Obscure Jewels with
Scion MS Workstation V8.2.1
User Interface

by Randall Bramston-Cook
Lotus Consulting
5781 Campo Walk
Long Beach, California 90803
310/569-0128
Email - randy@lotusinstruents.com

January 19, 2021

Copyright 2021 Lotus Flower, Inc.



File Extensions

.MTH Method

.RUN  GC Detector Data
XMS MS Data

.SMP  Sample List

.SEQ Sequence List

.RCL Recalculate List

.MLG Message Log

.MSR Report File

QD  Dash Queries

IRL  Dash RuleList

IRM  Dash Report Template
IRO  Dash Method Obijects
.MSF AMDIS Data File
.CDF Content Definition File
.MSP  Spectrum List

TIXT TextFile



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 as to 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.

interconnection between

. System Control should be closed before powering off the GC, to maintain
instrument and MS Workstation. Reconnection becomes

automatic. If needed, the reconnection can be established by viewing video at
http://lotusinstruments.com/reconnecting-a-456436-in-ms-workstation-8/.

collection.

gas chromatograph from a re

. GC Remote Control - allows view of status of

mote computer,

typically through Team Viewer or similar app.

(C:\Program  Files\Scion
Remote Control). Access
through Taskbar icon:

GC Tools\GC
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Reboot gas chromatographs through
GC Remote Control by setting a minor
change to System Time through Setup >
System.
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6. Instrument Log - lists activities for the
including faults with time/date
Historical

instrument,
stamp.

logs are available

C:\ScionWS\MSLOG.
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7. Runlog - documents all actual run conditions
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.RUN file for full recovery at a later time, even changes made

during the run.
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£, Print Options
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I Calbration Report (Curve Coefficients)
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I Motes [Sample Notes)
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8. Access any method — even if it does not match current Setup.

9. Automatic

update of
hardware is added/deleted in Setup. All other

method when

hardware and calculations remain intact.
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This 45X%-GC Method is not compatible with the Hardware
,.' Setup for the 45X-GC that is Online at Bus Address 44, Do
= you want to automatically change the Method to make it

compatible with the Hardware?
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Method Builder - [Method1*]
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11.FID/NPD/PDD Detector Full Scale - the
electrometer for these three detector types
has the ability to auto-range over the full

2 Flow/Pressure
£ Column Oven
3 Detector
&3 Output
2 Data Acquisition
B3 Ausiliary EFCs
i B Auxiliary Heaters
=B Channel Front=777
& ata Handling

Integration Pararr

FID/NPD Detector Full Scale

Front: 1000 ~
Middle: 1000 -

Fiear 1000V >

range of the detector. To activate this feature,
full scale parameter is set to 1000 V.
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13. Stability of temperature zones -
temperature variation over 10
minutes for Electron Capture
Detector. Average is 250.015 +
0.006 °C.

16:55:00 16:56:00 16:57:00 16:58:00 16:58:00 17:00:00 17:01:00 17:02:00 17:03:00 17:04:00 17:05:00

14.Data Rates for GC Detectors — All detectors,
including Electron Capture Detector (ECD),
have full range of data rates, from1 Hz to 600

Hz, in 12 steps.
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Common Hints for Both MS and GC Detector Operations

16.Concurrent instrument control and data collection for MS and

GC with single

17.Concurrent data collection for MS and GC with single

SampleList.

Method.

View/Edit Chromatogram
Alh ImportExport

Convert Format

+ | C\ScionWS\data'\2020108 Aug

home  Shre view

« < 4« Windows (C)
~ 3 Quick access

B Desktop

4 Downloads

5 Documents

» ScionWS » data » 2020 » 08 Aug

Name

A 2020-08-0614-30-36 test inj 1 - calibratior]
A 2020-08-06 14-13-52 test inj 1 - calibratior]
A 2020-08-06 12-27-51 testinj 1 - calibratior]
A 2020-02-06 10-46-36 test inj 1 - calibratior|

Conwest Raw Data and Results to ASCH
Print Standard Report

Produce System Suiiabilty Report

View Chromatogramin MS Data Resiew
View Resule Only

View Standard Report

Share with Skype:

Move to OneDrive
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Scan with Windows Defender.
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Y Method Motes
B Bruker GC-MS - Address 40
£ Bruker GC-MS Control
B Acquistion Method
=B Channel 1=MS Data
1 9 Standard MS Reports
i1 primt Opticne
& Results Format
£ Chromatogram Format
| Compound Reperts
T Calibration Block Report Format

&
&
£F Summary Report Format
&
&

¥ Excel Report Templates
{ ? Dash Report Templates
& MS Data Handling
E3 Calculations Setup
B3 compound Table
B Results Treatment
= 45%-GC - Address 44
-] 45%-GC Control
E3J Configuration
|- @3 Autosampler
& Sample Delivery
3 Injecter
{~~H3 Flow/Pressure
EJ Column Oven
o
E3 Output
| Data Acquisition
Y Auxiliory EFCs
3 Auxiliary Heaters
= B3 Channed Front=FID
Data Handiing
B3 Integeation Parameters
- Peak Table
B calibration Setup
Verfication Setup
| m Tirme Events Table
&€l Standard Cheom Reports
&5 Print Options
1) Results Format
™ Chromatogram Format
m Calibration Block Report Farmat

Ready

chromatogram

can be

displayed in MS Data Review, by

right-clicking on

.RUN file in

Windows Explorer.



19.Compute GC Detector

Peak-to-Peak Noise in
MS Data Review. Use
mouse to draw line for
noise calculation.

= ak to Peak Moise Calculation x
i Zoom Chromatogram +7 | 2-27-51 test inj 1 - calibration 07-27-2020.1un
Average Selected Spectra W Time Range: 0834 to 3.801 minutes
v  Calculate Noise +N Rk 1, T2
Calculate Time Range *R PP Naise (Simple): 0.0007
Move Chromatogram +M PP Maise [Drift Corected): 0.0007
Integrate Area + Paints: 876
Export to Clipboard +B I Exxit

20.Compute GC Detector Root Mean
Square Noise in MS Data Review.
Open .RUN file in MSWS and use
mouse to draw line for noise

calculation.

MS Data Review - Plot Chromatograms and Spectra
File

Chromatogram  Spectrum  Spectrum List  Search  Integrate | Preferences  View Window Help

{81 Plot C and Spectra

Plots View Chromatogram Pane...

Plots View Spectra Pane...

2020-08-04 16-35-31
20200804 1658154
20200804 17-12-52 §
20200804 17-28-29§
2020-08-04 17-4818 4
2020-08-04 18-22-324
2020-08-04 18-40-01

Markers

| Chromatogram Plot Preferences

| TLAnnotations |

X

AMDIS Annotations
Features | Chromatogram Plot I Plot Titles | DH Annctations

l

21.Up to 50 calibration levels.

B oo | lebes | Axes | Font
. 1 .
= . ] » Juon
RMS Moise Calculation Peak to Peak
\ o File: .. 2-27-51 test inj 1 - calibration 07-27-2020 run RMS!

Time Range: 1.057 to 3.087 minutes

Plat: 1, TCD
FMS Moise [Simple]: 0.0001

FitdS Moize (Drift Carrectad): 0.0001

Pointz: B10
E it

Method Builder - [Det 250 ECD Test Sample.mth]

Eile Edit View Window Help
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Vinyl Chioride

22.Calibration plots of response
factor versus :
log[concentration] - from Lotus | © @ * B G
Consulting. Conventional plots | @ - e
of detector response versus | @ .
concentration does not provide P | =&
good visibility of linearity over B
wide concentration ranges.
Results displayed as a semilog
plots allows easy validation of linearity over wide concentration ranges. Routine available
from Lotus Consulting.

Area

23.Response factors computed as , as specified in most EPA methods."

Concnetration

24.Recalc List — This screen allows selected data files to be recalculated with a modified or
different method. The list can be generated automatically by entries in SampleList.

At

«fefafefse]s]s

Recalclist Generation % | [ fusbornation File Edttor - [Reproducibibty RCL| - (5] ¥
e Ede Help
“You can automsticaly create or update 2 AecalicList with les genersted duiing astomated njsctions. Y5 2 1
Speciy the Recaled ist generalion options: fo this SanpieLit below, B Ws 8 x|waim
* | Meprduribibey BCL - Recalciat =
" Do ret automatically creste and update 2 Recalclist - = = & ———
Data Fila Sanphe Nt [ Sample Typn | 2L | ey 1S o
& Create and update = rew RecaicList T i sl - — T
- s
Recaklis name:  [o\sciomws\urbiied rcl = ] T
File it Helg L ]
 Append b an axisting Recalclist. 2slEs & xinem = Fa D
RecalcList name: | - = Doty
= B
I Dwerwite the Recalc Lisk sach time the SampleList Begins Sample Type | Diution | Sac =
[ox I Caral | o
Hlizmd = Report

RecalcList...

25.Drag/drop data files into Recalc list.

1 US EPA, Compendium Method TO-15 Determination of Volatile Organic Compounds (VOCs) In Air Collected In
Specially-Prepared Canisters and Analyzed by Gas Chromatography/Mass Spectrometry (GC/MS), 1999,
https://www3.epa.gov/ttnamtil/files/ambient/airtox/to-15r.pdf, p. 15-23.

6



26.Calculation 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.

Signal (Volts)

27.Retention Time reported in 0.001
minute increments.

28.Peak Width at "2 height reported in
seconds.

807

.821 minutes

3.361 minutes

mVol

I
4.0 Minute

54 54.4
77 Time (minutes)

S\
Ill/

Time (minutes)

Time (minutes)  53.79

Channel Front = FID - Results
File Search Font Options Windows Help
=

Title

Injection Date: 4/320/2020 1:30 PM

Channel : Front = FID Run Time : 20.000 min

Run Mode
Peak Measurement:
Calculation Type:

: RAnalysis
Deak Area
External Standard

<

S[%| @& BB sa20043010|  Mastersa400 | Channel[Frnt=FID

: oivnew lotus stuff‘manuals\almega’\2020-04-30 13-30-33 a 034 - 012

Run File
Method File : C:\BrukerWS'\methods\Master SQRCMD 25.3 3 ml Loop 01-24-20.mth_TCD_
Sample ID : 2034 - 012 B

Calculation Date: 5/4/2020 12:135 BM

Cperator : Douglass W. Detector Type: 4HH-GC (100
[orkstation: DESETOP-€VLSE Bus Address : 44
Instrument : Lotus NMOC Sample Rate =: 5.00 Hz

¥% Scion MS Workstation - (V2.2.1Dash 03/14/1%) Version 8.2.1 **

Ret. Time Width
Peak Peak Result Time Offset Area Sep. Lls2 Status
Mo. Name (ppmC) (min) (min) (counts) Code [sec) Codes
1 Rir/CO 00000 2.53%9 0.02¢ 2208 B 2.5
2 Carbon Dioxi 500.2108 3.745 0.305 4597272 BE 1&.3
3 Ethane 7.376 M
Totals: 500.2108 0.331 45599477
Status Codes:
M - Missing peak
W
>

- ] *

-~

90 Volts)

00101-2311-AB1-

29.Start and end points for peak integration are always on
the chromatogram tracing.



30.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

@ Autornation File Editor - [2020-08-01.5eq]

File Edit Help

R

7| 2020-08-01.5eq - Sequencelist

| Action Method Sample/RecalcList
1 Ilniect w [lgc12 master.mth 2020-08-01.zmp — Add
2 |Recals w | zgagmd. mth 2020-08-071.rel . Insert
3 | PrintMessagelog «
—4-—* = Delete

actions.

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

e Method Notes.
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& Rle] & 4 mwelE
x| ; i poe b
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13
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n
-2 |-
[T | |
oK I ‘ Cancell
e Sample List Notes.
B setcenation Fic Esite - [2000 08 0y
Al | R Hel
] Lttt || !
L e | Thil o
- | Notes - Ci\Mew Lotus Stuff\Brachures\ Quirks with Scic... B
Add Sequence oreated August]. 2020
Inzert 5
st Al CHl+ & f Clsl- Embey
Fll Doraens
| =10 T,
e ————
oK. Cancel

Method Builder - [Det 250 ECD Test Sample.mth]
[ File Edit View Window Help

B || BB Lnex|0] S[2] 144
TH Det 250 ECD Test Sample.mth  ~ [Method crested on August 1, 2020 by Randy
=89 43X-GC - Address 44

=83 43%-6C Control
H5 Configuration

Injection Notes.

wl
a L= el
TT e ! | inpeetan | i | Amountsid =
I_ tevil] ™ | Cpigtes | PUURER | ge iex on s |
E ) ners arm | 1 [ =
Innert I
Notes - CAScionWSYTO15.smp n

Samples to be run an D8-04-2020

i Gelect A1
Fil Dowmn
o Eili Plushen...

fals | epeperepere

Cancel

-

Sequence List Notes.



e Recalc List Notes.

[LOEe]

Notes - C:\Lotus Stuff\Curtis and Tompkins\LOD\10231... ||

s B Changed integration parameters and recalculaled on 08-04-2020]
Corle A7 Cirle Fribwr 7

0K I Cancel

32.Batch Processing - icon accessible at Start > MS Workstation > Batch Reporting. Easy
and quick approach to reprocess lots of similar data files by highlighting desired data files
in Windows Explorer and drag-drop into window.

| ﬁ' Bateh Papurte

33.Sample

)

injection time/date
and sample name are locked

-] BalchRaace (11 prnte)

fo dse[ama Fie Hethed
I eadlod Sikcrn |

Lovriznd HEFooal

Trange.

Dawnd jot [ 'Hes Lok ShullBroc e Elac or Caddas o

Tiag & dop Dsls Fie i be procesma

Cboas Lomy SEPBIck
Chan Loy SEPBsck o
Ctihan Lomy SEA Dok
Cobas Lo SL I
Cobai Lo SL I

Cohoaa Lomr SLA I sok et S echon Capaoe Primgs

S Memages

Aunaing TS ziorW Sl S epoiee
'WANHMI 2000 KG Fazon Taied coen
Chomm Lo SR Dnock et ecinon Co
0T E e R i P
'wEAARKG 200 HS Feoon Taled coer g deis e,
b Lowe StdP\Dizck e\ Dscton Capios P ¥

Fau | Qui (4]

Wb ) L DikCy

MewLets ¥ + Sochures + Becren Captue rimer + Oatafints

Title :
2020.run

Sample ID : Test

Run File : c:\users\lotus\desktop\2020-07-31 14-57-42 test inj 1 - calibration 07-27-
Method File : C:\ScionWS\methods\Calibration 07-27-2020.mth

Injection Date: 7/31/2020 2:57 PM Calculation Date: 7/31/2020 3:10 PM

at time of data collection and
cannot be changed postrun.

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




ﬁ MSWS 8: System Control - Canby - Suspended

fle Inject | Automation | Instrument Windows Help

Instrument

'F

Autematicn File Editer
Begin Samplelist

Instrument 1 Parameters
tatus:

Begin Sequence

Begin At Selected SampleList Line.|

Enable Automated MS Data Proce:
+  Enable Automated Printing

Instrument: | Garden Grove
Operator: ’Handﬁ—

ok Begin At Selected Sequence Line., )
sskrans BReady File:
Sus, mation
Max Enars:|0

s Resume Automation
Stop Automation [+ Prompt on Automation Start?
Reset Modules

Metho

Cancel

35. Automatic recalculation of

34.

Name of Operator can be entered when
a SampleList of Sequence is initiated and
cannot be changed postrun.

data files with Sequence
list with different method
immediately following data
collection, with no operator

interactions, using Recalc file

Automation File Editor - [Randy.seq] - m] *x

File Edit Help

a=8s| S| 4 |m(B|E

7| Randy.seq - Sequencelist

(== =

Action Method Sample/RecalcList |
1 | Inject w | o hnew lotus stuffimanualshalmegatimaster sgagmd 25.3 3 ml |c:\scionws\2020-08-m K — LJ
2 |Recalc il L e [otus stuffimanualshalmeoahrecalc sqgagmd 25.3 3 ml Ik chscionws2020-08-07.rcl

Insert

created with .SMP actions.

Log Viewer - [MSGLOG1_2020-07-25_11_40_39.MLG]
Ele Edi Viev Help

8| | v

Jul 25 11:40:40 Automation Began

Jul 25 11:40:40 MSWS 8.0.1 for SCION Version 8.0.1

Jul 25 11:40:40 Workstation: YOURNAME-PC

Jul 25 11:40:40 Instrument 1: Bruker GC/MS #1

Jul 25 11:40:40  43X-GC at address 44 [AutoStart]

Jul 25 11:40:40  Operator:

Jul 25 11:40:40 SampleList Ar-CH4 Det Temp Tests. SMP Activated

Jul 25 11:40:40 Results will not update any RecalcList
Jul 26 11:53:10 Beginning Vial 0 Injection 1 on Sat Jul 26 11:53:10 2020
Jul 26 12:17:24 Beginning Vial 0 Injection 2 on Sat Jul 26 12:17:24 2020

[Jul 25 12:30:16 43X-GC.44 Ch Front Data Handling: All peaks rejected
Jul 25 12:41:38 Beginning Vial 0 Injection 3 on Sat Jul 25 12:41:38 2020

Jul 25 11:40:40 Messagelog Name 'C:\BrukerWS\MSGLOGIMSGLOG1_2020-07-25_11_40_39.MLG'

Jul 25 11:40:40 Method Det 100 Ar-CH4 R10 mu 10 ECD Test Sample.mth Activated
Jul 25 11:42:56 Method Det 100 Ar-CH4 R10 mu 10 ECD Test Sample.mth Activated
Jul 25 12:06:02 Data File 2020-07-25 11-54-00 test sample 100 inj 1 - det 100 ar-chd r10 mu 10 ecd test sample.run cre

Jul 25 12:30:16 Data File 2020-07-25 12-18-14 test sample 100 inj 2 - det 100 ar-chd r10 mu 10 ecd test sample.run cre

7 | MSGLOG

« 1 ThiPC + Locel Dk (T) + BrukerdS + MSGLOG
B Desitep
Documents
4 Dowrdcads
B Music Ms6L
1 Pictures

1GEEREBEE 5

.run cre

.run cre

.run cre

.run cre

36.MessagelLog lists all system
control activities, documented
with time/date of injection, sample
labeling, data file label and
location, and errors. These logs
are available for recall later.

37.Echo - This AutoLink application

inserts a string in the Message

File Edit Hal
SlsEs| S &w|e)m

Log. Use the following syntax in

= _ the AutoLink field in a
i | Inlection | autolink As""‘n‘;‘:.' '-"":c'i:;"‘ Multiplier  Divisor m" . .
3 : - SampleList or RecalcList:
2 .
i | Autclink Parameters : Command_llne echo
: o e ] other-parameters: <descriptive
z - — text to be "echoed" in the
1 Erowsa.. Ok | cancel | | -
2 e e — Message Log>

10



38.Header block in System Control:

BB MSWs 2: System Control - Garden Grove - Ready

Re-Activate

Eile Inject Automation [nstrument Windows Help
i o | Method: [ exBrukerisime thods ip46 07-27-2020.mth
It File: | C:Bruker\WS\5ampleList\Lotus 12-05-18.5mp
me:|DAUD Min.

Sample Name: IQUIIZ??SD&

Data Fle:

[c:mmum\mmmmmmﬂam 12-46-50 4011277 soakinj 1 -hip*  Injecton 2: | 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

ﬁ MSWS 8 : Systemn Control - Canby - Suspended

File Inject Automation Instrument Windows Help

39.Live display of all valve activities on System Control

—Instrument - 1 —45X-GC. 44

|

i RunTime : | 00 min.

~Task Pane

screen. Fm
MS Setup RunTime: 000mn _ Stat ||/
EndTime: 1200min | Reset ||| 8
Valves: -1+2+3-45-6-7-8
@ Stream Select Vahve Control - > Met] 9 lhiouﬁl 16 Not Installed
Control F’EHE|I_'I | o snﬂr;jgﬂé ittt
16 1 2
15(‘({“}/@%{:\) 3
je ’\@% 40.Stream Selector Valve Controller — from Lotus
" kj: Consulting. Control of sampling position for
1 ® ()5 loading gas samples is set through SamplelList.
. (1; ] Access is with Task Bar icon:
r _ ) N
11 7
n oy 8
command sent to S5V_01: NP .ﬂmﬁni’orﬁckggd 2t

B 513yt Corral- e G/ 1 -y

41.Direct access to SampleList from 8400 |

display by clicking on center of carousel.

Dt Process

|

[
Begsion
1

Fie et domston [nsmers o Felp
i e Wethod: | C3Brukr 1S methods EC o et 13 & G4 ma 0 ECD Test Sore, Rescteze
st St
(Renty L PO e o——
AnTre:[0.00 M| Lo [ Irecior %[5
Tk P
A Gpwsicn e G o D T S
Mok .
| Aulime O00mn = B D N0 LD Typald

Efine 0w el || GETE R
O flesy Meted || 97oee
@ Heraar SP | ||@Zxed

e 123456748
Fihingh 16 Hatlratdd

200 00 Enbed Ves Resdy Vs Fauit He

Ri& A Ch ake i Ser 0l Aot 00
Mg N Ch2[Relorencel Sel 113,88 71.3

i_anu [Ven FremeOrky =] [Fen Detecte: EFCStale »]

Daafes | Sscabla

11



[=
ek SHE Vetod: | OBV e hodk D teatihet 250 A SR 0 m 10 50D Test Sample, ReActate
e O EETE Pk
— Automeation Fie:| sampletiame: |
Rnes:[0.00 M| g | e
Task Pane E
3
GC Opesain Temozones S A Fiorl Delociol EFC Siakis
s funfms 000mn St || @Caltven 00 B00 Tiald .
e oo e | @FRe /5L 2200 2200 Ensbled Ve Ready Yes Fat No . . .
@ Front ECD, 200 201
L | ! R .Direct access to Inject Single
ethod Editor @ NoFaur GLe. ||/ @zZone s N4 W Ch 119 Actual
i e Sample by clicking on vial position
Py 9 hiough 16 Not staled A !
o e | o ] e S in 8400 display
IaelE) [Ekln
DataProcess :
! [inject Single samte
. Sample Name | Sample Typo | L2 | i | 'iection | putoLink | vial | 'piection | Infectats | et Sud | Lnid Peck muipt
cport lune R
2 | s T " T e o o 10 Pot = T o T
a7
o | [E—
| [CBike firod\ECD test\De FCHAATO MU0 Biowse. Defaukis...
r
|__Imiect Cancel DataFies. | RocacList
7Sﬂ

43.Run Counter - available from Lotus Consulting. It is designed to complement MS
Workstation, adding the ability to track the

maintenance lifetime of one or more components. | - mieise3 s o sois =
Run Counters increments a cycle counter for | ™ e e (D
designated components each sample run, | .. C;j;jf;”j; 33
providing a message log entry and on-screen alert Lot rcmnened 1615 250
when the configured lifetime has = T ——
been reached - Addltlona”y! Feb 03 10:17:25 No counter tokens recovered, incrementing 1 counter

Feb 03 10:17:25 Sep run r hed end of useful life 1-31-19 02:11 AM, counter reads 3

counter details can be reviewed
including percentage of useful
lifetime and predicted end-of-life

B Calibration Curve - Column Methane X
Print, | PmnlA\I...I Expott... J Owerlay... | Paint Info... | LCoefficients.
pdfid master lod mth: 45X-GC 44 Middle: Column Methane
External Standard Analysis Resp. Fact. RSD: 8.565%
Curve Type: Linear Coeff Det () 0993167
Origin. Force
¥y= +1.1227e+004x
Replicales 103331 1 4 1 . .
®|| 44.Graphic display of
iz . .
e calibration plot for
a
k GC detectors by
[ Method Builder - [PDFID Master LOD.mth] IS Method Ed|t0r >
[® File Edit View Window Help . .
z
BlsEs)y BlBE 5] el W] fe Calibration Setup >
& B Data Handiing ) [ Repi i
B regrion s ([ ghutimasey || £ 4 i — View Curves for GC
A Peak Table € Inenal Standrd ~ Armadnt
3 Calibration Set "  -_— Ry
1 vereation semy e iﬂfm':l:j“’d Peak Name: [ =] Exact View detectors.
& Time Events Table = " Drigin Curve Fit 7
e ™ Curve Only 11
E@Enp?,:tdg:;?:jepms Eahgrat\:nL:ve\s! Z  Inciude @ Linear [~ % Cursor Fie
) Results Format MuliLovel Parameters s f{: Igriore: rf: Quadratic i - |
- Pl PSS g WG R
5 B Channel Middle=FID Digh: [Face = S = ® | Point Info X
= B3 Dats Handing ) Out of Tolerance Action
B [lees <] Select Point

[ Integration Parameters

E Peak Table Calibration Range Talerance
Calibration Setup _ VewGunes. ||| pesksuisde herence s s Level: | 3 EI Replicate: | 1 EI MNext Previous 2 reps. atlevel 3

qenerate calibration range errors.

T Verificatiol
3 Time ver . e i ion
@ S View EUWES.,, — [ Exclude Selected Paintfrom Calculation; Q.
% ;""t‘?F‘;‘ - File: £ . 2020-12-27 16-12-03 gl 40% inj 1 - master
3 Chromstmar Formot ELsende | |, Amount 20348 Peak Size: 102616 Devistion: 451%
< > < >
Ready

12




45.Graphic display of calibration plot for MS
data through Method Editor > Channel 1=MS
Data > MS Data Handling > Compound Table

> View Curves.

[ File Edit View Window Help

B ey BB L%

ethod Builder - [master & minute 08-02- sim |cal.mtl
[® Method Builder - [ 6 08-02-2019 sim Ical.mth*]

[m] X

&

[x(5] @8] Wl4b bi] i = B

Ready

master 6 minute 08-02-2019 sim Ical.mth
| wethod Notes RT_[1S|__ Compound ID Quan lon
B) Bruker GC-MS - Address 40 1 [12556 ] Propens SM 412439
-] Bruker GC-MS Control | 2 [1483 | | Dichlorodilusrometians  5IM 543, )
B Acquisiton Method 3 |16906 | | Chioromethane SIM B0, (4]
2B Channel 1=MS Data [ 4 (16300 | |Ethane, 1 2dichono 1.2.2¢ SIM 849, (4]
-6 Standiard MS Reportz [ 5 |12451 | | Ethene, chioro- SIM 62,0, (+)
* @ print Options [ 6 |21502 | Methane, bromer SIM 2.9, (+)
| @ Resuhs Format [ 7 |26 | |Chiorosthane 5IM 64,0, [+)
1 ———— | 8 |2a562 | | Trishioromoncluorometans 5IM 1008,
L gl Coroposend Reprovts [ 8 |27118 | |Ethanol SIM 452, (+]
& Calibretion Block RepertFormat | |_10|27842 | Ethane, 11 2uichlro-1 2,24 5 1003,
iogll Summary Report Format 11 |28086 | Propanane SIM 430, 03)
L @ Excel Report Templates [12 |zs532 | Fropanaal SIM 451, (+)
| & Dash Report Termplstes [ 13 [28817 | Dichloromethare SIM 829, (+)
WIS Data Handling [ 14 (30547 | Ethlens bans 2ickion 5IM 611, (+)
B Calculations Setup [ 15 31123 | | Buan2ane SIM 731, [+
8= Cormpound Tabic] [ 16 |32102 | |nHexans SIM 571, (4]
[ Resulis Trestment [ 17 |3255 | Ethane, 1.1-dichioro: SIM B30, (+]
i 45%-GC - Address 42 [ 18 [32541 | Etheryl acelate SIM 43,1, (4]
© 0 45%-GC Control 79 [34535 | |Ethlene.cisT 2dichiora 5IM 61.0,(+)
& Configuration (20 |30723 | |Buanaeone SIM 431, [+)
) Aisaarpler (21 3742 | Etiglacetste SIM 431, (+]
& Sample Delivery | 22 |35363 | Oracyclopentans SIM 422, (+]
) Injector [ 23 |35828 | |Tichowomethans SIM 829, [+]
3 Flow/Pressure |
iy Columntyven Reference Dala File:
3 Detector
D Output .
60 Data Acquisition View EUTVGS T
) Auxiliary EFCs ‘ ‘
) Auxiliary Heaters
View Curves \ Sart \
"
< > < >

# ' Calibration Curve - Column Methane bt
Frint... | Print &l | Ezport... J Overlay... Paint Info... |Qoefficients...
pdfid master lod.mth; 45X-GC. 44 Middle. Column Methane
External Standard Analysis Resp. Fact RSD: 4728%
Curve Type: Linear Coeff. Det(r"): 0.9985587
Origin. Force
y= +1.1499e+004x
Replicates 103331 4 4 4
{2
P 40000
&
a o
30000
k
g 20000
i
z 10000
g ]
o2
: '3 4 's;
Previous | Amount
Peak Hame: | 1. Columin Metharne LJE Exact View
Origin Curve Fit ™ Cutve Only Save
T Include o Liriear i s
" lgnore (" Quadratic A Lol
* Force " Cubic Her L | Cancel I

clicking

red.

46. Edit out obviously invalid data

points in calibration plot by right
on
Excluded points are indicated in

specific  points.

Koy

Enter &maount ar Peak Size

47.Interconversion of detector response and

concentration per cal

ibration curve. This

calculator allows anticipation of expected peak

size for a given peak size.

13

Aot [+]

Feak Size [T7]

|2.00000

| Cancel

24543




B ' Calibration Curve - Colurmn Methane X

Print. | Print All I Export. DOverlay. Paint |nfo |Eneff|c|ents
pdfid master lod.mth: 45X-GC 44 Middle. Column Methane
External Standard Analysis Resp Fact RSD: 8565%
Curve Type: Linear ‘Coeff. Det.(r): 0.993187
Ocinin: L
B Point Info =

Select Paint

Lewel: ’TE Feplicate: ’?E Mext Frevious| 5reps. atlevel 2

[T Exclude Selected Point fror Calculatior (u]:
Fllimco.:-r;.t:z.ﬂu.fﬂ“:ll? Ddf'dU3F"f;I:kzgi1258':1 1;88?1 4-42-45I3|-eviation: 21.44% 48 ) So urce . Of cal I b rat on d ata po I nt
: with Calibration Curve > Point Info.
Z 1OOMM
I T T 53 T 5

UL 1 Cojumn Methane - E Exact View
Origin 1 Curve Fit - ™ Curve Only =

" Include + Linear

7 lgnare " Quadratic LGt —._J :
 Force " Cubic | - T | Cancel ] _7 e
Bl W s BIBE L]0 &l
. . n . RIRTLAL)
49.Edit/Lock Coefficients - When multiple |ws=2=m
standards with differing analytes are used, [giecwc™"""7" "L VIS

" Intemal Standard " iverage Calibation Replcates
& Etemal Standard i

coefficients need to be locked after they are | =<2
calibrated so that the next mixture does not | remmome [ w9 | w2 | x| oo

alter them. In addition, coefficients from | T3 & wife = 0 ame T
related analytes can be manually entered. For :

example, the response values for propane |_.¢

with a flame ionization detector can be | En o

applied to other hydrocarbons. 5‘* |

a8 @f Standard Chrom Reports
& Print Options

50. Approaches to opening method: e e Edit/Lock Calibration Data... I

i [ Calibration Block Repor
= Channel Middle=FIN od
< >

Sytern Contiot - Canby - Sa Ready N

e Task Pane T

e | View/Edit Method
Edit Compound Sets
Print Method
B Share with Skype
Method Editor @& Move to OneDrive
= 7-Zip >
T CRC SHA ?
£ Scan with Windows Defender..,
£ Share

9 o

ista Process.

Open with...

Lr Restore previous versions

Sendto >

e Windows Explorer Cut

Copy

Create shortcut
Delete

Rename

Properties

14



e Method Builder icon on Task Bar.

51.Indication that Method file has not been saved with Method Builder - [Det Limit GC14.mth"]
an asterisk after the file name in the header. If not File Edit View Window Help

Method Builder
File | View Help
Mew Ctrl+N 1~ |vj i ?
Open... Ctrl+ 0
+  Prompt for Action at Startup

Print Setup...

Recent File

Exit

MW s Workstation

4 sy W{veer W Active Compounds Set Editor

¥ Method Builder E’

manually saved, a prompt will appear for saving.

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

EECIEE RS

| Untitled.smp - Generic SampleList

(=)= ==

Sample Hame Sample Type

AutoLink Ca 2|
ler |

Activate Method

PDFID Master.mth -

Add
Insert

Delete I

Fill Dawsn

Add Lines... I

AR EARNEARARIE

Defaults.

Impart I

]

;e

Export

Data Files...

FecalcList...

53. Activate “Last Edited” method.

§? | Advanced Applications Help

B’ Autolink Help

’ ~ y - .
] ——— e
Method Builder >

[ nd

Mo | Cancel

52. Activate method through

SampleList.

MSWS 8 : System Control - Garden Grove - Runn|

File

Inject Automation Instrument Windows
Activate Method...

Activate Last Edited Method...

Upload Active Method from Modules...

New SampleList...
Open SamplelList...

15



@8] W[41b M| A = Sim

QTN Vit vatva v |

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

ke S ik

Peak
SepCodes Peak Onset End
55sep COdeS - |nd|cated In repOFtS BB Baseline Baseline
Channel Middle = FID - Results - O e BV Base“ne Va”ey
File Search Font Options Windows Help VvV Va||ey Va||ey
Z|&|% B |53 sz | [2e012250|  chast [Mids - FD = -
Ticle : " VB Valley Baseline
Run File : c:\s::\.cnws\da:a\fa::?zy :esb:\.ng\ZlJ?_lJ*ll*Si -3573?747 mtgr inj 1 - gcls ma
5:;};;: i‘;le ;é;:lcnws\.:llt_ﬂ—l.r.;: 0€-50-47 mtgr inj 1 - gcld master 12-12-2020 -87c TF Tangent Fused
Injection Date: 2020-12-25 0€:50 Caleulation Date: 2021-01-02 05:50 TS Tangent Sk|m
Operator H Detector Iype: 4XE-GC (1000 Volts) .
“tkstacion: Windews us Address Perpendicular .
rrne . oeis et PB pDrop Baseline
Channel : Middle = FID Run Time
“* Scion M5 Workstation - (V8.2Z._1Dash 03/14/15) Version 8.2.1 ** 02331-7701-bb0-404d * . Perpendicular
BP Baseline
hun Hode : Bnalysis Drop
Peak Measurement: Peak Rrea .
Caicutasion Type. Pezcent Perpendicular .
PB Baseline
widcn Drop
Ras;ét Area Sep. 1/2 Status Perpendicular
{ ] (counts) Code (sec) Codes
mL TR o mm oo VP Valley
 w sa Drop
VB 7.9 "
= s Perpendicular
= PV Drop Valley
B€85S VB 3.5 v
T > GR Grouped Peaks by Time
HF Horizontal Baseline Forward
HB Horizontal Baseline Backwards

56.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 Tangent skim
Method Builder - [Master SQAQMD 25.3 3 mi Loop 05-05-20.mth] - o X basell ne at va"ey pOI nt Of rlder peak
File Edit View Window Help e x I"\
Bl L= BlaEl lwexn el 1 p|E = ssm '
£ Column Oven ~ | -Peak Detection Peak Measurement 0 .ll f\‘l
3 Detector Measurement Type
I~ Sublract Blank Baseline 1y .
3 Output " & Peak A
- wsns [ pef | (e Mother [ | /| Rider
€2 Auxliary EFCs |riial Peakuidihe N  5g AL Heioht Y
€0 Auiiary Hesters i Pesion £ 2 R Peak
(-3 Channel Front=FID Heght % 10 | ritial Peal =
] Do Hanaling Fiiect el

Initial T angent 7= 1| K
Height % |10 |

< v

[Rezty
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! Autmsampler Type: | emeric
1
4 Data filw Pl [ e das

5 Data e Nai: |

7 HeeskeList Genorstion:
8 RecalcList Nowe:

ocacLin

¢ “sciomws unmtled rcl

create and mpdue 3 oew

1

10 Grwrrwrite the RecalcList each fime the SampleList Begl
=

AutnLink

Bample Number

i Neme Crmmand T |Cthne i Moo
"Parsmsters 1| Paramters 2
1z
1l Cabibvaton
1 - e
"
Ge
B m i

Import Sample List

Select Excel File to Import

Ci\scionWs\sampleListiTest. xlsx

Select path to save the SampleList.

Browse...

C:\ScionWs\SsampleList\Test.smp

OK

Cancel

57.Export SampleList to Excel

58.Import SampleList from Excel.

B Automation File Editor - [Untitled.smp] =] o X
File Edit Help
2lsEs S &=
59. Set Default Entries simplifies construction of | */trssime-Geecsmaaa el el
Samplel_'St‘ Sample Name: Sample Type |53:§| Ini. '",ifnj‘g" AutoLink [:\5:",“\‘— o
1| Calibration Veiification - 1 1 none none [}
2| 4252 nalysis - 1_rone none
= - o]
Set Generic SampleList Defaults x [ Fill Doy
Cal Inject A 1 Std | Unid Peak WuliCh 7 Add Lines...
SamploName | Somplo Trve | Lo In.| "geeien | otk | Amunt S UnidPook | utiptr | Divisr | ptiChaned
425362 Analysis - 1 none nane | 1 0 1 1 hone - Impart
] L

60.Copy/paste lines in SampleList with “Shift — ¢’ and then “Shift - v”.

61.Copy/paste lines in RecalcList with “Shift — ¢” and then “Shift - v”.

17




62.Move columns in SampleList

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

28| 8| %

7| Untitled smp - Generic SampleList

(=2 =]

iaght-clicking i Sample Name | SampleType | TMIOR | SAMRR | CoL | i | MEOS
by right-clicking in header. s oy | e o | fited
2 - -
3 Dilution Sample
: Factor Weight Chn
[ 1 -i Add Lines...
z
&g u\s.\ & 4w EIE
{ieitied arrip - Generae Samplelist ]t i)
ﬁ: e | s.,kn,..# [ | Ison | | At |G e = LI
-2 ¥ |
= R =
;" _| Edit Column Header
B A tomation File Edtor - [Unked:sme] Move Selected Columns = |
ﬁé!l_f_i' EOREALL ] Reset Columns to Defaults )
i 63. Relabel column header in
Sompe ome | Somle 10 i | | [ et U sy

Dbads

Iings

Epot ||

Gmarie | el |

64.Security — Passwords,
Application Lock and File
Revision Settings. Details
displayed with “Help”.

Keporting Import Export Ut

SamplelList.

Scion MS Workstation - (V8.2.1Dash 03/14/19) Security

Passwords | Application Locking | Fie Revision Settings |

Password for this application

‘fou may set, change or remove the password required to enter
this application.

Change Method Passwords
‘fou may set or change passwords required to save changes to

Methods. Click on the button below to select the Method, and
then modify the password

Select Method...

Remove Method Passwords

‘You may remove passwords required to save changes to
Methods. Click on the button below to select the Method

Select Method...

Scion MS Workstation - (V8.2.1Dash 03/14/19) Security

Passwords ] Mpplication Locking  File Revision Settings

I Require Revision Log entry when changes to Methods |
are saved

I” Update Revision Log in Data Files with recalculation
date, time and Method name.

I Enable results deletion from "Open Data File" dialog
boxes

I Disable creation of new passwords in Method files.

Done Help

18



Open Method File X
Look in ] methods _'j - of B
* MName g Date modified Type
T i Method Archive 2020-07-27 03:42 File folder
2020-07-28 08-20-35 46c0036 vent inj 1 - hip... 2020-07-28 0G:43 M5 Workstal
2020-08-04 17-28-29 test inj 1 - calibration 0.,  2020-08-04 17:48 MS Warkstal
&
b : ;
Desktop 2020-1}3-05 08-11-04 test inj 1 - calibration 0... 2020-08-05 08:53 M5 Workstal . .
e = th 2020-08-06 14114 wwrze | 0D.Recent Files button - This
iacmws mehoos 1140 fogt iy 1 - cabbration 2020-07-29 13:30 MS Warkstal H H H
Chiconmimabodh 9D A0 17282 2020-07-29 1331 MS Worksta! action Slgmflcantly reduces
CA WS metheds) HIPAAD 07-27-2034 H 1
e - errors in entry of file name and
€\bcionwe| mehody R0 25 09,20 35 466056 vent in] 1 - Ripde 0727 2220, mid e math H
prrmasmep directory path.
CScionWFimethods HIFD 07-12- 10t
S R s —g——y
ol methedst HIMSC 12-05-00mbh EH ecenl Flles }
CiScienWBmethod! Randy cof 8 flow dmth Nssrssssssassssnnssssusssnarssned
CiScimnWSimethods Randy cel 8 flow 20 220 mik -
Ci5cionWSimahods Feward mih
CA\ScionWimethes: Randy. meh Ll
CeASchonWS\metheds\ HEP4L 06-09- 202 mth h) _.'..l
<l scionwemathods’ 00007 10 09-04- 16 460002 vant inj 1 - hip51 06-00- 2000 midakie mth

IE MSWS &: Systern Control - PDFID #4 - Not Ready
File Inject Automation Instrument Windows Help
[LAErERi e Automation File Editor
Sialis; ﬁ Begin SampleList
Begin Sequence
Begin At Selected Samplelist Line...

—Task Pane — Begin At Selected Sequence Line. .

66.Enable Automated Printing — must be checked for Sl e
proper printing after each run.

Stop Automation

Reset Modules

| Enable Automated MS Data Processing

[¥| Enable Automated Printing
1111

67.Specify/Create data file folder from SampleList.

Data File Generation bt

Specify the names for Data Files generated by detector modules using thiz Samplelist.
MHumbers will be appended to file names if the file already existz. Do not include the file

8 Genenc Sampl Lict: Lotus 09-22-2020.5MP E@I extension in the D ata File name.
— Directory for Data Files————— ~ Data File names
| Cal.
level

Add = et %2d %t %s Inj i - %h

Sample Hame Sample Type

1 = brukenws

2 w [F=r data Example:

3 Delete (= 2020 .

1 1| 2021-01-02 09-59-41 Sample 1Inj 1 -
. Fill Digwn [ 12 december Testhethad

[ Activate Method Add Lines... E‘ 2021
7 189951 Preheat Analysw_s | Defauls..
Autclink

1] .
Use the following spmbols to enter the
| t . N "
1 Flctivale Mettid e caresponding variable data to the file

10| 401135 Vent  |Anabsis gt A,

1 Autolink,

12 Activate Method %s= Sample D
13 468522 Vent Analysis Hi= Iniection number
#d= Date
s SR Mew Folder.. | %m = Detector Maduls nams
Disabled : D ata FlIEE %= Injection Time
o 2eedt Zh = Method Mame
Dirives: %o = Operator Name
ABBO352 S0k |Anakeis | = =] #n = Instrument Name
! o A
|

Recalclist. .. 0K I Cancel
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68. Status/Error Codes

Compounds
S - Internal Standard Peak
R - Reference Peak
T - Relative Retention Peak
NA - Not Active

Data Files
IMF - Number of Identified, Missing, and Failed compounds
TUD - Number of Tentatively Identified, Unknown, and Duplicate
unknown peaks

Result Codes

R Reference Peak.

E Factors not updated.

. Negative result. Check calibration curve.

More than one result in range. Check calibration curve.
Peak fails Verification.

Missing Peak.

Result out of Tolerance or Calibration Range.

Internal Standard Peak.

User—-defined EndPoints.

Saturated Peak Amplitude.

Relative Retention Time Peak.

Can't guantitate. Reporting Peak Size.

Can't create chromatogram. Check scan functions, time range.
Missing Library or Search failed.

No internal stds found to guantitate Unknowns.

Result < Compound Report Threshold.

Cali levels too low. Reporting Peak Size.

Spectrum Match < Threshold. Check Identification params.
Peak not detected or not in Search Window. Check RT, Int parms
Ion Ratio failed. Check Qualifier parameters.

Missing some scan functions. Quantitating available scan funcs.
S5/N less than threshold.

RRT out of tolerance.

Peak size < curve minimum. Check calibration curve.

Peak size > curve maximum. Check calibration curve.

No Calibration Data. Reporting Peak Size.

No Reference Peaks. Reporting Peak Size.

Internal Std Missing or Not Active. Reporting Peak Size.
Too many similar spectra. Search may be incomplete.

Too few points to quantitate. Check time range.

Peak < Size Threshold. Check Integration params.

Manual integration of gualifiers.

BB WE EE B EE S8 EE BB BE BB W8 RS BB BE SR AF NB RE BN EE ER BB W8 B8 A8 88 B8 WE B8 48 48 a8

QUBrRUPOQHRIDTEPINKEZOZHPHOHOAQULOR < +

Separation Codes

Baseline to Valley
Baseline to baseline
Mended end to baseline
Valley to baseline
Valley to valley

Mended end to mended end
Mended end to valley
Separated tangent peaks
Fused tangent peaks
Group peak, post run calculation function
Baseline to mended end
Valley to mended end
Horizontal forward
Horizontal backward
Horizontal minimum

SRR PEREY EELE R
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69.SampleList AutoLink commands:
e WAIT - This AutoLink application pauses for a specified time before terminating; it can
be used to perform injections on a specific timetable, for example, start up the GC
early in the morning and run the daily check sample automatlcally
Command: WAIT hours:minutes:seconds ;
Other Parameters: <none>

Hours
Minutes
Seconds

0-23
0-59
0-59
For example, WAIT 15:03:56 will wait for 3:03:56
PM, unless this time is already passed, in which
case there will be no wait. Fields can be omitted.

Sl s | ST,

Autolink Parameters

Command

Other parameters

WAl T 200 [l

Browsze. .

Cancel

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

command would wait for 13:13. At 12:10, this
command would wait for 12:13.

=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:

taken as the next occurrence of 13

taken as the next occurrence of 13:00 minutes after the hour. At 12:15, this

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 preset time

interval to monitor a process stream.

70.“Verification” run type - reported results compared

to values in a calibration level.

Print Date: 14 Feb 2008 194125

Sample 1D
o

AutoLink Parameters il AutoLink ||
:Fi |
Command = WAIT :00
|GOTO1 none
| I 4
Browse. .. Cancel
2 Method Builder - [Det 250 ECD Test Sample.mit] - 0 X
[ Fle Edit View Window He\p -
BN \X\ | 812 WAL e 8 EIDJ
wiliary Heaters Veriicalion runs are peformed by System Cortrol A
o \ntevactwe Gvanmcs by specifing a sample:
e of Vrficaion'
Deviation Tolerance (%}
DutofTeeanee Acion
Mo Action
Ememmwe  Increment Enor Count
B 9 usomation File Eitor - [Untited )
Fle Eit Hep
lslle &8l ¢ aaE i
p— % Untited.smp - Generic SampleList = =
Ready
Sanpla Type: |[514 Ini I'rfll e
pected Calculated ; Calfien [Feteae T ol — =
13 Peak esul Rasult " "T — o |
N Name i % 1 (e
— ] FlDon |
é T b |
..... 7 [ |
1500 g L ks |
32000 od || EEH =
€00  24.8l€7 0.2 8.182 ‘ i i Eypat |
cals Defafies, | Recallis..
ATTIOUTT = U0 Ppov UUTT PPV
Verification Deviation +/- 30.00% 851%
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71.Access data file actions from Windows Explorer, with

a right-click on .RUN/.XMS files.

Ve vomstorrin | et s sl

Sinae ehl
i

A 2020-12-17 12-18-58 noise che

View/Edit Chromatogram
A 2000-12-17 12-04-31 noise che

AIA Import/Bxport
Convert Raw Data and Results to ALA Format

Convert Raw Dats and Results to ASCIl
noise che

A 2020-12-13 15-46-18 noise bot
A 2020-12-13 15-34-1B short sigr
Au 2020-12-13 15-21-18 short igni
A 2020-12-13 14-47-22 mitgr inj 1
e 202 314-39-00 mtgr inj 1
A 2020-12-12 16-40-56 noise che
Aa 2020-12-12 16-12-04 noise test
Aa 2020-12-12 12-35-55 noise che
A 2020-12-12 12

Print Standard Report
Produce System Suitability Report
View Chromatogram in MS Data Review
View Results Only
View Standard Report
B Share with Skype
[ Scan with Microsoft Defender...
1& Share
Open with.

s
&
A
A
A
N
A
"
A
.
A
A
&
.
A
A
A
&
N
N
&
&
N
A
A

44 noise che

L
B
]
- B z3]

m

o e i

Wicw/Edit ME Chicamatogiam
Frank Cuilern WS Rapori
Brrt Seanders b5 Aeper
Wiew Cugbor Wi Hegort

‘wiew Standeng M5 Reperd
€3 Sherw with Skype

I-Tip

CREHA
T3 scoe with Miciset Detendi...
b 03 Share

Cipen with,

Fasinre previous versons

Specify the names for Data Files generated by detector modules using this SampleList,
MNumbers will be appended to file names if the file already exists. Do not include the file
extension in the D ata File name,

Directary for Data Files Data File names

Au 2020-12-11 16-11-56 gy inj 1 Restare previous versions Sénd o 5

M 2020121115304 mtgrin i sendio > cut

A 2020-12-11 13-45-36 mtgr inj 1 &

A 2020-12-1112-17-51 mtgrinj 1 o b

A 20201210 17-31-50 mtgring 1 COPY 131 AR

A 2020-12-1016-03-48 mtgrin 1 Creste shorteut 116-n8-1 Delets

Aa 2020-12-10 14-41-02 mitgr inj 1 Delete 111688 | x

Aa 2020-12-10 13-48-48 mtgr inj 1 Rerae Fename

1 75+50-4
. 2020-12-09 13-06-54 mtgrin 1 e = :
Droperties 1 {55 Froprlii

Data File Generation >

72.Automatic data file naming with
tokens.

73.Data file names can

Use the following symbaols to enter the
cornesponding variable data to the file

Sample ID
Injection number

Detector Module name
Injection Time

Method Name
Operator Name
Instrument Name

Data Folder

have up to 255
characters (NT File
System - contrast to
Virtual File Allocation
Table 8.3).

[ 8 %d %t %s Inj i - ZH
(= BRUKERWS
| Generic Samplel iz (= DATA Exampl
= 2020
2020-0:
Sample £ 01 January T oetMo
3 02 February
| £ 03 March
W £ 04 2pii T L L
— 3 05 May comesp
== 3 06 June name. %o =
[ & ] £ 07 Jduiy ) °s =
= £3 08 August /;/3: =
%d o %d =
‘ Mew Folder. . I #m o °°d Da‘e
11 y/?: Zm=
1< | =] =,
W Bl 0] 4t =
“ne -
R | =1 j %h =
18 %o =
17 C.
10 il zn =
19 | | 46BO7OC <
] : %t =
Begin Fesumne

74. Cannot overwrite data files. - If new data name matches an existing file in the same

folder,

automatically appended to the end
name
thereafter

the

then three digits are

8| Message Log: MSGLOG1_2020-11-16_06_43_56.MLG

b=fl8 &

and incremented

Mov 16 0E:43:56 Automation Began

Moy 16 06:43:56 MessageLog Name 'CASciorwS\MSGLOGAMSGLOGT_2020-11-16_08_43
Mov 16 06:43:56 Scion M5 Workstation - [+8.2.10ash 03/14/19) Version 8.2.1

MNov 16 06:43:58 Workstation: “Windows

Mov 16 06:43:58 Instrument 1: Canby

Moy 16 06:43:56  45<-GC at address 44 [AutoStart)

Mo 16 OF 4368 Onerator

Nov 16 06:45:12 Data File test.run created for ‘Test', Injection 1.

How Th UREST
Mo 16 06:45:12 4%4-GC.44 Ch Front Data Handling: Mo peaks
Mov 16 06:45:12 45¢{-GC.44 Ch Middle Data Handling: No peaks
Mo 16 06:46:27 Data File testD01.1un created for ‘Test', Injection 1

TTara F e Testiun created Tor Test, IRechon |

Nov 16 06:46:27 Data File test001.run created for ‘Test', Injection 1.
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Suggestions for Operations with . XMS data files

75.Peak processing for chromatograms for .XMS files is discussed in Peak Detection
with Varian MS Workstation: http//lotusinstruments.com/wp/wp-content/uploads/
Peak-Detection-with-Varian-MS-Workstation.pdf

76.Suspend and Resume buttons in Active SampleList — During automated operations,
the SampleList can be suspended that will stop activities the end of the current sample.
This allows additional entries to the list, or adjustments to the active method. Then
Resume will continue with the next sample line.

|

| Generic SampleList: Lotus 06-09-2020.smp

[ Method Builder - [Meth..  — o x
[ File Edit View Window Help

Bledss BBl x|
RIRIAL]

5 Generic SampleList: Lotus 09-22-2020.5M|

Notes
C-1A5 - Address 40

Activate Method |
4600011 Vent Analysis

o
| Susgend | Data Files... |_ Hecak:Lm-l

77.Single method for full simultaneous control of both MS and up
to three GC detectors.

™3 Chromatogram Fermat

T TR B s Workstation ¢ - ] cabration Block Repot Format
‘EEEE ST 78, Active Compounds
A B Advanced Applcations Help Set (ACS) Editor - ACS is a list of
Dot 2 ik Help compounds, representing a subset of the
Q) somsion i i Compound Table, which can be saved in
e a method, and activated during
| automation. MSWS includes an
j interactive application (ACTIV2.EXE) to

create, edit, delete such sets within a
. method file. MSWS also includes an
U | automated application (ACTIVATE.EXE)
which can be invoked within a sample list
to activate one or more sets in the active
method.
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79.Hot Keys in MS Data Review

Data Files Pane
Mouse Click
<Ctrl> + Click
F5 - Update All

- Replace data file
— Add data file
Drives and Directories

Plot Descriptors Pane

Mouse Click
<Ctrl> + Click
<Shift> + Click
<Alt> + Click

- Replace descriptor

- Add descriptor

- Add range of descriptors

— Add descriptor to active chromatogram

Chromatogram Plot Control

S5ingle-Click Ac
s - Display
<ctrl> + s
1 - Library

tions

Spectrum

— Display Spectrum in Empty Plot Area if Available
Search Selected Spectrum

J - Target List Search Selected Spectrum
e - Export Selected Spectrum to Active Spectrum Listc

Single-Click Po
a — Nearest
t — Nearest

int/Spectrum Selection COverride

Apex
Point

Click-And-Drag Actions

— Zoom Ch
- Average
- Calcula
Calcula
- Move Ch
- Integra

U HHHBEN
[

- Expozt

Double-Click Ovw
u - Only Au

Keyboard Action
left arrow
down arrow

romatogram
Selected Spectra
te Noise

te Time Range
romatogram

te Area

to Clipboard

erride
to Scale Vertical Scales

=
- Previous Spectrum
— Previous Spectrum

right arrow - Next Spectrum

up arrow

- Next Spectrum

Spectra Plot Control
Single-Click-Actions
1 - Library Search Selected Spectrum

- Target
- Export
— Creace
- Enable

H'DO W

Click-And-Drag

List Search Selected Spectrum

Selected Spectrum to Active Spectrum Listc
New Chromatogram Plot using Mass

Mass Ruler

Actions

z - Zoom Spectrum

p — Creace
b - Export
r — Enable

Mass Ruler Mass
a - Highest
t —~ Nearest

New Chromatogram Plot using Mass Range
to Clipboard
Mass Ruler

Selection Override
m/z
m/z

Window Arrangement
c - Cascade

h - Tile Horizontally
v = Tile Vertically

Miscellaneous
Fl - Help
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80.QML Commands (Quadrupole Macro
Language) - reserved for Scion Service
operations. This is not intended for user |-
operations. e |
[Out

P Scion M40 - ot Reacly

b [ iee] @

[CawrSmtot et

m
I

start collecting 'Centroid' data. |

QML : Acquisition

+ A

I

Oul QML Acquisitian start callecting *Centroid data.

81.Control Chart

Reports

82.Compound Reports

83.Format in View Results - report format

can be altered wi
through menu from M

> View Results > Preferences > Results List

Columns. See followi

th options available
S Data Review > View

ng list for choices.

X




Columns to Display Description

Acquisition Date
Amount

Amount Reject
Amount Units

Amount/RF

The time and date when data file was created.

The calculated result. Amounts are calculated from the calibration curve for all files, including Calibration and Verification files. Areas or heights are reported if
the error conditions that prevent calculation of the result calculated result is not available. N/A is reported for some error conditions that prevent calculation of
the result

Compounds with calculated results less than this are reported as Missing. Applies only to Analytes in Analysis files.

Verification files. Areas or heights are reported if the calculated result is not available. N/A is reported for some error conditions that prevent calculation of the
The calculated result. Target Compounds report the RF or RRF for Calibration files. Areas or heights are reported if the calculated result is not available. N/A
is reported for some error conditions that prevent calculation of the result.

Amount/RF Units
Area
Baseline Code

Calculation Date
Cali. Curve Calculations

Units for the Amount/RF results. They are specified in the method for compounds. Unknown peaks that are quantitated with an Internal Standard report the units of
the Internal Standard. When integrated areas or heights are reported for the results, the units are reported as Counts.

The integrated area of the peak. Areas greater than 999999 are reported in scientific notation.

Two-character codes that specify how peak integration was started, ended, and the type of baseline used. (Select the Results Codes Help menu item for
definitions.)

The time and date when the data file was last quantitated.

The Curve Fit Type, Origin Point, and Regression Weighting used to calculate a calibration curve.

Calibration Amount
Calibration Date
Calibration Equation
CAS Number

Channels

The compound Calibration Level Amount that is specified in the method.

The time and date when a Calibration data file was last processed.

The equation of the calibration curve.

A unique 3-part identification number assigned to a compound by the Chemical Abstracts Service.

The physical channels on which the scan functions to create the chromatogram were generated. Merged is reported if all available channels are combined.
Merged is always used to quantitate Unknown Peaks.

Coeff. Det.(r2)
Conc./IS Ratio
Data File

Delta RT (min)
Dev%-Amount

A measure of how well the calibration points fit the calculated curve.

The Target Compound Amount divided by the Internal Standard Amount that is specified in the method.

The name of the data file.

The difference between the expected compound retention time specified in the method and the actual retention time of the result.
The % Deviation of the Target Compound Amount in a Calibration file, relative to the Calibration Level Amount in the method.

Dev%-Curve

The % Deviation of the Target Compound Amount in a Calibration file, relative to the calibration curve.

Divisor A divisor factor specified in the recalc list that is used to calculate Analysis and Verification results. The Divisor can be edited in the Automation Editor.

Error Single-character result codes that report problems which occurred when the peak was processed. (Select the Results Codes Help menu item for definitions.)

Expected RT (min) The expected compound retention time that is specified in the method.

F. Match A measure of how well a sample spectrum is contained in a library or reference spectrum.

Group Name All compounds assigned to a method-specified group are reported as a single summed result in addition to the individual compound results.

Height The baseline-corrected height of an integrated peak. Heights greater than 999999 are reported in scientific notation.

In Lib Prob. The probability that the reported match is in the searched library. This applies only to Normal - Forward searches of Unknown Peaks.

lon Ratios The ion ratio specifications and results for the qualifier ions that have been specified for a compound.

IS % Dev The % Deviation of the Internal Standard peak size from the average of the Internal Standard sizes in all of the files.

IS Amount The nominal amount of the Internal Standard used to quantitate an Analyte as specified in the method.

IS Area The integrated area of the Internal Standard peak used to quantitate an Analyte.

IS Factor A factor used to adjust the Internal Standard Calibration Amount on a per-sample basis. Applies only to Analysis files. The IS Factor can be edited in the
Automation Editor.

1S Height The baseline-corrected height of the Internal Standard peak used to quantitate an Analyte.

IS Peak Name The name of the Internal Standard used to quantitate an Analyte.

IS RT (min) The retention time of the Internal Standard peak used to quantitate an Analyte.

Lbr. # The library entry number of the match that was reported from the library search of an Unknown Peak.

Library The name of the library that contains the match reported from the library search of an Unknown Peak.

Match Prob. The probability that the match reported from the library search of an Unknown Peak is correct, assuming that the correct match is in the database.

Match Result The Fr?nmard or Reverse Match result used to rank the matches from a search. Target Compound Spectrum Match identification always uses Normal-Forward
searching.

Match Type Specifies whether matches from a search are ranked by Forward or Reverse Match results.

Multiplier A multiplier factor specified in the recalc list that is used to calculate Analysis and Verification results. The Multiplier can be edited in the Automation Editor..

Peak Name The name of a Target Compound that is specified in the method, or the name of the match that was reported from the library search of an Unknown Peak.

Peak Reject

Peaks whose area or height are less than the Peak Reject method specification will be rejected. The Peak integration events will be displayed in the chromatogram,
but Unknown Peak results will not be reported, and Target Compounds will be designated as Missing.
The peak types other than Analyte that may be specified in the method for a Target Compound: SP: Internal Standard, REF: Reference, RRT: Relative

Peak Type Retention Time.

Peak Width Spec. The 1/2 height peak width that is specified in the method.

Peak/IS % The Target Compound peak size divided by the Internal Standard peak size, expressed as %.

Peak/IS Ratio The Target Compound peak size divided by the Internal Standard peak size.

Peak Width The width in seconds at 1/2 height of the integrated peak.

Quan lons The ions that are specified inthe mgthod _to create the chr_omatogram used f_or quantitation. RIC is specified when all available ions should be used. The ions are
extracted from the ions that are available in the scan functions that are specified for the chromatogram.

R. Match A measure of how well a library or reference spectrum is contained in a sample spectrum.

Result # The line number of the reported result.

Result Type Compound Result Types are Identified, Missing, or Failed (Failed one or more lon Ratio specifications). Unknown Peak Result Types are TIC (Tentatively
Identified Compound) Duplicate (maps to a reported Compound result), or Unknown.

Ret Time The retention time of the integrated peak.

RF Used The Response Factor specified in the method to quantitate Unknown Peaks: Nearest IS, Nearest Pure IS, or Absolute.

RF/RRF The Response Factor (External Standard) or Relative Response Factor (Intemal Standard) calculated for a Target Compound in a Calibration file.

RRT The retention time of a compound in a data file relative to that of another compound in the data file that has been designated as the RRT Reference in the method.

RRT% Deviation The Deviation of the RRT result from the RRT of the corresponding method Retention Times. The RRT Tolerance Range, Result, and Status are displayed..

RT. Window The time window in minutes around the expected compound retention time that will be searched for the Target Compound peak.

S/n Ratio The Signal/Noise ratio of the integrated peak. The RMS or Peak-to-Peak Noise Type specified in the method is used.

S/IN Reject The Signal/Noise ratio of the integrated peak, relative to a specified threshold. The S/N Threshold, Result, and Status are displayed.

Sample Name
Sample Notes
Sample Type

Scan Descriptor

The name of the sample that was specified when the data file was created.

The sample notes that were entered in the Sample List for the data file.

The type of the data file: Calibration, Analysis, or Verification. Baseline data files are not supported by MS quantitation, and are quantitated as Analysis files.

A description of the scan functions from which to create the chromatogram. It is independent of the physical channels that the scan functions are on in a given data
file segment. Merged is reported if all available scan functions are combined. Merged is always used to quantitate Unknown Peaks.

Scan Number
Search Type

The scan number of the apex point of the integrated peak.

The search type specified in the method to identify the integrated peak. Target Compounds: Spectrum, Nearest, Highest, First, or Last. Unknown Peaks:
Library Search, or None.

A Peak Start is detected when the chromatogram slope exceeds this threshold. The number of points used to calculate the slope is determined by the data

SIOpe Sensmwty rate and the specified Peak Width.

Single character result codes that report status information or problems which occurred when a peak was processed. Error codes are a subset of the Status codes.
Status - o

(Select the Results Codes Help menu item for definitions.)
Tangent % Peaks on the trailing edge of a peak will be integrated as tangent peaks if their heights are less than the specified percent of the parent peak height.
Threshold At least one match result must be equal to or greater than this threshold for a Target Compound or an Unknown Peak to be identified.

Top 2 Matches
Top 3 Matches
Top Match

The top 2 match results that meet the Threshold specification will be reported when an Unknown Peak is library searched.
The top 3 match results that meet the Threshold specification will be reported when an Unknown Peak is library searched.
The top match result that meets the Threshold specification will be reported when an Unknown Peak is library searched.
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84.Calibration Reports.

Bat g

= IR

1 Hethod Duikder - [Master-Slavemih]

Window i
RiBIR| «|

|=ixe] v

ratien Curves Report

1
Hethat

RARRRRRR

i tiils]

Erm—

oo NA
7 s wenkseasion - (V8 2 10esk oAt arte)

[ casurome

B e
b L

2016 smamth
Hia

222018 sen mih

132020 245 I

L]
Extemal $iancard Analveis

Fe:Lnear, Ignore.

Trichloromenoflucrom ethane

1Kz
s

Resp.Fact RSL: 2 53%
oot Uetir210.8951 1

51 MG 1131

Dash Reports
Excel Reparts >

Sample Reports

Compaund Reports »
Calibeation Reports il (P
Summary Reports »
Chart Reports »

View Spocler File__

Reporn Preferences.

85.Edit/Lock Calibration Coefficients
protocols

Some

required

multiple

standards to set up calibration factors. To
accomplish this, one standard is initially
run to set up its factors. Then those
factors are locked, and the next standard

oK Cancel

ITEAIRETE]
Edit/Lock Coefficients..
Coefficients

Retention | poak Name | 2% | %3 %2 b3 Intercept |
1 14.356 Fiopene ¥ a o 2.3878e+007 13420
2 14.863 Dichlorodifiuoromethan: ﬁ 1} 0 1.2362e+007 21336
3 16.906 Chloromethane i [t} 1) 3.6968e+006 -263.16
4 16.900 . 1.2-dichloro-1.1.2.2-tet. 2 1} 0 3.1559:+006 -376.09
5 18.451 Ethene, chiara- J [t} 0 2.9708e+005 -9.8545
[ 21.502 Methane, bromo- = a o 4.2798e+006 704.76
7 22677 Chlorosthane = 1} 0 1.184e+008 527.49
8 24562 ichloromonofluorometha J [t} 1) 1.3414e+007 28727 -

maintained. In

86.Excel Report Templates.

addition, if

is run so that the initial coefficients are
response
factors are computed off-line, they can be
entered manually as appropriate.

Method Builder - [randy.mth]
[ Fle Edit View Window Help

Select Report Templates

=6 @B [Blex|p] @2

14/ 4[> [M 2.
= 3

e =8| B/8Im| 4. Samplz_Screen

P ranymin A [rempites o] | |5 Sample_Unknownsanalysis
Method Notes E50 S| | |6 WE_Sample

) Bruker GC-MS - Address 40
- B Bruker GC-MS Control
B Acquisition Method
B Channel 1=MS Data
=€ Standard MS Reports
& Print Options
&7 Resuts Format
& Chromatogram Format.
&% Compound Reports
& Calibration Block Report Format
& summary Report Format
b2l ot Tl
47 Dash Report Templotes
BT M5 Data Handiing
Calculations Setup
[ Compound Table
2 Results Treatment
3 45K-GC - Address 44
63 45%-GC Control
&3 Configuration

£ Autosampler ¥ ave fepol
3 Semple Delivery

&3 Injector

&3 Flow/Pressure

ool —

Select

Termplates for i

Select

[ Generate
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87.Dash Reporting - report authoring system that provides tools for designing and
generating reports of analytical data from Scion MS Workstation, as well as other
relational database sources. The system works by querying the MS Workstation
database and applying a report method to the data to produce a report, or finished report,
in a wide variety of output layouts. Scion Dash is both an interactive reporting system
(using the Designer) as well as a non-interactive report generation system integrated
within MS Workstation. Using the Designer, report methods can be designed and
previewed interactively, and then stored and used by multiple users in non-interactive
mode. Included in package are instruction videos/

88.Tune Reports — are accessed through an icon on System Control for the Scion SQ Mass
Spectrometer. Common tune molecule is Perfluorotributylamine (FC-43, Scion P/N
392035300). Many EPA GCMS protocols mandate performing specific tune routines to
ensure that NIST library matches are confirmed, including EPA Method TO15, EPA
Method 624.1) and EPA Method 625.1). Common target compounds are 4-
Fluorobromobenzene (BFB, CAS # 460-00-4, 1 ppmV/V Scion P/N ULSTS110N) and
Decafluorotriphenylphosphine (DFTPP, CAS # 5074-71-5, 2,500 yg/m in methylene
chloride, Restek P/N 31001). Although the requirement is specifically listed in many
standard procedures, NIST has adjusted their search algorithm to minimize the need to
perfectly match the EPA criteria and still achieve appropriate matches.

— 2
MEl MSWS 8 : Systern Control - Bruker GG
: ; ? ‘4
Eile Inject Automation [nstrument < b Eidber Sk 6 el
Instrument MS Mol = Camam 2 Location;
Operator;
Status: | Status: DT W0 A
Mot Ready el T ¥ Jul 0083
+RunTim
Task Pane
e " Tools || x
Ms
— Trpe Siz A
- Adobe Acrobat D...
] | & -07-0308:31  Adobe AcrobatD... ;' S
TEITune_E1O1_Pos_0 Jul 2020_ 8h30m.pdf 2020-07-0208:31  Adobe AcrobatD.. FT”"Q’?"“@ i
e E1.01_Pos_7 Jul 2020_11h50m.pdf 2020-07-07 11:50 :":I'::: - S
e_EI_Q1_Pos_12 Mar 2020_10h10m.pdf 2020-03-12 10:10 E;‘I’D-'I‘ Ermrgy 5‘0‘:
_E_Q1_Pos_31 Jan 2020_ 9hSm.pdf 2020-01-31 08:05 ol . : N
Q1_Pos_8 Jan 2020_10h30m.pdf 2020-01-0810:30  Adobe Acrobat D.. Transading 2800
FE]Tune_E1Q1_Pos_8 Jan 2020_ 8h48m.pdf 2020-01-0808:48  Adobe Acrobat D.. Mesarinr May 17
FEITune E1O1_Pos_10Dec 2019_13h27mpdf  2019-12-1013:27  Adobe Acrobat D. Repellar Max A
T Tune_E1LQ1_Pos_10 Dec 2019_13h7m.pdf 2019-12-1013:08 Adobe Acrobat D... e
Q1_Pos_24 Oct 2019_ 9h30m.pdf 2019-10-24 09:30
e E1.O1_Pos_17 Oct 2019_13h7m.pdf 2019-10-17 13:07
Q1_Pos_19 Sep 2019_ 8h4Tm.pdf 2019-09-19 08:41
Q1_Pos_10 Sep 2019_15h24m.pdf  2019-08-10 15:24 o
Q1_Pos_25 Jul 2019_9k51m.pdf 2019-07-2508:52  Adobe Acrobat D..
& E1 O1_Pos_18 Jul 2019_ 9n15m.pdf 2019-07-1809:16  Adobe Acrobat D...
O1_Pos_11 Jul 2019_13h53m.pdf 2019-07-111%53  Adobe Acrobat D...
ater report - 11 Jul 2019.pdf 2019-07-1113:37  Adobe Acrobat D...
e_E1.Q1_Pos_9 Jul 2019_ 9h26m.pdf 2019-07-0909:27  Adobe Acrobat D..
e E1.O1_Pos_12 Jun 2019_9h6m pdf 2019-06-180%:06  Adobe Acrobat D... -
e E1.O1_Pos 23 May 2019_7h26m.pdf  2019-05-2307:27  Adobe AcrobatD..
I Tune_E1LO1_Pos_14 May 2019_11hSm pdf 2019-05-1411:06  Adobe Acrabat D... i
1 Tune_E| O1_Pos_17 Apr 2019_8h15m.pdf 2019-M4-1708:15  Adobe Acrobat D...
e E.O1_Pos_25Mar 2019_10h40m.pdf ~ 2019-03-2510:41  Adobe Acrobat D...
e_E1.Q1_Pos_21 Feb 2019_8h53m.pdf 2019-02-2108:53  Adobe Acrobat D...
e E1 O1 Pos 5 Feb 2019 8h35m.odf 2019-02-0508:35  Adobe Acrobat D... i
>
File pame: j Open
Fies oftype: [Tune Report ('pdi} 5| e
20 T A, st A7 1 A6 &
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89.System Suitability - is a custom report 21 x|
template used to compute and report =

system suitability indicators from Scion MS DAY Sep o
Workstation data files. The following types fu, Qe Tave Mepor e

LA une
Of reports may be generated: I~ E g:;esow!ion Repaort

W [0 [M3 [TPF-GPF Report

1. Resolution between selected target 4w T
compound peak pairs. Report Template
2. Degradation estimates for selected Coss | Edt Delte |

target compounds, where the
degradation products are also :
quantitated as target compounds. |t I You |

3. Tailing Peak and Gaussian Peak Factors | Hep | -
for selected target compounds (TPF-GPF | record: el [~ 1 » vl ofof s

Report).

4, Tune reports for BFB (bromofluorobenzene) or DFTPP
(decafluorotriphenylphosphine) based on EPA method 524, 624, CLPVOL, 8240, or
8260 criteria for BFB or method 525,625, CLPSEM, 8250, or 8270 for DFTPP.

Repoit Preview

¥’ Validation of installed file systems — m] *
File Options  Help
FILE SYSTEM WALIDATION REPORT

File System: M5 Workstation ¥8.2.1Dash
Workstation: DESKTOP-H1METCY

Directory: C Nscionvieeeee

Source file: c:iscio

Validate Installed Files

I2md=sprk .drv
Test Results:
1583 files tested  ——
152 files OK
1 mi==ing file

xxx File Systen ERROR | xxx 90.Validation of Installed File Systems — is
e a2 s accessed through MS Workstation >
45 Vorkstation V0.2 1Dash Validate Installed Files. This action could be
Inoteilod MS Workstation NT Speciiic Applicaticns required for many laboratory audits.

========== Mon Sep 09 19:46:34 2019
Installed: Advanced Applications

========== Mon Sep 09 19:46:35 2019
Installed: M5 Workstation Core Files

========== Mon Sep 09 19:46:36 2019
Installed: NIST AMDIS Engine

========== Mon Sep 09 19:46:36 2019
Installed: EVOQ HS Hodule Driver

========== Mon Sep 09 19:46:36 2019
Installed: MS Firmware

========== Mon Sep 09 19:46:37 2019
Installed: PAL Hodule Driver

========== Mon Sep 09 19:46:37 2019
Installed: EVOQ LC Module Drivers

========== Mon Sep 09 19:46:38 2019
Installed: HyStar plug-in and Support Files
Report Prepared on Mon How 09 15:43:24 2020 by Lotus

Approved :

< >
Ready
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91.EnviroPro Reporting - [ s 3 select Mthod ®

provides detailed Ture Citeria | | [t a

information on reporting | m o poapwegriboein 1SS |

reSUltS for common E_I]I;ﬂ_mxgwnss 'ﬂ} B:."[ 15]}— iMelhod Title:  EPA Method 624 Matris: WATER
Facdma o] 158 Gl | Iriial Calibration

I

l |
Gooi] o] [ 0] -

I

I

|
I
| 58 Prese T |
USEPA methOdS = 524, ?h]czz;w:ss T 8] 18] ] ~EPA Method -
127 [4060% of miz 138 I [ | =] | A emivolstiles Ture Criteria
525, 624.625, 8240, _I_'l's'i"[<'1£"nfw:1sa | o] osE[ 9] ':'sa'l ;‘5:4 SP\;ZIEII

BEE I
2 o T
|
T

] e ™ Use CCC As Tune File
o] im| 0] 0] T ~ 55

8250, 8260, 8270, 8270, [1=r —s—s o] =]

H 1) ) 1) - . = ~ ~ gEn Tune Report Setup
CLPVOL and CLPSV. Hmpwawms — Tl s || | com com | wo pre
Tune Reports can be e | _ sme | L R | et nifal Calbation |

generated. e o

B AMDS Cheommegram - Companert Mode - TESTD - o *x

¢ Qptions  Window  Help

92.NIST  Automated Mass Spectral
Deconvolution and Identification System
- AMDIS - allows an automation of a
complex process of extracting data
from a GC/MS data file.
AMDIS works by finding
all of the ions that rise
and fall at the

N
. NIST 08 MS and AMDIS 2.6 ~

E A very quick guide to AMDIS

ConCurrenﬂy and then .AMD\SHeIp
associating them to a 1 ampis 32
single component. Once Connect NIST MS softvare
it has found this WS gt

component, it compares it
to a library of spectra and retention indices
provided.

] NIST WS Search 20« [Name sesech] - o %
| |87 Fle Semch iew Tock Opticns Window belp -1 & x
e LANEE- - ?

93.NIST 20 (Scion P/N 4121057) and NIST 20 Upgrade
(Scion P/N 4121058) - 350,704 electron ionization
(ElI) spectra for 306,643 compounds, 43,774 |:==
replicate spectra (39,729 more compounds than |z
NIST 17) and retention indexes for 139,963 :
Com pou ndS . L ] Connect NIST MS software ]

MS Interpreter

[CHLOROOERZENE] | e | 2] [mainis

mmmmm

IS S Search v.2.0

MS Search v.2.0 Manual

8 Read Me AMDIS Demo

Read Me +.2.0 Demo
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94 .Wiley FFNSC Library - Mass Spectra of Flavors and Fragrances of Natural and Synthetic
Compounds, 3rd Edition, 2015 (Scion P/N 394105201) - 3,462 mass spectra, linear
retention index (Kovats index) data, calculated Kovats RI, and searchable chemical
structures of compounds of interest for the flavors and fragrances industry.

95.Pfleger, Maurer, Weber Mass Spectral Library of Drugs, Poisons, Pesticides,
Pollutants, and their Metabolites, 2016 edition (Scion P/N 392052195) - 10,430 spectra
of potentially harmful substances, including 7,800 from metabolites. This reference is
made up of an electronic database accompanied by two hardbound volumes.

96.Rosner Mass Spectra Library of Designer Drug 2019 (Scion P/N 392052102 - is the
largest collection of chemical signatures of new psychoactive substances (NPS) and
drugs of abuse in the world. This impressive mass spectral library was developed to
support forensics and toxicology labs to combat this global health epidemic.

97.Wiley 12th Edition Mass Spectral Library 2020 - Wiley Registry Mass Spectral Library
is the most comprehensive mass spectral library available, making it an essential tool for
general unknown compound identification. Included in the combination package are over
1 million ElI mass spectra, over 1 million searchable chemical structures, and over
840,000 unique compounds.

98. Multicompound Software (Scion P/N 393036191) - 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.

99. mzXMS Conversion Utility - legacy operation; not applicable with . XMS files

100. ToxProPlus MS Reporting Software

(Scion P/N 393036291) - software | ™" “*¢ Your Unknowns text (UT) YOUR LOGO
. h( ubtitie 1
includes three separate custom |44 e auitenild 6868058058

Acuidtion Date:  B/27/11 30443 PM Data File Mame.  c'mulicompmoreport sms

software packages: multi-compound
software, ion ratio summary report
software, and screening software to aid | cowomsnsme Rt me  wion donTime Maten Muchvel  Resut Type

Nickel, cyclopentadien - 7.053 1142056 [1F:] 703 RFit 633 Duplcate

reporting. (1 2 dimetia

Ingt . Method cibrukerasiampei.mth Inj. Notes: 1 .00 mg. Exdradtion standard, E|

alpha -Benrdsuedric T114 4735414 23 150 RFit 724 Duphcate
acd

2 6P iperazinedions, 4- rar 1958913 1.7 S10 RFit 731 Duplicate
(phenylmethnd

Amphetamine PFP 7815 225611 16 456 RFit 822 Duplicate
Almdal)n-Butyl-2(scguat ). 8335 1564292 16 607 RFit 704 Duphcate
methyd trans-d

Methamphetamine pip 8407 3251 18 150 RFit BES Duplcate
Methamphetamine pi 5542 9648030 20 iX  RFit 680 Duplcate
Methamphetamine p 9208 12416020 19 117 RFit 714 Duphcate
No Match 10,463 248344 0o 5208 RFit MiA  Unknown
Sulfoxide 10977 710617 20 145 RFit ™ TIC

3 4-Dichloro-3- 12173 7793164 20 163 RFit BE4 TIC
(ricotinoyihydrazonobu
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101. Summary Report — is only functional with . XMS data

files.

e sl OGN W05 €18 i bl

Pkl

[ Method Builder - [master § minutes v3 off 07-23-2013 sim.mth] - o x v e consie e e
[ File Edit View Window Help & x
BEEss Bl@ [mlelx|2| S|
4] €| [»
= -
8 = B|8m ot Seimecen ;
master 6 minutes v3 off 07-23-201¢ &[5, rmasy Report and Contral Charts 7| M
Methad Motes Include Run Types: Sed By: Giroup By: Pty
B Bruker GC-MS - Address 40 ] I3 Compound v B e
£ B Bruker GC-MS Control 7 oo iR K @ FstKey
B Acquisition Method . Analysic SecondKey  [None -
B Channel 1=MS Data & Veiication o = G
4% Standard MS Reports ¥ Baseine -
& Piint Options L =]
ggsum Format . Gurmany Hopor
rematogram Forr
o Corponst Reports Smnwys l‘hpml Tl [Summaty Report
€% Calibration Block Re bl 5
b Summary Repor Fo ¥ Retention Time ™ Results (Amourt) ™ Aea I Heiont
€% Excel Report Templa Contral Charts
§& Dash Report Templa Control Cha Te:  [Carirol Chat
= B MS Data Handiing oo
I Calculations Setup & Retenton Time © Reus (o) Ares © Height
S Compound Table
B3 Results Treatment E:{“"" Lk = Fiolptote
JE 45%-6C - Address 44 k2 Py Dadatong Mumbes of Flots/Page: [ 4]
-6 45%-GC Cantrol € 473 Standand Devisions
£ Configuration o5l
) Autosampler
&3 Semple Delivery
= ot Defauits Restor
< > 2
[Rescy NUM
B Mot Becr - fmmastar & riractan 3 off 57 20-2010 simsarkt] = I R
Bhiok ER Gev Wik Hew
P — Ref Spectrum
.
Crpordftdsn | Gaview | Cmewes | meguee | Getisse  FeSwmn |0
WEE Fopew NBBRGL || e, lgrer 1 LR WisSa s 03 Hgh NrMzed
= 3 4123822341412, 38 S [Seamh |12 Bt mn S 100 )
i} 178 ﬂ r o e T 1
1063 IR ] 4005 . . .
g il ( 102. Ref Spectrum — is used to identify the
g Chegmatogrum Ferme: 5 I 1 i .
Cornporured Aegom \
e 2 peak can be set either from a standard
Summiry Repan Forr
£ Eut g Tamsn b P = t f diust t f
L L (L = Spectrum, or Trom user aqgjusiments O
= I W& Cuta aning a 0z
B Cakuiniorn et = o . P iy
g ~ ions and their intensities.
B 43560 - Adkdress 4 =
= 8 ARG Controf i
B Centypnion ) ]
B Aatsampler = T =
D Sesple Delorery b u - T T r T
I]J'\t:m ot : 4 & Match Thao. F sasich. 1000 * 2 e
& O i 5 o [ o A AR ol G TR AT
L) Detctar 13 ]
D D AL LA L)
| Do T o

103. Selected lons Monitoring (SIM) — Data

from multiple

ions can be collected to

provide positive matching to a reference
spectrum with use of multiple characteristic

ions for compounds.
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2 et B - st 8 mindes 3 off 07-25-2003 s ity

-
e Bt fhedow e
[ RIBIRI Loe]x]0)| &l
L1}
i = aEm
=

Qunien | Coites | bpn | deiidee | S e |
31303000 | | e 1 | QIWASES | DAL MR

wn_Gean 1k

1392 By
wy i

b i m—
A Chramutmiuen Format

0
A Campound P
8 Catimatian Sinck hapr e
A Surrenies Pz Pt b
b —
= - uk-mﬁ:r&i mir
oo Hamm Wi o s [T
Pt fa P
Scan fan Ias | afde | Wilste Tl | lowk | WgpXt  aM |
EEH 0mi ms M0 T
2 fmer Gz om @i An O |
(2] i |
»
Fevdy Wi




104. Compound Graph - illustrates scan
times and effects of peak window
overlap with Selected lons Scanning
(SIS) mode.

Hetos
ime

=_
o

ctraa

[ || .“ii|'1H.|.||.|1:“I|i1|'l||;\xll\||!ulw|!i""ﬂ|.‘:|l[\||‘;|l|‘ il v “

Trichlaru

105. Expanded view of portion of
Compound Graph - allows [‘wim =
visual indications of overlapping :
scan windows. Display area is
selected through mouse actions | s
on edges of graph or click/drag T
inside the presentation. Regions A 1 N I
of overlap degrades the quality IR e
of the data, especially related to s o |
noise levels. In the regions A
where these windows coincide,
scan times are divided up and _
data points are not collected for _ _ _ _ e
the full time for the target L= un oan mw ww  ww  an
compound ions.

Eiliy] Acetul: Se—

Propene |\ 39441442

‘=. 106. Multiple Quan lons — To boost peak
A 39 response, specially for low responders
R & such as propene and chloromethane,
muliple ions can be defined as scan
functions to enhance peak detection,
especially for SIM mode
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107. SIM (Selected lons Monitoring) Peak Confirmation - To confirm identification of a
compound when only selected ions are set in SIM mode, qualifier ions can be set up with
ion ratios to the base peak. A match is labeled as “ID” in the final report. Obviously NIST
library searches do not apply.

Sample Reportfor .1 minute 07-23-2019 sim.xms

s Fhnkitc Scan Time(%6) Qualifier Qualiﬁer Quantifier|
lon Ratio lon
1 [ atztjuniory [ 3333% [ |
= 39.20 Unit (0.7} |~ 33.33% 38.90%
3 |  4220\Unt(0.F) [~ 33.33% 22.10%
4 w |
:

.............

108. Convert .XMS files to Content Definition File - .CDF - is a file format from ANSI (American
National Standards Institute) allows a .XMS file to be opened in other chromatography systems.
The files created in this format are saved with the .CDF file suffix in an XML-based data format.

¢+ Convert Xmsto .COF =

) Drag and drop the Bruker XMS files into the list box to Convert MSData to CDF file.
EVOQ GC Manuals
I File Name

CAMew Lotus Stuffi\Manuals\RPChdata\ 201907 July\2019-07-31 13-27-19 100 ppb- 50 ppb Ir

"  Export To MetCDF

— -
% Export To Profile Analysis

< >

Cancel ] Converting C:\New Lotus StuffiManuals\RPC\datal 201907

Writing C:\New Lotus StuffiManuals\RPChdata\201 S\ UESNITIER vl 1§ K 21 i I B

== 1
felect Directory and Filename =

109. Convert files to AIA (Analytical L SR

Instruments  Association)? - ‘2 ‘ e Canoel

ASTM E1947 - 98(2014) iH, Verian <=> AIA Con..  — x [T es

Standard Specification for Analytical T | B Amegs

Data Interchange Protocol for |- =

Chromatographic Data. This app AlA to Varian \

generates .CDF files that can be Ao Tox ‘E =] et |

exported/imported into other brands of =

chromatography software compatible Help About | Ext |

with AlIA format.

2 D.C. Nelson, Chemometrics and Intelligent Laboratory Systems, 26 (1994), p. 43.
www.sciencedirect.com/science/ article/abs/pii/0169743994900175
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110. Export to NetCDF (Network Common Data Form) is a set of software libraries and
machine-independent data formats that support the creation, access, and sharing of
array-oriented scientific data. It is also a community standard for sharing scientific data.
The Unidata Program Center supports and maintains netCDF programming interfaces for
C, C++, Java, and Fortran. Programming interfaces are also available for Python, IDL,

MATLAB, R, Ruby, and Perl.

Enable or Disable Modules

g EVOQ GC Manuals
Export To NetCDF

T Export To Profile Analysis

“* Convert Xms to .CDF *

Drag and drop the Bruker ¥MS files into the list box to Convert MSData to COF file.

File Name Convert Result Time Stamp

| Exit |

111. .XMS data files for MS possess:
e Raw data points

Last compute

Complete cali

d results

Copy of last method used
Link to original method

bration data

= Response Factors

= Calibration Point Information
= (Calibration Levels (up to 50)
= Coefficients
= Curve Fit Factors
i Calibration Curve - Freon 12 X
Erint... | Frint &ll.. | Export. | Overlay... ‘ | LCoefficients...
296_019_extracted. mth: GC-MS.40: Freon 12
Internal Standard Analysis
Curve Fit: Average
Resp. Fact. RSD: 7.092%, Coeff. Det.(r2):0.997409
" ¥ = +3.9984x
Method Builder - [296_019_extracted.mth*] - O
od Bullder - 286019, extacted mih] Repiicates 41 1_1 1 7 1
File Edit View Window Help = 7
DeEss Bl X[E] &2 e
RN ; 1
296_019_extracted.mth” ~ ‘S
Methed Notes RT_[IS’ Compound ID Quanlon | Calculations | Integration | 1df |7 4
Bl Bruker GC-MS - Address 40 [REE Freon 12 SIM 850, (+) B[verage Fors 10_J0.40.w40.510 02} (€
5 ) Bruker GE-MS Control 2 |18 Chioromethare SIM 50.0,(+)5 Average, Fore 10| 0.50.w4.0,5:10 02 |/ i
7B Acquisition Method 3 |12123 Freon 114 SIM 85.0,(+)8 Average, Fore, 10 0.30,w:4.0,5:10 0.2]
B Channel 1=Ms Data 4 |12204 “inyl Chioride SIM 2.0,(+)§ Average, Fore, 10 0.30,w:4.0,5:10 0.2] E
& standard Ms Reports 5 |12599 Eromomethane SIM 34.0,(+)3 Average, Fore, 10 0.35,w:4.0, 510 0.2] tg
& print Options 6 |12783 Chioroethane SIM 430,10 4 Average, Fore. 10 0.35.w:40,5:10 02 |
z Results Format 7 _|13302 Trichlorofluoromethane: SIM 100.0,f+) Average, Fore, 10 0030,%/4.0, 810 0.2 -
& Chromatogram Format EREES 1.1 Dichlorethene SIM B1.0, (1§ Average, Fore, 10 0.35,w:4.0,5:10 02)  Foo e et Viow
& Compound Reports 9 14234 Freon 113 SIM 101.0,[+) Average, Forc, 10 0.30,w4.0,5:10 0.2] =
& Calibration Block Report Format 10 14405 biethylene Chloride SIM 430, (+) 4 Average. Forc, 10 LT
& Summery Report Format 1 15233 bans1 2-Dichlorosthens  SIM B1.0,(+)B Average.Forc. 10 | (8 7 Pgint Information b4
& Excel Report Templates 12 |15.3%2 MTBE SIM 73.0,(+) 7 Average. Forc. 10
Dash Report Templates 13 15614 1.1 Dichloroethane SIM B30, (+) B Average. Forc, 10 Select Paint Cancel
Data Handlin 14 |16183 rHesane SIM 57.0.(+)5 Average. Forc. 10 ) X
Ca‘m‘mmfmp 15 [1645¢ cisl2Dichlorosthene  SIM B1.0.(+]6 Average, Farc, 10 Level| 2 E Replicate: |TE Mext | Previous| 1 reps. atlevel 2
16 [16818 X Bromochloromethane SIM 43.0.[+) 4 Averags. Forc. 10 E 3 —
T3 Results Treatment 17 |17.056 Chicrofom SiM 830, (48 Average. Forc, 10 | | iExclude Selected Paint from Calculatiore oK
3 45K-GC - Address 44 18 [17.710 1,11 Tichloroethane SIM 870 (13 Average. Fors, 10 o
1 43%.6¢ Control (9 18022 | 1 2Dishorsthans S 620,(+)6 Average, Fore, 10| [~ DATAFILE NOT FOUND: c:\brukensshdatat1013174286_008. sms
&3 Configuration 20 18292 Benzens SIM 78.0,(1)7 Average, Fors, 10 Amount: 1.6670 Peak Size: 14762 Devistion: 8.88%
& Autoszmpler 21 |18.280 Carbon Tetiachloride SIM 117.0,[+) Average, Farc, 10
? ‘Samp\EDehvay M= 22 118330 Cuclohexane SIM BE.0.[+15 Averace. Fore. 10
Ready
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Hints with Operations with GC Detector .RUN Data Files

112. Peak processing for chromatograms for GC detector run files - are discussed in Peak

Detection  with

Varian  Star

Workstation.

http://lotusinstruments.com/wp/wp-

content/uploads/Peak-Detection-with-Varian-Star-Workstation.pdf

113. Display of peak details
Graphics. Highlight desired peak and carefully "
drop straight down to expose other peak |: =

in

Interactive

tion 07-27-2000 midBe mih foraum 2800 — O

| o

rHelp press F

information.
P o
- °
T
Tix 2+ SocatDik 1 Mok » A

B

B .

-3 View/Edit Chromatogram

;‘1 AlA Impert/Export

By vt Convert Raw Data and Results to AlA Format

Convert Raw Data and Results to ASCII
Print Standard Report
Produce Systemn Suitability Report
View Chromatogram in M5 Data Review
View Results Only
View Standard Report

B3 Share with Skype

& Move to OneDrive
T-Zip
CRC SHA

E] Scan with Windows Defender..,

& Share
Open with...

114. Insert .RUN data file into MS Data
Review from Windows Explorer by
right-clicking on desired data file.

Idnt Backgroand Conector

Sedect S Fefersnce Fils (Filot 1)

Mew Labed for Fiot 1

Delete | ahelz
Hide Plot 1

Prmt...

Exproet

hroemesogram Piot Preferences...

St Chromatogram hdass Windoaw ..

115. ASCII conversion of raw .RUN data points
through MS Data Review - right-click on

chromatogram.
Pyt 1 » BSCH File—

Chrameatograrn Pane
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Him‘mrj'xmwwm(mmmwmmmaj - o j(
- o A o] wln] %o -] e it ]
e g ] —_ 116..RUN file inserted into MS Data
Review has limited operations and
] is intended primarily to directly
T comparing GC detector responses
e to a MS chromatogram. One action
’ \I e available is Integrate Area.
n Hicle Plor 1
malvﬂe;lrw TPl Crvomatogeams v Specoal - 0 X
uJ W1 File Chromatognm Spectum SpectumLst Search Integate Preferences Niew Window Help _E %
FS¢ A CES @
‘ e (oo || 2] 1ol 1] &7 % A% - B Al &)
%Fxmummm :::;:'39 E - Zoom Chramatogram 2 38303 - 012 binj 2 master sqaqmd 25.3 3 mi loop 09-24-20.ren [0 -
26] Sfﬁ.l‘fiﬂfm. BASTED. T Nieiage it et AW poes 3801 0
ey s
e P Mose Chromatogran M El
o e —
Update Tree | T Facertz la @ ]ntagrateAru +| | H
Asea 1.7006
3003
2005
- McCanatel 1004
& [ 0050
=)
= b Pressr 9 | % 20 25 3 35 i 45 2R

slope =-0.0235 mV

117. Detector signal drift - computed
through Trend Line of ASCII data
points via Excel.

Millivolts
o

'
[y

0 1 2 3 4 5 - S 2o
Time (minutes) —— e
ot [000 W g -
e el 8 |- I RN
R I o
[Calor x
e | | sy s ST
ErEFEMEERE ~
= | EfiTETEE N
w EEFFEEEEN
H i EFNEEEEEN
118. Change background colors of displayed live . ===t
chromatograms. | EEEENT N
Custom colors:
Fd MEEEEEEE |
EEEEEEEN |
I¥ Display Faded Background
Define Custom Colors »> ]
ok | cancel |
Minutes =|

Instrument 1 Aug 03 10:17:47_Scion MS Warkstation DDE Interlace termina
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_——— 119. Display of live chromatograms
View FM.R Vert v JHldsil 5l in System Control - single, double or

View Front Only - . . .
View Middie Only triple, and horizontal or vertical.
View Rear Only =
View F & M Horz
s+ [View F & M Vet
ViewF & R Horz
View F & R Vent
View M & R Horz
View M & R Vent
FMRB Horz
M B Vet

L

120. Change Run Time in Active Chromatogram ]
- Keyboard on Scion 436/456 .
is active during a run, and the — R
column oven hold time in the 1 ) v W
final step can be adjusted [T o e o| B @ X . - | OOOE
longer or shorter time toimpact | & & . Sfe. 0. - F 888
both the GC run time and GC T e « »E w OO0k
detector(s) data collection end T * ®o ornen
time. This change does not 19 OO OOOH
alter the Scion SQ run time. : 888

— 660
00 Qo shdken

121. Hide Keypad - to set chromatogram | --!
display for full screen.
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122. Add/remove extra notations
on displayed chromatogram in
Interactive Graphics.

M Interactive Graphics - Method: 2020-04-30 13-30-38 a 034 -

File Edit View Results Edit Method Help

Locator Window

Monitor Window
~  Method Cuick Link Button
~  Main Toolbar
~"  Status Bar
~  Quick Activate Bar

600

Interactive Graphics X

Layout Trace Settings woﬁsagl Colors I

[™ Show Peak Names
[™ Show Integration Baselines
I™ Show Cursor/Peak Information

Peal Events
Show/Hide Peak Events
" Show All Everts

" Show Active Events

- - I™ Show Run Fle Information
Interactive Graphics I™ Show Event Marks % Hide Al Everts
Layout | Trace Settings | Offsets | Colors | I Show Blank Baseline
I Preyiew Blank Baseline Subtraction
I™ Show Offset P - Active Peak Event Shape

B oy A - L:: d; [™ Show Peak Area/Height Units (vs counts) - >

v )

ow Y s cked Zoomi = g Run Fle List * Trangle
I¥ Show Horizontal Scroll Bar Layout Mode r
W Show Vertical Scroll Bar (%' Tiled Chroma] ST Lpe
@ Line ¢ Qufine " Point

I™ Show Attenuation Cortral | ¢ Overlayed CH

I Wide Attenuation Cortrol Peak Annotation:

I™" Show Tool Bar I~ Show Peak { 0K Cancel Use Defaults Help
™ Show Time Everts Log [~ Show Peak

I¥ Show Method Edtting Panel

oK I Cancel Use Defaults Help

™ : - M Interactive Graphics - Method: 2020-04-30 13-30-
600 File =Edit View Results Edit Method Help . .
| ET ez |4 123.To display a chromatogram in
= SV external documents, such as Word,
o] Copy CrlsC b “‘copy” from Interactive Graphics to
N Ehpy i Clipboard and then “paste” into the
s Word.docx. This action allows the

] S s chromatogram labels to be edited and
o] i I : comments added.

e h

s o Ts Too T2s Tso Trs 1 :'"Zunr»:’m:i==k”ﬂ::ﬂwiﬂf:Hij“’llfmw' calibration 07-27-2020-middle.mth - o X

124. Interactive Graphic display of X:
retention time to 0.0001 minutes.

=R 8|2 5% ESE | Baneo sz

6.4567 Minutes
Y:5.81 mVoits
Peak Name: Oxygen
Result: 27.247

5000

Area: 8471 Counts*sec
Width: 3.70 sec

=

Minutes
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125. Detector frequency - This parameter impacts data collection with number of data points
used to define the peak combined with monitored noise level.

Method Builder - [Method1*] - O X
Y Fle Edit View Window Help -8 x
B |E|s|w| B[ [lelx|z] &2

<> 1| [EE B ®(Bm

...[E Method Notes

1 E 45%-GC - Address 44

-6 45X-GC Control Detectar Frequency: | 25 | Hz

-3 Configuration
-3 Autosampler

- H3 Sample Delivery
-3 Injector

-3 Flow/Pressure

Muoize Monitor Length: paints [2.560 sec)

The fallowing zettings will be ignored for all detectars
other than the FID and NPD.

FID/NPD Detector Full Scale

3 Column Cven

-] Detector Front: 1000 =
-9 Output

- Middle: 1000% -
- H3 Auxiliary EFCs

-9 Auxiliary Heaters Rear: 10y -

=-H3 Channel Front=FID
5.3 Datz Handling

i . Intearation Parameters

Ready MUM

126. Single method possesses:
o Full set of parameters for control of GC
e Full set of parameters for computation of results
e Complete calibration data
¢ Raw data points
Last computed results
Copy of last method used
Link to original method
Complete calibration data
= Response Factors
= (Calibration Point Information
» Calibration Amounts
» Calibration Peak Sizes
» Deviations from Curve
» Replicates
» Link to Calibration .XMS data file
= (Calibration Levels (up to 50)
= Coefficients
=  Curve Fit Factors
e Formatting for chromatograms and reports
e Baseline subtract data points
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127. RU

N data file for GC detectors possesses:
¢ Raw data points

Instrument run log

Last computed results

Link to original method
Baseline subtract data points
Complete calibration data
Raw data points
Last computed results
Copy of last method used
Link to original method
Complete calibration data
= Response Factors

Copy of data handling sections from last method used

= Calibration Point Information
» Calibration Amounts
» Calibration Peak Sizes
» Deviations from Curve

» Replicates

» Link to Calibration .XMS data file
= (Calibration Levels (up to 50)

= Coefficients
=  Curve Fit Factors

128. Display of data points - provides visualization of proper definition of peak shape. Data
interval is set by detector frequency and expected peak width. Optimum settings should
yeild 10 data points across top of peak.

mVolts

EditMethad  Halp

Method Guick Link Button
Msin Toalbar

L8 LKL

hics - Mshod: 2020-07-11 15-54-28 tastin] 1

T T
6.400 Minutes 6.450

T
6.350

41

Interactive Graphics X
Layout Trace Settings | Offsets | Colors |
Peak Everts
it Show/Hide Peak Everts
I” Show Integration Baselines € Show All Events
[¥ Show Cursor/Peak Information
™ Show Run File Information € Show Active Events
™ Show Event Marks {+ Hide All Everts
™ Show Blank Baseline
I~ Preview Blank Baseline Subtraction
- Active Peak Event Sh,
™ Show Peak Area/Height Units {vs counts) . w.e saK B B
™ Show Run File List 2 LR s
Plat Type " Line
" Line ¢ Qutine * Point
— | Plot Type ]
(" Line C Outline * Point -




A |nteractive Graphics - Method: calibration 07-27-2020]

129. Open Original Method - .RUN files possess |7 it view e Editicthod Hep

. P Mew Chrormatogram ... Ctrl+MN &
a link to the original method used to COlleCt | i cromesen.  cio &
the data. Mew Method
Open Methed ... Ctrl+M

Open Original Method ...
Onen Becale Metho
Open Original Method

Select method ta open with the lnaded data filefs]:

Method File Run File |
c:\brukenwsimethodshoalibration 07-27-2020.mth | 2020-08-10 07-20-07 testinj 1 - test Ch

3

. Ober Method .| [ ok | Carcel |
A Interactive Graphics - Method: 2020-04-30 13-3{)—3d
File Edit View Results EditMethad Help 130. Build Method from Datafile — In Interactive
New Chromatogram ... Ctrl+N Graphics, data handling section last used to
bbbt i BN s compute results can be recovered for the displayed
i .RUN chromatogram.

Open Methed ... Ctrl+M
QOpen Criginal Method ..,

Open Recalc Method ...

Build Method from Datafile ... >

|+ c\new lotus stuff\manuals\almega\2020-04-30 13-30-38 a 034 - 012 b inj 2 - master sqagmd 25.3 3 ml loop 01-24-20.run - Rear

Print ... Ctrl+P
Print Method
Print Preview ...
Print Setup ...
Exit
Interactive Graphics - Method: 2020-04-3013-30-38 a 034 - 012 b inj 2 - master sqagmd 23.3
™
File Edit View Results Edit Method @ Help
28| 82| flfH  SetPasword. _]
= Method Motes...
1 31 ' Fi" Peak Table - IS aCCeSSIb|e Integration Parameters...
through  Interactive  Graphics. iy Peak Table...
Clicking on peaks in the displayed Rk
chromatogram will add these peaks e
. Verification Setup...
to Peak Table of active method. e
Add Method ltem »
Select All Method lterns Ctri+A
ol Delete Selected Method ltems Ctrl+D
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1 - eabb e (737200 il b o e 2020 o

| Lo o

| S 132. Graphically relocate retention times in Peak
Table - by right-clicking on yellow window under
peak and move to adjust.

uinsss

133. Adjustment of retention time by
Reference Peaks (peak windows in | ...
blue). Update only occurs when

“ . . ” : =
calibration” is performed. E
504
g : H
o
=7 o 55 7.0 75 B0 &5 B0
MWinutes
v i = i v |
M Interactivi phics - Method: 2020-08-03 06-07-22 test inj 1 - calibration 07-27-2020-middle.mth for run file 2020-... — (=] X

File Edit View Results Edit Method Help

(%) 8|2 Sl || EDH o I CEECCC]
134. Add peak table entry- by right-

TR clicking in window below the
] }Q‘\MW I — chromatogram.
§ gg: ](\Q\ £dd Irdegration Inhibit
= 254 ﬁ‘_ SR: Add Solvent Reject
%] ﬁ:\‘{ GR: Add Bioup Peak
y Lt 135. Add timed events - by right-
.

T 5P sa sl ek 0\ CliCking in  window below the

Ll M HF. Add Horizortal Forwerds

754 YV e A Horzortal Backards Ch romatog ram.

g =y ﬂﬁ-l HM: Add Horizental Mirimutn
25 SN- Add Signal to Noise Fiata
Q: /\,'\ TP Add Tangent Percent
T ha 7s Te h Ta Bo %) !
/\’\. PR Add Peak Aeiect Minutes
s ‘
K| A, = |

For Help, press F1
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136. Graphically relocate time events with mouse.

137. Reporting and Printing of Results:

View/Fdit Chromatogram
AR Import/Expoa

Raw Data and Results to AlA Format
wert R Data and Results to ASCH
Print Standard Report

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

Produce System Suitability Report

View Chromategeam in M5 Date Review
View Results Only

View Standsrd Report

Share with Skype

Meve to OneDrive

T-Tip

CR

HA
] Sesn with Winsows Defensies,
F Share

Dpen with...

Give sccest to

Restore previous versions

Create thortcut
Delete

Rename

Properties

Method Builder - [Master 12-30-2020.mth] - o x
[ File Edit View Window Help i
B (@[] BBE 4]=2x|D] §[2

I« v [E & =(5m

Master 12-30-2020.mth ~

[ Method Notes Pt Copies [T 2|
-6 45X-GC - Address 44
- 45X-GC Control

& Confurnen It [FEFID 54 Coasiy . Chose printing parameters in

.3 Autosampler IV Piint Chromatogram

D Sampi ey M method. Printouts on injection can

&3 Injector

g Smfﬂf I™ Suppress Prickout o Irjsctions be Suppressed tO prevent Operatlons

I Convert Results to ASCII

Single: Run Reports

H3 Detector b | k d p f p H t H

o s to be locked up if printer jams.
3 Data Acquisition These parameters affect the Calibration Block

-.F Auxiliary EFCs Fieport printed from & Sample/RecalcList in

System Control using the "Print Calb" action
B Awxiliary Heaters

1B Channel Front=FID I Pint Report
t2 Handling

Integration Parameters
Peak Table

Calibration Setup
Verification Setup
Time Events Table
ndlard Chrom Reports
Options|

I~ Canvert Fiepart to ASCII

Ready
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Methed Builder - [ecdtest det 250 cp -580 r10 mu 10.mth] - a
[ File Edit View Window Help 8 x
i@\w\mml (DB | 5]x[o] sle][ W/ 4]v v [F 5| 5
|7 bt ] [ boabcssssonse "
3 43X-GC - Address 44 < Inte ard " Average Calibration Fieplicates
& Edle dard
Replicate Treatment 138. Replicate Treatment in_ Method
(= Keep Repicates Separate Builder - Preset value is set to
| LD (" Average Calibration Replicates Average Qallprgtlon Repllcates.
D e Often the individual data points
| D ey i are desired to be indicated
O e b 50 [ H separately and this parameter can
o1 be changed to “Keep Replicates
Edit/Lock Calibration Diata. ”
i . . Separate”.
Ready NUM

139. Replicate Tolerance in 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”.

71 2020-08-01.5mp - Generic SampleList

[RS8 o

5Sample Name

Sample Type

-
AutoLir— =

Bl=Esy B

1 |Blan Baseling - nohe

2 425363 Analysis - Tiae 4| :
[ Method Builder - [Det Limit GC14.mth"] - O X
Edit View Window Help -8 x

U et Limit GC14mth™
Method Notes

16D 45%-GC - Address 44
£ £ 45X-GC Control

Peak Detection
¥’ Sublract Blarik Baseine

Iitial $M Ratio: |3 H

[Ble(x|e] @®] W 4(v[])[E 5| BS|m

Peak Measuremen it
Measurement t Type
& Peak Area
. Peak Height

Peak Detection

v Subtract Blank Baseline

T

NL

45

o X
[ Fle Edit View Window Help -8 x

Bl@/E|]s| @8] o|%(ex]] Sle] 44 2 2Eon
ecdtest det 250 cp -580 10 mu T0.mth
B Method Notes
B3 43K-6C - Address 44
£ 434-GC Control
£ Configuration
2 Autosacna)

Method Builder - [ecdtest det 250 ¢p -380 110 mu 10.mth]

A | - Cabraion Type

©* % NoCalbrstor)
* Intema Standard
& Extemal Standard
 Nomaized %

Replcats Treatmert
& Keep Replicates Separate
€ Average Calbation Repicates

Replicats Tokrancs

Replicate Tolerance

& Always add riew eplcales
Never add new replicates
A reglcates witin

this tolerance (%) -
(utof Telerance Action

Calbraton Range Tolrance
Peaks aulsids the range + lesance
generate calibral Tors

Range Tolerance %)
utof Tl

Edit/Lock Clibration Dats,

NUM

(¢ Always add new replicates
(" Never add new replicates

(" Add replicates within
this tolerance (%} [ 5

Out of Tolerance Action... |

Ready

140. Baseline Subtraction - The baseline
run is a reduced set of 257 to 512 data
points across the chromatogram run
time by a bunching process, is stored
within the method used for its
collecton and is subsequently
subtracted from sample runs prior to
peak detection. Baseline Subtraction
is activated by enabling it in Method
Builder > Integration Parameters >
Subtract Blank Baseline, and by
indicating the first run in a series in
SampleList as Sample Type
“Baseline”.



141. 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. Sep Code in

report is labeled as “GR”.

Channel MiddifE method Notes

File Search Fop]

=|E[%| [

Method Builder - [2020-04-30 13-30-38 5 034 - 012 b inj 2 - master sqagm 25.3 3 ml loop 01-24-20-middlemth]  —
B o X
Edit_View Window Help

B d]E% @b

[SIxI| S| 14 4[> [p]|[6E & S|S|m|

2020-04-30 13-30-382 034 - 012 binj 2- me

o 45X-GC - Address 44
183 Channel Middle=Middle

Time Events Progiam

Tine | Event | Value/End Description add

] 2a0i P | 44402 (End time.0.01440.00 mir) [T _tnset
2 0000w v |32se0 | 05258 sec)
Dol msssi | 14700 Ewmeonimim (2]
| usizsen - 19,9985 End imei0 01440.00 i) @

145125GR | 19.8985

NUM

Vethod Bider - (hpdeo 07-27-2020mh]

v Show Peak Group Totals

143. Natural gas calculations - reports values for mol%, BTU,
specific gravity, gallons per thousand, and compressibility.?

s
A 20200811 w:»‘ [Byrandymth  »|  Channel| Middie = TCD R
eshda a7 11 12-42-37 tes

+ ing 1 - eest 07-3)

Available from Lotus Consulting.

nnnnn

AAAAAA

3

142. Grouping by peak label —

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

Bruker MS Workstation

Natural Gas

ccccc
Puloadita anszone

144. Pattern Matching for Polychlorinated Biphenyls (PCBs) -

available from Lotus Consulting. User selects standards and
application compares them to unknowns and reports back
matches, and compositions of mixtures.

Gas Processor Association, 6525 East 60th Street, Tulsa, Oklahoma 74145,
http://ihsmarkit.com/products/gpa-standards.html
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[ Method Buildes - [Master-Slav.. — =]
E‘E_]Flze Edit View Window Help

el = D e o B sl

HE | ®[3|m
BE=] 1cthod botes]
=B Bruker GC-MS - Address 40
-8 Bruker GC-MS Control
Bl Acquisition Method
=B Channal 1=MS Data
B ¢ Standard M5 Reports
H &5 Print Options
‘ﬁ Results Format
ﬂ Chromatogram Format
ﬁ Compound Reports
&7 Calibration Block Report Format
@ summary Report Format
ﬁ' Excel Report Templates
| ﬁ Dash Report Templates
= [ M5 Data Handling
E2 Calculetions Setup
Compound Table
g Results Treatment
=1 B3 45%-6C - Address 44
-89 45%-6C Control
-E3 Configuration
—H3 Autosampler
{3 Sample Delivery
i 3 Injectar
-3 Flow/Pressure
LH3 Column Oven
i [ Detector
i {3 Output
3 Date Acquisition
g Auxiliary EFCs
{3 Auxilizry Heaters
=83 Channel Front=FID
= [B Data Handiing
| E Integration Perameters
B Peak Table
E Calibration Setup
Verification Setup
i L Time Events Table
-4 Standard Chrom Reports
£ Print Options
_-_'] Resufts Format
™ Chromatogram Format
B2 Calibration Block Report Formet
21-E 45%-GC - Address 45
[=-6J #5%-GC Control
3 Configuratton
{-E Autosampler
i~E3 Sample Defivery
-H3 Imjector
i-E3 Flow/Pressure
3 Column Oven
(-Ha Detector
—H3 Output
i {3 Data Acquisition
i~F3 Auxiliary EFCs
i HT Auxibary Heaters
(=823 Channel Front=ECD
= E Data Handling
Integration Parameters
ES Peak Table
[ Calibration Setup
B3 verification Setup
B2 Time Events Table
E & Standard Chrom Reports
&4 Print Options
19 Results Format
™) Chromatogram Format
B2 Calibration Block Report Format

145. 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 chromatographs. The configuration allows a single
method to fully control two separate temperature-
programmable column ovens, six GC detectors and a
mass spectrometer, 12 electronic flow controllers, 6
detector flow controllers, two 8400 AutoSamplers (up to
200 liquid sample vials), and up to 32 external events.
Typical examples are full speciation of hydrocarbons in
vehicle exhaust (http://lotusinstruments.com/wp/wp-
content/uploads/Quantitation-of-Hydrocarbons-in-
Vehicle-Exhaust-and-Ambient-Air.pdf) and measurement of
trace impurities in hydrogen fuel (http:/lotusinstruments.
com/applications/hydrogenfuel/#hfa).

Instrament % GC13 Lotus THS
Dperator RO
Running

eutoStart Module

(B

T ow o ||
o | |

Instumen | Ay 04 157551 Terminated DDE cinversa liun
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Index

.Run file inserted into MS Data Review 116 Hot Keys in MS Data Review 79
“Verification” run type 70 Import SampleList from Excel. 58
Access any method even when active on GC 8 Indication that Method file has not been saved 51
Access data file actions from Windows Explorer 71 Insert .RUN data file into MS Data Review 114
Activate “Last Edited” method. 53 Instrument Log 6
Activate method through SampleList. 52 Interactive Graphic display of retention time 124
Active Compounds Set (ACS) Editor 78 Interconversion of detector response and concentration 47
Add peak table entry 134 Live display of all valve activities 39
Add timed events 135 Master/Slave Gas Chromatographs 145
Add/remove extra notations 122 MessagelLog 36
Adjustment of retention time by Reference Peaks 133 Move columns in SampleList 62
Approaches to opening method 50 Multicompound Software 98
ASCII conversion of raw .RUN data points through MS Data Review 115 Multiple Quan lons 106
Automatic data file naming with tokens. 72 mzXMS Conversion Utility 99
Automatic recalculation of data files with Sequence list with different method 35 Name of Operator can be entered 34
Automatic update of method 9 Natural gas calculations 143
Baseline Subtraction 140 NIST 20 (Scion P/N 4121057) and NIST 20 Upgrade 93
Batch Processing 32 NIST Automated Mass Spectral Deconvolution and Identification System - AMDIS 92
Build Method from Datafile 130 Notes 31
Calculation of Retention Time 26 Open Original Method 129
Calibration plots of response factor versus log[concentration] 22 Pattern Matching for Polychlorinated Biphenyls 144
Calibration Reports 84 Peak processing for chromatograms for .XMS files 75
Cannot overwrite data files 74 Peak processing for chromatograms for GC detector run files 112
Change background colors 118 Peak Width at 2 height reported in seconds 28
Change rtime/value 5 Pfleger, Maurer, Weber Mass Spectral Library of Drugs, Poisons, Pesticides, Pollutants 95
Change Run Time in Active Chromatogram 120 QML Commands 80
Compound Graph 104 Ready “Green”/Not Ready “Red” status lights. 15
Compound Reports 82 Reboot gas chromatographs 4
Compute GC Detector Peak to Peak Noise in MS Data Review. 19 Recalc List 24
Compute GC Detector Root Mean Square Noise 20 Recent Files button 65
Concurrent data collection 17 Ref Spectrum 102
Concurrent instrument control and data collection 16 Relabel column header 63
Control Chart Reports 81 Replicate Tolerance in Method Builder 139
Convert .XMS files to Content Definition File - .CDF 108 Replicate Treatment in Method Builder 138
Convert files to AIA (Analytical Instruments Association) 109 Reporting and Printing of Results 137
Copy/paste lines in RecalcList 61 Response factors computed as , 23
Copy/paste lines in SampleList 60 Resume Plot 10
Dash Reporting 87 Retention Time reported in 0.001 minute increments 27
Data file names can have up to 255 characters. 73 Rosner Mass Spectra Library of Designer Drug 96
Data Rates for GC Detectors 14 Run Counter 43
Detector frequency 125 RUN data file for GC detectors possesses 127
Detector signal drift 117 Runlog 7
Direct access to Inject Single Sample 42 Sample injection time/date and sample name are locked 33
Direct access to SampleList from 8400 display 41 SampleList AutoLink commands: 69
Display of data points 128 Security 64
Display of live chromatograms in System Control 119 Selected lons Monitoring (SIM) 103
Display of peak details in Interactive Graphics. 113 Sep Codes 55
Drag/drop data files into Recalc list. 25 Sequence List 30
Echo 37 Set Generic Entries 59
Edit out obviously invalid data points 46 SIM Peak Confirmation 107
Edit/Lock Calibration Coefficients 85 Single method for full simultaneous control of both MS and up to three GC detectors. 77
Edit/Lock Coefficients 49 Single method possesses 126
Enable Automated Printing 66 Source of calibration data point 48
Entry and display of temperature zones in 0.1 oC increments. 12 Specify/Create data file folder from SampleList. 67
EnviroPro Reporting 91 Stability of temperature zones 13
Excel Report Templates 86 Start and end points for peak integration 29
Expanded view of portion of Compound Graph 105 Status/Error Codes 68
Export SampleList to Excel 57 Stream Selector Valve Controller 40
Export to NetCDF 110 Summary Report 101
FID/NPD/PDD Detector Full Scale 11 Suspend and Resume buttons in Active SampleList 76
Fill Peak Table 131 System Control should be closed before powering off the GC, 1
Format in View Results 83 System Suitability 89
Full access to methods through instrument display 2 Tangent Percent for fused peaks 56
GC chromatogram can be displayed in MS Data Review 18 To display a chromatogram in external documents 123
GC Remote Control 3 ToxProPlus MS Reporting Software 100
Graphic display of calibration plot 44 Tune Reports 88
Graphic display of calibration plot for MS data 45 Up to 50 calibration levels 21
Graphically relocate retention times in Peak Table 132 Validation of Installed File Systems 90
Graphically relocate time events 136 View multiple methods side-by-side 54
Grouping by peak label 142 Wiley 12th Edition Mass Spectral Library 2020 97
Grouping by time interval 141 Wiley FFNSC Library 94
Header block in System Control 38 XMS data files 111
Hide Keypad 121
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