Typical Printout for Bruker Autoflex MALDI TOF Spectra

Analysis Info Name/Type of the Instrument with lonization Technique
Analysis Name  RGR 20221102\0_J6\1 gsssf‘si‘t’i;n Date MLE

. 2022-11-02T715:22:21.000
Comment Matrix = DHB (EtOAc), JSU-099-02 Sample Name Date/Time of Spectrum Aquisition
Acquisition method name  D:\Methods\flexControlMetsd&P_400-4000x_Da.par
Number of shots 1000
Position J6

MSMS parent mass Number of Laser Shots applied

positive voltage polarity POS

Polarity (POS or NEG)
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Typical Printout for Thermo Instruments like Exactive/Exploris/OrbitrapXL and VelosPro

M:\Datenaktuel\..\STU_1112_FLI-1001
Orbitrap VelosPro - Organisch Chemisches Institut WWU

11/14/22 14:59:28 ~_sample in CH3CN
Date/Time of Spectrum Aquisition

STU 1112 FLI-1001 #7- - . AV: 34 NL: 1.63E8
T: FTMS + p NSI Full ms . 0

Relative Abundance
(&)}
T
|

3 268.09031
z=1

—
o o
EERNENEE

- 317

z=1

327

3.12814
z=1

349.12303
z=7

Instrument Name/Type
File Name / Sample Name

FIMS *

p NSI Full ms [120.00-1200.00]

Regular MS Spectrum (ms2 would indicate MS-MS Fragmentation)
Full Scan MS

Acquired Mass Range

NSI = Nanospray lon Source (Alt. ESI, APCI, EI)

p = Profile Spectrum (Alt. ¢ = Centroid Spectrum)

Polarity: ,+“ Positive lons / ,-“ Negative lons

FTMS = Orbitrap ,HR" Spectra (Alt. IT = lontrap ,LR" Spectra)

No of Charges (if detectable from Isotope Pattern)
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Typical Printout for Thermo Exactive GC-MS (Similar to ISQ7000)

M:\2022\...\Exactive\RGR_1004_STM-4068 10/06/22 09:07:21 (El) GC-MS
Exactive - Organisch Chemisches Institut WWU Muenster Ax. Mman, RGR, STM-4068
RT: 2.99 - 19.99
8.40 NL:
1005 . . . 2.40E7
] Chromatogram with Retention Times TIC MS
90+ / RGR_1004
_STM-4068
80

. 70— Normalized Level i.d. Total lon Count (TIC) of
g : Highest Peak in Chromatogram = 100%
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Time (min)
RGR_1004_STM-4068 #433-446 RT: 8.36-8.49 AV: 14 SB: 18 8.04-8.16 , 8.77-8.85 NL: 6.75E5
T: FTMS + p EI Full ms [35.0096700.0000] -« _ _
Base Peak Intensity (Normalized Level) = 100% 229.08244
100 133.04497
90— Info about Spectrum Generation from Chromatogram
80 Averaging (AV) and Substracted as Background (SB)
o 70- -
S A Retention Time Range for Spectrum
© 60:
© -
5 = Range of Spectra No for Spectrum  201.05107
< 507
(] :
2 40 214.05887
e 231.09378
30~ 135.06054 216.07010
201 109.04494 183.06054
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Typical Printout for Thermo Exactive GC-MS (Similar to ISQ7000) - Zoom

M:\2022\...\Exactive\RGR_1004_STM-4068 10/06/22 09:07:21
Exactive - Organisch Chemisches Institut WWU Muenster Ax. Mman, RGR, STM-4068

(El) GC-MS

RT: 8.13 - 8.80
100, 8.40
] Displayed Range of
90 Retention Times
80~
70~

= Chromatogram Peak with a certain Width,
] depending on Chromatographic Resolution
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RGR_1004_STM-4068 #433-446 RT: 8.36-8.49 AV: 14 SB: 18 8.04-8.16, 8.77-8.85 NL: 6.75E5
T: FTMS + p EI Full ms [35.0000-700.0000]
100 229.08244
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Typical Printout for Thermo TSQ7000 EI-MS (Pushrod)

M:\DatenaktuelN\TSQ\RAV_1112_MAI-146

11/14/22 15:57:29 sample in CH30OH

TSQ7000 Organisch Chemisches Institut WWU Muenster Pushrod - El
RT: 0.00 - 11.37
100, 272 294 307 327 445 ,Chromatogram® - here TIC in Dependence of Push Rod Temp s
] 151 195 234 381 . o (Evaporation Profile) TIC MS
3 8.66 RAV_1112_M
50~ 147 1.39 A28 446 48 872 g0 AI-146
] 0.84 484 498 811 823 ~ 221 1007 1051
. ~_ 7" 573 616 6.42 7.31 761 "~
0
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100 g 321 o 1.13E4
] 2.90 / 387 lon Count of the displayed Mass Range is shown in this trace. nggg 24433
. Evaporation Progress of a selected lon can be followed. MS. '
207 2.50 420 448 RAV_TTT2.M
i 7 AT8 498 5.35 Al-146
. 1.09 155 1 99535 589 654
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«3000= Temperatur of Push Rod \ ?/i/%ard gh.
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RAV_1112_MAI-146 #117-174 RT: 2.44-3.59 AV: 58 SB: 21 1.21-1.41,2.16-2.34 NL: 2.13E4
T: + ¢ EI [49.98-649.98]
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¢ = Centroid Spectrum (Alt. p = Profile Spectrum)
also ,Line Specta“ derived from Profiles by Centroiding
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Typical Printout for Mictromass QuattroMicro GC-MS (El) - Chromatogram

5m DB1 0-1min-15-300

100+

%

1.45 2-26

RAV_\0722_AMU- 30\

||<T{

Injection Volume

Temp. Program

50 °C Start Temp, Isothermal for 1 min., then
Heatup within 15 min to final Temp of 300 °C

Length of GC-Column and Col. Type

QuattroMicro GC-MS
Name/Type of the Instrument

11.29

22-Jul-2022
17:02:05

S +
TIC

2.89¢e7

Normalized Level i.e. Total lon Count (TIC) of
Highest Peak in Chromatogram = 100%
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Typical Printout for Mictromass QuattroMicro GC-MS (El) - Spectrum

5m DB1 50-1min-15-300 1ul QuattroMicro GC-MS 22-Jul-2022
17:02:05
Scan El+

RAV_0722_AMU-30 1615 (11.286) Cm (1614:1616) I
= = 3.97e6

100, \ 178.1

Combined (Cm) Spectra (Range Spec #)

Base Peak Intensity (Normalized Level) = 100%
Spectrum No (Retention Time)

File Name / Sample Name

%
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