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= Library search

= Limit Checks and
Custom Calculations

= Reporting

= CCS Screening
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Library Search Options eaVaters

= UNIFI Library
- search in internal libraries

= UNIFI to ChemSpider
- direct link to Chemspider
- up to almost 600 libraries
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UNIFI Library
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Parameters

©® Mass © Spectra

[ Select libraries...

m/z. 748.48453
Selected adduct: +H Select adduct...
Tolerance: 2 mDa
(b) Start
Results (3 found) (=]
= Name Library Name Formula Delta Mass Menoisctopic Mass
1 Clarithromycin | Tox Screening (C38HEINOI3  -0.0003622494293407 7474768912984
2 Clarithromycin || Libraries all Dec 2013 C38HBINO13 -0.0003622494299407 747.4768912984
3 Clarithromycin ~ Waters Toxicology Library 2014 ~ C38H69NO13 -0.0003622494299407 747.4768912984
\ . Assign J
Information (2]
b
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UNIFI to Chemspider

Item name: Klaerwerkabl... Channel name: Low energ... # X
Description: Klaerwerkabl...
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@ Select Libraries -
Select libraries to search:
Select All  Deselect All
Parameters
4 = Library Enabled

[ Select libraries... ] 355 Marinit

© Mass @ Formula 256 Martin Walker

Formula: C38BHEONO1Z 357 MassBank

m/z | 74848453 | I

Tolerance: 10 | mDa N 359 Matthew

Selected adducts: | ‘ [setect adducts... 360 Maya Biotech
[ _@Start ] I 8 Concel I 361 McGibony Group (...

Results (31 found)

¢ Name 1 Moneisotopic Mass Formula Delta Mass -

28 6-([4-(dimethylamino)-3-hydroxy-6-methylte... 747476868 C38HEINOL3 0.0

29 Clarithromycin 747476868 C38HEINO13 =
30 Methyl (2R.35,45,5R.65.8R.10E.125.13R)-3-[(2... AT ATERES  2SLEONAT D an >
| [l Assion |

Information
Clarithromycin
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icrosoft EXCCie

| Haome l Insert Page Layout Formulas Data Review View

i 8 2 T e R

2 & Cut || Arial MR || S Wrap Text | General -l ﬁ Mormal_Poal._.

= I% cow L . { ||i7 - H L

Past =T = |1 = €0 .0 Conditional F t

>t Format Painter B Merge & Center “MHL‘*-E e
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Entry name in Lib Either Elemental Co_mp
or Structure Mol File
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MName Type Date modified Size T}rpe af import: [E}_‘:Cﬁl [Sl:reaning List} - l
@ PAH.xlsx Microsoft Office E... 19.03.2014 15:04 35KB File to imporl: GOV PAHYPAH xlsx m
Phenanthren.mol MDL Molfiles 19.03.2014 14:51 2KB .
: Library to create:  paH
| Anthracen.mol MDL Maolfiles 19,03.2014 14:58 2KB

Detection results: | ESI+ - l
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Limit Checks and
Custom Calculations
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Component Limit Checks

Custom Fields and Limits
Specify custom fields to be included, calculations to be performed, and/or limits to be evaluated, for the analytical results,
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Custom Fields Summary Calculations Limit Checks
Selected fields and limits checking
A Node Field name i Sample type Level Error minimum Warning minimum Target value Warning maximum Emar maximum
1 Component  Identified High Energy Fragments All All 0 1
2 Component  Isotope Match Mz RMS PPM All All o] 5 10
2 Component Retention Time Errar {min) Al Al 035 01 0 o1 015
4 Component hdass ermor {ppm) All All 0 5 10
Selected limit graphic representation:
— L—
.15
Component Summary = Screening Summary\l'ew B E TIE]
4 Component name 1 |3{m/z Mass error (ppm) Expected RT [min} Retention Tim§ Error (min) Observed RT {min) Label Identified High Energy Fragments Isotope B Mz RIS PPM Response G
1| 6-MAM 328.1541 -0.67 210 003 2.07 0.96 46256
2 T-aminoclonazepam 286.0743 051 347 -0.05 342 234 4541
3 | 7-aminoflunitrazepam 284.1196 068 439 006 423 153 27295
49 7.aminonitrazepam 252.1136 175 201 017 184 175 11232
54| Alprazolam 300.0815 440 847 003 244 r 5.00 1352
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No more Excel
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Fields:

|\ Selections ||| Condition Editor

Functions: Indexes: Operators:
b Companent ABS FIRST
»  Sample AVG LAST -
COUNT INDEX b
% Area (%) XD /
% Height (%) FIND A
(Asymmetry @ 10%)42 IF B
LN |
A et 44%)2
‘ s_'_.rmm L ) LOG !
2 Sigma WIAX _
2nd derivative apex (min) MIN [
3 Sigma FROD Bz
4 Sigma PRS0 *
. SQRT =
5 Sigma STDEV .
Area SUM
Area Manual Change (%) WVALUE
Asymmetry @ 10%
Asymmetry @ 4.4%
Asymmetry plate count

©2013 Waters Corporation

Mame: Peak Name

Format: Real

Sample type:

Standard
Unknown
Blank

Qc

Reference
Reagent blank

Calculate across samples

Description:
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Reporting in UNIFI
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Enhanced Reporting — 3 W
Template Editor THESCIENEEDE]\N-!I-SS"ESSIBLE“

ru'.

Review Investigate ..Rep_.clrt__|

4= = ~ [Review Results

Home View Page layout | Template settings

A Nefazadane Method Ana... %

Report Objects

S, | S & a
Filter by || Merge all reports () Exclude from report Reartloe opfiens. “Viewog
@ Summary @ Exciude from report when empty ShM[M = ]
Data options | Log options | Language = v Analysis Method
il v Audit trail
v Experimental Record
{Component: Nefazodone - dealkylation (C6HACI) [ Wethads
Item name Expected RT | Observed |Expected |Observed mass (Da) Mass error {Da) Response L Post Run Report
(min} RT (min) | mass (Da) L Sample information
1 METID_111 5.590 3.888| 358.232 359.2327 0.0006 54199 - @ EE‘I:"‘ES
1O Ellipses
[Component: Nefazodone + 2 x Hydroxylation P E E“ages
v nes
Item name Expected RT | Observed | Expected |Observed mass(Da) | Mass error (Da) Response o |0 Rectangles
(min) RT (min) | mass (Da) P Text
1 METID_111 5.390 4858 501214 5012146 0.0003 172216 4 [F Coverage map M
2 METID_113 5.890 4.864| 501.214 501.2157 0.0014 173053 [ Coverage maps
4 [E Fields
- © 5] Special information
b Analysis
Item name: METID_111 q 4 [HPlats
485.2202 [T Calibration curves
_Nefazodone + Hyd 4 % Chromatograms
5 4682245 | Autoscaled chromatagram
R W . Autoscaled chromatogram
=) 5012145 = Chromstogrsm (compare] | _
z : 4 [ Companent plots 3
& Nefazodone + 2 x... ;
2 iR x; Companent plot
= Candidate Mass 10515780 25858527 | Companent plot (compare
o Lo, . / Cangidate Mass 2335.8527 [ Fragmentation spectra
1 T T T T T T T T T T b
o 250 500 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 3250 : i iD E‘“:;
L 2ak plots
Mass [Da] 5 4 [H 5 edl:a
= Spectrum
Item name: METID_107 =] Spectrum (compare)
‘Channel name: Smoothed : Mass Chromatogram (16.7 PPM): +470.2332+471.2362+472.2310+473.2334 : TOF M5e (50-1200) 6eV ESI+ B @ Summary plots
Nefazodonz 4 [ Groups L1
585 v O Groups :
7
£ 150005 l il 1 L
-
# Administrator, UNIFL [Administrator] e - ‘ 0] | @ | g |
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Enhanced Reporting —
View and Print Reports

Review Investigate | Report |

| A Nefazadone Method Ana... X
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Search folders... pell ‘.,.

~ [Review Results » Preview Report

| [ Modity template | (31 Fite =

Home ‘ Signature

=) = I e & Layout * Selection mode Manage
& Report g Find
1 oft1 | 0% v Lk Rotate * Elcopy B btrect [P export | [ apply
Print Page. Zoom Layout | Search | Reuse |B(trac|ion method \
” Item name Expected RT | Observed |Expected | Observed mass (Da) Mass error (Da) Response
(min} RT (min) mass (Da)

1 METID_111 5.890 5.528| 485.219 485.2200 0.0006 146987
2 METID_113 5.890 5536| 485.218 485.2206 0.0012 137474
Component: Nefazodone

Item name Expected RT | Observed | Expected | Observed mass (Da) Mass error (Da) Response
(min) RT (min) | mass (Da)

1 METID_107 5.890 5.858| 460.225 469.2259 0.0014 218361
2 METID_110 5.890 5.858| 469.225 469.2257 0.0012 1073770
3 METID_112 5.890 5871 469.225 469.2262 0.0017 1140712
4 METID_111 5.890 5.882| 469.225 469.2246 0.0001 172684

=| 5 METID_113 5.890 5892| 469.225 469.2260 0.0015 111118
Item name: METID_111
485.2202
—Nefazodone + Hyd...

) 469.2246

g 28405 Nefazodone

= =] 501.2146

Nefazodone + 2 x...
a8 18 2535.8527
Candidate Mass 10515780 %
IS I 0 1T i Candidate Mass 2535.8527
0 2% 500 750 1000 1250 1500 1750 2000 2250 2500 2750 3000 3250
Mass [Da]
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UNIFI CCS
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Three dimensions of resolution Wo’rers

Representative
analytical measurement

Property of molecule

At e K

Tof wwwl  accurate mass

AA ¢ CCS

Size/Shape
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Mehr Information
...SELEKTIVITAT (and SPEZIFITAT) =

THERE ARE

‘ SEE PRODF
w2 e
) '-"M“}‘ \ "‘ oy ‘-“
faiplers
UPLC T-Wave IMS QuanTof LC/HDMS
\ )
|

3 orthogonal separation techniques
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Intellistart - Routine

Instrument Configuration

Create Calibration

Intelli ot

Create CCS Calibration

#*
| -3

Resolution Optimization

=
%
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@

Stop Flow

<

Reszolwe

v

Start

Ly

Standby

o

Operate

)

Tune
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Ergebnis

3D:

immary =

4 N\
Acc Mass
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‘Accurate Mass Screening IMS

= Observed drift time (ms} Expected RT (min) Expected neutral mass (Da) m/z

137 119.0483 120.[).
203 £.00 203.1059 204.1.
35 650 2360050 2371
2.88 547 267.1834  268.1
317 783 361.1081 .

362.1

Summarized by: Response

4 Component name Identification status Observed RT {min) Dbseryed collision cross sectio..  [Observed neutral mass.. 2 fs]
1 | Benzotriazole Identified 409 1335 119.0503 1848
2 Aminoantipyrine Identified 5.0% 150.7 203.1088 4858
3 Carbamazapine Identified 757 ~156.8 236.0986 13770
4 Metoprolol Identified 547 1767 267.1879 35028
5 | Bezafibrat Identified 782 1841 361.1135 1110
| \ \ /]
i o > N A e
Item name: Ablaufk\W % Compenent: Carbamazapine
Channel name: Mobility Trace for Carbamazapine : m/z=237.1059+/-11.0 ppm : RT=7.57+/-0.02 min
] Carbamazapine
i 15000
£0000
12500
60000+
,% 10000
5 b
2 il &
z g
% 200004 A 7500
=
5000+
20000+
K 2500
o
T T T T T T T T T T T 0 T
o] 1 2 3 4 5 & 7 g ) 10 Blindprobe
DriftTime [ms]

T T T
Ablaufidd nach Czonigrung nach Biofilter

Sample Injection
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Screening with CCS i
Example: EU proficiency test pest|C|des e

©2013 Waters Corporation

Waters

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.

http://www.waters.com/webassets/cms/library/docs/720004720en.pdf 18



Ciprofloxacin protomers wtVaters

Waters UNIFI - SYANPT G2 TMS FQS NO FRAGMENTS: Analysis Center

EEH &) My Work l =3 Welcome to UNIFT l L SYANPTG2IMSFQS NOF.. X | [ search foiders..
| Review | Investigate Report

{4 4= | Review Results | @ timits = [ Process @4 Edit ~ § Toois ~ B | (T Fe

SynaptG2 201201... [1] +« | @ Ciprofloxacin - ST Fitters ¥

Ponent sum -

4 ¢ Component name m/z Mass error (ppm) Collision cross section error (%) 2 Observed collision cross section (.51’} Expected collision cross section {A’) Expected RT [min}) 15|
14 | SynaptG2_20120102_335 §?
f 2 Ciprofioxacin_1 33z2.13%8 -1.98 -0.67 107.58 108.70 222
15 synaptG2 20120102336 g2
(16 SynaptG2 20120102 436 i
17 SynaptG2_ 20120102 438 +
18 SynapiG2 20122001 037 * Item name: SynaptG2_20120102_334 Item name: SynaptG2_20120102_334 Channel name: Low energy : Time 2.252...
. - = Channel name: Mobility Trace for Ciprofloxacin : m/z=332.1398+/-27.8 ppm : RT=... Description: Plate 2 set 7 2xMRL (Cipro...
13
SynapiG2 20122901 038 ¢ [ 33213083 4384
. [Ciprofloxacin 4
| :
10000 £ 25000
z 333.14280
=
_ Ciprofloxacin_1 £ ! 360.19449
A Status | Name £ 7500 5 0 |
T T T T T T
I 2 @  Cprofioxaci.. %‘ Item name: SynaptG2_20120102_334 Channel name: High energy : Time 2.25.. & *
| > 52000 Description: Plate 2 set 7 2xMRL (Cipra...
= s 245.10820 288.14972 483
5 - -
2500 5 "% 20507604 & <
=2
‘,j i
0 |
T T T T T T T T T T T T
0 2 4 6 g 10 225 250 275 300 325 350
DriftTime [ms] Observed mass [m/z]
- o : — = =
*' administrator, UNIFE [Administratorn] : | 9 & 2

©2013 Waters Corporation http://www.waters.com/webassets/cms/library/docs/720004720en.pdf 19



MSE spectra ciprofloxacin Protome
- different daughter ions

Item name: SynaptG2_20120102_146
Description: Plate 2 set 7 2xMRL (Cipro/epi-CTC) r.2

Channel name: High energy : Time 2.2687 +/- 0.0158 minutes : Drift Times: 4.10 +/- 0.08 ms : 4D mass peak list

0 8.03e3
Basic Group ,EII:I
I
Protomer ¥ Q E P
E . ’ % o ’
o0l MSE Fragments 1 2 4 B
837 A k- A
7 sror: -01 mDa
£
2 23213969
8 3 28815126 -
. 4000 i [ e Mass error: -0.8 mDa
2 L .
£ E 1
= N
2000 20406805 (@]
B e 28015201 ‘
i
—205.07597 Ho
210 220 230 240 250 260 270 280 290 300 310 320 330
b mrsmd e Fon s
Item name: SynaptG2_20120102_146 Channel name: High energy : Time 2.2665 +/- 00158 minutes : Drift Times: .66 +/- 0.08 ms : 4D mass peak list
Description: Plate 2 set 7 2xMRL (Ciprofepi-CTC) r.2
7000
s001  Acid Group \m
Protomer = N
5000 .
MSE Fragments A
£
g 4000 iR 31412056
= \kE'H‘ Mass error: -0.4 mDa
& .. '
F i
2 3000 ] \ 332.13975
F= e
L)
20001 231 05568
Mass error: -0.8 mDa %15.13491
1000
ol - . r - - - ; - : - .
220 230 240 250 260 270 280 290 300 310 320 330 340
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Observed mass [m/z]

http://www.waters.com/webassets/cms/library/docs/720004720en.pdf
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= Frau Dr. Seiwert fur die Arbeit (Datenaufnahme)
= Herrn Dr. DlUnnbier fur die Einladung und die Proben.

... lhre Aufmerksamkeit!
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