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1 Overview

MSM uses the native data acquisition software .dll’s supplied by the vendor (e.g. AB, Thermo, Waters)
whose use is defined the respective vendor software development kit (SDK) documentation. At this
moment, AB is the only vendor supported.

Data is stored in a database. The currently supported databases are Microsoft® (MS) Access, MS SQL
Server, and Oracle®. Data retrieved and stored by MSM is then viewed using a separate application from
Gubbs Inc called MSM Viewer. MSM Viewer is a MS Visual Studio Tools for Office (VSTO) Excel
application.

MSM uses the .dlI’s to open raw data files and extract, at a minimum:;

= Acquisition date
= Mass spec instrument serial number

The intent of the MSM/MSM Viewer suite is to allow managers to plot actual mass spec usage in order to
make such decisions as instrument usage, instrument allocation, instrument decommissioning, and new
instrument purchase.

Additional acquisition event-specific and sample-specific information may be extracted from the raw data
and is somewhat vendor specific. The additional data is stored as a large string within the database. For
example, the following is an example of additional acquisition event-specific information retrieved from
AB data:

Pump:Agilent 1100 G1312A:0:binary pump;Firmware Version:A.04.11;Serial Number:DE23912037 ;Mass
Spectrometer:QTrap:0:Qtrap; Config Table Ver: 03; Firmware Ver: M401400 B4T0301 M3L1408 B3T0300;
Component Name: QTrap Linear lon Trap LC/MS/MS Mass Spectrometer; Component ID: QTrap; Manufacturer:
AB Sciex Instruments; Model: 027170 - A; S/N: M0630208

Valve:Valco 2-Position:0:; ver ; S/N I-PD-APX88RD. ;Integrated System: Shimadzu Controller: CBM20A,; Serial#:
L20234350424; ROM Version: 1.06; Pressure Units: psi;Pump: Shimadzu LC20AD; Serial#: L20104450801;
ROM Version: 1.07;Pump: Shimadzu LC20AD; Serial#: L20104450798; ROM Version: 1.07;AutoSampler:
Shimadzu SIL20AC; Serial#: L20174450168; ROM Version: 1.04;Column Oven: Shimadzu CTO20A, Serial#:
L20204450179; ROM Version: 1.06; ;Injection Volume used: 10.00 pl;Mass Spectrometer:AP1 3000:0:;Config
Table Version: 00; Firmware Version: M401402 B4T0301 M3L1415 B3T0300;Component Name: Triple
Quadrupole LC/MS/MS Mass Spectrometer;Component ID: APl 3000;Manufacturer: AB Sciex Instruments;Model:
1009665A; Serial Number: D12650311

The following is an example of additional sample-specific information retrieved from AB data:

Start Sample;Start Periods,NumberofPeriods: 1;Start Period 1;Start Experiments,NumberofExperiments: 1;Start
Experiment 1;Scan Type:4:MRM;Polarity:0:Positive;Scan Mode:-1:Zero Width Scan;Resolution
Q1:1:Unit;Resolution Q3:0:Low;MCA:0:No;Step Size:0:0.0000 amu;End Experiment 1;End Period 1;End Sample

Start Sample;Start Periods,NumberofPeriods: 1;Start Period 1;Start Experiments,NumberofExperiments: 1;Start
Experiment 1;Scan Type:4:MRM;Polarity:0:Positive;Scan Mode:-1:Zero Width Scan;Resolution
Q1:1:Unit;Resolution Q3:0:Low;MCA:0:No;Step Size:0:0.0000 amu;End Experiment 1;End Period 1;End Sample

Version 1.0 (March 23, 2010)
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The MSM Viewer as published by Gubbs displays only mass spec instrument usage. Customers may
contract with Gubbs Inc to write custom applications to mine the additional information retrieved and
stored by MSM.,

2 MSM Usage Notes

2.1

2.2

Edit/Save Modes

If users wish to make any changes to parameters within MSM, he/she must first place MSM in
Edit mode by clicking the Edit button. If the user wishes to cancel all changes made during an
edit action, then he/she may click the Cancel button. Once all editing actions are complete, the
changes must be saved by clicking the Save button.

AB Analyst Data

The MSM polling event is limited to 100 total non-polled raw data files (see discussion below).
The very first time MSM is run on a system, it is highly probable that the total number of non-
polled files could reach into the thousands. Therefore it is recommended that the procedure
defined in Section 3.2.1.1 be followed for the initial polling event of data.

MSM relies on the robustness of the AB Analyst .dIl’s in order to reliably retrieve the needed
information for database storage. The act of opening the raw data file, retrieving information,
then closing the raw data file is defined by MSM as “polling”. The polling even involves rapid
open and closing of raw data files. It seems some of the objects within the AB Analyst .dll’s are
not designed to work reliably with such rapid opening/closing events, resulting in occasional non-
trappable errors (most commonly buffer overrun errors) that interrupt the polling event.

The following are notes about MSM features in place to resolve the robustness issues of the AB
Analyst.dll’s:

= |t has been found that the probability of error increases when the number of raw data files
polled in a single polling event is greater than 100. Therefore, polling events are limited
to 100 raw data files.

= Errors can occur during raw file data retrieval, resulting in the interruption of the polling
event and a message box displayed to the user (see Figure 1). Users have two options to
proceed:

0 The user may click the OK button on the message box which will kill the
interrupted session. The user then can re-start the polling event by clicking the
Begin Polling button.

o If the polling event is part of a Scheduled Event, then the user may wait until the
next scheduled polling event starts, at which time MSM will automatically kill
the interrupted session to start the new scheduled polling event.

Version 1.0 (March 23, 2010)
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CEX
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Configuration
Configuration - Location

If it appears that M5k Polling is not responding, check it's Status by
Iass Spec Instruments

clicking the 'Check Status' button.

Drata Files

Mass Spec Entries If 'Check Status' responds with 'Not Responding'. then click the 'Kill
Wiews I__ogs Analyst Senvice' button.

Requirernents

tAonitar Polling £

bSh Polling should begin responding in afew moments,

If bSM Palling still does notbegin responding, then click 'Kill MSM
Folling...' ta end M3k FPolling.

Microsoft Visual C++ Runtime Library
Check Status |
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Last Status Check:

MSM Palling Status A buffer overrun has been detected which has corrupted the program's

Pragram: C:\Program FilesiGubbs InciGubbs MSMIMSM_Do.exe

LastPolling Date: internal state. The program cannot safely continue execution and must
W : niow be terminated.

Next Polling Date:

oK
Kill AnalystSenvice _

26100
24 265
24 537
24756
24822
24,822
24,822

Figure 1 Example of raw file data retrieval error message box

2.2.1 AB Data Retrieval Process

The following is a description of the process of retrieving information from AB raw data

files:
2211 FindFile Process

MSM sets up a For-Next loop to evaluate the directories defined in the
Polling Location section of the Configuration window. This process is called
the FindFile process. The information determined in the FindFile process is

placed in memory to be written to the database at the end of the Polling

Event.

Version 1.0 (March 23, 2010)
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2212

Looping one directory at a time, MSM generates an array of files consisting
of all electronic files containing the file extension “.wiff’ located in the
polling location (Note: Because of reliability issues with the AB .dII’s, the
number of files that can be inventoried at once is limited to 100.)

MSM sets up a For-Next loop to evaluate each file in the array of files:

= The file is inventoried if it meets the following criteria:

0 The file has not been inventoried previously (MSM checks
for the file and path information recorded in the database
table TBLDATAFILE).

o0 The file creation date is greater than the date defined in the
Cut-Off Date parameter of the Configuration window.

= The following file-specific information is gathered, generated, and
recorded in TBLDATAFILE:

0 The size of the file in Mb

The creation date of the file

The date on which this database record was created

The sample number from which file creation date was
retrieved

The number of samples contained in the .wiff file

0 File-specific Additional Information described in Section 1.

(el elNe]

o

Mass spec instrument serial numbers are then retrieved from the raw data
files. Because of reliability issues of the AB .dllI’s, MSM retrieves and stores
the mass spec instrument serial number from the raw data files in a separate
For-Next loop.

RetrieveData Process

After the FindFile process is complete, MSM continues to the RetrieveData
process in which the newly-polled raw files are inventoried for the following
information:

The acquisition date of each sample in the .wiff file

The sample index of the sample within the sequence

The path of the raw data file

The filename of the raw data file

Actual duration time of the sample

Sample-specific Additional Information as described in Section 1.

Actual duration time is determined in such a way that autosampler
preparation times between sample injections are accounted for so that total
mass spec instrument time is recorded. The logic for determining actual
duration is dependent on the Configuration Global parameter ‘Use logic that
allows for ‘one injection/.wiff” acquisition’ (herein referred to as Parameter
A). The default setting for this parameter is ‘No’. The following is a
description of how the logic is defined for this parameter:

Version 1.0 (March 23, 2010)
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22121

Parameter A = No

In this logic, each .wiff file is considered a separate sequence
that can include one or more injections (samples).

intR = number of samples in sequence

cAD = acquisition date/time of current sample

AD(1) = acquisition date/time

AD(2) = acquisition date/time

nDur = duration of current sample as defined in data
acquisition method (.DAM) file in minutes

nADur = duration of current sample as defined by AD — pAD

in minutes
Alnfo = Sample-specific additional information

For Countl =1 to intR
If Countl = 1 then
AD(1) = nDur
Else
AD(2) =cAD
Endif

If Countl = 1 then
nADur = nDur

Else
nADur = AD(2) - AD(1)
AD(1) = AD(2)

Endif

Alnfo = GetAdditionallnfo function

Save data to memory
Next

Version 1.0 (March 23, 2010)
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22122 Parameter A = Yes

In this logic, the .wiff file is evaluated to determine the
number of samples in the .wiff file. If the number of samples
is equal to 1, it is assumed that it is a single injection and that
all the .wiff files within a single directory are from the same
sequence.

intR = number of .wiff files in a directory

cAD = acquisition date/time of the one sample within the .wiff
file

AD(1) = acquisition date/time

AD(2) = acquisition date/time

nDur = duration of current sample as defined in data
acquisition method (.DAM) file in minutes

nADur = duration of current sample as defined by AD — pAD

in minutes
Alnfo = Sample-specific additional information

For Countl =1 to intR
If Countl =1 then
AD(1) = cAD
Else
AD(2) =cAD
Endif

If Countl = 1 then
nADur = nDur

Else
nADur = AD(2) - AD(1)
AD(1) = AD(2)

Endif

Alnfo = GetAdditionallnfo function

Save data to memory
Next

2.2.1.3 Database Writing Process

After the Retrieve Data Process has been completed, then all information
stored in memory is written to the database. If a new mass spec instrument
serial number is detected, a new database table is created for it.

2.3 Thermo Data
Not yet available
24 Waters Data
Not yet available

Version 1.0 (March 23, 2010)
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3 MSM Procedure

The following is general outline of events for executing MSM, though the user is not restricted to this
order of events.

3.1 Configure Polling Locations
The user must configure at least one polling location (see Section 5.3).
3.2 Begin Polling

A polling event is executed by clicking the Begin Polling button. The user will be prompted to
choose a polling event type:

Do wou wizh to pedorm a one-time polling event

ar

activate a polling schedule that pallz at a frequency defined in
the Configuration window?

Fleaze note that all Edit and Exit functionz will be dizabled
wehile the schedule iz active.
To enable Edit and Exit functionz, simply Quit the palling
actian.

Select a choice

(* Ore-time event

" Scheduled event

] | Cancel

Figure 2 Polling Choice window

Version 1.0 (March 23, 2010)
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3.2.1 First-time polling
3.2.1.1 AB data
The MSM polling event is limited to 100 total non-polled raw data files. The
very first time MSM is run on a system, it is highly probable that the total
number of non-polled files could reach into the thousands. Therefore it is
recommended that the following procedure be used when performing the
initial polling event on AB data:
= Configure the ‘Automated Polling Frequency (hours)’ (see
Section 5.1.2) parameter to 0.5
= Click Begin Polling
= Choose ‘Scheduled event’ when prompted
= Allow MSM to proceed
= Check the status of polling completion by inspecting the logs (see
Section 10)
o If the 6™ item reads, “Polling limit of 100 files...”, then the
Polling Location has not been completely polled.
Configuraton - Locaton V'E:ot:?: Include logs after: [ Sadey , Mach 13.2010 <]
Mazz Spec Instruments Clipboard

Data Files

Select Log: fwwwmmdd hhmmss)

Paliing event began 3/23/20010 5:56:46 AM

Palling event ended 3./23,/2010 6:12:18 AM

Mumber of new data files inventoried [scroll down to Inventoried Data Files section]; 100

Mumber of new mass spec instruments found [seroll down to Mew Mass Spec Instruments section]: 4

fass SEec Entries

Requirements
Ianitor Polling Status

Polling_20100323_100828_000001
Polling_20100323_100825_000001
Paolling_20100323_100332_000001
Palling_20100323_100330_000001

Mumber of problems experienced: 13 in5,180 data extraction events F'oll!ng_2D1 00323 061440_000001
Palling limit of 100 files was reached. Polling action must be repeated to completely inventary all files in the: é% 20100323 051435 000007
poling directory. 5645 000001

g 2|
Paling_20100323_055642_000001

[t ¥t =T M =T Wl Tt AT V] Ll L AL e I

Figure 3 Polling

has not finished

If the 6™ item reads, “Polling action completely
inventoried...”, then the Polling Location has been
completely polled and the Scheduled Polling Event may be
canceled by clicking the ‘Quit Polling’ button.

Data Files

Palling event began 3/23/20010 10:08:28 AM
Polling event ended 3/23/20010 10:08:29 Ak
Mumber af new data files inventoried [scrall down ta Inventaried Data Files section): 0

Mumber af new mass spec instruments found: 0

hass SEec Entries

Reguirements
tanitar Folling Status Murnber of problerns experienced: 0in 0 data extraction events

Palling action completely inventonied all non-polled files in the polling directony.

FROELEM SECTIOM - problems observed (0] in this polling event:

Canfiguration Yiew Logs .
Configuration - Location Copy to Include logs after: | Saturday . March 13,2010 ﬂ
Mass Bpec Instruments Cliphoard Select Log: fyyyymmdd hhmmss)

Palling 201
Palling_201 000007

1
Polling_20100323_100333_000007
Palling_20100323_100330_000001
Polling_20100323_061440_000001
Polling_20100323_061436_000001
Poling_20100323_055646_000007

Palling_20100323_055642_000001

Figure 4 Polling has finished
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3.2.2  One-time event
After a One-time polling event is finished, MSM stops and waits for further user input.
3.2.3  Scheduled event

If the user chooses this option, MSM will repeat the polling process at a frequency
described by ‘Automated Polling Frequency’ Configuration parameter (see
Section 5.1.2).

When the polling event is active, the ‘Begin Polling’ button changes to a *Quit Polling’

button.
Edit Save | Qﬂncell Exit
it
Polling L

Figure 5 Quit Polling button

Clicking this button will cancel the scheduling process and will also kill any active
polling event.
Once a polling event has finished, continue with Polling Location configuration
3.3 Configure Configuration — Location Labels
Configure the basic tree structure of the Location labels (see Section 5.2).
3.4 Configure Locations
Configure the different locations of the mass spec instruments (see Section 6).
35 Assign Locations to newly-recorded mass spec instruments
After the polling event, unique mass spec instruments are shown in the Mass Spec Entries
window. Assign locations to these mass spec instruments

The data is now ready to be viewed by the MSM Viewer.
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4 MSM Service

MSM may be run as a service in which MSM is minimized to an icon in the system tray by choosing from
the menu Menu — Minimize to System Tray.

A Gubbs Mass Spec Metrics (M5M) - Polling Application, v1.0.9.0

[Menu

(__mmmizetosystentay g - Polling Application

Figure 6 MSM Minimize to System Tray menu item

Figure 7 MSM minimized to system tray
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5 MSM Features — Configuration

5.1 Configuration — Global

The Global Configuration window is used to configure the following parameters:

ﬂ Gubbs Mass Spec Metrics (MSM) - Polling Application, ¥1.0.9.0

Menu

Configuration
Configuration - Location
hazs: Speclnstruments
Data Files

Mass SpecEntries
Wiew Logs
Requirements

Monitor Polling Status

Gubbs® Mass Spec Metrics - Polling Application

Edit Save | Qﬁncell Exit |

Begin
Palling el |

Confiquration
Configuration Type * | Global -

Parameter
Cut-off D ate

P | Automated Polling Frequency [hours)

Usge logic that allovs for ‘one injectiond, wiff* acquigsition

Setting
14172000

Mo

Polling Locations

Add Row Delete Row Browse. .

Last Polling Date:

Next Polling Date:

™ Allow manual path entry

Label
» I z:Mch Testing

Directory

Figure 8 Configuration Window — Global Window
511 Cut-off Date
MSM will ignore and not record any file that is older than the Cut-off Date
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5.1.2  Automated Polling Frequency (hours)

When the Begin Polling button is clicked, the user has a choice to perform a One-time
event or a Scheduled event. If a Schedule event is performed, a Polling Event will be
performed at the frequency defined in the Automated Polling Frequency parameter.

Polling choice...

Cio you wizh to perform a one-time polling event
ar

activate a polling schedule that polls at a frequency defined in
the Configuration window?

Fleaze note that all Edit and Exit functionz will be dizabled
while the zchedule iz active.
Tao enable Edit and Exit functions, simply Quit the palling
action.

Select a choice

{* Ore-time event

" Scheduled event

s | Cancel

Figure 9 Polling Choice window
5.1.3 Use logic that allows for ‘one injection/.wiff’” acquisition
For AB data only. AB Analyst allows users to acquire data in two different manners:

= Acquire data from all injections defined in a sequence into a single .wiff file
= Acquire data from each injection defined in a sequence into individual .wiff files

See Sections 2.2.1.2.1 and 2.2.1.2.2 for a description of the effect of this parameter.
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5.2 Configuration — Location Labels

ﬂ Gubbs Mass Spec Metrics [M5M) - Polling Application ¥1.0.9.0

IMenu

Gubbs® Mass Spec Metrics - Polling Application Edit Save | Cancel | Exit |
Begin
Polling Gt |
Configuration Confiquration

Configuration - Location Configuration Type * |Location Labels = | * Changes to Location Labels requires application restart to take effect
Mazs Speclnstruments
Diata Files

hazs SpecEntries
Yiew Logs Define Location 2 Siter
Requirements

Parameter Setting

[ 3 [ cfine Location 1 Country

Monitor Polling Status Define Location 3 Building
Define Location 4 Laboratony
Define Location 5 Bench

Define Location &

Polling Locations Add Bow Delete Row Browse...

LastPolling Date:  |harch 21, 2010 07:27:07 &b (Log em: Polling_20100321_072707_000001)
Mext Polling Date:

[~ Allow manual path entry

Label Directory
» Iy Z M EMT estingFolder0l
Gubbs DMPE ZAMEMT esting\Folder02
Figure 10 Configuration Window — Location Labels

Users are allowed to assign locations to the individual instruments that are inventoried. The
definitions for these locations are configured in this window.

Labels are defined in a hierarchical tree fashion (see Figure 10 for an example). The user must
give some thought to how this hierarchical tree should be defined.

See Section 6 for assigning locations to mass spec instruments.
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53 Configuration — Polling Locations

The directory or directories defining the location of the raw data files to be polled are configured
here. Users add polling locations by clicking the Add Row button. A dialog box is displayed that
allows the user to browse to a local, mapped, or network directory:

Browse For Folder, E|E|

Select the directary in which you want search and drill For
raw daka files,

@' Deskkop ~
urJ My Documents
= j My Compuker
“e@ Local Disk (C:)
e Daka (D0
b Audic CO(F2)
_-f Gubbs03_Daka on 'Gubbs0g' (2:)
[} Control Panel
B8 7EM Media Explorer
‘-_J My Metwork Places
2l Recycle Bin
| Adobe Reader 9 Installer 3

— -

| QK | [ Cancel

Figure 11  Polling Location — Add Row — Browse for Folder dialog box

To modify an existing Polling Location, select the row and click the Browse button.

The Directory column in the Polling Location table by default is read-only. If the user wishes to
manually modify or enter the contents of Directory column, the user may check the “Allow

manual path entry’ checkbox; however, this is not recommended as the probability of manual
path entry can be hig.

Users may define a label in the Label Column for each polling location.
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6 Configuration — Location
ﬂ Gubbs Mass Spec Metrics [M5M) - Polling Application ¥1.0.9.0
IMenu
Gubbs® Mass Spec Metrics - Polling Application Edit Save | Cancel | Exit |
Begin
Polling Gt |
Canfiguration Location Configuration
Configuration - Location ;
Mass Spec Instruments Add Location
Data Files -
hazs SpecEntries M
Wiew Logs Location Item Label
Requirements Georgia Couttry US4
kanitor Polling Status
Site Alpharetta
Building 1
Laboratony 1

Figure 12 Configuration — Location Window
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Users are allowed to assign locations to the individual instruments that are inventoried. The definitions of
the locations are configured in this window (the contents of Item Column are configured in the
Configuration — Location Labels window — see Section 5.2).

6.1 Add Location

Users may add a Location by clicking the Add Location button, entering a Location Name, then
clicking the OK button.

MNew Location Mame...

Cancel

Gubbs Germary

X
Enter a new Location Set Mame:

Figure 13  Add Location dialog box

6.2 Delete Location

Users may delete a location by selecting the row in the Location table and clicking the Delete

button.

6.3 Configure the location

Once a location has been added, the user must configure the

Location Configuration

Add Location

Delete Location

Gubbz Georgia

Gubbz Germany

Location

Item
Country
Site
Building
Laboratary
Bench

Label
GEermany
Biberach
aa7
Laba

Figure 14  Configuration of a location

Note: The configuration of a location may be edited at any time.
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7

Mass Spec Instruments

ﬂ Gubbs Mass Spec Metrics (MSM) - Polling Application 1.0.9.0

Menu
Gubbs® Mass Spec Metrics - Polling Application Edit Tz | Cancel | Exit |
b About__ |
gg:::::::z:-mcation MS Instruments Deactivate ||| MS Locations Apply Location:
Dot File RETEl | Mumber of nstuments: | 33| Show: JAetive | Activate ME Location -
hMass Spec Entries M5 i M;lju?:l- Description Status Yendor - — Label
Wiew Logs O N I, 4
Requirements u MS00001 Site
hanitar Polling Status 00002 | 012650311 M500002 ABI Buiiding
00003 0630208 M500003 ABI Laboratary
00004 B 4160103 MS500004 ABI Bench
00005 1490304 M500005 ABI
00006 2443303 500006 ABI
oooo? MS00007 ABI
000og 00801 07PT M500008 ABI
00009 L01870405 5000039 ABI
oooa w04320405 MS00010 ABI
oani1 J3080204 500011 ABI
oomz 4419912 M500012 ABI
oo AG 20700706 MS00013 ABI
ooo4 18290703 500014 ABI
oo BEI0110811 M500015 ABI b
oooe 21340711 MS00016 ABI
oomy 03160508 M500017 ABI
ooog 016870608 MS00018 ABI
oooa J1200110 M500019 ABI
oaoza AG21E30801 MS500020 ABI
oa021 AGOT1650512 500021 ABI
ooozz AGD12530808 MS500022 ABI z
T =

Figure 15

Mass Spec Instruments Window

The different mass spec instruments retrieved from the polled raw data files are recorded in a database
table called TBLSN. In the MSM Viewer application, users are able to filter data by mass spec instrument

and mass spec instrument location. This window allows the user to assign locations to mass spec

instruments.

7.1 Editable columns

The contents of the following columns may be edited by the user:

= MS Name (default is MS###H1#)

= Description
= Status (e.g. Archived, Not In Use, Decommissioned, etc.)

7.2 Instrument Activation/Deactivation
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The information retrieved by MSM is viewed by MSM Viewer. In MSM Viewer, users have the
choice of viewing data All, Active, or Deactivated mass spec instruments. The state of the
instrument is defined by clicking either the Activate or Deactivate buttons. For example, if mass
spec instrument MS00001 is to be deactivated, the user would select the row and click the

Deactivate button.

The user may filter the mass spec instruments for All, Activated or Deactivated mass spec
instruments by choosing the appropriate entry in the Show dropdown box

7.3 Assigning Locations to Mass Spec instruments

Users may assign a location to a mass spec instrument in two ways:

7.3.1

Apply a defined location

A location that has been defined in the Configuration — Location window (see Section 6)
may be applied to a mass spec instrument by selecting the appropriate row in the MS
Instrument table, the

M5 Locations

Apply Location:

|| =l

MS Location
Item
3
Site
Building
Laboratory
Bench

Gubbs Germany

M5 Locations Apply Location:

= [eorgaed

Figure 16  Apply Location

7.3.2

Manually enter a location

MS Location
Item Label
Site Alpharetta
Building 1
Laboratory 1
Bench A

The user may manually enter locations in the Label column.
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8 Data Files

ﬂ Gubbs Mass Spec Metrics (MSM) - Polling Application 1.0.9.0

IMenu

Gubbs® Mass Spec Metrics - Polling Application

Configuration
Configuration - Location

hass SEec Instrurments

hazs SpecEntries
Wiew Logs
Requirements
kanitor Polling Status

Edit Sawve | Cancel | Exit |
Begin
Polling Hlmii |
Data Files
Murnber of files: Filtar for tS * MS00001_1 |
M5 Ser. File ~
Mum. * D ata File 1]

ZMMEM T esting'Falder01 4 Prajects\ 444050 ct2005Cacot050928_CACO2_CCOOSE_001. wiff

Z5MSMT esting'Folder01Projects 44050 ct2005Caco\D atah050928_CACO2_CCO086_001. wiff

2455 M T esting\Folder01\Projects'AANAA-AAAN041014_Vinita_Humna_B atchD247-Ethoxycournarin_ bRk _000 . viff
ZM5MT esting'Folder0l YWProjects\adhas-adah041014_Yinita_Rat_Batch01\7-Ethowycournarin_B b _007 wiff
Z485M T esting\Folder01\Projects\AdhAA-A AR atch\incubation 2. wiff

ZAMEMT estinghFolder0l WProjects\adhad-Add\Data\H2 48com human, wiff

ZMM5MT esting'Folder0l\WProjects\adhas-ass\Diatah B3, 24H+24R wiff

ZAMEMT esting\Folder0l YW Projects\Ad b As-AdAND aka 04101 4_Vinita_ Hurina_B atch0247-Ethosyaoumarin_MER_007 wiff
ZM5MT esting\Folder0l YWProjects\adhas-ass\Datah 20041 020_Ra_53. wiff

ZAMSMT esting'Folder0l W Projects\AdhAA-A8AND aka\ 2B UL \Human mic 32 wiff

ZM5MT esting'Folder0 YW Projects\adhas-addhDatah 28 ULHuman microsomeSETT Second time wiff
Z5MSMT esting\Folder01\Projects\AdhAs-AAANData 28 L\ Human microsomeSET 1. waiff

ZM5MT esting'Folder0l WProjects\adhas-addhDatah 28I ULAR at mic 32 wiff

Z45SMT esting\Folder01\Projects\AdhAb-AAAND ata 2B LR at microsomeSETT.wiff

ZM5MT esting'Folder0l YWProjects\adhdd-AdnsDatah3 48 com_H_R . wiff

Z45MT esting\Folder01\Projects\AdhAb-AAAND ata 48 cps H+R L wiff

ZAMSMT esting\Folder0l \WProjects\ad b ab-Add D atahD ata wiff

ZM5MT esting'Folder0l \WProjects\adhas-asa\D atahincubation_2 wiff

ZAMSMT esting\Folder0l YW Projectz\AbbAA-AAMDakaM S tast wiff

ZM5MT esting'Folder0l YProjects\adhas-asdh\Data\Panosh20041020_Ra_5 9 wiff

ZAMEMT esting\Folder0l YW Projects\Ad b As-AdAD aka\PracH T4 48 cps H+R wiff

FAMEMT activet Falder1h Proiectah A4 &8 AN Ak PracH ThHOman mir‘rnvnmﬂT FT1 wiff

alalalalalalalalalalalalalalalalalalalala

"
<

9999339 = Data files that could not be opened

Figure 17 Data Files Window

In this window, the user may view the data files that have been inventoried.
8.1 Filter for MS

The user may filter the data file display by selecting choices from the Filter for MS

dropdownbox. To view all files polled, choose “All”.
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Note: When MSM polls the data files, it sometimes happens that no information can be
retrieved from the data file. In this instance, MSM assigns the data file to an imaginary
mass spec instrument of serial number 999999. Though no data has been stored for the
data file, it is recorded here so that MSM doesn’t unnecessarily attempt to poll it again in

the next polling event.

Data Files
Mumber of files: BA10L Filter for S * m j
M5 Ser. A
Num. _ MS00001_1
b _ ZMMEMTestingFalderD| M 500002_01 2650311 k5T a
] . k500003 _MOG30208
Z ST eztinghFolderd M300004_E 4160109 k5T a
Z:\MSM T estingFolder)3 M5 00005_41430304 5T a
MSO000E 24493303 5
ZMMEMT estingFolder044ProjectzshE wample eq M5MS5Ta
Figure 18 MS # 999999
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9 Mass Spec Entries

ﬂ Gubbs Mass Spec Metrics (MSM) - Polling Application 1.0.9.0

IMenu
Gubbs® Mass Spec Metrics - Polling Application Edit Tz | Cancel | Exit |
b About... |
gonﬁguration . Mass Spec Enfnes Copy |
Moar:;gé‘;“;: S-tlrfncq::]ot: Mumber of recards: Filter for S ™ —
Ciata Files Real Misc -
g Date Inventoried Samplett Path File Name Duration Parameters
View Logs MTestingt... | 20041020_Ra_S... |9
Requirements
Monitor Palling Status October 20, 2004 04:21:15 P 2 ZAMSMTesting'... | 20041020 Ra_5.. |9.85 Start SampleStar...
October 20, 2004 04:30:21 P 3 ZMSMTesting'... | 20041020_RaA_5.. |91 Start SampleStar...
October 20, 2004 04:39:26 Ph 4 ZAMSMTesting'... | 20041020 Ra_5.. |9.08 Start SampleStar...
October 20, 2004 05:30:33 Pk 5 ZMSMTesting... | 20041020_RA_S.. |51.12 Start SampleStar...
August 01, 2004 11:55:33 AM 1 ZAMSMTestingd... | Human mic32wiff |10 Start SampleStar...
August 01, 2004 12:15:47 P 2 ZAMEMTestingt... | Human mic32wiff | 20,23 Start Sample;Star...
August 01, 2004 12:25:52 PM 3 ZAMSMTestingd... | Human mic32wiff | 10.08 Start SampleStar...
August 01, 2004 12:35:55 P 4 ZAMEMTesting'... | Human mic32wiff | 10.05 Start Sample:Star...
August 01, 2004 12:45:58 PM [ ZMMSMTesting... | Human mic32wiff | 10.05 Start SampleStar...
August 01, 2004 12:56:00 PR B ZAMSMTesting'... | Human mic32wiff | 10.03 Start SampleStar...
August 01, 2004 071:06:03 P 7 ZMSMTesting... | Human mic32.wif | 10.05 Start Sample Star...
August 01, 2004 07:16:06 PR a ZAMSMTesting'... | Human mic32wiff | 10.05 Start SampleStar...
August 01, 2004 07:26:09 P 9 ZMSMTesting... | Human mic32.wif | 10.05 Start Sample Star...
August 01, 2004 07:36:12 P 10 ZAMSMTesting'... | Human mic32wiff | 10.05 Start SampleStar...
August 01, 2004 01:46:15 P I ZMSMTesting... | Human mic32.wiff | 10.05 Start SampleStar...
August 01, 2004 071:56:18 P 12 ZAMSMTestingd... | Human mic32wiff | 10.05 Start SampleStar...
August 07, 2004 02:06:21 PR 13 ZAMEMTestingd... | Human mic32.wiff | 10,05 Start Sample;Star...
August 01, 2004 0216:24 PM 14 ZAMSMTestingh... | Human mic32wiff | 10.05 Start SampleStar...
August 01, 2004 02:26:30 P 15 ZAMEMTesting'... | Human mic32.wiff | 101 Start Sample:Star...
August 01, 2004 02:36:36 PM 1B ZAMSMTesting'... | Human mic32wiff | 101 Start SampleStar...
July 29, 2004 037841 PR 1 ZAMEMTesting’... | Human microzom... | 10 Start Sample:Star...
Ly 99 2004 (Y2 30020 Phd 2 A pACKAT ackingt | Himan 119 Chact Cararle Char i
9999339 = Data files that could not be apened

Figure 19 Mass Spec Entries Window

Users may view the individual injection entries and data in this window. Users may filter for each
individual instrument. In addition, users may copy the information to the clipboard by clicking the Copy

button.
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10 View Logs
B2 Gubbs Mass Spec Metrics (MSM) - Polling Application v1.0.9.0 =]
IMenu
Gubbs® Mass Spec Metrics - Polling Application Edit Save | Cancal | Exit |
Begin
Polling Gt |
Caonfiguration View Logs
Configuration - Location Capm o Include logs after: | Friday . March 12,2000 ﬂ
'E)d:tSaSFSiIIZZC Instrurnents Clipboard Select Log: fyseymmdd hhmmss)
bazz Spec Entries Faolling event began 3/21/2010 3:54:08 AM # | |Poling_20100321_072707_000001 -~
M Paliing event ended 3/21/20100 4:03:00 Ak Palling_20100321_070808_000001
" MNumber of new data files inventoried [zcroll down to Inventoried D ata Files section): 100 Palling_207100321_070604_000007
Requirernents MNumnber of new mass spec instruments found: 0 Palling_20100321_0E4208_000001
Monitor Polling Status Number of problems experisnced: 40 in 5,260 data extraction events Palling_20100:321_064204_000001
Palling lirmit of 100 files was reached. Palling action must be repeated to completely inventarp all files in the Palling_20100321_081808_000001
polling directory. Palling_207100321_061304_000007
Palling_20100321_085408_000001
PROBLEM SECTION - problems obzerved (40] in this polling event: Palling_207100321_055404_000001
Palling_207100321_083008_000001
000071 Problem with thewFa.GetDaBSInfolind ). Sample is empl Palling_207100321_053004_000001
Z:WSMT esting'Folder0 \Prajects\00006420028051 5F‘r0b\Data\DED41 E_0032 [030421_ Polling_20100321_050808_0000071
1040_PC80501_MST_M]_pos.wift: Sampledt 3 Palling_207100321_050504_0000071
000002: Prablerm with the'w/Fa. GetDABS|nfo. Sample is probably empty or carupt. Polling_20100321_044208_0000071
Z8SMT estinghF older0 SProjects\00006420030427Problems»030403_0003 (030424 Polling_20100321_044204_0000071
1600_PC80501_MST_M]_pos.wifft: Samplett 10 Palling_20100321_041808_000001
00003: Problem with thewFa.GetDaBSInfolind ). Sample is empl Pollln 20100321041 804 UUDUU‘I
ZMMSMT estingFolder01 YProjects 00006420091 21E| F‘roblem\l]9112ﬂ 0043 [091208_
0308_PC102488 PRE_)_pos.wiff: 5amplet 18 PDIIIng_2U1 o031 035404 UUUUU'I
000004: Problem with thewFa.GetDABSInfo. Sample is probably empty or corupt. Palling_201 00321_033008_000001
Z:MMSMTesting\Folder0 \Projects\00006%Andreas LTHephD atat04 (4455 _06Ld_SDF) Palling_20100321_033004_000001
_pos.witt. Sampleft 10 Palling_207100321_030809_000001
000005: Problem with the'w'Fa. GetDABSInfo. Sample is probably empty or cormupt. Polling_20100321_030604_0000071
ZAMSMT esting'Falder01 4 Projects\0000E\Andreas_LTHephD ata\07 [&455_0ELd_SDF) Polling_20100321_024208_0000071
_pos.wiff: Samplet 2 Palling_207100321_024204_000007
O0000E: Prablem with thetw/Fa.GetDABS|nfo. Sample is probably empty or corupt. Polling_20100321_021808_0000071
Z: MM SM T estingFolder0 \Projects\00006%Andreas LTHephD atat03 [4455_06Ld_SDF) Polling_20100321_021204_0000071
_pos.witf: Sampleft 11 Palling_207100321_015408_000001
Q00007 Problem with thewFa.GetDABSInfolin ). Sample iz empty. Palling_207100321_015404_0000071
ZAMSMT esting'Falder01 4 Projects\0000E\Andreas_LTHephD atah12 [&455_0ELd_SDF) Polling_20100321_013008_0000071
_pos.wiff: Sampled 3 Palling_207100321_013004_000001
00008: Problem with thewFa.GetDABSInfalin ). Sample iz empty. Palling_20100321_010808_000001
Z:MMSMTestingWFolder0 \Projects\0000E\&ndreas LTHephData'14 (2455 _06Ld_SDF) Polling_20100321_010604_000007
_pos.wit. Sampleft 12 Palling_20100321_004216_000001
000009: Problem with the'wFa. GetDABSInfo. Sample is probably empty or corupt. Polling_20100321_004211_0000071
ZAMSMT esting'Falder01 4 Projects\0000E\Andreas_LTHephD atah17 [&455_0ELd_SDF) Polling_20100321_004209_0000071
_pos.wiff: Sampled 2 Palling_207100321_001804_000001
000010: Prablem with thetw/Fa. GetDABSInfo. Sample is probably empty or corupt. Polling_20100320_235408_0000071
Z:MMSMTestingWFolder0 \Projects\0000E\&ndreas LTHephData19 [2455_06Ld_SDF)] Polling_20100320_235404_0000071
_pos.wit. Sampleft 12 Palling_207100320_233008_000001 b
N1 1 Prablemn with thetwfFa ReN&RSInFA Samnle is nenbahbln emnb ar eoeeont b

Figure20  View Logs Window

A log entry is entered for each of the following events:

= Start a polling event
= Finish a polling event
» Kill a polling event

Users may shorten the Select Log list by choosing a date from the ‘Include logs after’ date dropdownbox.
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11 Requirements

ﬂ Gubbs Mass Spec Metrics [M5M) - Polling Application ¥1.0.9.0

IMenu

Gubbs® Mass Spec Metrics - Polling Application

Edit Sawve | Cancel | Exit |
Begin
Polling Gt |

Carfiguration Requirements
Configuration - Location
Mazs Speclnstruments

Diata Files SYSTEM REQUIREMENTS
hazs SpecEntries
Yiew Logs

Far ABI Analyst data:
kanitor Polling Status o MEpEEs

AB Analpst®
AR Analyst must be installed on this workstationserver
Mote: Analpst backwards and forward compatability rules apply.

workstation.

ASSUMPTIONS

SUPPORTED/TESTED DATABASES

Microsoft Access 2000/2003/2007
Microzoft SALServer 2003
Oracle 10g

Listed below are the components that must be inztalled on this workstation in order for MSM to operate properly

It iz azzumed that all zamples contained within a data file were acquired on a single M5 instrument.

For example, if the latest Analyst version used to acquire .wiff files in a data location is Analyst 1.5, then dnalpst 1.5 MUST be installed on this M5k

Figure 21  Requirements Window

The system requirements of MSM are shown in this window

Version 1.0 (March 23, 2010)
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12 Monitor Polling Status

T

3,616 KB |Fids BE@?

25,364 KB
18,600 KB

24,008 KB Retrieving information from:
50,730 KB E:IMSMTestingIFDIderDSIF’rojedslScigx‘AﬁlDataW2 A8cam human wiff

1 of 100 files... "
ﬂ Gubbs Mass Spe Sample 30 of 54 samples... g@@
Menu

Gubbs® Mass Spec Metrics - Polling Application Edit Save | Cancel | Exit |

Begin
Poliing oL |

Configuration
Caonfiguration - Location

If it appears that MEh Polling is not responding. check it's Status by

Pass Spec Instrurnents clicking the 'Check Status' button.

Data Files

MaSS SpecEntries If 'Check Status' respands with ot Responding', then click the 'Kill
“iew Logs Analyst Sanvica' button.

Requirements

fonitor Polling Status WS Palling should begin responding in a few maments.

If St Palling still does not begin responding, then click "Kill MEhd
Falling...' to end M3M Folling.

Kill Apal}lsl

Check Status Kill M5M Polling... Eomfrmm

Last Status Check: 3/23/2070 5:01:47 Akd
ki Shd Folling Status: MSh Polling Responding, MemSize: 24,646

LastPolling Date: |tarch 23, 2010 04:53:52 Ak (Log ltern: Polling_20100323_045952_000001)
Next Polling Date:

Kill AnalystSerace Events: 1 Memory Usage
A ice killed: 0 5:01:17 AW

22,626
22,626
22 B85
23,962
24,330
24,646

Figure 22  Monitor Polling Status Window

This window is used to monitor the status of an active polling session. It sometimes happens that the
polling action will stop responding because of a communication error between the MSM and the raw data
file. When this happens, the memory usage of the polling action becomes static. MSM monitors this
memory usage. If the polling action memory usage hasn’t changed within 35 seconds (7 items in the
Memory Usage listbox), then MSM will kill a service called AnalystService.exe and log the event in the
Kill AnalystService Events listbox. Killing AnalystService frees the communication error between MSM
and the raw data file. After AnalystService is killed, MSM starts it again and continues the polling action.

12.1  Check Status

Version 1.0 (March 23, 2010)
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Though this window reports the status of the polling event every 5 seconds, the user may
manually check the status by clicking the Check Status button.

12.2  Kill MSM Polling

If the user wishes to stop the polling event for some reason, he/she may click the Kill MSM
Polling button. The polling event will be canceled and no changes will be made to the database.

12.3  Kill AnalystService

Users may manually kill AnalystService by clicking the Kill Analyst Service button, though it is
not anticipated that this will ever be necessary.

13 MSM Viewer
To be published.
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