: some metadata is designed P re O r | I e
more for machine processing than human readability. However metadata can be taken as a type of documentation. Create and

generate metadiata for your research data and datasets in your research lifecycle to presene the data in the long nan

1. Consider what information is needesd for the data to be read and interpreted in the future.

2 Understand your funder requirements for data documentation amd metadata. Funder requirements for NSF, GEME, IMLS,
MEH, NIH and NOAA can be: found at httpsafdmptoolorg/public_templates.

3. Consult ilabl: o dards im your field. You may refer to Cormenon Metadata Standards and Domain Specific
a Standards for details.

4. Describe data and datassts created im your research lifecycle, and use software programs and tools to assist in data
dooumentation. Assign or capbure administrative, desoriptive. technical, stnectural and presenation metadata Sor the data. Some
potential information o doosment:

« Descriptive metadata
o Mame of areator of data set
o Hame of author of document

e o Tite o docmment « Administrative metadata
File
Technical. Rights and ? l' ".amE e o Information about data creation (e.g. date)
2 o Locabon o
Preservation Metadata o Size of file o Information about subsequent updates, transformation, versioning, summarization
Metadata Harvesting « Structural metadata o Descriptions of migration and replication
B L o f’ile relatiorships (e.g. child, parent) o Information about other events that have affected the files
» Technical metadata « Preservation metadata
@ Format {e.g. text. SPSS. Stata. Exncel L. mpeg, 30, java. FITS. CIF) o File format (e.g. .txt, .pdf, .doc, .rtf, .xIs, .xml, .spv, .jpg, fits)
o Compression or encoding algorithmes Sienificant i
= Encryption and decryption keys o Significant properties
o Software [indading release number) used to create or update the data o Technical environment
o Hartware on which the data were created o Fixity information
o Operating systems in which the data were reated . . ) o
o Application suf i which the data were reated 5. Adopt a thesauri in your field or compile a data dictionary for your dataset.
6. Obtain persistent identifiers (e.g. doi) for datasets if possible to ensure data can be found in the future.
For your full data management plan, please refer to Digital Curation centre’s Checklist for a Data Management Plan.
https://guides.ucf.edu/metadata/datasetmetadata_checklist (Source: DMPTool: https:/7dmp.cdlib.org/; Digital Curation: A How-To-Do-It Manual; Digital Curation Centre: http//www.dcc.ac.uk/)
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Standardi za metapodatke

« http://www.dcc.ac.uk/resources/subject-areas/general-research-data

- http://www.dcc.ac.uk/resources/metadata-standards
« https://guides.ucf.edu/metadata/domMetaStandards
| https://rdamsc.dcc.ac.uk/
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Metadata Standards Catalog Search  Signin

Metadata Standards Catalog

The RDA Metadata Standards Catalog is a collaborative, open directory of metadata standards
applicable to research data. It is offered to the international academic community to help
address infrastructure challenges.

® Read terms of use

Metadata standards, profiles and schemes

* Browse by scheme name
* Browse by subject
* Search

Metadata-related tools

* Browse by tool name

Biology

Found 18 schemes.

ABCD (Access to Biological Collection Data)

The Access to Biological Collections Data (ABCD) Schema is an evolving comprehensive
standard for the access to and exchange of data about specimens and observations (a.k.a.
primary biodiversity data). The ABCD Schema attempts to be comprehensive and highly
structured, supporting data from a wide variety of databases. It is compatible with several
existing data standards. Parallel structures exist so that either (or both) atomised data and
free-text can be accommodated.

Sponsored by Biodiversity Information Standards TDWG - the Taxonomic Databases
Waorking Group. the current specification was last modified in 2007.

ABCDDNA

An extension of the ABCD standard for DNA data.

CSMD (Core Scientific Metadata Model)

A study-data oriented model, primarily in support of the ICAT data managment
infrastructure software. The CSMD is designed to support data collected within a large-scale
facility's scientific workflow; however the model is also designed to be generic across
scientific disciplines.

Sponsored by the Science and Technologies Facilities Council, the latest full specification
available is v 4.0, from 2013.

DIF (Directory Interchange Format)

An early metadata initiative from the Earth sciences community, intended for the
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