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LabTrove
and
Automatic
capture of
metadata

Flexibility has
limitations..

EIMjexperiment

alpha

Enantioselective Hydrogenation of dehydro-PZQ
and derivatives

Older Posts >>

Search
Preparation of MNR40-2 This Blog
10th July 2012 @ 03:29 New Post
Timeline View
O ®) Exhibit View
Export Blog
sulphur .
° July 2012 (2)
NTW) 180 °C Nww) June 2012 (1)
May 2012 (1)
0 0 May 2011 (1)
April 2011 (6)
MNR40 .
MNR14 Sections
Compound Fw Ol Mass - Experiments (11)
(g/mol) (9)
MNR14 306.36 10.74 3.29 1.00 Tools
sulfur 32.07 21.48 0.69 2.00 Show/Hide Keys
MNR40-2 304.34

Hazard and Risk Assessment:

-

xobe

HIRAC MNR37.pdf

Procedure:
A mixture of recovered SM from MNR40-1 (3.29 g, 10.74 mmol) and sulfur (0.69 g, 21.48 mmol)
under argon was heated at 190°C in a sand bath for 2 hours.
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User defined
metadata

Section™

Analytical Procedures

Metadata

key

Substituent

Spectroscopic

-

value

Nitro

DSC

MS Spectrum of (3E)-3-(4-Chlorobenzylidene)-1,3-dihydro-

2H-indol-2-one

Spectroscopic Method: MS-ESI

Substituent: Chloro

MS Spectrum of (3E)-3-(4-Chlorobenzylidene)-1,3-dihydro-2H-indol-2-one

MS Spectrum of
(3E)-3-(4
Chlorobenzylidene)-1,]
dihydro-2H-indol-2
one

The mass spectrum of (3E)-3-(4-Chlorobenzylidene)-1,3-dihydro-2H-indol-2-one has been
obtained by positive electrospray ionization (ESI). The peak at m/e =256.2 confirms the molecular
mass of this compound as the molecular ion gains a proton.

Interpretation of MS Spectrum of (3E)-3-(4-Chlorobenzylidene)-1,3-dihydro-2H-indol-2-one

Peak Diff. between
Position |mass and peak

molecular

Suspected molecules or
ions

Inference

Molecular ion gains a proton, 37Cl

5=3 (M+H)™ H(1)
isotope present.
5=4 (M+He)* He(4) Compound gains helium atom
13
5=33 (M+MeOH)* MeOH(32) Molecular ion gains methanol, *°C
isotope present.
5=35 (M+H0+NH3)* Molecular ion gains water and
B H;0(18), NH3(17) ammonia molecules
Compound gains carbon (IV) oxide
=4 +
5=44 (M+CO,)" CO,(44) molecule
+ Na(23!
5=42 (M+Na+H;0) Molecular ion gains water and
B HyO0(18 sodium atom
5=18 (M+H;0)* Compound gains water

[ETT e
Chlorobenzylidene)-1,
dihydro-2H-indol-2
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Metadata Survey

blogs@Chem7oo0ls blogs@BioLab

Open output from the BioLab

ALTC Enotebook [ITjexperiment
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The thoughts of the ORC Xray Group
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Sections=1 Sections 2-5 Sections 6-10 Sections 11-20 Sections >20
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Values for section:

 Top ten subjects:
— Materials
— Methods
- —Data
— Experiments
— Experiment stage
— References
— Samples
— Instruments
— Safety
— Results
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Number of ‘Key value’ pairs

Metadata Metadata Metadata Metadata Metadata Metadata Metadata Metadata Metadata Metadata Metadata
Keys=0 Keys=1 Keys=2 Keys=3 Keys=4 Keys=5 Keys=6 Keys=7 Keys=8 Keys=9 Keys=>9
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Values for Keys:

 Top ten subjects:
— Materials
— Instruments
— Methods
- A
— Post type
— Data

— Experiments

or experiment

— areference to a phy: — Samples
notebook (Ref/cod — References

— the date of the experi — Location

— the status of an activity or™ — Ref/code

document g
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Number of Authors?
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Public vs private?

Sections
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Keys
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User perspectives on mew
e User interviews
~ /

e User studies
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What can we do about it?
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