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PUBLISHER'S NOTE

For over 45 years, John Wiley and Sons and Wiley-VCH have worked with the world’s leading researchers
and practitioners to deliver the spectral libraries scientists have come to rely on.

The Wiley Registry/NIST combination library is consistently the most important tool available to the
modern laboratory for the identification of global unknowns. Its breadth and scope guarantee the
highest likelihood of identifying global unknown compounds. Containing the complete de-duplicated
Wiley Registry 12th Edition and the latest 2020 update of the complete NIST El and MSMS libraries, the
Wiley Registry/NIST combination library provides the most up-to-date software and spectra available.
The Wiley Registry 12th Edition/NIST 2020 library contains over 1 million mass spectra collected by the
NIST Mass Spectrometry Data Center and Wiley Science Solutions.

COMPOUND SEARCH

Address: http://www.compoundsearch.com

Compound Search is a free web-based database that provides free instant access to the latest
compounds covered by Wiley spectral libraries.
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CONTACT INFORMATION

Editorial Correspondence

Wiley welcomes contributions of spectra for compounds, especially novel compounds not presently
covered in the spectral library. Wiley can handle data in any machine-readable format. Data submissions,
editorial notes, and corrections should be sent to the address below:

Wiley Science Solutions

c/o John Wiley & Sons, Inc.

111 River Street

Hoboken, NJ 07030-5774 USA

Telephone: +1-201-748-6000

Fax: +1-201-748-8888

Email: dbinquiry@wiley.com

Website: https://sciencesolutions.wiley.com/

Customer Care

Customer care is available online or through correspondence at:

Customer Care Center - Consumer Accounts
10475 Crosspoint Blvd.

Indianapolis, IN 46256 USA
https://support.wiley.com/s/

COMPLIANCE

Products manufactured by WTS are in compliance with Directive 2011/65/EU of the European Parliament
and of the Council of 8 June 2011 on the restriction of the use of certain hazardous substances in
electrical and electronic equipment (also known as “RoHS Recast”). In addition, this declaration of
conformity is issued under the sole responsibility of WTS. Specifically, products manufactured do not
contain the substances listed in the table below in concentrations greater than the listed maximum value.

Substance Maximum Limit (ppm)
Lead (Pb) 1000
Cadmium (Cd) 100
Mercury (Hg) 1000
Hexavalent Chromium (Cr6+) 1000
Poly Brominated Biphenyls (PBB) 1000
Poly Brominated Diphenyl ethers (PBDE) 1000
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GETTING STARTED

Hardware and Software Recommendations

. Operating System: Microsoft Windows (Windows 10 recommended)
. CPU: AMD or Intel processor, preferably multiple core

. Software: 32-bit or 64-bit software

. Memory: At least 2GB

. Disk Space: At least 2GB free space

The library is provided in multiple formats, but is not supplied with manufacturer software. Mass
spectrometry software should be installed prior to installing the mass spectrometry library, in any format.

If you have questions about the format of the database or need to order a replacement, please contact
Wiley Customer Care at https://support.wiley.com/s/.

Registration Code

A registration code accompanies the packaging provided with the flash drive. This database may be
installed on only one machine.

License

Unless specified otherwise in writing, this product is sold as a single computer license (for the avoidance
of doubt, not networked). Multiple license and network licenses are available. For additional licenses,
please contact your sales representative or e-mail dbinquiry@wiley.com.

Help keep the cost of libraries down by reporting all copyright and license violations to the publisher at
dbinquiry@wiley.com.
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COMPATIBILITY

Wiley has provided you with a selection of native manufacturer formats to aid you in your installation.
Please consult your software manufacturer's documentation and customer support before contacting
Wiley Customer Support. This flash drive contains the following manufacturer formats:

. Agilent ChemStation

. Agilent MassHunter

. NIST MS Search

. PerkinElmer TurboMass
. Shimadzu GCMSsolution
. Thermo Xcalibur™

. Waters MassLynx

DIRECTORY ASSISTANCE

The table below lists the format, installation file, and their default target directory. If two directories are
listed, the first directory is for the spectral data files, the second directory is for the structure files. If one
directory is listed, all spectra and structure files are installed into that directory. All installations allow a

manual override of the default directory path.

Format Installation File Default Directory

ChemStation SetupW12N20ChemStation.exe | C:\Database\{libraryname}\{filename}
MassHunter SetupW12N20MassHunter.exe | C:\MassHunter\Library\{libraryname}\{filename}
MS Search SetupW12N20MSSearch.exe C:\NIST20\MSSEARCH\{libraryname}\{filename}
TurboMass SetupW12N20TurboMass.exe C:\TurboMass\ldendb\{libraryname}\{filename}

C:\TurboMass\Idendb\STRUCTDB\{libraryname}\{filename}

GCMSsolution | SetupW12N20GCMS- C:\GCMSsolution\Library\{libraryname}\{filename}
Solution.exe

Xcalibur SetupW12N20Xcalibur.exe C:\ProgramFiles\NISTMS\MSSearch\{libraryname}\{filename}

MassLynx SetupW12N20MassLynx.exe C:\MassLynx\ldendb\{libraryname}\{filename}

C:\MassLynx\Idendb\STRUCTDB\{libraryname}\{filename}

*Installations will include download of a minimum of four {libraryname}: W12N20main, W12N20rep,
W12N20leg, W12N20Iq

4. WILEY




QUICK-START

1. Registration Code: After reading the EULA, enter the Registration Code found on the Certificate
of Authenticity provided and begin installation.

2. Computer ID: The installation program will combine the Registration Code with unique
information from your computer to generate a unique Computer ID. If the computer is attached to
the internet, the installer can automatically register your computer and provide a Registration
Code. If the computer is not attached to the internet, follow procedure 2a or 2b below to manually
register your installation.

a. Computer ID - No direct internet: Note the Computer ID and Registration Code and go to
https://www.wileyptmediareg.com/Activation and follow the on-screen instructions. Note
the resulting Activation Code and use it to complete on-screen installation prompts on the
computer.

b. Computer ID - No internet: Contact Wiley Customer Support at
https://support.wiley.com/s/ or by telephone at (877) 762-2974.

3. Installation: Please note installation requires the Registration Code that accompanied your
packaging. Install the formats you wish to use on a single computer, following the on-screen
prompts to “run” the installer. N.B.: For Chrome and Firefox browsers, copy the install file onto a
temporary directory. The installer requires RegistrationProcess.dll. Please copy the installer and
dil into one directory and activate the installer.

Customer Care Center - Consumer Accounts

10475 Crosspoint Blvd.
Indianapolis, IN 46256 USA

5. WILEY
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STEP-BY-STEP INSTALLATION

*

This installation process mirrors installation on the NIST MS Search software.

A Registration Code will accompany the
packaging provided with your flash drive. If
your provided code does not work or your
flash drive is not accompanied by a
Registration Code, alert Wiley Customer
Service at https://support.wiley.com/s/.

You will be unable to install this library without
a Registration Code. Carefully read the End
User License Agreement contained on the
flash drive or the accompanying packaging
before using and/or installing this product.

Insert the flash drive for installation. One file
“Installation.htm” is included on the drive to
simplify installation by using your web
browser. Choose the format(s) you wish to
install. Choosing to run the installer will bring
you to a set-up wizard splash screen. Choose
“Next.”

N.B.: For Chrome and Firefox browsers, copy
the install file onto a temporary directory. The
installer requires RegistrationProcess.dll.
Please copy the installer and dll into one
directory and activate the installer.

Your license entitles you to install the library
on one (1) machine.

Please note that the installation files are
unsigned - so a warning may be displayed in
Windows. Press run and proceed to the
installation. Repeat this process for all of the
formats you wish to install on the one
computer.

N.B.: Install your spectra/data analysis
software prior to installing the format(s)
you wish to install.

— '
WILEY REGISTRY®
12th Editions/MIST 2020
Mass Spectral Library

Support...

:‘ Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L. —

Welcome to the Wiley Registry
12th Edition/NIST 2020 Mass
Spectral Library Setup Wizard

This will install the NIST MSSearch Library on your computer.

WILEY
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Registration Code and Machine ID

Your Registration Code appears on the
Certificate of Authenticity accompanying your
packaging.

Enter the Registration Code exactly as it
appears to begin the installation and press
“Next.” If the code is incorrect, an error
screen will appear.

If the Registration Code is correct, you will be
brought to the Activation screen. If your
machine has internet connectivity, choose to
“Automatically activate over the internet” and
then click “Next” to begin internet activation.

& : Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L.. —

Enter Registration Number

Registration Code: ”

< Back Cancel

Support...

k- E Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L.. —

Activation Method:

(® Automatically activate over the Internet

(O Manually activate via webpage

Cancel

Support... < Back

WILEY



4.

If you choose to manually activate, the
Registration Code and the Machine ID will be
automatically filled in. You may either double
click the web address to copy it to your
computer’s clipboard and paste it in a web
browser, or enter the URL as listed in your
web browser.

Alternatively, you may save the Registration
Code, Machine ID and URL to a text file that
will be saved to the root directory.

In the web browser, enter the Registration
Code and the Machine ID. The next screen will
provide the Activation Code. Copy this code
down and save it, entering it into the
Activation screen on the computer that you
are installing the spectral library on.

o

Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L.. —

Activation:

Registration Code: H |

Machine ID: ‘ |

Go to website below, enter Registration Code and Machine ID to get Activation Code.

https://www.wileyptmediareg.com/Activation  (DoubleClick to copy to dlipboard)

Activation Code:

Save Reg. Code, MachID & URL to File

Cancel

Support... < Back

o

Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L.. —

Ready to Connect:

Please make sure you are connected to the internet and dick Next to retrieve your
activation code. This may take a few minutes.

< Back Cancel

Support...

s

Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L.. —

Connecting:

Activation Successful.

< Back Cancel

Support...
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5. Once your activation is successful, proceed by
pressing “Next.” The next screen contains the
End User License Agreement (32).

Read the agreement carefully and select the “|
accept the agreement” option. Then, choose
“Next” to proceed to install the library.
Spectral libraries should only be used by
qualified individuals who meet the
requirements outlined in the agreement.

Press “Next” to proceed to the next step. At
this point, the installer will unpack and install
the library in the format you have selected.
Confirm the target directory and destination
location before proceeding.

Ready to install? After selection of the
Destination Folder, choose the “Install” button
to begin installation. Allow installation to
finish before closing out any applications.

N.B.: For Chrome and Firefox browsers, copy
the install file onto a temporary directory. The
installer requires RegistrationProcess.dll.
Please copy the installer and dll into one
directory and activate the installer.

:‘ Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L...

License Agreement
Please read the following important information before continuing.

Please read the following License Agreement. You must accept the terms of this
agreement before continuing with the installation.

John Wiley and Sons, Inc. End User License Agreement

Carefully read the following Terms and Conditions before installing and/or using
this John Wiley and Sons, Inc. ("Wiley") software or database product ("Wiley
Product"). By installing and/or using the Wiley Product you indicate your acceptance
of the terms and conditions of this Agreement. If you do not agree to be bound by
these terms and conditions, you may return the product with your receipt for the
purchase and all packaging and documentation for a full refund within thirty (30)
days of purchase.

1. License: Wiley hereby grant you, and you accept, a non-exclusive and non-

@I accept the agreement
OI do not accept the agreement

< Back Cancel

Support...

:‘ Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L...

Select Destination Location

Where should Wiley Registry 12th Edition/NIST 2020 Mass Spectral Library be
installed?

Setup will install Wiley Registry 12th Edition/NIST 2020 Mass Spectral Library
into the following folder.

To continue, dick Next. If you would like to select a different folder, dlick Browse.

C:\NIST20\MSSEARCH|

Browse...

At least 3,770.4 MB of free disk space is required.

< Back

Support... Cancel

:‘ Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L...

Ready to Install

Setup is now ready to begin installing Wiley Registry 12th Edition/NIST 2020 Mass
Spectral Library on your computer.

Click Install to continue with the installation, or dick Back if you want to review or
change any settings.

Destination location:
C:\NIST20\MSSEARCH

Support... < Back Cancel

Install

WILEY



8. Once installation is complete, press “Finish.”
Be sure to consult your spectra/data analysis
software’s instructions for connecting to new
libraries - some are automatic, but some
require manual connection within the
software.

Repairing or Uninstalling

—_— '
WILEY REGISTRY®
12th Editions/MIST 2020
Mass Spectral Library

Support...

:‘ Setup - Wiley Registry 12th Edition/NIST 2020 Mass Spectral L. —

Completing the Wiley Registry
12th Edition/NIST 2020 Mass
Spectral Library Setup Wizard

NIST MSSearch Library has been successfully installed on your
computer.

Repairing or uninstalling the library should be managed using the “Add/Remove Programs” utility in
Windows. If the library is manually moved, removed, or installed using overwrite mode, the Windows

utility may not work.

Getting Help

Getting Help - you can choose to go to: https://support.wiley.com/s/

-10 -
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GENERAL DATABASE CONTENT

Wiley mass spectrometry libraries have a wide variety of uses. Practitioners and researchers are
encouraged to evaluate their own needs and decide what libraries are appropriate for them.

Wiley Registry 12th/NIST 2020 - Consistently evolving to increase coverage, The Wiley Registry/NIST is the
most important tool available to the modern laboratory, increasing instrument efficiency and boosting
staff productivity.

. W12N20 main: Use this library for untargeted analysis in everyday scientific work.

. W12N20 replicate: Use this library when further confirmation or results are required.

. W12N20 legacy: Use this library when searching for confirmation on past work.

. W12N20 low quality: Use this library when further confirmation or results are required.

See https://sciencesolutions.wiley.com/ for other mass spectrometry, NMR, IR, and enterprise
spectroscopy software from Wiley-VCH and John Wiley and Sons, Inc.

Basic Functions

The enclosed library can be used as the primary search library or can be searched along with other
libraries. We recommend, for mission-critical tasks, that users consult both a general library such as Wiley
Registry 12th Edition/NIST 2020 Mass Spectral Library and a specialized library such as MS and GC Data of
Drugs, Poisons, Pesticides, Pollutants, and Their Metabolites or Mass Spectra of Flavors and Fragrances of
Natural and Synthetic Compounds 3rd Edition.

Search Tips

When using parametric searching, many text search programs provide better results when names are
begun and ended with wild cards (e.g., “*"). However, in NIST MS Search, this approach will not work.

While every effort has been made to include a broad spectrum of compounds, when trying to match an
unknown against the database, bear in mind that some unknowns, especially new variants of designer
drugs and steroids established after publication may only be available in our specialized collections.

NIST MS Search:

Main part split into 3 parts (for compatibility reasons):
. MAIN 1: 366,144 records (records with nominal mass up to 250)
. MAIN 2: 338,518 records (records with nominal mass from 251 to 350)
. MAIN 3: 292,493 records (records with nominal mass above 350) - records for which no molecular
formula and thus no nominal mass is available are also included here.

The REP, LQ, and LEG parts are the W12 REP, LQ, and LEG libraries.

-11- WILEY
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The following ‘fields’ were added to the COMMENT field (tagged comment fields):

. Classification - Compound classification information

. DOI - Literature source reference, resolvable via doi.org

. Exp-RI_Any - Retention Index values - theoretical values for n-alkanes (for 137 records)

. Exp-RI_Polar - Retention Index values - Standard Polar column (for 15,904 records)

. Exp-RI_Semi-standard_non-polar - Retention Index values - Standard Semi-Non-Polar column (for
128,266 records)

. Exp-RI_Standard_non-polar - Retention Index values - Standard Non-polar column (for 30,335
records)

. NIST_Seq# - For records from NIST20 mainlib and replib (indicates record number in NIST20
mainlib and replib respectively, leading/prefix letters M and R are used to indicate from which part
(mainlib or replib) a record comes). N.B.: The NIST spectrum number (NIST#, NISTNO) - a unique
spectrum ID given by NIST (which is preserved through different versions of the NIST library) is
given in data field ‘NISTNO'.

. Note - Additional comments, mainly from expert review
. QI - Quality Index
. Source - Source of spectrum/contributor/literature reference

. SpectrumID - WileyID (a unique spectrum ID given by Wiley - which is preserved through different
versions of the Wiley Registry - and since NIST11 also for the NIST spectra)

. SplashID - Hash value for a spectrum

. The experimental RI (Exp_RI...) values were also added to the Retention Index field - and indexed
accordingly to the given type, only for NIST20 records. For the Wiley part, no experimental RI
values are given.

For records for which no experimental Rl data was available, calculated Rl values (where available) were
entered in the Retention Index field. These are ‘Estimated non-polar retention index (n-alkane scale)’
values which are calculated with the algorithm implemented in the NIST MS Search software. These are
indexed as ‘Unspecified'.

NIST MS Search works by default by calculating Match Factors on only a range of m/z values in the two
mass spectra that are compared. The starting value of this range is determined by the lowest m/z value
exhibiting ion current in either the sample spectrum or the library spectrum, whichever is higher. In the
case where a library spectrum contains no peaks below m/z 256, all the peaks below m/z 256 in the
sample spectrum are disregarded in calculating the Match Factor if the library spectrum has only ion
current at m/z 256 and above. This gives that library spectrum an artificially high Match Factor. By
specifying a lower m/z value, rather than letting the program determine it, the MF in the above example
will be much lower because it is being penalized based on the fact that the library spectrum has no peaks
at m/z values where the sample does.

Library Search Options

Search MS/MS Libraries Automation Limits  Constraints RI (GC)

| Apply Limits

Minimum Off ~ | 1
Minimum m/z equals to ~ | |10
Maximum m/z Off v | 2000

Set Default

212- WILEY



Agilent ChemStation/MassHunter:

Comprised of four parts:
. W12N20 MAIN

. W12 REP
. W12 LQ
. W12 LEG

COMMENTS (Miscellaneous Information) field:
. For all records, the WileylID is given as ‘SpectrumID: ‘.
. For NIST records, the NIST spectrum number (NISTNO/NIST#) and the Sequential NIST record
number is given as ‘NIST MS#' and ‘Seq#’ respectively. The Seg# has M or R to indicate from which
NIST library part the NIST spectrum comes.

. Classification info is given as ‘Class: ".

. ‘Molform’ - given if the molecular formula differs from the molecular formula given with the
spectrum

. ‘Orig. form.” - given for compounds with have non-standard isotopes, except for deuterium (which
is given as ‘D)

. Additional comments, mainly from expert review (no data field name given for these)

Semi-Standard Non-polar experimental Rl values added to the Retention Index field (for n-alkanes the
theoretical/definition values are given) - for 128,400 records (experimental Rl only for NIST records).
‘Estimated non-polar retention index (n-alkane scale) values are added to the User Index field (MAIN:
871,934; REP: 26,922; LQ: 46878; LEG: 1,239).

Pseudo CASNOs were used to point to the structures in the structure add-on files. These pseudo CASNOs
are 9-digit numbers (in CASRN format) starting with ‘990’ (i.e. are of form: ‘990...-..-.).

Shimadzu GCMSsolution:

Comprised of seven parts:
. The W12N20 main part split into four parts:

. MAIN 1: 250,000 records
. MAIN 2: 250,000 records
. MAIN 3: 250,000 records
. MAIN 4: 247,155 records

. W12 REP

. WI2LQ

. W12 LEG

COMMENTS field - no such field available

‘Estimated non-polar retention index (n-alkane scale) values are added to the ‘Retention Index’ field
(MAIN: 871,934; REP: 26,922; LQ: 46878; LEG: 1,239).

13- WILEY



PerkinElmer TurboMass/Waters MassLynx:

Comprised of four parts:
. W12N20 MAIN

. W12 REP
. W12 LQ
. W12 LEG

COMMENTS field:
. For records from NIST20 (mainlib/replib), the NISTNO is given as ‘NIST# - (M)  or ‘(R)" indicate from
which part (mainlib or replib) a spectrum comes from.
. For Wiley spectra, the WileyID is given - as ‘WID: ".
. For 10-digit CASRNs (which are removed/replaced - see below), an ‘OCAS’ entry with the original
10-digit CASNO is made.

Semi-Standard Non-polar experimental Rl values added to the ‘Value 1’ field (for n-alkanes the
theoretical/definition values are given) - for 128,400 records (experimental Rl only for NIST records).
‘Estimated non-polar retention index (n-alkane scale)’ values are added to the ‘Value 2’ field (MAIN:
871,934, REP: 26,922; LQ: 46878; LEG: 1,239).

Pseudo CASNOs were used to point to the structures in the structure add-on files. These pseudo CASNOs
are 9-digit numbers (in CASRN format) starting with ‘990’ (i.e. are of form: ‘990...-..-.").

Since Masslynx/Turbomass can't handle 10-digit CASRNSs, these were also replaced with 9-digit numbers
(in CASRN format) to differentiate them from the records which have fake CASRNs. Because no real
CASRN is available, the pseudo CASRNSs created start with ‘991’ (i.e. are of form: ‘991...-..-."). The original
10-digit CASRNs are added to the Comment field of a record. A pseudo CASRN is only assigned for
records which have a structure.

Source Codes

If code stands for a literature reference, the meaning of the four items are for: 'source-volume-page
number-compound label'
E.g. The source information 'K-108-2070-19' decodes to:

. K - Journal Chem. Ber. (Chemische Berichte)

. 108- Volume 108 of the journal

. 2070 - Page number on which the spectrum or compound is given
. 19 - Label of the compound in the article

If the source points to anything other than a scientific publication, 'volume-page number-compound label'
have varying information (usually year and/or ID number).

Source Code Source

A Archives of Mass Spectral Data

Al Organic Letters

Al JN Ronson, SJRowland, Nature, 561-563

A2 Mendeleev Communications

A2 Jeanne Ayache, profil reactionnel des reactions de
fragmentatin des ethylene-acetals des cyclanones
substituees en spectrometrie de masse par impact

14 - WILEY




electronique, These, University of Paris, 1978

A3 Organic Preparations and Proceedings

A3 Dr. Allenmark, Univ. Hosp., Linkoping, Sweden

A4 Organometallics

A4 F. Arcamone, G. Cassinelli, G. Franceschi, S. Penco, C. Pol,
S. Redaelli and A. Selva, Structure and Physical Properties
of Adriamycin, Springe-Verlag, Berlin, 1972

A5 Organic Process Research and Development

A5 Yoshiro Masada, Analysis of Essential Qils by Gas
Chromatography and Mass Spectrometry

A6 Journal of Chemical Technology and Biotechnology

A6 Vlada Hanus, The J. Heyrovsky Institute of Physical
Chemistry and Electrochemistry, Czechoslovak Academy
of Sciences, Czechoslovakia

A7 Journal of the American Society for Mass Spectrometry

A7 Parmar, V. S., University of Delhi, Delhi-110 007

A8 International Journal for Mass Spectrometry

A8 Gustav Graff, The Hormel Institute, University of
Minnesota, Austin, Minn., 55912

A9 European Journal for Mass Spectrometry

A9 Muramatsu, T., University of Minnesota, The Hormel
Institute, Austin, Minn., 55912

AA Atlas of Mass Spectral Data (Wiley)

AB Biochimica et Biophysica Acta

AC Bulletin Societe Chimique de France

ACI Angewandte Chemie International Edition

ACS ACS Comb. Sci.

AD Mass Spectrometry Data Centre, AWRE, Aldermaston,
Berks., England

AE Journal of Biological Chemistry

AF Journal of Medicinal Chemistry

AG Journal of Organometallic Chemistry
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A Bulletin of the Chemical Society of Japan (Nippon
Kagakukai)

AJO Asian J. Org. Chem.
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AM S. P. Markey, University of Colorado Medical Center,
Denver, CO

AN Bulletin Societe Chimique de Belges

AO Environ. Health Perspec.

AOC Appl. Organometal. Chem.

AP Amer. Petroleum Inst., Res. Project 44
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University of Texas Medical School (obtained 1981)
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Series ?)
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1977 Timothy L. Fisher and Samuel Sass

E3 Edgewood Arsenal, private communication

EA Walter Shackelford, USEPA, ERL, Athens, GA 30605,
Pollutant Collection

EB Ella Baranofsky
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Fl Application Tips, Finnigan Corp., Sunnyvale, CA
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JE J. Chromatography A
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MP E. Kendrick, Ed. Advances in Mass Spectrometry, Vol. 4,
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Some Alkylpyridines, Pyridine Carboxylic Acids and
Esters, Rotterdam, the Netherlands, 1973
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W., Montreal, Canada H3A 1A3, Metabolic Library
collection

ON Old NIST spectrum
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5. WILEY




RSA RSC Adv.

RT S. Facchetti, A. Copet and W. Beyrich, EUR 2713.e, 1966
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T A. Tatematsu and T. Tsuchiya, Structure Indexed

=26 - WILEY




Literature of Organic Mass Spectra, Academic Press of
Japan, Tokyo, 1966-8

T2 Lucia Tyler, PhD Thesis, Professor T. Acree (Supervisor),
1978, Cornell Univ.

T3 TRC Current Data News, Thermodynamics Research
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VK M. C. T. N. deBrauw, Volatile Compounds in Foods,
Central Inst. for Nutrition and Food Research - TNO,
Utrechtseweg 48, 3704 HE Zeist, The Netherlands

W G. R. Waller, Ed. Biochemical Applications of Mass
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W2 Johann Winkler, Elektronenstoss-Induzierte Reaktionen
Offenkettiger und Monocyclischer Polymethoxyalkane,
Hamburg, 1970

WA Wang Guang-Hui, Zhang Wen-Xin and Chai Wen-Gang,
Adv. Mass Spectrom, 8, pp. 1369-74

WB Qipong Hong, Bangrong Zhau and Shueihai Chen, Study
on Mass Spectra of Metal(ll,!l1) N,N-dialkyl-amino-
dithioformate, Institute of Petrochemistry and
Engineering, Bejing College of Chemical Engineering

WC Markesy, Wells College

WH Walter Hyde, lowa State Univ.

WS Walter Shackleford, U.S. EPA, Athens, Georgia

WT Walter Jennings, Takayuki Shibamoto, Qualitative
Analysis of Flavor and Fragrance Volatiles by Glass
Capillary Gas Chromatography, ACAD Press, New York

WX Lu & Wang Xieging, Research Inst. for Petroleum
Processing, Beijing

X Q. N. Porter and J. Baldas, Mass Spectrometry of
Heterocyclic Compounds, Wiley-Interscience, New York,
1971

X2 Chromatographia

X3 Chemistry of Natural Compounds

X4 Izvestya Akademii Nauk Rsfsr

XD D. Cooper, US Drug Enforcement Admin.

XW CSIRO Mass Spectra of Organic Compounds (1-600), 8
vols., Australia

XX-1 Michigan State Univ., n-hydroxyacetominophene

XX-2 Hewlett Packard, 4,4'-dibromooctafluorobiphenyl

XX-3 Tyler (Thesis), 1978 (see T2)

XX-4 Cornell MS Facility

XX-5 D. Pritchard, Univ. of Alabama

XX-6 J.-L. Aubagnac, P. Champion, and P. Guenot,

Spectrometrie de Masse D'Heterocycles Azotes VIl
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Phenyl-1 Triazole-1,2,3. (Aubagnac - Laboratoire de
Synthese et d'etude physico-chimique des heterocycles
azotes - Universite des Sciences et Techniques du
Languedoc - Place E. Bataillon - 34060 Montpellier Cedex
France)

XX0 F. Arcamone, G. Cassinelli, G. Franceschi, S. Penco, C. Pol,
S. Redaelli and A. Selva, Structure and Physical Properties
of Adriamycin, Springe-Verlag, Berlin, 1972

XX7 JN Ronson, SJRowland, Nature, 561-563

XX8 Jeanne Ayache, profil reactionnel des reactions de
fragmentatin des ethylene-acetals des cyclanones
substituees en spectrometrie de masse par impact
electronique, These, University of Paris, 1978

XX9 Dr. Allenmark, Univ. Hosp., Linkoping, Sweden

XY Yoshiro Masada, Analysis of Essential Oils by Gas
Chromatography and Mass Spectrometry

XYO Polycylic Aromatic Compounds

XY1 Vlada Hanus, The J. Heyrovsky Institute of Physical
Chemistry and Electrochemistry, Czechoslovak Academy
of Sciences, Czechoslovakia

XY2 Parmar, V. S., University of Delhi, Delhi-110 007

XY3 Gustav Graff, The Hormel Institute, University of
Minnesota, Austin, Minn., 55912

XY4 Muramatsu, T., University of Minnesota, The Hormel
Institute, Austin, Minn., 55912

XY5 A. P. Bruins, Intramolecular Functional Group
Interactions and lon Molecule Reactions of Gaseous lons
from Some Benzylamino and Benzyloxy Compounds,
Amsterdam, 1976

XY6 Advances in Prostaglandin, Thromboxane, and
Leukotriene Research, vol. 18, Mass Spectra of
Prostaglandins and Related Products, New York 1989

XY7 HP Particle Beam LC/MS Book of Spectra, Dr. Alex Apffel,
Hewlett-Packard Company, Palo Alto, California 94304

XY8 Mervyn Lewis, University of Bristol

XY9 Yao-Zu Chen, Department of Chemistry, Lanzhou
University, Lanzhou, PRC

XZ William T. Miller, Department of Chemistry, Cornell
University, Ithaca, NY 14850

XZ1 Revue Roumaine de Chimie

XZ2 Bio Organic & Medicinal Letters

XZ3 New Joural of Chemistry

XZ4 Chemistry Letters

XZ5 Chimia

XZ6 CRC Handbook of Mass Spectra of Drugs, 1981

XZ7 Edgewood Arsenal Technical Report EC-TR-76059, June,
1976 Samuel Sass, Theodore W. Dolzine, and Timothy L.
Fisher

XZ8 Edgewood Arsenal Technical Report EC-TR-76111, July,

1977 Timothy L. Fisher and Samuel Sass
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XZ9

Edwin H. Flynn, Cephalosporins and Penicillins, Academic
Press, New York, NY, 1972

Y Journal of Heterocyclic Chemistry (J. Hetero. Chem.)

Y0 Indian Journal of Chemistry - Section A

Y1 Indian Journal of Chemistry - Section B

Y2 Nouveau Journal de Chimie / New Journal of Chemistry

Y3 Bulletin of the Division of Chemical Sciences - USSR /
Russian Chemical Bulletin

Y4 Anales de Quimica - Spain

Y5 Journal of the Serbian Chemical Society

YA Yamagishi, Akiyama & Miyazaki, Application of GC/MS to
Bio-Monitoring of Environmental Pollution (JEOL NEWS)

z Dr. Uwe Zahorszky, Inst. f. Org. Chemie. Universitat
Karlsruhe, D-7500, Karlsruhe, West Germany

ZH Zhou Yunli and et al., Isolation and Characterization of

Maytansine and Maytanprine, Two Anticancer Agents
from Maytenus Hookeri Loes, Kexue Tongbao, 25(7),
1980, pp. 612-15

CAS-RN Field

Some mass spectrometry software programs rely on a field labeled "CAS-RN" to link spectral records with
corresponding structure record. As many of the compounds found within the Wiley Registry and other
libraries do not have an assigned CAS-RN, this engineering decision would result in those spectra not
being linked to their unique structure. To solve this problem, Wiley has created unique identifiers for the
sole purpose of linking the spectrum and its structure using this field. To differentiate these numbers
from actual CAS-RNs, each is either a 9-digit number prefixed by 990 or 991, for Agilent
ChemStation/MassHunter and PerkinElmer TurboMass/Waters MassLynx.

Please note that 9-digit IDs prefixed with the numbers 990 or 991 respectively do not in any way
represent CAS Registry Numbers, nor are they used for anything other than referring to the
structure record in the separate structure database as a workaround to accommodate
engineering decisions made by other software publishers.
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DATA SUBMISSION

Wiley welcomes submissions of new data for consideration for inclusion in forthcoming editions of the
Wiley Registry, as well as other works. Wiley also accepts data in the following areas:

. Classical EI-MS

. Tandem MS (MSn)

. MS-TOF exact mass

. C-NMR, H-NMR, P-NMR, Si-NMR, X-NMR

. FT-IR, Raman, UV-Vis, Near-Infrared, Diamond-ATR

Data proposals, sample data, or inquiries are best sent to dbinquiry@wiley.com.

You might send the original TIC file (Xcalibur (*.raw), ChemStation (.D data folder)) by an e-mail
attachment directly to: dbinquiry@wiley.com. The data will be evaluated. If you have questions or if you
need assistance, please contact us. We are always willing to help.
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JOHN WILEY AND SONS, INC. PRIVACY POLICY
AND TERMS OF USE

Wiley Privacy Policy: https://www.wiley.com/en-us/privacy

Wiley Terms of Use: https://www.wiley.com/en-us/terms-of-use

JOHN WILEY AND SONS, INC. END USER
LICENSE AGREEMENT

Carefully read the following Terms and Conditions before installing and/or using this John Wiley and Sons,
Inc. (“Wiley”) software or database product (“Wiley Product”). By installing and/or using the Wiley Product
you indicate your acceptance of the terms and conditions of this Agreement. If you do not agree to be
bound by these terms and conditions, you may return the product with your receipt for the purchase and
all packaging and documentation for a full refund within thirty (30) days of purchase.

1. License: Wiley hereby grant you, and you accept, a non-exclusive and non-transferable license, to
use the Wiley Product.

2. Term: This License Agreement is effective until terminated. You may terminate it at any time by
destroying the Wiley Product.

3. Authorized use of Wiley Product: This License allows you to install and use the Wiley Product on a
single computer at a time. You may make one copy of the Wiley Product in machine-readable form
for backup purposes only. The backup copy must include all copyright information contained on
the original. You may selectively download and print limited content of the Wiley Product for your
personal non-commercial use, provided, however that any such portions of the Wiley Product
downloaded or printed will continue to be subject to the terms and conditions of this License, and
you acknowledge that any copy, or portion printed is protected by U.S. copyright law. You shall
take reasonable measures to maintain the security of the Wiley Product. Upon termination of this
License, you agree to destroy all copies in any form. IF YOU TRANSFER POSSESSION OF ANY COPY
OF THE WILEY PRODUCT TO ANOTHER PARTY, YOU MUST NOTIFY THEM OF THE TERMS OF THIS
LICENSE.

4. Use Restrictions. You may not (a) Copy the Wiley Product, except to load it into a computer in
accordance with Instructions set forth in the User's Manual; (b) Modify, adapt, translate, reverse
engineer, decompile, disassemble, or create derivative works based on the Wiley Product; (c) Copy,
download, store in a retrieval system, publish, transmit, or otherwise reproduce, transfer, store,
disseminate, or use, in any form or by any means, any part of the data contained within the Wiley
Product except as expressly provided for in this License; (d) Resell, sublicense, lease, or grant any
other rights of any kind to any individual copy of the Wiley Product to any other person; (e)
Remove any proprietary notices, labels or marks on the System. THE WILEY PRODUCT IS NOT
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INTENDED FOR USE IN THE OPERATION OF NUCLEAR FACILITIES OR IN CLINICAL SETTINGS IN
WHICH CASE THE FAILURE OF THE WILEY PRODUCT COULD LEAD TO DEATH, PERSONAL INJURY,
OR SEVERE PHYSICAL OR ENVIRONMENTAL DAMAGE.

5. Proprietary Rights. You acknowledge and agree that the Wiley Product is the sole and exclusive
property of Wiley and/or its Licensors, and the Product and User Manual are licensed to you only
for the term of this License and strictly under the terms hereof. Wiley and/or its Licensors own or
have obtained all right, titles, and interest in and to the content in the Wiley Product, and the Wiley
Product contains copyrighted and confidential trade secret information that is the property of, or
licensed by Wiley. Except for the limited rights given to you herein, all rights are reserved by Wiley
and/or its Licensors.

6. Termination. If you should fail to perform in the manner required in this License, this License shall
terminate and Wiley may exercise any rights it may have. Upon termination, Wiley requires that
you destroy the Wiley Product and that you so certify, in writing to Wiley.

7. Warranties, Indemnities, and Limitation of Liability.

a. THE WILEY PRODUCT IS PROVIDED “AS IS”, WILEY HEREBY DISCLAIMS ALL WARRANTIES,
WHETHER EXPRESS, IMPLIED, STATUTORY OR OTHER (INCLUDING ALL WARRANTIES
ARISING FROM COURSE OF DEALING, USAGE OR TRADE PRACTICE), AND SPECIFICALLY
DISCLAIMS ALL IMPLIED WARRANTIES OF MERCHANTABILITY, FITNESS FOR A PARTICULAR
PURPOSE, TITLE AND NON-INFRINGEMENT. WITHOUT LIMITING THE FOREGOING, WILEY
MAKES NO WARRANTY OF ANY KIND THAT THE WILEY PRODUCT, DOCUMENTATION OR
ANY OTHER WILEY OR THIRD-PARTY GOODS, SERVICES, TECHNOLOGIES OR MATERIALS, OR
ANY PRODUCTS OR RESULTS OF THE USE OF ANY OF THEM, WILL MEET LICENSEE'S OR
OTHER PERSONS' REQUIREMENTS, OPERATE WITHOUT INTERRUPTION OR ERROR FREE,
ACHIEVE ANY INTENDED RESULT, BE COMPATIBLE OR WORK WITH ANY OTHER GOODS,
SERVICES, TECHNOLOGIES OR MATERIALS (INCLUDING ANY SOFTWARE, HARDWARE,
SYSTEM OR NETWORK). TO THE EXTENT PERMITTED UNDER APPLICABLE LAW, NO
RESPONSIBILITY IS ASSUMED FOR ANY INJURY AND/OR DAMAGE TO PERSONS, ANIMALS
OR PROPERTY AS A MATTER OF PRODUCTS LIABILITY, NEGLIGENCE OR OTHERWISE, OR
FROM ANY USE OR OPERATION OF ANY IDEAS, INSTRUCTIONS, METHODS, PRODUCTS OR
PROCEDURES CONTAINED IN OR DERIVED FROM THE PRODUCT. LICENSED PRODUCTS
SHOULD BE USED ONLY BY TECHNICALLY-QUALIFIED INDIVIDUALS OR THOSE UNDER
THEIR DIRECT SUPERVISION. THE ENTIRE RISK AS TO THE RESULTS AND PERFORMANCE OF
THE WILEY PRODUCT IS ASSUMED BY YOU.

b. The limited warranty set forth above is in lieu of all other express warranties, whether oral
or written. The agents, distributors, employees, and resellers of Wiley are not authorized to
modify this warranty, nor to make additional warranties binding on Wiley. Accordingly,
additional statements such as distributor representations, whether written or oral, do not
constitute warranties of Wiley and should not be relied upon as a warranty of Wiley. In no
case shall Wiley's liability exceed the cost of the Wiley Product.

c. If the Wiley Product disc is defective in workmanship or materials and Wiley is given timely
notice thereof, Wiley's sole and exclusive liability and your sole and exclusive remedy, shall
be to replace the defective disc. In the event of a defect in a disc covered by this warranty,
Wiley will replace the disc provided that you return the defective disc to Wiley together
with a copy of your receipt. If Wiley is unable to provide a disc that is free from such
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defects, you may terminate this License by returning the disc and all associated
documentation to Wiley for a full refund. The foregoing states your sole remedy and
Wiley's sole obligation in the event of the occurrence of a defect coming within the scope
of the Limited Warranty.

d. IN NO EVENT SHALL WILEY, ITS SUPPLIERS, OR ANYONE ELSE WHO HAS BEEN INVOLVED IN
THE CREATION, PRODUCTION OR DELIVERY OF THE WILEY PRODUCT OR
DOCUMENTATION BE LIABLE FOR ANY LOSS OR INACCURACY OF DATA OF ANY KIND OR
FOR LOST PROFITS, LOST SAVINGS, OR ANY DIRECT, INDIRECT, SPECIAL, CONSEQUENTIAL
OR INCIDENTAL DAMAGES ARISING OUT OF OR RELATED IN ANY WAY TO THE USE OR
INABILITY TO USE THE PRODUCT, EVEN IF WILEY OR ITS SUPPLIERS HAVE BEEN ADVISED OF
THE POSSIBILITY OF SUCH DAMAGES. THIS LIMITATION OF LIABILITY SHALL APPLY TO ANY
CLAIM OR CAUSE WHATSOEVER WHETHER SUCH CLAIM OR CAUSE IS IN CONTRACT, TORT
OR OTHERWISE.

e. You agree to indemnify and hold Wiley, its suppliers, and all of their officers, directors,
employees and agents, as well all those individuals or organizations providing information
for the Wiley Product, harmless from any and all claims of third parties resulting from or
incidental to your use or operation of the Wiley Product, or arising from any breach by you
of any provisions of this License. Wiley may, at its option, institute or defend any action
arising out of the aforesaid clauses with counsel of its own choice. (Some states do not
allow exclusions or limitations of implied warranties or liability in certain cases, so the
above exclusions and limitations may not apply to you.

8. Export Law Assurances. You may not use or otherwise export, re-export, release directly or
indirectly the Wiley Product except as authorized by United States law and the laws of the
jurisdiction in which the Wiley Product was obtained. By using the Wiley Product, you represent
and warrant that you are familiar with and in full compliance with any such applicable laws,
including but not limited to the International Traffic in Arms Regulations (“ITAR”) and regulations
set by the Office of Foreign Assets Control (“OFAC") and will hold Wiley harmless for any violation
of such laws or regulations by you.

9. General.

a. This License shall be governed by the laws of the State of New York, without regard to such
State’s conflict of law rules. Any legal action, suit, or proceeding arising out of or relating to
this License or the breach thereof shall be instituted in a court of competent jurisdiction in
New York County in the State of New York and each party hereby consents and submits to
the personal jurisdiction of such court and consents to service of process by registered or
certified mail, return receipt requested, at the last known address of such party.

b. If any provision of this License is deemed to be unlawful, invalid, or unenforceable, the
remaining provisions shall remain in full force and effect as if the unlawful, invalid, or
unenforceable provision had been omitted and such unlawful, invalid or unenforceable
provision will be replaced with a provision that is lawful, valid, enforceable and most
closely reflects the intent of the parties.

¢. Sections 4 (with respect to limitations), 5, 6, 7 (except with respect to the limited warranty),
8, 9 and 10 shall survive the termination of this License.
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d. Use, duplication, or disclosure by the U.S. Government is subject to restrictions stated in
regulation 48-DFARS 252.227-7013(c)(1)(ii). Software licensors: John Wiley & Sons, Inc., 111
River Street, Hoboken, N.J. 07060.

10. Acknowledgment. YOU ACKNOWLEDGE THAT YOU HAVE READ THIS LICENSE, UNDERSTAND IT,
AND AGREE TO BE BOUND BY ITS TERMS AND CONDITIONS. YOU ALSO ACKNOWLEDGE THAT
THIS LICENSE IS THE COMPLETE AND EXCLUSIVE STATEMENT OF THE AGREEMENT BETWEEN
WILEY AND YOU, AND THAT IT SUPERSEDES ANY PROPOSAL, PRIOR AGREEMENT, OR OTHER
COMMUNICATIONS, WHETHER ORAL OR WRITTEN, BETWEEN YOU AND WILEY RELATING TO THE
SUBJECT MATTER OF THIS LICENSE. THIS LICENSE CANNOT BE MODIFIED OR AMENDED EXCEPT BY
A FURTHER WRITTEN INSTRUMENT EXECUTED BY YOU AND WILEY.

NIST PROVISIONS

NIST will use its best efforts to deliver a high quality copy of the Library and to verify the data contained
therein have been selected on the basis of sound scientific judgment. However, NIST makes NO EXPRESS
OR IMPLIED WARRANTY AS TO ANY MATTER, INCLUDING NO WARRANTY OF MERCHANTABILITY AND NO
WARRANTY OF FITNESS FOR A PARTICULAR PURPOSE. THE MASS SPECTRAL LIBRARY IS EXPRESSLY MADE
AVAILABLE ON AN “AS IS" BASIS.
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RESOURCES

Website: https://sciencesolutions.wiley.com/

Support: https://support.wiley.com/s/
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