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Quadrupole Mass Spectrometers for Advanced Science

Auto Sequencing Software
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Configure a sequence of
optimised scans for
multiple stage analysis.
Scans separated by
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Quadrupole Mass Spectrometers for Advanced Science

Engineering Settings

ookt

MSIU Settings
Muniplier\ronage:;} 1800 Filament F1 [

Settle Speed Fast%;:} 50 Dwell Speed Fast % 3 50

Settle Speed Normal % _:J\ 100 Dwell Speed Normal % ;} 100

se“hspeedsm%;:} 200 DwellSpeedShw%;:} 200

System Settings  Folder Information
Connection

Connection Type Com Port WR Mumber  Socket

I 14993

o 5025

Use Settings from Comms Configration Utility .

External Triggering
Thermal Combo
MNone

Detector Type

Faraday/SEM =

Note. Selecting the incorrect detector type will cause
the system to become unstable and should NOT be done.

Simple Stop/Start Command Setup

Auto Start/Stop
setup configured
by simple switch
control
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Quadrupole Mass Spectrometers for Advanced Science

Configure Multiple Bar Scans

I Bar Scan Settings

Start Stop Detector Autorange Autorange  Start AutoZero Electron  Emission Settle Speeds Dwell Time

Mass Mass  Increment High Low Range Energy Current
Enabled| g}' 10 ;} 20 3 1 SEM ;} 7 3 12 g}' 8 _ON | ;} 70 ;} 20 Normal Normal
Bar Subscan 2
Enal Aoy Ay A A5 A4 s O,.,Ii i i

M 7 o o SEM o - o - o - o o Mermal Mormal

Bar Subscan 3
Eo A 60 2 70 ) 1 4 7 2 12 o 3 0 4 70 4 20 Normal N |
Enctigll v v SEM $7 g2 gt LNl g v —

| Save l | Load l | Exit l

Bar scan setup - run up to 3 bar scans at a time.

The mass regions of interest are scanned, the parts of the mass range of no
interest are ignored, reducing the data acquisition time.

Mass spectrometer parameters can be optimised for each part of the scan.
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Quadrupole Mass Spectrometers for Advanced Science

MID Setup

[Z] MID Scan Setupi ]
] p
MID Setup
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Wat e —— el i

999 230 11 7 3 1 0 0 0 0

Gas2 28 12 2 16 14 30 0 0 0 0
Carbon menoxide L e JEEN— R R —]

999 45 11 9 6 2 0 0 0 0

Gas3 a4 28 16 12 45 22 46 29 13 0
Carbon dioxide E | — — —a

999 114 85 60 13 12 4 1 1 0

Gas 4 0 0 0 [] ] 0 0 0 [] []
— JE——] JE——] E—— JE—

0 0 0 0 0 0 0 0 0 0

Gas5 0 0 0 0 0 0 0 0 0 0
E [R—— — RN —

0 0 0 0 0 0 0 0 0 0

Gas 6 0 0 0 0 0 0 0 0 0 0
E R— E— E—] — —

0 0 0 0 0 0 0 0 0 0

Gas7 0 0 0 0 0 0 0 0 0 0
E R— pE— pE— — —

0 0 0 0 0 0 0 0 0 0

Gas8 0 0 0 0 0 0 0 0 0 0
— il —— el i

0 0 0 0 0 0 0 0 0 0

Save Load Show Advanced Settings @
Page 2 S ( )
ShowLimits (>

it

MID scan setup
Automatic removal of spectral overlaps
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Quadrupole Mass Spectrometers for Advanced Science

3D Bar Scan Viewer

DCN

ANALYTICAL

3D Data View

X-Axis Data
Elapsed Time

Y Axis Data
Raw Data

‘Start Mass Stop Mass

g ! g 1

Mass Spec Response

Setting the Start Mass or Stop Mass to -1 will plot
all the data

Zoom* by pressing the shift key and moving the
mouse in and out.

Rotate” by left clicking the mouse and rotating
as required.

Export Bar ScanTo Excel @

B L] 5

Real time 3D data viewer for easy determination of bar scan trends
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Quadrupole Mass Spectrometers for Advanced Science

MID View

e I —————————————————— ===

3DView MID | BarScan Sections | Analysis
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Data View Tabs
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Cursor to select Bar cut
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Elapsed Time (s)
Export MID To Excel (_#) Axis Settings s(»)

NIST Export (_8) Custom Export (_8)  Plot Legend (_5) _

Simple MID setup - display up to 16 trends at a time
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Quadrupole Mass Spectrometers for Advanced Science

BAR View

3D View | MID  BarScanSections | Analysis
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Mass Spec Response
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_ 1605 Export BAR To Excel (single Sice) ()
Autoscale X O Autoscale Y O Export BAR To N]ST@
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Quadrupole Mass Spectrometers for Advanced Science

Data Analysis Software

3D View [ MID  Analysis

Mass Spec Response
(%] f=4]
bl Ll
=
o =]
1 |
aimeradwa) ajdweg

-IE-IO_I 1 I 1 1 1 1 [ 1 1 1 [ 1 1 1 [ 1 1 I_zso
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Area  Time
Mass Peak Desorption Trace [N 635367 Amplitude Width
18, Water Temperature“ 2.3E-0- R T LR
5 5 i 1 50 100 150 200 250
Cal Data Available Gaussian Sum Fit [ 5.882E-7 e 2E-9-
Gaussian 1 @ m A4.946E-T 4918 = 283.6
eset ) - =
Geussian2 ) PN 936563 370.9 L3E-9-8 4 53880E-10 i .
_ = Time (X-Axis)
Gaussian 3 () - 0 0 N ]
_ - Gaussian 4 ) m 0 0 1E—9E [~ I I T
- = 00:18:31 00:30:00 00:45:00 00:53:47
Gaussian 5 () - 0 0 e
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Data @ Gaussian 6 () - 1] a -
Gaussian 7 () m a i} 0-
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Peak integration/fitting routines
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Quadrupole Mass Spectrometers for Advanced Science

Data Export Facility

-0
] ] ] 1 1 ] 1 ] 1 ] 1
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Elapsed Time (s)
EEEE KR

Export MID To Excel Axis Settings @

E i;
NIST Export { ) Custom Export( B) Plot Legend ( B)

 Export to correct format for import to TGA software
 Export to Excel

« Export to NIST MS library:
Two methods included:

1. Complete spectra from selected BAR scan
2. Selected peaks from MID view

www.HidenAnalytical.com



Quadrupole Mass Spectrometers for Advanced Science

NIST export from a selected BAR scan

|
o R T T = = 1

3D View | MID Bar5can Sections | Analysis
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Quadrupole Mass Spectrometers for Advanced Science

NIST import from a selected BAR scan

50 file Search View Iools Options Window Help -l=s | x |
s BREE I EREEE ~
@[|= 2| 1. B e al@
# [sc [4 Name f Name:
= 100 W W/A [D#: 12 DB: Text e
T0largest peaks
T8555| 28346| 17323| 32212 16134
307124] 44 §7] 13 18] & 111 139
Simomms
7o symenyms.
504 7
2
2
Names #_Structorss Spec List a4
Pl repi; 243893 total spectra ‘ ) ‘ » |
3 07 2030 40 50 &1 70 80 90 100 110 120 130 140 150 160 170 180 130 200
]1 (Text Fil)
PlotiText of Search Spectrum /P57 Search Spactum iy PlsUTextof Spac st 7
1000 El 200 700 G 500 400 E]
Lb_| Mstch | RMatch | Prob.(4) | Name e
Y 238 512 262 Aminoacethydazide 5]
M 450 537 538 Cabamic acid, monoammenium sak £
4 M 247 443 475 Acetic acid, oxo- 1% 32 "
5 R 44 535 207 Gyeylddanine L I 1w Fa=
5 R 426 435 22 Hexaneritrie, 6-amino-
7 M BH 508 170 24(1H,3H)Pyrimidinedione, diydro-5-hydroy-
g M 48 51 157 Gheine 504
3 M 44 438 145 Acstontile, hydro-
0 M 357 38 078 FAmino-12propanediol
|1 R 2% 58 07 BManine 100
2R 334 475 on Isoserine =
1R ooy s 157 Gyene [] it 20 ] 40 E] &0 7 € e 100 110 120 130 140 180 160 170 180 150 200
) 284 50 076 B-Aanine = T Tfzrence =512 RF=T73 ~ Water
5 R 384 330 049 Carbohydrazide Difference Sublracion F14 779R 43.2P
5 M 281 547 043 Hydrazine ST -
7 R 378 382 038 Acstic acid, hydrazide 100 18 Formula: Hp0 T
2 R 77 58 037 Dimethylamine MV 18 Bcact Mass; 18.0105647 CASH. 7732185 NIST: 7 1D 33 DB: mainlib
3 R Erd ] 037 Urea, N-methyl-Neniroso- Other DEs: Fine. TSCA. RTECS. USP. NIH. EINECS. IRDB
20 R 37 168 035 Ethanamine, 2-methoxy- Lﬂ%’m 6 s 19 s 0 3 =
21 R 37 37 035 Aminoguaridine Snomyms: ° N -
2 R 59 444 027 Methy ncrte 3 Water vapor
23 M 388 75 045 Caronydrezide 2 Distlled water
24 M 368 37 026 Meroethanclamine 50{ H/O\H 3\:;0
% R £ 534 043 Hydrmzine 5 Diydrogen mide
R Y 518 043 Caonydrazide Ssteam
M 52 55 020 L-Alanine, N-glycy- 7 Trtiotope
R 351 B 013 Carbonmonaxide
M 361 367 019 Nickeltetracarboryl %
R E 429 013 1,2 Ethanediamine, NN dimethy- R Column Type: Capilary
u 9 482 018 Aminocyanoscetic scid 5 W 20 30 40 50 60 7 @ 80 100 110 130 130 140 150 180 TR0 10 180 pon | Golumn Class: Standard nonpolar =z
R 59 443 o D-Aanine
o ~ || {mainl) Wiater < i '
[\ Names J_Sisires 7 InLib=-1051, Hit List [\ Plotext of it f_FIotor i 7
" lb.Seach | OtherSeach | Names Compare Librarian MSMS
[Tdent [dent [

When importing a Bar scan the whole mass spectrum is used in the NIST search routine
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Quadrupole Mass Spectrometers for Advanced Science

MID View - export to NIST

-
— e

nayseaa

3D View MID | BarScan Sections | Analysis
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e Cursor to select Bar cut

- For NIST export
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NIST Export (_#) Custom Export (_) Plot Legend ()

Simple MID setup - display up to 16 trends at a time
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uadrupole Mass Spectrometers for Advanced Science

NIST with imported selected MID peaks

4E] NIST MS Search 2.0
Hﬂ File Search View Iools Qptions Window Help -N ‘
|[imranEmEm" -2

O[] =] BRI
# [Se. [Name [
T A 100 a
50 7
2
\ Names /. Stucties 7 Spec st
aini; repi; 243893 total spectra N
0 10 20 30 40 50 & 70 80 S0 100 110 120 130 120 150 160 170 130 130 200
(Text File)
PlotiText of Search Spectrum FioUTex of Speo Lt
1000 700 500
Lb. | Match | RMatch | Prob.{%) | Name | B
M 874 874 668  (2Aandnyethylamne
M 807 807 103 Carbon dicside 50
M 201 201 212 Nirous oxide 2
M 734 734 522 Benzenesthanamine, 34iuoro B, 5 dihydraxy-N.
R 786 786 812 Nirous axide L
R 758 758 03 Carbon dixide 1 L 2 0= 3
M 746 786 129 FAanine ethylamide. (S}
M 744 744 118 d-Manine 50
M 738 738 093 diAlanine ethyl ester
M 75 735 082 Carbamic acid, monoammonium sak
R 74 EN 079 (RHJ2-Amino-1-propanol 1004
R 724 724 056 Alarine x
W 723 ey 053 D-Alarine a k) 20 30 40 50 Eil 70 20 50 100 110 120 130 10 150 160 170 180 150 200
R 712 T2 036 3Methoyamphetamine < T Tifference MF =007 RMF=507 d Tarbon diowids
R 710 710 034 Hydroxyurea rence “Subtraction 807 80TR 10.3P
R 700 70 053 D-Alarine Nome. Cobon Jids A
R 6% 696 021 L-Alznine, methyl ester 100 4 Fomula: CO =
M 691 691 017 deflanytalanine MV 44 Beact Mass: 43 9898293 CASE. 124-38-8 NISTEE: 69 ID#. 14176 DB: mainlib
M 689 89 015 1,2-Propanediamine Other DEs. Fine, TSCA, RTECS. LISP, HODOC. EINECS, IRDB L
R 687 687 015 1.2-Propanediamine m 18923-20-1; 957761352
R 678 878 010 FPhenylephine 449391 28 981 16 861 12 871 22 18
R §76 §76 010 1-Fropanol, 2amino-, (S} 45 121 46 41 29 1
M 675 675 009 Amphetamine 3methyi o Simonms:
M 673 673 079 (RHeF2-Amino-1-propanol 504 /c/ 1 Carbon aide (CO2)
M ) & 056 Aarine o 2Carboric 2cid, gas
- 3 Carbonic anhydide
M 672 672 008 Dextroamphetaming I Dryice
M 668 668 007 2Octanamine
R 63 683 015 1,2-Propanediamine 5 faydide caboriaue
] 682 810 0.05 Ethyne, fluoro- 16 28 JA-arorica
R £60 £60 118 di-Marine | ‘ 2 | Efanlendanyd
" 858 858 pont Epineptrine T T 70 30 4 50 80 70 80 80 100 190 130 130 140 150 180 170 180 190 200 | Jom 1013 icd
R 653 653 118 d-Manine i J -
P {mainiib) Carbon dioxide [ b
h Names 7 _Sireues 7 PlotText o Hit {_PRtor R 7
" lb.Seach | OtherSeach |  MNemes | Compae | Lbraran MSMS
For Help, press F1 [Ident [Ident [T

Importing MID peaks allows the user to choose groups of peaks to narrow the NIST search
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