Bruker Chemist Suite: the ideal chemists' software to
process, analyze and report all spectroscopic data

NMR, MSChrom and EIVIS - Process all analytical data

= |ntuitive user interface with a modern ribbon control

= Manual, assisted and automatic data analysis and
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automation of tasks

f - Purity determination

 NMRPredict - Prediction of NMR
spectra

= Chemical shifts predictions for
'H, 13C, and various X-nuclei ("B,
15N’ 170’ ’9|:’ 298]} 31|I))

es different algorithms
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= A Bayesian algorithm combines
all the individual results to give

Mestrelab

Predictor
Bayesian
algorithm

the final predicted spectrum i
L i | wan 4

24

quantification

= |nternal and external standard

Accommodates for changes in

acquisition parameters (NS, RG,

Hs  Purity SNR Abs Integrals g ™

1 M B(s) 1 6.08 6.301.5.848 3 99.649 4398.3 40054805.80

2 M) 1 371 3.924.3491 9 99.698 11647.1 120223163.91

8.700 .. 8.198 1 40289877.00
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MGears - Automation workflows for all your
analytical data processes

= Saves specialist time by automating routine
processes and workflows

= MGears, 2 bricks and MPublish available at a
special price with Bruker Chemist Suite!
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' Verify - Automated and

assisted structure .
verification

= Based on NMR (1D 'H,
1D 13C, TH-13C HSQC)
and/or LC/GC/MS data

= YES/NO/UNKNOWN
answer

= The accuracy of the verification can
be assessed using a flexible scoring
system
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' MyData and TopSpin Browser - Easy
storage, import and filtering of data

Create your own local searchable

Navigate easily through your datasets
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Overview

Result: @ _ -~

Purity: 97.88%
Date: 2022/07/05 22:27:51

Value Quality Score Significance
77% 098 i

Name

> 1H Global Counts
1H Prediction Bounds Metric
1H Assignments
Predictions Congruence

> MS Molecule Match Score

3% 054 500

Innovation with Integrity
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