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File Extensions

.MTH
.RUN
XMS
.SMP
SEQ
.RCL

MLG
.MSR
IRM

.MSF
.CDF

Method

GC Detector Data
MS Data

Sample List
Sequence List
Recalculate List
Message Log
Report File

Dash Template
AMDIS Data File
Content Definition File



Routine operations with Scion MS Workstation are quite easy to set up parameters
for data collection and report generation . The following is a discussion of hidden quirks
that may not be obvious of their usefulness. This discussion assumes that the operator is
familiar with basic operations in MS Workstation.

Operations involving control of Scion 436/456 Gas Chromatographs.

1. To maintain interconnection between instrument and MS Workstation, System Control
should be closed before powering off the GC. Reconnection becomes automatic. If
needed, the reconnection can be established by viewing video at
http://lotusinstruments.com/reconnecting-a-4564 36-in-ms-workstation-8/.

2. Full access to methods through instrument display, even active one, during data
collection.
AUPERAHDN — MSWS 45X-GC Method Run:028 End |3.UD‘.“_’_ ﬁﬁn j_ _(2
. 1300 ¥ mOV 60.0°C () ¥
3. GC Remote Control - allows view of status of 058 -
gas chromatograph from a remote computer, ' ' ~ ; g
typically through Team Viewer or similar app. e =P ~
§ va Bl | 990H
i OeEH
| wetnod | ®®®
rm @O0k
600 Qo scion
] e L Y
Bm:ﬂe:m Injecton Auix EFC System m =<
i 4. Reboot gas chromatographs through GC
~ F Remote Control by setting a minor change
P e « »E :
ol o v to System Time through Setup > System.
e:fgz: Ok Cancel
OO
Alert sound o 88%
Ok reboot ET‘.EEILDQ @@O -
® 60 ° 0 scion MSW/S 45X.GC Method Fur 053 End 40.00 % ~
57 LargeVateOven ColumnOven “ ] j— -
Set 600 Actual 600 T ® [m] >
Enable ~ Coolant m
Stabilization Time 0.20 e Stat Coolant at 50 A E,.
. ( ) B
5. Change run time for gas chromatograph |[__900 _>9} 200[C =
during run, especially useful in method - D
development Total 4000 min 8%
‘ 0]0]0]
= @@O!




6.
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Automatic update of method when hardware
is added/deleted in Setup. All other hardware compatible with the Hardware?

and calculations remain intact.
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7. Runlog - documents all actual run conditions on GC in every .RUN
file for full recovery at a later time, even changes made during the

Method Editor

&% This 45X-GC Method is not compatible with the Hardware
..' Setup for the 45X-GC that is Online at Bus Address 44, Do
= youwant to automatically change the Method to make it

9. FID/NPD Detector Full Scale - the
electrometer for these two detector types
has the ability to auto-range over the full
range of the detector. To activate this
feature, full scale parameter is set to 1000 V.



10.Resume plot — permits visible
display of active baseline drift

and noise.

11.Entry and display
of temperatures in
0.1 °C increments.
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Common hints for both MS and GC detector operations

12.Concurrent instrument control and

collection for MS and GC with single Method.

13.Concurrent data collection for MS and GC

with single SampleList.

14.GC chromatogram can be displayed in
MS Data Review, by right-clicking of
.RUN file in Windows Explorer.
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Method Notes

- Bruker GC-MS - Address 40
-] Bruker GT-MS Control

~[B) Acquisition Methed

-6 45%-GC - Address 44
=3 43X-GC Centrol

-3 Configuration

~fJ Autesampler

) Sample Delivery

3 Injector

3 Flow/Pressure

3 Column Oven

3 Detector

F3 Output

F3 Data Acquisition

F3 Auxiliary EFCs
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IS Data Review - Plot Chromatograms and Spectra

File Chromatogram Spectrum  Spectrum List Search Integrate | Preferences | View Window Help
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17.Up to 50 calibration levels.
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19. Determination of Retention Time - MS Workstation establishes retention time of a peak
by computing the zero crossover of the first derivative of the peak. It this value does not
correspond to a collected data point, precise timing is determined by linear interpolation
of points before and after the zero crossing.
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21.Drag/drop .RUN files into Recalc list.
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20.Start and end points for peak integration are
always on the chromatogram tracing.
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22.Create/update files to Recalc lists from

SampleList.

B Automation File Editor - [2020-08-01.seq] =
File Edit Help

2|8 S| & 6E

7] 2000-08-01.5eq - Sequencelist E=nEe ==

Action Method Sample/RecalcList

2 |Recalc
3 |Fiint Message Log »
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RecalcList Generation x
You can automatically create or update & RecaleList with files genersted during sutomated injections. I
Specify the RecalcList generation options far this SampleList below, J
" Do not automatically create and update a RecalcList e |

# (Create and update 3 new Recaiclist:
RecalcListname: [c:hseionwsito’5.rcl Browss

" Append ta an existing RecalcList
RecalcList name: |

[~ Overwrite the Recals List each time the 5 amplsList Begins

Cancel

23.Sequence List — This screen permits

multiple actions related to using a series
of methods with multiple SampleLists or
RecalcLists. The related MessagelLog can
be printed to provide documentation of
actions.

24.Notes - Free-form user commentary on various activities:

e Method Notes.
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Method Builder - [Det 250 ECD Test Sample.mth]
B File Edit View Window Help
i || (B [ X[] &[] M[4])

™5 Det 250 ECD Test Sample.mth ~  [Method created on August 1, 2020 by FRandy

E-Ef 43%-GC - Address 44
£1-8 43%-GC Control
: Ej Configuration

Injection Notes.



e Sample List.
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Fle Bl Hdp
B o
ol Sz
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. 4dd
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Swdwct Al Corle A7 Cirle Fribwr 7
oK I Cancel
Title :

25.Sample injection time/date and
sample name are locked at
time of data collection and
cannot be changed postrun.

Run File : c:\users\lotus\desktop\2020-07-31 14-57-42 test inj 1 - calibration 07-27-
2020.run
Method File : C:\ScionWS\methods\Calibration 07-27-2020.mth
Sample ID : Test
Injection Date: 7/31/2020 2:57 PM Calculation Date: 7/31/2020 3:10 PM
Operator : Detector Type: 4XX-GC (10 Volts)
Workstation: Windows Bus Address : 44

Instrument : Canby Sample Rate : 1.00 Hz

Channel - Middle = TCD Run Time * 13 000 min




26.Batch Processing - icon accessible at Start > MS
Workstation > Batch Reporting. Easy and quick | A
approach to reprocess lots of similar data files by | . .. .0 L
highlighting desired data filesin i sl
Windows Explorer and drag- [ """ .
drop into window. (TR o [ _|
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27.Automatic recalculation of data files with sequence list with different method immediately
following data collection, with no operator interactions, using Recalc file created with

.SMP actions.

RecalcList Generation *

. . ; . : T . ditor - [2020-08-01.smp] - a x
*You can automatically create or update a FecalcList with files generated during automated injections.
Specify the RecalcList generation options for thiz 5ampleList below. % |o@
Generic SampleList =
" Do nat automatically create and update a RecalcList,
e Name Sample Type AutoLink oL 1o | iec =
Bnalysis - 1
{+ Create and update a new RecalcList. Analﬁms = :Z:: 1 :3 =
3 Anclysis - one 1 o
RecalcList name: |c:\sci0nws\2U2U-US-U1 el Browse... Al =l nore 5 ~FiBgm
M

" Append ta an existing Recalclist.

RecaleList name: | 4

™ Owenwrite the Recalc List each time the SampleList Begins.

»
Data Files. RecalcList

Cancel

Log Viewer - [MSGLOG1_2020-07-25_11_40.39.MLG]
File Edit View Help

@ &l |

Jul 25 11:40:40 Automation Began

0 MSWS 8.0.1 for SCION Version 8.0.1
0 Workstation: YOURNAME-PC
0 Instrument 1: Bruker GC/MS #1
0 43X-GC at address 44 (AutoStart)
0 Operator:
1:40:40 SampleList Ar-CH4 Det Temp Tests.SMP Activated
. Jul 25 11:40:40 Method Det 100 Ar-CH4 R10 mu 10 ECD Test Sample.mth Activated
2 8 M essag e Log | ists a | Syste m co ntro| Jul 25 11:40:40 Results will not update any RecalcList
- Jul 25 11:42:56 Method Det 100 Ar-CH4 R10 mu 10 ECD Test Sample.mth Activated

Jul 25 11:53:10 Beginning Vial 0 Injection 1 on Sat Jul 25 11:53:10 2020

Jul 25 11:40:40 MessageLog Name "C:\BrukerWS\MSGLOGMSGLOGT_2020-07-25_11_40_39.MLG"

activities, documented with time/date of S er——— y—

injection, sample labeling, data file label . & e s
and location, and errors. These logs are |~z = = A R - P o

available for reca” Iater- « A 1> ThisPC » Local Disk(C) » BrukerWS » MSGLOG MR Search M3GLOG

[ Desktop A Mame Date modified Type Size

[ Documents ISGLOGT_2020-08-01_18_43_55.MLG 5
& pownloads ISGLOG1_2020-08-01_18 37 47.MLG 5
b Music ISGLOGT_2020-07-25_14_06_54.MLG 12
] Pictures ISGLOGT_2020-07-25_11.40_38.MLG 8
B Videos SGLOGT_2020-07-25_11_21_01.MLG

ISGLOGT_2020-07-25 06 31_30.MLG
SGLOG1_2020-07-23 1752 14 MLG
GLOG1_2020-07-23 1156 52 MLG

‘& Local Disk (C)

¥ Network

1,177 jtems

.run cre

le.run cre

le.run cre

le.run cre

le.run cre

le.run cre




29.Echo - This AutoLink application inserts a string in
the Message Log. Use the following syntax in the |-

AutoLink field in a Sample List or Recalc List:
command-line: echo

other-parameters: <descriptive text

o Aotk | 2

C Injection
Samps Type | O | inj | et

ount Std | Unid Peak
N only] | Faclor

Dttt paramsler:

lans

[Sampis colecied 30n 07232020,

Multiplier | Divisor

Wul]
Mul

to be "echoed" in the Message : (] o] |
Log>
30.Header block in System Control:
i MSWS 2: System Control - Garden Grove - Ready
Eile Inject Automation [nstrument Windows Help
DEesrl [ Method: |C:\Eruker\ﬂ.|'5\meﬁ'|uds\hip46 07-27-2020.mth Re-Activate

Automation File: ] Ci\Brukerws\sampleListYL otus 12-05-18,smp

Sample Name: | 4011277 Soak

Run Time : Min.
| 0'00 Data File: |c:\brukﬁrws\datﬂ\lﬂlﬂ‘w?]uly\lUZU-UE-Ul 12-96-50 4011277 soakinj 1-hip«  Injection #: | 17

Calc #: ] 17

Listing of active method

Active automation file

Last data file collected

Active sample name

Injection counter

Number of calculated files

Button to reactivate active method

E MSWS 8: System Control - Canby - Suspended

File Inject Automation Instrument Windows Help
- Instrument - 1 4X-GC.44

Status:

Status:

lTask Pane .' ES3 456-GC.44 - Ready screen.

C Operation I
MS Setup Firifine: Go0min | Glai ||
Endline: 1300min _ Reset | |0
Valves: -1+2+43-4.5.6-7-8
’I 9 though 1 Not Installed
WValves: 1424345678

‘ 3 through 16 Mot Installed

32.Direct access to SampleList from 8400
display by clicking on center of carousel.

o003 Live display of all valve activities on System Control

[ M5V 8- ystem Control - Buker GO/MS 1 - Ready
Fle Inject_Automation InstumentWindows _Help

fnstrument R Method: CoBrukerS Vnethods ECD test\pet 250 Ar-CHA R10 ma 10 ECD Test sample, Re-Activate
sous: R | |- SR 1
Automation File: | C:\Bruker\VS \data\ECD\2020\Ar-CH4 Det Temp Tests, SWP ‘Sample Name:
Ramne:|0.00 M| paapier njecton #: [

EndTime: 1200mn Resel || S0 20 2500 2501

@ Feady Method.. ||| zone = N/A N/ Ch1 (Make up) Set 00,
Method Edtor @ NoFault GLP. ||@Zones: N/A /A Ch2 (Reference] Set: 11

Valves

8 P
-GC Operaton Temp Zores S Actual | - Front Deteciar EFC Stalus
a5t funTine: 000mn __ Stat_||{@CelOven 800 800 Type 14
| (@ /5L 2200 2200 | Ensbled:Yes Ready:Yes Faut: No

s 12345678
it 9thiough 16 Not Installed

Actuak 0.0
3, Aotk 113

Hide Kegpad] View Setup.. |_GE Cul.. | A= Flot | [View FrontOnly =] [Front Detector EFC Status <]

EnEsE]

Data Process

] 8400 SampleList (4XX-GC): Ar-CH4 Det Temp Tests.SMP.

Report
SystemLog




33.Direct access to

sample by clicking on vial in 8400

display.

File Inject Automation Instrument _Windows _Help
e T Method CrkeriiS\nethods ECD testDet 250 Ar-CrR 10 ma 10 ECD Test Sampe. Re-Actate
status st |[ERDN
|Ready | [ ee_— Sampetome: |
RTme:|0.00 M0 pne meonz [0 caenlo
TaskPane
GE Opaation Temp Zanes Set Actual-|Front Detecta EFC Staus
vssetp e e gEu\Dven 800 800 | Typed
Front S/5L 2200 2200 | Ensblec: Yes Reads: Yes Fau: No
Endline. 1200mn et || SEEN i
@ reaty Metrod..|||G570ne 3 NAA /A | Ch 1 (ke up)Set 00, Actuat 00
|nJect S|ng|e Method Edtor @ NoFaut @Zone N N Ch 1.3 Actua
Vahes: 12345678
i 9 throuch 16 Not Instaled
Hide Keypad| View Setup...| GE Cul | [View Front Only_~] [Front Detector EFC Status
T
B ECIE]
Data Process
Inject Single Sample x
Cal. | 1 | Iniection Injestion | Injestors| Amount Std | Unid Peak WuliChannel
ot Sample Name | Sample Type | CaL | ini. | "ioction | autolink | vial | Ipisctin| Injectors| Amount St [Unid Peaki pipicr | Divisor | MuliChannel
[Fest Sample e < nore |_rore | 0 | 10 [Post T 7 7 none
it Iniec the Sample using the Method
Bk \mehods\ECD tesiDel ZB0AICRARTO 10 Browse.. | Defauls
=
Cancel DataFies..|  Recaclit
m—

. Chromatoaram Format ¥
> <

Ready

‘Edit/Lock Calibration Data

35.Graphic display of

through Method Editor > Channel 1=MS Data > MS
Data Handling > Compound Table > View Curves.

# ' Calibration Curve - Column Methane X
FErint... | Frint A\I..I Expart... I DOverlay... | Paint Infa.. ‘ LCoefficients...
pdfid master lod. mth: 45X-GC 44 Middle: Column Methane
External Standard Analysis Resp. Fact RSD: 8.565% i i
' Curve Type: Linear Coeff. Det.{r"y: 0.993187 34 b G raph IC d ISplay Of
Origin: Force H H
e calibration  plot by
2 03014 A : Method Editor >
P 4000 Calibration Setup >
Method Builder - [PDFID Master LOD.mth] .
Fle Edit View Window Help : 30000 View Curves for GC
By @@E =e]x]n 8t
JE Data Handling A e g 20000 d eteCto rs -
g :mf’;(:\n Parameters % [No Caliration) i
£ Calibration Setup ? ‘Eﬂ;zyﬂnzl‘s;::;;; z 10000
Verification Setup  Nomaied % e
[ Time Events Table = 4
& standard Chrom Reports T T
£ Print Options Callpration Levels: 4 5
5] Results Format MuliLevel Paranetess -
) Chromatogram Fermat e F‘eal.t .Name. i v B Exact Wiew
Eﬁﬂéanne\ Middle=FID Oigin [Force | D(EQ"” 7 C#'VE_F“' [~ Curve Only 1,
Data Handi ¥
Ej?ﬂt:;ratlwrn‘i Parameters - Eacam r ‘ncu g a il [ ¥ Cursor
B peok Tobie ghore (uadratic
View Curves.. ' Foice " Cutic A, I Cancel J
B e Toarcet [0 2]
a4 Endavd Ch Wiew Curves... Dutof Tefence Acion
Print Opti
) Results F

Method Builder - [master 6 minute 08-02-2019 sim Ical.mth”] [m] X

e Edit View Window Help

B|=E|s]| @il [

calibration plot for MS data

1] 2] WD DU | = =i

master 6 minute 08-02-2019 sim lcal.mth”™
Method Notes [ [ AT s Compound ID Quan lon
) Bruker GC-MS - Address 40 L1 Fropene SIM 41233
5[ Bruker GC-MS Control [ 2 [14863 Dichlorodifluoromethane | SIM 84.9,[+)
1 Acquisition Method [ 3 |16a08 Chloromethane Sl 501, +]
-6 Channel 1=Ms Dats [ 4 |16500 Ethane, 1.2dichlor1.1. 2,24 SIM 84,9, [+)
& Standard MS Reports [ 5 [18451 Ethene. chioro: SIM 620, ]
& print Options | & |21502 Methane, bromo: SI 833, 4]
L€ Results Format [ 7 |eeer7 Chiorethane SIM 640, 1+)
& Chiomatogram Format [ 8 |as62 Tichloromanofluoromethane i 1003, (-
7 Compound Reports [ 9 |ar118 Ethanal SIM 452, 4]
£ Calibration Block Report Format | | 10127842 Ethane. 1.1 2Hrichloro 1 2.24 SIM 1003 [
7 Summary Report Format (11126086 | |Propanone SIM 431, 1+]
47 Excel Report Templates | 12 |29852 Propan-2-ol SIM 951, [+]
& Dash Report Templates [13 |29917 Dichloromethane St 639, 4]
M5 Data Handling | 14 [30g47 Ethylene, trans1 2 dichior |51 1.1, 1+)
B Calculations Setup [15 [a1123 Butan Z-one SIM 731, 1)
{5 Compound Table] [ 16 |32102 nHexane St 571, )
[ Results Treatment [17 |a2595 Ethane. 1.1 dichiora- SIM 620, 1+)
) 45%-GC - Address 42 [ 18 [32941 Ethenyl acelale St 431, 1]
£ 03 45X-GC Contral [ 19 |35 Ethylene, cis-1 2dichiore | 5IM §1.0,1+)
H3 Configuration [ 20 |34723 ButanZ-one SIM 431, 1)
3 Autosampler [ 21 |34742 Ethyl Acetate SIt 431, [+]
63 Sample Delivery [ 22 |35363 Oacyciapentane SIM 422, 14)
& Injector 23 |35829 Tichloromethane St 629, +]
B2 Flowy Pressure <
-2 Column Oven
3 Detector
-3 Output -
1 Dsta Acquistion Wiew Curves o
3 Auxiliary EFCs |
-H3 Auxiliary Heaters ¥
View Curves J Sort |
< > |« >

Ready




B Ke-->Y¥ b 4
. Enter & b ar Peak Si
36.Interconversion  of  detector response  and ST SMAI ArT Rk 2l
. . . . Amount [#] Feak Size [
concentration per calibration curve. This calculator 2 60000 2454 3
allows anticipation of expected peak size for a given ' '
peak size. | Cancel
B Calibration Curve - Column Methane b4
Biint... | Prirt Al | Ezport.. Overlay.. Foint |nfo... J LCoefficients...
pdfid master lod.mth: 455-GC 44 Middle: Column Methane
External Standard Analysis Resp. Fact RSD:. 4729%
‘Curve Type: Linear Coeff. Det.(r*): (.998587
Origin. Force
. . . . . ¥ = +1.1499e+004x
37.Edit out obviously invalid data points Replicates. 103331 1 3 _ I
in calibration plot by right clicking on P a0000 &
specific points. e ’
& 5
k 30000
< 20000
i
Z 10000
e
= T T T
Previous ] i : 2
Peak Name: | 1 Colymn Methane LJE Exact Wiew
Origin— Curwe Fit- I G Ol B
 Include =+ Linear et 22
i |gnore " Quadiatic I %Y Cursor —Jﬂevert
 Foice " Cubic KoY I Cancel ‘
® ' Calibration Curve - Column Methane =
Frint... | Print All.. Egport...] Overlay... | Faint |nfa... Igoefficients...

pdfid master lod mth: 45X-GC 44 Middle: Column Methane

External Standard Analysis Resp. Fact. RSD: 8.565%
~Curve Type: Linear Coeff. Det(r*). 0.993187
B Paint Info *
Select Point 4
Level: ITEl Replicate: I?El Mest | Previous|  5reps atlevel 2 ®
[ Exclude Selected Point from Calculatiord 0k
File: et 2.0% qcl pdfid03 in 2016-11-16 14-42-45 -
Amount: 01017 Peak Size: 1387 Deviatior: 21,447
i
Z
e
T 5
Peak Name: |y — A E Exact Wiew
Origin— Curve Fit - | T Curve Only FE
" Include {* Linear = B —
i lanore " Quadratic A Clrsor
@ Force " Cubic e I Cancel I

38.Source of calibration data point
with Calibration Curve > Point
Info.




39. Edit/Lock Coefficients — When multiple
standards with differing analytes are
used, coefficients need to be locked =
after they are calibrated so that the next
mixture does not alter them. In addition,
coefficients from related analytes can
be manually entered. For example, the
response values for propane with a

ionization detector

flame

applied to other hydrocarbons.

40. Approaches to open method:

[l MSWS 8. Systern Control - Conby - Su
File Inject Automation Instrument W
ST e
—_ R —
funme
TRk 5 566
G Dpsraion °
M5 Sctp. RAwTime: 0
ErdTive 13
D Resdy
‘Method Editor @ NoFauk
serein
Method Editor
R
—
100
swtmiton
]

can be |

Windows Explorer.

[ File Edit View Window

Help

LRI
e | B8]

| BlEs BB =] s

Master SQAGMD 25,3 3 ml Loop D5-05 A
Method Notes
£y 45%-GC - Address 44
.6 45X-GC Control
0 Confinueation.

- Calibration Type:
" %[No Caltration]
" Internal Standard
# Egemal Standard

Repicate Treatment
1+ Keep Replicates Separate
© Average Calibration Fieplicates

3 Calibration Setup
Verification Setup
= Time Events Table
=1-4# Standard Chrom Reports
&% Print Opticns
H -2 Results Format
) Chromatogram Format

Fi -5 Calibration Block Repor
5L Channal Middle=FIN ha
< >
Ready

oK Cancel

9 Retention | poakName | 2% | %3 x72 ® Intercept
Hi g 1] 2m2 s I i g =T T
g 2 3440 Carbon Dicxide i 1) -0.0063555 9193.8 o
g 3| 7am Ethane = 0 034913 34417 0
|
£
|
8
=R =ni]
=R |

[vore) |

Edit/Lock Calibration D ata

Edit/Lock Calibration D ata...

N/

Task Pane.

View/Edit Method
Edit Compound Sets
Print Method

Share with Skype

bo

Move to OneDrive
T-Zip
CRC SHA

Meneds

B sesutrin

Scan with Windows Defender...
Share
Open with...

Restore previous versions

Send to

Cut
Copy

Method Builder
File View Help
New
Open...

«  Prompt for Action at Startup

Ctrl=N
Ctrl+0

M s Workstation
Active Compounds Set Edito
B’  Advanced Applications Help

v
&

Autolink Help
Automation File Editor

Log Viewer

<

Methad Builder

Open Method File

Look in: SIM Methods -

Name =

master 0.1 minute 07-23-2019 sim.mth
[ master 0.2 minute 07-23-2019 sim.mth
master 0.5 minute 07-23-2019 £
[Rymaster1 mmutze‘ha}zmssui
[ master 3 minute 07-23-2019 si

T

S Workstation Method
01 MB
Date modified; 7/2: 137 PM

X

- cF B
Date modified

7/28/2019 1:38 PM
T428/2019 1:37 PM

Type
MS Waorkstation ..
MS Workstation ..
MS Workstation
MS Workstation
Ms

[ master 6 minute 07-23-2019 sim.mth

[ master 6 minutes v1 on 07-23-2019 sim.mth
[ master 6 minutes v2 off 07-23-2019 sim.mth
[ master 6 minutes v3 off 07-23-2018 sim.mth

<

8/1/2019 11:15 AM
7427/2019 718 AM

T/27/2019 11:59 AM
T/27/2019 12:48 PM

MS Workstation
MS Workstation
MS Workstation
MS Workstation

>

File name I

o= |

Files of type [Methods rmth)

L] L]

Open
Cancel
Recent Files >

Create shortcut
Delete

Rename

Properties

Method Builder icon.




41.Indication that Method file has not been saved with an
asterisk after the file name
manually saved, a prompt will appear for saving.

in the header.

Automation File Editor - [Untitled.smp]
Eile Edit Help

2R S &6 6

| Untitled.smp - Generic SampleList EI
2 Ca=|
| J Sample Name Sample Type AutoLink lev Add
1 Activate Method  » | PDFID Master.mth .
— |nzert
2 -
3 = Deete |
4 = Fil Dgwn
5 -
6 - Add Lines... I
i b Defaults
8 -
9 = Imnpart I
€ T e |

Method Builder - [Det Limit GC14.mth*]
Eile Edit View Window Help

If not

i Method Builder b4

'0‘ Save changes to Det Limit GC14.mth?

Yes Mo Cancel

42. Activate method through SampleList.

Data Files RecalcList,

43. Activate “Last Edited” method.

ﬁ MEWS 8 : System Control - Garden Grove - Runn
File | Inject Automation Instrument Windows
Activate Method...

Activate Last Edited Method...

Upload Active Method from Modules...

MNew SampleList...

Open SampleList...

[slxi| @18 MIdIvib] 7R & BIS|T

44. View multiple methods
side-by-side on one screen.

45. Tangent Percent for fused peaks - This compares the height of the rider peak to the height
of the mother. If the ratio exceeds the Tangent Percent value, a perpendicular drop is
executed, and peak is reported as “Valley/Baseline - VB”. If less than this value, a skim
is undertaken and marked as “Tangent Skim - TS”.

Perpendicular drop to
baseline at valley point

Mother
Peak

Tangent skim
of rider peak

1\ .
I\ Rider

Method Builder - [Master SOAQMD 25.3 3 ml Loop 05-05-20.mth] - o X
File Edit Wiew Window Help =
B SES% @bE Ex]E @2 44 RS RS
-89 Column Oven ~ | - Peak Detection Peak Measurement &
A Detect
o et I Subtract Blank Baseline | | | Measutement Tope
3 Output - * Peak Area
{3 Data Acquisition sl S Raor f " Peak Heiht
3 Auxiliary EFCs Il Peckereth: [E5ec | " Sg.Fit. Height
& Auiliary Heaters TR —n
b 1a o = ritial Peal S
3 Channel Front=FID Heightz: 10 1 el
-E Data Handling
[rnitial T angent .
oLty .I |:| -
A BN |+
Height : -
< v
Ready




FF Automation File Editor - [Untitled.smp] - O ®
File Edit Help
(=8| & #[m|a(m|
7! Untitled.smp - Generic SampleList IEI @
Cal. Injection =
Aotosove @D Ay
Fle  Home Insert  Pagelayout Formulas Data  Review View Help  PDFelement  QuickBooks sl e |psert
2% | TmeNevkes[n - | === [ ) Délata
pase B £ ) = caiting
- & [ Format ~ ~ Fill Digwary
Glpboard 15 Font Aignment Number syies el deas
. Add Lines...
46. Export SampleList to Excel ‘
" " A 6 H j K< Defaults...
2 Type: |Generic
5 Import
4 Data file Path: [C: Scionwsdata
5 Data file Name: |%s
6
[create and update 2 new
7 RecalcList |RecalcList
& RecalcList Name: |c:scionws uatitled rcl
9
10 Overwrite the RecalcList each time the SampleList Beg‘Xn
n AutoLink
Sample Number Sample Name Command 2 |Other Other Methoc
1 4 2
12
e 1 Calibration
14 2 56
15 o
S Ge < >
] = 1 + 100%
B Automation File Editor - [Untitled.smp] = o X
File Edit Help
7| Untitled.smp - Generic SampleList
| Sample Name Sample Type | 2% | Ini.| "ieeion | auolink | A= T
1_[Calibration erlfication ~ 1 1 none none [}
2 |4z5362 Analysis ~ 1__none none et |
3 = L |

47.Ilmport SampleList from Excel.

Import Sample List

Fil Dgwn
Add Lines.
Defauls
]
(i Export

X

Select Excel File to Import -

C:\ScionWs\SampleList\Test.xdsx

Browse...

-Select path to save the Samplelist.

C:\5cionWs\sampleListiTest.smp

48.Default entries simplifies constructio
SamplelList.

Cancel

OK. Cancel
P Automation File Editor - [Untitled.smp] - o ®
File Edit Help
al=(Bl= g &|=e=
7| Untitled.smp - Generic SampleList
n O Sample N. Sample T Cal. | | o | Iniection | o 00 iy | Amcs
| ple Name ample Type level N Notes wtoLinl 1S, | Add
1_[Calibration erification ~ 1 1 none fore [ |
2 |4a532 Analpsis - 1[_none none T
3 ~ Deele |
4 ~
Fil Dgwn
Set Generic SampleList Defaults X  Froom |
dd Lines
Cal | |: | Injection i Amount Std | Unid Peak e i MultiChannel
Sample Name | Sample Type | oo0, | Inj | NTLCS | Autolink | (o MNT onl) | Facter | Multiplier | Divisor | g R [ oeraats. |
125052 [enaysis - 1 none none | 1 0 1 1 none Irnport
4 »
Export




= s T
i —

?T;Ax;:;r\a::rl\:\i Editor - [Untitled.smp] Ed it C o | umn HEEEIEF X
49.Move columns in SampleList by |zsimsl s js@= Maove Selected Columns
right-clicking in header. Reset Columns to Defaults
- Sample Name Sample Type == vy -
2 =
2 | te
; ———  FilDgwn
6 Add Lines.
: Defals
9 )
““l - Export
DataFiles.. |  RecalcList
Automation File Editor - [Untitled.smp] — O x
Fle Edit Help
8w B S| 4|56
7 Untitled.smp - Generic SampleList E‘E‘ 50- Relabel Column header |n
somionane | sorvetive | Yo | Yt |t " SampleList.

1| 425362 analysis 3 N

2 e Q

3 Dilution Sample

: Factor Weight FilOgen

6 1 i Add Lines...

7 L

51.Copy/paste lines in SampleList with “Shift — ¢” and then “Shift - v”.
52.Copy/paste lines in RecalcList “Shift — ¢” and then “Shift - v”.
53.SampleList AutoLink commands:

e WAIT - This AutoLink application waits for a specified time before terminating; it can
be used to perform injections on a specific timetable.

Command: WAIT hours:minutes:seconds : —
Other Parameters: <none> —
Hours 0-23 :
Minutes 0-59 Autolink Parameters
Seconds 0-59 mr;a:r;du |Tther FEETE
For example, WAIT 15:03:56 will wait for 3:03:56
PM, unless this time is already passed, in which B Bl

case there will be no wait. Fields can be omitted. '
In this case, tailing fields are defaulted to zero, while leading fields are interpreted as
the next matching hour or minute. The following examples illustrate most useful cases:

13: taken as 13:00:00.
13:10 taken as 13:10:00.
:13  taken as the next occurrence of 13:00 minutes after the hour. At 12:15, this
command would wait for 13:13. At 12:10, this command would wait for 12:13.
213  taken as the next occurrence of 13 seconds after the minute



e GOTO - This application jumps to another line of the sample list or log. Use the
following syntax in the AutoLink field in a Sample List or Recalc List:
Command: GOTO <line-number>
Other-parameters: Inject or Recalc or Print

e WAIT and GOTO can be used to create an
infinite loop to perform an injection every
hour on the hour to monitor a process

stream.

54 “Verification”

S avle Mo

H.:“-;..-

it Srvc e

Comi

AutoLink Parameters

matd

|GOTO1

AutoLink ||
WAIT 00

Browse...

none

|: GOTO 1

results

run type Reported Methed Builder - [Det 230 ECD Test Sample.mth*] - [m] X
compared to values in a calibration level. B Fie G Vv Wndow b BLIE
el = e e e = A N R = N =l
o Auxiliary Heaters " Werfication runs are performed by System Control A~
3.8 Channel Front=Front orIneractive Graphics by speciying a sample
21 Dste Handing type of Merificatiort
Expected Calculated Rgt i Time * L[] Integrotion Parameters ———
Peak Peak Result Result Dew Time Offset T Peak Table . —
No Name § 0 % (min)  {min) (e Wciicensii € Nokgin
et coton e
———————————————————————————————— i © 1 [ Time Events Toble : R
1 Hydrogen 125.8000 5.530 -0.010 -4 Standard Chrom Reports i)
2 Oxygen 25.1500 27.3465 €.457 -0.00%8 Automation File Editor - [Untitied smp]
3 Nitrogen 4% _%5400 45 %810 7.230 -0.011 Gie Edit Help
- - - . e ol o = =1 1
4 Methane 24.8€00 24.81€7 8.1a82 0.011 BleEs g tlsaE .
______________________________________ Rezdy ¥| Untitted:smp - Genenic SampleList =
Totals: -0.041 EEL _
| Sample Name Sample Type IE::l Inj. IT:;:: z M|
1 Cafibestion ezl 1 nang i
7 ‘ |
= Dekie |
{4 —_— Fil Dgwn |
=5 -
5 _#dd ines.. |
ii ] _ Ocloghs.,_ |
[
3 == ot |
] v Eaprt |
DatsFies. | Racaklis..
View/Edit Chromatogram
AlA Import/Export
Convert Raw Data and Results to AlA Format
Convert Raw Data and Results to ASCII
Print Standard Report
55.Access data file actions from Windows Produceystem Sy Report :
. bt ) 2020-06-1618-01-21 data rate inj 2 - 200 hz .
A 2020-06-16 18-20-32 data rateinj 1 - 600 hz o View Chromatogram in MS Data Review
EXpIOrer_ & ThisPC A 2020-06-16 18-15-51 data rate inj 2 - 400 hz ef View Results Only
30 Objects A 2020-06-16 18-15-51 data rateinj 2 - 400 hz ef
B8 Deskeop A 2020-06-1618-15-51 data rateinj 2 - 400 hz e IR
B Documents :2020—05—1618—1?—51 data rateinj2-400hz o €3 Share with Skype
‘ —— 2020-06-16 18-15-51 data rate inj 2 - 400 hz e @& Move to OneDrive
Au 2020-06-16 18-15-51 data rate inj 2 - 400 hz ef
b Music A 2020-06-16 18-15-57 data rate inj 2 - 400 hz ef T-Zip
=] Pictures A 2020-06-16 18-15-51 data rate inj 2 - 400 hz e CRC SHA
B Videos Au 2020-06-16 18-15-51 data rate inj 2 - 400 hz &
i Local Disk () A4 2020-05-16 18-15-51 data rate inj 2 - 400 hz e [ sean with Windows Defender..
A 2020-06-1618-13-18 data rateinj 1 - 400 hz ef | &> Share
b Network A 2020-06-16 18-13-18 data rateinj 1 - 400 hz ef
A 2020-06-16 18-13-18 data rateinj 1 - 400 hz e Open with...
A 2020-06-16 18-13-12 data rateinj 1 - 400 hz ef Restore previous versions
A 2020-06-16 18-13-18 data rateinj 1- 400 hz e
Au 2020-06-16 18-13-12 data rate inj 1 - 400 hz ef Send to
A 2020-06-16 18-13-18 data rateinj 1- 400 hz e
A 2020-06-16 18-13-18 data rate inj 1 - 400 hz ef Cut
Au 2020-06-1618-13-18 data rate inj 1 - 400 hz e Copy
A 2020-06-16 18-13-18 data rateinj 1- 400 hz e
A 2020-06-16 18-08-36 data rate inj 2 - 300 hz ef Create shorteut
A ININNA AR 100096 Azt rabeini T - I e o
< Delete
103 items 1 item selected 187 KB
Rename

Properties




56.Specify/Create data file directory from

Sample List.

57.Automatic data file naming with

tokens.

58.Data file names can have up to 255

characters.

Data File Generation

extension in the Data File name,

Directory for Data Files

Data File names

x

Specify the names for Data Files generated by detector modules using this S ampleList.
Mumbers will be appended to file names if the file alieady exists. Do not include the file

= e 5d 2t s Inj % - 2H
[E= BRUKERWS
5 | Generic SampleList] (= DATA Example:
& 2020 2020-08-03 16-20-41 Sample 11nj 1 -
Sample} 3 01 January TestMethod
£ 012 Februiany
£ 03 March
= gg ’;"”' Use the follawing sumbols to enter the
£ 05 May correspanding vaniable data to the file
£ 0B June name.
3 07 Julp
£ 08 August Foam
= Iniection number
- Date
\ Mew Felder... | %m = Detector Module name
%t Irjsction Time
%= Metnd Marms
it = Opsaator Mams
Les Zn= Instument Mame
[=- -1
T -
i
Begin Resume FDaafies || [ RecalcList

Data File Generation

extension in the Data File name.

Directory for Data Files

D ata File names

*

Specify the names for Data Files generated by detector modules using this SampleList
Mumbers will be appended to file names if the file aready exists. Do not include the file

= e\
(== Scionw'S

kA

Example:

IJze the following symbalz to enter the
cormezponding variable data to the file
name.

%z = Sample |D
i = Injection number

Zd= Date

Zm= Detector Module name
b= |njection Time

Zh = Method Mame

%o = Operatar Marme

Zn = Instrument Mame

= Data Folder

Sample 1

Usge the following symbols to enter the:
conesponding wariable data to the file
hame.

Sample ID

Injection number

Date

Detector Module name
Injection Time

Method Mame
Operator Mame
Instiument Name

D ata Folder

Open Method File

Look n: [ | | methods |
Name -

b

o Method Archive

[22020-07-28 0-20-35 46cD056 vent inj 1 - hip..

T ¥ B
Date modified
2020-07-27 09:42
2020-07-28 09:43
2020-08-04 17:48
2020-08-05 08:53
2020-08-06 14:14
2020-07-29 13:30
2020-07-29 13:31

Type

File folder
MS Workstai
MS Workstat
M3 Workstat
MS Workstai
M5 Workstat
S Workstal

59.Recent Files

button.

This

action

significantly reduces errors in entry of file
name and directory path.

Recent Fil

P T 5

s [F212020-08-04 17-28-29 test inj 1 - calibratien O...
Desktop  [B12020-08-05 08-11-04 test inf 1 - calibration 0.
i Calibration 07-27-2020.mth
5] HIP4GC 07-27-2020. mth
Libraries HIP4ED 07-27-2020.mth
This PC
wy
Network
<
File name:
Flesofpe:  [Methods (mth)

=]

Ci\Scianh

hethodsiRandy col 60 flow 4 mth
C\ScionWS\methods\Randy col 60 flow 4 il 220.mth
ethodsEdward mth
C\ScienWSimethods\Randy.mth

56 vent inj 1 - hipdc 07-27-2020.-middie.mth

451

2 vent i 1 - ip45106-08-2020- middle.mth




Suggestions for operations with . XMS data files

60. Single method for full control of both MS and GC detectors.

Lep
Bl Llex|o] S8

62.Expanded view of portion of
Compound Graph.

Method Builder - [GC-MS Method.mth]
Eile Edit View Window Help

Bl=(a)s @@R -

Method Motes

E] Bruker GC-MS - Address 40

E| a Bruker GC-MS Control

‘.. Acquisition Method

- 45%-GC - Address 44
-6 45%-GC Contral

{3 Configuration

-H9 Autosampler

-H3 Sample Delivery

-3 Injectar

&3 Flow/Pressure

-3 Column Oven

H3 Detector

-9 Output

-3 Data Acquisiticn

3 Auxiliary EFCs

{4 Auxiliary Heaters

Ready

61.Compound Graph illustrates
scan times and effects of peak
window overlap.

Method

x
58 Compounds,84 Sc-men ts.
i 54 27 29 31 33 34 36
199 224 224 224 | 224 224 224 37 10
23 150 381 150
Sean 75 p
Times (ms}): | \ | | | |
«opropyl Alcohol
0r0- ——
Benzene o
——
Trichloroethylene mmm HoeZoon|
Unzsam
Retention Tl T [f=TH S T 1T T
Times (min): 32.20 32.73 3433 3493 35.47 36.00 36.73 37.80 38.80 Close.




63.Active Compounds Set

Table,

also

25 Active Compounds Set Editor - master 6 minute 07-23-2018 sim.mth X
. . . l MS Workstation File Format pHellc
Edltor = ACS IS a ||St Of S Active Compounds Inactive Compounds
compounds, representing LSRN ’
a subset of the Com pou nd Advanced Applications Help Eﬁmel'§’i§"°;g};';':§'
Wh|Ch can be Autolink Help Ea'%fam}m ‘ |'
saved in a method, and - e
. . Automation File Editor BerEert 12 ol o
aCtlvated dun ng Berzene, 1, 2-dichloro-
- - . - Crsdi [T
automation. MSWS includes an interactive | f=raie
application (ACTIV2.EXE) to create, edit, | "
delete such sets within a method file. MSWS | iiisi
. . . Ethane, 1.1 2-richloro-
includes an automated application | fripzsezanes
. . Ethane, 1.2-dibromo-
(ACTIVATE.EXE) which can be invoked | fmiicis cowms
Wlthln a Sample ||St to actlvate one or more Select Al Invet Selection Select Al Invert Selection
sets in the active method.
~|\(9\u i
3@ -
+ TPioerss Data [oer =
64.Process Files. i e |
< \lus s cutts and ‘ (20 |
ml éi::m A707-00 Conroi Charts:
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66. Calibration Reports.

67.Compound Reports
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68. Excel Report Templates
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& Print Options
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69. Dash Reporting.

70.EnviroPro Reporting - provides detailed | = c..cpenes =
information on reporting results for common || [ -cunentbieted
USEPA methods - 524, 525, 624.625, 8240, [rane Bhecks Bt
8250, 8260, 8270, 8270, CLPVOL and ;L;r::o:l?itle' EPA Mathad 624 Matri: ‘WATER
CLPSV. Tune Reports can be generated. ' '

Initial Calibratior:

E Tune Criteria for 8270 ] X

ER& bethod
Tune Criteria Yolatiles Semniyolatiles Tune Criteria
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Help Save

71.Multicompound Software - 19 templates allow various displays of target compounds,
tentatively identified and unknown compounds in 1) graphic and text, 2) graphics only and
3) text only configurations.

72. ToxProPlus MS Reporting Software - software includes three separate custom software
packages: multicompound software, ion ratio summary report software, and screening
software to aid reporting.



73.NIST Automated Mass Spectral | e =
Deconvolution and Identification System - |ofeleel e 1]
AMDIS - allows users to automate the |
complex process of extracting data from |us oo b ios e yim ise e i

GC/MS data file. AMDIS works by finding all
of the ions that rise and fall at the same time
and associating them to a single component.
Once it has found this component it compares | =
it to a library of spectra and retention indices

provided.
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IR L L
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Chiorcbenizen &l e
Chioro benzene
Chlorobenzene, mono- a
Chlorobenzenu
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Lib. Search | Other Search Nmes | Compare Lbrarizn |

For Help, press F1
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Abundance 1 targets (7), 7 components ()
100 e —
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25 )
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widh=37scams  ~ [Nel=76 ~
= Py = 42% \Weighted = 77
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Abundance [24.3] | Scan 895 (11.077 min) and Extracted spectrum (11.079 min)
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50

0
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| GROBX(MF=76) 12: ? Undecane and Extracted spectrum

100
50
o
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74. NIST 20 and NIST 20 Upgrade - 350,704
electron ionization (El) spectra -306,643
compounds, 43,774 replicate spectra (39,729
more compounds than NIST 17) and retention
indexes for 139,963 compounds.



Method Builder - [master & minutes v3 off 17-23-2019 sim.mth"] =S
File Edit View Window Hel -8 x
=] p
Blex|m sle
e = =[/=|md
master § minutes v3 off 07-23-20195 A = — S [ = e o ~
B ompound Atibutes in lons alcations eration ication :
) Bruker GC-MS - Address 40 14355 Propene 412:332:422 | [ Linear, loror, 1 | [ 0.30.W:150.5 | [ 020, High 42392422
= a Bruker GC-MS Control
75 SUI nn Iary I {eport and COI"ItFOl 8] Acquisition Method o 41.2439.2+42.2(+) 41.2, 39.2 Search | 14.356 min. Scan: 16282, (+)41.2. 392]o
-8 Channel 1=M5 Data 8 2 422) W i 1
£+ Standard MS Reports = i 1 4075046 5446 4o
arts & Print Options (E=) 35276467
Results Format. 75
& 50% E
4 Chromatogram Forma 509
7 Compound Reports N
Print Date: & Calibration Block Repc 253 : 2% 1 freport
& ::m‘rr:ry Reiun F‘Drrr 003 E o
@ Excel Report Template W12 W3 e ds s Match 14356 min. Scan 16262]
&7 Dash Report Template: minutes 100%] 112 =
P MS Data Handli 392
e s m ] ~m i 9 s 3
H Calculations Setup 769 e
3 C dl Tabl
H M Zompomnd e fon intonsty lon Intensiy -
! 91 E
& | 4sx-6c - Address 44 1 [EE s [0 g
7 | &3 45%-6C Control 2 [z 10 [00 0 59 E
£ 2 Configuration 4 [2z 5 11 [oo i
3 Autosampler 4 |00 0 12 o0 0 0%
2 Sample Delivers o T 5 5 ?‘3 I 5 »
= 5 1 .
Method Builder - [master 6 minutes v3 off 07-23-2019 sim.mth] = o X m & oo 5 RMatch: 1900, EMich:1000 'z
e Edt View Window el —TETE = = 1[50 5 Fil: [C\New Lotus Siff\RPC Canada deta\2015\07 duy\ieal 72 B
= 1 g [08 0 16 [00 o
= Bln@ - x| &l Redran Ref Put Sample in Ref
KIRREAL v | Met | goe | Besore |
65 & ®/=|m NUM | y
master & minutes v3 off 07-23-201¢ A |8 ummary Report and Control Chatts A ke, 0014 wozi
. nal. sta. o.0asen oy
Method Notes Include Run Types: SotBy Group By
Bruker GC-MS - Address 40 . = Compoung Name
B s S L || fuz e 20 L, S, A
- ) Bruker GC-MS Control st Key 3 e peiex st
i 5[] Acquisition Method R Anaysis SecondKey:  |None &= 1 moe3 sass leas mr
-8 Channel 1=MS Dats ¥ Verfication e = & i Dirs pe Lemam
= 77 Standard MS Reports v 1 owea ssez 3_s08 mar
2k W Basalne . c
- ] = = 1 uoca 8500 3,158 mRF
o Print Options 1 011 e3 7658 3.502 RRF
147 Results Format SRl FERa 3.362 RRF
0352
A Chromatogram Fom Summary Freport Title:  [Summary Aeport Ty
& Corpound Reports. 5
1 &7 Calibration Block R ummize: ri# Peske Fn Compound Name Helt Resuts Statis.
Al Caibiaion Block R ¥ Aetention Tine I~ Results fbmour] [ Area I Height 1 31 s76z 8712 ke
¥ 24 summary Report Fol 1 37 5523 0,746 mRE
4] Bxcel Report Templs Conliol Charts 3 s e e
4 Dash Report Templa Conol Chart Title: [Control Chart 1 31 100 0572 mRE
MS Data Handling 1 3 so1s a.a8e wr
Chat H $ 1 esas o560 mer
Bl Calcubations Serup & Retention Time © Resuls [Amourt] © frea  Height 1 i 514z n.523 mr
1] Compound Table 5.815 kRr
B3 Resutts Treatment l:ormm\ Lirrits Plot Options: (i
It 454-GC - Address 44 i ZRbndas et Nurber of Flts/Page: | 4]
=65 45X-GC Control " +/-3 Standard Deviations
3 Configuration (ol ==
£ Autosampler L
3 Sample Deliver
[ e il ‘ Defaults Restore
< > v
Ready UM

76..XMS data file for MS possesses:

Raw data points

Last computed results
Copy of last method used
Link to original method
Calibration data points

77.Selected lons Monitoring (SIM) — Data from multiple ions can be collected to provide
positive matching to reference spectrum with use of multiple characteristic ions for

compounds.
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79.Wiley Registry of Mass Spectral Data, 11th Edition - Comprehensive mass spectral library
contains 775,500 mass spectra, over 741,000 searchable structures, and over 599,700
unique compounds.

80.Maurer, Pfleger, Weber Library, 2016 Edition - includes novel designer drugs and a broad
range of AIDS therapeutics, for a total of over 8,800 clinically relevant substances,
including more than 3,500 metabolites.

81.Rosner Mass Spectral Library of Designer Drugs, 2019 edition - provides comprehensive
data of novel psychoactive substances with 28,032 mass spectra, 28,032 chemical
structures, 21,649 unique compounds, 18,017 measured kovats indices, 353 opiates, 866
fentanyls, 996 cannibiminetics and 112 canniboids.



82.Convert . XMS files to Content Definition File - .CDF - ||~ cometsmetwocor ¥
used by groups and organizations to share abstract o sttt

enterprise content management data. The files created in Ci\New Lotus Stuff\Manuals\RPCldate\ 2019007 July\2019-07-31 13-27-19 100 ppb- 50 ppb It
this format are saved with the .cdf file suffix in an XML-

based data format. Concd | [ Converting CiVew Lotus SuffWanusk RPCRlal20 157
e R Y T P G e e P CAET 07 JulyA2018-07-31 13-27-19
83.ASTM E1947 - 98(2014) Standard Specification for B

Analytical Data Interchange Protocol for Chromatographic Data. This app generates .CDF
files that can be exported/imported in other brands of chromatography software
compatible with AlIA format.
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Hints with operations with GC detector .RUN data files
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85.Insert .RUN data file
Data Review from Windows

into MS

right-clicking on

desired data file.
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88.Change colors of displayed live chromatograms.

87. Detector signal drift computed
through Trend Line of ASCII data points
via Excel.
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% 92. To display a chromatogram in
external documents, such as Word, “copy”
from Interactive Graphics to Clipboard and
the “paste into the .docx. This action allows
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93.Interactive Graphic display

of retention time to 0.0001

minutes.

the chromatogram labels to be edited and
comments added.
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=

94. Detector frequency. This parameter
impacts data collection with nhumber of data
points to define the peak and with noise level.
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Interactive Graphics

interval is set by detector frequency and B

Layout Trace Settings | Offsets | Colors |

Peak Events

Show./Hide Peak Everts
(" Show All Everts

W Show Cursor/Peak Information

expected peak width. [ Show Buun Eie kst (" Show Active Everts
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96. Single method possesses:

Full set of parameters for control of GC

Full set of parameters for computation of results
Calibration data points

Formatting for chromatograms and reports
Baseline subtract data points

97..RUN data file for GC detectors possesses:
Raw data points

Last computed results

Copy of last method used

Link to original method

Baseline subtract data points




e Calibration data points

phics - Method: 2020-08-03 06-07-22 test inj 1 - calibration 07-27-2020-middle.mth for run file 2020-..

- 0o x
File E: Results | Edit Method | Help
S(Ba| &|P| fa|n  SetPessword.. J EREEEEE
— Method Notes.
754 Integration Parameters...
Y Peak Table.
s Time Events
B

Calibration Setup...

98.Fill Peak Table is accessible .
through Interactive  Graphics.

Clicking on peaks in the displayed I R o = e = S
chromatogram will add these [z = @ o | & & & 3 o = = =
peaks to Peak Table of active [= ™ - S
method il e o — ;m‘ |
£ :
b I Il

99. Graphically relocate retention times in
Peak Table by right-clicking on yellow window
under peak and move to adjust.

i
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i § z
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n T T 'II.: T
Mim.ca:
v

100. Add timed events by right-clicking in window below the chromatogram.
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Interactive Graphics *

Layout | Trace Settings ] Offasts ] Colors ]

™ Show Offset Perspective (Overay Mode)
¥ Show Y Axis ™ Locked Zooming (Tile Mode)
[+ Show Horzontal Scroll Bar Layout Mode

i i H ow Vertical Scroll Bar £ Tiled Chromatograms
101. Deletion of timed events in W Show Vettical Scroll B Tied Chvomziog

[~ Show Attenuation Control " Overlayed Chromatograms

Interactive Graphics can only be T

performed in “Tile” mode. 'r Layout Mode

r|| ™ Tiled Chromatograms

Peak Annotations Panel

" Owvedayed Chromatograms

| OK | Cancel | Use Defaults Help
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102.Graphically relocate time events with
mouse.

mivolts
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For Help, pressFl




103.

e Set up for automated printing at run
end with Automated Printing enabled.

Reporting of Results:

Desktop
Share -
4 ot

e Copy poth
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# Quick secess
1B Desktop
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View/Edit Chromatogram
AlA Import/Export
Convert Raw Data and Results to AIA Format
Convert Raw Data and Results to ASCII
Print Standard Report
Produce System Suitability Report
View Chromatogram in MS Data Review
View Results Only
View Standard Report
3 Share with Skype
@ Move to OneDrive
7-Zip
CRC SHA
E Scan with Windows Defender...
\£ Share
Open with...

Give access to

Restore previous versions

Send to

Cut
Copy

Create shortcut
Delete

Rename

Properties

Method Builder - [Det Limit GC14.mth]
[® Fle Edit View Window Help

= &% B]id

Det Limit GC14.mth
Method Notes
163 45%-GC - Address 44
B0 45K-GC Control
# Configuration
H Autosampler
£ Sample Delivery
-3 Injector
3 Flow/Pressure
3 Column Oven
9 Detector
3 Output
-3 Data Acquisition
E Auxiliary EFCs
B Auxiliary Heaters
3 Channel Front=177
[ Date Handling
[ Integration Parameters
[ peak Table
3 calibration Setup
. E Verification Setup
[ Time Events Table
f standard Chrom Reports
ns}
[ Results Format

Select the previous method directory item

[%]v] &[2] Ml4p[pl]|EE £ B/

Previous Directory Item
i : @u
Single Run Repatts

Tée [

I Print Chromatogram
W Frint Results
I~ Suppress Printout on Injections

W' Convert Results to ASCIl

Calibration Block Reports
These parameters affect the Calioration Block

Rleport pinted from 2 5ample/FecalcListin
Spstem Control using the “Print Caib” acion

I Print Report
I~ Convert Report to ASCI

Set up printing parameters in method.

Access data files from Windows Explorer.




Method Builder - [ecdtest det 250 cp -580 10 mu 10.mth] O X
[ File Edit View Window Help - & x
Ble s BRE e ST |4|4“|)I\|EIE'_§|%|EHI]

ccdtest det 250 ¢ -380 110 mu 10.mth ~ ~

Method Notes
-6 43%-GC - Address 44
B 43X-GC Control

Calibration Type
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-ff Autosampler
&3 Sample Delivery
& Injector

~f Flow/Pressure
&3 Column Oven
~fJ Detector

-3 Output

£ Data Acquisition
-f5 Auxiliary EFCs
£ Auxiliary Heaters
183 Channel Front=Front
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Peak Table

3 Configuration £y

Feplicate Treatment -
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Calibration Setup
Verification Setup
Time Events Table
Y

Ready
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104.

Calibration

Often the individual data
points are desired to be
indicated separately and
this parameter

changed to

Replicates Separate”.

105. Replicate

Method Builder - Preset value is
set to add replicates within a tight
tolerance of 0.5%. Better choice is
either to widen the tolerance or
“‘Always add new replicates”.

Replicate Treatment
in Method Builder - Preset
value is set to Average

¢ Interactive Graphics allows up to
seven chromatograms to be
displayed. If chromatograms are
displayed in “tile” mode, as specified
in Interactive Graphics > View >
Layout, then right-click with mouse in
any of them offers its report to be
displayed or printed.

=]
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106.

across the

Baseline Subtraction - The baseline run
is a reduced set of 257 to 512 data points

Method Builder - [2020-04-30 13-30-38 2 034 - 012 b
[ File Edit View Window Help

inj2 - master sqagmd 25.3 3 ml loop 01-24-20-middlemthl ~ — O X

T
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NUM

chromatogram run
time by a bunching
process, is stored F-=
within the method
used for its collection
and is subsequently
subtracted from
sample runs prior to
peak detection.
Baseline Subtraction
is activated by
enabling it in Method
Builder > Integration

Chan

File Search Font Options

2|&(% R BlE|E] Mz00003010| By20200630 10| Chanvet [Hidde =FID
. :

ion Dave: 4/30/2020 1:30 BM

ion MS Workstation —

peak Meas

nel Middle = FID - Results

Windows  Help

: ei\new lotus stuffimanuals\almega\2020-04-30 13-30-33 a 034 -
h

w lotus stuff\brochures\quirks with scion
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Parameters >

Subtract Blank Baseline, and by indicating the first run in a series in SampleList
as Sample Type — “Baseline”.

107.

Grouping by time interval — detector response can be grouped over a user-

selectable time interval. This process is often used for grouping non-methane
hydrocarbons in EPA Method 25, and for summing up all hydrocarbons in
natural gas for Hexane+. Assigned retention time for the group is the midpoint
between and starting and ending points.

| 2020-08-01 .smp - Generic Samplelist

= o =
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108. Grouping by peak
computations are

perfomed

After
peak

label

for




concentrations, selected peaks can be grouped by peak name. Examples
include summing up separate peaks in measurement of polychlorinated
biphenyls, toxaphenes, and aromatic hydrocarbons.
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109.

Master/Slave Gas Chromatographs — Some applications require more

hardware capabilities than are available in one instrument. By combining two
gas chromatographs in a Master/Slave configuration, accessible resources are
doubled. One gas sample is loaded into both instruments, and the master then
starts both concurrently. A single method

loads parameters for both
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