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Step 1: Start a New Analysis.

First things first—head over to the dashboard (1) and
click “New Analysis” to get started.
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Step 2: Upload your Spectra

Drag and drop your file into the portal or browse your computer to select it. We support
jdx, dx, jdf, and zip formats. (Need tips on capturing high-quality spectra? Check out
ChemisTwin® Episode 1!)
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Step 3: Choose Your Analysis Type
Select “Quantitative - Non-Targeted” to define your analysis approach.
Type of Analysis™
(O Qualitative
ldentification or Verification of your compound.
() Quantitative - Targeted
Calculation of the concentration of your selected compound.
(® Quantitative - Non-Targeted

Calculation of the concentration of your non-specified compound.

Step 4: Review and Edit Meta Data

We've got you covered—certain details will be auto-extracted from your file. Just scroll down to
verify and fine-tune any additional info, like product and batch numbers, project ID, or measurement
executor ID.

To calculate the mass fraction, don’t forget to input sample and solvent weights in this section
(blue square.)

Quantitative Analysis Details

PHRP074 0,015 mgmL S2qProton_pulsecal_10 DMSO {D:\BrukerTopSpind.6.2] ep 17 Bruker

Anabyiis Title* Product and Batch Number

Sample 1 PHR074 MW 192,25 SW:3.04 SohvW;7596.96

Callibeation® Project ID

Select a calibration L4

Measurement Executor 1D

Salyent® Additional Detaily
DMSO »
Sample Welght [me] o]

Salvent Waight [me]

Step 5: Select Components and Peaks

Add the components you want to quantify and choose peaks from your spectra. You'll get access to
relative and absolute integral values to guide your selections - pick as many peaks as you need!

Step 2: Add Compound 4 Add Compound

Compound 1 5]

Compound Name® Miclecalar Weight [g/mal] (o]
Comeound 1 260585

Compound 2 B

Compound Mame® Motecalar Welght {s/mol] [
Comgound 2 15819

Step 3: Integrated Peak Table
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Step 6: Assign Protons to Peaks

Time to put those protons in their place! Enter the number of protons assigned to
each peak.
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Step 7: Run the Analysis and Check Out your Results

Click Run Analysis and let ChemisTwin® do its thing. Your results will be ready in
no time.
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Enjoying ChemisTwin®? We'd love to hear from you!
Drop in your thoughts and feedback at:
ChemisTwin@merckgroup.com
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