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Foreword

The National Standard Reference Data System provides access to the quantitative data of phys-
ical science, critically evaluated and compiled for convenience and readily accessible through a
variety of distribution channels. The System was established in 1963 by action of the President’s
Office of Science and Technology and the Federal Council for Science and Technology, and
responsibility to administer it was assigned to the National Bureau of Standards.

NSRDS receives advice and planning assistance from a Review Committee of the National
Research Council of the National Academy of Sciences-National Academy of Engineering. A num-
ber of Advisory Panels, each concerned with a single technical area, meet regularly to examine
major portions of the program, assign relative priorities, and identify specific key problems in
need of further attention. For selected specific topics, the Advisory Panels sponsor subpanels
which make detailed studies of users’ needs, the present state of knowledge, and existing data re-
sources as a basis for recommending one or more data compilation activities. This assembly of
advisory services contributes greatly to the guidance of NSRDS activities.

The System now includes a complex of data centers and other activities in academic insti-
tutions and other laboratories. Components of the NSRDS produce compilations of ecritically
evaluated data, reviews of the state of quantitative knowledge in specialized areas, and computa-
tions of useful functions derived from standard reference data. The centers and projects also
establish criteria for evaluation and compilation of data and recommend improvements in ex-
perimental techniques. They are normally associated with research in the relevant field.

The technical scope of NSRDS is indicated by the categories of projects active or being
planned: nuclear properties, atomic and molecular properties, solid state properties, thermody-
namic and transport properties, chemical kinetics, and colloid and surface properties.

Reliable data on the properties of matter and materials are a major foundation of scientific
and technical progress. Such important activities as basic scientific research, industrial quality con-
trol, development of new materials for building and other technologies, measuring and correcting
environmental pollution depend on quality reference data. In NSRDS, the Bureau’s responsibility
to support American science, industry, and commerce is vitally fulfilled.

ErRNEST AMBLER, Director

IIT



Sk wiy =

Contents

TIIEEOAUCTION wveveeeeeeeeeeeeeeeeeeeeeeeeeeeeeeeeesasstesaaeesseeasasssteeeeeeaasssssanasseeeneannnsssasaasasasessasnssnnnnsseeeseaannnns
Acknowledgements
Index of Ions

Table of Ion Energetics Measurements
Bibliography
Author Index

..........................................................................................
T L T T T T T T P TP TP P P Py

v

Page



Ion Energetics Measurements
Part 1. 1971-1973

H. M. Rosenstock, D. Sims, S. S. Schroyer, and W. J. Webb

Ion Energetics Data Center, National Measurement Laboratory, National Bureau of Standards, Washington, D.C. 20234

The present publication tabulates measurement information on energetics of gaseous positive ions published in

1972 and 1973 along with some information from 1971. It is intended to supplement the information previously
compiled and evaluated in “Energetics of Gaseous lons.” Approximately five thousand measurements are

tabulated, drawn from over six hundred published papers.

Key words: Appearance potential; electron impact; electron spectroscopy; gaseous ion; ionization potential;

photoionization; spectroscopy.

1. Introduction

The present supplement is the first of a series intended
to update the measurement information which was pre-
sented and critically evaluated in the compilation “Ener-
getics of Gaseous Ions”[1]."

This supplement includes measurement information on
gaseous positive ions which was published in 1972 and
1973, together with additional information which ap-
peared in 1971 but was not included in the ion energetics
compilation.

The format and the ordering of jons is similar to the
previously published compilation. The notation (V) after
an ionization potential indicates a vertical iomization
potential which is higher than the adiabatic value [1,2].
The methods, along with their abbreviations, are given in
table 1. The methods are discussed in detail in references
1 and 2. In addition, the abstracted measurement infor-
mation is occasionally annotated with one or more com-
ments which will be useful in evaluating the quality of the
information. A list of the comments is given in table 2.
They should be self-explanatory, with the possible excep-
tion of the comment on metastable transitions. For com-
plex fragmentation processes the observation of
metatstable transitions provides useful corroborative in-
formation on the neutral products of the fragmentation
process. Hence where given in the publication presenting
fragment appearance potentials, this additional informa-
tion has been noted in a comment. We are aware that
there is much additional useful information on metastable
transitions in other publications. However, no attempt
was made to incorporate this material at this stage of the
project. Evidently, it will have to be taken into account in
the critical evaluations which are planned for the future.

' Figures in brackets indicate li refe

We have inserted two asterisks in the other products
column to indicate that no fragmentation takes places.
Hence, a blank space in that column indicates a fragmen-
tation process in which the neutral fragments are not
specified in the journal article.

As before, names are given for all compounds where
chemical structure cannot be adequately represented by a
one-line semistructural formula, i.e., ring compounds. In
a departure from the previously published compilation,
we have decided to adopt the systematic nomenclature
used by Chemical Abstracts Services. In some instances
this leads to extremely long and involved names. To ease
the pain, in these instances we also give a short name, if
available. Unfortunately this is not so for some complex
organometallic compounds. In all cases, name or no
name, we give the Chemical Abstracts Services Registry
Number to facilitate access of other data bases and to
retain an identifier for the compound which is more
permanent than the name.

We emphasize the interim nature of the present sup-
plement. It is probable that additional measurements
published during this period will be identified. They will
be given in the next supplement, along with those
measurements published in 1974 and 1975. Further, the
intent of the supplement is to present as accurately as
possible the measurement information as given in the
papers themselves. This will, of course lead to occasional
inconsistencies in the tabulated information, reflecting
the inconsistencies in the literature itself. They will
(hopefully) be removed in the critical evaluation planned
for later. Also, the reader should be cautioned that
information given in this supplement is not necessarily
more accurate than that presented in the earlier compila-
tion.



TaBLE 1. Methods for ion energetics measurements in order of sort
preference

Abbreviation Technique

S Spectroscopic
PI Photoionization
TPE Threshold Photoelectron Spectroscopy
PE Photoelectron Spectroscopy
AUG  Auger Electron Spectroscopy
PEN  Penning lonization
EM Electron Monochromator Studies
RPD Retarding Potential Difference
EDD Energy Distribution Difference
NRE N Root Extrapolation
SRP Square Root Plot
FD First Derivative
SD  Second Derivative
DC Deconvolution
SEQ Sequential Ionization
El Other Electron Impact
SI  Surface lonization
CTS Charge Transfer Spectrum
BH Born-Haber Cycle
D Derived Value
OTH Other

References for the Introduction

[1] Rosenstock, H. M., Draxl, K., Steiner, B. W., and Herron, J. T.,
“Energetics of Gaseous lons,” J. Phys. Chem. Ref. Data 6,
Supplement 1 (1977).

[2] Rosenstock, H. M., “The Measurement of lonization and Appear-
ance Potentials,” Int. J. Mass Spectrom. lon Phys. 20, 139
(1976).

TasLE 2. List of comments and coding acronyms

RN CAS Registry Number xxxxxx—xx-x

RD Radical

TV  Threshold value approximately corrected to O K

HB Threshold value approximately corrected for hot bands
(implies vibrational hot bands)

ZK Threshold value for zero kinetic energy ions
(used only where threshold dependence on KE is
measured)

ZT Zero average translational energy of decomposition at
threshold (used where KE is shown to be approximately

0 but no threshold dependence is ed)
AD eV average translational energy of decomposition at
threshold

HE High kinetic energy ion

CD Metastable transition indicates
release

UN Metastable transitions indicate eV kinetic energy
release (applies to successive metastables)

PC  Appearance potential of the corresponding metastable

transition
MT Metastable transition(s) observed
(used also if there is possibility of collision contribution)

RS Average of Rydberg series limits
(use words)

AV Average of
(use words)

FI Fragment from electron impact induced decomposition
of.

PA  Appearance potential of negative ion

NI Negative ion detected

PM  Position of peak maximum

TR Other product(s) thermochemically reasonable

SC  Mean value of spin-orbit components

JC Mean value of Jahn-Teller components

eV kinetic energy

values
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Table of Ion Energetics Measurements

Tonization or

Ion Reactant Other appearance Method Ref.
products potential
(V)
Ht HZ(ZEQ) H 18.0+0.2 EI 3799
(RN-CAS Registry Number 1333-74-0)
H* CH, 24.0+0.5 EI 3521

(RN-CAS Registry Number 74-82-8)
(AD- 1.8-3.2 eV average translational energy of decomposition at threshold)
H* H,0 OH(X?IT) 18.72-0.05 EI 3906
(RN-CAS Registry Number 7732-18-5)
(ZK-Threshold value for zero kinetic energy ions)
H HCHO HCO 17.41+0.07 PI 3554
(RN-CAS Registry Number 50-00-0)
(TR-Other product(s) thermochemically reasonable)
H* HF F 19.444 PI 3928
(RN-CAS Registry Number 7664-39-3)
(TV-Threshold value approximately corrected to 0°K)

D* DO ODCX?IN) 18.7+0.05 EI 3906
(RN-CAS Registry Number 7789-20-0)
(ZK-Threshold value for zero kinetic energy ions)

HS H, ** 15.42589+0.00005 S 3770
(RN-CAS Registry Number 1333-74-0)
H H, ** 15.38186+0.00031 PE 3531

(RN-CAS Registry Number 1333-74-0)

(Rotational transitions resolved)
Hj HCHO co 15.42+0.06 PI 3554

(RN-CAS Registry Number 50-00-0)
(TR-Other product(s) thermochemically reasonable)

HD* HD hd 15.44477+0.00007 S 3763
(RN-CAS Registry Number 13983-20-5)

H; CH, 32241 EI 3904
‘ (RN-CAS Registry Number 74-84-0)

(AD-3.93 eV average translational energy of decomposition at threshold)
Hi C,H; 31.6x1 EI 3904
' (RN-CAS Registry Number 74-98-6)
(AD-3.46 eV average translational energy of decomposition at threshold)
HY n-C,H,, 30.5+1 EI 3904
(RN-CAS Registry Number 106-97-8)
(AD-3.03 eV average translational energy of decomposition at threshold)

Li* LiF ~12 EI 3464
(RN-CAS Registry Number 7789-24-4)

Li} Li, b 4.96+0.1 S 3768
(RN-CAS Registry Number 14452-59-6)

B* B ** 8.6+0.4 El 3468
(RN-CAS Registry Number 24389-64-8)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
BH; BH,? H? 11-12 EI 3441
(RN-CAS Registry Number 13283-31-3)
BH; BH, ** 11-12 El 3441
(RN-CAS Registry Number 13283-31-3)
B;HS B;H, 11.5+0.3 EI 3652
(RN-CAS Registry Number 12429-70-8)
B;H; B,H, H 11.2+0.3 El 3652
(RN-CAS Registry Number 12429-70-8)
BH; B,H, ** 10.9+0.3 EI 3652
(RN-CAS Registry Number 12007-71-5)
B.Hy BH, H 11.84+0.01 RPD 3547
(RN-CAS Registry Number 19624-22-7)
B,H; 1-BsH,CH, CH, 10.45+0.02 RPD 3547
(RN-CAS Registry Number 19495-55-7)
B,H,; 2-B;H;CH, CH;, 10.6110.05 RPD 3547
(RN-CAS Registry Number 23753-74-4)
B,H; 1-BsH{C,H; C,H; 10.33+0.05 RPD 3547
(RN-CAS Registry Number 23753-61-9)
B,Hy 2-B;HC,H; C,H; 10.31+0.01 RPD 3547
(RN-CAS Registry Number 23753-62-0)
B,H; 1-B;H;C;H, C;H, 10.98+0.01 RPD 3547
(RN-CAS Registry Number 34692-67-6)
BH; 1-B;HCl Cl 11.75+0.05 RPD 3547
(RN-CAS Registry Number 19469-13-7)
B.H; 2-B;H,Cl Cl 12.20+0.10 RPD 3547
(RN-CAS Registry Number 19469-14-8)
B,H; 1-BsHBr Br 11.3810.05 RPD 3547
(RN-CAS Registry Number 23753-67-5)
B;H7 2-B;H Br Br 11.75+0.05 RPD 3547
(RN-CAS Registry Number 23753-64-2)
B.H; 1-BsH,l I 10.70+0.05 RPD 3547
(RN-CAS Registry Number 30624-33-0)
B,H; 2-BsH,l I 10.72+0.05 RPD 3547
(RN-CAS Registry Number 20199-87-5)
B;Hy B;H, ** 9.90 PE 3869
(RN-CAS Registry Number 19624-22-7)
c* C ** 10.5+1.0 EI 3597
(RN-CAS Registry Number 7440-44-0)
ct C ** 10.8+0.4 EI 3902
(RN-CAS Registry Number 7440-44-0)
ct C ** 11.4%+1.5 EI 3978
(RN-CAS Registry Number 7440-44-0)
c* CH, <25.2 DC 3813

(RN-CAS Registry Number 74-82-8)
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Table of Ion Energetics Measurements-—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
Cctép) ct e 31.0 SEQ 3489
(RN-CAS Registry Number 14067-05-1)
Cct('p) ct * 37.3 SEQ 3489
(RN-CAS Registry Number 14067-05-1)
c*? ct - 75 SEQ 3489
(RN-CAS Registry Number 14067-05-1)
CcHep) C*pY ** 49.5 SEQ 3489
(RN-CAS Registry Number 16092-61-8)
Cc*¥p) Cc+? *x 55.5 SEQ 3489
(RN-CAS Registry Number 16092-61-8)
cf C, b ILI+1.0 EI 3597
(RN-CAS Registry Number 12070-15-4)
cy C; b 12.1£0.2 EI 3601
(RN-CAS Registry Number 12075-35-3)
CH* CH, H,+H? 22.4 DC 3813
(RN-CAS Registry Number 74-82-8)
CH; CH, H, 5.3 DC 3813
(RN-CAS Registry Number 74-82-8)
CH; CH,OH H,0 14.05+0.05 PI 3554
(RN-CAS Registry Number 67-56-1)
(TR-Other product(s) thermochemically reasonable)
CH; CH,=CF, CF, 16.99+0.02 PI 3930
(RN-CAS Registry Number 75-38-7)
CH; CH,=CF, CF, 17.2+0.1 EI 3539
(RN-CAS Registry Number 75-38-7)
CHy CH, ** 9.8110.02 PE 3117
(RN-CAS Registry Number 2229-07-4)
(RD-Radical)
CH; CH, ** 9.837+0.005 PE 3942
(RN-CAS Registry Number 2229-07-4)
(RD-Radical)
CHy CH, ** 9.86+0.04 (V) PE 3695
(RN-CAS Registry Number 2229-07-4) :
(RD-Radical)
CH; CH, bl 9.86+0.04 PE 3700
(RN-CAS Registry Number 2229-07-4)
(RD-Radical)
CHY CH, H 14.4 DC 3813
(RN-CAS Registry Number 74-82-8)
CHY CH,;C=CH C,H 14.6£0.1 EI 3769
(RN-CAS Registry Number 74-99-7)
(TR-Other product(s) thermochemically reasonable)
CH{ CH,C=CH C,H 16.0 EI 3808

(RN-CAS Registry Number 74-99-7)

(AD-0.16 eV average translational energy of decomposition at threshold)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
CH; C;H; C,HY 30.2=+1 El 3904

(RN-CAS Registry Number 74-98-6)
(AD-2.7 eV average translational energy of decomposition at threshold)
CHj C,H;C=CH C;H, 15.1 EI 3808
(RN-CAS Registry Number 107-00-6)
(AD-0.19 eV average translational energy of decomposition at threshold)
CH; (CH;),C=CH, C;H; 16.4 El 3808
(RN-CAS Registry Number 115-11-7)
(AD-0.20 eV average translational energy of decomposition at threshold)
CH; 1-C,H; C;H; 14.1 El 3808
(RN-CAS Registry Number 106-98-9)
(AD-0.09 eV average translational energy of decomposition at threshold)
CH; (CH;);CC=CH CsH, 14.7 El 3808
(RN-CAS Registry Number 917-92-0)
(AD-0.11 eV average translational energy of decomposition at threshold)
CHy (CH,);CCH=CH, C;H, 15.4 El 3808
(RN-CAS Registry Number 558-37-2)
(AD-0.13 eV average translational energy of decomposition at threshold)

CH; CH;NH, NH, 14.5 EI 3808
(RN-CAS Registry Number 74-89-5)
CHj C,H.NH, CH,NH, 15.6 EI 13808

(RN-CAS Registry Number 75-04-7)
(AD-0.19 eV average translational energy of decomposition at threshold)
CH; (CH,),NH CH,NH 14.8 El 3808
(RN-CAS Registry Number 124-40-3)
(AD-0.13 eV average translational energy of decomposition at threshold)
CH7 (CH,);N (CH,),N 14.9 EI 3808
(RN-CAS Registry Number 75-50-3)
(AD-0.11 eV average translational energy of decomposition at threshold)
CHj7 (C,H;),NH C,H;NHCH, 15.4 EI 3808
(RN-CAS Registry Number 109-89-7)
(AD-0.09 eV average translational energy of decomposition at threshold)
CH{ (C,H,;N (C,H;),NCH, 16.7 EI 3808
(RN-CAS Registry Number 121-44-8)
(AD-0.13 eV average translational energy of decomposition at threshold)
CH; CH,;0OH OH 13.82+0.04 PI 3554
(RN-CAS Registry Number 67-56-1)
(TR-Other product(s) thermochemically reasonable)

CH;y (CH;),CO 15.2 EI 3550
(RN-CAS Registry Number 67-64-1)

CH; (CH,NF,)CH, 14.6+0.3 EI 3634
(RN-CAS Registry Number 21298-22-6) )

CH CH,(NF,)CH(NF,)CH, 164104 EI 3634
(RN-CAS Registry Number 15403-25-5)

CH; (CH,),C(NF,), 14.7+0.2 EI 3634
(RN-CAS Registry Number 19309-63-8)

CH; (CH,0);PO 17.90+0.40 EI 3989
(RN-CAS Registry Number 512-56-1)

CH; (CH,;0),P(CH;S)O 15.20+0.30 EI 3989
(RN-CAS Registry Number 152-20-5)

CH; (CH;0),P(CH;S)S 14.50+0.40 EI 3989

(RN-CAS Registry Number 2953-29-9)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
CHy CH,l I 12.260+0.013 PI 3524
(RN-CAS Registry Number 74-88-4)
(TR-Other product(s) thermochemically reasonable)
CH; CH,lI 1 12.07£0.07 EDD 3626
(RN-CAS Registry Number 74-88-4)
CH;(’B) CH, ** 12.51 PE 3645
(RN-CAS Registry Number 74-82-8)
CH,’B,) CH, *x ~12.51 PE 3529
(RN-CAS Registry Number 74-82-8)
CH’By) CH, ** 12.64 PE 3716
(RN-CAS Registry Number 74-82-8)
CHi*A) CH, ** 22.39 PE 3716
(RN-CAS Registry Number 74-82-8)
CH} CH, *x 12.8 DC 3813
(RN-CAS Registry Number 74-82-8)
CH* CH ** 11.6+0.5 EI 3601
(RN-CAS Registry Number 2122-48-7)
(RD-Radical)
CH* CH ** 11.96+0.05 D 3931
(RN-CAS Registry Number 2122-48-7)
(RD-Radical)
C,H* CH *x 11.96+0.05 D 3929
(RN-CAS Registry Number 2122-48-7)
(RD-Radical)
C,H* C,H, H 17.36+0.01 PI 3931
(RN-CAS Registry Number 74-86-2)
(TV-Threshold value approximately corrected to 0°K)
CH* CH=CCN CN 18.19+0.04 PI 3929
(RN-CAS Registry Number 1070-71-9)
C,H* CHF,C=CH CHF, 16.19+0.02 EI 3769
(RN-CAS Registry Number 18371-25-0)
(TR-Other product(s) thermochemically reasonable)
C,D* C,D, D 17.44+0.01 PI 3931
(RN-CAS Registry Number 1070-74-2)
(TV-Threshold value approximately corrected to 0°K)
C,HCI1) CH, ** 11.394+0.005 PI 4069
(RN-CAS-Registry Number 74-86-2)
C,HCI) C,H, ** 11.398£0.005 P1 3921
(RN-CAS Registry Number 74-86-2)
C,Hy C,H, ** 11.40 PE 4048
(RN-CAS Registry Number 74-86-2)
C,Hj CH,;C=CH CH, 15.2+0.1 EI 3769
(RN-CAS Registry Number 74-99-7)
(TR-Other product(s) thermochemically reasonable)
3930

C,H; C,H;F HF 13.51+0.02 PI
(RN-CAS Registry Number 75-02-5)
(TR-Other product(s) thermochemically reasonable)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)
C,H; CH,=CF, 2F 19.08+0.03 PI 3930
(RN-CAS Registry Number 75-38-7)
C,HS C,H,Cl HCI 12.47+0.1 PI 3930
, (RN-CAS Registry Number 75-01-4)
(TR-Other product(s) thermochemically reasonable)
c,D’M,) C,D, ** 11.4040.005  PI 3921
(RN-CAS Registry Number 1070-74-2)
C,D} C,Dq 2D, 14.8 TPE 3919
(RN-CAS Registry Number 1632-99-1)
C,Hy C,H, *x 8.7+0.1 D 3930
(RN-CAS Registry Number 2669-89-8)
(RD-Radical)
C,H} C,H,F F 13.841-0.04 PI 3930
(RN-CAS Registry Number 75-02-5)
C,H; C,H,Cl Cl 12.48+0.04 PI 3930
(RN-CAS Registry Number 75-01-4)
(TR-Other product(s) thermochemically reasonable)
C,DF C,Dg D,+D 14.8 TPE 3919
(RN-CAS Registry Number 1632-99-1)
CH®B,) CH, *x 10.51 PE 3649
(RN-CAS Registry Number 74-85-1)
CH;/ C,H, ** 10.51 PE 3739
(RN-CAS Registry Number 74-85-1)
CH; C,H, ** 10.51 PE 3847
(RN-CAS Registry Number 74-85-1)
C,H; C,H, ** 10.515+0.003 PE 3957
(RN-CAS Registry Number 74-85-1)
C,H;} C,H, ** 10.56 PE 3533
(RN-CAS Registry Number 74-85-1)
C,H* C,H, ** 12.38 PE 3739
(RN-CAS Registry Number 74-85-1)
C,H/’B,,) C,H, ** 12.45 PE 3649
(RN-CAS Registry Number 74-85-1)
C,H}* C,H, = 12.56 PE 3533
(RN-CAS Registry Number 74-85-1)
C,H}* CH, ** 14.4 PE 3739
(RN-CAS Registry Number 74-85-1)
CHCAY CH, . 14.43 PE 3649
(RN-CAS Registry Number 74-85-1)
C,H}* C,H, ** 14.46 PE 3533
(RN-CAS Registry Number 74-85-1)
CH{’B,) CH, ** 15.74 PE 3649
(RN-CAS Registry Number 74-85-1)
C,H* C,H, ** 15.96 PE 3533
(RN-CAS Registry Number 74-85-1)
C,H{’B;,) CH, . ~18.8 PE 3649

(RN-CAS Registry Number 74-85-1)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)
C,H}* C,H, ** 18.91 PE 3533
(RN-CAS Registry Number 74-85-1)
Cij(zAg) C,H, ** ~22.8 PE 3649
(RN-CAS Registry Number 74-85-1)
C,H} C;H, CH, 11.55 EI 3488
(RN-CAS Registry Number 74-98-6)
(PC-Appearance potential of the corresponding metastable transition)
C,H} C,H, CH, 11.9 El 3488
(RN-CAS Registry Number 74-98-6)
(MT-Metastable transition(s) observed)
C,HY} C,HsBr Br 10.72+0.08 EDD 3626
(RN-CAS Registry Number 74-96-4)
C,H{ C,Hg ** 11.76+0.05 DC 3791
(RN-CAS Registry Number 74-84-0)
C,H} (CH,),C(NF,), NF;+CNF? 13.1+0.2 EI 3634
(RN-CAS Registry Number 19309-63-8)
C,H* CH,C=CH H,+H 14.0=+0.1 EI 3769
(RN-CAS Registry Number 74-99-7)
CH CH,C=CH H, 13.8+0.1 EIl 3769
(RN-CAS Registry Number 74-99-7)
C;H; CH,;C=CH H 11.930.1 EI 3769
(RN-CAS Registry Number 74-99-7)
(TR-Other product(s) thermochemically reasonable)
C;H} C,H;C=CH CH; 11.7 EI 3808
(RN-CAS Registry Number 107-00-6)
(AD-0.06 eV average translational energy of decomposition at threshold)
C,H CH, C,H, 13.79 PI 4075
(Benzene)
(RN-CAS-Registry Number 71-43-2)
(Corrected for kinetic shift)
C,Hy (CH;),NCH=CHC=CH C,H,+HCN+H 152 El 3674
(RN-CAS Registry Number 2206-24-8)
(TR-Other product(s) thermochemically reasonable)
C;H; (C,H;),NCH=CHC=CH 18.6 El 3674
(RN-CAS Registry Number 1809-53-6)
(TR-Other product(s) thermochemically reasonable)
(OP-the other product(s) is(are): 2C,H,+HCN+3H,)
CH} CH,C=CH *x* 10.37 PE 4048
(RN-CAS Registry Number 74-99-7)
C.HY CH;C=CH ** 10.5+0.1 EI 3769
(RN-CAS Registry Number 74-99-7)
(TR-Other product(s) thermochemically reasonable)
CH CH,=C=CH, ** 10.01740.003 S 3774

(RN-CAS Registry Number 463-49-0)

- (RS-Average of two Rydberg series limits)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

C,H} CH,=C=CH, ** 10.07 (V) PE 4019
(RN-CAS Registry Number 463-49-0)

CH’B) C,H, ** 9.67 PE 3727
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

C,H{’B) C,;H, ** 9.86 (V) PE 3505
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

C,H®B) C,H, ** 10.57 PE 3727
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

C,H’B,) CH, ** 11.02 (V) PE 3505
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

CHPA) C;H, * 12.38 PE 3727
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

CHiCA) C,H, ** 12.7 (V) PE 3505
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

C,H’B,) C;H, ** 14.5 PE 3727
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

CHA) C,H, *x 16.2 PE 3727
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

CH’B) C:H, * 17.8 PE 3727
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

CHCA) C:;H, ** 19.2 PE 3727
(Cyclopropene)
(RN-CAS Registry Number 2781-85-3)

C,HY (CH,),C=CH, CH, 11.8 EI 3808
(RN-CAS Registry Number 115-11-7)

(AD-0.05 eV average translational energy of decomposition at threshold)

C;H; 1-C,H, CH;, 11.8 EI 3808

(RN-CAS Registry Number 106-98-9)
(AD-0.07 eV average translational energy of decomposition at threshold)

C,HS C,H; CH;, 10.9 SD 3493
(Cyclopropane, methyl-)
(RN-CAS Registry Number 594-11-6)

C;H; CH=C(CH,);CH, 14.09+0.05 EI 3585
(RN-CAS Registry Number 693-02-7)

C,HS CH,C=CCH,CH,CH, 13.9+0.01 EI 3585
(RN-CAS Registry Number 764-35-2)

C,HS C¢H, 13.680.05 El 3585
(Cyclohexene)
(RN-CAS Registry Number 110-83-8)

C,H{ CsHy=CH, 14.05+0.05 EI 3585

(Cyclopentane, methylene-)
(RN-CAS Registry Number 1528-30-9)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
C,HY CsH,CH, 14.90+0.1 EI 3585
(Cyclopentene, 1-methyl-)
(RN-CAS Registry Number 693-89-0)
C,HS (C,H;),S CH;SH+H 12.41£0.05 PI 4025
(RN-CAS Registry Number 352-93-2)
C,H{Y C;HS, S,H 10.8+0.2 EI 3598
(1,3-Dithiolane)
(RN-CAS Registry Number 4829-04-3)
C,HY CH,=CHCH,CH,Br CH,Br 12.6 EI 3900
(RN-CAS Registry Number 5162-44-7)
C,HS CH,=CH(CH,),Br 12.2 EI 3900
(RN-CAS Registry Number 1119-51-3)
C,H C¢H,,Br 12.52+0.05 PI 4078
(Cyclohexane, bromo-)
(RN-CAS Registry Number 108-85-0)
C,H{ C;Hg *x 9.72 PE 3864
(RN-CAS Registry Number 115-07-1)
C,HS C;H, ** 9.74 PE 3533
(RN-CAS Registry Number 115-07-1)
C,H{ C;H; *h 9.744+0.003 PE 3957
(RN-CAS Registry Number 115-07-1
C,H{ C;Hg ** 9.86 (V) PE 3950
(RN-CAS Registry Number 115-07-1)
C,H{ C;Hg o 9.9 (V) PE 3940
(RN-CAS Registry Number 115-07-1)
C,H n-C,H,, CH, 11.06 EI 3538
(RN-CAS Registry Number 106-97-8)
(PC-Appearance potential of the corresponding metastable transition)
03H: n—C4Hlo CH4 11.56 EI 3538
(RN-CAS Registry Number 106-97-8)
(MT-Metastable transition(s) observed)
C,HS (CH,),C=CHCH, C,H, 11.70+0.11 El 3544
(RN-CAS Registry Number 513-35-9)
(TR-Other product(s) thermochemically reasonable)
C,H{ CH,CH,CH,CH=CH, CH, 11.61+0.08 EI 3544
(RN-CAS Registry Number 109-67-1)
(TR-Other product(s) thermochemically reasonable)
C,H{ (CH,),CHCH=CH, C,H, 11.54+0.10 EI 3544
(RN-CAS Registry Number 563-45-1)
(TR-Other product(s) thermochemically reasonable)
C,H C,H;C(CH;)=CH, C,H, 11.661+0.06 El 3544
(RN-CAS Registry Number 563-46-2)
(TR-Other product(s) thermochemically reasonable)
C,H{ cis-C,H,CH=CHCH, C,H, 11.54+£0.02 EI 3544
(RN-CAS Registry Number 627-20-3)
(TR-Other product(s) thermochemically reasonable)
C,H¢ trans-C,H;CH=CHCH, C,H, 11.73+0.11 El 3544

(RN-CAS Registry Number 646-04-8)
(TR-Other product(s) thermochemically reasonable)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)
C;H CsH, C,H, 11.740.07 EI 3544
(Cyclopentane)

(RN-CAS Registry Number 287-92-3)
(TR-Other product(s) thermochemically reasonable)

CH{ CeH,, C,H; 11.23+0.04 Pl 4078
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)

C,HS n-C,H,OH H,O 10.3310.03 EDD 3626
(RN-CAS Registry Number 71-23-8)

C,H{ n-C,H,OH H,0 10.3 EI 3916
(RN-CAS Registry Number 71-23-8)

C,H{ CHO CO 9.851+0.15 EDD 3794
(Cyclobutanone)

(RN-CAS Registry Number 1191-95-3)
(TR-Other product(s) thermochemically reasonable)

CH{ iso-C;H,NO HNO 10.8+0.1 EI 3602
(RN-CAS Registry Number 920-40-1)
CH{ iso—-C;H,NO 10.8+0.1 El 3654

(RN-CAS Registry Number 920-40-1)

C;HS n-CH,, CH; 11.09 EI 3538
(RN-CAS Registry Number 106-97-8)
(PC-Appearance potential of the corresponding metastable transition)
C;HS n-CH,, CH, 11.53 EI 3538
(RN-CAS Registry Number 106-97-8)
(MT-Metastable transition(s) observed)

C,Hf CH,, C;H; 11.49+0.03 PI 4078
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)

C,H; iso~-C;H,Cl C1? 113+ <0.1 EI 3735
(RN-CAS Registry Number 75-29-6)

CH} iso-C,H,Br Br? 10.7+ <0.1 EI 3735
(RN-CAS Registry Number 75-26-3)

C,Hf iso-C,H,1 1? 10.0x <0.1 EI 3735
(RN-CAS Registry Number 75-30-9)

C,Hy C;H; ** 11.5 (V) PE 3710
(RN-CAS Registry Number 74-98-6)

C,H{ C;H; ** 11.27+0.05 DC 3791

(RN-CAS Registry Number 74-98-6)

CHY HC=CC=CH ** 10.17 PE 4048
(RN-CAS Registry Number 460-12-8)

CHY (CH,),NCH=CHC=CH 14.4 El 3674
(RN-CAS Registry Number 2206-24-8)
(TR-Other product(s) thermochemically reasonable)
(OP-the other product(s) is(are): cyclo~(CH,),N+H,)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)
CHj C,H,NCH=CHC=CH 15.2 EI 3674
(Pyrrolidine, 1-(1-buten-3-ynyl)-)
(RN-CAS Registry Number 19352-85-3)
(TR-Other product(s) thermochemically reasonable)
(OP-the other product(s) is(are): cyclo—(CH,),N+C,H,)
C,Hy (C,H;),NCH=CHC=CH 15.0 EI 3674
(RN-CAS Registry Number 1809-53-6)
(TR-Other product(s) thermochemically reasonable)
(OP-the other product(s) is(are): CH,=NH+ C,H,+CH,)
C,H! CH,=CHC=CH ** 9.63 PE 3997
(RN-CAS Registry Number 689-97-4)
CHf CH,=CHC=CH ** 9.9 EI 3767
(RN-CAS Registry Number 689-97-4)
CcH} C¢Hg C,H, 13.85 PI 4075
(Benzene)
(RN-CAS-Registry Number 71-43-2)
(Corrected for kinetic shift)
CHf C¢H; C,H, 14.1 EI 3488
(Benzene)
(RN-CAS Registry Number 71-43-2)
(PC-Appearance potential of the corresponding metastable transition)
CH; (CH;),NCH=CHC=CH CH,=NH+CH; 134 El 3674
(RN-CAS Registry Number 2206-24-8)
(TR-Other product(s) thermochemically reasonable}
CH} C,H,NCH=CHC=CH 13.7 EI 3674
(Pyrrolidine, 1-(1-buten-3-ynyl)-)
(RN-CAS Registry Number 19352-85-3)
(TR-Other product(s) thermochemically reasonable)
(OP-the other product(s) is(are): CH,N=CH,+ C,H,+H)
CH{ CH,=CHCH=CH, ** 9.03 PE 3847
(RN-CAS Registry Number 106-99-0)
(trans—conformer)
CH{ CH,C=CCH, ** 9.59 PE 4048
(RN-CAS Registry Number 503-17-3)
CH CH,=C=CHCH, ** 9.33 (V) PE 4019
(RN-CAS Registry Number 590-19-2)
CHS CH=C(CH,);CH, C,H, 11.08+0.05 EIl 3585
(RN-CAS Registry Number 693-02-7)
CH{ CH,C=CCH,CH,CH; C,H, 11.02+0.05 EI 3585
(RN-CAS Registry Number 764-35-2)
CcH{ Ce¢H,o C,H, 11.91+0.05 EI 3585
(Cyclohexene)
(RN-CAS Registry Number 110-83--8)
CHS C,H;=CH, C,H, 12.32+0.05 El 3585
(Cyclopentane, methylene-)
(RN-CAS Registry Number 1528-30-9)
CH{ C;H,CH, C,H, 12.3340.05 EI 3585

(Cyclopentene, 1-methyl-)
(RN-CAS Registry Number 693-89-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
CH C¢H,,Cl 11.0710.03 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)
(RN-CAS Registry Number 109-67-1)
(TR-Other product(s) thermochemically reasonable)
CH7 (CH,),C=CHCH; CH; 11.33+0.12 EI 3544
(RN-CAS Registry Number 513-35-9)
(TR-Other product(s) thermochemically reasonable)
CHf (CH,),CHCH=CH, CH; 11.15+0.12 El 3544
(RN-CAS Registry Number 563-45-1)
(TR-Other product(s) thermochemically reasonable)
CHf C,H;C(CH;)=CH, CH; 11.34+0.07 EI 3544
(RN-CAS Registry Number 563-46-2)
(TR-Other product(s) thermochemically reasonable)
CH;} cis-C,H;CH=CHCH, CH, 11.24+0.02 EI 3544
(RN-CAS Registry Number 627-20-3)
(TR-Other product(s) thermochemically reasonable)
CHSf trans-C,H;CH=CHCH, CH, 11.35+0.03 El 3544
(RN-CAS Registry Number 646-04-8)
(TR-Other product(s) thermochemically reasonable)
CH;} CsHyq CH, 11.36+0.08 EI 3544
(Cyclopentane)
(RN-CAS Registry Number 287- 92-3)
(TR-Other product(s) thermochemically reasonable)
CH; CeH,, C,H; 11.21+0.04 PI 4078
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)
CH7 C¢H,,Cl 11.52+0.05 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)
CH;/ CH,=CHCH,CH,Br Br 10.6 EI 3900
(RN-CAS Registry Number 5162-44-7)
CHS C¢H,,Br 11.54+0.02 PI 4078
(Cyclohexane, bromo-)
(RN-CAS Registry Number 108-85-0)
CH{ 1-C,H, b 9.72 (V) PE 3950
(RN-CAS Registry Number 106-98-9)
CH7 1-C,Hg ** 9.625+0.003 PE 3957
(RN-CAS Registry Number 106-98-9)
CH{ iso-C,Hg ** 9.21 PE 3533
(RN-CAS Registry Number 115-11-7)
CHF iso-C,Hy ** 9.239+0.003 PE 3957
(RN-CAS Registry Number 115-11-7)
CH{ cis-2-C,Hg ** 9.07 PE 3533
(RN-CAS Registry Number 590-18-1)
CH{ cis—2-C4Hy ** 9.124+0.005 PE 3957
(RN-CAS Registry Number 590-18-1)
CH; cis-2-C4Hjy ** 9.29 (V) 'PE 4084

(RN-CAS Registry Number 590-18-1)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

CH{ trans-2-C H; ** 9.11 (V) PE 3649
(RN-CAS Registry Number 624-64-6)

CHy trans-2-C4Hy b 9.09 PE 3533
(RN-CAS Registry Number 624-64-6)

CH{ trans-2-C4Hy ** 9.1224+0.005 PE 3957
(RN-CAS Registry Number 624-64-6)

CH{ trans-2-C,Hjy ** 9.32(V) PE 4084
(RN-CAS Registry Number 624-64-6)

CH{ C,H; ** 9.92+0.05 PE 3757
(Cyclobutane)
(RN-CAS Registry Number 287-23-0)

CH{ CH; ** 10.7+0.1 (V) PE 4037
(Cyclobutane)
(RN-CAS Registry Number 287-23-0)

CH; C,H; ** 9.9+0.2 SD 3493
(Cyclopropane, methyl-)
(RN-CAS Registry Number 594-11-6)

CH{ CeH;, C,H, 11.08+0.01 PI 4078
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)

C.Hy C¢H,;;Cl 10.2+0.01 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)

CHy tert-C;H,NO NO 8.9+0.1 EI 3602
(RN-CAS Registry Number 917-95-3)

CH{ tert-C,H,NO 8.9+0.1 EI 3654
(RN-CAS Registry Number 917-95-3)

C,Hy C¢H,,Cl1 10.56+0.02 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)

CHy (CHj;);CGe(CHjy), (CH,);Ge 10.19+0.27 EI 3548
(RN-CAS Registry Number 1184-91-4)

CHy (CH,);,CSn(CHjy), (CH;);Sn 10.03+0.23 EI 3548
(RN-CAS Registry Number 3531-47-3)

CHy (CH,);CPb(CH,;), (CH,);Pb 9.45+0.15 EI 3548
(RN-CAS Registry Number 32997-03-8)

CHY n-C4H,, ** 10.87+0.05 DC 3791
(RN-CAS Registry Number 106-97-8)

CH}, n-C/H,, ** 10.89 EI 3538
(RN-CAS Registry Number 106-97-8)

CH, iso-CH g ** 11.4 (V) PE 3710
(RN-CAS Registry Number 75-28-5)

CH iso-C,H ;o > 10.74+0.05 DC 3791
(RN-CAS Registry Number 75-28-5)

C.H CH,C=CC=CH ** 9.51 PE 4048

(RN-CAS Registry Number 4911-55-1)
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Table of Ion Energetics Measurements—Continued

Ion

Reactant Other
products

Ionization or
appearance
potential
V)

Method

Ref.

CHY

CsHY

CsHY

C,HY

CiHS

CsH{

CiH

CHY

CsH{

C¢H,CICH,

(Benzene, 1-chloro-2-methyl-)

(RN-CAS Registry Number 95-49-8)
CsH,CICH,

(Benzene, 1-chloro-3-methyl-)

(RN-CAS Registry Number 108-41-8)
C,H,CICH;

(Benzene, 1-chloro~4-methyl-)

(RN-CAS Registry Number 106-43-4)
C6H4BTCH3

(Benzene, 1-bromo~2-methyl-)

(RN-CAS Registry Number 95-46-5)
C6H4BI‘CH3

(Benzene, 1-bromo~3-methyl-)

(RN-CAS Registry Number 591-17-3)
C¢H,BrCH;,

(Benzene, 1-bromo~4-methyl-)

(RN-CAS Registry Number 106-38-7)
C¢H,ICH,

(Benzene, 1-iodo-2~-methyl-)

(RN-CAS Registry Number 615-37-2)
C¢H,ICH,

(Benzene, 1-iodo-3-methyl-)

(RN-CAS Registry Number 625-95-6)
C¢H,ICH;

(Benzene, 1-iodo-4~-methyl-)

(RN-CAS Registry Number 624-31-7)

15.67+0.015

15.71£0.15

15.66+0.15

15.19+0.15

15.20+0.15

15.23+0.15

14.34+0.15

14.47+0.15

14.660.15

El

El

EI

EI

EI

El

EI

EI

3777

37177

37177

3777

3777

3777

3777

3717

3777

CsH¢
CsH{
CH¢

CH{

CH{

CH{

CH,=C(CH,;)C=CH *x

(RN-CAS Registry Number 78-80-8)
CH,=CHC=CCH, **

(RN-CAS Registry Number 646-05-9)
CH;CH=CHC=CH **

(RN-CAS Registry Number 2206-23-7)
CsH, %

(Cyclopentadiene)

(RN-CAS Registry Number 26912-33-4)
CsH, %

(1,3-Cyclopentadiene)

(RN-CAS Registry Number 542-92-7)
C;H,C=CH **

(Cyclopropane, ethynyl-)

(RN-CAS Registry Number 6746-94-7)
CH,o CH,

(Bicyclo[2.2.1]hept-2-ene)

(RN-CAS Registry Number 498-66-8)

(ON-Other name: 2-Norbornene)

(MT-Metastable transition(s) observed)

37

10.1
9.4
8.5

8.56+0.01

9.0

9.58 (V)

9.2240.01

EI

EI

El

EM

EI

EM

3767

3767

3767

3535

3476

3997

3535



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
CH¢ CH,, C,H, 9.44+0.01 EM 3535
(Tricyclo[2.2.1.0%¢|heptane
(RN-CAS Registry Number 279-19-6)
(ON-Other name: Nortricyclene)
(MT-Metastable transition(s) observed)
CH{ C4H;NH, HCN 12.13+0.06 EDD 3784
(Benzenamine)
(RN-CAS Registry Number 62-53-3)
(MT-Metastable transition(s) observed)
CsH{ C¢H;NH, 12.04+ <0.1 EI 3735
(Benzenamine)
(RN-CAS Registry Number 62-53-3)
CH{ C¢H;OH (0] 12.451+0.1 EI 3817
(Phenol)
(RN-CAS Registry Number 108-95-2)
C;H{ C¢HsSH CS 12.18+0.1 EI 3817
(Benzenethiol)
(RN-CAS Registry Number 108-98-5)
CH{ C,H,Br C,H;Br 10.0 EI 3900
(bicyclo[2.2.1]hept-2-ene, 5-bromo-, exo-)
(RN-CAS Registry Number 5810-82-2)
CH{ C,HBr C,H;Br 10.0 EI 3900
(Bicyclo[2.2.1]hept-2-ene, S-bromo-,endo-)
(RN-CAS Registry Number 5810-82-2)
CH; CH=C(CH,);CH; CH;, 10.87£0.05 EI 3585
(RN-CAS Registry Number 693-02-7)
CHf CH,;C=CCH,CH,CH, CH;, 10.63+0.05 EI 3585
(RN-CAS Registry Number 764-35-2)
(MT-Metastable transition(s) observed)
CHf CeHyo CH, 11.22+0.05 EI 3585
(Cyclohexene)
(RN-CAS Registry Number 110-83-8)
(MT-Metastable transition(s) observed)
CH CsHz=CH, CH; 11.71+0.05 EI 3585
(Cyclopentane, methylene-)
(RN-CAS Registry Number 1528-30-9)
(MT-Metastable transition(s) observed)
CHf CsH,CH;, CH; 11.59+0.05 EI 3585
(Cyclopentene, 1-methyl-)
(RN-CAS Registry Number 693-89-0)
(MT-Metastable transition(s) observed)
CsH; CoHys 10.0+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-, (3aa,48,78,7aa)-)
(RN-CAS Registry Number 2825-82-3)
(ON-Other name: exo-Tricyclo[5.2.1 .0*%|decane)
CsHf C,oH;sCH; <10.2%0.1 PI 3918

(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: 2-Methyl-exo-tricyclo[5.2.1.0*|decane)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)
C,HY CoH;sCH; >10.2+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-2-methyl, (2a,3a8,4a,7a,7a8)-)
(RN-CAS Registry Number 50745-90-9)
(ON-Other name: cis-4-Methyl-exo-tricyclo[5.2. 1.0*%)decane)
CHY CioH;sCH; >10.5+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-8-methyl-, stereoisomer)
(RN-CAS Registry Number 50745-92-1)
(ON-Other name: anti-10-Methyl-endo-tricyclo[5.2.1.0*¢|decane)
CHi CoH;5sC,H; >10.2+0.1 PI 3918
(4,7-Methano-1H-indene, 5-cthyloctahydro-, (3aa,48,5a,78,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo-8-Ethyl-exo-tricyclo[5.2. 1.0*|decane)
CHf C¢H,,Cl1 10.67+0.05 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)
CH{ CH,=C(CH;)CH=CH, ok 8.89 PE 3847
(RN-CAS Registry Number 78-79-5)
CHy CH,=C(CH;)CH +CH, ** 9.04 (V) PE 3892
(RN-CAS Registry Number 78-79-5)
CHy CH,=CHCH,CH=CH, ** 9.62+0.02 PE 4010
(RN-CAS Registry Number 591-93-5)
C,Hy CH;CH=C=CHCH; ** 9.13(V) PE 4019
(RN-CAS Registry Number 591-96-8)
CH{ (CH,),C=C=CH, ** 8.95 (V) PE 4019
(RN-CAS Registry Number 598-25-4)
CHy trans—-CH,=CHCH=CHCH,; ** 8.61 PE 3847
(RN-CAS Registry Number 2004-70-~8)
C,Hy CH, ok 9.1 (V) PE 4034
(Cyclopropane, ethenyl-)
(RN-CAS Registry Number 693-86-7)
CH;A) C;H;C,H, ** 9.2 PE 3576
(Cyclopropane, ethenyl-)
’ (RN-CAS Registry Number 693-86-7)
CH{CA) C3H;C,H, ** 10.7 PE 3576
(Cyclopropane, ethenyl-)
. (RN-CAS Registry Number 693-86-7)
CH{A") CiH,C;H, . 1.7 PE 3576
(Cyclopropane, ethenyl-)
(RN-CAS Registry Number 693-86-7)
C,Hy CeH,, CH, 11.07+0.04 PI 4078
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)
CHS CoH,6 10.5+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-, (3aa,43,78,7aa)-)
(RN-CAS Registry Number 2825-82-3)
(ON-Other name: exo-Tricyclo[5.2.1.0*%]decane)
C,Hy C¢H,,Cl 11.01£0.02 PI 4078

(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

CH{ CH,=CH(CH,);Br Br 10.2 EI 3900
(RN-CAS Registry Number 1119-51-3)

C,H{, (CH;),C=CHCH, > 8.682+0.003 PE 3957
(RN-CAS Registry Number 513-35-9)

C:H, (CH,),C=CHCH, = 8.72 PE 3533
(RN-CAS Registry Number 513-35-9)

CHf; (CH,),C=CHCH, ** 8.83+0.11 EI 3544
(RN-CAS Registry Number 513-35-9)

CsH{; (CH;),CHCH=CH, ** 9.533+0.003 PE 3957
(RN-CAS Registry Number 563-45-1)

C:Hf (CH,;),CHCH=CH, ** 9.60+0.03 EI 3544
(RN-CAS Registry Number 563-45-1)

CH{ C,H;C(CH;)=CH, ** 9.148+0.003 PE 3957
(RN-CAS Registry Number 563-46-2)

CH}, C,H;C(CH;)=CH, ** 9.35+0.08 EI 3544
(RN-CAS Registry Number 563-46-2)

CH 1-CH 9.54+0.02 (V) PE 4010
(RN-CAS Registry N umber 109-67-1)

CH 1-CsH g 9.82+0.06 EI 3544
(RN-CAS Registry Number 109-67-1)

CH{; 1-CsH,o ** 9.524+0.003 PE 3957
(RN-CAS Registry Number 109—67—1)

CsH}; cis-2-CsH,, 9.23+0.02 EI 3544
(RN-CAS Registry Number 627-20-3)

CsH{; cis—2-CsH,o ** 9.036+0.005 PE 3957
(RN-CAS Registry Numbcr 627—20—3)

CsH{; trans-2-CsH 9.32+0.03 EI 3544
(RN-CAS Registry Number 646-04-8)

CHf, trans-2-CsH o ** 9.036+0.005 PE 3957
(RN-CAS Registry Number 646-04-8)

CsH{; CsHy ** 10.40 PE 4056
(Cyclopentane)
(RN-CAS-Registry Number 287-92-3)

CHf CsHy ** 10.91+0.07 EI 3544
(Cyclopentane)
(RN-CAS Registry Number 287-92-3)

C,Hj tert-CsH;;NO NO 8.7+0.1 EIl 3602
(RN-CAS Registry Number 34946-78-6)

C.Hf; tert-CsH,;;NO 8.7+0.1 EI 3654
(RN-CAS Registry Number 34946-78-6)

C:Hp, n-CsH,, ** 10.36 PE 4056
(RN-CAS-Registry Number 109-66-0)

CsH}; n-CsH,, ** 10.59+0.05 DC 3791
(RN-CAS Registry Number 109-66-0)

C,H{; iso-CsH,, ** 10.50+0.05 DC 3791
(RN-CAS Registry Number 78-78-4)

CsHf, neo-CsH,, ** 10.25+0.1 PE 3677

(RN-CAS Registry Number 463-82-1)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
C:H, neo-CsH, ** 10.21-0.04 PE 3880
(RN-CAS Registry Number 463-82-1)
C,HY; neo-CsH,, ** 11.3(V) PE 3710
(RN-CAS Registry Number 463-82-1)
C5H1+2 neo-CsH,, ** ~11.3 (V) PE 4050
(RN-CAS Registry Number 463-82-1)
(JC-Mean value of Jahn-Teller components)
CHS HC=CC=CC=CH ** 9.50 PE 4048
(RN-CAS Registry Number 3161-99-7)
CH; C¢H, *x 9.75+0.2 RPD 3583
(1,3-Cyclohexadien-5-yne)
(RN-CAS Registry Number 462-80-6)
CH; C¢Hg H, 12.94 PI 4075
(Benzene)
(RN-CAS-Registry Number 71-43-2)
(Corrected for kinetic shift)
CHY C¢Hg H, 14.040.06 EDD 3784
(Benzene)
(RN-CAS Registry Number 71-43-2)
(MT-Metastable transition(s) observed)
CH; CsH;CN HCN 13.80=£0.06 EDD 3784
(Benzonitrile)
(RN-CAS Registry Number 100-47-0)
(MT-Metastable transition(s) observed)
CHY C.H;CN 13.92+ <0.1 El 3735
(Benzonitrile)
(RN-CAS Registry Number 100-47-0)
CeHY C¢H;s ** 8.1+0.1 P1 3752
(Phenyl)
(RN-CAS Registry Number 2396-01-2)
(RD-Radical)
CeH{ CH=CCH,CH,C=CH H 10.21+0.03 EI 3790
(RN-CAS Registry Number 628-16-0)
CHS C¢Hg H 12.94 PI 4075
(Benzene)
(RN-CAS-Registry Number 71-43-2)
(Corrected for kinetic shift)
CHY C¢Hg H 13.97+0.06 EDD 3784
(Benzene)
(RN-CAS Registry Number 71-43-2)
CH7 C¢Hy H 14.05+ <0.1 EI 3735
(Benzene)
(RN-CAS Registry Number 71-43-2)
CHY CH;CHO CO+H 14.11 El 3792
(Benzaldehyde)

(RN-CAS Registry Number 100-52-7)
(TR-Other product(s) thermochemically reasonable)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Other appearance Method Ref.
products potential
(V)
CHY C¢H;COCH, CO+CH; 13.28 EDD 3626
(Ethanone, 1-phenyl-)
(RN-CAS Registry Number 98-86-2)
(TR-Other product(s) thermochemically reasonable)
CHY C.H;COCH, CO+CH;, 13.97 EI 3792
(Ethanone, 1-phenyl-)
(RN-CAS Registry Number 98-86-2)
(TR-Other product(s) thermochemically reasonable)
CHY (C¢Hs),CO C¢H;+CO 15.67 EI 3792
(Methanone, diphenyl-)
(RN-CAS Registry Number 119-61-9)
(TR-Other product(s) thermochemically reasonable)
CHS C¢H;COOH CO+OH 15.08+0.2 EI 3973
(Benzoic acid)
(RN-CAS Registry Number 65-85-0)
(MT-Metastable transition(s) observed)
CHY CsH;COOH CO+OH 15.08 EI 3792
(Benzoic acid)
(RN-CAS Registry Number 65-85-0)
(TR-Other product(s) thermochemically reasonable)
CHY C¢H;COOCH, CH,;0+CO 13.82 EDD 3626
(Benzoic acid methyl ester)
(RN-CAS Registry Number 93-58-3)
(TR-Other product(s) thermochemically reasonable)
CH{ C¢H;COOCH, CH;0+CO 14.74 EI 3792
(Benzoic acid methyl ester)
(RN-CAS Registry Number 93-58-3)
(TR-Other product(s) thermochemically reasonable)
CHY C¢H;NO NO 11.0+0.1 EI 3602
(Benzene, nitroso-)
(RN-CAS Registry Number 586-96-9)
CHS C¢H,NO 11.0+0.1 EI 3654
(Benzene, nitroso-)
(RN-CAS Registry Number 586-96-9)
CHS C.H;CONH, NH,+CO 14.21 EI 3792
(Benzamide)
(RN-CAS Registry Number 55-21-0)
(TR-Other product(s) thermochemically reasonable)
CHY C¢H;NO, NO, 11.93+0.1 EI 3447
(Benzene, nitro-)
(RN-CAS Registry Number 98-95-3)
CHY C¢H;Cl Cl 12.81 EDD 3626
(Benzene, chloro-)
(RN-CAS Registry Number 108-90-7)
CHY C¢H;COCl Cl+CO 13.81 EI 3792
(Benzoyl chloride)
(RN-CAS Registry Number 98-88-4)
(TR-Other product(s) thermochemically reasonable)
CHY C¢H;Br Br 11.82 EDD 3626

(Benzene, bromo-)
(RN-CAS Registry Number 108-86-1)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)
CH{ C¢Hsl I 11.34 EDD 3626

(Benzene, iodo-)
(RN-CAS Registry Number 591-50-4)

CH,D; CD=CCH,CH,C=CD H 10.18+0.03 EI 3790
(RN-CAS Registry Number XXXXX-XX-X)

CeH{ CH=CCH,CH,C=CH *a 9.87+0.03 El 3790
(RN-CAS Registry Number 628-16-0)

CHY CH;C=CC=CCH, i 8.91 PE 4048
(RN-CAS Registry Number 2809-69-0)

CH{ C¢H, b 9.2 PI 3586
(Benzene)
(RN-CAS Registry Number 71-43-2)

CH{CE,,) CeHg ** 9.2 (V) PE 3528
(Benzene)
(RN-CAS Registry Number 71-43-2)

CHe Ce¢Hg * 9.24 PE 3519
(Benzene)
(RN-CAS Registry Number 71-43-2)

C6H§(2E,g) C¢Hg ok 9.24 (V) PE 3513
(Benzene)
(RN-CAS Registry Number 71-43-2)

CéHg(zElg) CH, ** 9.24 (V) PE 3673
(Benzene)
(RN-CAS Registry Number 71-43-2)

CH¢ C¢H, *x 9.24 (V) PE 3898
(Benzene)
(RN-CAS Registry Number 71-43-2)

CeHe C¢Hg e 9.25+0.03 (V) PE 3713
(Benzene)
(RN-CAS Registry Number 71-43-2)

CHE ) CeH * 9.25 PE 3520
(Benzene)
(RN-CAS Registry Number 71-43-2)

CHYE,p) CeH, - 9.27 PE 3658
(Benzene)
(RN-CAS Registry Number 71-43-2)

CeH{Eyy) CoHg > 11.7 (V) PE 3673
(Benzene)
(RN-CAS Registry Number 71-43-2)

CsHiCA,) CeH ** 12.35 (V) PE 3673
(Benzene)
(RN-CAS Registry Number 71-43-2)

CHCE) CeHs . 13.9 (V) PE 3673
(Benzene)
(RN-CAS Registry Number 71-43-2)

CH{'B,,) CeHs x 14.7 (V) PE 3673
(Benzene)

(RN-CAS Registry Number 71-43-2)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
C¢H{’B,,) CeH; ** 15.4 (V) PE 3673
(Benzene)
(RN-CAS Registry Number 71-43-2)
C6H6’(2A,g) C¢H ** 16.84 (V) PE 3673
(Benzene)
(RN-CAS Registry Number 71-43-2)
CH{CEy) CgH, i 19.0 (V) PE 3673
(Benzene)
(RN-CAS Registry Number 71-43-2)
CH C¢H, ** 9.20+0.1 EDD 3624
(Benzene)
(RN-CAS Registry Number 71-43-2)
CH CH, ** 9.25 CTS 3922
(Benzene)
(RN-CAS Registry Number 71-43-2)
CH{ CgHg 9.2+ <0.1 EI 3735
(Pentacyclo[4.2.0.0%°.0*%.0*"Joctane)
(RN-CAS Registry Number 277-10-1)
CH{ C¢H;OCH; CH,0 11.27+0.1 EI 3446
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)
CH{ C¢H;OCH; HCHO 11.50 EI 3845
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)
(CD-Metastable transition indicates 0.32 eV kinetic energy release)
CH{ C¢H;OCH, 11.55+<0.1 EI 3735
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)
CH{ C¢H(Cr(CO), 9.49+0.1 EI 3788
(Chromium, (n6—benzene)tricarbonyl-)
(RN-CAS Registry Number 12082-08-5)
C¢H,D; CD=CCH,CH,C=CD ** 9.97+0.06 EI 3790
(RN-CAS Registry Number XXXXX-XX-X)
CHY CHy CH; 10.46+£0.01 EM 3535
(Bicyclo[2.2.1]hept-2-ene)
(RN-CAS Registry Number 498-66-8)
(ON-Other name: 2-Norbornene)
(MT-Metastable transition(s) observed)
CH C;H,, CH, 10.17+0.01 EM 3535
(Tricyclo[2.2.1.0%¢|heptane
(RN-CAS Registry Number 279-19-6)
(ON-Other name: Nortricyclene)
(MT-Metastable transition(s) observed)
CH{ cis-CH,=CHCH=CHCH=CH, ** 8.32 PE 3847
(RN-CAS Registry Number 2612-46-6)
CeHy trans-CH,=CHCH=CHCH=CH%* 8.29 PE 3847

(RN-CAS Registry Number 821-07-8)

44



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
CHy CH,C=CH ** 10.02 (V) PE 3997

(Cyclobutane, ethynyl-)
(RN-CAS Registry Number 50786-62-4)
CeHy CsH,CH; ** 8.28+0.05(V) PE 3688
(1,3-Cyclopentadiene, methyl-)
(RN-CAS Registry Number 26519-91-5)
CHy CioHis 9.9+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-, (3aa,48,78,7aa)-)
(RN-CAS Registry Number 2825-82-3)
(ON-Other name: exo-Tricyclo[5.2.1 .0*%Jdecane)

CHy CH=C(CH,),;CH, H 10.75+0.05 EI 3585
(RN-CAS Registry Number 693-02-7)

CHy CH,C=CCH,CH,CH, H 10.81+0.05 EI 3585
(RN-CAS Registry Number 764-35-2)

CHy CiH,, H 11.8+0.05 El 3585
(Cyclohexene)
(RN-CAS Registry Number 110-83-8)

C.Hy Cs;H;=CH, H 12.13+0.05 EI 3585

(Cyclopentane, methylene-)
(RN-CAS Registry Number 1528-30-9)

CHy C,H,CH,; H 11.97+0.05 EI 3585
(Cyclopentene, 1-methyl-)
(RN-CAS Registry Number 693-89-0)

CHy C,oH;sCH; 9.5+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-8-methyl, stereoisomer)
(RN-CAS Registry Number 50745-92-1)
(ON-Other name: anti-10-Methyl-endo-tricyclo[5.2.1 .0*%|decane)

C.Hy C,oH,sC,H; <10.2%0.1 PI 3918
(4,7-Methano-1H-indene, 5-ethyloctahydro-, (3aa,48,5a,78,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo-8-Ethyl-exo-tricyclo[5.2. 1.0*%|decane)

C.Hy C¢H,,Cl 10.40+0.02 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)

CcHb CH,=C(CH;)C(CH,;)=CH, ** 8.62 PE 3847
(RN-CAS Registry Number 513-81-5)

CeHi CH,=C(CH;;)C(CH;)=CH, ** 8.76 (V) PE 3892
(RN-CAS Registry Number 513-81-5)

CHi, CH,=CHCH,CH,CH=CH, ** 9.59+0.02 (V) PE 4010
(RN-CAS Registry Number 592-42-7)

CHib CH=C(CH,);CH, ** 10.52+0.05 EI 3585
(RN-CAS Registry Number 693-02-7)

C.H; CH,C=CCH,CH,CH; ** 9.97+0.05 EI 3585
(RN-CAS Registry Number 764-35-2)

CHib (CH,),C=C=CHCH, ** 8.69 (V) PE 4019
(RN-CAS Registry Number 3043-33-2)

CHi, trans,trans-CH,CH=CHCH = CHCH, 8.09 PE 3847
(RN-CAS Registry Number 5194-51-4)

CHih trans,trans-CH;CH=CHCH=CH®H, 8.93 (V) PE 3892

(RN-CAS Registry Number 5194-51-4)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

CeHiy CeHyo *x 9.57+0.05 EI 3585
(Cyclohexene)
(RN-CAS Registry Number 110-83-8)

CeHyj C;Hy=CH, . 8.55-£0.01 PI 3585
(Cyclopentane, methylene-)
(RN-CAS Registry Number 1528-30-9)

CeHY, CsHz=CH, *x 9.26+0.05 EI 3585
(Cyclopentane, methylene-)
(RN-CAS Registry Number 1528-30-9)

CeHi CH,CH, A 8.55+0.01 PI 3585
(Cyclopentene, 1-methyl-)
(RN-CAS Registry Number 693-89-0)

CH, CsH,CH, b 9.12+0.05 EI 3585
(Cyclopentene, 1-methyl-)
(RN-CAS Registry Number 693-89-0)

CeHy C¢H,o(CH,), 2CH, 10.46+0.1 EDD 3581
(Cyclohexane, 1,2-dimethyl-, cis-)
(RN-CAS Registry Number 2207-01-4)

CH, C¢H,o(CH,), 2CH, 10.63+0.1 EDD 3581
(Cyclohexane, 1,2-dimethyl-, trans-)
(RN-CAS Registry Number 6876-23-9)

CeHjl C,oH,sCH; 9.8+0.1 PI 3918
(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: 2-Methyl-exo-tricyclo[5.2.1 .02’6]decane)

CeHpy C,oH;sCH; 10.0%0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-2-methyl-, (2a,3a8,4a,7a,7a8)-~)
(RN-CAS Registry Number 50745-90-9)
(ON-Other name: cis-4-Methyl-exo-tricyclo[5.2. 1.0*%|decane)

CeHih C¢H,,Cl . 10.10+0.05 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)

CeHY{, C¢Hy, H 11.324-0.05 PI 4078
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)

CH{, C¢H,,Cl 10.20£0.05 PI 4078
(Cyclohexane, chloro-)
(RN-CAS Registry Number 542-18-7)

CeH; C¢H,,Br 9.85+0.05 PI 4078
(Cyclohexane, bromo-)
(RN-CAS Registry Number 108-85-0)

CeHY, (CH;);CCH=CH, e 9.450£0.005 PE 3957
(RN-CAS Registry Number 558-37-2)

CH?, (CH,);CCH=CH, *x 9.7 (V) PE 3940
(RN-CAS Registry Number 558-37-2)

CeHY, (CH,),CHC(CH;)=CH, *x 9.0723-0.005 PE 3957
(RN-CAS Registry Number 563-78-0)

CeHY, (CH,),C=C(CH,), ** 8.26 PE 3533
(RN-CAS Registry Number 563-79-1)

CeHp, (CH,),C=C(CH,), >k 8.271£0.005 PE 3957

(RN-CAS Registry Number 563-79-1)
46



Table of Ion Energetics Measurements—Continued

Ionization or

(RD-Radical)

(2,4,6-Cycloheptatrien-1-yl)
(RN-CAS Registry Number 3551-27-7)

47

Ton Reactant Other appearance Method Ref.
products potential
€Vv)

CHL (CH,),CHCH,CH=CH, *x 9.452+0.003 PE 3957
(RN-CAS Registry Number 691-37-2)

CHL (C,H,),C=CH, ** 9.061+0.005 PE 3957
(RN-CAS Registry Number 760-21-4)

CH}, C,H;CH,C(CH;)=CH, ** 9.076+0.005  PE 3957
(RN-CAS Registry Number 763-29-1)

CH;, 1-C¢Hy, ** 9.31 PE 4033
(RN-CAS Registry Number 592-41-6)

CH} 1-C¢Hy, ** 9.478+0.003 PE 3957
(RN-CAS Registry Number 592-41-6)

CH 1-C¢Hy, *x 9.33 EDD 4033
(RN-CAS Registry Number 592-41-6)

CH}, cis—<(CH;),CHCH=CHCH,; ** 8.9760.005 PE 3957
(RN-CAS Registry Number 691-38-3)

C.H}, cis-2-C¢H,, ** 8.969+0.005 PE 3957
(RN-CAS Registry Number 7688-21-3)

CH} cis-3-C¢H,y, ** 8.954+0.005 PE 3957
(RN-CAS Registry Number 7642-09-3)

CHY trans-(CH,),CHCH=CHCH; ** 8.972+0.005 PE 3957
(RN-CAS Registry Number 674-76-0)

CeHY, trans-2-C¢H,, *x 8.966+0.005 PE 3957
(RN-CAS Registry Number 4050-45-7)

CeHB trans-3-C¢Hy, * 8.965+0.005 PE 3957
(RN-CAS Registry Number 13269-52-8)

CH CH,, ** 9.88+0.01 S 3757
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)

CH CeH, i 9.88+0.01 PI 4078
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)

CHY; CeHy, ** 9.87 PE 4056
(Cyclohexane)
(RN-CAS-Registry Number 110-82-7)

CHY, CeH), ** 10.3 (V) PE 3997
(Cyclohexane)
(RN-CAS Registry Number 110-82-7)

CeDi CeDy, *x 9.91+0.01 S 3757
(Cyclohexane-d,,)
(RN-CAS Registry Number 1735-17-7)

CeHy n-CeHis - 10.22 PE 4056
(RN-CAS-Registry Number 110-54-3)

C,HY C,H, *x 8.82 (V) PE 4063
(Bicyclo[4.1.0]hepta-1,3,5-triene)
(RN-CAS-Registry Number 4646-69-9)

C,H7 C.H, ** 6.7410.05 EI 3789



Table of Ion Energetics Measurements—Continued

Ion

Ionization or
Reactant Other appearance
products potential
V)

Method

Ref.

CHy

CHY

CHY

CHf

CHf

(C¢Hs),CH, C¢H; 11.5+0.1
(Benzene, 1,1'-methylenebis-)
(RN-CAS Registry Number 101-81-5)

C¢H;(CH;),CHO 11.2
(Benzaldehyde, 2,4-dimethyl-)
(RN-CAS Registry Number 15764-16-6)

C¢H;(CH;),CHO 11.2
(Benzaldehyde, 2,5-dimethyl-)
(RN-CAS Registry Number 5779-94-2)

C¢H3(CH;),CHO 11.1
(Benzaldehyde, 3,4-dimethyl-)
(RN-CAS Registry Number 5973-71-7)

C¢H,(CH;)COOH COOH 12.48+0.2
(Benzoic acid, 3-methyl-)
(RN-CAS Registry Number 99-04-7)

(MT-Metastable transition(s) observed)

CHY

CH,(CH;)COOH COOH 12.55+0.2
(Benzoic acid, 4-methyl-)
(RN-CAS Registry Number 99-94-5)

(MT-Metastable transition(s) observed)

CH{

CH{

CH{

CH7

CHY

CHY

C.Hy

CHY

CHf

C;H

C¢H;CH,CH,0COCH, 12.50
(Acetic acid, 2-phenylethyl ester)
(RN-CAS Registry Number 103-45-7)

C¢H,(NO,)CH; NO, 11.58+0.1
(Benzene, 1-methyl-3-nitro-)
(RN-CAS Registry Number 99-08-1)

CsH,(NO,)CH;, NO, 11.80£0.1
(Benzene, 1-methyl-4-nitro-)
(RN-CAS Registry Number 99-99-0)

C¢H,CICH, 11.21+0.1
(Benzene, 1-chloro-2-methyl-)
(RN-CAS Registry Number 95-49-8)

C¢H,CICH, 11.34+0.1
(Benzene, 1-chloro-3-methyl-)
(RN-CAS Registry Number 108-41-8)

C¢H,CICH, 11.42+0.1
(Benzene, 1-chloro-4-methyl-)
(RN-CAS Registry Number 106-43-4)

C¢H,BrCH, 11.14+£0.1
(Benzene, 1-bromo-2-methyl-)
(RN-CAS Registry Number 95-46-5)

C¢H,BrCH, 11.22+0.1
(Benzene, 1-bromo-3-methyl-)
(RN-CAS Registry Number 591-17-3)

C¢H,BrCH;, 11.22+0.1
(Benzene, 1-bromo-4-methyl-)
(RN-CAS Registry Number 106-38-7)

C¢H,ICH,; 11.14+0.1
(Benzene, 1-iodo-2-methyl-)
(RN-CAS Registry Number 615-37-2)
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EI

EI

EI

EI

EI

EI

EI

EI

EI

EI

EI

EI

EI

EI

3807

4051

4051

4051

3973

3973

3590

3447

3447

3777

3777

3777

37717

3777

3777

3777



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

C,H} C¢H,ICH; 11.26+0.1 EI 3777
(Benzene, 1-iodo-3-methyl-)
(RN-CAS Registry Number 625-95-6)

C,H; C¢H,ICH, 11.15+0.1 EI 3777
(Benzene, 1-iodo-4-methyl-)
(RN-CAS Registry Number 624-31-7)

CHy C¢H;CH, ** 8.82 PI 3753
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CHy C¢H;CH, ** 8.72 PE 3955
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CHf C¢H,CH,; ** 8.78+0.02 PE 3854
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CH{ C¢H;CH; ** 8.80 PE 3868
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

C.H C¢H,;CH, ** 8.85+0.015 (V) PE 4107
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CHy C¢H;CH;, ** 9.0-£0.03 (V) PE 3713
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CHy C¢HsCH; ** 8.89+0.03 EDD 3626
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CHy C¢H;CH, ** 8.67 EI 3845
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CHj C¢H,CH, ** 8.80+0.1 EI 3788
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

C,H{ C¢H;CH; ** 8.71 CTS 3546
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

CHf C¢H;CH, ** 8.91 CTS 4029
(Benzene, methyl-)
(RN-CAS Registry Number 108-88-3)

(AV-Average of two values)

CHY CH, ** 8.6 (V) PE 3724
(Bicyclo[2.2.1]hepta-2,5-diene)
(RN-CAS Registry Number 121-46-0)

C,H; C,;H; ** 8.69 (V) PE 3687
(Bicyclo[2.2.1]hepta-2,5-diene)
(RN-CAS Registry Number 121-46-0)

CH{ C,Hg ** 8.70 (V) PE 3509

(Bicyclo[2.2.1]hepta-2,5-diene)
(RN-CAS Registry Number 121-46-0)
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Table of Ion Energetics Measurements—Continued

Ion

Reactant Other
products

Ionization or
appearance Method
potential
(eV)

Ref.

CH;

CHCA)

C;H{(B)

CHCA)

C;H{’B)

CH{’B)

CHy

CHy

CHy

CHy

C,H, *%
(Bicylco[2.2.1]hepta-2,5-diene)
(RN-CAS Registry Number 121-46-0)

C.H, %
(Spiro[2.4]hepta—4,6-diene)

(RN-CAS Registry Number 765-46-8)

C,H, %
(Spiro[2.4]hepta—4,6-diene)

(RN-CAS Registry Number 765-46-8)

C7H8 *%
(Spiro[2.4]hepta—4,6-diene)

(RN-CAS Registry Number 765-46-8)

C,H, *%
(Spiro[2.4]hepta-4,6-diene)

(RN-CAS Registry Number 765-46-8)

C,H, *%
(Spiro[2.4]hepta-4,6—diene)

(RN-CAS Registry Number 765-46-8)

C.H;C,H, CH,=CHCH;,
(Benzene, butyl-)

(RN-CAS Registry Number 104-51-8)

C¢H,(OCH,;)CH, CH,0O
(Benzene, 1-methoxy-3-methyl-)
(RN-CAS Registry Number 100-84-5)

C¢H,(OCH,)CH; CH,0
(Benzene, 1-methoxy-4-methyl-)
(RN-CAS Registry Number 104-93-8)

C.H,(OCH,)CH; HCHO
(Benzene, 1-methoxy-4-methyl-)
(RN-CAS Registry Number 104-93-8)

(CD-Metastable transition indicates 0.36 eV kinetic energy release)

CH;

C(H,CH,Cr(CO),

8.69 (V) PE

8.14 PE

9.46 PE

10.9 PE

11.89 PE

12.7 PE

10.10+0.1 EI

11.22+0.1 EI

11.11+0.1 El

11.23 El

8.31+0.1 EI

(Chromium, tricarbonyl[(1,2,3,4,5,6-n)-methylbenzene]-)

(RN-CAS Registry Number 12083-24-8)

3824

3576

3576

3576

3576

3576

3629

3446

3446

3845

3788

C.Hy

CHy

CHy

C,H{

CH,, H
(Bicyclo[2.2.1]hept-2-ene)

(RN-CAS Registry Number 498-66-8)
(ON-Other name: 2-Norbornene)

CH,, H
(Tricyclof2.2.1.0*%Jheptane
(RN-CAS Registry Number 279-19-6)
(ON-Other name: Nortricyclene)

C,H,Br Br
(bicyclo[2.2.1]hept-2—ene, 5-bromo-, exo-)
(RN-CAS Registry Number 5810-82-2)

C,H,Br Br
(Bicyclo[2.2.1]hept-2-ene, 5-bromo-, endo-)
(RN-CAS Registry Number 5810-82-2)

11.0=+0.01 EI

11.3+0.01 EM

10.2 EI

10.1 EI

3535

3535

3900

3900

CHj

trans,trans-CH,=CHCH=CHCH=CHCH;
(RN-CAS Registry Number 17679-93-5)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)

C,H;, C;Hy, ** 8.95 (V) PE 3509
(Bicyclo[2.2.1]hept-2-ene)
(RN-CAS Registry Number 498-66-8)

CHyp C/H, ’ »* 8.97 (V) PE 3687
(Bicyclo[2.2.1}hept-2-ene)
(RN-CAS Registry Number 498-66-8)

C,H}, CHy ** 8.80+0.01 EM 3535
(Bicyclo[2.2.1]hept-2-ene)
(RN-CAS Registry Number 498-66-8)
(ON-Other name: 2-Norbornene)

CH{; CH,, ** 8.69 (V) PE 3849
(Bicyclo[4.1.0]hept-2-ene)
(RN-CAS Registry Number 2566-57-6)

C,H}; C;H,, ** 9.40 (V) PE 3741
(Tricyclo[2.2.1.0*%|heptane)
(RN-CAS Registry Number 279-19-6)

CHf C;H,, ** 8.92+0.01 EM 3535
(Tricyclo[2.2.1.0*%]heptane
(RN-CAS Registry Number 279-19-6)
(ON-Other name: Nortricyclene)

CH}, C,H,sCH; 9.5+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-8-methyl-, stereoisomer)
(RN-CAS Registry Number 50745-92-1)
(ON-Other name: anti-10-Methyl-endo-tricyclo[5.2.1.0*%|decane)

C,HY CoH6 9.9+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-, (3aa,43,78,7aa)-)
(RN-CAS Registry Number 2825-82-3)
(ON-Other name: exo-Tricyclo[5.2.1.0*¢]decane)

CHfy CoH;sCH, <10.2:0.1 PI 3918
(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: 2-Methyl-exo-tricyclo[5.2.1 0*®|decane)

C,H} CyoH,;sCH, 10.0+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-2-methyl-, 2a,3a8,4a,7a,7a3)-)
(RN-CAS Registry Number 50745-90-9)
(ON-Other name: cis—4-Methyl-exo-tricyclof5.2.1.0*¢|decane)

CHY; C,oH;sC,Hs <10.2%0.1 PI 3918
(4,7-Methano-1H-indene, 5-ethyloctahydro-, (3aa,48,5a,78,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo—8-Ethyl-exo-tricyclo[5.2.1.0%*|decane)

CH}, (CH;),C=C=C(CHjy), = 8.47 (V) PE 4019
(RN-CAS Registry Number 1000-87-9)

CHf (C,H;),C(CHy), ** 9.55 (V) PE 3994
(RN-CAS Registry Number 1112-35-2)

CH} CH,=CH(CH,);CH=CH, ** 9.52+0.02 (V) PE 4010
(RN-CAS Registry Number 3070-53-9)

C;Hj C;H,, ** 10.15 (V) PE 3509

(Bicyclo[2.2.1]heptane)
(RN-CAS Registry Number 279-23-2)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

C;HY, CH,, ** 102 (V) PE 3687
(Bicyclo[2.2.1]heptane)
(RN-CAS Registry Number 279-23-2)

CHp CH,, ** 9.46 (V) PE 3849
(Bicyclo{4.1.0]heptane)
(RN-CAS Registry Number 286-08-8)

CH{; C¢H,((CH,), CH;, 10.55+0.05 EDD 3581
(Cyclohexane, 1,2-dimethyl-, cis-)
(RN-CAS Registry Number 2207-01-4)

C,Hf C¢H,((CH3;), CH, 10.73+0.05 EDD 3581
(Cyclohexane, 1,2-dimethyl-, trans-)
(RN-CAS Registry Number 6876-23-9)

C.H{, trans-(CH;);CCH=CHCH, ** 8.908+0.008 PE 3957
(RN-CAS Registry Number 690-08-4)

CH}, (CH,),CC(CH;)=CH, b 9.0160.007 PE 3957
(RN-CAS Registry Number 594-56-9)

C,H} (CH,),CCH,CH=CH, ** 9.399+0.003 PE 3957
(RN-CAS Registry Number 762-62-9)

C,H{, (CH,);CCH,CH=CH, ** 9.6 (V) PE 3940
(RN-CAS Registry Number 762-62-9)

C,H}, (CH,),CHCH,C(CH;)=CH, ** 9.025+0.005 PE 3957
(RN-CAS Registry Number 2213-32-3)

C;H}, CH,(CH,);C(CH;)=CH, ** 9.039+0.005 PE 3957
(RN-CAS Registry Number 6094-02-6)

CH{, C,H;C(CH;)=C(CH,), ** 8.213+0.005 PE 3957
(RN-CAS Registry Number 10574~-37-5)

C,H}, 1-C;Hy, ** 9.442+0.003 PE 3957
(RN-CAS Registry Number 592-76-7)

C,H{, cis—(CH;);CCH=CHCH, ** 8.922+0.008 PE 3957
(RN-CAS Registry Number 762-63-0)

C.H}, cis-(CH;),CHCH,CH=CHCH; ** 8.917+0.005 PE 3957
(RN-CAS Registry Number 13151-17-2)

C,H{, trans-CH,;CH,C(CH,)HCH =CHCH, 8.912+0.005 PE 3957
(RN-CAS Registry Number 3683-22-5)

C,H}, trans-(CH;),CHCH,CH =CHCH,** 8.919+0.005 PE 3957
(RN-CAS Registry Number 7385-82-2)

CHY CH,;C=CC=CC=CCH;, ** 8.60 PE 4048
(RN-CAS Registry Number 1072-20-4)

CHY CH,C=CH b 8.75 PE 3938
(Benzene, ethynyl-)
(RN-CAS Registry Number 536-74-3)

CHS C¢H,C=CH > 8.88+0.02(V) PE 3854
(Benzene, ethynyl-)
(RN-CAS Registry Number 536-74-3)

C,Hy{ CH;CH=CH, ** 8.40+0.02 PE 3854

(Benzene, ethenyl-)
(RN-CAS Registry Number 100-42-5)

52



Table of Ion Energetics Measnrements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
CHy C¢H;CH=CH, & 8.42 PE 3938

(Benzene, ethenyl-)
(RN-CAS Registry Number 100-42-5)

CH; CH;CH=CH, ** 8.49 (V) PE 3964
(Benzene, ethenyl-)
(RN-CAS Registry Number 100-42-5)

CgH";+ C¢H,C,H, ** 8.55 (V) PE 3781
(Benzene, ethenyl-)
(RN-CAS Registry Number 100-42-5)

CH{ CH;CH=CH, ** 8.55 (V) PE 3898
(Benzene, ethenyl-)
(RN-CAS Registry Number 100-42-5)

C;Hy C¢H,CH=CH, ** 8.28+0.04 RPD 4097
(Benzene, ethenyl-)
(RN-CAS Registry Number 100-42-5)

CH7 C.H; ** 8.50 (V) PE 3933
(Bicyclo[2.2.1]hepta-2,5-diene, 7-methylene-)
(RN-CAS Registry Number 37846-63-2)
(ON-Other name: 7-Methylene-norbornadiene)

C:Hy C:H, ** 8.66 (V) PE 4063
(Bicyclo[4.2.0]octa-1,3,5-triene)
(RN-CAS-Registry Number 694-87-1)

C;Hy C:H; = 8.0 PE 3999
(1,3,5,7-Cyclooctatetraene)
(RN-CAS Registry Number 629-20-9)

CH; C:H; ** 8.4+ <0.1 EI 3735
(Pentacyclo[4.2.0.0%°.0*3.0% joctane)
(RN-CAS Registry Number 277-10-1)

CsHY C;3H, ** 8.5 (V) PE 4034
(Tricyclo[3.2.1.0**Jocta-2,6-diene)
(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: Tetrahydrobullvalene)

C;Hy CH; »* 9.08 (V) PE 4045
(Tricyclo[4.2.0.0**|octa-3,7-diene, syn-)
(RN-CAS Registry Number 20380-30-7)

C:Hy C.H; ** 8.96 (V) PE 4045
(Tricyclo[4.2.0.0%°Jocta-3,7-diene, anti-)
(RN-CAS Registry Number 20380-31-8)

CH{ CH;CH,CH,0COCH, 8.90 EI 3590
(Acetic acid, 2-phenylethyl ester)
(RN-CAS Registry Number 103-45-7)

CHs C¢H(CH,)C,H, 11.43+0.1 EI 3629
(Benzene, 1-butyl-3-methyl-)
(RN-CAS Registry Number 1595-04-6)

CHy C¢H,(CH;)C,H, 11.03%0.1 EI 3629
(Benzene, 1-butyl-4-methyl-)
(RN-CAS Registry Number 1595-05-7)

CHy C¢H,(CH;)CH,CH,0COCH, 12.30 EI 3590
(Phenethyl alcohol, m-methyl-, acetate)
(RN-CAS Registry Number 33709-40-9)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
CgHy C¢H,(CH;)CH,CH,0COCH, 11.80 EI 3590

(Phenethyl alcohol, p-methyl-, acetate)
(RN-CAS Registry Number 22532-47-4)

CgHiy C¢H,(CHy), - 8.45--0.02 PE 3854
(Benzene, 1,2-dimethyl-)
(RN-CAS Registry Number 95-47-6)

CsHjy C¢H,(CHy), - 8.57 (V) PE 4063
(Benzene, 1,2-dimethyl-)
(RN-CAS-Registry Number 95-47-6)

CgHyy CH,(CH,), e 8.75+0.03 (V) PE 3713
(Benzene, 1,2-dimethyl-)
(RN-CAS Registry Number 95-47-6)

CgH; C¢H,(CH,), ** 8.55+0.1 EI 3788
(Benzene, 1,2-dimethyl-)
(RN-CAS Registry Number 95-47-6)

CgH{ C¢H,(CH;), ** 8.61 CTS 3546
(Benzene, 1,2-dimethyl-)
(RN-CAS Registry Number 95-47-6)

CgH{; C¢H,(CH,), - 8.70 CTS 4029
(Benzene, 1,2-dimethyl-)
(RN-CAS Registry Number 95-47-6)

(AV-Average of two values)

CsHi C¢H,(CHy), *s 8.50-0.02 PE 3854
(Benzene, 1,3-dimethyl-)
(RN-CAS Registry Number 108-38-3)

CeHip C¢H,(CH,), *s 8.7140.015 (V) PE 4107
(Benzene, 1,3-dimethyl-)
(RN-CAS Registry Number 108-38-3)

CH}; C¢H,(CH;), = 8.75+0.03 (V) PE 3713
(Benzene, 1,3-dimethyl-)
(RN-CAS Registry Number 108-38-3)

CgHp C¢H,(CH,), ** 8.37+0.02 PE 3854
(Benzene, 1,4-dimethyl-)
(RN-CAS Registry Number 106-42-3)

CH{, C¢H,(CH;), ** 8.6+0.03 (V) PE 3713
(Benzene, 1,4-dimethyl-)
(RN-CAS Registry Number 106-42-3)

CH}; CgH,o ** 8.93 (V) PE 3824
(Bicyclo[2.2.1]hept-2-ene, 5-methylene-)
(RN-CAS Registry Number 694-91-7)

CH;, CH, ** 79 PE 3999
(1,3,5-Cyclooctatriene)
(RN-CAS Registry Number 1871-52-9)

CH; CsHyo b 8.5 PE 3999
(1,3,6-Cyclooctatriene)
(RN-CAS Registry Number 3725-30-2)

C.Hf CgHyo ** 9.05 (V) PE 3509
(Tricyclo[3.2.1.0**Joct-6-ene, (1a,2a,4a,5a)-)
(RN-CAS Registry Number 3635-94-7)
(ON-Other name: Tricyclo[3.2.1.0*Joct-6-ene, endo-)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
CH, CH, ** 8.90 (V) PE 3509

(Tricyclo[3.2.1.0%*Joct-6-ene, (1a,28,48,50)-)
(RN-CAS Registry Number 3635-95-8)
(ON-Other name: Tricyclo[3.2.1.0%*|oct-6-ene, exo-)

CHf, CgHyo ** 8.5(V) PE 4034
(Tricyclo[3.2.1.0%*loct-6-ene)
(RN-CAS Registry Number XXXXX-XX-X)

CgHpp CgH;o ** 9.25 (V) PE 4045
(Tricyclo[4.2.0.0%*Joct-3-ene, (1a,28,58,6a)-)
(RN-CAS Registry Number 39781-76-5)

CgH{ C¢H,(CH;)C H, CH,=CHCH; 10.33+0.1 EI 3629
(Benzene, 1-butyl-3-methyl-)
(RN-CAS Registry Number 1595-04-6)

CgH}, C¢H,(CH;)C H, CH,=CHCH, 10.14+0.1 EI 3629
(Benzene, 1-butyl-4-methyl-)
(RN-CAS Registry Number 1595-05-7)

C:H}; C¢H,(CH;),Cr(CO), 8.51+0.1 EI 3788
(Chromium, tricarbonyl[(1,2,3,4,5,6-7)-1,2-dimethylbenzene]-)
(RN-CAS Registry Number 12129-29-2)

CH; C,oH,sC,H; 9.9+0.1 PI 3918
(4,7-Methano-1H-indene, 5-ethyloctahydro-, (3aa,48,5a,783,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo-8-Ethyl-exo-tricyclo[5.2.1.0*%|decane)

CH}, CgH,, ** 9.02 (V) PE 3824
(Bicyclo[2.2.1]heptane, 2-methylene-)
(RN-CAS Registry Number 497-35-8)

CgHp CgH;, ** 9.40 (V) PE 3933
(Bicyclo[2.2.1]heptane, 7-methylene-)
(RN-CAS Registry Number 31463-35-1)
(ON-Other name: 7-Methylene-norbornane)

CH} C¢H,C=CH ** 9.92 (V) PE 3997
(Cyclohexane, ethynyl-)
(RN-CAS Registry Number 931-48-6)

CH}, CgH,, bl 8.4 PE 3999
(1,3-Cyclooctadiene)
(RN-CAS Registry Number 1700-10-3)

CgH, CgH,, ** 8.5 PE 3999
(1,4-Cyclooctadiene)
(RN-CAS Registry Number 1073-07-0)

CH CgH,, ** 8.9 PE 3999

(1,5-Cyclooctadiene)
(RN-CAS Registry Number 111-78-4)

CH}, C;H,CH=CHC;H; kg 7.72 PI 3759
(Cyclopropane, 1,1'-(1,2-ethenediyl)bis- (E))
(RN-CAS Registry Number 10359-44-1)

CgHY C;H;CH=CHC,H; *>* 7.70 PI 3759
(Cyclopropane, 1,1'-(1,2-ethenediyl)bis- (Z))
(RN-CAS Registry Number 23510-65-68)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
CiHf (C;H;),C=CH, ** 8.08 PI 3759

(Cyclopropane, 1,1'-ethenylidenebis-)
(RN-CAS Registry Number 822-93-5)
CeHp C:H,, g 9.40 (V) PE 3509
(Tricyclo[3.2.1.0**|octane, (1a,2a,4a,5a)-)
(RN-CAS Registry Number 22389-16-8)
(ON-Other name: Tricyclo[3.2.1.0**]octane, endo-)
*

CgHY; CeH), * 8.8+0.1 EI 3492
(Tricyclo[3.2.1.0%*octane, (1a,2a,4a,5a)-)
(RN-CAS Registry Number 22389~16-8)
(ON-Other name: Tricyclo[3.2.1.0**Joctane, endo-)

CH, CH,, i 9.40 (V) PE 3509

(Tricyclo[3.2.1.0**Joctane, (1a,28,48,5a)-)
(RN-CAS Registry Number 13377-46-3)
(ON-Other name: Tricyclo[3.2.1.0**]octane, exo-)

CgHY CH), ** 9.1+0.1 EI 3492
(Tricyclo[3.2.1.0%*Joctane, (1a,28,48,5a)-)
(RN-CAS Registry Number 13377-46-3)
(ON-Other name: Tricyclo[3.2.1.0**Joctane, exo-)

CeH; CHy, *
(Tricyclo[4.2.0.0%Joctane, syn-)
(RN-CAS Registry Number 28636~10-4)

CH;{; CH,, i 9.23 (V) PE 4045
(Tricyclo[4.2.0.0*Joctane, anti-)
(RN-CAS Registry Number 13027~75-3)

CH; CgH,, > 8.95 (V) PE 3849
(Tricyclo[5.1.0.0**Joctane, (1a,2a,4a,7a)-)
(RN-CAS Registry Number 50695-42-6)

CH, CgH,, i 9.39 (V) PE 3849
(Tricyclo[5.1.0.0%*|octane, (1a,28,48,7a)-)
(RN-CAS Registry Number 50895-58-4)

C;H; CioHis 10.5+0.1 Pl 3918
(4,7-Methano-1H-indene, octahydro-, (3aa,43,78,7aa)-)
(RN-CAS Registry Number 2825-82-3)
(ON-Other name: exo-Tricyclo[5.2.1.0*|decane)

C:Hp, C,oH,sCH; 10.0+0.1 P1 3918
(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: 2-Methyl-exo-tricyclo{5.2.1 .0*%|decane)

9.18 (V) PE 4045

CH C,oHsCH, 10.1+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-2-methyl, (2a,3a8,4a,7a,7a8)-)
(RN-CAS Registry Number 50745-90-9)
(ON-Other name: cis—4-Methyl-exo-tricyclo[5.2.1.0*¢|decane)

CH}; C,oH,sCH; 9.5+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-8-methyl-, stereoisomer)
(RN-CAS Registry Number 50745-92-1)
(ON-Other name: anti-10-Methyl-endo-tricyclo(5.2.1 .0*%|decane)

C;H{, ‘ (CH;),C=CHCH=C(CHj), ** 7.65 PE 3847
(RN-CAS Registry Number 764-13-6)
C,H}, CH,=CH(CH,),CH=CH, ** 9.52+0.02(V) PE 4010

(RN-CAS Registry Number 3710-30-3)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

CqHji CgHyy »* 9.43 S 3757
(Bicyclo[2.2.2]octane)
(RN-CAS Registry Number 280-33-1)

CsHi CsHy, * 9.45+0.02 PE 3757
(Bicyclo[2.2.2]octane)
(RN-CAS Registry Number 280-33-1)

C;H, CgHy, ** 8.8 PE 3999
(Cyclooctene)
(RN-CAS Registry Number 931-88-4)

CH (CH,);CCH,C(CH;)=CH, ** 8.909+0.005 PE 3957
(RN-CAS Registry Number 107-39-1)

C;H (CH,),CHC(CH,)=C(CHj;), *x 8.165+0.005 PE 3957
(RN-CAS Registry Number 565-77-5)

C;H{; C,H;CH,C(CH;)=C(CH,), ** 8.186+0.005 PE 3957
(RN-CAS Registry Number 7145-20-2)

CH (C,H;),C=CHC,H; ** 8.480+0.004 PE 3957
(RN-CAS Registry Number 16789-51-8)

CH{; (C,H;),C=C(CHj;), ** 8.170+0.003 PE 3957
(RN-CAS Registry Number 19780-67-7)

C:Hj; cis—(CH3),CHCH=CHCH(CH,), ** 8.846+0.005 PE 3957
(RN-CAS Registry Number 10557-44-5)

CH; cis-C,H;C(CH;)=C(CH;)C,H; ** 8.172+0.003 PE 3957
(RN-CAS Registry Number 19550-87-9)

CH; cis-3-CgH ** 8.849+0.005 PE 3957
(RN-CAS Registry Number 14850-22-7)

CH cis-4-C4H ¢ ** 8.841+0.005 PE 3957
(RN-CAS Registry Number7642-15-1)

CHf; trans-(CH,),CHCH=CHCH(CH,}* 8.838+0.005 PE 3957
(RN-CAS Registry Number 692-70-6)

C.Hj, trans-C,HC(CH;)=C(CH;)C,H; ** 8.156+0.003 PE 3957
(RN-CAS Registry Number 19550-88-0)

CsHi trans-4-CsH ** 8.830+0.005  PE 3957
(RN-CAS Registry Number 14850-23-8)

CsHi C¢H,o(CH,), ** 9.90+0.07 EDD 3581
(Cyclohexane, 1,2-dimethyl-, cis-)
(RN-CAS Registry Number 2207-01-4)

CsHjs CeH o(CHy), ** 10.03+0.05 EDD 3581
(Cyclohexane, 1,2-dimethyl-, trans-)
(RN-CAS Registry Number 6876-23-9)

CsHs CsHyg b 9.7 PE 3999
(Cyclooctane)
(RN-CAS Registry Number 292-64-8)

C,H7 C¢H,C=CCH, 11.42+0.05 EI 4044
(Benzene, 1-propynyl-)
(RN-CAS Registry Number 673-32-5)

C.H; C,H; H 12.62+0.05 EI 4044

(1H-Indene)
(RN-CAS Registry Number 95-13-6)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

C,H; C¢Hg(C¢Hs), 13.6+04 EI 4018
(Benzene, 1,1'-(2-cyclohexen-1-ylidene)bis-)
(RN-CAS Registry Number 31158-25-5)

C,H; CeH,o(CeHs), 13.3+04 EI 4018
(Benzene, 1,1'-cyclohexylidenebis-)
(RN-CAS Registry Number 21113-55-3)

CHy C¢Hyo(CH,;)(CgHs), 13.7+£04 EI 4018
(Benzene, 1,1'-(4-methylcyclohexylidene)bis-)
(RN-CAS Registry Number 32812-65-0)

C,H; C,oH3(CH;3)(CeHs), 13.2£0.4 EI 4018
(Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-50-2)

C,H; CH,C=CCH=CHCH,0H 11.43+0.05 El 4044
(2-Penten-4-yn-1-ol, 5-phenyl-, (E)-)
(RN-CAS Registry Number 40317-08-6)

C,H; C¢Hy(=0)(CHs), 14.1£0.4 EI 4018
(Cyclohexanone, 2,2-diphenyl-)
(RN-CAS Registry Number 22612-62-0)

C,H; C¢Hg(=0)(C¢Hs), 13.5+04 EIl 4018
(Cyclohexanone, 4,4-diphenyl-)
(RN-CAS Registry Number 4528-68-1)

C,HY C¢H,(=O)CH;3)(C¢Hsy), 13.5+04 EI 4018
(Cyclohexanone, 2-methyl-5,5-diphenyl-)
(RN-CAS Registry Number 50592-49-9)

C,H; C¢H,(=O0)(CH;)(C¢Hs), 13.7+£04 EI 4018
(Cyclohexanone, 6-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-52-4)

CH7 C¢Hg(OH)(CH3)(C¢Hs), 13.7+£04 EI 4018
(Cyclohexanol, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-47-7)

C,Hf C¢Hg(=0)(CH,;),(CsHs), 13.8+04 EI 4018
(Cyclohexanone, 2,2-dimethyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-53-5)

C,Hy C,H ;(=0)(CH;)(C¢Hs), 13.0+0.4 EI 4018
(2(3H)-Naphthalenone,4,4a,5,6,7,8-hexahydro-4a-methyl-7,7-diphenyl-)
(RN-CAS Registry Number 50786-03-3)

CH; C¢H(=O)(CH;)(C¢Hs),CH,CH,CHO 13.4+0.4 EI 4018
(Cyclohexanepropanal, 1-methyl-2-oxo-3,3-diphenyl-)
(RN-CAS Registry Number XXXXX-XX-X)

C,H; C¢H¢(=0)(CH,)(C¢H;),CH,CH,COCHj; 142404 EI 4018
(Cyclohexanone, 2-methyl-2-(3-oxobutyl)-6,6-diphenyl-)
(RN-CAS Registry Number 50592-55-7)

CH C¢Hy(=0)C¢H;)=CHS(CH,);CH; 13.7+£04 El 4018
(Cyclohexanone, 6-[(butylthio)methylene]-2,2-diphenyl-)
(RN-CAS Registry Number 50592-51-3)

C,Hf C¢H¢(=0)CH;(C¢H;),CH,CH=C(CH,)Cl 13.7+04 EI 4018
(Cyclohexanone, 2-(3-chloro-2-butenyl)-2-methyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-54-6)

C,Hy CH,q ** 8.33+0.01 EI 3805

(1H-Indene)
(RN-CAS Registry Number 95-13-6)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

C.Hy C,H; ** 7.99 (V) PE 4049
(Spiro[4.4]nona-1,3,6,8-tetraene)
(RN-CAS Registry Number 14867-83-5)

C,H CH,(CH;)CH=CH, ** 8.20+0.02 PE 3854
(Benzene, 1-ethenyl-2-methyl-)
(RN-CAS Registry Number 611-15-4)

C.Hj, C¢H,(CH;)CH=CH, ** 8.53 (V) PE 3964
(Benzene, 1-ethenyl-2-methyl-)
(RN-CAS Registry Number 611-15-4)

C,Hf C¢H,(CH,;)CH=CH, ** 8.15+0.02 PE 3854
(Benzene, 1-ethenyl-3-methyl-)
(RN-CAS Registry Number 100-80-1)

C,H C«H,(CH,;)CH=CH, ** 8.37 (V) PE 3964
(Benzene, 1-ethenyl-3-methyl-)
(RN-CAS Registry Number 100-80-1)

C,H}, C¢H,(CH,;)CH=CH, ** 8.20 (V) PE 3964
(Benzene, 1-ethenyl-4-methyl-)
(RN-CAS Registry Number 622-97-9)

C,H} C¢H;C(CH;)=CH, ** 8.52 (V) PE 3964
(Benzene, (1-methylethenyl)-)
(RN-CAS Registry Number 98-83-9)

C,H} C¢H;C(CH;)=CH, ** 8.181+0.04 RPD 4097
(Benzene, (1-methylethenyl)-)
(RN-CAS Registry Number 98-83-9)

C,Hp C{H;,CH=CHCH, ** 8.20+0.02 PE 3854
(Benzene, 1-propenyl-, (E)-)
(RN-CAS Registry Number 873-66-5)

C,H C¢H;CH=CHCH, ** 7.84+0.04 RPD 4097
(Benzene, 1-propenyl-,(E)-)
(RN-CAS Registry Number 873-66-5)

CH C¢H;C(CH;)=CH, ** 8.20+0.02 PE 3854
(Benzene, 2-propenyl-)
(RN-CAS Registry Number 300-57-2)

G H, C¢H;CH,CH=CH, ** 8.60 PE 3938
(Benzene, (2-propenyl)-)
(RN-CAS Registry Number 300-57-2)

CoHjg CsH,yo ** 8.72 (V) PE 3991
(Bicyclo[3.2.2]nona-2,6,8—triene)
(RN-CAS Registry Number 16216-91-4)

C.Hf; C.H,, ** 8.45+0.02 (V) PE 3854
(1H-Indene, 2,3-dihydro-)
(RN-CAS Registry Number 496-11-7)

CoHi CsHyo *s 8.46 (V) PE 4063
(1H-Indene, 2,3-dihydro-)
(RN-CAS-Registry Number 496-11-7)

C,Hjj CoHyg ** 8.60%-0.01 EI 3805
(1H-Indene, 2,3-dihydro-)
(RN-CAS Registry Number 496-11-7)

CsHi CoHyg » 8.52 CTS 3546

(1H-Indene, 2,3-dihydro-)
(RN-CAS Registry Number 496-11-7)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

CH; CqH,, > 8.73 (V) PE 3780
(Spiro[bicyclo[2.2.1]hepta-2,5-diene-7,1'~cyclopropane])
(RN-CAS Registry Number 7092-57-1)

CH CsH,, ** 8.4 (V) PE 4034
(Tricyclof3.3.1.0**|nona-3,6-diene)
(RN-CAS Registry Number 14693-11-9)

C,Hf; CoH,, ** 8.7(V) PE 3853
(Tricyclo(4.2.1.0**nona-3,7-diene)
(RN-CAS Registry Number 4932-71-2)

C,H C,H,, ** 8.65+0.05(V) PE 4040
(Tricyclo[4.2.1.0%°Inona-3,7-diene, (1a,28,58,6c)-)
(RN-CAS Registry Number 15564-44-0)
(ON-Other name: Tricyclo[4.2.1.02’5]nona—3,7—diene, exo~)

CH, C¢H,(CH;)CH,CH,0COCH, 8.75 EI 3590
(Phenethyl alcohol, m~methyl-, acetate)
(RN-CAS Registry Number 33709-40-9)

C,H}, C¢H,(CH;)CH,CH,0COCH, 8.50 EI 3590
(Phenethyl alcohol, p-methyl-, acetate)
(RN-CAS Registry Number 22532-47-4)

C,HY, (C,H,),C ** 9.52 (V) PE 3994
(RN-CAS Registry Number 20685-34-1)

C,HY C¢H,(CH,); ** 8.6+0.03 (V) PE 3713
(Benzene, 1,2,3-trimethyl-)
(RN-CAS Registry Number 526-73-8)

C,HY, C¢H,(CH;), *x 8.5+0.03 (V) PE 3713
(Benzene, 1,2,4-trimethyl-)
(RN-CAS Registry Number 95-63-6)

C,H, C¢H;(CH;); ** 8.65+0.03(V) PE 3713
(Benzene, 1,3,5-trimethyl-)
(RN-CAS Registry Number 108-67-8)

C,HY; C¢H3(CH,), ** 8.21+0.1 EI 3788
(Benzene, 1,3,5-trimethyl-)
(RN-CAS Registry Number 108-67-8)

C,H}; C¢H,(CH,), ** 8.46 CTS 4029
(Benzene, 1,3,5-trimethyl-)
(RN-CAS Registry Number 108-67-8)

(AV-Average of two values)

C,H;; C,H,, i 8.84 (V) PE 3991
(Bicyclo(3.2.2]nona-2,6-diene)
RN-CAS Registry Number 14993-07-8)

C,Hf, CyH,, ** 9.00 (V) PE 3991
(Bicyclo[3.2.2]nona-6,8-diene)
(RN-CAS Registry Number 7164-08-1)

C,H}, CqH,, ** 8.67 (V) PE 3741
(Tetracyclo[3.3.1.0%%.0**Jnonane)
(RN-CAS Registry Number 3105-29-1)

C,HY, C.H;, ** 9 (V) PE 3853

(Tricyclo[4.2.1.0*°|non-3-ene)
(RN-CAS Registry Number 7078-40-2)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

CoHy, CoH), » 9.00+0.05 (V) PE 4040
(Tricyclof4.2.1.0*non-3-ene, (1a,28,58,6a)-)
(RN-CAS Registry Number 16529-76-3)
(ON-Other name: Tricyclo{4.2.1.0**Jnon-3-ene, exo-)

CoHyy' CHp, s 8.7 (V) PE 3853
(Tricyclof4.2.1.0**Inon-7-ene)
(RN-CAS Registry Number 6827-30-1)

CH}, CoHy, ** 8.70+0.05 (V) PE 4040
(Tricyclo[4.2.1.0*non-7-ene, exo-)
(RN-CAS Registry Number 16529-82-1)

C,H, C¢H;(CH,),Cr(CO), 8.61+0.1 EI 3788
(Chromium, tricarbonyl[(1,2,3,4,5,6-1)-1,3,5-trimethylbenzene]-)
(RN-CAS Registry Number 12129-67-8)

C,H{; CioHy6 CH;, 9.8+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-, (3aa,4B,78,7aa)-)
(RN-CAS Registry Number 2825-82-3)
(ON-Other name: exo-Tricyclo[5.2.1.0>°|decane)

C,H CoH,sCH; <10.2+0.1 PI 3918
(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: 2-Methyl-exo-tricyclo[5.2.1 .0*%|decane)

C,H{, C,oH;sCH, 10.1£0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-2-methyl-, (2a,3a8,4a,7a,7a8)-)
(RN-CAS Registry Number 50745-90-9)
(ON-Other name: cis—4-Methyl-exo-tricyclo[5.2.1.0**|decane)

C,H{; C,oH;sCH, 9.5+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-8-methyl-, stereoisomer)
(RN-CAS Registry Number 50745-92-1)
(ON-Other name: anti-10-Methyl-endo-tricyclo[5.2.1.0%|decane)

C,H CoH;sC,H; 9.9+0.1 PI 3918
(4,7-Methano-1H-indene, 5-ethyloctahydro-, (3aa,48,5a,78,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo-8-Ethyl-exo-tricyclo[5.2.1.0*¢|decane)

C,H{, CoHy, ** 8.84 (V) PE 3991
(Bicyclo[3.2.2]non-2-ene)
(RN-CAS Registry Number 40319-81-1)

C,Hf, CoHyy ** 8.95 (V) PE 3991
(Bicyclo[3.2.2Jnon-6—-ene)
(RN-CAS Registry Number 7124-86-9)

C,H}, CoH,, ** 8.87 (V) PE 4019
(1,2-Cyclononadiene)
(RN-CAS Registry Number 1123~11-1)

C,Hf, CoHy, *x 9.50 (V) PE 3849
(Tricyclo{3.2.2.0%|nonane)
(RN-CAS Registry Number 278-80-8)

C,H, CoH ** 9.5%0.05 (V) PE 4040
(Tricyclo[4.2.1.0**|nonane, exo-)
(RN-CAS Registry Number 16526-27-5)

C H CH,=CH(CH,);CH=CH, ** 9.51+0.02(V) PE 4010

(RN-CAS Registry Number 4900-30-5)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

CH,¢ C,H,(CH3), ** 8.30 PE 3687
(Bicyclo[2.2.1}heptane, 7,7-dimethyl-)
(RN-CAS Registry Number 2034-53-9)

C,H CsHy > 9.6 (V) PE 3991
(Bicyclo[3.2.2]nonane)
(RN-CAS Registry Number 283-19-2)

C,HL(E) CyH,6 = 9.4 (V) PE 3509
(Bicyclo[6.1.0]nonane)
(RN-CAS Registry Number 286-60-2)

C,H{; CoH > 9.36 (V) PE 3849
(Bicyclo[6.1.0]nonane, trans-)
(RN-CAS Registry Number 39124-79-3)

C,H CH,(CH,);C(CH;3)=C(CH;), ** 8.145+0.005 PE 3957
(RN-CAS Registry Number 3074-64-4)

C.Hj; C,H;CH,C(CH;)=C(CH;)C,H; ** 8.077+0.005 PE 3957
(RN-CAS Registry Number 3074-67-7)

C,H (C,H;),C=C(CH,)C,H; ** 8.128+0.005 PE 3957
(RN-CAS Registry Number 50787-13-8)

C,oHy C,oHs ** 8.1 PI 3586
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

CioHy CioH; = 8.13 PE 3637
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

CoHy C,oHg ** 8.15 PE 4066
(Naphthalene)
(RN-CAS-Registry Number 91-20-3)

C,oHy C,oHs ** 8.15 PE 3638
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

CoHyf C,oHy ** 8.15 PE 3668
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

CoHf C,oH; > 8.15(V) PE 3781
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

CoHg C,oHg ** 8.15 (V) PE 3898
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

CoHy C,oHg ** 8.25+0.01 RPD 3588
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

C,oHy C,oHg ** 8.12 CTS 3922
(Naphthalene)
(RN-CAS Registry Number 91-20-3)

CioH C¢H;CH=CHCH=CH, ** 7.95 PE 3892

(Benzene, 1,3-butadienyl-, (E)-)

(RN-CAS Registry Number 16939-57-4)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance
products potential
(eV)

Method

Ref.

CoH CH,=C(C¢H;)CH=CH, 4+ 8.57
(Benzene, (1-methylene-2-propenyl)-)
(RN-CAS Registry Number 2288-18-8)
CioHb C,H;=CH, * 8.25 (V)
(Bicyclo[4.2.1Jnona-2,4,7-triene, 9-methylene-)
(RN-CAS Registry Number 38898-39-4)
CioHi, CioHy - 9.0 (V)
(Cyclopenta|cdlpentalene, 2a,4a,6a,6b-tetrahydro-)
(RN-CAS Registry Number 6053-74-3)
(ON-Other name: Triquinacene)
C,oHih C,Hg(=CHy) ** 8.00+0.02
(1H-Indene, 2,3-dihydro-1-methylene-)
(RN-CAS Registry Number 1194-56-5)
CioHio CioHio ** 8.50 (V)
(1,2,3-Metheno-1H-dicycloprop|cd,hilindene, octahydro-)
(RN-CAS Registry Number 33840-23-2)
(ON-Other name: Diademane)
CoHp (CsH,),Fe Fe 13.8+0.5
(Ferrocene)
(RN-CAS Registry Number 102-54-5)
(PC-Appearance potential of the corresponding metastable transition)
C,oH (CsH;),Fe Fe 13.9610.10
(Ferrocene)
(RN-CAS Registry Number 102-54-5)
(MT-Metastable transition(s) observed)
CioH (CsH;),Ni Ni 13.3+0.5
(Nickelocene)
(RN-CAS Registry Number 1271-28-9)
(PC-Appearance potential of the corresponding metastable transition)

PE

PE

PE

PE

PE

EI

EI

El

3892

4094

3854

3849

3628

3628

3628

C,oHY C¢H;(CH,),CH=CH, ** 8.22 (V)
(Benzene, 1-ethenyl-2,4-dimethyl-)
(RN-CAS Registry Number 2234-20-0)

CioHp CH,(CH;),CH=CH, ** 8.10+0.02
(Benzene, 2-ethenyl-1,3-dimethyl-)
(RN-CAS Registry Number 2039-90-9)

C,oH C¢H3(CH;),CH=CH, ** 8.48 (V)
(Benzene, 2-ethenyl-1,3-dimethyl-)
(RN-CAS Registry Number 2039-90-9)

C,oHp C¢H,(CH,),CH=CH, * 8.00+0.02
(Benzene, 2-ethenyl-1,4-dimethyl-)
(RN-CAS Registry Number 2039-89-6)

C,oH C¢H;CH=C(CH;), ** 7.78+0.04
(Benzene, (2-methyl-1-propenyl)-)
(RN-CAS Registry Number 768-49-0)

CoHp C,H,=C(CHjy), ** 7.97
(Bicyclo[2.2.1]hepta-2,5~diene, 7-(1-methylethylidene)-)
(RN-CAS Registry Number 36456-22-1)

CoHp, Cy,H,CH; ** 8.47
(1H-Indene, 2,3-dihydro-1-methyl-)
(RN-CAS Registry Number 767-58-8)
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PE

PE

RFD

PE

CTS

3964

3854

3964

3854

4097

3687

3546



Table of Ion Energetics Measurements—Continued

Tonization or

Ton Reactant Other appearance Method Ref.
products potential
V)

CoHp, CoHj, ** 8.44 (V) PE 4063
(Naphthalene, 1,2,3,4-tetrahydro-)
(RN-CAS-Registry Number 119-64-2)

CioHE CoHy, ** 8.45+0.02 (V) PE 3854
(Naphthalene, 1,2,3,4-tetrahydro-)
(RN-CAS Registry Number 119-64-2)

CoHj; CoHy; ** 8.47 CTS 3546
(Naphthalene, 1,2,3,4-tetrahydro-)
(RN-CAS Registry Number 119-64-2)

C,oH{; CoH )2 ** 8.78 (V) PE 3849
(Tricycloproplcd f,hilindene, decahydro-, (laa,1ba,1c,2a8,2ba,2ca,2da,2ea)-)
(RN-CAS Registry Number 50895-59-5)
(ON-Other name: Pentacyclo[3.3.2.0%°.0*1°.0°%|decane)

CioH, C¢H,(C,H5), ** 8.51 (V) PE 4063
(Benzene, 1,2-diethyl-)
(RN-CAS-Registry Number 135-01-3)

CoHf; C¢H,(C,Hs), ** 8.51 CTS 3546
(Benzene, 1,2-diethyl-)
(RN-CAS Registry Number 135-01-3)

CoH}, C¢H;C(CH,), ** 8.64 CTS 3922
(Benzene, (1,1-dimethylethyl-)
(RN-CAS Registry Number 98-06-6)

CoHf C¢H,(CH,), ** 8.3+0.03 (V) PE 3713
(Benzene, 1,2,3,5-tetramethyl-)
(RN-CAS Registry Number 527-53-7)

CoH C¢H,(CH,), ** 8.2 CTS 3543
(Benzene, 1,2,4,5-tetramethyl-)
(RN-CAS Registry Number 95-93-2)

C,oHf C,;Hy=C(CH,), *x 8.27 PE 3687
(Bicyclo[2.2.1]hept-2-ene, 7-(1-methylethylidene)-)
(RN-CAS Registry Number 14995-50-7)

CoHi C,oH;sCH; CH;, 9.5+0.1 PI 3918
(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: 2-Methyl-exo-tricyclo[5.2. 1.0%°|decane)

CoHj C,oH;sCHj; CH, 10.1+0.1 PI 3918
(4,7-Methano-1H-indene, octahydro-2-methyl-, (2a,3a8,4a,7a,7af3)-)
(RN-CAS Registry Number 50745-90-9)
(ON-Other name: cis-4-Methyl-exo-tricyclo[5.2.1 .0*¢|decane)

CoH{ C,oHsCH; CH, 9.6+0.1 PE 3918
(4,7-Methano-1H-indene, octahydro-8-methyl-, stereoisomer)
(RN-CAS Registry Number 50745-92-1)
(ON-Other name: anti-10-Methyl-endo-tricyclo[5.2. 1.0%%|decane)

CoH CyoH,sC,Hj 9.9+0.1 PI 3918
(4,7-Methano-1H-indene, 5-ethyloctahydro-, (3aa,48,5a,78,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo-8-Ethyl-exo-tricyclo[5.2. 1.0*%|decane)

CioHi CoH,;,=CH, ** 9.0 (V) PE 4094

(Bicyclo[4.2.1]nonane, 9-methylene-)
(RN-CAS Registry Number 40916-48-1)
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Table of Ion Energetics Measurements—Continued

Ion

Reactant Other
products

Ionization or
appearance
potential
(eV)

Method

Ref.

CioHis

ClOHiE

CioHis

CioHig

(C3H;),C=C(CH;), **

7.82

(Cyclopropane, 1,1'~(2-methyl-1-propenylidene)bis-)

(RN-CAS Registry Number 27720-84-9)
CioHs **

9.35+0.05

(4,7-Methano-1H-indene, octahydro-, (3aa,48,78,7aa)-)

(RN-CAS Registry Number 2825-82-3)

(ON-Other name: exo-Tricyclo[5.2.1.0%%|decane)

CioHjs **

(Tricyclo[3.3.1.1*"|decane

(RN-CAS Registry Number 281-23-2)
CioHis >

(Tricyclo[3.3.1.1*"1decane)

(RN-CAS Registry Number 281-23-2)

(ON-Other name: Adamantane)
CioH)6 **

(Tricyclo[3.3.1.1*"}decane)

(RN-CAS Registry Number 281-23-2)

(ON-Other name: Adamantane)
CioHys **

(Tricyclo [3.3.1.1*"|decane)

(RN-CAS Registry Number 281-23-2)

(ON-Other name: Adamantane)
CioHie *

(Tricyclo[3.3.1.1%"]decane)

(RN-CAS Registry Number 281-23-2)

(ON-Other name: Adamantane)
CioHie **

(Tricyclo[3.3.1.1*"|decane

(RN-CAS Registry Number 281-23-2)
CioHis **

(Tricyclo[3.3.1.1*"|decane)

(RN-CAS Registry Number 281-23-2)

(ON-Other name: Adamantane)
CioHie *

(Tricyclo[3.3.1.1*7|decane

(RN-CAS Registry Number 281-23-2)

(ON-Other name: Adamantane)

9.300.01

9.1+0.05

9.22

9.23

9.28+0.1

9.31+0.01

9.55 (V)

9.75 (V)

PI

PI

PE

PE

PE

PE

PE

PE

PE

3759

3918

3757

3855

3907

3886

3851

3757

3990

4000

CioHz%
CioH3o
CioH3o
CioHz
CioHz
CioHz

CioHz

CH,(CH,);C(C;Hs)=C(CHy),  **
(RN-CAS Registry Number 19780-61-1)
CHy(CH),C(CH;)=C(CH;),  **
(RN-CAS Registry Number 19781-18-1)
(CH;);CCH,C(CH;)= C(CHy), **
(RN-CAS Registry Number 33175-59-6)
(tert-C,H,),C=CH, **
(RN-CAS Registry Number 5857-68-1)
cis-(CH;3); CCH=CHC(CH,), **
(RN-CAS Registry Number 692-47-7)
cis—(CH;);CCH=CHC(CH,), **
(RN-CAS Registry Number 692-47-7)
cis—S—Clono **
(RN-CAS Registry Number 7433-78-5)
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8.101+0.005
8.132:0.005
8.097+0.005
8.795+0.008
8.695+0.010

8.95 (V)

8.766+0.005

PE

PE

PE

PE

PE

PE

'PE

3957

3957

3957

3957

3957

4084

3957



Table of Ion Energetics Measurements—Continued

Ion

Reactant Other

products

Ionization or
appearance Method
potential
V)

Ref.

CioHzo
CioHzo

CioH3

trans—(CH,;);CCH=CHC(CH;); **
(RN-CAS Registry Number 692-48-8)

trans—(CH;);CCH=CHC(CH;); **
(RN-CAS Registry Number 692-48-8)

trans-5-C,Hy, **

(RN-CAS Registry Number 7433-56-9)

8.741+0.008  PE
8.89 (V) PE

8.760+0.005 PE

3957

4084

3957

CyHy

CyHy

CHy

C¢H,C=CCH=CHCH,CI

(Benzene, (5-chloro-3-penten-1-ynyl)-, (E)-)
(RN-CAS Registry Number 40316-56-1)

C,0H,CH,Cl
(Naphthalene, 1-(chloromethyl)-)
(RN-CAS Registry Number 86-52-2)
C,oH,CH,Cl
(Naphthalene, 2-(chloromethyl)-)

(RN-CAS Registry Number 2506-41-4)

8.95+0.05 EI

11.2130.05 EI

11.15+0.05 EI

CiHyo

CiHjp

CiHi

CIIH?(-)

CuHjp

CuHj

CHj

CHyo **

(Bicyclo[4.4.1Jundeca-1,3,5,7,9-pentaene)
(RN-CAS Registry Number 2443-46-1)

C,oH,CH,4 **

(Naphthalene, 1-methyl-)

(RN-CAS Registry Number 90-12-0)
C,oH,CH; **

(Naphthalene, 1-methyl-)

(RN-CAS Registry Number 90-12-0)
C,oH,CH,4 **

(Naphthalene, 1-methyl-)

(RN-CAS Registry Number 90-12-0)
C,oH;CH, >

(Naphthalene, 2-methyl-)

(RN-CAS Registry Number 91-57-6)
CoH,CH; >

(Naphthalene, 2-methyl-)

(RN-CAS Registry Number 91-57-6)
(CeHy),S cs

(Benzene, 1,1'-thiobis-)

(RN-CAS Registry Number 139-66-2)

7.90 (V) PE

7.95 (V) PE

7.80+0.03 RPD

7.98 CTS

7.93 (V) PE

8.10+0.03 RPD

12.57+0.1 El

3953

3685

3588

3758

3685

3588

3817

CiHf

CyoH o(=CHp) **

(Naphthalene, 1,2,3,4-tetrahydro-1-methylene-)
(RN-CAS Registry Number 25108-63-8)

7.90+0.02 (V) PE

3854

CHi

CuHj

CuHj

C¢H,(CH,),CH=CH, **
(Benzene, 2-ethenyl-1,3,5-trimethyl-)
(RN-CAS Registry Number 769-25-5)

CiHy, b

(5H-Benzocycloheptene, 6,7,8,9-tetrahydro-)
(RN-CAS Registry Number 1075-16-7)

CHy, **

(5H-Benzocycloheptene, 6,7,8,9-tetrahydro-)
(RN-CAS-Registry Number 1075-16-7)
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8.33 (V) PE

8.40+0.02 (V) PE

8.44 (V) PE

3964

3854

4063



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

C,H, C,Hy(CH,), *>* 8.47 CTS 3546
(Indan, 1,1-dimethyl)
(RN-CAS Registry Number 4912-92-9)

C,;H; C,Hy(CH,), ** 8.47 CTS 3546
(1H-Indene, 2,3-dihydro-2,2-dimethyl-)
(RN-CAS Registry Number 20836-11-7)

C, H CyH;=C(CH,), * 7.9 PE 3687
(Tricyclo[3.2.1.0%*loct-6-ene, 8—(1-methylethylidene)-, endo-)
(RN-CAS Registry Number XXXXX-XX-X)

C, Hi; C4H,(CH,)CH, - 8.42+0.1 EI 3629
(Benzene, 1-butyl-3-methyl-)
(RN-CAS Registry Number 1595-04-6)

C,H{ C¢H,(CH,)C,H, ** 8.35+0.1 El 3629
(Benzene, 1-butyl-4-methyl-)
(RN-CAS Registry Number 1595-05-7)

C,H CH(CH;); = 7.9 CTS 3543
(Benzene, pentamethyl-)
(RN-CAS Registry Number 700-12-9)

C, Hi; (C;H;),C=CHC,H; > 7.48 Pl 3759
(Cyclopropane, 1,1',1"—(1-ethenyl-2-ylidene)tris-)
(RN-CAS Registry Number 23603-63-6)

C, Hf CyoH,(=CH,) 8.82 PE 3886
(Tricyclo[3.3.1. 1*"\decane, 2-methylene-)
(RN-CAS Registry Number 875-72-9)
(ON-Other name: Methyleneadamantane)

C,H% C;H,,=C(CH;), 8.18 PE 3687
(Tricyclo[3.2.1.0>*loctane, 8—(1-methylethylidene)-, endo-)
(RN-CAS Registry Number XXXXX-XX-X)

C, H} C,oH;sCH; CH, 10.0+0.1 PI 3918
(4,7-Methano-1H-indene, 5-ethyloctahydro-, (3aa,48,5a,78,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo—8-Ethyl-exo-tricyclo[5.2.1.0*decane)

C, H} C,oHsCH; * 9.35-0.05 PI 3918
(RN-CAS Registry Number XXXXX-XX-X)
(ON-Other name: 2-Methyl-exo-tricyclo[5.2.1.0*|decane)

C, H}; C,oH,sCH; ** 9.35+0.05 PI 3918
(4,7-Methano-1H-indene, octahydro-2-methyl-, (2a,3af8,4a,7a,7a8)-)
(RN-CAS Registry Number 50745-90-9)
(ON-Other name: cis—4-Methyl-exo-tricyclo[5.2.1.0>¢}decane)

C; Hf; C,oHsCH; ** 9.35+0.05 PI 3918
(4,7-Methano-1H-indene, octahydro-8-methyl-, stereoisomer)
(RN-CAS Registry Number 50745-92-1)
(ON-Other name: antz—lO—Methyl—endo—tncyclo[S 2.1.0*%|decane)

C, Hf C,oHsCH, 9.17+0.02 PE 3886

(Tricyclo[3.3.1.1>"ldecane, 1-methyl-)
(RN-CAS Registry Number 768-91-2)
(ON-Other name: 1-Methyladamantane)
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Table of Ion Energetics Measurements—Continued

Ion

Reactant Other
products

Ionization or
appearance
potential
V)

Method

Ref.

cllﬂit)

(tert—C4H9)2C=C=CH2 **
(RN-CAS Registry Number 22585-31-5)

8.55 (V)

4019

CyH%

CzHSCHzc(csz) = C(Csz)z **
(RN-CAS Registry Number 50787-14-9)

8.041+0.020

PE

3957

C12H8+

CIZHB+

CiHy **
(Biphenylene)
(RN-CAS Registry Number 259-79-0)
CiHy >
(Biphenylene)
(RN-CAS Registry Number 259-79-0)

7.53+0.05

7.60--0.02 (V)

PE

PE

3684

3702

CIZH;(-)

CIZHit)

CIZH?(-)

CIZHI-":)

(CsHs), ¥
(1,1'-Biphenyl)
(RN-CAS Registry Number 92-52-4)
(CeHs), **
(1,1'-Biphenyl)
(RN-CAS Registry Number 92-52-4)
CioHyo **
(Cyclopent[cdlazulene, 2a, 8b-dihydro-)
(RN-CAS Registry Number 38310-40-6)
CiHyo **
(4a, 8a-Ethenonaphthalene)
(RN-CAS Registry Number 19539-78-7)

7.95+£0.02

8.35

7.46 (V)

8.1(V)

PE

CTS

3702

3577

4008

4006

CI2H1-§

CpHy, **
(4a, 8a-Ethenonaphthalene, 1,4-dihydro-)
(RN-CAS Registry Number 38310-32-6)

8.0 (V)

4006

CiHjy

chHi':i

CIZHit

C11H12(=CH2) **

8.45-£0.02 (V)

(5H-Benzocycloheptene, 6,7,8,9-tetrahydro-5-methylene-)

(RN-CAS Registry Number 40562-09-2)
CiHys **

(4a, 8a-Ethenonaphthalene, 1,2,3,4-tetrahydro-)

(RN-CAS Registry Number 24139-33-1)
C,Hyy >

(4a, 8a-Ethenonaphthalene, 1,4,5,8-tetrahydro-)

(RN-CAS Registry Number 20295-17-4)

8.0 (V)

8.7 (V)

PE

PE

PE

3854

4006

4006

Ci,Hs

C,Hig

CIZHE

C12Hi+6

C¢H,CH=CHC(CH,), *x
(Benzene, (3,3-dimethyl-1-butenyl)-, (E)-)
(RN-CAS Registry Number 3846-66-0)

C¢H;CH=CHC(CH,); **
(Benzene, (3,3-dimethyl-1-butenyl)-, (Z)-)
(RN-CAS Registry Number 3740-05-4)

CeH;C(C(CH,;);)=CH, **

(Benzene, (2,2-dimethyl-1-methylenepropyl)-)

(RN-CAS Registry Number 5676-29-9)
CioHyg **

(Benzocyclooctene, 5,6,7,8,9,10-hexahydro-)

(RN-CAS-Registry Number 1076-69-3)
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7.8040.04

8.29+0.04

8.25+0.04

8.42 (V)

RPD

RPD

RPD

PE

4097

4097



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)

CHjs CpHys > 89(V) PE 4006
(4a, 8a-Ethenonaphthalene, 1,2,3,4,5,8-hexahydro-)
(RN-CAS Registry Number 24139-32-0)

C,H% C«(CH;)s ** 7.8 CTS 3543
(Benzene, hexamethyl-) :
(RN-CAS Registry Number 87-85-4)

C,Hf CH,z ** 9.05 (V) PE 4006
(4a, 8a-Ethenonaphthalene, 1,2,3,4,5,6,7,8-octahydro-)
(RN-CAS Registry Number 38992-78-8)

CHp C4(CH,)sCr(CO), 8.55+0.1 EI 3788
(Chromium, tricarbonyl[(1,2,3,4,5,6-1)-hexamethylbenzene]-)
(RN-CAS Registry Number 12088-11-8)

C.Hj, CyoH,sCH, ** 9.35-+0.05 PI 3918
(4,7-Methano-1H-indene, 5-ethyloctahydro-,(3aa,48,5a,78,7aa)-)
(RN-CAS Registry Number 32787-97-6)
(ON-Other name: endo-8-Ethyl-exo-tricyclo[5.2.1.0*%|decane)

C,H7 cis—(CH3);CCH,C(CH,)=CHC(CH,), ** 8.346+0.005 PE 3957
(RN-CAS Registry Number 27656-50-4)

C:Hy CH,CH, CH, 12.7+0.1 EI 3454
(Phenanthrene, 4-methyl-)
(RN-CAS Registry Number 832-64-4)

(MT-Metastable transition(s) observed)

CH; C,Hy(CH,), 12.4+0.1 EI 3454
(Phenanthrene, 4,5-dimethyl-)
(RN-CAS Registry Number 3674-69-9)

C;Hy CH;(C(Hy), 13.0+0.4 EI 4018
(Benzene, 1,1'-(2—-cyclohexen-1-ylidene)bis-)
(RN-CAS Registry Number 31158-25-5)

Cy;Hy CeH,((C¢Hs), 13.3+0.4 EI 4018
(Benzene, 1,1'-cyclohexylidenebis-)
(RN-CAS Registry Number 21113-55-3)

C;Hy CsH,(CH,3)}(C¢Hs), 13.4+0.4 EIl 4018
(Cyclohexene, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-48-8)

C3HY CHy(CH;)(CeHs), 13.2+0.4 EI 4018
(Benzene, 1,1'-(4-methylcyclohexylidene)bis-)
(RN-CAS Registry Number 32812-65-0)

C:Hy C,oH,5(CH;)(C¢H,), 134304 EI 4018
(Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a~methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-50-2)

CiH; CeH,(=O0XCH,), 14.4+0.4 EI 4018
(2-Cyclohexen-1-one, 4,4-diphenyl-)
(RN-CAS Registry Number 4528-64-7)

C;Hy C¢Hy(=0)(CgHs), 13.8+0.4 EI 4018

(Cyclohexanone, 2,2~diphenyl-)
(RN-CAS Registry Number 22612-62-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

C| 3H; CsHs( = O)(C6H5)2 l4.4i0.4 EI 401 8
(Cyclohexanone, 4,4-diphenyl-)
(RN-CAS Registry Number 4528-68-1)

C;Hy C¢H,(=0)(CH;)(C¢Hs), 14.0+0.4 EI 4018
(Cyclohexanone, 2-methyl-5,5-diphenyl-)
(RN-CAS Registry Number 50592-49-9)

C;Hy CsH,;(=O)}CH;)(C¢Hs), 14.1+0.4 EI 4018
(Cyclohexanone, 6-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-52-4)

C;Hy C¢H3(OH)(CH;)(C¢Hs), 13.9+04 EI 4018
(Cyclohexanol, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-47-7)

C;Hy C¢Hy(=0)CH,),(C¢Hs), 13.4+0.4 EI 4018
(Cyclohexanone, 2,2-dimethyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-53-5)

C;Hy C¢H¢(=0)(CH,)(C¢H;),CH,CH,CHO 13.6+0.4 EI 4018
(Cyclohexanepropanal, 1-methyl-2-oxo-3,3-diphenyl-)
(RN-CAS Registry Number XXXXX-XX-X)

C;;Hs CsH(=0)CH,;)(C¢H,),CH,CH,COCH, 13.6+0.4 El 4018
(Cyclohexanone, 2-methyl-2—-(3-oxobutyl)-6,6-diphenyl-)
(RN-CAS Registry Number 50592-55-7)

C;Hy C¢H¢(=0)(C¢H;)=CHS(CH,);CH; 13.7+0.4 EI 4018
(Cyclohexanone, 6-{(butylthio)methylene]-2,2-diphenyl-)
(RN-CAS Registry Number 50592-51-3)

C;;Hs C¢H¢(=0)CH;(C¢H;),CH,CH=C(CH,)Cl 13.3+0.4 EI 4018
(Cyclohexanone, 2-(3-chloro-2-butenyl)-2-methyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-54-6)

C;Hj C3;Hyp i 7.93+0.02(V) PE 3702
(Fluorene)
(RN-CAS Registry Number 86-73-7)

C;HY (C¢H;);CH CeHs 109 PI 4055
(Benzene, 1,1',1”-methylidynetris-)
(RN-CAS-Registry Number 519-73-3)

C:Hf C¢H;CH,C,H,OH OH 11.0+£0.2 EI 3807
(Phenol, 4—(phenylmethyl)-)
(RN-CAS Registry Number 101-53-1)

C;Hf; C¢H;CH,C,H,OCH; OCH; 11.6+0.1 EI 3807
(Benzene, 1-methoxy-4-(phenylmethyl)-)
(RN-CAS Registry Number 834-14-0)

C:Hf; C¢H;CH,CH,NO, NO, 10.5+0.1 EI 3807
(Benzene, 1-nitro-4-(phenylmethyl)-)
(RN-CAS Registry Number 1817-77-2)

C;;Hp, (C¢H,),CH, b 8.80+0.02(V) PE 3854
(Benzene, 1,1'-methylenebis-)
(RN-CAS Registry Number 101-81-5)

C;H (C¢H,),CH, b 9.00+0.05 EI 3806

(Benzene, 1,1'-methylenebis-)
(RN-CAS Registry Number 101-81-5)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
Ci:HY Ce¢H;CsH,CH, b 8.10+0.02 PE 3702

(1,1'-Biphenyl, 2-methyl-)
(RN-CAS Registry Number 643-58-3)

C;HY, C¢HCcH,CH, e 7.9540.02 PE 3702
(1,1'-Biphenyl, 3-methyl-)
(RN-CAS Registry Number 643-93-6)

C;;H{; C¢HC4H,CH, e 7.80+0.02 PE 3702
(1,1’'-Biphenyl, 4-methyl-)
(RN-CAS Registry Number 644-08-6)

C;;H{, C3H,, ** 8.50 PE 4036
(1,2,4-Ethanylylidene-1H-cyclobuta[cd]pentalene, octahydro-5,7-bis (methylene)-)
(RN-CAS Registry Number 42607-62-5)
(ON-Other name: 8,11-Dimethylene-pentacyclo[5.4.0.0%¢.0*".0°*}tridecane)

C:H C3Hy6 ** 8.2(V) PE 3999
(Bicyclo[5.4.2)trideca-7,9,11,12-tetraene)
(RN-CAS Registry Number XXXXX-XX-X)

C,H C3H; ** 9.10 PE 4036
(1,2,4-Ethanylylidene-1H-cyclobuta[cd]pentalene, octahydro-5-methyl-7-methylene—, (1a,1a8
,2a,3a,4a,5a,5a8,5b0)-)

(RN-CAS Registry Number 42607-64-7)

C;H% ((CH;);0),C=CHCH(CH,), ** 8.307+0.008 PE 3957
(RN-CAS Registry Number 50787-12-7)

CHH CiH, = 7.47 S 3857
(Anthracene)

(RN-CAS Registry Number 120-12-7)
(RS-Average of two Rydberg series limits)

C,H CiHy i 7.4 PI 3586
(Anthracene)
(RN-CAS Registry Number 120-12-7)

CHb CHy ** 7.40 PI 3877
(Anthracene)
(RN-CAS Registry Number 120-12-7)

CH CiHyo ** 7.40 PE 3668
(Anthracene)
(RN-CAS Registry Number 120-12-7)

C.Hp CHy b 7.40 (V) PE 3896
(Anthracene)
(RN-CAS Registry Number 120-12-7)

C,Hp CiHy, ** 7.41+0.05 PE 3684
(Anthracene)
(RN-CAS Registry Number 120-12-7)

C,Hb CiH,o ** 7.47+0.01 PE 3644
(Anthracene)
(RN-CAS Registry Number 120-12-7)

C Hi CiHy ** 7.471+0.01 PE 3657
(Anthracene) ‘

(RN-CAS Registry Number 120-12-7)

71



Table of Ion Energetics Measurements—Continued

Ion

Ionization or

Reactant Other appearance
products potential
V)

Method

Ref.

CiHip

CiHj

CiHig

CiHi

CiHj

CiHj

CiHj

CiHjo

CiHj

CiHjp

CiHip

CiHjp

CiHjp

C14Hi'(’)

CMH?(-)

Cl4Hr(:)

CiHio

CHyo ** 7.35
(Anthracene)
(RN-CAS Registry Number 120-12-7)

CHyp - 7.4
(Anthracene)
(RN-CAS Registry Number 120-12-7)

CeH;C=CC4H; > 7.90+0.02

(Benzene, 1,1'-(1,2-ethynediyl)bis-)
(RN-CAS Registry Number 501-65-5)

C¢H;C=CC¢H; ** 8.0+0.05
(Benzene, 1,1'-(1-2—-ethynediyl)bis-)
(RN-CAS Registry Number 501-65-5)

CHyo ** 7.861+0.01
(Phenanthrene)
(RN-CAS Registry Number 85-01-8)

C,Hyo *s 7.92+0.02 (V)

(Phenanthrene)
(RN-CAS Registry Number 85-01-8)

C.Hyo *s 7.92+0.05

(Phenanthrene)
(RN-CAS Registry Number 85-01-8)

CHyp ** 8.03+0.01
(Phenanthrene)
(RN-CAS Registry Number 85-01-8)
(Phenanthrene)
(RN-CAS Registry Number 85-01-8)

C¢Hy(CgHs), 10.4+04
(Benzene, 1,1'-(2-cyclohexen-1-ylidene)bis-)
(RN-CAS Registry Number 31158-25-5)

C¢H,o(CeHs), 10.8+0.4
(Benzene, 1,1'-cyclohexylidenebis-)
(RN-CAS Registry Number 21113-55-3)

C¢Hy(CH;3)(C¢Hs), 10.2+0.4
(Benzene, 1,1'-(4-methylcyclohexylidene)bis-)
(RN-CAS Registry Number 32812-65-0)

CyoH3(CH;(CeHs), 9.3+£0.4

(Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a-methyl-2,2-diphenyl-)

(RN-CAS Registry Number 50592-50-2)
C6H8( = O)(C6H5)2 10.7+0.4
(Cyclohexanone, 2,2-diphenyl-)
(RN-CAS Registry Number 22612-62-0)
C¢Hgy(=0)(CsHs), 13.2+0.4
(Cyclohexanone, 4,4-diphenyl-)
(RN-CAS Registry Number 4528-68-1)
C6H7( = O)(CH 3)(C6H5)2 9.6 +0.4
(Cyclohexanone, 2-methyl-5,5-diphenyl-)
(RN-CAS Registry Number 50592-49-9)
C¢H,(=0)(CH;3)(C¢Hs), 10.3+0.4
(Cyclohexanone, 6-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-52-4)
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CTS

PE

PE

PE

PE

PE

RPD

EI

EI

EI

EI

EI

EI

EI

EI

3577

3543

3854

3684

3644

3702

3684

3588

3577

4018

4018

4018

4018

4018

4018

4018

4018



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)

C Hb CHy(OH)Y(CH,)(C¢Hs), 10.5+04 EI 4018
(Cyclohexanol, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-47-7)

C.Hj C4H(=0)CH,)(CsH,),CH,CH,CHO 10204 El 4018
(Cyclohexanepropanal, 1-methyl-2-oxo-3,3-diphenyl-)
(RN-CAS Registry Number XXXXX-XX-X)

C..Hf; CsH¢(=0)(CH;)(C¢H,),CH,CH,COCH;, 10.0+0.4 EI 4018
(Cyclohexanone, 2-methyl-2-(3-oxobutyl)-6,6-diphenyl-)
(RN-CAS Registry Number 50592-55-7)

C.Hj, C¢H(=0)CH3(C¢Hs),CH,CH=C(CH,)Cl 10.5+0.4 EI 4018
(Cyclohexanone, 2—(3-chloro~2-butenyl)-2~-methyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-54-6)

C, H CH,CH=CHCH; = 7.70+0.02 PE 3854
(Benzene, 1,1'-(1,2-ethenediyl)bis-, (E))
(RN-CAS Registry Number 103-30-0)

CHp; CH;CH=CHC:H; = 7.76 PE 3657
(Benzene, 1,1'-(1,2-ethenediyl)bis-, (E)-)
(RN-CAS Registry Number 103-30-0)

C Hp CH;CH=CHCH; *x 7.80+0.02 PE 3854
(Benzene, 1,1'~(1,2-ethenediyl)bis—,(Z))
(RN-CAS Registry Number 645-49-8)

CiHp C.Hy, ** 75 PI 3586
(Benzene, 1,1'-(1,2-ethenediyl)bis-)
(RN-CAS Registry Number 588-59-0)

C.H; C H,CH=CHCH, ** 7.9 CTS 3577
(Benzene, 1,1'-(1,2—-ethenediyl)bis-)
(RN-CAS Registry Number 588-59-0)

C.H}, (C4H,),C=CH, = 8.00+0.02 PE 3854
(Benzene, 1,1-ethenylidenebis-)
(RN-CAS Registry Number 530=48-3)

C,H}; C,H;, *% 7.55+0.02 PE 3702
(Phenanthrene, 9,10-dihydro-)
(RN-CAS Registry Number 776-35-2)

CiHp CeH(CsHs), 9.8+0.4 El 4018
(Benzene, 1,1'-(2-cyclohexen-1-ylidene)bis-)
(RN-CAS Registry Number 31158-25-5)

C, HE CeH,o(C¢Hs), 9.8+0.4 EI 4018
(Benzene, 1,1'-cyclohexylidenebis-)
(RN-CAS Registry Number 21113-55-3)

C,Hp CeH,(CH;)}(C¢Hy), 9.8+0.4 EI 4018
(Cyclohexene, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-48-8)

CuH} CeHy(CH,)(C4H,), 10.1+0.4 EI 4018
(Benzene, 1,1'-(4-methylcyclohexylidene)bis-)
(RN-CAS Registry Number 32812-65-0)

C, Hp, C,oH 3(CH;)(CeHs), 9.5+0.4 EI 4018
(Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-50-2)

C.Hf; CHy(=0)CH,), 9.5+0.4 El 4018

(Cyclohexanone, 2,2-diphenyl-)
(RN-CAS Registry Number 22612-62-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

C.Hp C¢Hg(=O0)CHs), 10.0+0.4 EI 4018
(Cyclohexanone, 4,4-diphenyl-)
(RN-CAS Registry Number 4528-68-1)

CH C¢H;(=O)CH;)(C¢Hs), 10.0+0.4 EI 4018
(Cyclohexanone, 2-methyl-5,5-diphenyl-)
(RN-CAS Registry Number 50592-49-9)

C |4H i'i C6H7( = O)(CH 3)(C6H5)2 10-4i 0.4 EI 401 8
(Cyclohexanone, 6-methyl-2,2~diphenyl-)
(RN-CAS Registry Number 50592-52-4)

C Hp CHg(OH)(CH;)(C¢Hs), 10.1+0.4 EI 4018
(Cyclohexanol, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-47-7) v

CH C¢Hg(=O0)(CH;),(C¢H5), 9.9+0.4 EI 4018
(Cyclohexanone, 2,2-dimethyl-6,6—-diphenyl-)
(RN-CAS Registry Number 50592-53-5)

C,Hp CsHy(=0)(CH,)(C¢H,),CH,CH,CHO 10.3+0.4 EI 4018
(Cyclohexanepropanal, 1-methyl-2-oxo0-3,3-diphenyl-)
(RN-CAS Registry Number XXXXX-XX-X)

CH C¢H¢(=0)(CH;)}(C¢H,),CH,CH,COCH, 10.5+0.4 EI 4018
(Cyclohexanone, 2-methyl-2-(3-oxobutyl)-6,6-diphenyl-)
(RN-CAS Registry Number 50592-55-7)

C, H} C¢H¢(=0)C¢H;)=CHS(CH,);CH, 10.1+0.4 EI 4018
(Cyclohexanone, 6-[(butylthio)methylene]-2,2-diphenyl-)
(RN-CAS Registry Number 50592-51-3)
(Cyclohexanone, 2-(3-chloro-2-butenyl)-2-methyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-54-6)

C.H C¢H;CH,CH,C(H; ** 9.0010.05 EI 3806
(Benzene, 1,1'-(1,2-ethanediyl)bis-)
(RN-CAS Registry Number 103-29-7)

C, H (C¢H,CH,), ** 8.05+0.02 PE 3702
(1,1’-Biphenyl, 2,2'-dimethyl-)
(RN-CAS Registry Number 605-39-0)

C H; (C¢H,CH,), ** 7.85+0.02 PE 3702
(1,1'-Biphenyl, 3,3'-dimethyl-)
(RN-CAS Registry Number 612-75-9)

CH C¢HsC¢H,C,H; ** 8.55+0.02 (V) PE 3702
(1,1'-Biphenyl, 2-ethyl-)
(RN-CAS Registry Number 1812-51-7)

C.HE C,oH,(CH,),CH; * 7.76 PE 3960
(Naphthalene, 1-butyl-)
(RN-CAS Registry Number 1634-09-0)

C,,Hf ((CH;);C),C=CHC(CHj;), ** 8.169+0.012 PE 3957
(RN-CAS Registry Number 28923-90-2)

CsHy C4H,CH; H,+H 14.4+0.1 EI 3454

(Phenanthrene, 4-methyl-)
(RN-CAS Registry Number 832-64-4)

(MT-Metastable transition(s) observed)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)
CsHy C,Hg(CH,), 17.6+0.1 EI 3454
(Phenanthrene, 2,7-dimethyl-)
(RN-CAS Registry Number 1576-69-8)
CsHy C,;Hy(CH3), 15.1+0.1 EI 3454
(Phenanthrene, 4,5-dimethyl-)
(RN-CAS Registry Number 3674-69-9)
C\sHy C,H(CH3), 3CH; 14.5+0.1 El 3454
(Phenanthrene, 2,4,5,7-tetramethyl-)
(RN-CAS Registry Number 7396-38-5)
(MT-Metastable transition(s) observed)
C,sHy C,,H¢(CH3), 3CH; 16.5+0.1 EI 3454
(Phenanthrene, 3,4,5,6-tetramethyl-)
(RN-CAS Registry Number 7343-06-8)
(MT-Metastable transition(s) observed)
CsH{; C,,H,CH; H 12.0+0.1 EI 3454
(Phenanthrene, 4-methyl-)
(RN-CAS Registry Number 832-64-4)
CsHi C,Hg(CHs), CH, 13.5+0.1 El 3454
(Phenanthrene, 2,7-dimethyl-)
(RN-CAS Registry Number 1576-69-8)
CsHi; C,,Hg(CH3), CH;, 10.8+0.1 EI 3454
(Phenanthrene, 4,5-dimethyl-)
(RN-CAS Registry Number 3674-69-9)
(MT-Metastable transition(s) observed)
CsHp, CH,CH, ** 7.7+0.03 RPD 3588
(Phenanthrene, 1-methyl-)
(RN-CAS Registry Number 832-69-9)
CsH C,;H,CH; *=* 7.9+0.04 RPD 3588
(Phenanthrene, 2-methyl-)
(RN-CAS Registry Number 2531-84-2)
CsH C,,H,CH;, ** 7.68+0.01 RPD 3588
(Phenanthrene, 3-methyl-)
(RN-CAS Registry Number 832-71-3)
CsH CH,CH; *>* 7.70+£0.02 RPD 3588
(Phenanthrene, 4-methyl-)
(RN-CAS Registry Number 832-64-4)
CsH; CsH,CH; hid 7.1£0.1 EI 3454
(Phenanthrene, 4-methyl-)
(RN-CAS Registry Number 832-64—4)
CsHp; C,H,CH; = 7.460.03 RPD 3588
(Phenanthrene, 9-methyl-)
(RN-CAS Registry Number 883-20-5)
CisH C¢H,o(CeHs), 10.3+0.4 EI 4018
(Benzene, 1,1'-cyclohexylidenebis-)
(RN-CAS Registry Number 21113-55-3)
CsH; C¢Hgy(CH;3)}(CgHs), 10.6+0.4 EI 4018

(Benzene, 1,1'-(4-methylcyclohexylidene)bis-)
(RN-CAS Registry Number 32812-65-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
CsHi C,H5(CH;)(C¢Hy), 10.3+04 EI 4018
(Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-50-2)
CsHY, CeHy(=0)(CeHs), 9.7+0.4 El 4018
(Cyclohexanone, 2,2-diphenyl-)
(RN-CAS Registry Number 22612-62-0)
CsHf; C¢Hy(=0)(CsHs), 10.5+0.4 EI 4018
(Cyclohexanone, 4,4-diphenyl-)
(RN-CAS Registry Number 4528-68-1)
CysHi CeH,(=O)CH;)(CgHs), 10.8+0.4 EI 4018
(Cyclohexanone, 2-methyl-5,5-diphenyl-)
(RN-CAS Registry Number 50592-49-9)
C:H{ CeH,(=O)CH;)(CgHs), 10.3+0.4 EI 4018
(Cyclohexanone, 6-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-52-4)
CisHi; C¢Hy(OH)(CH3)(C(Hs), 10.1+0.4 El 4018
(Cyclohexanol, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-47-7)
CsHf; C¢Hy(=0)(CH;),(CsHs), 10.3+0.4 EI 4018
(Cyclohexanone, 2,2-dimethyl-6,6~diphenyl-)
(RN-CAS Registry Number 50592-53-5)
CsHi C,oH,;(=OXCH;)}(CsH5), 9.9+0.4 EI 4018
(2(3H)-Naphthalenone,4,4a,5,6,7,8~hexahydro-4a-methyl-7,7-diphenyl-)
(RN-CAS Registry Number 50786-03-3)
C,sHf C¢Hy(=0)(CH;)}(C¢Hs),CH,CH,CHO 10.5+0.4 EI 4018
(Cyclohexanepropanal, 1-methyl-2-oxo-3,3-diphenyl-)
(RN-CAS Registry Number XXXXX-XX-X)
CsH CH¢(=0)(CH;)(C¢H;),CH,CH,COCH, 10.6+0.4 EI 4018
(Cyclohexanone, 2-methyl-2-(3-oxobutyl)-6,6-diphenyl-)
(RN-CAS Registry Number 50592-55-7)
CsH C¢H(=0)C¢H;)=CHS(CH,);CH, 10.8+0.4 EI 4018
(Cyclohexanone, 6-{(butylthio)methylene}-2,2-diphenyl-)
, (RN-CAS Registry Number 50592-51-3)
CH{; C¢Hy(=0)CH,(C¢H;),CH,CH=C(CH,)CI 10.6+0.4 El 4018
(Cyclohexanone, 2-(3-chloro-2-butenyl)-2-methyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-54-6)
CsHf, C,3Hy(CH3), *x 7.8 (V) PE 4081
(9H-Fluorene, 9,9-dimethyl-)
(RN-CAS Registry Number 4569-45-3)
CsH C¢H;C,H,CH(CHj;), ** 8.50+0.02 (V) PE 3702
(1,1'-Biphenyl, 2-isopropyl-)
(RN-CAS Registry Number 19486-60-3)
CsHk C¢H;C¢H,C;H, *x 8.50+0.02(V) PE 3702
(1,1'-Biphenyl, 2-propyl-)
(RN-CAS Registry Number 20282-28-4)
CicHih CisHyo ** 7.41 (V) PE 3951
(Pyrene)

(RN-CAS Registry Number 129-00-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other
products

appearance Method

potential
(eV)

Ref.

CiHip C&sl;lno | **
rene

(RN-CAS Registry Number 129-00-0
CieHip C(IGHIO ) >

Pyrene

(RN-CAS Registry Number 129-00-0)
CieHib C,.Hy(CH,),

(Phenanthrene, 2,7-dimethyl-)

(RN-CAS Registry Number 1576-69-8)
CieHib CHg(CH;),

(Phenanthrene, 4,5-dimethyl-)

(RN-CAS Registry Number 3674-69-9)

7.45+0.01

7.45

17.7+0.1

>16

PE

EI

EI

3657

3577

3454

3454

CieHi C,sHs(CHs), 2CH;+H
(Phenanthrene, 2,4,5,7-tetramethyl-)
(RN-CAS Registry Number 7396-38-5)
(MT-Metastable transition(s) observed)
CieHfy C,4H4(CHs), 2CH;+H
(Phenanthrene, 3,4,5,6-tetramethyl-)
(RN-CAS Registry Number 7343-06-8)
(MT-Metastable transition(s) observed)

15.6+0.1

14.3+0.1

EI

EI

3454

3454

CiH C,oH;CeHs **
(Naphthalene, 2-phenyl-)
(RN-CAS-Registry Number 612-94-2)
CieHi C,Hs(CH,), 2CH,4
(Phenanthrene, 2,4,5,7-tetramethyl-)
(RN-CAS Registry Number 7396-38-5)
(MT-Metastable transition(s) observed)
CiHf C14He(CH3), 2CH;
(Phenanthrene, 3,4,5,6-tetramethyl-)
(RN-CAS Registry Number 7343-06-8)
(MT-Metastable transition(s) observed)

71.75

14.0+0.1

13.5+0.1

PE

EI

EI

4066

3454

3454

CieHf CiHia H
(Phenanthrene, 2,7-dimethyl-)
(RN-CAS Registry Number 1576-69-8)

CieHjs C,Hg(CH,;), H
(Phenanthrene, 4,5-dimethyl-)
(RN-CAS Registry Number 3674-69-9)

13.5+0.1

12.3+0.1

EI

EI

3454

3454

CieHi C,Hy(CHy), >
(Phenanthrene, 2,7-dimethyl-)
(RN-CAS Registry Number 1576-69-8)

CiHis C,sHg(CH,), **
(Phenanthrene, 4,5-dimethyl-)
(RN-CAS Registry Number 3674-69-9)

CieHis CeHy(=O0)CHy),
(2-Cyclohexen-1-one, 4,4-diphenyl-)
(RN-CAS Registry Number 4528-64-7)
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7.61+0.1
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EI

EI

3454

3454
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
EV)

(Cyclohexanone, 2,2-diphenyl-)
(RN-CAS Registry Number 22612-62-0)

CHi CH,(=0)CH,)(C4H,), 9.24+0.4 El 4018
(Cyclohexanone, 6-methyl-2,2-diphenyl-)
(RN-CAS Registry Number 50592-52-4)

C,Hi, C¢Hy(=0)(CH,),(C¢Hs), 9.4+0.4 ElI 4018
(Cyclohexanone, 2,2-dimethyl-6,6~diphenyl-)
(RN-CAS Registry Number 50592-53-5)

CHi: C¢H¢(=0)(CH,)(C¢H;),CH,CH,CHO 9.4+04 El 4018
(Cyclohexanepropanal, 1-methyl-2-oxo0-3,3-diphenyl-)
(RN-CAS Registry Number XXXXX-XX-X)

CiHi: C¢H(=0)(CH;)(CH;),CH,CH,COCH, 9.3+04 EI 4018
(Cyclohexanone, 2-methyl-2-(3-oxobutyl)-6,6-diphenyl-)
(RN-CAS Registry Number 50592-55-7)

CHi CsH¢(=0)CH;(C¢H;),CH,CH =C(CH,)Cl 9.1+0.4 EI 4018
(Cyclohexanone, 2-(3-chloro-2-butenyl)-2-methyl-6,6-diphenyl-)
(RN-CAS Registry Number 50592-54-6)

C,Hi% CeHye ** 8.08 (V) PE 4088
(Tricyclo[8.2.2.24‘7]hexadeca—4,6, 10,12,13,15-hexaene)
(RN-CAS Registry Number 1633-22-2)
(ON-Other name: [2.2]Paracyclophane)

CHi CieHys a 8.24 (V) PE 4088
(Tricyclo[9.3.1.1**|hexadeca-1(15),4,6,8(16),11,13-hexaene)
(RN-CAS Registry Number 2319-97-3)
(ON-Other name: {2.2]Metacyclophane)

CH C(H,C¢H,C H, - 8.50+0.02 (V) PE 3702
(1,1’-Biphenyl, 2-butyl-)
(RN-CAS Registry Number XXXXX-XX-X)

CH C,;H;, ** 7.80 (V) PE 4083
(1,1'-Spirobi[ 1 H-indene])
(RN-CAS Registry Number 165-42-4)

CHf; C,;H(CH,), CH, 11.5+0.1 EI 3454
(Phenanthrene, 2,4,5,7-tetramethyl-)
(RN-CAS Registry Number 7396-38-5)
(MT-Metastable transition(s) observed)
C,/Hi CsHys CH, 11.5+0.1 EI 3454
(Phenanthrene, 3,4,5,6-tetramethyl-~)
(RN-CAS Registry Number 7343-06-8)
(MT-Metastable transition(s) observed)

CsHi CsHyo ** 6.9 PI 3586
(Naphthacene)
(RN-CAS Registry Number 92-24-0)

C:H: CHy, i 7.42 (V) PE 4039
(Benz[a]anthracene)

(RN-CAS Registry Number 56-55-3)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

CHj, CH;, ** 7.47+0.01 PE 3644
(Benz[a]anthracene)
(RN-CAS Registry Number 56-55-3)

C:Hf, CisHyp, *x 7.56+0.01 PE 3657
(Benz[a]anthracene)
(RN-CAS Registry Number 56-55-3)

CysHj} CigHy, s 7.5 CTS 3577
(Benz[a]anthracene)
(RN-CAS Registry Number 56-55-3)

CysHj CisHp re 7.62 (V) PE 4039
(Benzo[c]phenanthrene)
(RN-CAS Registry Number 195-19-7)

C;sHp CisHy, ** 7.60-+0.01 PE 3644
(Chrysene)
(RN-CAS Registry Number 218-01-9)

CisHp, CsHj, ** 7.61 (V) PE 4039
(Chrysene)
(RN-CAS Registry Number 218-01-9)

C;Hp CisHyp ** 7.75 CTS 3577
(Chrysene)
(RN-CAS Registry Number 218-01-9)

C;Hp, CisHyp, ** 7.01 PE 3668
(Naphthacene)
(RN-CAS Registry Number 92-24-0)

C;Hp, CisHjy ** 7.01 (V) PE 4039
(Naphthacene)
(RN-CAS Registry Number 92-24-0)

C;sHp, CisHj, ** 8.06 (V) PE 3647
(Tetracyclof6.6.2.1%'*.1%%octadeca-1,3(17),4,6,8,10(18),11,13,15-nonaene)
(RN-CAS Registry Number 27313-56-0)
(ON-Other name: [2.2.2](1,3,5)cyclophane-1,9,17-triene)

CiHY; CsHj, ** 8.06 (V) PE 4088
g;racc::xcslo[&&l 1313.1.15%0ctadeca-1,3(17),4,6,8,10(18),11,13,15-nonane)

—~ Registry Number 27313-56-0)

(ON-Other name: [2.2.2](1,3,5)Cyclophane-1,9,17-triene)

C;sHp; CisHj, ** 7.84+0.01 PE 3657
(Triphenylene)
(RN-CAS Registry Number 217-59-4)

CisHY, CysHy, ** 7.86 (V) PE 4039
(Triphenylene)
(RN-CAS Registry Number 217-59-4)

CisH CHy, ** 8.1 CTS 3577
(Triphenylene)
(RN-CAS Registry Number 217-59-4)

C;sHi CsHy, ** 7.99+0.01 PE 3657
(1,1':2',1"-Terphenyl)
(RN-CAS Registry Number 84-15-1)

C;sHi; CsHy, ** 8.01+0.01 PE 3657

(1,1:3',1"-Terphenyl)
(RN-CAS Registry Number 92-06-8)
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Table of Ion Energetics Measurements—Continued

Ion

Ionization or
Reactant Other appearance
products potential

V)

Method

Ref.

CieH;

CisHya ** 7.78+0.01
(1,1:4',1"-Terphenyl)
(RN-CAS Registry Number 92-94-4)

PE

3657

CisHis

C,6H1o(CH,), > 6.7
(Pyrene, 10b,10c-dihydro-10b,10c-dimethyl-, trans-)
(RN-CAS Registry Number 956-84-3)

PE

3948

CisHiy

CigHj

CisHig

CisHjg

C4H4(CH;), ** 7.810.1
(Phenanthrene, 2,4,5,7-tetramethyl-)

(RN-CAS Registry Number 7396-38-5)

C,H(CH,), ** 7.5+0.1
(Phenanthrene, 3,4,5,6-tetramethyl-)

(RN-CAS Registry Number 7343-06-8)

CisHys * 7.70 (V)
(Tetracyclo[6.6.2.1*'%.1%®|octadeca-1,3(17),6,8,10(18),13-hexaene)
(RN-CAS Registry Number 27165-88-4)

(ON-Other name: [2.2.2](1,3,5)Cyclophane)

CsHjs ** 7.70 (V)
(Tetracyclo[6.6.2. 131.1%%0ctadeca-1,3(17),6,8,10(18),13-hexaene)
(RN-CAS Registry Number 27165-88-4)

(ON-Other name: [2.2.2](1,3,5)cyclophane)

EI

EI

3454

3454

4088

3647

CIBH;.O

CH, o(CeHs), * 8.940.2
(Benzene, 1,1'-cyclohexylidenebis—)
(RN-CAS-Registry Number 21113-55-3)

El

4074

C19Hi2

(C¢H;);,CH ** 8.34+0.03
(Benzene, 1,1’,1"-methylidynetris—)
(RN-CAS-Registry Number 519-73-3)

PI

4055

C19H2%

CisH3p

CeH7(CH3)(CeHs), > 8.7+0.4
(Cyclohexene, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-48-8)
CH(OH)Y(CH,;)(CH;), H,0 9.2+0.4
(Cyclohexanol, 1-methyl-4,4-diphenyl-)
(RN-CAS Registry Number 50592-47-7)

El

EI

4018

4018

CiH,

C,H,

C4Hy(CH,)(C4Hs), *x 8.8+0.2
(Benzene, 1,1'-(4-methylcyclohexylidene)bis-)
(RN-CAS-Registry Number 32812-65-0)

CHy(CH,)(C:H,), ** 8.81+0.2
(Benzene, 1,1'-(4-methylcyclohexylidene)bis-)
(RN-CAS-Registry Number 32812-65-0)

EI

El

4074

4074

CyoH}

CyHf;

CH,, ** 7.124-0.01

(Benzola]pyrene)
(RN-CAS Registry Number 50-32-8)
C,oHy, ** 7.394:0.01
(Benzola]pyrene)
(RN-CAS Registry Number 50-32-8)
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Table of Ion Energetics Measurements—Continued

Ion

Reactant Other
products

Ionization or

appearance
potential

(eV)

Method

Ref.

CooH

CooH

CyoHl

CpoHy, *
(Perylene)
(RN-CAS Registry Number 198-55-0)
CpH, =
(Perylene)
(RN-CAS Registry Number 198-55-0)
CyoHy, e
(Perylene)
(RN-CAS Registry Number 198-55-0)

6.90+0.01

7.00+0.01

7.1

PE

PE

CTS

3657

3644

3577

CyoHliy

C1sHyCeHs **
(Anthracene, 9-phenyl-)
(RN-CAS Registry Number 602-55-1)

7.25 (V)

3896

G, Hi

G His

CoHis

C,Hjs

C,0H¢(CH;)C,oH¢CH,3 CH,3
(1,1'-Binaphthyl, 2,2’-dimethyl-)
(RN-CAS Registry Number 32834-84-7)

C,oH(CH;)C,oH,CH; CH;,3
(1,1’-Binaphthyl, 3,3'-dimethyl-)
(RN-CAS Registry Number 34042-82-5)

C1oHs(CH;)C,oH4CH, CH,
(1,1'-Binaphthyl, 7,7'~-dimethyl-)
(RN-CAS Registry Number 34003-80-0)

CioHs(CH3)C,oHCH, CH,3
(1,1'-Binaphthyl, 8,8'-dimethyl-)
(RN-CAS Registry Number 32693-05-3)

13.25

12.25

12.75

11.50

EI

EI

EI

EI

3477

3477

3477

3477

CuH}

QZHIZ >
(Benzo[ghilperylene)
(RN-CAS Registry Number 191-24-2)

7.19£0.01

PE

3644

CyHjs

CpHj

CpHY

CpHyy **
(3,4-Benzotetraphene)
(RN-CAS Registry Number XXXXX-XX-X)
CpHy, >
(Pentacene)
(RN-CAS Registry Number 135-48-8)
CpHyy **
(Pentacene)
(RN-CAS Registry Number 135-48-8)

7.35+0.01

6.64

6.74+0.01

PE

PE

PE

3657

3668

3644

CuHi

CyHfs

CHi

C,oHg(CH;)C,oH,CH, =
(1,1'-Binaphthyl, 2,2'-dimethyl-)
(RN-CAS Registry Number 32834-84-7)

C,oHe(CH;)C,oH,CH, =
(1,1'-Binaphthyl, 3,3'-dimethyl-)
(RN-CAS Registry Number 34042-82-5)

C,oH(CH;)C,oH,CH, >
(1,1'-Binaphthyl, 7,7'-dimethyl-)
(RN-CAS Registry Number 34003-80-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
CpHf C,oH¢(CH3)C,;H¢CH, b 8.00 EI 3477

(1,1'-Binaphthyl, 8,8'-dimethyl-)
(RN-CAS Registry Number 32693-05-3)

C,Hi C,oH3(CH3)(CgHs), ** 8.9+0.2 EI 4074
(Naphthalene, 1,2,3,4,4a,5,6,7-octahydro-4a-methyl-2,2-diphenyl-)
(RN-CAS-Registry Number 50592-50-2)

CHf; C,H,, ** 7.34 (V) PE 3951
(Coronene)
(RN-CAS Registry Number 191-07-1)

C,Hi; CHj, w* 7.5 CTS 3577
(Coronene)

(RN-CAS Registry Number 191-07-1)

C,,H3, C,,H,(CH,),C;H, e 7.67 PE 3960
(Naphthalene, 1,1'-(1,4-butanediyl)bis-)
(RN-CAS Registry Number 29571-17-3)

CysHis CysHyg s 7.7 (V) PE 4081
(9,9'-Spirobi[9 H-fluorene])
(RN-CAS Registry Number 159-66-0)

Cy,Hf Cy,H,, ** 6.8610.01 PE 3644
(Ovalene)
(RN-CAS Registry Number 190-26-1)

CGH5BC+ (C6H5)2Be C6H5 13.4+0.2 EIl 3815
(Beryllium, diphenyl-)
(RN-CAS Registry Number 22300-89-6)

C12H103e+ (C6H5)2Be b 9.20i0-10 EI 3815
(Beryllium, diphenyl-)
(RN-CAS Registry Number 22300-89-6)

C,H,(B* (C¢Hs);B C¢H; 10.2 PI 4055
(Borane, triphenyl-)
(RN-CAS-Registry Number 960-71-4)

CsH,sB* (C¢Hy);B " 8.60+0.03 PI 4055
(Borane, triphenyl-)
(RN-CAS-Registry Number 960-71-4)

N* N, N 24.4+0.25 EI 3797
(RN-CAS Registry Number 7727-37-9)
N+ NH, H,+H <225 DC 3811

(RN-CAS Registry Number 7664—41-7)

N+? N, N 60.3+2 EI 3797
(RN-CAS Registry Number 7727-37-9)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

N*3 N, N ~100 EI 3452

(RN-CAS Registry Number 7727-37-9)
(HE-High kinetic energy ion)

N{(XZEE) N, ** 15.5812+0.0002 S 3561
(RN-CAS Registry Number 7727-37-9)

Nz, N, *x 15.60 (V) PE 4022
(RN-CAS Registry Number 7727-37-9)

NAX’Z)) N, ** 15.61 PE 4073
(RN-CAS-Registry Number 7727-37-9)

NAZL) N, ** 16.695+0.002 PE 3935
(RN-CAS Registry Number 7727-37-9)

NNAL) N, * 16.73 PE 4073
(RN-CAS-Registry Number 7727-37-9)

NI, N, ** 16.98 (V) PE 4022
(RN-CAS Registry Number 7727-37-9)

Nz N, ** 18.78 (V) PE 4022
(RN-CAS Registry Number 7727-37-9)

NAB’Z) N, ** 18.87 (V) PE 3714
(RN-CAS Registry Number 7727-37-9)

NAC*3) N, ** 24.6 (V) PE 3714
(RN-CAS Registry Number 7727-37-9)

N* N, ** 28.2 PE 3975
(RN-CAS Registry Number 7727-37-9)

N2 N, s 35(V) PE 3714
(RN-CAS Registry Number 7727~-37-9)

N* N, ** 36.5 PE 3975
(RN-CAS Registry Number 7727-37-9)

Ni’z)) N, ** 38.7 PE 3975
(RN-CAS Registry Number 7727-37-9)

NCZ)H N, = 28-29 (V) PE 3714
(RN-CAS Registry Number 7727-37-9)

Nz} N, s 32-33 (V) PE 3714
(RN-CAS Registry Number 7727-37-9)

NiCs)) N, *x 36-37 (V) PE 3714
(RN-CAS Registry Number 7727-37-9)

N2t q(x 12 %) N, ** 43.3£0.9 AUG 3542
(RN-CAS Registry Number 7727-37-9)

N A™E,Y) N, ** 46.2+1.3 AUG 3542
(RN-CAS Registry Number 7727-37-9)

N2 *XA%Il,) N, ** 47.2%13 AUG 3542
(RN-CAS Registry Number 7727-37-9)

N *(c'ly) N, ** 49.7+1.2 AUG 3542
) (RN-CAS Registry Number 7727-37-9)

N Xd!=, %) N, *x 51.2+1.15 AUG 3542
(RN-CAS Registry Number 7727-37-9)

No*Hel2, %) N, ** 52.8+1.15 AUG 3542
(RN-CAS Registry Number 7727-37-9)

No* 412, Y) N, ** 96.3+1.9 AUG 3542

(RN-CAS Registry Number 7727-37-9)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)
Np*2 N, ** 43 EI 3452
(RN-CAS Registry Number 7727-37-9)
Ny*2 Ny 28 EI 3452
(RN-CAS Registry Number 13966-04-6)
NH* NH, H, 17.2 DC 3811
(RN-CAS Regigiry Number 7664-41-7)
NH; NH;, H 15.0 DC 3811
(RN-CAS Registry Number 7664-41-7)
NH; CH,NH, CH, 159 EI 3808
(RN-CAS Registry Number 74-89-5)
NH;CA) NH; ** 10.15 PE 3719
(RN-CAS Registry Number 7664-41-7)
(HB-Threshold value approximately corrected for hot bands)
NH;(E) NH, *% 14.98+0.02 PE 3719
(RN-CAS Registry Number 7664-41-7)
NH;(A) NH, *x 27.0 (V) PE 3719
(RN-CAS Registry Number 7664-41-7)
NH; NH; ** 10.2 DC 3811
(RN-CAS Registry Number 7664-41-7)
ND;A) ND, ** 10.21 PE 3719
(RN-CAS Registry Number 13550-49-7)
(HB-Threshold value approximately corrected for hot bands)
ND,CE) ND, ** 15.10+0.03 PE 3719
(RN-CAS Registry Number 13550-49-7)
NH; C,H;NH, C,H,+H 12.72+0.02 RPD 3487
(RN-CAS Registry Number 75-04-7)
(MT-Metastable transition(s) observed)
(TR-Other product(s) thermochemically reasonable)
NH; (CH,),NH C,H,+H 14.05+0.05 RPD 3487
(RN-CAS Registry Number 124-40-3)
(MT-Metastable transition(s) observed)
N,HCA) N,H, > 9.91 (V) PE 3862
(RN-CAS Registry Number 302-01-2)
N,H} N,H, *x 10.07 PE 3747
(RN-CAS Registry Number 302-01-2)
N,H,(B) N,H, * 10.64 (V) PE 3862
(RN-CAS Registry Number 302-01-2)
N,HCA) NH, ** 15.61 (V) PE 3862
(RN-CAS Registry Number 302-01-2)
N,H;’B,’A) N,H, ** 16.66 (V) PE 3862
: (RN-CAS Registry Number 302-01-2)
N,H* N,H, ** 24.5 PE 3715
(RN-CAS Registry Number 302-01-2)
N,H* N,H, ** 30.0 PE 3715

(RN-CAS Registry Number 302-01-2)
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Table of Ion Energetics Measurements—Continued

Tonization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

N;H*(A") HN;, ** 10.72+0.02 PE 3670
(RN-CAS Registry Number 7782-79-8)

N;H*(?A") HN; ** 12.24+0.02 (V) PE 3670
(RN-CAS Registry Number 7782-79-8)

N;H*t* HN, ** 15.37+0.02 PE 3670
(RN-CAS Registry Number 7782-79-8)

N,H** HN, ** 16.8+0.1 (V) PE 3670
(RN-CAS Registry Number 7782-79-8)

BHN™* (BH;)(NH,) ** 9.44+0.02 PE 3699
(RN-CAS Registry Number xxxx-xx—Xx)

B;HN; B;H¢N; ** 9.88 PE 3637
(Borazine)
(RN-CAS Registry Number 6569-51-3)

B;HN; B;HN; ** 10.09 (V) PE 3673
(Borazine)
(RN-CAS Registry Number 6569-51-3)

B;HNE") B;H(N, ** 10.14+0.01 PE 3506
(Borazine)
(RN-CAS Registry Number 6569-51-3)

CHN*(XM) HCN ** 13.61+0.01 PE 3840
(RN-CAS Registry Number 74-90-8)

CHN*(AZ3) HCN *» 14.00+0.01 PE 3840
(RN-CAS Registry Number 74-90-8)

CHN™*(B%) HCN ** 19.06+0.01 PE 3840
(RN-CAS Registry Number 74-90-8)

CHN* HCN = 13.71 EDD 3737
(RN-CAS Registry Number 74-90-8)

CH,N* C,H;NO, 10.27+0.05 EI 3571
(RN-CAS Registry Number 56-40-6)

CH;N* CH;NH, ** 8.80+0.02 PE 3890
(RN-CAS Registry Number 74-89-5)

CH,N*(A") CH,;NH, - 9.64 (V) PE 4068
(RN-CAS-Registry Number 74-89-5)

CH;N* CH;NH, ** 9.65 (V) PE 4087
(RN-CAS Registry Number 74-89-5)

CH,N*(A") CH,;NH, ** 13.22 (V) PE 4068
(RN-CAS-Registry Number 74-89-5)

CH,N*(A) CH,NH, ** 14.42 (V) PE 4068
(RN-CAS-Registry Number 74-89-5)

CH,N*(A") CH,NH, - 15.45 (V) PE 4068
(RN-CAS-Registry Number 74-89-5)

CH,N*(A") CH;NH, ** 16.85 (V) PE 4068

(RN-CAS-Registry Number 74-89-5)
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Table of Ion Energetics Measurements—Continued

Tonization or

(RN-CAS-Registry Number 107-10-8)
86

Ion Reactant Other appearance Method Ref.
products potential
V)
C,H,N* C,H N, HCN 13.2 El 3910
(1H-Imidazole)
(RN-CAS Registry Number 288-32-4)
C,HN* (CH,),NCH=CHC=CH 13.1 EI 3674
(RN-CAS Registry Number 2206-24-8)
C,HN* (C,Hy),NCH=CHC=CH 13.6 EI 3674
(RN-CAS Registry Number 1809-53-6)
C,HN* (CH,),NCH=CHC=CH CH=CHC=CH 12.7 EI 3674
(RN-CAS Registry Number 2206-24-8)
C,H,;N* C,H;NH, b 9.44+0.18 (V) PE 3987
(RN-CAS Registry Number 75-04-7)
C,H,N* C,H;NH, b 9.50 (V) PE 4032
(RN-CAS Registry Number 75-04-7)
C,H,N* CH,CH,NH, o 9.50 (V) PE 4068
(RN-CAS-Registry Number 75-04-7)
C,H,N* (CH,),NH b 8.07 PE 3589
(RN-CAS Registry Number 124-40-3)
C,H;N* (CH,),NH ** 8.25+0.02 PE 3890
(RN-CAS Registry Number 124-40-3)
C;HN* CH=CCN ** 11.6 S 3755
(RN-CAS Registry Number 1070-71-9)
C,HN* CH=CCN ** 11.64+0.01 PI 3929
(RN-CAS Registry Number 1070-71-9)
CHN* (C,H;),NCH=CHC=CH 12.3 El 3674
(RN-CAS Registry Number 1809-53-6)
(TR-Other product(s) thermochemically reasonable)
(OP-the other product(s) is(are): CH=CHC=CH+CH,+H)
"CyHgN™T (CH,NF,)CH, 15.6+0.4 EI 3634
(RN-CAS Registry Number 21298-22-6)
C;HN™ CH,(NF,)CH(NF,)CH, 15.6+0.3 EI 3634
(RN-CAS Registry Number 15403-25-5)
C;HN* (CH,;),C(NFy), 15.40.3 EI 3634
: (RN-CAS Registry Number 19309-63-8)
C;H,N* CH,=CHCH,NH, *e 8.76 PE 3864
(RN-CAS Registry Number 107-11-9)
C,H,N* N(CHjy); b 7.95+0.10 PI 3729
(RN-CAS Registry Number 75-50-3)
C;H,N* (CH;);N * 7.83+0.02 PE 3890
(RN-CAS Registry Number 75-50-3)
C;H,N* (CH;);N ** 8.45+001(V) PE 3699
(RN-CAS Registry Number 75-50-3)
C,H,N* (CH;);N b 8.5+0.1 (V) PE 3661
(RN-CAS Registry Number 75-50-3)
C,H,N™ n-C;H,NH, bt 9.44 (V) PE 4068



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
C,H,N* iso-C;H,NH, *& 9.31 (V) PE 4068
(RN-CAS-Registry Number 75-31-0)
CH,N* (CH,;),NCH=CHC=CH 2CH; 15.1 EI 3674
(RN-CAS Registry Number 2206-24-8)
(TR-Other product(s) thermochemically reasonable)
CH,N* C,H,;NCH=CHC=CH C,H; 15.3 EI 3674
(Pyrrolidine, 1-(1-buten-3-ynyl)-)
(RN-CAS Registry Number 19352-85-3)
(TR-Other product(s) thermochemically reasonable)
CH;N* (C,H,),NCH=CHC=CH 2C,H,+2H 16.5 EI 3674
(RN-CAS Registry Number 1809-53-6)
(TR-Other product(s) thermochemically reasonable)
CH,N* C,H;N b 8.20+0.01 PI 4058
(1H-Pyrrole)
(RN-CAS-Registry Number 109-97-7)
CH,N* CHN ** 8.23 (V) PE 4009
(1H-Pyrrole)
(RN-CAS Registry Number 109-97-7)
C,H;N* CH,N ** 8.4010.05 EI 3482
(1H-Pyrrole)
(RN-CAS Registry Number 109-97-7)
CH Nt (C,H,);N C,H; 13.14 EI 3674
(RN-CAS Registry Number 121-44-8)
CH,;N* n-C,H,NH, = 9.40 (V) PE 4068
(RN-CAS-Registry Number 109-73-9)
CsH,N* (CH,;),NCH=CHC=CH CH;+H, 12.4 EI 3674
(RN-CAS Registry Number 2206-24-8)
(TR-Other product(s) thermochemically reasonable)
CHNt C,H;NCH=CHC=CH C,H;+H 15.0 EI 3674
(Pyrrolidine, 1-(1-buten-3-ynyl)-)
(RN-CAS Registry Number 19352-85-3)
(TR-Other product(s) thermochemically reasonable)
CsH,N* C;H;N ** 9.4 PI 3586
(Pyridine)
(RN-CAS Registry Number 110-86-1)
C;H,N* C;H,N ** 9.263 PE 3707
(Pyridine)
(RN-CAS Registry Number 110-86-1)
(HB-Threshold value approximately corrected for hot bands)
CH,N'CA) CH;N ** 9.59 (V) PE 3513
(Pyridine)
(RN-CAS Registry Number 110-86-1)
CsH;N* CsH;N ** 9.6010.5 (V) PE 3685
(Pyridine)

(RN-CAS Registry Number 110-86-1)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)

CHN'(CA D) CHN *x 9.7 (V) PE 3832
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CsH,N'(A,) CHN ** 9.73 (V) PE 3513
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CHN'CAY) C,H;N s 9.8 (V) PE 3832
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CsH;,N*(’B)) CH;N ** 10.5 (V) PE 3832
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CsH;N*(B,)) CH,N ** 10.50 (V) PE 3513
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CH,N*(B,) CHN i 12.5 (V) PE 3832
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CH,N*(B) C,H,N ** 12.6 (V) PE 3832
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CHN"* CH,N ** 9.66+0.03 EDD 3626
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CH,N* CHN ** 9.70+0.05 EI 3498
(Pyridine)
(RN-CAS Registry Number 110-86-1)

CHN* (CH;),NCH=CHC=CH CH, 11.2 EI 3674
(RN-CAS Registry Number 2206-24-8)

CsH,N* C,H;NCH=CHC=CH CH,=CHCH, 113 EI 3674
(Pyrrolidine, 1-(1-buten-3-ynyl)-)
(RN-CAS Registry Number 19352-85-3)

(TR-Other product(s) thermochemically reasonable)

CH,N™* (C,H;),NCH=CHC=CH C,H,+CH, 139 EI 3674

(RN-CAS Registry Number 1809-53-6)
(TR-Other product(s) thermochemically reasonable)

CH,N* C,H/N(CH;y) b 84 EI 3580
(Pyrrole, 1-methyl-)
(RN-CAS Registry Number 96-54-8)

CH,N* CH/NCH, i 8.01+0.05 EI 3482
(Pyrrole, 2-methyl-)
(RN-CAS Registry Number 636-41-9)

CsH,,N*t (C,H;):N CH;, 11.48 EI 3674
(RN-CAS Registry Number 121-44-8)

C{H,N* C;H;CN " 9.7 EI 3476
(Cyclopentadienecarbonitrile)

(RN-CAS Registry Number 27659-36-5)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

CHNN* C¢H,NH,)COOH CO+OH 14.261+0.2 EI 3973
(Benzoic acid, 3-amino-)
(RN-CAS Registry Number 99-05-8)

(MT-Metastable transition(s) observed)

CeHN* C¢H4(NH,)COOH CO+OH 14.77£0.2 EI 3973
(Benzoic acid, 4-amino-)
(RN-CAS Registry Number 150-13-0)

(MT-Metastable transition(s) observed)

CHN™ C¢H,(NO,)NH, NO, 11.23+0.1 EI 3447
(Benzenamine, 3-nitro-)
(RN-CAS Registry Number 99-09-2)

CH(N™ C¢H,(NO,)NH, NO, 11.53+0.1 EI 3447
(Benzenamine, 4-nitro-)
(RN-CAS Registry Number 100-01-6)

CgH,N* C¢H;NH, ** 7.7 PI 3586
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CH,N* C.H;NH, ** 7.70+0.01 P1 4028
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CeH,N* C¢H;NH, ** 7.65+0.02 PE 3890
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CeH,N* C¢H;NH, ** 7.66 PE 3988
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CH,N* C¢H;NH, = 7.71 PE 3955
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

C¢H,N* C¢H;NH, = 8.05 (V) PE 4106
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CeH,N* C¢H;NH, ** 7.89+0.03 EDD 3626
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CeH;N* CsH;NH, = 7.89 EDD 3485
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CH,N* C¢H;NH, ** 7.61%0.1 EI 3788
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

C.H,N* C¢Hs;NH, kg 7.63 EI 3845
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

CH,N* C¢HsNH, ** 8.09+ <0.1 EI 3735
(Benzenamine)
(RN-CAS Registry Number 62-53-3)

C¢H,N* C;H,NCH, b 9.20+0.05(V) PE 3685

(Pyridine, 2-methyl-)
(RN-CAS Registry Number 109-06-8)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
C.H,N* CsH,NCH, ** 9.50+0.05 (V) PE 3685

(Pyridine, 4-methyl-)
(RN-CAS Registry Number 108-89-4)

CH,N* C,H,NCH;, ** 9.55+0.05 El 3498
(Pyridine, 4-methyl)
(RN-CAS Registry Number 108-89-4)

CH,N* CsH,(NH,)OCH, CH,0 10.51+0.1 EI 3446
(Benzenamine, 3-methoxy-)
(RN-CAS Registry Number 536-90-3)

CH,N* C¢H,(NH,)OCH, HCHO 9.58 EI 3845
(Benzenamine, 4-methoxy-)
(RN-CAS Registry Number 104-94-9)

C¢H;N* C.H;NHCOCH;, CH,=C=0 10.45+0.03 EI 3483
(Acetamide, N-phenyl-)
(RN-CAS Registry Number 103-84-4)

C:H,N* C.H;NH,Cr(CO); 7.96+0.1 EI 3788
(Chromium, (n*-benzenamine)tricarbonyl-)
(RN-CAS Registry Number 12108-11-1)

CeHgN™ (CH;),NCH=CHC=CH H 10.1 EI 3674
(RN-CAS Registry Number 2206-24-8)

CHN* (CH;),NCH=CHC=CH ** 7.7 EI 3674
(RN-CAS Registry Number 2206-24-8)

CeHN™ C,H,NC,H; ** 7.97+0.05 EI 3482

(Pyrrole, 2-ethyl-)
(RN-CAS Registry Number 1551-06-0)

CeH;sN™* (CH,)N ad 8.19£0.05 (V) PE 3987
(RN-CAS Registry Number 121-44-8)

CH,N™ C.H,(CN)COOH CO+OH 15.68+0.2 EI 3973
(Benzoic acid, 4-cyano-)
(RN-CAS Registry Number 619-65-8)

(MT-Metastable transition(s) observed)

CH,N* C:H,(NO,CN NO, 12.25+0.1 EI 3447
(Benzonitrile, 3-nitro-)
(RN-CAS Registry Number 619-24-9)

C,HN* CsH,(NO,)CN NO, 12.424+0.1 EI 3447
(Benzonitrile, 4-nitro-)
(RN-CAS Registry Number 619-72-7)

CH,N* CeH,CN s 9.62 PE 3938
(Benzonitrile)
(RN-CAS Registry Number 100-47-0)

CH,N* CHCN *e 9.7 El 3916
(Benzonitrile)
(RN-CAS Registry Number 100-47-0)

CH,N* CsH;CN ** 9.77 EI 3845
(Benzonitrile)

(RN-CAS Registry Number 100-47-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)
CHN* CHCN ** 10.02+ <0.1 EIl 3735
(Benzonitrile)
(RN-CAS Registry Number 100-47-0)
CH,N* C¢H,(CN)OCH, CH,0 12.23%0.1 EI 3446

(Benzonitrile, 3-methoxy-)
(RN-CAS Registry Number 1527-89-5)

C,H,N* CH,(CN)OCH, CH,O 12.30+0.1 El 3446
(Benzonitrile, 4-methoxy-)
(RN-CAS Registry Number 874-90-8)

C,H,N* C¢H,(CN)OCH; HCHO 12.39 El 3845
(Benzonitrile, 4-methoxy-)
(RN-CAS Registry Number 874-90-8)

(CD-Metastable transition indicates 0.36 eV kinetic energy release)

C,H,N* C¢H,(NH,)CH, H 11.25+0.05 PI 4028
(Benzenamine, 2-methyl-)
(RN-CAS Registry Number 95-53-4)

C,HgN* CH,(NH,)CH, H 11.00=%0.1 PI 4028
(Benzenamine, 4-methyl-)
(RN-CAS Registry Number 106-49-0)

C,H;N* C.H,(NH,)C,H, 12.13+0.1 EI 3629
(Benzenamine, 3-butyl-)
(RN-CAS Registry Number 5369-17-5)

C,H,N* CH,(NH,)C,H, 11.10+0.1 EIl 3629
(Benzenamine, 4-butyl-)
(RN-CAS Registry Number 104-13-2)

CHN* C¢H,CH,CH,NH, C¢H; 10.6+0.1 EI 3807
(Benzenamine, 4—(phenylmethyl)-)
(RN-CAS Registry Number 1135-12-2)

C,H;Nt (CsH,NH,),CH, 10.6+0.1 EI 3807
(Benzenamine, 4,4'-methylenebis-)
(RN-CAS Registry Number 101-77-9)

CH,N* CH,(CH,;)NHCOCH, CH,CO 13.97+0.02 EI 3631
(Acetamide, N-(2-methylphenyl)-)
(RN-CAS Registry Number 120-66-1)

C,HN* C¢H,(CH;)NHCOCH, CH,CO 14.21+0.02 EI 3631
(Acetamide, N-(4-methylphenyl)-)
(RN-CAS Registry Number 103-89-9)

CHgN* C¢H,(NH,)CH,CH,0COCH, 11.00 El 3590
(Benzeneethanol, 4-amino-, acetate(ester))
(RN-CAS Registry Number 33709-38-5)

C,H,N" CH,NO,)CH,C,H,NH, 11.6+0.2 EI 3807
(Benzenamine, 4-[(4-nitrophenyl)methyl]-)
(RN-CAS Registry Number 726-17-0)

C,H,N* CH,(NH,)CH; ** 7.44+0.02 PI 4028
(Benzenamine, 2-methyl-)
(RN-CAS Registry Number 95-53-4)

CH,N* C¢H,(NH,)CH; *x 7.45+0.02 PE 3890
(Benzenamine, 2-methyl-)
(RN-CAS Registry Number 95-53-4)
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Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

CHN* CH(NH,)CH, ** 7.52 PE 3988
(Benzenamine, 2-methyl-)
(RN-CAS Registry Number 95-53-4)

CHN* Cs¢H,(NH,)CH; ** 7.83 (V) PE 4106
(Benzenamine, 2-methyl-)
(RN-CAS Registry Number 95-53-4)

CH,N* C¢H,(NH,)CH, ** 7.55 PE 3988
(Benzenamine, 3-methyl-)
(RN-CAS Registry Number 108-44-1)

C,H,N* CH,(NH,)CH, ** 7.66 (V) PE 4106
(Benzenamine, 3-methyl-)
(RN-CAS Registry Number 108-44-1)

CHN* C¢H,(NH,)CH, ** 7.24+0.02 PI 4028
(Benzenamine, 4-methyl-)
(RN-CAS Registry Number 106-49-0)

CH,N* CH,(NH,)CH, ** 7.37 PE 3988
(Benzenamine, 4-methyl-)
(RN-CAS Registry Number 106-49-0)

CH,N* CJH,(NH,)CH, e 7.62 (V) PE 4106
(Benzenamine, 4-methyl-)
(RN-CAS Registry Number 106-49-0)

CH,N"* CH;NHCH, ** 7.32 PE 3988
(Benzenamine, N-methyl-)
(RN-CAS Registry Number 100-61-8)

CHN* C¢H;NHCH;, ** 7.35+0.02 PE 3890
(Benzenamine, N-methyl-)
(RN-CAS Registry Number 100-61-8)

CHN" C,H,N(CH,), * 9.23+0.05 EI 3498
(2,6-Dimethylpyridine)
(RN-CAS Registry Number 108-48-5)

C;H,N* C,H;N(CH,), = 8.80+0.05(V) PE 3685
(Pyridine, 2,5-dimethyl-)
(RN-CAS Registry Number 589-93-5)

CH,N* C;H;N(CHy), ** 8.90+0.05 (V) PE 3685
(Pyridine, 2,6-dimethyl-)
(RN-CAS Registry Number 108-48-5)

CH,N* C¢H,(NH,)C H, CH,=CHCH, 10.102-0.1 EI 3629
(Benzenamine, 3-butyl-)
(RN-CAS Registry Number 5369-17-5)

CHN" CH,(NH,)C, H, CH,=CHCH, 9.37+0.1 EI 3629
(Benzenamine, 4-butyl-)
(RN-CAS Registry Number 104-13-2)

C,H,N* C¢H,(CH;)NHCOCH, CH,=C=0 10.050.02 EI 3631
(Acetamide, N-(2-methylphenyl)~)
(RN-CAS Registry Number 120-66-1)

CHN* C¢H,(CH;)NHCOCH, CH,=C=0 10.12+0.02 El 3631
(Acetamide, N-(4-methylphenyl)-)
(RN-CAS Registry Number 103-89-9)

CH,(N* (C,H;),NCH=CHC=CH CH; 13.1 EI 3674

(RN-CAS Registry Number 1809-53-6)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

CH, N+t C,H,N(CH,), ** 7.3 El 3580
(Pyrrole, 1,3,4-trimethyl-)
(RN-CAS Registry Number 30144-12-8)

CHN* C(H,(CN)C H, 12.900.1 EI 3629
(Benzonitrile, 3-butyl-)
(RN-CAS Registry Number 20651-74-5)

CHN* C:H,(CN)C,H, 12.7130.1 EI 3629
(Benzonitrile, 4-butyl-)
(RN-CAS Registry Number 20651-73-4)

CH,N* CH,(CH,)CN * 9.31 EI 4089
(Benzonitrile, 4-methyl-)
(RN-CAS Registry Number 104-85-8)

CH,N* CH(CN)C,H, CH,=CHCH, 11.55+0.1 EI 3629
(Benzonitrile, 3-butyl-)
(RN-CAS Registry Number 20651-74-5)

C:H,N* CH(CN)C,H, CH,=CHCH, 11.66+0.1 EI 3629
(Benzonitrile, 4-butyl-)
(RN-CAS Registry Number 20651-73-4)

CH,N* CH,N ** 7.154+0.02 PE 3890
(1H-Indole, 2,3-dihydro-)
(RN-CAS Registry Number 496-15-1)

CgH,N* C¢H,NH,)CH,CH,0COCH, 7.80 EI 3590
(Benzeneethanol, 4-amino—, acetate(ester))
(RN-CAS Registry Number 33709-38-5)

CgH,(N* CsH;N(CH;), H 10.56+0.05 P1 4028
(Benzenamine, N,N-dimethyl-)
(RN-CAS Registry Number 121-69-7)

CH,(N* CH{NCH=CHC=CH H 10.7 El 3674
(Pyrrolidine, 1-(1-buten-3-ynyl)-)
(RN-CAS Registry Number 19352-85-3)

CgH,\N* C¢H;(CH;),NH, % 7.30+0.02 PE 3890
(Benzenamine, 2,6-dimethyi-)
(RN-CAS Registry Number 87-62-7)

CgH,,N* C¢H;(CH;),NH, * 7.36 PE 3988
(Benzenamine, 2,6-dimethyl-)
(RN-CAS Registry Number 87-62-7)

CH,;;N* CsH,(CH;)NHCH, b 7.27 PE 3988
(Benzenamine, N,2-dimethyl-)
(RN-CAS Registry Number 611-21-2)

CgH,N* CsH,(CH,;)NHCH, ** 7.26 PE 3988
(Benzenamine, N,3-dimethyl-)
(RN-CAS Registry Number 696-44—

CgH, N+ C¢H,(CH;)NHCH, = 7.13 PE 3988

(Benzenamine, N,4-dimethyl-)
(RN-CAS Registry Number 623-08-5)
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Ionization or
Ion Reactant Other appearance
products potential
V)

Method

Ref.

CgH,)N* C¢HsN(CHs3), *x 7.130.04
(Benzenamine, N,N-dimethyl-)
(RN-CAS Registry Number 121-69-7)

CgH;N* C¢HsN(CH,), ** 7.10+0.02
(Benzenamine, N,N-dimethyl-)
(RN-CAS Registry Number 121-69-7)

CH,N* C4H;N(CH,), ** 7.11
(Benzenamine, N,N-dimethyl-)
(RN-CAS Registry Number 121-69-7)

CgH, N* C¢H;N(CH>), b 7.37 (V)
(Benzenamine, N,N-dimethyl-)
(RN-CAS Registry Number 121-69-7)

CgH, N* C¢H,N(CH>), ** 7.2
(Benzenamine, N,N-dimethyl-)
(RN-CAS Registry Number 121-69-7)

CgH,N* C¢H;N(CH,), ** 7.42
(Benzenamine, N,N-dimethyl-)
(RN-CAS Registry Number 121-69-7)

(AV-Average of two values)

CgH,N* C,H;NCH=CHC=CH ** 7.5
(Pyrrolidine, 1-(1-buten-3-ynyl)-)
(RN-CAS Registry Number 19352-85-3)

PI

PE

PE

PE

CTS

CTS

EI

4028

3890

3988

4106

3543

4029

3674

CgH,,N* (C,H,),NCH=CHC=CH H 9.9
(RN-CAS Registry Number 1809-53-6)

EI

3674

CgH;N* (C,H,),NCH=CHC=CH *x 8.0
(RN-CAS Registry Number 1809-53-6)

CgH;N* CH,NCH, ** 7.95+0.05
(1H-Pyrrole, 2-(1,1-dimethylethyl)-)
(RN-CAS Registry Number 5398-58-3)

EI

EI

3674

3482

C,H,N™ CH;N ** 8.50
(Isoquinoline)
(RN-CAS Registry Number 119-65-3)

C,H,N* CyH,N ** 8.54 (V)
(Isoquinoline)
(RN-CAS Registry Number 119-65-3)

C,H,N* CH,;N ** 8.3
(Quinoline)
(RN-CAS Registry Number 91-22-5)

C,H,N* CH;N ** 8.62
(Quinoline)
(RN-CAS-Registry Number 91-22-5)

C,H,N™* CyH,N ** 8.62
(Quinoline)
(RN-CAS Registry Number 91-22-5)

C,H,N* CH,N ** 8.62 (V)
(Quinoline)
(RN-CAS Registry Number 91-22-5)

PE

PE

PI

PE

PE

PE

3638

3723

3586

3638

3723
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Ion

Reactant Other
products

Ionization or
appearance
potential
eV)

Method

Ref.

CoH,N*

CH;;N *
(Quinoline, 1,2,3,4-tetrahydro-)
(RN-CAS Registry Number 635-46-1)

7.00+0.02

PE

3890

CH,N*

CoHpN™

CoHN™

C,H;;N*

CoH3N*

CH;N*

CoH N ™

CoH3N*

CoH3N*

CoH,;N*

CsH,(CH;);NH, **
(Benzenamine, 2,4,6-trimethyl-)
(RN-CAS Registry Number 88-05-1)

C¢H,(CH3),NHCH,; **
(Benzenamine, V,2,6-trimethyl-)
(RN-CAS Registry Number 767-71-5)

C¢H4(CH3;)N(CH;), **
(Benzenamine, NV,N,2-trimethyl-)
(RN-CAS Registry Number 609-72-3)

C¢H,(CH;)N(CH,), **
(Benzenamine, N,N,2-trimethyl-)
(RN-CAS Registry Number 609-72-3)

C¢Hy(CH;)N(CH,), **
(Benzenamine, N,N,2-trimethyl-)
(RN-CAS Registry Number 609-72-3)

C¢H,(CH;)N(CH;), **
(Benzenamine, N,N,3-trimethyl-)
(RN-CAS Registry Number 121-72-2)

C¢H,(CH3;)N(CH;), **
(Benzenamine, N,V,3-trimethyl-)
(RN-CAS Registry Number 121-72-2)

C¢H,(CH;)N(CH,), **
(Benzenamine, V,N,4-trimethyl-)
(RN-CAS Registry Number 99-97-8)

CgH,(CH3)N(CH,), **
(Benzenamine, N,V,4-trimethyl-)
(RN-CAS Registry Number 99-97-8)

CsH,NC(CH,), >
(Pyridine, 4-(1,1-dimethylethyl)-)
(RN-CAS Registry Number 3978-81-2)

7.15

7.34

7.40+0.02

7.44

7.92 (V)

7.06

7.24 (V)

6.95

7.27 (V)

9.30-£0.05 (V)

PE

PE

PE

PE

PE

PE

PE

PE

PE

PE

3988

3988

3890

3988

4106

3988

4106

3988

4106

3685

CoH;N*

C¢H; N=C(CH,), **
(Cyclohexanamine, N-(1-methylethylidene)-)
(RN-CAS Registry Number 6407-36-9)

8.23

PE

CioHyN™

CioH,N*

CyoH;(NH,) .
(1-Naphthylamine)
(RN-CAS Registry Number 134-32-7)
CyoH;(NH,) i
(2-Naphthylamine)
(RN-CAS Registry Number 91-59-8)

7.3

7.2

PI

PI

3586

3586

CoHsN*

CioHsN*

CsH (NH)C,Hy **
(Benzenamine, 3-butyl-)
(RN-CAS Registry Number 5369-17-5)
CeH(NH,CH, **
(Benzenamine, 4-butyl-)
(RN-CAS Registry Number 104-13-2)
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7.61+0.1

EI

EI
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Table of Ion Energetics Measurements—Continued

Ionization or
Ion Reactant Other appearance Method
products potential
V)

Ref.

CioHsN* C¢H;N(C,Hy), *>* 6.95+0.02 PE
(Benzenamine, N,/N-diethyl-)
(RN-CAS Registry Number 91-66-7)

CoHsN* C¢H,(CH,),NHCH, s 7.22 PE
(Benzenamine, N,2,4,6-tetramethyl-)
(RN-CAS Registry Number 13021-14-2)

CoH sN* C¢H3(CH;),N(CH3), > 7.30+0.02 PE
(Benzenamine, N,N,2,6-tetramethyl-)
(RN-CAS Registry Number 769-06-2)

CoH;sN* C¢H;(CH;),N(CH;), b 7.42 PE
(Benzenamine, N,N,2,6-tetramethyl-)
(RN-CAS Registry Number 769-06-2)

3890

3988

3890

3988

C,H;N* C¢H,(CN)C,H, ** 9.77+0.1 EI
(Benzonitrile, 3-bntyl-)
(RN-CAS Registry Number 20651-74-5)

C,H;N* C¢H,(CN)CH, ** 10.08+0.1 EI
(Benzonitrile, 4-butyl-)
(RN-CAS Registry Number 20651-73-4)

C,H;;N* C,H;;N ** 7.85+0.02 PE
(2H-1,4-Ethanoquinoline, 3,4-dihydro-)
(RN-CAS Registry Number 4363-25-1)
(ON-Other name: Benzoquinuclidine)

3629

3629

3890

C,H,,N* C¢H,(CH,;);N(CH;), ** 7.24 PE
(Benzenamine, N,N,2,4,6-pentamethyl-)
(RN-CAS Registry Number 13021-15-3)

3988

C,H,N* (C¢Hs),NH ** 7.1430.03 PI
(Benzenamine, N-phenyl-)
(RN-CAS Registry Number 122-39-4)

C,H,\N* C¢H,C¢H,NH, ** 7.28+0.02 PE
({1,1'-Biphenyl]-2-amine)
(RN-CAS Registry Number 90-41-5)

4028

3702

C,H;sN* C,,HsN ** 6.65+0.02 PE
(1H,5H-Benzo[ijquinolizine, 2,3,6,7-tetrahydro-)
(RN-CAS Registry Number 479~59-4)
(ON-Other name: Julolidine)

3890

(Acridine)
(RN-CAS Registry Number 260-94-6)

3586

CH|pN* (C¢H,NH,),CH, NH, 10.7+0.1 EI
(Benzenamine, 4,4'-methylenebis-)
(RN-CAS Registry Number 101-77-9)

3807

C;HsN* C¢H;CH,C,H,NH, ** 7.67+0.05 EI
(Benzenamine, 4-(phenylmethyl)-)
(RN-CAS Registry Number 1135-12-2)

3806
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Ion

Ionization or
Reactant Other appearance Method Ref.
products potential
(V)

C, HN*

CH,CH,C,H,CN b 9.25+0.05 EI 3806
(Benzonitrile, 4-(phenylmethyl)-)
(RN-CAS Registry Number 23450-31-9)

C,H;sN*

C¢H;CH,CH,C,H,NH, ** 7.5540.05 EI 3806
(Benzenamine, 4-(2-phenylethyl)-)
(RN-CAS Registry Number 13024-49-2)

CysH, N*

CH{NCH; ** 8.10 PE 4066
(Quinoline, 2~phenyl-)
(RN-CAS-Registry Number 612-96-4)

CiHsN*

C;Hy(CN)(C¢Hs), ** 8.80+0.08 EDD 3575
(Cyclopropanecarbonitrile, 1,2~diphenyl-)
(RN-CAS Registry Number 10224-14-3)

CyyHpuN*

CyHpN*

CsH,N(C(CHj3);), ** 8.6 (V) PE 3934
(Pyridine, 2,4,6-tris(1,1-dimethylethyl)-)
(RN-CAS Registry Number 20336-15-6)

CsH,N(C(CHy3),); b 8.6 (V) PE 3685
(Pyridine, 2,4,6-tris(1,1-dimethylethyl)-)
(RN-CAS Registry Number 20336-15-6)

CisHsN*

(CeH;);N ** 6.80-£0.05 PI 4028
(Benzenamine, N,N-diphenyl-)
(RN-CAS Registry Number 603-34-9)

CioHpsN*

C;HgNCH;, ** 7.80 (V) PE 3896
(Acridine, 9-phenyl-)
(RN-CAS Registry Number 602-56-2)

CyHyN*

C,sH,,=CHCH,CH,N(CH,), ** 8.26+0.07 CTS 4079
(1-Propanamine, 3-(10,11-dihydro-5H-dibenzola,d]cyclohepten-5-ylidene)-N, N-dimethyl-)
(RN-CAS Registry Number 50-48-6)
(ON-Other name: Amitryptyline)

CH,N;’B))
CH,N;(’B,)
CH,N{*A))
CH,N;A))

CH,N;(’B,)

CH,N, ** 10.3 PE 3727
(3H-Diazirine)
(RN-CAS Registry Number 157-22-2)

CH,N, > 12.8 PE 3727
(3H-Diazirine)
(RN-CAS Registry Number 157-22-2)

CH,N, = 14.15 PE 3727
(3H-Diazirine)
(RN-CAS Registry Number 157-22-2)

CH,N, > 16 PE 3727
(3H-Diazirine)
(RN-CAS Registry Number 157-22-2)

CH)N, b 17.5 (V) PE 3727
(3H-Diazirine)
(RN-CAS Registry Number 157-22-2)
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Ionization or

Ion Reactant Other appearance Method Ref.
products potentidl
(eV)

CH,N;(’B)) CH,N, *+ 21 PE 3727
(3H-Diazirine)
(RN-CAS Registry Number 157-22-2)

CH,NCA) CH;,N, ** 22.5(V) PE 3727
(3H-Diazirine)
(RN-CAS Registry Number 157-22-2)

CH,;N; CH;N=NCH,; CH, 9.2 EI 3632
(RN-CAS Registry Number 503-28-6)

C,HN; trans—-CH;N=NCH; ** ~8.20 PE 3649
(RN-CAS Registry Number 4143-41-3)

C,H,N;’B)) C3H¢N, ** 12.11 (V) PE 3505
(3H-Diazirine, 3,3-dimethyl-)
(RN-CAS Registry Number 5161-49-9)

C,HNCA) C;H(N, ** 13.31 (V) PE 3505
(3H-Diazirine, 3,3-dimethyl-)
(RN-CAS Registry Number 5161-49-9)

C,H N CH;NHNHCH, b 9.02 (V) PE 4085
(RN-CAS Registry Number 540-73-8)

C,H N7 CH;NHNHCH; ** 9.62 PE 3747
(RN-CAS Registry Number 540-73-8)

C,H,N; CH,(CN), > 12.88 PE 4067
(RN-CAS-Registry Number 109-77-3)

C,H,N; C;H,N, H 12.8 EI 3910
(1H-Imidazole)
(RN-CAS Registry Number 288-32-4)

C,H,NS C;H,;N, ** 8.78 (V) PE 4009
(1H-Imidazole)
(RN-CAS Registry Number 288-32-4)

C,H,N;+ C;H,N, ** 9.12 EI 3910
(1H-Imidazole)
(RN-CAS Registry Number 288-32-4)

C,H,N; C;H,N, ** 9.15 (V) PE 4009
(1H-Pyrazole)
(RN-CAS Registry Number 288-13-1)

C3H6N2+ (CH3)2C= N=N hd 7.88 PE 4047
(RN-CAS Registry Number 2684-60-8)

C,HN;(*B)) CH(N, * 9.76 (V) PE 3505
(3H-Diazirine, 3,3-dimethyl-)
(RN-CAS Registry Number 5161-49-9)

C;HyN; (CH;);NN=CH, ** 7.85 PE 3884
(RN-CAS Registry Number 2035-89-4)

C,HN; CH;NHN=CHCH, ** 7.67 PE 3884

(RN-CAS Registry Number 17167-73-6)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
C,H;N; CH,N,(CHy), ** 9.42 (V) PE 3888

(Diaziridine, 1,2-dimethyl-)
(RN-CAS Registry Number 6794-95-2)
C;H NS CH,N,(CH;), ** 9.90 (V) PE 3888
(Diaziridine, 3,3-dimethyl-)
(RN-CAS Registry Number 4901-76-2)

C.H.NS CH.N, ** 7.90 (V) PE 4085
(Pyrazolidine)
(RN-CAS Registry Number 504-70-1)

C,H,N; cis—-CH(CN)=CH(CN) ** 11.15 PE 3778
(RN-CAS Registry Number 928-53-0)

CH,N; trans-CH(CN)=CH(CN) *x 11.15 PE 3778
(RN-CAS Registry Number 764-42-1)

CHNS C,H,N, ** 9.28+0.01 S 3773
(Pyrazine)

(RN-CAS Registry Number 290-37-9)
(RS-Average of two Rydberg series limits)

CH,N; CH,N, *x 9.216 PE 3750
(Pyrazine)
(RN-CAS Registry Number 290-37-9)

CH,N; CH,N, ** 9.29 PE 3679
(Pyrazine)
(RN-CAS Registry Number 290-37-9)

CH,NCA,) CHN, ** 9.63 (V) PE 3513
(Pyrazine)
(RN-CAS Registry Number 290-37-9)

CHN’B,) CH,N, *x 10.18 (V) PE 3513
(Pyrazine)
(RN-CAS Registry Number 290-37-9)

CH,NB,) CH,N, = 11.35 (V) PE 3513
(Pyrazine)
(RN-CAS Registry Number 290-37-9)

CHN’B,,) C,H,N, ** 11.77 (V) PE 3513
(Pyrazine)
(RN-CAS Registry Number 290-37-9)

CHN; CH,N, ** 8.64 PE 3679
(Pyridazine)
(RN-CAS Registry Number 289-80-5)

C,H,N’B,) CH,N, *x 8.706-0.001 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)

CH,N B, CHN, = 9.31 (V) PE 3513
(Pyridazine)
(RN-CAS Registry Number 289-80-5)

CH,NA) CHN, = 10.483+0.001 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)

CHN;CA)) CH,N, = 10.61 (V) PE 3513
(Pyridazine)

(RN-CAS Registry Number 289-80-5)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
CH,N;’B) CH,N, ** ~10.9 (V) PE 3513
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CH,NX’A,,’B) CH,N, ** ~11.1 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CH,NCA) CH,N, b 11.31 (V) PE 3513
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CH,N’B) CH,N, ** 13.504=+0.003 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CH,NCA) CH,N, * ~13.8 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CH,N;(B,) C,H,N, * ~14.5 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CHNA) CH,N, - ~15.88 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CH,\N,(B,) CH,N, ** ~16.5 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CHNA) CH,N, ** ~17.0 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CH,N;(A,,’By) CH,N, ** 20.0 PE 3639
(Pyridazine)
(RN-CAS Registry Number 289-80-5)
CHNF CH,N, ** 9.23 PE 3679
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)
CH,N’B) CH,N, ** 9.32+0.01 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)
CHN,B) C,H,N, *e 9.73 (V) PE 3513
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)
CH,N’B) CH,N, ** 10.40=+0.01 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)
CH,N;B) CH,N, g 10.41 (V) PE 3513
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)
CH,N;CA,) CH,N, b 11.1 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)
CHNA) CH,N, . 11.23 (V) PE 3513
(Pyrimidine)

(RN-CAS Registry Number 289-95-2)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

CHNA) CH,\N, L 11.3 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CH,N;(CA,) CH,N, ** 11.39 (V) PE 3513
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CHN’B) CH,\N, ** 13.6 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CH,NA,’B) CH,N, * ~14 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CHNA) CH N, ** 15.3 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CH,N{’B)) C,H,N, - 16.6 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CHNA) CH\N, ** 17.2 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CH,N;(A,,’B) CH,N, A 20.0 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CH,NCA) C.H,N, ** 23.4 PE 3651
(Pyrimidine)
(RN-CAS Registry Number 289-95-2)

CH N CH;CH=NN=CHCH, ** 8.56 PE 4043
(RN-CAS Registry Number 592-56-3)

CHN; CH;CH=NN=CHCH, ** 9.11 (V) PE 4085
(RN-CAS Registry Number 592-56-3)

C,H;N; C,H,NC,H,N ** 8.65 (V) PE 4085
(1,1’-Biaziridine)
(RN-CAS Registry Number 4388-03-8)

C,H (N5 C,H;N=NC,H; ** 8.7+0.1 EI 4099
(RN-CAS Registry Number 821-14-7) .

CH,(N; CH;NHN=C(CH;), ** 7.69 PE 3884
(RN-CAS Registry Number 5771-02-8)

C,H, (N7 (CH;),NN=CHCH; ** 7.54 PE 3884
(RN-CAS Registry Number 7422-90-4)

CH, (N CHN,(CH;), *x 9.20 (V) PE 3888
(Diaziridine, 1,3,3-trimethyl-)
(RN-CAS Registry Number 40711-15-7)

CH,(N; CHN, b 8.72 (V) PE 4085
(Piperazine)
(RN-CAS Registry Number 110-85-0)
(ON-Other name: Piperidazine)

CH N} C,H,NHNHC,H; ** 8.88 (V) PE 4085

(RN-CAS Registry Number 1615-80-1)
101



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

CH,,NS (CH;),NN(CH;), ** 8.38 (V) PE 4085
(RN-CAS Registry Number 6415-12-9)

CH,,NS (CH,),NN(CHj;), ** 8.43 (V) PE 3889
(RN-CAS Registry Number 6415-12-9)

CsHN; CH,=N=N > 8.33(V) PE 4047
(1,3-Cyclopentadiene, 5-diazo-)
(RN-CAS Registry Number 1192-27-4)

CsH(NS CH,;C(CN),CH; ** 12.39 (V) PE 4067
(RN-CAS-Registry Number 7321-55-3)

CsHN; CsH,NNH, ** 8.85+0.05 EI 3891
(2-Pyridinamine)
(RN-CAS Registry Number 504-29-0)

CsH(NS Cs;NH,NH, ** 9.3 CTS 3730
(2-Pyridinamine)
(RN-CAS Registry Number 504-29-0)

CsHNS CsH,NNH, ** 9.03+0.05 EI 3891
(3-Pyridinamine)
(RN-CAS Registry Number 462-08-8)

CsHN; C,NH,NH, ** 9.0 CTS 3730
(3-Pyridinamine)
(RN-CAS Registry Number 462-08-8)

C;H(NS CsH,NNH, ** 9.27+0.05 EI 3891
(4-Pyridinamine)
(RN-CAS Registry Number 504-24-5)

CsH(NS CsNH,NH, ** 8.4 CTS 3730
(4-Pyridinamine)
(RN-CAS Registry Number 504-24-5)

CHgN; CsH;N, ** 8.451+0.04 PE 3828
(2,3-Diazabicyclo[2.2.1]hept-2-ene)
(RN-CAS Registry Number 2721-32-6)

CsH (NS C,H,N,CH, ** 8.78 (V) PE 3888
(1,5-Diazabicyclo[3.1.0hexane, 2-methyl-)
(RN-CAS Registry Number 6794-96-3)

CsH,,N;} (CH;),NN=C(CH3), ** 7.43 PE 3884
(RN-CAS Registry Number 13483-31-3)

CsH,,N;} CN,(CH,), > 8.94 (V) PE 3888
(Diaziridine, tetramethyl-)
(RN-CAS Registry Number 50695-43-7)

CH,NS CH,NCN ** 10.33+0.05 EI 3498
(2-Pyridinecarbonitrile)
(RN-CAS Registry Number 100-70-9)

CH,N; CsH,(NH,)NHCOCH;, CH;CO 13.93+0.02 EI 3631

(Acetamide, N-(2-aminophenyl)-)
(RN-CAS Registry Number 34801-09-7)
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Table of Ion Energetics Measurements—Continued

Ion

Ionization or

Reactant Other appearance
products potential

(eV)

Method

Ref.

CeH,NS

CsH,(NH,)NHCOCH; CH;CO 13.72+0.02
(Acetamide, N~(4-aminophenyl)-)
(RN-CAS Registry Number 122-80-5)

El

3631

CeHgNy
CeHgNy
CeH;N;
CeHN;
CeHNy
CeHN;
CeH Ny
CeHN;
CeHgN;
CeHgNy
CeH Ny

CeHN;

CsH(NH,), ** 7.16
(1,4-Benzenediamine)

(RN-CAS Registry Number 106-50-3)

C.H,N(CH,), .
(Pyrazine, 2,6~dimethyl-)

(RN-CAS Registry Number 108-50-9)

C;NH,;(CH;)NH, ** 9.1
(2~-Pyridinamine, 6-methyl-)

(RN-CAS Registry Number 1824-81-3)

CsH,NNHCH; ** 8.26+0.05
(2-Pyridinamine, N-methyl-)

(RN-CAS Registry Number 4597-87-9)

CsNH;(CH3;)NH, ** 9.3
(3-Pyridinamine, 4-methyl-)

(RN-CAS Registry Number 3430-27-1)

C;H,NNHCH; ** 8.53+0.05
(3-Pyridinamine, N-methyl-)

(RN-CAS Registry Number 18364-47-1)

C;H,NNHCH, ** 8.75+0.05
(4-Pyridinamine, N-methyl-)

(RN-CAS Registry Number 1121-58-0)

CsH,N(=NH)CH, ** 7.91+0.05
(2(1H-Pyridinimine, 1-methyl-)

(RN-CAS Registry Number 4088-63-5)

C;H,N(=NH)CH;, ** 7.85+0.05
(4(1H)-Pyridinimine, 1-methyl-)

(RN-CAS Registry Number 16562-40-6)

C;H,N(NH)CH, ** 7.45+0.1
(Pyridinium, 3-amino-1-methyl-, hydroxides, inner salt)
(RN-CAS Registry Number 38879-42-2)

CsH,(NH,)NHCOCH, CH,=C=0 10.49+0.02
(Acetamide, N-(2-aminophenyl)-)

(RN-CAS Registry Number 34801-09-7)

CsH,(NH,)NHCOCH, CH,=C=0 10.06+0.02
(Acetamide, N-(4-aminophenyl)-)

(RN-CAS Registry Number 122-80-5)

8.80

El

PE

CTS

EI

El

EI

EI

EI

EI

EI

El

4089

3860

3730

3891

3730

3891

3891

3891

3891

3891

3631

3631

CeH NS

CeH,oN, » o 7.79+0.04
(2,3-Diazabicyclof2.2.2]Joct-2—-ene)
(RN-CAS Registry Number 3310-62-1)

PE

3828

CeH NS

CeH NS

(CH,),C=NN=C(CH,), ** 7.97
(RN-CAS Registry Number 627-70-3)

CeH 2N, * 152 (V)
(1,4-Diazabicyclo[2.2.2]octane)
(RN-CAS Registry Number 280-57-9)
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Table of Ion Energetics Measurements—Continued

Ion

Ionization or
Reactant Other appearance
products potential
V)

Method

Ref.

CeH Ny

CeH),N;f

CeH;N, ** 7.90 (V)
(1H,5H-Pyrazolo[1,2-a]pyrazole, tetrahydro-)
(RN-CAS Registry Number 5397-67-1)
(ON-Other name: 1,5-Diazabicyclof3.3.0]octane)

CeH 2N, **
(1H,5H-Pyrazolo|1,2-a]pyrazole, tetrahydro-)
(RN-CAS Registry Number 5397-67-1)
(ON-Other name: 1,5-Diazabicyclo[3.3.0Joctane)

7.91 (V)

PE

PE

4085

3889

CeH NS

CH;3N,(CHy), ** 777 (V)
(Pyridazine, hexahydro-1,2-dimethyl-)
(RN-CAS Registry Number 26163-37-1)

PE

3887

CeH ;N3

(CH,;),CHNHNHCH(CH;), ** 8.34 (V)
(RN-CAS Registry Number 3711-34-0)

PE

4085

CH NS

C,HN, ** 9.0530.05 (V)
(3,4-Diazatricyclo[4.2.1.0>°lnona-3,7-diene)
(RN-CAS Registry Number 23979-29--5)

PE

CH Ny

C;H Ny

C;HoN, ** 8.90+0.05 (V)
(3,4-Diazatricyclo[4.2.1 .0%°Inon-3-ene)
(RN-CAS Registry Number 23979-30-8)

Cs;NH,N(CH;), * 7.7
(4-Pyridinamine, N,N,-dimethyl-)
(RN-CAS Registry Number 1122-58-3)

3730

CHpN

CH,,N;

C7H IZN;

CsHgN,(CH;), ** 174 (V)
(2,3-Diazabicyclo[2.2.1}hept-5-ene, 2,3-dimethyl-)
(RN-CAS Registry Number 14288-15-4)

C;H;;)N, ** 7.64+0.04
(6,7-Diazabicyclof3.2.2Jnon-6-ene)
(RN-CAS Registry Number 43195-77-3)

C;N,(CH,), ** 10.12 (V)
(4H-Pyrazole, 3,4,4,5-tetramethyl-)
(RN-CAS Registry Number 19078-32-1)

PE

PE

PE

3889

3828

4085

CH, NS

CsH;N,(CH,), ** 7.58 (V)
(2,3-Diazabicyclo[2.2.1]heptane, 2,3-dimethyl-)
(RN-CAS Registry Number 14287-89-9)

PE

3889

CH, 6Ny

C,H,;N,(CH,); ** 7.81 (V)
(Pyridazine, hexahydro-1,2,3-trimethyl-)
(RN-CAS Registry Number 38704-92-6)

PE

3887

CeHNy

CHN;

CzHgN, ** <8.8
(Cinnoline)
(RN-CAS Registry Number 253-66-7)

CHN, * 8.90 (V)
(Cinnoline)
(RN-CAS Registry Number 253-66-7)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

CH(N; CgHgN, ** 9.20 (V) PE 3722
(1,5-Naphthyridine)
(RN-CAS Registry Number 254-79-5)

CgHgNS CgHgN, ** 9.07 (V) PE 3722
(1,6-Naphthyridine)
(RN-CAS Registry Number 253-72-5)

CsH(N; C;H¢N, ** 8.99 (V) PE 3722
(1,7-Naphthyridine)
(RN-CAS Registry Number 253-69-0)

CsHNS CgH¢N, ** 9.20 (V) PE 3722
(1,8-Naphthyridine)
(RN-CAS Registry Number 254-60-4)

CgHNS CgH¢N, > 8.87 (V) PE 3722
(2,6-Naphthyridine)
(RN-CAS Registry Number 253-50-9)

CgHN; CgHgN, ** 8.98 (V) PE 3722
(2,7-Naphthyridine)
(RN-CAS Registry Number 253-45-2)

CgHNS CgHgN, ** 8.70 (V) PE 3722
(Phthalazine)
(RN-CAS Registry Number 253-52-1)

CzHNS CgHgN, ** 9.00 PE 3638
(Quinazoline)
(RN-CAS Registry Number 253-82-7)

CgHN; CgHgN, ** 9.08 (V) PE 3722
(Quinazoline)
(RN-CAS Registry Number 253-82-7)

CgHNS CgH¢N, > 9.00 (V) PE 3722
(Quinoxaline)
(RN-CAS Registry Number 91-19-0)

CHgN; CgHgN, i 9.01 PE 3638
(Quinoxaline)
(RN-CAS Registry Number 91-19-0)

CH,,NS C¢HN,(CH3), ** 7.59 (V) PE 3889
(2,3-Diazabicyclo[2.2.2]Joct-5-ene, 2,3-dimethyl-)
(RN-CAS Registry Number 14287-91-3)

CH NS CgH 4N, ** 7.38+0.04 PE 3828
(7,8-Diazabicylco[4.2.2]dec-7-ene)
(RN-CAS Registry Number 32634-64-3)

CgH NS CgH 4N, ** 7.59 (V) PE 3889
(Pyridazino[1,2-a]pyridazine, octahydro-)
(RN-CAS Registry Number 3661-15-2)

CgH NS CH¢N,(CH,), ** 7.82 (V) PE 3887
(Pyridazine, hexahydro-1,2,3,6-tetramethyl, cis-)
(RN-CAS Registry Number 26171-64-2)

CgH (N7 C,HN,(CHy), ** 7.78 (V) PE 3887

(Pyridazine, hexahydro-1,2,3,6-tetramethyl, trans-)
(RN-CAS Registry Number 38704-91-5)
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Table of Ion Energetics Measurements—Continued

Ion

Ionization or
Reactant Other appearance
products potential
eV)

Method

Ref.

CgHyoN;'

(C,H4),NN(C,Hs), ** 8.10 (V)
(RN-CAS Registry Number 4267-00-9)

PE

3889

CoHyoNy

C3HgNy(C;H), ** 7.89 (V)
(Pyrazolidine, 1,2-bis(1-methylethyl)-)
(RN-CAS Registry Number 38704-87-9)

PE

3889

CioHsN;'

CioHsNy

(CsH,N), b 8.35+0.02
(2,2'-Bipyridine)
(RN-CAS Registry Number 366-18-7)

(CsH,N), ' ** 9.10+0.02
(4,4'-Bipyridine)
(RN-CAS Registry Number 553-26-4)

PE

PE

3702

3702

CioHigNy

CioH; NS

CsH,(N(CH;),), ** 6.20+0.05
(1,4-Benzenediamine, NV,N,N',N'-tetramethyl-)
(RN-CAS Registry Number 100-22-1)

C¢Hy(N(CH3),), ** 6.7
(1,4-Benzenediamine, N,N,N',N'-tetramethyl-)
(RN-CAS Registry Number 100-22-1)

PI

3729

3543

CioHyoN;

CsH(NC;H(N ** 8.05 (V)
(1,1'-Bipiperidine)
(RN-CAS Registry Number 6130-94-5)

PE

4085

CyHgNy

CiiHgN, ** 6.80
(1H-Perimidine)
(RN-CAS Registry Number 204-02-4)

CTS

4035

CiaHyoN;

C¢H (NN(C¢H ) ** 7.84
(Cyclohexanone, cyclohexylidenehydrazone)
(RN-CAS Registry Number 4278-87-9)

PE

CsHi NS

(C¢H,NH,),CH, ** 7.75+0.05
(Benzenamine, 4,4'-methylenebis-)
(RN-CAS Registry Number 101-77-9)

EI

3806

CiHppNy

C3HyN,(CH;) ** 6.53
(1H-Cyclopenta[gh]perimidine, 6,7-dihydro-1-methyl-)
(RN-CAS Registry Number 18969-93-2)

(ON-Other name: 1-Methylaceperimidine)

CTS

4035

CiH N7

CH,(NH)CH,CH,C(H,NH,  ** 7.450.05
(Benzenamine, 4,4'-(1,2-ethanediyl)bis-)
(RN-CAS Registry Number 621-95-4)

EI

3806

CyH, Ny

(C¢H;N(CH3),),CH, ** 7.1
(Benzenamine, 4,4'-methylenebis(V,/N-dimethyl)-)
(RN-CAS Registry Number 101-61-1)

CTS

3543
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)
C,sH, N5 C¢H;C;H,(CN)C,H,N(CH3), b 6.90+0.10 EDD 3575

(Cyclopropanecarbonitrile, 2-(p-(dimethylamino)phenyl)-1-phenyl-)
(RN-CAS Registry Number 6114-58-5)

CoHy NS C¢H,(CH;)C;H;(CN)CHN(CH;)** 6.80+0.07 EDD 3575
(Cyclopropanecarbonitrile, 2-(p-(dimethylamino)phenyl)-1-p-tolyl-)
(RN-CAS Registry Number 32589-51-8)

CoH, N5 C,;H,N(CH,);N(CH,), ** 8.21+0.07 CTS 4079
(5H-Dibenz[b,flazepine-5-propanamine, 10,11-dihydro-N,N-dimethyl-)
(RN-CAS Registry Number 50-49-7)
(ON-Other name: Imizine)

CH;N;CA") CH;N; ** 9.81+0.02 PE 3670
(RN-CAS Registry Number 624-90-8)

C,H,;N7 C,H;N; ** 10.06 (V) PE 4009
(1H-1,2,3-Triazole)
(RN-CAS Registry Number 288-36-8)

C,H;N; C,H;N; *x 10.0 (V) PE 4009
(1H-1,2,4-Triazole)
(RN-CAS Registry Number 288-88-0)

C;H;N; C,H;N; *x 9.98 PE 3679
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C,H,N;CE’) C;H;N; ** 10.01+0.01 PE 3720
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C;H,N; C,;H;N, ** 10.1 PE 3637
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C,H,N{’E") C;H;N; ** 11.69+0.01 PE 3720
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C,H,;N;CA) C;H;N;, ** 13.26+0.01 PE 3720
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C,H,;N;CE) C;H;N; ** 14.56+0.01 PE 3720
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C;H;N{*A") C;H;N;, ** 15.0+0.01 PE 3720
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C,H,NCA") C;H;N;, ** 17.1£0.01 PE 3720
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C;H;N;(A) C;H;N, ** 18.05+0.01 PE 3720
(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)
C;H,N;CE) C;H;3;N; ** 21.0+0.01 PE 3720

(1,3,5-Triazine)
(RN-CAS Registry Number 290-87-9)

C,H,;N;} C,;H{N,(NH,)CH, ** 6.41 CTS 4035
(1H-Perimindin—-2-amine, 1-methyl-)
(RN-CAS Registry Number 20551-10-4)

CH,N; CH,N, bl 11.3 (V) PE 4009
(1H-Tetrazole)
(RN-CAS Registry Number 288-94-8)

C,H,N;} C,H,N, ** 9.14 PE 3679
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,N’B,) C,H,N, e 9.24 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,N’B)) C,H,N, ** 11.6 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,NCA) C,H,N, ** 12.1 (V) PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,N(A) C,H,;N, h 12.5 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

CH,NCA) C,H,N, e 13.2 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,N?B) C,H,N, s 15.51 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

CH,NCA) C,H,N, > 16.5 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,N;’B)) C,H,N, ** ~17.5(V) PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,N{’B,,’A)) C,H,N, ** 18.9 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,NCA) C,H,N, *+ 22.0 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)

C,H,N’B,) C,H,N, ** ~24 PE 3740
(1,2,4,5-Tetrazine)
(RN-CAS Registry Number 290-96-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

CHN; C,N,(CH,), ** 9.08 (V) PE 3679
(1,2,4,5-Tetrazine, 3,6-dimethyl-)
(RN-CAS Registry Number 1558-23-2)

CyoHy NS CoHaoNg ** 6.06 (V) PE 3512
(Imidazolidine, 2—(1,3-dimethyl-2-imidazolidinylidene)-1,3-dimethyl-)
(RN-CAS Registry Number 1911-01-9)

CioHN{ ((CH3);,N),C=C(N(CHy),), ** 5.95(V) PE 3512
(RN-CAS Registry Number 996-70-3)

C H ;NS C,;H;;N,NH, ** 9.1 CTS 3915
(9H-Purin-6-amine, 9-cyclohexyl-)
(RN-CAS Registry Number 4235-94-3)

Cy,H (N C3,H,gNg ** 7.36+0.10 EI 3829
(29H,31 H-Phthalocyanine)
(RN-CAS Registry Number 574-93-6)

CH,BN™* (CH,;NH,)(BH;) ** 9.66+0.01 PE 3699
(RN-CAS Registry Number 1722-33-4)

C,H;BN* (CH,),NBH, ** 9.51 PE 3584
(RN-CAS Registry Number 1838-13-7)

C,H,BN* ((CH,),NH)(BH,) ** 9.39+0.01 PE 3699
(RN-CAS Registry Number 74-94-2)

C;H;,BN* ((CH,);N)}(BH;) = 9.28+0.2 PE 3699
(RN-CAS Registry Number 75-22-9)

C,H,BN* (CH,),NB(CH,), ** 8.92 PE 3584
(RN-CAS Registry Number 1113-30-0)

CH,, BNt C¢H,,BN ** 8.06 PE 3584
(1H,5H-{1,2]Azaborolo[1,2-a][1,2]Jazaborole, tetrahydro-)
(RN-CAS Registry Number 16153-13-2)

C,H ;BN ((CH;),N),BH ** 7.76 PE 3584
(RN-CAS Registry Number 2386-98-3)

CsH,sBN; ((CH;),N),B(CH;) > 7.63 PE 3584
(RN-CAS Registry Number 6914-63-2)

C;H,,B;N; C;H,;B;3N; > 8.99 (V) PE 3944
(Borazine, 1,3,5-trimethyl-)
(RN-CAS Registry Number 1004-35-9)

C,H,,B;N;CE") C;H,,B;N; ** 9.28+0.02 PE 3506

(Borazine, 1,3,5-trimethyl-)
(RN-CAS Registry Number 1004-35-9)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
C,H,,B;N; C;H,B;N; ** 9.50 (V) PE 3944

(Borazine, 2,4,6-trimethyl-)
(RN-CAS Registry Number 5314-85-2)
C;H,,B;N;CE") C;H;B;N;, ** 9.64+0.03 PE 3506
(Borazine, 2,4,6-trimethyl-)
(RN-CAS Registry Number 5314-85-2)

C¢H,,BN7} C¢H,,BN, ** 7.90 PE 3584
([1,3,2]Diazaborino[1,2-a][ 1,3,2]diazaborine, octahydro-)
(RN-CAS Registry Number 1730-15-0)

C¢H,;BN; B(N(CH,),); ** 7.60 (V) PE 3704
(RN-CAS Registry Number 4375-83-1)

Cg¢H,;B;N; C¢H B3N, ** 8.53 (V) PE 3944
(Borazine, hexamethyl-)
(RN-CAS Registry Number 877-07-6)

CH, BNy ((CH;),N),BB(N(CH5),), ** 7.3(V) PE 3512
(RN-CAS Registry Number 1630-79-1)

CgH,,B,N; ((CH;),N),BB(N(CHy),), ** 7.58 PE 3584
(RN-CAS Registry Number 1630-79-1)

o*(p) (o} > 18.63 PE 3701
(RN-CAS Registry Number 17778-80-2)

ot H,O H, 19.0 DC 3967
(RN-CAS Registry Number 7732-18-5)

o* H,O 2H 26.8 DC 3967
(RN-CAS Registry Number 7732-18-5)

o* NO N 20.11+0.3 EI 3945
(RN-CAS Registry Number 10102-43-9)

o* HOF HF 14.34 P1 3932

(RN-CAS Registry Number 14034-79-8)
(TV-Threshold value approximately corrected to 0°K)

o+? o*(P) ** 30 SEQ 3489
(RN-CAS Registry Number 14581-93-2)

o+? 0*(’D) ** 32 SEQ 3489
(RN-CAS Registry Number 14581-93-2)

o+}('D) ot ** 38 SEQ 3489
(RN-CAS Registry Number 14581-93-2)

0*’s) ot bl 42 SEQ 3489
(RN-CAS Registry Number 14581-93-2)

o+’ co c('D) 61 SEQ 3489
(RN-CAS Registry Number 630-08-0)

o*? co+ c('D) 47 SEQ 3489

(RN-CAS Registry Number 12144-04-6)

o+? o*Y('s) * 49.3 SEQ 3489
(RN-CAS Registry Number 14127-63-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
o+’ o+}('D) *% 52.6 SEQ 3489
(RN-CAS Registry Number 14127-63-0)
ot o3 * > 160 SEQ 3489
(RN-CAS Registry Number 14127-66-3)
oxxm,,) 02(alAg) ** 11.108£0.002 S 3878
(RN-CAS Registry Number 7782-44-7)
ON(XITy) 0, ** 12.07+0.01 PI 4020
(RN-CAS Registry Number 7782-44-7)
OXXML, ) 0, ** 12.077 PE 3834
(RN-CAS Registry Number 7782-44-7)
OXX’1L,y) 0, ** 12.08 PE 4073
(RN-CAS-Registry Number 7782-44-7)
ONX, ) 0, ** 12.102 PE 3834
(RN-CAS Registry Number 7782-44-T7)
OXa‘*mu) 0, ** 16.105 PE 3664
(RN-CAS Registry Number 7782-44-7)
oXGIN) 0,('Ap = ~16.5 PE 3698
(RN-CAS Registry Number 7782-44-7)
o*®,D 0,('Ap) *x ~17.45 PE 3534
(RN-CAS Registry Number 7782-44-7)
oi’e) 0,('Ap) *x 17.5 PE 3698
(RN-CAS Registry Number 7782-44-7)
(03 . W) 0,('a) ** 18.81 PE 3534
(RN-CAS Registry Number 7782-44-7)
011, 0, *x 22.84+0.1 PE 3975
(RN-CAS Registry Number 7782-44-7)
ofc*z) 0, ** 24.6 PE 3975
(RN-CAS Registry Number 7782-44-7)
o (0% o 38.410.2 PE 3975
(RN-CAS Registry Number 7782-44-7)
OHt OH ** 13.5+1.0 EIl 4054
(RN-CAS-Registry Number 3352-57-6)
(RD-Radical)
OH* OH ** 12.88 D 3932
(RN-CAS Registry Number 3352-57-6)
(RD-Radical)
OH* H,0 H 18.2 DC 3967
(RN-CAS Registry Number 7732-18-5)
OH* HOF F 15.07 PI 3932
(RN-CAS Registry Number 14034-79-8)
(TV-Threshold value approximately corrected to 0°K)
H,0* H,0 ** 12.619+0.006 S 3983
(RN-CAS Registry Number 7732-18-5)
H,0"(B)) H,0 - 12.619 PE 3941
(RN-CAS Registry Number 7732-18-5)
H,0"('B) H,0 *s 12.62 PE 3719

(RN-CAS Registry Number 7732-18-5)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
H,0*(By) H,0 A 12.624 PE 3530
(RN-CAS Registry Number 7732-18-5)
(Center of rotational envelope)
H,0*CA) H,0 A 13.78 PE 3719
(RN-CAS Registry Number 7732-18-5)
H,0*CA)) H,0 ** 13.930+0.010 PE 3530
(RN-CAS Registry Number 7732-18-5)
(Origin of rotational envelope)
H,0%CA)) H,0 ** 14.8 PE 3941
(RN-CAS Registry Number 7732-18-5)
H,0"(’B,) H,O b 17.02 PE 3719
(RN-CAS Registry Number 7732-18-5)
H,0*(B,) H,0 > 17.390 PE 3530
(RN-CAS Registry Number 7732-18-5)
H,0"(’B,) H,0 hid 18.54 PE 3941
(RN-CAS Registry Number 7732-18-5)
H,0*(CA) H,0 > 322 (V) PE 3719
(RN-CAS Registry Number 7732-18-5)
H,0* H,0 > 12.7 DC 3967
(RN-CAS Registry Number 7732-18-5)
D,0* D,0 b 12.636+0.006 S 3983
(RN-CAS Registry Number 7789-20-0)
D,0*(B)) D,0 hid 12.633 PE 3530
(RN-CAS Registry Number 7789-20-0)
(Center of rotational envelope)
D,0*(A) D,O ** 13.930+0.010 PE 3530
(RN-CAS Registry Number 7789-20-0)
(Origin of rotational envelope)
H,0* C,H;OH C,H,+H 14.30+£0.02 RPD 3487
(RN-CAS Registry Number 64-17-5)
(MT-Metastable transition(s) observed)
(TR-Other product(s) thermochemically reasonable)
LiO* LiO ** 8.45+0.20 EI 3909
(RN-CAS Registry Number 12142-77-7)
Li,O" Li,O b 6.19+0.20 EI 3909
(RN-CAS Registry Number 12057-24-8)
BO* BO hid 13.0+0.5 El 3473
(RN-CAS Registry Number 13840-87-4)
BO; BO, b 14.0+1.0 EI 4054
(RN-CAS-Registry Number 13840-88-5)
BHO; BHO, * 13.5*+1.0 El 4054
(RN-CAS-Registry Number 13460-50-9)
Co*(X’zt) Cco bk 14.014 S 3760

(RN-CAS Registry Number 630-08-0)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ton Reactant Other appearance Method Ref.
products potential
V)

CO*(AM1,,) CcO hid 16.550 S 3760
(RN-CAS Registry Number 630-08-0)

Cco*(B=h) Cco > 19.672 S 3760
(RN-CAS Registry Number 630-08-0)

(RS-Average of two Rydberg series limits)

cotx’zh) co *x 14.01 PE 4073
(RN-CAS-Registry Number 630-08-0)

CO*(’3,) co *» 14.01 (V) PE 4022
(RN-CAS Registry Number 630-08-0)

CO*(AY) CcO s 16.55 PE 4073
(RN-CAS-Registry Number 630-08-0)

co*(m) CO > 16.91 (V) PE 4022
(RN-CAS Registry Number 630-08-0)

CO*(B’E,}) CO hd 19.69 (V) PE 3714
(RN-CAS Registry Number 630-08-0)

co+(2229 CO hid 19.72 (V) PE 4022
(RN-CAS Registry Number 630-08-0)

corc=h) CO > 39.0 PE 3975
(RN-CAS Registry Number 630-08-0)

cot CO, 0oCs) 29.0 PI 4095
(RN-CAS Registry Number 124-38-9)

cot COS S? 15.6 EI 3779
(RN-CAS Registry Number 463-58-1)

COAX’IN, ) Co, = 13.7730.002 PI 3925
(RN-CAS Registry Number 124-38-9)

CONXI13/5,) Cco, ** 13.776+0.008 PI 4069
(RN-CAS-Registry Number 124-38-9)

CoXX’M,) Cco, ** 13.78 PE 4073
(RN-CAS-Registry Number 124-38-9)

CO{(le'l&) CO, ** 13.8040.01 PE 3965
(RN-CAS Registry Number 124-38-9)

CO{(AZH,,) CO, ** 17.34+0.01 PE 3965
(RN-CAS Registry Number 124-38-9)

COXBZ) Co, . 18.08+0.01 PE 3965
(RN-CAS Registry Number 124-38-9)

COXC’E;) CO, * 19.39+0.01 PE 3965
(RN-CAS Registry Number 124-38-9)

CON’z) Cco, ** 37 PE 4095
(RN-CAS Registry Number 124-38-9)

CO,Y’SS) CO, > 38.4 PE 4095
(RN-CAS Registry Number 124-38-9)

cozD Co, = 38.4 (V) PE 3975
(RN-CAS Registry Number 124-38-9)

coE, CO, ** 40.0 (V) PE 3975
(RN-CAS Registry Number 124-38-9)

C;05¢11,) C,0, *e 10.605 PE 3728
(RN-CAS Registry Number 504-64-3)

C,Oztzl'lg) C,;0, his 14.502 PE 3728

(RN-CAS Registry Number 504-64-3)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

C,04’3) C,0, - 15.751 PE 3728
(RN-CAS Registry Number 504-64-3)

C,0,(2y) C0, ** 16.978 PE 3728
(RN-CAS Registry Number 504-64-3)

C,05(1L) C,0, » 17.258 PE 3728
(RN-CAS Registry Number 504-64-3)

CHO* HCHO H 11.89+0.03 PI 3554
(RN-CAS Registry Number 50-00-0)

CHO™" CH,0H H,+H 13.06+0.10 PI 3554
(RN-CAS Registry Number 67-56-1)

(TR-Other product(s) thermochemically reasonable)

CHO* (CH,),0 13.96+0.2 EI 4071
(RN-CAS-Registry Number 115-10-6)

CHO* CH,0CD;, 13.97+0.2 El 4071
(RN-CAS-Registry Number 13725-27-4)

CHO* C,H;0CD;, 13.13£0.2 EI 4071
(RN-CAS-Registry Number 16995-14-5)

CDO" CH;0CD;, 13.87+0.2 EI 4071
(RN-CAS-Registry Number 13725-27-4)

CDO* C,H;OCD; 13.57+0.2 EI 4071
(RN-CAS-Registry Number 16995-14-5)

CH,0% HCHO ** 10.880.02 PI 3554
(RN-CAS Registry Number 50-00-0)

CH,0* HCHO ** 10.90+0.03 PI 3765
(RN-CAS Registry Number 50-00-0)

CH,0™" CH,0H H, 12.05+0.12 PI 3554
(RN-CAS Registry Number 67-56-1)

(TR-Other product(s) thermochemically reasonable)

CH,0* CH,;OH H 11.55+£0.03 PI 3554
(RN-CAS Registry Number 67-56-1)

CH,0" (CH,),0 CH, 12.42+0.1 EI 4071
(RN-CAS-Registry Number 115-10-6)

CH,O" C,H;OCH, 12.86+0.1 El 4071
(RN-CAS-Registry Number 540-67-0)

CH,0* n-C,H,OH C,H; 11.16+0.03 EDD 3626
(RN-CAS Registry Number 71-23-8)

CHD,O% C,H;0CD;, 12.86+0.05 El 4071
(RN-CAS-Registry Number 16995-14-5)

CH,0* CH,OH ** 10.83+0.03 PI 3554
(RN-CAS Registry Number 67-56-1)

CH,0"(A") CH,;OH ** 10.94 (V) PE 4068
(RN-CAS-Registry Number 67-56-1)

CH,0* CH,0H ** 10.95 PE 4087
(RN-CAS Registry Number 67-56-1)

CH,O*(A") CH,0H ** 10.95 (V) PE 4032

(RN-CAS Registry Number 67-56-1)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(eV)

CH,0*(A") CH,;0H *x 10.96 (V) PE 3941
(RN-CAS Registry Number 67-56-1)

CH,07(A") CH,OH ** 12.62 (V) PE 3941
(RN-CAS Registry Number 67-56-1)

CH,0%(A") CH,0H ** 12.66 (V) PE 4032
(RN-CAS Registry Number 67-56-1)

CH,0*(A) CH,0OH ** 12.68 (V) PE 4068
(RN-CAS-Registry Number 67-56-1)

CH,0"(*A") CH,0H ** 15.09 (V) PE 4032
(RN-CAS Registry Number 67-56-1)

CH,0*(AY) CH,;0H ** 15.19 (V) PE 4068
(RN-CAS-Registry Number 67-56-1)

CH,07(A") CH,0OH ** 15.21 (V) PE 3941
(RN-CAS Registry Number 67-56-1)

CH,0*(*A") CH,;0H ** 15.64 (V) PE 3941
(RN-CAS Registry Number 67-56-1)

CH,0*"(*A") CH,;0H ** 15.66 (V) PE 4068
(RN-CAS-Registry Number 67-56-1}

CH,07(*A") CH,0H ** 15.69 (V) PE 4032
(RN-CAS Registry Number 67-56-1)

CH,0*(A") CH,;0H ** 17.50 (V) PE 4068
(RN-CAS-Registry Number 67-56-1)

CH,0%(A") CH,0H ** 17.53 (V) PE 4032
(RN-CAS Registry Number 67-56-1)

CH,0"(*A") CH,0H *x 17.62 (V) PE 3941
(RN-CAS Registry Number 67-56-1)

CH,07(A") CH,;0H ** 22.65 (V) PE 3941
(RN-CAS Registry Number 67-56-1)

C,H,0% C,H,O C,H, 10.53+0.15 EDD 3794
(Cyclobutanone)
(RN-CAS Registry Number 1191-95-3)

(TR-Other product(s) thermochemically reasonable)

C,H,0* (CH,),CO CH; 10.28+0.05 EDD 3626
(RN-CAS Registry Number 67-64-1)

C,H,0" (CH;),CO CH; 11.3 EI 3550
(RN-CAS Registry Number 67-64-1)

C,H,0% C¢H;O0CCH; cyclo-C¢H;O 12.78+0.2 EI 3484
(Acetic acid, phenyl ester)
(RN-CAS Registry Number 122-79-2)

C,H;,0" CH,O0CCH, cyclo-C¢HO 12.83+0.03 El 3483
(Acetic acid, phenyl ester)
(RN-CAS Registry Number 122-79-2)

C,H,0" C¢H,(CH;)O0CCH; CsH,(CH;)O 13.83+0.2 EI 3484
(Acetic acid, 3-methylpheny! ester)
(RN-CAS Registry Number 122-46-3)

C,H,0t CH,(CH;)O0CCH, 13.97+0.2 El 3484

(Acetic acid, 4-methylphenyl ester)
(RN-CAS Registry Number 140-39-6)

(OP-the other product(s) is(are): cyclo-CsH(CH,;)O)
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Table of Ion Energetics Measurements—Continued

Ion Reactant Other
products

Ionization or
appearance
potential
V)

Method

Ref.

C,H,0* C¢HsCH,CH,0COCH,

(Acetic acid, 2-phenylethyl ester)

(RN-CAS Registry Number 103-45-7)
C,H,0* C¢H,(CH;)CH,CH,0COCH,

(Phenethyl alcohol, m-methyl-, acetate)

(RN-CAS Registry Number 33709-40-9)
C,H,0* C¢H,(CH;)CH,CH,0COCH,

(Phenethyl alcohol, p-methyl-, acetate)

(RN-CAS Registry Number 22532-47-4)
C,H,0" C¢H,(OCH;)O0OCCH, C¢H,(OCH;)O

(Phenol, 3-methoxy-, acetate)

(RN-CAS Registry Number 5451-83-2)
C,H,0* C¢H,(OCH;)O0OCCH, C¢H,(OCH;)O

(Phenol, 4-methoxy-, acetate)

(RN-CAS Registry Number 1200-06-2)
C,H,0" C¢H,(OCH,;)CH,CH,0COCH;,

(Phenethyl alcohol, m-methoxy-, acetate)

(RN-CAS Registry Number 33709-39-6)
C,H,0" C¢H,(OCH,;)CH,CH,0COCH,

(Phenethyl alcohol, p-methoxy-, acetate)

(RN-CAS Registry Number 22532-51-0)
C,H,0" C¢H,(COOH)OOCCH; C:H(COOH)O

(Benzoic acid, 4-(acetyloxy)-)

(RN-CAS Registry Number 2345-34-8)
C,H,0" C;H;NCOCH;

(Pyridine, 1-acetyl-1,2,3,4-tetrahydro-)

(RN-CAS Registry Number 19615-27-1)
C,H;0% C;H,,NCOCH;,

(Piperidine, 1-acetyl-)

(RN-CAS Registry Number 618-42-8)
C,H;0% CH;NHCOCH,

- (Acetamide, N-phenyl-)

(RN-CAS Registry Number 103-84—4)
C,H;0% C¢H,(NH,)CH,CH,0COCH,

(Benzeneethanol, 4-amino-, acetate(ester))

(RN-CAS Registry Number 33709-38-5)
C,H,0" CsH,(NO,)OOCCH,

(Acetic acid, 3-nitrophenyl ester)

(RN-CAS Registry Number 1523-06-4)

(OP-the other product(s) is(are): cyclo-C¢H,(NO,)O)

C,H,0" C¢Hy(NO,)OOCCH;

(Acetic acid, 4-nitrophenyl ester)

(RN-CAS Registry Number 830-03--5)

(OP-the other product(s) is(are): cyclo-CgH,(NO,)O)

C,H,0% C.H,FOOCCH, ¢yclo-CH,FO

(Phenol, 2-fluoro-, acetate)

(RN-CAS Registry Number 29650-44-0)
C,H,0" CH,FOOCCH, ¢yclo-CH,FO

(Phenol, 4-fluoro-, acetate)

(RN-CAS Registry Number 405-51-6)
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Table of Ion Energetics Measurements—Continued

Ion

Ionization or
Reactant Other appearance
products potential
V)

Method

Ref.

CH,0*

CH,0"

CH,0*

CH,0*

CH,0*

CH,0*

CH,0*

CH,0*

CH,F,00CCH, 12.00+0.03
(Phenol, 2,4-difluoro-, acetate)
(RN-CAS Registry Number 36914-77-9)

C¢H,F,00CCH, 12.24+0.03
(Phenol, 2,6-difluoro-, acetate)
(RN-CAS Registry Number 36914-78-0)

CH,;COCF, 11.45
(RN-CAS Registry Number 421-50-1)

C¢H,FNHCOCH, 13.59+0.03
(Acetamide, N-(2-fluorophenyl)-)
(RN-CAS Registry Number 399-31-5)

C¢H,FNHCOCH; 13.42+0.03
(Acetamide, N—(4-fluorophenyl)-)
(RN-CAS Registry Number 351-83-7)

CH,F,NHCOCH; 13.18+0.03
(Acetamide, N—(2,4—difluorophenyl)-)
(RN-CAS Registry Number 399-36-0)

C¢H,F,NHCOCH, 13.80+0.03
(Acetamide, N—(2,6—difluorophenyl)-)
(RN-CAS Registry Number 3869-29-5)

C¢H,CIOOCCH; 12.55+0.03
(Acetic acid, 2—chlorophenyl ester)
(RN-CAS Registry Number 4525-75-1)

(OP-the other product(s) is(are): cyclo-C,H,ClO)

GH,0*

C4H,CIOOCCH, 12.36+0.2
(Acetic acid, 3—chlorophenyl ester)
(RN-CAS Registry Number 13031-39-5)

(OP-the other product(s) is(are): cyclo-C¢H(C1)O)

CH,0*

CsH,CIOOCCH, 12.39+0.03
(Acetic acid, 4-chlorophenyl ester)
(RN-CAS Registry Number 876-27-7)

(OP-the other product(s) is(are): cyclo-C,H,ClO)

CH,0*

C.H,CIOOCCH, 12.73+0.2
(Acetic acid, 4-chlorophenyl ester)
(RN-CAS Registry Number 876-27-7)

(OP-the other product(s) is(are): cyclo-CH,(C1)O)

CH,0"

GH,0*

GH,0*

GH,0"

CH,0"

CH,CICH,CH,0COCH, 11.60
(Phenethyl alcohol, m~-chloro-, acetate)
(RN-CAS Registry Number 33709-41-0)

C¢H,;C1,O0CCH, 12.11£0.03
(Phenol, 2,4-dichloro-, acetate)
(RN-CAS Registry Number 6341-97-5)

C¢H;C1,O0CCH, 12.09+0.03
(Phenol, 2,6-dichloro-, acetate)
(RN-CAS Registry Number 28165-71-1)

CsH,CINHCOCH; 13.91+0.03
(Acetamide, N-(2—chlorophenyl)-)
(RN-CAS Registry Number 533-17-5)

CH,CINHCOCH, 13.00+0.03
(Acetamide, N-(4—chlorophenyl)-)
(RN-CAS Registry Number 539-03-7)
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El
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EI

El
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3480

3550

3483

3483

3480
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3590
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3483

3483



Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
C,H;0% C¢H;Cl,NHCOCH, 13.08+0.03 EI 3480

(Acetamide, N-(2,4-dichlorophenyl)-)
(RN-CAS Registry Number 6975-29-7)
C,H,0* C¢H,CLLNHCOCH;, 13.40+0.03 El 3480
(Acetamide, N-(2,6-dichlorophenyl)-)
(RN-CAS Registry Number 17700-54-8)
C,H,0" C¢H,BrCOOCH; 12.24+0.03 EI 3483
(Phenol, 2-bromo-, acetate)
(RN-CAS Registry Number 1829-37-4)
(OP-the other product(s) is(are): cyclo-CsH,BrO)
C,H,0* C¢H,BrOOCCH;, 12.36+0.2 El 3484
(Phenol, 3-bromo-, acetate)
(RN-CAS Registry Number 35065-86-2)
(OP-the other product(s) is(are): cyclo-C¢H4(Br)O)
C,H,0* C¢H,BrOOCCH;, 12.87+0.2 EI 3484
(Phenol, 4-bromo-, acetate)
(RN-CAS Registry Number 1927-95-3)
(OP-the other product(s) is(are): cyclo-CsH4(Br)O)
C,H,0* C¢H,BrOOCCH; 13.060.03 El 3483
(Phenol, 4-bromo-, acetate)
(RN-CAS Registry Number 1927-95-3)
(OP-the other product(s) is(are): cyclo-C¢H,BrO)
C,H,0* C¢H;Br,00CCH;, 12.01+0.03 EI 3480
(Phenol, 2,4-dibromo-, acetate)
(RN-CAS Registry Number 36914-79-1)
C,H,0* C¢H;Br,O0CCH; 12.360.03 EI 3480
(Phenol, 2,6-dibromo-, acetate)
(RN-CAS Registry Number 28165-72-2)
C,H,0" CH,BrNHCOCH; 14.68+0.03 EI 3483
(Acetamide, N-(2-bromophenyl)-)
(RN-CAS Registry Number 614-76-6)
C,H;0" C¢H,BrNHCOCH,; 13.96+0.03 EI 3483
(Acetamide, N-(4-bromophenyl)-)
(RN-CAS Registry Number 103-88-8)
C,H,0" C¢H,;Br,NHCOCH; 13.10+0.03 EI 3480
(Acetamide, N—(2,4-dibromophenyl)-)
(RN-CAS Registry Number 23373-04-8)
C,H,0" C¢H;Br,NHCOCH, 13.21+0.03 EI 3480
(Acetamide, N-(2,6-dibromophenyl)-)
(RN-CAS Registry Number 33098-80-5)
C,H,0% CH,JOOCCH; cyclo-C¢H, 10 12.47+0.03 EI 3483
(Phenol, 2-iodo-, acetate)
(RN-CAS Registry Number 32865-61-5)
C,H;0* C¢H,IJOOCCH, cyclo-CH,IO 12.74+0.03 EI 3483
(Phenol, 4-iodo-, acetate)
(RN-CAS Registry Number 33527-94-5)
C,H,0" C¢H,I,00CCH, 12.15+0.03 EI 3480
(Phenol, 2,4-diiodo-, acetate)
(RN-CAS Registry Number 36914-80-4)
C,H,0* C¢H,;1,00CCH; 12.02+0.03 EI 3480
(Phenol, 2,6-diiodo-, acetate)
(RN-CAS Registry Number 28165-73-3)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)

C,H;0" C¢H,INHCOCH, 13.560.03 EI 3483
(Acetamide, N-(2-iodophenyl)-)
(RN-CAS Registry Number 19591-17-4)

C,H;0" C¢H,INHCOCH;, 13.16+0.03 EI 3483
(Acetamide, N-(4-iodophenyl)-)
(RN-CAS Registry Number 622-50-4)

C,H,0* CH;CHO ** 10.20+£0.03 PI 3765
(RN-CAS Registry Number 75-07-0)

C,H,0* (CH,),0 H 11.55£0.15 EI 4071
(RN-CAS-Registry Number 115-10-6)

C,H,0* C,H;OCH, CH; 10.91+£0.1 EI 4071
(RN-CAS-Registry Number 540-67-0)

C,H;D.0" CH,0CD; D 11.53+0.1 EI 4071
(RN-CAS-Registry Number 13725-27-4)

C,H,D,0* CH,;0CD;, H 11.15+0.1 EI 4071
(RN-CAS-Registry Number 13725-27-4)

C,H,D,0* C,H;0CD;, CH, 11.01+0.1 EI 4071
(RN-CAS-Registry Number 16995-14-5)

C,HO* C,H,OH = 10.62 (V) PE 3941
(RN-CAS Registry Number 64-17-5)

C,H,O* C,H;OH ** 10.64 (V) PE 4068
(RN-CAS-Registry Number 64-17-5)

CHO0*(’B) (CH,),O =* 10.04 (V) PE 3656
(RN-CAS Registry Number 115-10-6)

C,HO* (CH,),0 > 10.04 (V) PE 3844
(RN-CAS Registry Number 115-10-6)

C,H Ot (CH,),0 ** 10.12+0.2 EI 4071
(RN-CAS-Registry Number 115-10-6)

C,H,D,0% CH,0CD;, ** 10.00+0.1 EI 4071
(RN-CAS-Registry Number 13725-27-4)

C,H,O" CH,=CHCHO b 10.13 PE 3864
(RN-CAS Registry Number 107-02-8)

CH,0* CH,=CHCHO ** 11.07 (V) PE 3972
(RN-CAS Registry Number 107-02-8)

C;HO" (CH,),CO ** 9.71+0.03 PI 3765
(RN-CAS Registry Number 67-64-1)

C,HO™* (CH,),CO * 9.72 PE 3649
(RN-CAS Registry Number 67-64-1)

C,HO" (CH;),CO ** 9.75+0.025 PE 3626
(RN-CAS Registry Number 67-64-1)

C;H,O" (CH;),CO b 9.74 EDD 3485
(RN-CAS Registry Number 67-64-1)

C,;H, O™ CH,=CHCH,0H * 9.63 PE 3864

(RN-CAS Registry Number 107-18-6)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)

C,H,O" CH,=CHCH,OH > 10.22 (V) PE 3863
(RN-CAS Registry Number 107-18-6)

C,H, 0" CH,=CHOCH; ** 8.95 PE 3863
(RN-CAS Registry Number 107-25-5)

C;H,O* C;H,O b 9.63 PE 3980
(Oxetane)
(RN-CAS Registry Number 503-30-0)

C, DO (CD5),CO ** 9.68 PE 3649
(RN-CAS Registry Number 666-52-4)

C;H,0* C,H;OCH, H 10.32+0.1 EI 4071
(RN-CAS-Registry Number 540-67-0)

C;H,0% n-C;H,OH H 10.48+0.03 EDD 3626
(RN-CAS Registry Number 71-23-8)

C;H,0* n-C;H,OH H 10.2 EI 3916
(RN-CAS Registry Number 71-23-8)

C,;H,D,0* C,H;0CD, H 10.22+0.1 EI 4071
(RN-CAS-Registry Number 16995-14-5)

C,H,0" C,H;0CH;, ** 9.62+0.1 EI 4071
(RN-CAS-Registry Number 540-67-0)

C,H,0* n-C;H,OH ** 10.15+0.025 PE 3626
(RN-CAS Registry Number 71-23-8)

C,H;0" n-C;H,OH ** 10.49 (V) PE 4068
(RN-CAS-Registry Number 71-23-8)

C,H,0* n-C;H,OH hid 10.51 (V) PE 3941
(RN-CAS Registry Number 71-23-8)

C,;H,0" n-C;H,OH ** 10.16-0.03 EDD 3626
(RN-CAS Registry Number 71-23-8)

C,H,0" n-C;H,OH i 10.0 EI - 3916
(RN-CAS Registry Number 71-23-8)

C,H,0" iso-C;H,OH b 10.36 (V) PE 4068
(RN-CAS-Registry Number 67-63-0)

C,;H,0" iso-C;H,OH ** 10.42 (V) PE 3941
(RN-CAS Registry Number 67-63-0)

C,H;D,0" C,H,0CD; ** 9.64+0.1 EI 4071
(RN-CAS-Registry Number 16995-14-5)

cHO* CH,.O b 8.91+0.01 P 4058
(Furan)
(RN-CAS-Registry Number 110-00-9)

CH,O" CH,O > 8.99+0.05 El 3482
(Furan)
(RN-CAS Registry Number 110-00-9)

CH0* C;H;NCOCH=CHCH, 13.0 EI 4046

(Pyridine, 1,2,3,4-tetrahydro-1-(1-oxo-2-butenyl)-, (E))
(RN-CAS Registry Number 50838-23-8)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

C,H,0* C;H,;;NCOCH=CHCH; * 14.6 EI 4046
(Piperidine, 1-(1-o0x0-2-butenyl)-, (E))
(RN-CAS Registry Number 50838-22-7)

CHO* CH,=CHCOCH, ** 10.60 (V) PE 3972
(RN-CAS Registry Number 78-94-4)

CHoO" CH,CH=CHCHO ** 10.28 (V) PE 3972
(RN-CAS Registry Number 4170-30-3)

CH,O* C,H,O ** 9.61+002 (V) PE 3517
(Cyclobutanone)
(RN-CAS Registry Number 1191-95-3)

CH,O* C,H, O ** 9.58+0.1 EDD 3794
(Cyclobutanone)
(RN-CAS Registry Number 1191-95-3)

CH,O" CH, O ** 9.14+0.02 (V) PE 3843
(Furan, 2,5-dihydro-)
(RN-CAS Registry Number 1708-29-8)

CH, 0" C,H;COCH, = 9.54+0.03 PI 3765
(RN-CAS Registry Number 78-93-3)

CH,0* C,H;,O A 9.41 S 3749
(Furan, tetrahydro-)
(RN-CAS Registry Number 109-99-9)

(RS-Average of four Rydberg series limits)

CH;0* C,H,O ** 9.57+0.02 (V) PE 3843
(Furan, tetrahydro-)
(RN-CAS Registry Number 109-99-9)

CH,,0" n-C,H,OH ** 10.37 (V) PE 4068
(RN-CAS-Registry Number 71-36-3)

CH,,0* tert—-C,;H,OH * 10.25 (V) PE 3941
(RN-CAS Registry Number 75-65-0)

CH,0* C:H,0, CO 11.10%0.05 PI 3523
(2,5-Cyclohexadiene-1,4-dione)
(RN-CAS Registry Number 106-51-4)

CsHO' C,H,0OCH, ** 8.47+0.05 EI 3482
(Furan, 2-methyl-)
(RN-CAS Registry Number 534-22-5)

C,H,0" CH,=C(OCH,)CH=CH, ** 8.43 PE 3892
(RN-CAS Registry Number 3588-30-5)

CsH,O" trans-CH;OCH=CHCH=CH, ** 8.03 PE 3892
(RN-CAS Registry Number 10034-09-0)

Cs;H, 0% C:H;O > 9.42+0.03 PI 3765
(Cyclopentanone)
(RN-CAS Registry Number 120-92-3)

CsH,O" C:H;,O ** 9.25+0.02(V) PE 3517
(Cyclopentanone)

(RN-CAS Registry Number 120-92-3)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

CH,0" n-CH,COCH, CH; 9.4 EI 3916
(RN-CAS Registry Number 591-78-6)

CsH,,0" n-C;H,COCH, ** 9.47+0.03 PI 3765
(RN-CAS Registry Number 107-87-9)

CsH,,0" CsH,;,O ** 9.48 (V) PE 4082
(2H-Pyran, tetrahydro-)
(RN-CAS Registry Number 142-68-7)

C;H,,0" C,H,,0 ** 9.50 (V) PE 3733
(2H-Pyran, tetrahydro-)
(RN-CAS Registry Number 142-68-7)

CH, 0" CH,0 ** 8.95+0.1 EI 3552
(Methanone, 2,4-cyclopentadien-1-ylidene-)
(RN-CAS Registry Number 4727-22-4)

CH,0" CH,=CO ** 8.99+0.1 EI 3553
(Methanone, 2,4-cyclopentadien-1-ylidene-)
(RN-CAS Registry Number 4727-22-4)

CH, O C.H;OCH; CH,; 11.3 EI 3916
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

CH,0t C¢H;OCH;, CH, 11.80+0.1 EI 3446
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

CH,0™" CH,(OH)COOH CO+OH 14.42+0.2 EI 3973
(Benzoic acid, 3-hydroxy-)
(RN-CAS Registry Number 99-06-9)

(MT-Metastable transition(s) observed)

CH,0" C:H,(OH)COOH CO+OH 14.56+0.2 EI 3973
(Benzoic acid, 4-hydroxy-)
(RN-CAS Registry Number 99-96-7)

(MT-Metastable transition(s) observed)

CH, 0t C¢H;NO, NO 10.35+0.1 | EI 3447
(Benzene, nitro-)
(RN-CAS Registry Number 98-95-3)

CeH,0" CH,(NO,)OH NO, 11.91+0.1 EI 3447
(Phenol, 4-nitro-)
(RN-CAS Registry Number 100-02-7)

CHO" C.H,OH ** 8.37 PE 3955
(Phenol)
(RN-CAS Registry Number 108-95-2)

CHO* C:H;OH * 8.47+0.02 PE 3890
(Phenol)
(RN-CAS Registry Number 108-95-2)

CH, O C:H,OH ** 8.69 EDD 3485
(Phenol)
(RN-CAS Registry Numbef 108-95-2)

CHO" C.H,OH ** 8.50 EI 3845
(Phenol)

(RN-CAS Registry Number 108-95-2)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
eV)
CH 0" C.H,OH ** 9.09+0.1 EI 3817
(Phenol)
(RN-CAS Registry Number 108-95-2)
CHO* CcH;OC,H; C,H, 11.3 EI 3479
(Benzene, ethoxy-)
(RN-CAS Registry Number 103-73-1)
(MT-Metastable transition(s) observed)
CH,O" C,H,O, CO 10.8 EI 3479
(2,4,6-Cycloheptatrien-1-one, 2-hydroxy-)
(RN-CAS Registry Number 533-75-5)
(MT-Metastable transition(s) observed)
CH, O™ CH,(OH)OCH, HCHO 10.30 EI 3845
(Phenol, 4-methoxy-)
(RN-CAS Registry Number 150-76-5)
CH. 0" C,H;O0CCH,; CH,=C=0 9.57+0.03 EI 3483
(Acetic acid, phenyl ester)
(RN-CAS Registry Number 122-79-2)
CH 0" C:H;O0CCH, CH,=C=0 9.89+0.2 EI 3484
(Acetic acid, phenyl ester)
(RN-CAS Registry Number 122-79-2)
CH;0* C,H,0C,H; ** 8.45+0.05 EI 3482
(Furan, 2-ethyl-)
(RN-CAS Registry Number 3208-16-0)
C¢H,0t CH0O ** 9441002 (V) PE 3843
(7-Oxabicyclo[2.2.1]hept-2-ene)
(RN-CAS Registry Number 6705-50-6)
CgH, O CH,,0 ** 9.143-0.03 PI 3765
(Cyclohexanone)
(RN-CAS Registry Number 108-94-1)
C¢H, (0" C¢H,,0 ** 9.14+0.02(V) PE 3517
(Cyclohexanone)
(RN-CAS Registry Number 108-94-1)
C¢H,;0" CH,,0 ** 9.5+0.2 EI 4074
(Cyclohexanone)
(RN-CAS-Registry Number 108-94-1)
C¢H,,0O" C¢H,,O ** 9.57+0.02(V) PE 3843
(7-Oxabicyclo|2.2.1]Theptane)
(RN-CAS Registry Number 279-49-2)
C¢H,,0% (CH,);CCOH; * 8.88+0.04 PE 3851
(RN-CAS Registry Number 75-97-8)
C¢H,,0™ (CH,);CCOCH; = 9.18+0.03 PI 3765
(RN-CAS Registry Number 75-97-8)
C¢H,,0* n-C,H,COCH; ** 9.44+0.03 PI 3765
(RN-CAS Registry Number 591-78-6)
CH,,0% n-C,H,COCH, ** 9.2 EI 3916

(RN-CAS Registry Number 591-78-6)
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Table of Ion Energetics Measurements—Continued

Ion Reactant Other
products

Ionization or
appearance
potential
V)

Method

Ref.

GH,0" C¢H,CHO H
(Benzaldehyde)
(RN-CAS Registry Number 100-52-7)
C,H,0* CH;COCH, CH,
(Ethanone, 1-phenyl-)
(RN-CAS Registry Number 98-86-2)
C,H,0* CH;COCH, CH,
(Ethanone, 1-phenyl-)
(RN-CAS Registry Number 98-86-2)
(TR-Other product(s) thermochemically reasonable)
CH;0" (CH;),CO CeHs
(Methanone, diphenyl-)
(RN-CAS Registry Number 119-61-9)
(TR-Other product(s) thermochemically reasonable)
C,H,0* C4H;COOH OH
(Benzoic acid)
(RN-CAS Registry Number 65-85-0)
C,H,0* C4H;COOH OH
(Benzoic acid)
(RN-CAS Registry Number 65-85-0)
(TR-Other product(s) thermochemically reasonable)
C,H,0% C:H,;COOCH; CH,0
(Benzoic acid methyl ester)
(RN-CAS Registry Number 93-58-3)
(TR-Other product(s) thermochemically reasonable)
CH,0% CcH;COOCH;
(Benzoic acid phenyl ester)
(RN-CAS Registry Number 93-99-2)
CH,0* CcH;COOCH,OCH;
(Phenol, 4-methoxy-, benzoate)
(RN-CAS Registry Number 1523-19-9)
C,H,0* CH;CONH, NH,
(Benzamide)
(RN-CAS Registry Number 55-21-0)
(TR-Other product(s) thermochemically reasonable)
CH,0" CsH;NCOCH;,
(Pyridine, 1-benzoyl-1,2,3,4-tetrahydro-)
(RN-CAS Registry Number 50838-24-9)
CH;0" C;H;NCOC4H;
(Piperidine, 1-benzoyl-)
(RN-CAS Registry Number 776-75-0)
C,H,0* CH;COOCH,/NO,
(Benzoic acid 4-nitro phenyl ester)
(RN-CAS Registry Number 959-22-8)
C,H,0* CsH;COCl Cl
(Benzoyl chloride)
(RN-CAS Registry Number 98-88-4)
(TR-Other product(s) thermochemically reasonable)

11.26

9.6

10.38

11.72

12.11+0.2

12.11

11.40

10.0

10.6

11.09

124

144

10.2

10.31

EI

EI

El

EI

El

El

El

EI

EI

El

EI

EI

El

EI

3792

3916

3792

3792

3973

3792

3792

3897

3897

3792

3897

3792

C,HO" CsH;CHO =
(Benzaldehyde)
(RN-CAS-Registry Number 100-52-7)

124

9.50+0.02

PI
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
V)
CHO* C¢H,CHO ** 9.5020.02 PI 4031
(Benzaldehyde)
(RN-CAS Registry Number 100-52-7)
C,HO" C,H,O ** 9.6 PI 3586
(Benzaldehyde)
(RN-CAS Registry Number 100-52-7)
C,H,0" CH,CHO ** 9.40 PE 3938
(Benzaldehyde)
(RN-CAS Registry Number 100-52-7)
C,HO* CH;CHO ** 9.74 EI 3792
(Benzaldehyde)
(RN-CAS Registry Number 100-52-7)
C,H,O* CH;CH,C,H,OH C¢H; 11.1+0.2 EI 3807
(Phenol, 4-(phenylmethyl)-)
(RN-CAS Registry Number 101-53-1)
C,H,0* C H,(OCH,)CH; CH, 11.60+0.1 EI 3446
(Benzene, 1-methoxy-3-methyl-)
(RN-CAS Registry Number 100-84-5)
C,H,0* C.H,(OCH,)CH,; CH, 11.45+0.1 EI 3446
(Benzene, 1-methoxy-4-methyl-)
(RN-CAS Registry Number 104-93-8)
C,H,0* CH,(OH)C,H, 12.79+0.1 EI 3629
(Phenol, 3-butyl-)
(RN-CAS Registry Number 4074-43-5)
C,H,0% CH,(OH)CH, 11.45+0.1 EI 3629
(Phenol, 4-butyl-)
(RN-CAS Registry Number 1638-22-8)
C,H,0* C¢H,(CH;)O0CCH, CH,CO 13.16+0.02 EI 3631
(Acetic acid, 2-methylphenyl ester)
(RN-CAS Registry Number 533-18-6)
C.H,0* C¢H,(CH;)OOCCH, CH,CO 13.47+0.02 EI 3631
(Acetic acid, 4-methylphenyl ester)
(RN-CAS Registry Number 140-39-6)
C,H,0* C:H,(OCH,;)COOH COOH 13.07+0.2 El 3973
(Benzoic acid, 3~methoxy-)
(RN-CAS Registry Number 586-38-9)
(MT-Metastable transition(s) observed)
C,H,0* C¢H,(OCH,;)COOH COOH 12.80+0.2 EI 3973
(Benzoic acid, 4~methoxy-)
(RN-CAS Registry Number 100-09-4)
(MT-Metastable transition(s) observed)
C,H,0* CH,(NO,CH, NO 9.98+0.1 EI 3447
(Benzene, 1-methyl-3-nitro-)
(RN-CAS Registry Number 99-08-1)
C,H,0* CH,(NO,)CH;, NO 10.34+0.1 El 3447
(Benzene, 1-methyl-4-nitro-)
(RN-CAS Registry Number 99-99-0)
CH,0* CH,4(NO,)OCH,; NO, 11.44+0.1 EI 3447

(Benzene, 1-methoxy-3-nitro-)
(RN-CAS Registry Number 555-03-3)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)

C,H, 0% C¢H,(NO,)OCH;, NO, 11.63+0.1 EI 3447
(Benzene, 1-methoxy-4-nitro-)
(RN-CAS Registry Number 100-17-4)

C,H, 0" C¢H,CH,OH ** 9.00+0.1 EI 3788
(Benzenemethanol)
(RN-CAS Registry Number 100-51-6)

CH 0" C¢H,OCH, ** 8.20+0.02 PE 3890
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H,O0" C¢H,;OCH,; ** 8.42 (V) PE 3781
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H,O0* Cs¢H;OCH; ** 8.20 EI 3845
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H;0* CH;OCH; ** 8.20 EI 3845
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,HO0* C¢H,;OCH, ** 8.25+0.1 EI 3788
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H, 0" C¢H;OCH; ** 8.39+0.1 EI 3446
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H,0% C¢H,OCH, ** 8.6 EI 3916
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H,0* C¢H;OCH; *x* 8.6 EI 3479
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H;0* CH;OCH; ** 8.76+ <0.1 EI 3735
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H,0" C¢H,OCH, ** 8.18 CTS 3758
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

C,H;,0" C¢H;OCH; b 8.37 CTS 4029
(Benzene, methoxy-)
(RN-CAS Registry Number 100-66-3)

(AV-Average of two values)

C,H,0" C:H,(OH)CH; ** 8.24+0.02 PE 3890
(Phenol, 2-methyl-)
(RN-CAS Registry Number 95-48-7)

C,H,0" C¢H,(OH)CH, *x 8.34 EI 4089
(Phenol, 4-methyl-)
(RN-CAS Registry Number 106-44-5)

C,H;0* CsH,(OH)C,H, CH,=CHCH;, 11.07%0.1 EI 3629

(Phenol, 3-butyl-)
(RN-CAS Registry Number 4074-43-5)
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Table of Ion Energetics Measurements—Continued

Ionization or

Ion Reactant Other appearance Method Ref.
products potential
(V)
C7H30 + C6H4(OH)C4H9 CHZ = CHCH 3 ] O- 32 =+ 0. l EI 3629

(Phenol, 4-butyl-)
(RN-CAS Registry Number 1638-22-8)

C,H,0* C¢H,(OCH,), CH,0 10.98+0.1 EI 3446
(Benzene, 1,3-dimethoxy-)
(RN-CAS Registry Number 151-10-0)

C,H,0* C¢H,(OCH,), HCHO 11.00 EI 3845
(Benzene, 1,4-dimethoxy-)
(RN-CAS Registry Number 150-78-7)

C,H, 0% C¢H,(CH;)O0CCH; CH,=C=0 9.4410.02 EI 3631
(Acetic acid, 2-methylphenyl ester)
(RN-CAS Registry Number 533-18-6)

C,H, 0% C¢H,(CH;)OOCCH; CH,=C=0 10.03+£0.2 EI 3484
(Acetic acid, 3-methylphenyl ester)
(RN-CAS Registry Number 122-46-3)

C,H,O" C¢H,(CH;)OOCCH; CH,=C=0 9.26+0.02 EI 3631
(Acetic acid, 4-methylphenyl ester)
(RN-CAS Registry Number 140-39-6)

C,H,O0* C¢H,(CH;)O0CCH; CH,=C=0 9.75+0.2 EI 3484
(Acetic acid, 4-methylphenyl ester)
(RN-CAS Registry Number 140-39-6)

C,H,0" C¢H;O0COCH; CO, 10.3 EI 3479
(Carbonic acid, methyl phenyl ester)
(RN-CAS Registry Number 13509-27-8)

(MT-Metastable transition(s) observed)

C,H,0" C¢H;CH,OHCr(CO); ) 9.40+0.1 EI 3788
(Chromium, [(1,2,3,4,5,6~7)-benzenemethanol]tricarbonyl-)
(RN-CAS Registry Number 12116-45-9)

C,HO" C¢H,OCH;Cr(CO), 8.45+0.1 EI 3788
(Chromium, tricarbonyl[(1,2,3,4,5,6-1)-methoxybenzene]-)
(RN-CAS Registry Number 12116-44-8)

C,H,,0% CH;,0 ** 9.17+0.02 (V) PE 3517
(Cycloheptanone)
(RN-CAS Registry Number 502-42-1)

C,H,,0" C¢Hy(=0)CH, ** 9.5+0.2 EI 4074

(Cyclohexanone, 2-methyl-)
(RN-CAS-Registry Number 583-60-8)

C,H, <ns1:XMLFault xmlns:ns1="http://cxf.apache.org/bindings/xformat"><ns1:faultstring xmlns:ns1="http://cxf.apache.org/bindings/xformat">java.lang.OutOfMemoryError: Java heap space</ns1:faultstring></ns1:XMLFault>