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Introduction

This document describes the installation and configuration of the NIST library
framework within standalone, client/server, and Citrix/Terminal Server OpenlLab
CDS setups. It also discusses the use and management of other commercial and
user-created libraries with OpenlLab CDS MS library search.

In order to use MS library searching within CDS, the NIST MS Search program must
be installed locally on the Workstation, Workstation Plus, Client, or AIC which is to
perform the library search. This enables the use of the NIST libraries, as well as
other commercial and user-created libraries, provided they are in NIST library
format. NIST provides a tool to convert existing libraries into NIST format.
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2 Licensing

NIST's commercial libraries (and some other commercial libraries as well) require a
license for their use. For one-user-at-a-time computers (any Workstation or
Workstation Plus computers which are searching locally stored NIST libraries), a
license is required for each computer where the NIST libraries are to be installed.
For NIST libraries in a shared environment’, a license is required for each possible
simultaneous user of the NIST libraries. Upgrades (for both scenarios) require an
upgrade license — for example, to move from NIST17 to NIST20 would require an
upgrade to each license described above (each license that will access the
upgraded NIST library would need an upgrade license). For additional information,
reference the EULA that shipped with the NIST library.

If the NIST commercial libraries are not needed or purchased, the NIST MS Search
tool and the Lib2NIST library conversion tool (without the NIST commercial
libraries) may be downloaded from NIST. This allows for creation and use of
custom libraries without the purchase of the NIST commercial libraries. This
download does not include the NIST libraries, only the searching and conversion
tools. Using NIST MS Search only to create and manage user-created libraries or
using Lib2NIST to convert only existing user-created libraries does not require a
NIST license.

T Workstation or Workstation Plus computers searching NIST libraries on a shared location; also, Clients, AICs,
and Clients within a multi-user (Citrix/Terminal Server) environment, regardless of whether the NIST library is
local to the Client, AIC, or Citrix/Terminal Server, or on a share
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3 Topologies

These are the possible topologies to set up the NIST libraries to work with CDS:

Standalone Workstation

e NIST MS Search and libraries are installed, stored, and used locally on each
Workstation, Workstation Plus, Client, or AIC.

o Sharing user-created libraries requires copying them between PCs.
e One NIST license is needed for each Workstation or Workstation Plus.

e One NIST license is needed for each possible simultaneous user when working
in a distributed environment (Clients or AICs).

e AICs need to have locally installed MS Search and libraries for any processing
method containing a library search to be run during acquisition.

e Thisis the default configuration for Workstation and Workstation Plus.

On a Network Share

e NIST MS Search is installed locally on every Workstation, Workstation Plus,
Client, or AIC.

e Libraries are installed on a network share.

e Can use a mix of local and network share libraries — it is highly recommended
to install the large NIST commercial libraries locally to decrease search time
and network traffic, while keeping user-modified libraries on the share.

e One NIST license needed for each possible simultaneous user of the NIST
library on a share (including AICs).

e AICs need to have access to this library for any processing method which
contains a library search to be run during acquisition.
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Topologies

On a Citrix/Terminal Server

e Installed the same way as the Standalone approach (NIST MS Search and
libraries installed locally on the server).

e One NIST license is needed for each possible simultaneous user (including
AlCs).

e AlCs need to have access to this library for any processing method which
contains a library search to be run during acquisition.

On a Network Share With Multiple Citrix/Terminal
Servers

e Each Citrix/Terminal Server has NIST MS Search installed locally.
e Libraries are installed on a network share.

e Can use a mix of local and network share libraries - it is highly recommended
to install the large NIST commercial libraries locally to decrease search time
and network traffic, while keeping user-modified libraries on the share.

e One NIST license is needed for each possible simultaneous user (including
AlCs).

e AICs need to have access to this library for any processing method which
contains a library search to be run during acquisition.
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4 Installation

NOTE When the NIST installer runs, it adds information to the local computer’s win.ini file,
which CDS and NIST MS Search both reference to determine the location of the

libraries.

[NISTMS]
Amdis32Path=C: \NIST20\AMDIS32\

AmdisM5Path=C:\NIST28AMDIS32Y,
Path32=C:\NIST28\M55EARCHY
WorkDir32=C:\NIST28\MSSEARCHY

Figure 1 Directories

e Itis recommended only to use the NIST installer to update win.ini. Do not
modify win.ini manually.

For libraries to be available for use in CDS and in NIST MS Search, they must be
located in the directory referenced in win.ini.

For non-local libraries on shared drives (for sharing between multiple
Citrix/Terminal Servers), the path in win.ini should still point to the local
machine as in the screen shot above. Within that directory will be folders
containing shortcuts to the libraries on the network share. See “On a Network

Shared Drive” on page 14 for more information.
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Installation

Standalone Workstation

1 Launch the NIST installer using an account with local administrator privileges.

Name Date modified Type Size

AMDIS 11/19/2021 2:36 PM File folder

AMDIS_Prog 11/19/2021 2:36 PM File folder

NT4Lib.UPD 11/19/2021 2:36 PM File folder

OLD_SUPPORT.CS 11/19/2021 2:36 PM File folder

SUPPORT.CS 11/19/2021 2:36 PM File folder
£] 00409 5/21/2000 11:53 AM Configuration sett.. 21kB
= 2020-NIST_EI_Tandem_handout 3/20/2020 6:23 AM Adobe Acrobat D... 2430 KB
[ datal 3/27/2020 3:47 PM Cabinet File 730KB
[ datal.hr 3/27/2020 2:47 PM HDR File 74KB
[ data2 3/27/2020 3:50 PM Cabinet File 2,956,372 KB
I15Setup.dil 9/2172009 9:08 PM Application exten... 564 KB
[ tayoutin 3/27/2020 3:50 PM BIN File 3K8
ReadMe 3/26/2020 1:05 PM Text Document 9KB
(] setup 3/10/2020 6:41 AM BMP File 162 KB
setup 3/27/2020 3:47 PM Application 784KB
1] sty Open :47 PM Configuration sett... 2K8
[7] setl @) Run a5 administrator 47 PM INX File 780 K8
505 @ Share with Skype 236 PM Text Document 168

Troubleshoot compatibility

NIST / EPA / NIH Mass Spectral Library {(NIS
and AMDIS

Figure 2 Setup file

2 Follow the prompts until reaching the Setup Type screen.

From here, the Typical setup may be selected for ease of installation, or
Custom may be chosen in order to save disk space by skipping libraries which
are not needed (for example, the MS/MS libraries).

It is not recommended to change the path the libraries are saved in — but if a
different location is desired, it must be local (not on a network share or
removable drive). Updating library modification privileges and network share
installations are discussed in “On a Network Shared Drive” on page 14.
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Installation

MIST/EPA/NIH EIl M5 and Tandemn Library (MIST 20) Setup

Setup Type
Select the setup type to instal, then click Next.

Please select a setup type.

@ Typical Software will be installed with all the components (@bout 5600 MB)

(O Custom ‘fou may choose the options you want to install and choose folders for the
components. Recommended only for advanced users.

NIST M5 Library Components NIST MS Software Components
Main Library {EI) NIST M5 Search Program
Replicate Library (El) AMDIS (GC/MS Analysiz)
MS/MS Library M5 Interpreter
GC Method and Rl Librany Library Converter
Irztall5 hield
< Back Mext = Cancel

Figure 3 Setup type — Typical

Or

MIST/EPA/NIH EI M5 and Tandem Library (MIST 20) Setup

Setup Type
Select the setup type to install. then click Next.

Flease select a setup type.

) Typical Software will be installed with all the components {about 5600 MB)

(®) Custom ‘fou may choose the options you wart to install and choose folders for the
components. Recommended only for advanced users.

NIST MS Library Components NIST M5 Software Components

Main Library (EI} NIST MS Seanch Program

Replicate Library (EI) AMDIS (GC/MS Analysis)

MS5/MS5 Library MS Interpreter

GC Method and RI Library Library Converter

InztallShield
< Back Mext Cancel
Figure 4 Setup type — Custom
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Installation

3

If other commercial and/or user-created libraries already exist in NIST format,

they may be copied into the NIST MS Search folder by the installer if desired.
Otherwise, this may be done after the installation is complete. If the installer

does not automatically locate existing libraries, the Search for User Libraries

button may be used.

To connect pour user M5 libranes to the M5 S5earch Program select
libraries from the list below, then select Copy or Link.

MNIST/EPA/MIH EI M3 and Tandem Library (NIST 20) Setup X

To locate uger MS branes on your computer click "Search for User Libranies' button, Chck Mest
to continue.

d:Mibrarymylibrany,

Selected User libs action
® Copy (O Link 1 library Search for Uzer Libraries I

Copy - another copy of selected user M5 libraries wi made. 0ld copies will not be uzed by

the newly installed software.

Space Required: 1.22 GB vailable on C: 131 GB

Select Drives to Search ‘/

Select the drive(s) to search for already existing
user M5 libraries

| PLEASE BE ADVISED THE SEARCH MAY TAKE
A LONG TIME AND ONCE IT STARTED YOU
WILL NOT BE ABLE TO INTERRUPT IT.

[=T3}

=

Figure 5 User libraries selection
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Installation

Typical setup should show all components being installed; Custom setup may
have less, but all installation locations should be local as shown.

NIST/EPA/NIH EI M3 and Tandemn Library (NIST 20) Setup

Start Copying Files ﬂ

Review zettings before copying files. I *M

Setup haz enough information to stark copying the program files. [F pou want bo review or

change any settings, click Back. |f you are zatishied with the settings, click Mext to begin
copying files.

*

Current Settings:

MIST M5 Search Program 168 ME -» ci\nist20hmazearch

MIST 20 kain MS Library 742 MB -» cihnigt20%mezearchimainlib

MIST 20 Replicates Library  37.2 MEB > cnist20%mzzearchhreplib

MIST 20 M5 S HiRes Library 306 GB -» chnist20hmezearchihhr_msms_nizt
MIST 20 M55 LoRes Libram B02 MB -» c:hnigt20%mssearchil_msms_nist
MIST 20 kS A4S APCI Library 11.8 MB -» c:\nist20%masearchhapoi_msma_nist

HIST 20 155 Biopep Library 486 MB > crhnist20vmssearchbiopep_msms_nis
MIST 20 Rl Library 518 MBE -» c:hnigt20hmegearchnist_n

Lib2NIST Coreeerter 3.93 MEB -> chnist20%mszearnch

M5 Interpretation Program 3E7 ME > chnist20hmezearch

e Ll s " " v

£

< Back Cancel

Figure 6 Program files — Typical setup

MIST/EPA/MIH El M5 and Tandem Library (MIST 20) Setup

Start Copying Files ﬂ

Review zettings before copying files. I "fh

Setup has enough information to start copying the program files. [F pou want o review or

change any settings, click Back. If vou are satisfied with the settings, click Mext to begin
copying files.

Current Sethings:

Custom Setup will install the components vou selected: rs
MIST MS Search Program 16.8 MEB -» chnistZ20%mzzearch
MIST 20 bain M5 Library 742 MB -» cmizt2Dhmezearchiymainlib
MIST 20 Replicates Library 37,2 MB -» c\nist20%mzzearchireplb
MIST 20 Rl Library 518 ME -» ohnigt20hmesearchinist_n
Lib2MIST Converter 3.93 MB > c:nigt20%mzzearnch
M5 Interpretation Program 3E7 MB > chnist20hmssearch
GLC/MS Analpsis Program 286 MB - cihnist20hamdis32
Y]

< Back Cancel

Figure 7 Program files — Custom setup
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Installation

4 Complete the installation.
NIST MS Search is now installed. Upon relaunch of CDS Data Analysis, the
installed libraries should now be visible from any MS method.

Processing Method

A MS Library
Spectra
- = +
A System Suitability
Propertes CANIST20\MSSEARCH\mainlib
Column CAMIST204 MSSEARCHYnist_ri
4 M5 Library Search CANIST2Z0\MSSEARCH\replib
Properties
4 Reports
Injection Report
4 Tools
Custom Calculation
Past Processing Plugins L4 -
Figure 8 Processing Method window

5 To use additional user-created or commercial libraries, they must be in NIST
library format, and available in the local NIST library location
(C:ANIST20\MSSEARCH by default).

| C:ANIST20\MSSEARCH ~ |
~
L Mame

=

mainlib
* .

MyLibrary

ds # nist_ri

s o replib

Processing Method

MS Library
Spectra
—— = +

4 System Suitability

Properties C\NIST20\MSSEARCH \ mainlib

Column C:\NIST20\MSSEARCH\ MyLibrary
4 MS Library Search CAMIST20\MSSEARCH\ nist_ri

EEEEEE C\NIST20\MSSEARCH\replib
4 Reports

Injection Report
4 Tools

Custom Calculation

Post Processing Plugins A -
Figure 9 User-created or commercial libraries

6 Libraries may be converted to NIST format using the Lib2NIST tool which is
installed by default when the NIST installer is run. See “Library Maintenance” on
page 56 for details.
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Installation

On a Network Shared Drive

It is recommended that libraries and MS Search should be the same version on all
AlCs, Clients, Workstations, and Workstation Plus systems to ensure that search
results are consistent regardless of where the search is run. Check the OpenlLab
CDS Requirements and supported instruments guide delivered with your version of
Openlab CDS for a list of compatible NIST Libraries.

1 First, create and configure the network shared drive.

a Share the folder containing the libraries with Everyone (Full Control).

MSSEARCH 12/29/2021 5:20PM  File folder
| . Tilefolder
I file folder

General Sharng  Securty [~ R b

Network File and Folder Sha

| MSSEARCH Share this folder
1 Shared
| Settings
i Network Path: Share name:
\WOlsgmssearch
Bl - LEEEE Permissions for MSSEARCH X
are
L1 Add

Share Permissions

Advanced Sharing Limit the number
Group or uger names:
Set custom pemmissions. cre
advanced sharing options. Comments: EVE"YOHE
G.F\dvanced Sharing...
Permissions
Add... Remove
Pemissions for Everyone Alow Deny
Full Control |
Change O
Read O
oK Cancel

Cancel Aoy

Figure 10 Sharing and permission options
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Installation

b Ifitis necessary to limit the ability to modify the libraries to specific users
or user groups, this should be done at the file level using the Security tab,
not via the permissions on the Sharing tab. These Security settings can be
inherited to every library within the shared folder, or they can be applied to
individual libraries, as needed.

Commercial NIST libraries cannot be user edited.

MSSEARCH Properties X MSSEARCH Properties X
General Sharing  Securty  Previous Versions  Customize General Sharing Securty Previous Versions Customize
Object name:  CA\MSSEARCH Object name:  CAMSSEARCH
Group or user names: Group or user names
" 42 CREATOR OWNER ,.
SE CREATOR OWNER E2SYSTEM
SR SYSTEM ‘A Library Admins (OLCDS"Library Admins)
B2 | ihran: Sdmine iN] FNGA iheans Adminel e - R ——— A
< > € >
Tao change permissions, click Edit !;JEd'n__ To change pemmissions, click Edit. E; Edi...
Pemissione for Everyone Alow Deny Permissions for Library Admins Alow Deny
Full cantral = Full cortrel v =
Madify Modify v
Read & execute v Read & exscute v
List folder conterts v List folder conterts v
Read v Read v
Wirte v Wite v v
For special pemmissions or advanced settings, el For special permissions or advanced settings, Advanced
click Advanced click Advanced
Cancel Apply Cancel Apply

Figure 11 Security tab

¢ Inthis example, a domain group was created called Library Admins. Any
user in the Library Admins group has permissions to modify the libraries in
the shared MSSEARCH folder. Any other user not in the Library Admins
group can search (view) the libraries but cannot modify them.

See “Library Maintenance” on page 56 for more information.

2 Copy any existing user-created libraries in NIST format (use the Lib2NIST
conversion tool if needed) to the share — see “Library Maintenance” on page 56
for details. If libraries exist which need to be converted, but the Lib2NIST tool
has not yet been installed, they can be added later.

3 NIST's MS Search program (installed as part of the NIST commercial library
installation) must be installed on every Workstation, Workstation Plus, Client,
and AIC which will perform library searching. MS Search does not need to be
installed on the server hosting the share, although it can be to allow local use of
the libraries on the server if needed.
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Installation

On each Workstation, Workstation Plus, Client, or AIC:

1 Launch the NIST installer using an account with administrator privileges.

Name Date modified Type Size

AMDIS 11/18/2021 2:36 PM File folder

AMDIS Prag 11/19/2021 2:36 PM File folder

NT4Lib.UPD 11/19/2021 2:36 PM File folder

OLD_SUPPORT.CS 11/18/2021 2:36 PM File folder

SUPPORT.CS 11/19/2021 2:36 PM File folder
00409 5/2172009 11:53 AM Configuration sett... 21KB
% 2020-NIST Bl Tandem_handout 3/20/2020 6:23 AM Adobe Acrobat D... 2439K8
[ datat 3/27/2020 3:47 PM Cabinet File 730KB
] datat.hr 3/27/2020 3:47 PM HORFile 74KB
[ data2 3/27/2020 3:50 PM Cabinet File 2,956,372 KB
I5Setup.dil 9/2172009 9:08 PM Application exten... 564 KB
[] tayouthin 3/27/2020 3:50 PM BIN File 3KB
RezdMe 3/26/2020 1:05 PM Text Document 9Ke
(] setup 3/10/2020 6:41 AM BMP File 162 KB
B setup 3/27/2020 3:47 PM Application 784KB
set Open 247 PM Configuration sett... 2K8
[ s#{ ® Run as administrator 47 PM INX File 780KB
505, ) Share with Skype 2:36PM Text Document 148

Troubleshoot compatibility

NIST / EPA / NIH Mass Spectral Library {(NIS
and AMDIS

Figure 12 Setup file
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Installation

2 Follow the prompts until reaching the Setup Type screen. Select the Custom
installation.

MNIST/EPA/MIH EI MS and Tandem Library (MIST 20 Setup

Setup Type
Select the setup type to install, then dlick Next

Flease select a setup type.

O Typical Software will be installed with all the components {about 5600 MB)

(®) Custom ‘You may choose the options you want to install and choose folders for the
components. Recommended only for advanced users.

NIST MS Library Components NIST MS Software Components
Main Library (El} MIST MS Search Program
Replicate Library (EI) AMDIS (GC/MS Analysis)
MS/MS Library MS Interpreter
GC Method and RI Library Library Converter
InztallShield
< Back Mext = Cancel

Figure 13 Setup type — Custom
3 Forthe first installation of the NIST libraries only. Continue with step 4 for
subsequent installations.

Browse to or type the location of the network share as the installation path of
the NIST 20 Main Library and all other NIST libraries which are to be installed.

a The NIST MS/MS libraries may be deselected in order to save disk space, if
desired.

Select MIST 20 M5 Components to Install >

Select the components you want to install. clear the
components you do not want to install .

NIST M5 Search Program

MS Irterpretation Program
GC/MS Analysis Program - AMDIS
NIST 20 MS Libraries

[ NIST MS/MS Libraries

Description
Performs search and retrieval of compounds and their mass spectra in NIST 20 MS
Library and user M5 libraries. Can be run from AMDIS, ChemStation or other applications.

Select Al Clear All

< Back Mest = Cancel

Figure 14 Component selection
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Installation

Do not change the installation path of the NIST 20 MS Search program -

MS Search must be installed locally.

MNIST/EPA/MIH EI MS and Tandem Library (MIST 20) Setup

Setup will install NIST 20 M5 Search Program in the following
folder.

To install to this folder, make sure the check box below has been selected
and click Next.

To install to a different folder, click Browse and select another folder.

Install MIST 20 MS Search Program (20.8 MB )
Destination Folder

c:nist 20hmssearch’s Browse...
Space Required: 208 MB Available on C: 130GB
[] Subtract space to be overwritten < Back Nest > Cancel

Figure 15 MS search program

OpenLab CDS Setup and Configuration of MS Library Search
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Installation

¢ Browse to or type the location of the network share as the installation path
of the NIST 20 Main Library and all other NIST libraries which are to be
installed.

NIST/EPA/NIH El M5 and Tandem Library (NIST 20) Setup *

Setup will install NIST 20 MS Library in the following folders.

MIST 20 Main Librany Options
Install (742 MB )

Destination Folder
“Wwolssmesearch \mainlib, Browse...

Space Regy

MIST 20 H
Install | Please select the installation folder.

Choose Folder X

Path:

Desti
c:\n)

Browse...
Directories: F
> e Data (03 ~
~ & Thispc
> ; Downloads |: Cancel
> [ Desktop
> _Jil 3D Objects
>
>
>

Space Reqy

[ Subtract s

Documents
ﬁ Music

B videos w7

Figure 16 Installation path

d If the installer locates the other libraries on the network share, you may link
(not copy) to them —if they are not found, this can be done later.

OpenLab CDS Setup and Configuration of MS Library Search 19



Installation

e The MS Interpretation Program and AMDIS may be installed if desired; they
should be installed locally (not on the network share).

NIST/EPA/NIH El MS and Tandem Library (NIST 20) Setup

Setup will install MS Interpretation Program in the following
folder.

To instal to this folder, make sure the check box below has been selected
and click Mext.

To install to a different folder, click Browse and select another folder.

Install MS Interpretation Program (3.67 MB )
Destination Folder
chnist20Vmesearch

Browse...
Space Required: 244 MB Awvailable on C: 13.0GB
[] Subtract space to be overwritten < Back Nest = Cancel
Select AMDIS Components
Select Features

Select the features setup will install.

Select GC/MS Analysis Program - AMDIS components you want to install, clear the
components you do not want to install

AMDIS

Program Files
Tutorial 36596 K Data Files
Libraries 5836 K

Description
Application files needed to un AMDIS

Destination Folder

cnist20%amdis 32 Browse...
Space Required: 50.1 MB Awailable on C: 13.0GB
[ Subtract space to be overwritten < Back Next > Cancel

Figure 17 MS Interpretation program and AMDIS
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Installation

f  Select a program folder for program icons.

NIST/EPA/NIH EI M5 and Tandem Library (MIST 20) Setup X

Select Program Folder

Pleaze select a program folder.

Setup will add program icons to the Program Folder isted below. Y'ou may twpe a new folder
name, or select one from the existing folders list. Click Next to continue.

Program Folder:

Exigting Folders:
2 m
Acceszones
Adrinistrative Tools

Agilent b azsHunter Report Builder

Aagilent Technologies

b aintenance

Startlp hd

InztallShield

< Back Cancel

Figure 18 Program folder window

g Theinstallation settings should be as follows:

NIST/EPA/NIH EI M5 and Tandern Library (NIST 20) Setup

Start Copying Files

Review zettings before copying files.

Setup has enough infarmation to start copying the program files. [F pou want to review or
change any settings, click Back. |f you are satisfied with the settings. click Mexst to begin
copying files.

Current Settings:

Custom Setup will install the components you selected: -~

MIST M5 Search Program 168 MEB -» o\nist20hmssearch
MIST 20 Main M5 Library 742 MB -> \\olzs\mssearchhmainlib
MIST 20 Replicates Library  37.2 ME -» “holes'mezearchiyeplib
MIST 20 Rl Library 518 MB -> Maoleshmezearchinist_n

Lib2MIST Catwerter 3.93 ME -» c:hnist20vmszearch

WS Interpretation Program 367 MEB -» o\nist204mssearch
GLMS Analyzis Program 256 MB -» izt 20hamdiz32

L
-~ = ° 0 A - 3

|nztall5hield

< Back Cancel

Figure 19 Installation settings

OpenLab CDS Setup and Configuration of MS Library Search
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Installation

h Complete the installer.

NIST MS Search is now installed. The NIST libraries selected have installed
on the network share drive. They have also installed links to the shared
libraries on the local machine:

ThisPC > Local Disk (C) » NIST20 » MSSEARCH v | & | P SearchMSSEARCH
Name Date modified Type Size
. mainlib 1/14/2022 2:00 PM File folder
nist_ri 1/14/2022 200 P File folder
“ replib 1/14/2022 200 P File folder
PR
(snist < | mainiib - o0 x
# [ cml
& o Home  smare  View -0
3 co A ||« MSSEARCH > mainlib v © O Serchmanlb
[ o ~
[ et A Name Date modified Type Size
B s Quick access
cm [ ALIASMSD 1/14/2022 2:00 PM MSD File
e EDekop  #
[ uBsiGN.MsD 1414/2022 200 PM MSD File
4] Frag: & Downloads  #

[ Glu] Documents #
eyl & picues #

) ALIASMSD - Notepad

[ HPTE B Music File Edit Formst View Help

5] inpr g [\\olss\mssearch\mainlib\
Videos

B b2,

Lib2l ‘@ OneDrive

[ This PC
@ LcE
[IMs) Data(D) v <
[IMS 2items 1 item selected 26 bytes

[ msichidil

Ln 1, Col 1 100%  Windows (CRLF)  UTF-8

Figure 20 MSSearch

This link, via the ALIAS.MSD file is how both CDS and MS Search find the
libraries on the network share. It may be edited from a text editor like
Notepad.
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On the first installation, when the link files are created, the installer will create the
network path with a final \" at the end. This "\" must be removed for CDS to read the
name of the library correctly. In the above example, the file will need to be edited so
the path reads: \\olss\mssearch\mainlib. If this is not done, the library name will be
empty in CDS data analysis and on generated reports:

MS Lib Search Results
Compound Name Match Score Reverse Match Score Probability % AS # NIST #

Naphthalene-DE 850 B92 91 1146-65-2

ALIAS.MSD reads \\olss\mssearch\mainlib\

7| ALIAS.MSD - Notepad

File Edit Format View Help
\hZolss\mssearchimainlib

MS Lib Search Results

Compound Name Match Score Reverse Match Score Probability % S# NIST #

Naphthalene-DE& B90 B92 914 1146-65-2

Library Name !
i mainlib

i  All ALIAS.MSD files generated by the installer should be updated to remove
the final \" and saved. Copies of all linking folders — containing ALIAS.MSD
and LIBSIGN.MSD - should also be placed in a location which can be
accessed during all future NIST library installations.

ALIAS.MSD reads \\olss\mssearch\mainlib
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For all AIC, Workstation, and Workstation Plus systems:

For library searching of a network shared library which is run during data acquisition
(library searches run in a processing method attached to a sequence or single
sample run), the Agilent OpenLab Instrument Service on each acquisition PC (AIC,
Workstation, and Workstation Plus) must be run under an account whichis 1) a
domain user and 2) part of the local administrators group. This can be accessed
through the Windows Services application:

). Agilent OpenlLab Data Analysis Application Service Provides ac.. Running  Automatic Loca
-_"'Q;Agwlent Openlab Data Analysis Rest Application Service Provides RE.. Running Automatic Loca
{:Q;Agwlent Openlab Data Collection Agent Agilent OpenLab Instrument Service Properties (Local Computer) .
O Agilent OpenLab Data Collection Service 3
i Agilent Openlab Data Repositary Base Service General LegOn  Recovery Dependencies
\“_Q;Ag\lent Openlab Diagnostics Tools

\“_}:Agwlent OpenLab Distributed Transaction Coordinator Service
&Ag\lent OpenLab Instrument Service O Local System aceount

Q;Ag\lent OpenLab License Server Allow service to interact with desktop

G Agilent Openlab Licensing Support @ This account [CDSSenice@0LCDS o | [ Buwse... |
‘L Agilent Openlab Proxy Configuration Service

\‘:};Agwlent OpenLab Shared Services Password:

Log on as:

-_"Q;Agwlent Test Services

-_"'Q;Agwlent Test Services Central Management
-_‘IQ;AHJoyn Router Service

-J:?;Ap achel.4

hoa e

Corfirm password:
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4  For all subsequent installations:

Once the first connection to the shared libraries has been created, all additional
systems should be installed as follows.

a Runthe NIST installer as described in step 1 and 2. Choose the Custom
installation.

MIST/EPA/NIH EI M5 and Tandem Library (MIST 20) Setup *

Setup Type
Select the setup type to install, then click Next.

Please select a setup type.

) Typical Software will be installed with all the components (about 5600 MB)

(®) Custom ‘You may choose the options you want to install and choose folders for the
components. Recommendad only for advanced users.

MNIST MS Library Components NIST MS Software Components
Main Library (EI} MNIST MS Search Program
Replicate Library (EI) AMDIS {GC/MS Analysis)
M5/M5 Library M5 Interpreter
GC Method and RI Librany Library Converter
Inztallhield
< Back Next = Cancel

Figure 21 Setup type — Custom

b Deselect the NIST libraries so they are not installed.

Select MIST 20 MS Components to Install *

Select the components you want to install. clear the
components you do not want to install .

NIST MS Search Program

MS Interpretation Program
GC/MS Analysis Program - AMDIS
W NIST 20 M5 Libraries

| I NIST M5/MS Libraries

Description

MIST Standard Reference Database 1A: NIST/EPA/NIH Mass Spectral Library (MIST
20). k contains 350,643 El Mass Spectra of 306,869 compounds with 306,866 chemical
structures.

Select Al Clear All

< Back Next > Cancel

Figure 22 Component selection
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Cc

Install the NIST MS Search program locally in the default directory.
d

The installer will pop up a warning about not finding the main and
replicates libraries — select Yes to continue without them.

X

You have requested to install the NIST MS Search Program.

You -
Question
Here
Lo fink
The Main M5 Library has not been found in the specified
folder.
You may choose another folder,
or continue without the Main M5 Library. Continue without
the Main MS Library?
Mai
Yes No :|
< Back Next = Cancel

Figure 23 Installer pop-up

Unless local libraries are intended to be used along with network shared
libraries, do not select any libraries to link or copy on the next installer

screen. If local libraries are to be used, they may be linked now, or they may
be manually linked later.

MNIST/EPA/MIH EI MS and Tandemn Library (NIST 20) Setup

To connect pour user MS libraries to the M5 Search Program select
libraries from the list below, then select Copy or Link.

To locate user M5 libraies on your computer click ""Search for User Libraries' button. Click Mext
to continue.

Selected User libs action

(@ Copy (U Link 0 libraries Search for User Libraries

Copy - another copy of selected user M3 libraries will be made. Old copies will not be used by
the newly inztalled software,

Space Required: 20.8 MB Awailable on C: 277 GB

[[] Subtract space to be overwritten

< Back Cancel

Figure 24 Local libraries

f  Click through the rest of the prompts and complete the installer.
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g Navigate to the location where the copies of the library link folders are
saved (see step 3h). Copy these folders into the C:\NIST20\MSSEARCH
folder.

» ThisPC » Local Disk (C:) » MNIST20 » MSSEARCH »

MName [

mainlib

nist_ri

replib
s

Figure 25 Library link folders

h  These folders contain the ALIAS.MSD file, which points to the network
location of the library.

» This PC » Local Disk (C:) » NIST20 » MSSEARCH » mainlib

~
Name Date modified

|| ALIAS.MSD
| ] LIBSIGM.MSD

) ALIAS.MSD - Notepad
File Edit Format View Help

h\olss\mssearch\mainlib

Figure 26 ALIAS.MSD file

i  Repeat for each additional system which should have access to the NIST
commiercial libraries on the network share.
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For all AIC, Workstation, and Workstation Plus systems:

For library searching of a network shared library which is run during data acquisition
(library searches run in a processing method attached to a sequence or single
sample run), the Agilent OpenLab Instrument Service on each acquisition PC (AIC,
Workstation, and Workstation Plus) must be run under an account whichis 1) a
domain user and 2) part of the local administrators group. This can be accessed
through the Windows Services application:

‘Ol Agilent OpenLab Data Analysis Application Service Provides ac.. Running  Automatic Loca
) Agilent OpenLab Data Analysis Rest Application Service Provides RE... Running Automatic Loca
G Agilent OpenLab Data Collection Agent Agilent OpenLab Instrument Service Properties (Local Computer) .
O Agilent OpenLab Data Collection Service 3
‘L Agilent Openlab Data Repository Base Service General LegOn  Recovery Dependencies

Ll Agilent OpenLab Diagnostics Tools Log on as:

0k Agilent OpenLab Distributed Transaction Coordinator Service
&Ag\lent OpenLab Instrument Service (O Local System account

) Agilent OpenLab License Server Allow service to interact with desktop

GpAgilent Openlab Licensing Support @ This account [CDSSenice@0LCDS o | [ Buwse... |
‘L Agilent Openlab Proxy Configuration Service
‘L Agilent OpenLab Shared Services Password:

O Agilent Test Services Central Management
Lk Alloyn Router Service
Lk Apache2.4

hoa e

5 To use additional existing user-created or commercial libraries, they must be in
NIST library format. Many commercial libraries are provided in NIST library
format; any libraries created using NIST MS Search will also be in NIST format.

6 Existing libraries not in NIST library format may be converted using the
Lib2NIST tool which is installed with the NIST libraries. See “Library
Maintenance” on page 56 for details.

7 For libraries which are to be stored and used locally, copy them into the local
library folder designated at installation (C:\NIST20\MSSEARCH by default) on
each Workstation, Workstation Plus, AIC, or Client which should have access to
them.

8 For libraries which are to be utilized on a network share, copy the library to the
network share location. On each Client, AIC, Workstation, or Workstation Plus
which should have access to the library, make a copy of one of the library
linking folders which contains the ALIAS.MSD file pointing to the network
location of a library.
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9 Rename the copied folder to the name of the additional library being mapped.
Edit the ALIAS.MSD file in Notepad to update it to the location of the additional
library. Place the copied folder in the PC'’s local library folder
(C:\NIST20\MSSEARCH by default). Repeat this procedure for each additional
library. Once all libraries have been linked, copy the updated folders containing
the links to the libraries to a location where they can be accessed for
subsequent installations.

» ThisPC » Local Disk (C) » NIST20 » MSSEARCH »

-

MName Date m
ess
mainlib 1/25/2
* -
MyLibrary 1/26/2(
ids o P
* nist_ri 1/25/20
nts A replib 1/25/2(
e arn
» [ SnistmsS 318720
[ Cmb_Wis.sdb 3
f@ CMDLINE 2/20;
o fome  snae view
<« v A [ > Network > olss > MSSEARCH » MyLibrary.HP v 2
Name Date modified Type Siz
s Quick access
[ ALNUMNAM.INU 1/26/2022 5:50 PM INU File
I Desktop *
n [] ALPHANAM.INU 1/26/20225:50 PM INU File
Do o
Documents | = | MyLibrary
[&] Pictures Home Share View
& Music “ 4 |15 ThisPC » Local Disk(C) » NIST20 » MSSEARCH > MyLibrary
B Videos N
Name Date modified
@ OneDrive # Quick access
8 Desic . [ ALIAS.MSD 1/26/2022 557 PM
] esktol
= This PC N P [7] uBSIGN.MSD 1/14/2022 2:00 PM

" ALIAS.MSD - Notepad

File Edit Format View Help
\\olss\mssearch\MyLibrary.HP

Figure 27 Library folder
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10 Copy these linking folders to each Workstation, Workstation Plus, AIC, or Client
which should have access to these libraries.

11 Open CDS Data Analysis and load an MS method. The libraries should now be
available for selection from the drop-down list.

Processing Method
SaaraeT A [ WS Library
Spectra
-+
4 System Suitability
Properties C\NIST20\MSSEARCH\mainlib
Column C\NIST20\MSSEARCH\ MyLibrary
4 M5 Library Search CANIST20\MSSEARCH\nisT_ri
Froperties CAMIST20\MSSEARCH replib
4 Reports
Injection Report
4 Tools
Custom Calculation
Post Processing Plugins hd -
Figure 28 MS Library

12 When searching the libraries in CDS, if the library name does not populate the
library search window or reports generated, open the ALIAS.MSD file within that
library's folder and delete the '\ at the end of the network path.
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Single Citrix/Terminal Server, Libraries Installed

Locally

In this configuration, the AICs must have NIST MS Search and all applicable libraries
installed locally on each AIC, following the instructions in “Standalone Workstation”

on page 6 in order to enable library searching in processing methods which are
executed from data acquisition. It is recommended that libraries and MS Search

should be the same version on all AICs and Citrix/Terminal Servers to ensure that

search results are consistent regardless of where the search is run. Check the

OpenlLab CDS Requirements and supported instruments guide delivered with your

version of OpenlLab CDS for a list of compatible NIST Libraries.

1 Mount the ISO image using a tool such as Daemon.

Drive Tools

Computer . View = Manage

B = v i o == [ Uninstall or change a program
) e o & @
of syl x ¥ -y -

18 System properties

|| Properties Open FRename Map network Add a network = Open Contral

drive location Panel A Manage
Lacation
T [ Thisee v & [ search Thispc

W Downloads w Music
i Favorites

B Desktop

R Downloads i Bt E ok

2 Recent places

<4 Devices and drives (8)

(8 This PC
] 4P T &5 Do
i Network -
. i
ca
e
g =
P s ED-ROM Drive (E:) G1032-60076
?j CD Drive (D) }f’u’ ‘ﬁ O bytes free of 716 ME |
4 Network locations (1)
Figure 29 Example: ISO image mounted as drive E:
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2 Start the installation via Install Application on Remote Desktop.

Search

Everywhere ~
install app| ﬂ

lication on Remote

Server Manager

Control Panel

&

Desktop

Figure 30 Start screen

3 Run theinstallation program from the mounted ISO image.

. R_u_n Ir?étallation_Prdgré[ﬁ- ::'

If this is the comect installation program, click Next. To start

the automatic search again, click Back. To manually
search for the installation program, click Browse.

Open:

|| Browse... |E |

| < Back || Next > || Cancel

Figure 31 Installation program
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The NIST installation wizard opens.

NIST / EPA / NIH Mass Spectral Library (NIS
and AMDIS

= o n= L 2= 5f AmETioT.

Figure 32 Installation wizard

4  Click Next.

NIST/EPA/NIH EI MS and Tandem Library (NIST 20) Setup

This setup program will install on your computer:

NIST # EPA / NIH Mass Spectral Library (NIST 20),
and MIST MS Search Program vZ 4

GC/MS Analysis Program, Automated Mass Spectral Deconvolution and Identification
System (AMDIS) v2.73

It iz strongly recommended that you exit all Windows programs before running this Setup program.

Click Cancel to guit Setup and then close any programs you have running. Click Next to continue
with the Setup program.

Digtributed by the Standard Reference Data Program of the Mational Institute of Standards and
Technology.

Copyright ©2020 by the U.5. Secretary of Commerce on behalf of the United States of America. Al
Rights Reserved.

[ Net- | | Cancel

Figure 33 Setup screen
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5 Accept the license.

NIST/EPA/NIH El MS and Tandem Library (NIST 20) Setup

Terms of Use ‘

The Mational Institute of Standards and Technology (NIST) uses its best efforts to deliver
a high-quality copy of the Database and to verify that the data contained therein have
been selected on the basis of sound scientific judgment. Howewer, NIST makes no
warranties to that effect; and NIST shall not be liable for any damage that may resutt from
emors or omissions in the Database.

No part of this Database may be reproduced, stored in a retrieval system, or transmitted, in
any form or by any means, electronic, mechanical, photocopying, recording, or otherwise,
without the prior written permission of the distributor.

®) | accept Print
()1 do not accept
InstallShield
< Back Next = Cancel
Figure 34 Terms of Use

6 From here, the Typical setup may be selected, or Custom may be chosen in
order to save disk space by skipping libraries which are not needed (for
example, the MS/MS libraries).

NIST/EPA/NIH EI M5 and Tandem Library (NIST 20) Setup X

Setup Type
Select the setup type to install, then click Next.

Please select a setup type.

@ Typical Software will be installed with all the components (about 5600 MB)

() Custom “You may choose the options you want to install and choose folders for the
components. Recommended only for advanced users.

MIST M5 Library Components MNIST MS Software Components
Main Library (EIl) MNIST MS Search Program
Replicate Library (El) AMDIS (GC/MS Analysis)
MS/MS Library M5 Intempreter
GC Method and Rl Library Library Converter
| stallS hield
< Back Next = Cancel

Figure 35 Setup type — Typical
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Or

NIST/EPA/NIH EI MS and Tandem Library (NIST 20) Setup X

Setup Type
Select the setup type to install, then click Next.

Please select a setup type.
O Typical Software will be installed with all the components (about 5600 MB)
(®) Custom You may choose the options you want to install and choose folders for the

components. Recommended only for advanced users.

NIST MS Library Components MNIST MS Software Components
Main Library (EI) MNIST M5 Search Program
Replicate Library (El) AMDIS (GC/MS Analysis)
MS/MS Library MS Interpreter
GC Method and Rl Library Library Converter
InstallS hield
< Back Next > Cancel

Figure 36 Setup type — Custom

7 Specify the folder to install the NIST MS Software (by default it is your local C
drive). Make sure the check box has been selected. Click Next to continue.

NIST/EPA/MIH El MS and Tandem Library (NIST 20) Setup X

Setup will install NIST MS Software in the following folders.

NIST 20 M5 Library and Search Program
Install (5.40GB )

Destination Falder
c\nist20Vmssearch’, B[owsq -

Space Required: 542 GB Available on C: 164 GB
GC/MS Analysis Program (AMDIS)
Ingtall (25.6 MB )

Destination Folder

c\nist20\amdis 32, Browse...
Space Required: h42GB Available on C: 164 GB
[] Subtract space to be overwrtten Bz Back Concel

Figure 37 Installation folder screen
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8 Click Yes to confirm the creation of the new folder for the NIST MS Search
Program.

Confirm Mew Felder

You have entered the following folder specification:

CANIST20\MSSEARCHY

This folder does not exist. Should Setup create it for you?

Yes . No

Figure 38 Folder confirmation

9 Click Yes to confirm the creation of the new folder for the GC/MS Analysis
Program (AMDIS).

Confirm Mew Felder

‘You have entered the following folder specification:

CANIST200AMDIS 32

This folder does not exist. Should Setup create it for you?

Figure 39 Folder confirmation
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10 Select the program folder where the NIST shortcuts will be placed, then click
Next.

NIST/EPA/MIH EIl MS and Tandem Library (NIST 20) Setup

Select Program Folder

Flease select a program foldar.

Setup will add program icons to the Program Faolder listed below. You may type a new folder
name, or select one from the existing folders list. Click Mext to continue.

Program Folder:

Existing Folders:

by
Acceszones
Adrninistrative Tools

Agilent MagsHunter GCMS Acguisition
Aagilent Techhologies

HP
HF Help and Support he
< Back Cancel
Figure 40 Program folder selection

11 Click Next to confirm the installation summary.

NIST/EPA/MIH El MS and Tandem Library (NIST 20) Setup

Start Copying Files
Review settings before copying files.

Setup has enouah infarmation ta start copwing the programm files. |F you want ta review or

change any zettings, click Back. If you are satizfied with the settings, click Next to begin
copying files.

Current Settings:

Typical Setup will ingtall all the components:

MIST M5 Search Program 168 MB > cinigt20hmzszearch

MIST 20 Main M5 Library 742 MB -» chvnist2Dhmsseanchimainlib

MIST 20 Replicates Library 372 MB > cinist20hmssearchireplib

MIST 20 MS/MS HiRes Librany 306 GE -» c:hnist20%mssearchih_msms_nist
MIST 20 MS/MS LoRes Library B02 MB > cnist20hmezearchhl_mems_nist
MIST 20 MS/MS APCI Library 11.8 MB > cvnist208mssearchhapci_msms_nist

MIST 20 M55 Biopep Libram 456 MB > chnist20hmezearchhbiopep_mems_niz
MHIST 20 Rl Library 518 MB -» o \nist20%masearchinist_ri

<

L

>

< Back Cancel

Figure 41 Installation summary
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12 After installation, click OK to close the wizard.

NIST/EPA/NIH EI MS and Tandem Library (NIST 20) Setup X

0 The setup is complete

Figure 42 Confirmation window

13 To use additional existing user-created or commercial libraries, they must be in
NIST library format, and they should be copied to the local NIST library location
(C:\ANIST20\MSSEARCH by default).

| C:ANIST20\MSSEARCH ~ |

L MName

55
mainlib
MyLibrary

ds S
nist_ri

s replib

Processing Method

MS Library
Spectra
= +

A System Suitability

Properties C:\NIST20\MSSEARCH\mainlib

Column C:\NIST20\MSSEARCH\MyLibrary
4 M5 Library Search CANIST20\MSSEARCH\ nist_ri

FEEETIEE CA\NIST20\MSSEARCH\replib
4 Reports

Injection Report
4 Tools

Custom Calculation

Post Processing Plugins e

Figure 43 MS library

14 Libraries may be converted to NIST format using the Lib2NIST tool which is
installed by default when the NIST installer is run. See “Library Maintenance” on
page 56 for more information.

15 Publish the application from Citrix/Terminal Server setup.
16 From a thin client, access the Citrix/Terminal Server published link.
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Multiple Citrix/Terminal Servers, Shared Libraries

In this configuration, the AICs will need to have NIST MS Search installed locally on
each AIC. Libraries may be installed locally on each AIC (as in “Standalone
Workstation” on page 6), or they may link to libraries on a network share as
described in “On a Network Shared Drive” on page 14, in order to enable library
searching in processing methods which are executed from data acquisition. It is
recommended that libraries and MS Search should be the same version on all AICs
and Citrix/Terminal Servers to ensure that search results are consistent regardless
of where the search is run. Check the OpenLab CDS Requirements and supported
instruments guide delivered with your version of OpenlLab CDS for a list of
compatible NIST Libraries.

MS Search and the link to the shared libraries needs to be installed locally on each
Citrix/Terminal Server. Repeat this process for each Citrix/Terminal Server.
1 First, create and configure the network shared drive.

a Share the folder containing the libraries with Everyone (Full Control).

MSSEARCH 1272

21 5:29PM  File folder

I "~ Tile folder
I ile folder
| General Shaing Secutty -~ B
I

Network File and Folder Shg

El¢ Shi =235 Permissions for MSSEARCH
are. .
Oy Add
Share Permissions
Advanced Sharing Limit the number
Group or user names:
Set custom pemissions, cre
advanced sharng oz Comments:
) Advanced Sharing
Permissions
Add Remove
Permissions for Everyone Allow Deny
Full Control ]
Change 0
Read O
OK Cancel

Figure 44

MS5EARCH
Shared

MNetwori Path:
Olss\mssearch

Share this folder
Settings

Share name:

Share permissions settings
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b Ifitis necessary to limit the ability to modify the libraries to specific users
or user groups, this should be done at the file level using the Security tab,
not via the permissions on the Sharing tab. These Security settings can be
inherited to every library within the shared folder, or they can be applied to
individual libraries, as needed.

Commercial NIST libraries cannot be user edited.

MSSEARCH Properties X MSSEARCH Properties *
General Sharing Securty Previous Versions Customize General Sharing Secunty  Previous Versions Customize
Object name:  C:\MSSEARCH Object name:  C:AMSSEARCH
Group or user names: Group or user names:
R - 88, CREATOR OWNER ~
S8 CREATOR OWNER SR SYSTEM
S SYSTEM " Library Admins (OLCDS\Library Admins)
B2 | ihrans BAmine i1 1S4 thrane 8dmine) A o —— v
< > < >
To change permissions. click Edit E;'Edit.. To change pemissions, click Edt. E;Edrt
Pemissions for Everyone Allow Deny Pemissions for Library Admins Allow Deny
Full contral K Full cortrol v &
Madify Madify v
Read & execute v Read & execute v
List folder contents v List folder contents v
Read v Read v
White v Wiite v v
For special permissions or advanced settings, =] For special permissions or advanced settings, Sberem
click Advanced click Advanced.
Cancel Apply Cancel Apply

Figure 45 MSSEARCH properties

¢ Inthis example, a domain group was created called Library Admins. Any
user in the Library Admins group has permissions to modify the libraries in
the shared MSSEARCH folder. Any other user not in the Library Admins
group can search (view) the libraries but cannot modify them.

See the Modifying Libraries sections in “Library Maintenance” on page 56
for more information.

2 Copy any existing user-created libraries in NIST format (use the Lib2NIST
conversion tool if needed) to the share — see step 2 in “On a Network Shared
Drive”. If libraries exist which need to be converted, but the Lib2NIST tool has
not yet been installed, they can be added later.

3 NIST's MS Search program (installed as part of the NIST20 installation) must
be installed on every Workstation, Workstation Plus, Client, and AIC which will
perform library searching. MS Search does not need to be installed on the
server hosting the share, although it can be to allow local use of the libraries on
the server.
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Installation on Citrix/Terminal Servers

Proceed with the installation of the NIST software on each Citrix/Terminal Server:
1 Mount the ISO image using a tool such as Daemon.

R . DrveTools L THISPC - E'__
“ Computer  View | Manage L7}
s i o f e [l Uninstall or change a pragram
Lagf = = - g a 18 System properties
Properties Open Rename = Map network Add a network | Open Contral
drive ~ location Panel i Manage
+ [y Thisec » v e ‘ [ Search This PC r)
B Downlozds a»; Music %
¢ Favorites !

B Desktop
& Downloads

'R‘ Pictures

4 Devices and drives (8)

E Videos

%l Recent places

18 This PC i )
S Tm <3 Donsmm=
€ Network - e
S = 5 Fonmmms
- -
) - gg  LosalDisk@) i
i 4 BD-ROM Drive (E) 61033-60076
% 7 cD Drive (D) | §850 S 0 bytes free of 716 ME
4 Network locations (1)
Figure 46 Example: ISO image mounted as drive E:

2 Start the installation via Install Application on Remote Desktop.

Search

Everywhere

- jon on Remote

Figure 47 Start screen
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3 Runtheinstallation program from the mounted ISO image.

If this is the comect installation program, click Mext. To start
the automatic search again, click Back. To manually
search for the installation program, click. Browse.

Open:

Eesupes b

Figure 48 Installation program window

The NIST installation wizard opens.

NIST / EPA / NIH Mass Spectral Library {
and AMDIS

Figure 49 Installation wizard
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4  Click Next.

MNIST/EPA/NIH El MS and Tandern Library (MNIST 20) Setup

Thig setup program will install on your computer:

NIST / EPA / NIH Mass Spectral Library (NIST 20),
and NIST MS Search Program v2.4

GC/MS Analysis Program, Automated Mass Spectral Deconvolution and Identification
System (AMDIS) w273

It iz strongly recommended that you exit all Windows programs before running this Setup program.

Click Cancel to guit Setup and then close any programs you have running. Click Mext to continue
with the Setup program.

Digtributed by the Standand Reference Data Program of the Mational Institute of Standards and
Technology.

Copyright ©2020 by the U.5. Secretary of Commerce on behalf of the United States of America. Al
Rights Reserved.

Net= | | Cancel

Figure 50 Setup window

5 Accept the license.

NIST/EPA/NIH El M5 and Tandem Library (NIST 20} Setup

Terms of Use % ‘

The Mational Institute of Standards and Technalogy (NIST) uses its best efforts to deliver
a high-quality copy of the Database and to verify that the data contained therein have
been selected on the basis of sound scientific judgment. However, NIST makes no
warranties to that effect; and NIST shall not be liable for any damage that may result from
efmors or omissions in the Database.

Mo part of this Database may be reproduced, stored in a retrieval system, or transmitted. in
any form or by any meanz, electronic, mechanical, photocopying, recording, or otherwise,
without the prior written pemission of the distributor.

®) | accept Print
(7)1 do not accept
InztallSkield
< Back Next > Cancel
Figure 51 Terms of use
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Installation

6 Choose the setup type Custom.

MNIST/EPA/NIH El M5 and Tandem Library (MIST 20) Setup x

Setup Type
Select the setup type to install, then click MNext.

Please select a setup type.

o Typical Software will be installed with all the components (about 5600 MEB)

(®) Custom ‘You may choose the options you want to install and choose folders for the
components. Recommended only for advanced users.

MNIST M5 Library Components NIST MS Software Components
Main Library (EI) NIST MS Search Program
Replicate Library (El) AMDIS (GC/MS Analysis)
MS/MS Library M5 Interpreter
GC Method and Rl Library Library Converter
IrstallS hield
< Back Mext > Cancel

Figure 52 Setup type — Custom

7 The NIST MS/MS libraries may be deselected in order to save disk space, if
desired.

Select MIST 20 M5 Components to Install

Select the components you want to install. clear the
components you do not want to install.

NIST MS Search Program

MS Interpretation Pragram
GC/MS Analysis Program - AMDIS
NIST 20 MS Libraries

[ NIST MS/M3 Libraries

Description

Performs search and retrieval of compounds and their mass spectra in NIST 20 MS
Library and user MS libraries. Can be runi from AMDIS, ChemStation or other applications.

Select Al Clear Al

< Back MNext = Cancel

Figure 53 Component selection window
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Installation

8 Specify the folder to install the NIST MS Search software (by default it is your
local C drive — this must be installed on a local drive). Make sure the check box
has been selected. Click Next to continue.

MNIST/EPA/NIH El MS and Tandem Library (NIST 20) Setup X

Setup will install NIST 20 MS Search Program in the following
folder.

To install to this folder, make sure the check box below has been selected
and click Next.

To install to a different folder, click Browse and select another folder.

Install MIST 20 MS Search Program (20.8 MB )
Destination Folder

c:'nist20'mssearch’, Browse...
Space Required: 2083 MB Available on C: 13.0GB
[] Subtract space to be overwritten < Back Next > T
Figure 54 Installation folder selection

9 Click Yes to confirm the creation of the new folder for the NIST MS Search
Program.

Confirm MNew Folder

You have entered the following folder specification:
CANIST20WMSSEARCH™

This folder does nat exist. Should Setup create it for you?

Yes ' No

Figure 55 Confirmation window
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Installation

10 For the first installation of the NIST libraries ONLY:

For subsequent installations, skip to

step 11.

a Browse to or type the location of the network share as the installation path

of the NIST 20 Main Library and all other NIST libraries which are to be

installed.

NIST/EPA/MIH El MS and Tandem Library (NIST 20) Setup

Setup will install NIST 20 MS Library in the following folders.

NIST 20 Main Library Options
Install (742 MB )

Destination Folder

“Molss‘masearch\mainlib / Browse...
Space Reqy Choose Folder / s
NIST 20 R
Install | Please select the installation folder.
Desti | =
e | Browse...
Directories: =
Space Reqy S = Da= ) "
~ O This PC
[] Subtract o » * Downloads |: Cancel
» [ Desktop
5> il 3D Objects
> Documents
> J'ﬂ Music
» B videos N

Figure 56

Folder selection
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Installation

b If the installer locates the other libraries on the network share, you may link
(not copy) to them - but if they are not found, this can be done later.

MNIST/EPA/NIH EI M5 and Tandem Library (MIST 20) Setup

To connect your user M5 libraries to the MS Search Program select
libraries from the list below. then select Copy or Link.

To locate uzer MS libraries on pour computer click "'Search for User Librares' button, Click Mexst
to continue.

Selected Uszer libs action
(O Copy (@ Link 0 libraries Search for User Librariez

Link, - zoftware will access user MS libraries at their current location.

Space Required: 24 4 MB Available on C: 268 GB

] 5ubtract space to be ovensritten < Back Cancel

Figure 57 MS libraries connections
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Installation

¢ The MS Interpretation Program and AMDIS may be installed if desired; they
should be installed locally.

NIST/EPA/NIH EI MS and Tandem Library (NIST 20) Setup

Setup will install MS Interpretation Program in the following
folder.

Ta install to this folder, make sure the check box below has been selected
and click Next.

To install to a different folder, click Browse and select ancther folder.

Install MS Interpretation Program (3.67 MB )
Destination Folder
cnist20hmssearcht Browse...

Space Required: 244 MB Awailable on C: 13.0GB

[] Subtract space to be overwritten ¢ Back Next = Cancel

Select AMDIS Compaonents

Select Features
Select the features setup will install.

Select GC/MS Analysis Program - AMDIS components you want to install, clear the
companents you do not want to install
AMDIS Program Files 20 K
Tutorial 3696 K Data Filzs 80K
Libraries 5836 K
Description
Application files needed to run AMDIS
Destination Folder
c:hnist20%amdis32% Browse...
Space Required: 50.1 MB Awailable on C: 13.0GB
[ Subtract space to be overwritten < Back Next > Cancel

Figure 58 Feature selection
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Installation

d Select a program folder for program icons.

NIST/EPA/MIH EI MS and Tandem Library (NIST 20) Setup

Select Program Folder

Flease zelect a pragram falder.

Setup will add pragram icons to the Program Folder listed below. ou may type a new folder
name, or select one from the existing folders list. Click Mext to continue.

M
Accessones
Administrative Tools

Agilent b azzHunter Report Builder
Agilent Technologies
Maintenance

Startlp

< Back Cancel

Figure 59 Program folder selection

e Theinstallation settings should be as follows:

NIST/EPA/NIH EI M5 and Tandern Library (NIST 20) Setup

Start Copying Files

Review setings before copying files.

Setup has enough information to start copying the program files. [f pou want to review or

change any settings, click Back. |f you are satisfied with the settings. click Mest to begin
copying files.

Current Settings:

Cusztom Setup will install the components you selected: -~
MHIST M5 Search Program 168 MEB -» onisgt20hmesearch
MIST 20 Main M5 Library 742 MB -> \\olzs\mszearchimainlib
MHIST 20 Replicates Library — 37.2 MB - \haolss\mzsearchiyreplib
MIST 20 Rl Library 518 MB -> Maolsshmesearchnizt_n
LIE2ZMIST Corwerter 3.93 ME -> cihnist20%mszeanch
WS Interpretation Program 3,67 MEB -» \nigt208mesearch
GLMS Analyzis Program 256 MB -> izt 20hamdiz32
]

< Back Cancel

Figure 60 Installation settings
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Installation

f Complete the installer. NIST MS Search is now installed. The NIST libraries
selected have installed on the network share drive. They have also installed
links to the shared libraries on the local machine:

This PC > Local Disk (Cz) » NIST20 > MSSEARCH v O 0O Search MSSEARCH
Name Date modiied Tpe Size
. mainlib 1714/2022 2:00 PM File folder
st 1 11472022200 PM File folder
* replib 1/14/2022 2:00 PM File folder
A sn
| = | mainiib - o X
o
Bam Home  share  view -0
8 co 4[]« MSSEARCH » mainlib v ® P Searchmainiib
[ o .
[ ant A Name Date modified Type Size
@ em L [Daussuso 1/14£2022 2:00 P MSD File
@ cita (] UBsIGN.MSD 1/1472022 2:00 P MSD File
@ Fragt s
0 6l s *
Do ow ) ] ALIASMSD - Notepad
ictures
[ vt File Edt Fomat View Help
M
[ inp & Muic N\olss\mssearch\mainlib\
B Videos
B iib2r
[F Lib2l @ OneDrive
=
8 5 This PC
Guce
[IMS|  m Data ol
[IMSI Zitems  1item selected 26 bytes
) msichial 3557080 TR PN
Ln1,Col 1 100%  Windows (CRLF) __ UTF-6

Figure 61 NIST libraries

g Thislink, via the ALIAS.MSD file is how both CDS Data Analysis and MS
Search find the libraries on the network share. It may be edited from a plain
text editor like Notepad.
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Installation

On the first installation of the NIST libraries, when the link files are created, the
installer will create the network path with a final \" at the end. This '\’ must be
removed for CDS to read the name of the library correctly. In the above example, the
file will need to be edited so the path reads: \\olss\mssearch\mainlib. If this is not
done, the library name will be empty in CDS data analysis and on generated reports:

MS Lib Search Results
Compound Name Match Score Reverse Match Score Probability % Library Name AS # NIST #
Naphthalene-D8 890 892 S1%5 1146-65-2

ALIAS.MSD reads \\olss\mssearch\mainlib\

) ALIAS.MSD - Notepad

File Edit Format View Help
\\olss\mssear‘ch\maimlib|

MS Lib Search Results
Compound Name Match Score Reverse Match Score Probability % Library Name AS & NIST #
Naphthalene-D8 890 B892 1R mainlib 1146-65-2

ALIAS.MSD reads \\olss\mssearch\mainlib

h  All ALIAS.MSD files generated by the installer should be updated to remove
the final '\" and saved. Copies of all the linking folders — containing
ALIAS.MSD and LIBSIGN.MSD - should also be placed in a location which
can be accessed during all future NIST library installations.
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Installation

11 For all additional installations of the NIST libraries:

a Once the first connection to the shared libraries has been created, all
additional Citrix/Terminal Servers should be installed as follows.

b Runthe NIST installer as above. Choose the Custom installation.

NIST/EPA/MIH El M5 and Tandem Library (NIST 20) Setup X

Setup Type
Select the setup type to install, then click Mext.

Flease select a setup type.
) Typical Software will be installed with all the components (about 5600 MB)
(® Custom ‘You may choose the options you want to install and choose folders for the

components. Recommended only for advanced users.

NIST M5 Library Components NIST MS Software Components
Main Library (El) NIST MS Search Program
Replicate Library (El} AMDIS {GC/MS Analysis)
MS./MS Librany MS Interpreter
GC Method and RI Librany Library Converter
InstallS hield
< Back Next > Cancel

Figure 62 Setup Type — Custom

¢ Deselect the NIST libraries so they are not installed.

Select MIST 20 MS Components to Install x

Select the components you want to install. clear the
components you do not want to install .

NIST M3 Search Program

M5 Interpretation Program
GCAMS Analysis Program - AMDIS
W MNIST 20 M5 Libraries

[ NIST MS/MS Libraries

Description

NIST Standard Reference Database 1A: MNIST/EPA/NIH Mass Spectral Library (NIST
20). k contains 350,643 El Mass Spectra of 306.869 compounds with 306,366 chemical
structures.

Select Al Clear Al

< Back Mext = Cancel

Figure 63 Component selection screen

OpenLab CDS Setup and Configuration of MS Library Search

52



Installation

d Install the NIST MS Search program locally (default is on the local C: drive).

e Theinstaller will pop up a warning about not finding the main and
replicates libraries — select Yes to continue without them.

Specify Main M5 Library Location x

You have requested to install the NIST MS Search Program.

You X
Question
Here
to link
The Main M5 Library has not been found in the specified
folder.
You may choose another folder,
or continue without the Main M5 Library, Continue without
the Main M5 Library?
Mai
Yes Mo :|
< Back Nest = Cancel

Figure 64 Warning pop-up

f Unless locally installed libraries are intended to be used along with libraries
on a network share, do not select any libraries to link or copy on the next
installer screen.

MIST/EPA/NIH EI M5 and Tandem Library (MIST 20) Setup X

To connect your user M5 libraries to the M5 Search Program select
libraries from the list below, then zelect Copy or Link.

To locate user MS libraries on wour computer click "Search for User Libraries” button. Click Mest
ta continue.

Selected User libs action
(®) Copy () Link 0 libraries Search for User Libraries

Copy - another copy of selected uzer MS libraries will be made. Old copies will not be used by
the newly installed software.

Space Required: 208 ME Available on C: 277 GB
[] Subtract space to be ovenwritten P e

Figure 65 Library selection screen
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Installation

Click through the rest of the prompts and complete the installer.

Navigate to the network location where the copies of the library link folders
are saved, from step 10h above. Copy these folders into the
C:\NIST20\MSSEARCH folder (or the local folder where MS Search was
installed).

» ThisPC » Local Disk (C:) » MNIST20 » MSSEARCH »

MName [

mainlib

nist_ri

replib
s

Figure 66 Library link folders

i  These folders contain the ALIAS.MSD file, which points to the network
location of the library.

» ThisPC » Local Disk (&) » NIST20 » MSSEARCH > mainlib

~
Name Date modified

|| ALIAS.MSD 17714720,
| ] LIBSIGM.MSD 1/14720.

| ALIAS.MSD - Motepad
File Edit Format View Help

h\olss\mssearch\mainlib

Figure 67 ALIAS.MSD
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Installation

12 To use additional existing user-created or commercial libraries, they must be in
NIST library format, and they should be copied to the shared NIST library
location. See “Library Maintenance” on page 56 for details.

13 Ensure permissions for the additional library on the network share are set as in
step 1a.

14 Make a copy of one of the “shortcut” folders created above, containing
ALIAS.MSD and LIBSIGN.MSD. Rename this copied folder with the name of the
additional library. Modify ALIAS.MSD to reflect the path of the additional library.
Be sure not to include a final "\'. Place this copied folder on each Citrix/Terminal
Server which will need access to the library.

» ThisPC » Local Disk (C:) » NIST20 » MSSEARCH » Mylibrary2

-~

G Mame Date modified
| | ALIAS.MSD 2/22/2022 3:21 Ph
|| LIBSIGM.MSD 12/15/2021 6:00 P

| ALIAS.MSD - Notepad

File Edit Format View Help
\\olssymssearchymylibrary2

Figure 68 ALIAS.MSD

15 Publish the application from Citrix/Terminal Server setup.
16 From a thin client, access the Citrix/Terminal Server published link.
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5 Library Maintenance

To Modify or Create a Library

e Use NIST's MS Search program. Libraries cannot be created or modified from
within Openlab CDS.

e Instructions for MS Search can be found in the MS Search Manual and Quick
Start Guides and in the help file in MS Search. The Manual and Quick Start
Guide can be launched from the start menu on a system with NIST MS Search
installed.

N
- NIST Mass Spectral Database
n A very quick guide to using AMDIS
B’ AMDIS Help
B AMDIS Manual (pdf
" AMDIS 32
Connect NIST MS software

El & Tandem Library Users (pdf)

+

Lib2NIST Converter

[
2

M5 Interpreter

MS Search v.2.4

L

=
2

M5 Search v.2.4 Manual (pdf}

5 @
|

Quick Start MS Search (pdf)

Read Me AMDIS

B

Read Me Lib2MNIST

e

Read Me M5 Search

Tandem Library Use (pdf)

G
I3

I

£ Type here to search

Figure 69 MS Search manual
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Library Maintenance

To Modify a Library in a Shared Configuration

e The NIST commercial libraries are not user editable.
o The network share on which the library resides must be set to full control for

MSSEARCH 12/29/. '9PM  File folder
| — il folder
I ile folder
| General Shaing Securty ™ - [
]
| Network File and Folder Sha
| MSSEARCH [ share this folder
Shared
| Settings
\ Network Path Share name:
\\Olss\mssearch
[E¢ - [-ZEE T Permissions for MSSEARCH X
e
{ Add R
4 Share Pemmissions
Advanced Sharing Limit the number
Group or user names
Set custom permissions, cre. —‘
advanced shamg cplions. | Comments:
) Advanced Sharing
Permissions
Add. Remove
Permissions for Everyane Allow Deny
Ful Cortrol O
Change 0
Read O
0K Cancel
Cancel poly
Figure 70 Permission settings
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Library Maintenance

e The currently logged in user must have permissions to modify and write under
Security tab for each library to be edited. This may be inherited from the share
folder, or it may be set for each individual library. In the below example, only
members of the Library Admins group can modify the libraries.

MSSEARCH Properties x MSSEARCH Properties X
General Sharing Securty Previous Versions Customize General Sharing Secuity Previous Viersions  Customize
Object name:  C\MSSEARCH Object name:  CAMSSEARCH
Group or user names: Group or user names:
A 82 CREATOR OWNER a
S8 CREATOR OWMNER R SYSTEM
B2 SYSTEM Library Admins (OLCDS \Library Admins)
B2 | durane Sedmine #0 FTICU ihrans Armine e | Jrr—r——" v
< > < >
To change permissions, click Edit Edt... To change pemissions, click Edit. k...
Pemissions for Everyone Allow Deny Pemmissions for Library Admins Allow Deny
Full control o Full control v i
Modify Modify v
Read 4 execute v Read & execute v
List folder contents v List folder contents vy
Read v Read v
Write: v Write v W
For special permissions or advanced settings, For special permissions or advanced settings,
click Advanced Advemiced click Advanced. dvaniced
=u] =u]

Figure 71 Security tab

* Noone else can be connected to the library:

All instances of CDS Data Analysis which have been used to perform a
search of that library must be closed.

All copies of MS Search which are connected to the library will either need
to be closed, or they must be used to add an entry to a different library to
“disconnect” them from the library which is to be edited.

All running and queued sequences which use processing methods which
perform library searches must be completed.

It is recommended to schedule a Library Maintenance timeframe when all
users disconnect from the library for updates to be performed.
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Library Maintenance

To Create a New Shared Library

1 Create the new library locally on a Workstation, Workstation Plus, or Client from
within MS Search.

2 Copy the library folder to the network share and set the permissions as above
(shared with full control for Everyone; limit who has access to modify the library
using the Security tab).

3 Create the link folder containing ALIAS.MSD and LIBSIGN.MSD, modify

ALIAS.MSD to point to the new library, and copy the link folder to each Client,
Workstation, Workstation Plus, or AIC which should have access.

To Convert an Existing Library to NIST Format

The Lib2NIST tool may be used. It is installed automatically when the NIST
commercial libraries are installed. Alternately, it may be downloaded from the NIST
website.
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Library Maintenance

-

Mowies 8 TV Productivity

N

. NIST Mass Spectral Database
MNew

A very quick guide to using AMDIS
AMDIS Help

AMDIS Manual {pdf)

1 AMDIS_32

Connect MIST MS software

El & Tandem Library Users (pdf)

Lib2MIST Converter

MS Interpreter

MS Search v.2.4

MS Search v.2.4 Manual (pdf)
Quick Start M3 Search (pdf)

Read Me AMDIS

Read Me Lib2NIST

Read Me M3 Search

Tandem Libhran: |lce (ndfl

L [lype here to search

Figure 72 Lib2NIST Converter
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Library Maintenance

1 Launch the Lib2NIST tool. Navigate to and select the library to be converted.

Convert M5 Libraries or Datafiles to NIST or HP JCAMP Format —

Outpy Drives: Path:
|g 0 j |D:\Librany®

X
MIST gefect Input M5 Library or Datafile J

~Inpy

iy

L 18 IHP Lib (".L), Text (".SDF, “.M3P), NIST Lib{".") LI Open I Cancel |

Add Input Libraries Files Convert | Exit |
Figure 73 Library selection
2 Select the NIST output format and the output folder.
Convert M5 Libraries or Datafiles to NIST or HP JCAMP Format — X
MIST Library I C:\NIST20\MSSEARCH J
Output | C:\NIST20\MSSEARCH J
—Input Libraries or Text Files ——————— ~NIST MS User Libraries
How to Produce Qutput Qutput Format
Options | lse subset [ Define Subset MIST M5 Library
Add Input Libraries/Files | Convert | Exit |

Figure 74 Output format and folder
3 The program will convert the libraries and copy them to the specified Output

location; be sure this is the same location where the NIST libraries were
installed so that CDS and MS Search finds the newly converted libraries.
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6 Use of MS Libraries Within OpenLab CDS

In order to use MS libraries, you must reference these libraries in a processing
method.

1 Loginto OpenLab CDS and start Data Analysis.
2 Create a new MS processing method.

Create New Processing Method
Create New Processing Method

Select method configuration
GC/LC Area Percent Ms

GC/LC Norm Percent This methad configuration supports;
- Integration & Area%/Height% calculation

i GC/LC Quantitative: - Signal alignment
5 - Blank subtraction for GC, LC, A/D data
30UV Quantiative - Chromatogram extraction
is - Manual MS spectrs extraction
- Compound identification
LC/Ms sample Purity - Calibration
- UV Impurity check & spectra cenfirmation

- M Liorary sesrch

- System Suitability

- Custom Calculation

- Post Processing Plugins
- Reporting

‘ Create method H Cancel

Figure 75 Processing method creation screen

3 Under MS Library Search > Properties, enter the common shared library paths,
and click the + icon to add the libraries. For details, search for “Use the MS
library search” in OpenlLab Help and Learning.

Processing Method

T A MsLibrary

p Sy:tpe:t;aunabilny CANIST20\MSSEARCH\nist_ri v
Properties CANIST204\MSSEARCH\mainlib
Column CANIST20\MSSEARCH\MyLibrary

4 M5 Library Search
Properties

4 Reporis

Injection Report
4 Tools

Custom Calculation

Figure 76 MS library properties
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Use of MS Libraries Within OpenLab CDS

4 Save the processing method.
5 Load MS data and link it to the prepared processing method.

6 For details on performing an MS Library search, refer to OpenlLab Help and
Learning.
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In This Book

This manual describes the installation and
configuration of the NIST library framework
within standalone, client/server, and
Citrix/Terminal Server OpenlLab CDS setups. It
also discusses the use and management of other
commercial and user-created libraries with
OpenLab CDS MS library search.
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