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AgendaAgenda

 Library search

 Limit Checks and 
Custom Calculations

 Reporting

 CCS Screening
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Library Search OptionsLibrary Search Options

 UNIFI Library
- search in internal libraries

 UNIFI to ChemSpider
- direct link to Chemspider
- up to almost 600 libraries
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UNIFI Library UNIFI Library 
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UNIFI to Chemspider UNIFI to Chemspider 
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Import (your own Library to Unifi)Import (your own Library to Unifi)

Entry name in Lib Either Elemental Comp 
or Structure Mol File
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Limit Checks and
Custom Calculations
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Component Limit ChecksComponent Limit Checks
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No more ExcelNo more Excel
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Reporting in UNIFI
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Enhanced Reporting Enhanced Reporting ––
Template EditorTemplate Editor
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Enhanced Reporting Enhanced Reporting ––
View and Print ReportsView and Print Reports
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UNIFI CCS
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Three dimensions of resolutionThree dimensions of resolution

dt CCS
Size/Shape

rt KD

Tof accurate mass

Property of molecule

Representative 
analytical measurement
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Peak 
Capacity

MehrMehr InformationInformation
...SELEKTIVITÄT (and SPEZIFITÄT)...SELEKTIVITÄT (and SPEZIFITÄT)

Peak 
CapacityX =

UPLC QuanTof LC/HDMS

Resolution Redefined

retention X

T-Wave IMS

mobility mass

3 orthogonal separation techniques
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IntellistartIntellistart -- RoutineRoutine
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ErgebnisErgebnis

3D: Rt CCS Acc Mass
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MS HDMS

m/z error (+/-) 5 ppm 10 ppm

rt error (+/-) 2.5% 2.5%

CCS error (+/-) - 2%

Correct ID’s 7/8 8/8

False Negatives 1 0

False Positives 3 0

Screening for known Pesticides with CCS in a small scale 
proficiency test. Using CCS values as an additional filter 
for molecular identification enables false positive 
identifications to be reduced, improving confidence 
and efficiency of the analysis.

Screening with CCSScreening with CCS
Example: EU proficiency test pesticidesExample: EU proficiency test pesticides

http://www.waters.com/webassets/cms/library/docs/720004720en.pdf
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Ciprofloxacin protomersCiprofloxacin protomers

http://www.waters.com/webassets/cms/library/docs/720004720en.pdf
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MSMSEE spectra ciprofloxacin spectra ciprofloxacin ProtomersProtomers
-- different daughter ionsdifferent daughter ions

Acid Group 
Protomer
MSE Fragments

Basic Group 
Protomer
MSE Fragments

http://www.waters.com/webassets/cms/library/docs/720004720en.pdf
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DankeDanke ......

 Frau Dr. Seiwert für die Arbeit (Datenaufnahme)
 Herrn Dr. Dünnbier für die Einladung und die Proben.

... Ihre Aufmerksamkeit!


