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What is different?

O p e n é n V e n t @ ry The requirements of academic users differ

from those of the chemical and pharma-
ceutical industry:

Electronic Laboratory Notebooks (ELN) have become omnipresent in chemical and * decentralized organization Industry :
pharmaceutical industry within the last decade. The electronic documentation of » independent workgroups £y v oy
experiments makes the data searchable and gives researchers as well as + heterogeneous IT environment

supervisors a better overview of current and past results. In many cases, ELNs
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automate routine tasks, making laboratory work more productive and convenient. inancial limitations

However, universities and public research institutes could not follow this trend as ELN An ELN suitable for application in academia must address these differences.
software is costly or custom-made for single industrial clients. Therefore, open enventory is designed as platform-independent web application, built
In 2007, we therefore have started the project open enventory to develop an open completely on the basis of open source software (PHP, MySQL). The transparent
source ELN with integrated chemical inventory, making sophisticated electronic process of data handling and storage ensures that data is not locked within a “black
documentation of chemical research available also to academia. box™ of proprietary software. By modifying or extending the source code, groups can
The software stores the setup of experiments, observations and all spectroscopic address specific requirements of special areas of research.

data, searchable by keywords, numeric parameters and chemical (sub-)structure. As research groups are highly independent, they can store their data within separate
Researchers working on collaborative projects can easily exchange data to work in a databases. For collaborative projects and the exchange of chemicals, other groups'
very coordinated way, or use past projects as valuable knowledge base. databases may be accessed read-only, forming a mesh.

The overall design of the software particularly addresses the requirements of In academic environments, an ELN must directly increase every researcher's
universities (see right), but some companies also use open enventory to make productivity, otherwise students will not use it. Therefore, we use screenscraping
research more productive, convenient and resource economical. techniques to extract physical and safety data from pUb”C Internet sources,

maintaining an up-to-date chemical database at minimum effort.
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Spectroscopic Data Productivity Extensions Reaction Database for Knowledge Exchange
Data in various formats (image files, PDF, MS- open enventory brings functionality to create series of Compared to data written on paper, the practical
Office, Agilent, Bruker, PE,...) can be stored experiments and automates data transfer from analytic value of structured electronic data is much higher.
together with the experiment. A macro connects iInstruments for high-throughput applications. It “learns” peak Within seconds, users can search thousands of
centrally stored data and locally Installed assignments in chromatograms and then automatically reactions by (sub-)structure, keywords or numeric
analytical software. calculates GC/HPLC == e parameters to take advantage of this data
[ ansatzzettel Y [ Ergebnis N [ 6y [ NMR™ [ analytik m.[ Custom Y [ list mode ) [ Search ) yields . 1 “[]u"“’ D/‘:;“’ u: i::l nnt;iml U/ﬁ:r;j 'IJ'JAI?I"‘I::T' B 2021 COl IeCtion . They may fi nd userI Separation
RUD-UA 238 oot oy Rt = B o [ = e = : L
a?:;:Ti;:;rdata eeeeeeeee device name | met hod name | measure dby  |samp le frac. | commen t ' ' ' T procedures’ refe rence SpeCtra Or Insplratlon for
°°°°°°°°°° Sl o T = R L S R | future experiments. When writing up theses or
31.5191\11:1%(203‘11\{6}1? ;:'HLOROFORMD)Bppm 7.83(d, F=8.6 Hz, 2H) 7.60 (d, /=7 6 He, 2H)y 7.2 (d, /=F.1 Hz, 2H) 6.70 (d, J=3.5 Hz, 2 H) e . (RUD130Z . o a, . . . .
e g ! SR T e 1 publications, all relevant data is instantly
el ™ : L 1 e | accessible.
oooooo C:_u_naphthw_phosphm — [ ansatzzettel [ Ergebnis ) [ G2 [ wmRY [ Analytic [ A [ custom [ list mode ) [ Search
b g ! ! ! ! ! ‘l; L0.75hg Schrank 232 g File Edit View Insert Options Object Templates Chemistry Tools Help
IR - R R ﬁ R boe DUoco® = ]
2,901 s0n00] N % <]
Q. & \\\\
000000 J ﬁ :". \5
I L [N - _ =- i
o . Moreover,  the  automatic s
o 3'5 ) BIDuILQTISSTIDIF_?EIS IEID ISISI SID C;eril|5ca|I8hfﬂID(I3Is II Ejﬂ j_: szﬂl '1'_:'5' ) 1IDIDI5IID '_'6_:'5' Tetradecan | Produkt 1 cyflnhela"a“‘iﬂe. ) 4-Methylbenzophenone reaCtlon Com pa rlson Iets za:abase ;::t:::ar::tc = ¢|X e Anabvik ::: iﬂt g;der Lab;jaurmal 8t =
e U PN P : : : : : T b sl | 0.0 1 | e
rrtne & | e scientists  quickly identify R I TR
Citation Management e T - differences in experimental ot | S SEICTY R eI T
. . ] . 2,22 1321 0 O O O Setu pS a nd CO rre I ate them Wlth Ansatzzette 3 Ergebnis Y[ 6 Y[ nvRY[ RN ccms [ Analytik Y[ Komplett [ Ben.def. )| Listenansicht Y[ Suchen [ 10 Ergebnisse pro Seite )| fpalte anzeigen )
4.78 1458 | [ O O O . . s Laborjournaleintrag | o, .\ yionsgleichung % D._(”%) Ysp(%)+ Ef
SC|ent|sts. can attac.:h relate_d Ilterat.u re 1o projects S T I R 5 - yield or selectivity. A s kS v/ av
and reactions, making the information available to e 0|9 g [
. 7.95 886 | [ O O ~ BS
I . L J a | —
other project members. The PDFs can be searched IR R —— oo~ get Y ke g7 —|
by Cltatlon (pa rtS) Or fu I I-text_ I I - KMSERSLAUTETN LRZaction setup )| Resuits Y 6\ NMRY[ Analytics Y[ AN custom [ list mode N Search )| 10 Results per page Y| Show column ) ~ ' ‘ ’ ° ) ! ’ |
s LR <« Automatic transfer from | o v eavn [N [lggeoert et ([ |oiteronces o the reerence 0 | ) |
SR T [ * ACS *RSC D Ore e gl Y et~ 7 “a {
o * Wiley-VCH  * Springer | R O P 1 R 8] |
e o T st * Elsevier * Thieme .04 mmel o mmel e mmel Dﬂ
:T :: e ™ (other documents can be added manually, SRS B XE— M
vomenmR e ac0ess 1o ul oxt requires lcense) oo (ZEE e L e e S | B open enventory makes the advantages of an ELN
D e aealice i TR e = : :
e SR e available to academia and helps researchers
o e o g | S| S worldwide to reach their scientific target in a more
T e——Ca— oty e T L rERi directed and productive way.

Acknowledgements: We would like to thank the Fonds der Chemischen Industrie for supporting this project. FR would like to thank the Fonds der Chemischen Industrie and the Studienstiftung
des deutschen Volkes for fellowships, and the ICCS for a student bursary. For more information on this project, see http://www.open-enventory.eu



	Folie 1

